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>0
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> enlcandi dat es[f or [0t hehost [speci fi cOCo2+-sites( Co, Ni, Cu, Zn, Cd, Hglconpl exedO
>[0 nlk helsi t es) . OThen, [t heOsanmel sr epeat edf or Ot enCcandi dat esf or Ohost O

>[speci fi cONi 2+-sites[) 600conpl exes), OCu2+-si t esJ 60Cconpl exes), (Zn2+-si tesO
>[J( 600conpl exes), OCd2+- si t esJ( 60) . OEachlgeonet ry[ sCprecededt y[t heltit | efnamed
>[of [t helOconpl ex, Cwhi ch sOMXXSt N, Owher eOMT st helet al 0 on, OXXO s[XX2+-site, O
>OandONG st heOnunber Cof [t helOcandi dat e1- 10. OThus[ONi COSt 6C0means [t he(Dcandi dat e[
>[No. 06 or [Co2+- speci fi cOsi t e0w t h[t helni ckel 0 onCconpl exed[ n(t he[si t e, OandO
>[correspondst ol he(secondcol umOandsi xt h(Or owof O0Tabl e(200 n(t heCarticl e. O

>

>Thenf ol | ows[300Chundr ed i nesCwi t h(t heOnol ecul ar Cener gi esCof O i gandsO
>CandUonl yOghost Oat onilcorrespondi nglt oOnet al 0 on OBg[ M - Ol ef t i n t sCpl ace. O
>[Theselener gi esCar el n[t heOsaneor der Jast heCabove300Chundr edCconpl exes. O
>[Eachof Osi x[Osect i ons sOpr ecededlby [ helkeywor d, (whi chOraybelusedf or O

>[t he(f ast er Dori entati onl n(t hedfile: O

>0

>[1. OCo2+- speci ficlsitesO

>[P2. ONi 2+- speci ficlkitesO

>[3. OCu2+- speci fi clkitesO

>[W. [Zn2+- speci fi cOsi tesO

>[b. OCd2+- speci fi clsitesO

>[16. [ENERG ESOOFCLI GANDSO

0

0

a

O

0
::::::::::::::::::::::D
SUPPORTI NG NFORVATI ONC
::::::::::::::::::::::D
O
______________________ O
1. OCo2+- speci ficlsitesO
...................... O
0

CoCOst 10

0

2,40

. 17319095730

. 1639882855, 2, 90. O

. 2119603875, 3, 90., 2, 180. O

. 2115056511, 2, 90., 3, 180. O

. 1760678644, 2, 90., 3,90. O

. 2084631739, 2, 90., 3,-90. O

. 22563, 1, 136. 949, 3, 249. 38200
. 09962, 2, 120. 13, 1, 182. 4690
. 10082, 2, 121. 623, 9, 179. 84701
. 2249, 1, 137. 193, 2, 315. 8260
, 1.09973, 3, 120. 118, 1, 180. 2170
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1,1.10088, 3, 121. 647, 12, 179. 8440
,1.47396, 1, 118. 382, 3, 4. 1960
1.27526, 1, 124. 614, 3, 182. 2860

é,1.09333,4,122.064,14,-0.811D
5, 1. 08639, 4, 120. 211, 14, 179. 1980
4,1.09473, 4,112. 002, 15, 0. 7450
4
4

, 1. 09316, 4, 109. 525, 15, 122. 0470

, 1. 09359, 4, 109. 341, 15, -120. 4750
,1.47204, 1, 121. 374, 2, 81. 9030
1.27902, 1, 121. 311, 2, -93. 5740
,1.09378, 5, 122. 113, 21, 1. 4490

, 1.08739, 5, 119. 831, 21, 181. 1450
, 1.09488, 5, 111. 675, 22, - 4. 6150

, 1. 09345, 5, 109. 266, 22, 116. 08801
, 1.09293, 5, 109. 759, 22, -125. 7470
1. 22596, 1, 136. 985, 2, - 108. 330

1. 09968, 6, 120. 083, 1, 185. 1330

, 1. 1006, 6, 121. 526, 29, 180. O
,1.47174, 1, 121. 445, 2, - 181. 6420
1.27841, 1, 121. 56, 2, 0. 2420

2.1.0937. 7, 122. 161, 31, 0. 7180

2 1.08777,7.119. 842, 31, 180. 336
1.1.09474. 7. 111. 708. 32, 0. 980
1
1

, 1.09301, 7, 109. 479, 32, 121. 8480
, 1.09296, 7, 109. 639, 32, -120. 0330
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HF=- 2127. 98075430
S2=3. 7573370

S2-1=0. 0O

S2A=3. 7500220

RVBD=4. 857e- 090

Di pol e=0. 5979789, - 0. 7915747, 0. 86186820
PG=C0100 X( COH21Co1N3C8) ] O

g

O

O

U

g

CoCCst 20

a

2,40

ColJ

S, 1,2. 77165720870

O 1, 2.1625734658, 2, 90. U

S, 1, 2. 6093855813, 3, 90., 2, 180. O
N, 1, 2. 1562097738, 2, 90., 3, 180. O
o] . 1092057596, 2, 90., 3, 90. O

. 2216298273, 2, 90., 3,-90. 0
. 34881534, 1, 111. 20788624, 3, 61. 29159490
. 34861006, 1, 107. 49069874, 3, 163. 540582301
. 22560306, 1, 142. 43197169, 2, 302. 682980710
, 1. 09955355, 3 120. 17127698, 1, 181. 693377210
1.10159815, 3, 121. 60901186, 11, 179. 759466070
35045104, 1, 105. 14887431, 3, 10. 3709580101
35026859, 1, 102. 01129132, 3, 108. 204157720
47541626, 1, 121. 40210603, 2, 120. 20077340
27926166, 1, 120. 96882623, 2, - 66. 387850630
, 1.09316049, 5, 122. 12210288, 15, - 0. 713130890
,1.08766881, 5, 120. 14378718, 15, 179. 012794740
, 1.09415924, 5, 111. 36363942, 16, - 9. 8555101701
, 1.09263789, 5, 109. 63251317, 16, 110. 650437950

o U1U1b-¢>E;E;§orvrv|A|a|A|A|A [
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5, 1. 0930845, 5, 109. 65595131, 16, - 130. 786420950
, 1.22824825, 1, 137. 52229166, 2, - 75. 855002610
2,1.09883147, 6, 119. 6745348, 1, 182. 883536510
2,1.09960211, 6, 121. 71729987, 23, 179. 829946990
, 1. 47525075, 1, 119. 10749415, 2, - 209. 02107210
, 1.27562776, 1, 123. 90650675, 2, - 30. 125475040
6, 1. 09339102, 7, 122. 36429896, 25, - 0. 4319801201
6, 1. 08710168, 7, 119. 97505591, 25, 178. 795577960
5, 1.09466079, 7, 111. 9860476, 26, 9. 3508538401
5
5

, 1. 09364797, 7, 109. 65836177, 26, 130. 501976710
,1.09418879, 7, 109. 37387053, 26, - 111. 122044480

1
6
2
2
7
7
2
2
2
2
2

H
C
H
H
C
C
H
H
H
H
H,
O
HF=- 2678. 25645740

S2=3. 7575170

S2-1=0.0

S2A=3. 7500240

RVBD=3. 026e- 090

Di pol e=0. 894263, - 0. 1565031, 0. 53591960
PG=C010] X( C6HL8Co1N202S2) ] O

. 89755989240

. 2586290951, 2,90. O

. 2181901414, 3, 90., 2, 180. O

. 3696910952, 2, 90., 3, 180. O

. 3369707605, 2, 90., 3,90. 0O

. 275085779, 2, 90., 3,-90. 0

. 96627448, 1, 115. 09828913, 3, 215. 82035810

. 22454354, 1, 116. 46145005, 2, 361. 260040490

. 10240447, 3, 119. 66332571, 1, 181. 5468834201

. 10088477, 3, 120. 09542621, 10, 179. 971133020
. 46923838, 1, 117. 96167271, 3, 3. 127563340

. 27412375, 1, 123. 86102839, 3, 186. 192232850

, 1.09425947, 4, 121. 88254721, 12, 0. 317457740

, 1. 08645203, 4, 119. 41284487, 12, 180. 505098060
, 1.09603075, 4, 111. 82785769, 13, - 2. 091163970
, 1.09289123, 4, 109. 0796288, 13, 119. 6198188101
, 1. 09315219, 4, 109. 24331875, 13, - 124. 020758630
, 1.46247329, 1, 115. 87826411, 2, 63. 308651680
1.27337158, 1, 123. 16390978, 2, - 96. 147647890

ooQorogoooooo
w
O

N~NNDNDNNNNNNOOREFRPENNOORERPRPRPRPRARROCOWONRPRERPRER

PRPRPPRPFPONNMNDNNDNE

NNNWW-

6,1.09666532,5,122.90235324,19,0.71556026D

0, 1.08987433, 5, 119. 45867798, 19, 180. 9355828201
9, 1. 0979733, 5, 112. 64801852, 20, - 2. 755989210
9
9

, 1. 09375054, 5, 108. 46137891, 20, 118. 8084269901
, 1.09493196, 5, 109. 13843137, 20, - 124. 290957460
, 1.4630784, 1, 115. 52811899, 2, 0. 477851780
1.27274341, 1, 126. 33297373, 2, 187. 5140819301

%,1.09628576,6,122.96986823,26,-0.27243325D
7,1.08957929, 6, 119. 69407245, 26, 179. 529001710
6, 1. 09766485, 6, 112. 41864083, 27, 4. 390154090
6
6

, 1.09238419, 6, 108. 97476193, 27, 127. 102111370
1. 09558699, 6, 108. 80031235, 27, -116. 511013690
. 46227381, 1, 127. 08372369, 2, - 180. 1530086401

. 27599861, 1, 114. 47439894, 2, 3. 152819420
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H, 34, 1. 09638881, 7, 121. 85955006, 33, 0. 4379129701

H, 34, 1. 08996653, 7, 117. 80389912, 33, 180. 146197210
H, 33, 1. 09753436, 7, 112. 51329733, 34, - 1. 443993910
H, 33, 1. 09523785, 7, 109. 38244789, 34, 119. 620955640
H, 33, 1. 09534211, 7, 109. 45250392, 34, -122. 711267560
g

HF=- 2109. 05680680
S2=3. 7594140

S2-1=0.0

S2A=3. 7500380

RVBD=1. 976e- 090

Di pol e=- 0. 3738997, - 0. 3882785, - 0. 94763920
PG=C010] X( COH23Co1N4CR) ] O

a

O

U

g

g

CoCCst 40

O

1,40

Coll

O 1, 2. 00303413760

O 1, 2. 1956043857, 2, 90. U

N, 1, 2. 1699353632, 3, 90., 2, 180. O

N, 1, 2. 3013254352, 2, 90., 3, 180.

O 1, 2. 2038822585, 2, 90., 3,90. U

N, 1, 2. 2734959295, 2, 90., 3,-90. O

C 2,1.30015511, 1, 143. 19201849, 3, 162. 117300120

H, 8, 1.10791216, 2, 113. 45597863, 1, 153. 7021083601

O 8, 1.22880248, 2,127.12128069, 9, 178. 5900205801
1.22402662, 1, 122. 7321684, 2, 349. 76255230

WWWWWNNNDNODNNMNNMNNNOORERPRPRPERPRARRPPRPWOWOOONRPRRREREERE

,1.1010666, 3, 119. 79552245, 1, 183. 479123940
,1.09981386, 3, 120. 73162218, 12, 180. 1488184201
,1.46877182,1,118. 82704478, 3, 30. 378224490
,1.27299136, 1, 122. 59083029, 3, 207. 446540720
5, 1.09381616, 4, 121. 97111058, 14, -1. 010098880
5,1.08687774, 4, 119. 74948496, 14, 178. 895720870
4,1.09573869, 4, 111. 8832565, 15, 0. 345852080
4
4

e

, 1.09275478, 4, 109. 06416327, 15, 122. 135575130

, 1.09432971, 4, 108. 59502615, 15, - 120. 67597470
, 1.46627047, 1, 123. 35223933, 2, 74. 536309730

1. 27450958, 1, 119. 15847625, 2, - 99. 625460170

é,1.0954148,5,122.45839718,21,0.0794399D

2,1.08870471, 5, 119. 96893438, 21, 180. 046084760
1,1.09701953, 5, 111. 7972798, 22, - 6. 8621198901
1
1

, 1. 09306218, 5, 108. 0047378, 22, 113. 992857020

, 1.09461636, 5, 109. 316376, 22, - 128. 0198328701
, 1.22296412, 1, 124. 30345751, 2, 349. 2323465701
8,1.10102012, 6, 119. 96107241, 1, 179. 626383310
8,1.10018313, 6, 120. 81009768, 29, 180. 422382210
, 1.46744922, 1, 120. 52302577, 2, -209. 047171750
, 1.27620831, 1, 121. 56838792, 2, - 20. 357561730
2, 1. 09620608, 7, 121. 40606762, 31, 0. 747928340
2,1.08910626, 7, 119. 85144773, 31, 179. 930346550
1,1.09701255, 7, 112. 28940998, 32, 5. 144702730
1
1

, 1. 09503955, 7, 109. 4746132, 32, 126. 512099930
, 1.0946892, 7, 109. 70689371, 32, - 115. 7485832801
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HF=-2202. 99344880
S2=3. 7576430



S2-1=0. O
S2A=3. 7500240

RVBD=1. 952e- 090

Di pol e=1. 155008, - 0. 8713004, - 1. 65424860
PG=C010] X( COH20Co1N3O4) | O

g

g

g

O

O

CoCOst 50

g

1,40

Col

0 1,2.19318816640

O 1, 2. 2291849223, 2, 90. O

O 1, 2. 2044724837, 3, 90., 2, 180. O

O 1, 2.1908631643, 2, 90., 3, 180. O

O 1,1.8918841377, 2,90., 3,90. 0

0O 1, 2.1263699043, 2, 90., 3,-90. O

H, 2, 0. 9720149, 1, 123. 97643821, 3, 30. 702088250
H, 2, 0.97373627, 1, 100. 3773561, 3, 272. 098375410
H, 3, 0. 97164996, 1, 111. 16296615, 2, 119. 062580380
H, 3, 0. 97276639, 1, 126. 03498844, 2, - 109. 76376340
C 4, 1. 22445531, 1, 120. 15335199, 3, 93. 202630090
H, 12, 1. 10053206, 4 120. 12141936, 1, - 0. 567685750
H 12, 1. 10125446, 4, 119. 62016625, 13, 180. 1503625901
C 5,1.22589589, 1, 119. 33780051, 2, 280. 06373510
H, 15, 1. 09992094, 5, 120. 11509397, 1, - 1. 673432250
H, 15, 1. 1008052, 5, 119. 55602214, 16, 180. 352856880
H, 6, 0. 96713251, 1, 121. 05157668, 2, - 61. 600251270
C 7,1.22510616, 1, 128. 829406, 5, - 15. 621387070
H, 19, 1. 09869018, 7, 121. 45757107, 1, 0. 6080646101
H, 19, 1. 099019, 7, 119. 46160896, 1, 180. 3732996201
O

HF=- 1955. 07891430

S2=3. 7570710

S2-1=0.0

S2A=3. 7500220

RVBD=4. 767e- 090

Di pol e=0. 2755607, 0. 3025495, - 0. 116450
PG=C01[] X( C3H11C0106)] O

Oooogono

CoCCst 60

g

0, 40

27000000. 309241000+ 0. 21147400+ 0. 2349870
8OO 1. 237279000 1. 57772100+ 0. 6336970
s, 776359000 1. 9897100J000. 1677730
70000001, 938345000001, 22773200J000. 1850130
700000 1. 2209310001 6431870F 0. 6550570
80JO000. 802393+ 0. 2263250 F 2. 0969430
70000 0. 2646560000 0. 1941910000001, 9318270
60000 2. 515082000F 1. 629728+ 0. 6657940
100000 2. 922291000 2. 457187000 1. 2873580
80O 3. 3287310+ 0. 8845750+ 0. 08708401
60000001, 751343000F 2. 76544000+ 0. 7731980



1000002,
1000000
6 JO00es.
6 OO0,
. 54437800013.
10000000,
10000003,
10000003,
. 8629230000.
6 0O 2.
6 0000 1.
100000 1.
10000 0.
100000 2.
100000 3.
10000 2.
10000000,
6 JO000ro.
6 0o 1.
. 7293940003 0.
10000 2.
10000000,
1000000 .
1000000

1000002

1000002

100003 1

O

HF=-2164.

301849011} 3.
19907500} 2.
1604680JD0.
7815440002.

852710000®2.
856573 001L.
64814000000.

360402 00002.
02722600002.
679075000 R.
19981300001L.
8617280®2.
068818001.
02425802.
05758901+ 0.
7870090+ O.
47716100F 0.

27472901 0.
3763180+ 0.
460570000+ 1.
376281000D0.

487897810

S2=3. 75810

S2-1=0. 0

S2A=3. 7500370
RMSD=1. 575e- 080

72227001 0.
51748700+ 1.
9079770+ 0.
39531300000.
1786440000.
646381 01M.
75774200 0.
0577800+ 0.
59098401+ 1.
145606 0000.
101060000 1.
8681391} 2.
69203901} 2.
9889650} 0.
320507 00000.
46843301.
66446001} 2.
22789300 R2.
31479400 2.
40581000003.
358896 11.
346398 113.
062281 02.
69193700 2.

7150020
6896900
5462900
6583300
5653120
1699550
59225500
0576550
5516330
1035420
8268660
2696460
4083490
3961790
2308350
0964220
5371620
9493640
3060220
3704430
5602920
9612350
7286750
9028870

O

U

g

g

O

CoCOst 70

U

0, 40

Coll

0O 1, 2. 10436359840

O 1, 2. 3475172344, 2, 90. O

N, 1, 2. 2103610287, 3, 90., 2, 180. O

N, 1, 2. 3136201576, 2, 90., 3,180. O

O 1, 2. 2156044938, 2, 90., 3,90. O

O 1,1.9221991671, 2,90., 3,-90. O

C 2,1.28512113, 1, 132. 4833235, 3, 113. 158015940

H, 8,1.11267675, 2, 113. 71051297, 1, 183. 982857410

O 8, 1.23931276, 2, 128. 04409112, 9, 179. 904874090

C 3,1.22374177, 1, 109. 60458532, 2, 281. 531536820

H 11, 1.10639136, 3, 119. 25177869, 1, 176. 80307910
H, 11, 1. 10526152, 3, 119. 17725213, 12, 179. 140097440
C 4,1.4585547, 1, 126. 34067226, 3, 81. 9889645701

C 4,1.27475584, 1, 113. 81398476, 3, 263. 689278340
H, 15, 1. 09819287, 4, 121. 24591122, 14, 0. 520127240
H, 15, 1. 09255565, 4, 117. 30070407, 14, 181. 078939260
H, 14, 1. 09937234, 4, 112. 41865489, 15, - 0. 158883860
H, 14, 1. 09533075, 4, 108. 94725468, 15, 121. 278464750
H, 14, 1. 09506993, 4, 109. 22201792, 15, - 121. 779568470
C, 5,1.45824323, 1, 114. 61249078, 2, 76. 968529080

C 5, 1.27058069, 1, 126. 53746045, 2, - 102. 170688160
H, 22, 1. 0983786, 5, 122. 81105298, 21, 0. 243175890



H, 22, 1. 09062295, 5, 119. 68247559, 21, 180. 366226330
H, 21, 1. 10023651, 5, 111. 92600434, 22, - 2. 0558518801

H, 21, 1. 09453342, 5, 108. 43630078, 22, 120. 4680148201
H, 21, 1. 09306121, 5, 108. 39554244, 22, - 124. 630107120
C 6, 1.22467958, 1, 116. 27830033, 2, 344. 8545342801
H 2
H, 2
H, 7
O

8, 1.10344602, 6, 119. 41487377, 1, 181. 3611394207
8, 1. 10021369, 6, 120. 54746606, 29, 180. 90894840
, 0.97351221, 1, 106. 16199891, 2, - 20. 162099720

HF=- 2145. 03984490

S2=3. 7609960

S2-1=0.0

S2A=3. 7500490

RVBD=8. 129e- 090

Di pol e=0. 1832907, - 2. 3228606, - 1. 82167280
PG=CO10] X( CTHL6Co1N2065) ] O

COst 80

O

. 92420055210

. 2214515757, 2, 90. O

. 2101823762, 3, 90., 2, 180. O

. 2863998126, 2, 90., 3, 180. O

. 1683330903, 2, 90., 3, 90. O

. 2097705841, 2, 90., 3,-90. O

. 96865023, 1, 108. 08842339, 3, - 100. 293610990
. 97866159, 1, 101. 65493542, 2, 121. 007836340

. 97775904, 1, 88. 18104588, 2, 13. 521340730

. 00509417, 1, 94. 31150347, 3, 54. 435270470

. 96992155, 1, 110. 30996541, 3, - 196. 443000490
. 45704791, 1, 116. 65955457, 2, 53. 6745591501

. 27167149, 1, 120. 49985338, 2, - 103. 1497194201
, 1.09801744, 5, 122. 60800744, 13, 1. 818804050

, 1.08913776, 5, 119. 37397259, 13, 183. 848604250
, 1.09974551, 5, 112. 52766715, 14, - 3. 598441650
, 1. 094505, 5, 107. 37448232, 14, 117. 6064368901

, 1.09500495, 5, 109. 28713862, 14, - 125. 3335065901
, 1.26777603, 1, 117. 58161599, 2, - 135. 876221750
0,1.10701777, 6, 116. 42743509, 1, 169. 827607650
0, 1. 26474324, 6, 126. 1975142, 21, 180. 734637920
, 1.45735134, 1, 123. 98823491, 2, - 181. 581608250
1.27352477, 1, 115. 64192328, 2, 7. 356020230

, 1.09812166, 7, 121. 67267369, 23, 1. 19149420

, 1.09036744, 7, 117. 9562185, 23, 181. 531673570
, 1.09946743, 7, 112. 44619419, 24, - 1. 849341570
, 1.09419978, 7, 108. 69976593, 24, 119. 992456080
, 1.09561948, 7, 109. 17741582, 24, - 123. 5170158101

PPRPORFRPOOONDMNNDNDNE
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WWwwh N
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HF=- 2068. 8936412[]
S2=3. 7571640

S2-1=0.0

S2A=3. 7500230

RVBD=4. 575e- 090

Di pol e=-1. 7116309, 1. 12188, - 0. 28542240
PG=CO10] X( C5H16Co1N206) ] O



. 06977966201

. 0725022525, 2, 90. O

. 2751045491, 3, 90., 2, 180. O

. 3253195559, 2, 90., 3, 180. O

. 0751375005, 2, 90., 3,90. O

. 3349751075, 2, 90., 3,-90. 0

. 26698348, 1, 151. 74721092, 3, 152. 918326790

. 11491431, 2, 114. 27702106, 1, 156. 870293170

. 25374582, 2, 128. 51197908, 9, 178. 895230780

. 26962476, 1, 144. 36454032, 2, 235. 177350190
,1.11601646, 3, 113. 78267072, 1, 163. 9395642101
, 1.25161406, 3, 129. 08020178, 12, 178. 870011740
, 1.45596772, 1, 116. 03396096, 3, 26. 755930660
,1.26773489, 1, 124. 53550702, 3, 198. 113786450
5, 1.0984643, 4, 122. 51258335, 14, 0. 375034230
5,1.08916411, 4, 119. 55957835, 14, 179. 414933090
4,1.10086651, 4, 111. 79744517, 15, - 2. 597066840
4
4

TOOO0OTOOITOZ0Z2Z
B -
RPRRERPNNNNNN

, 1. 09441306, 4, 108. 0642583, 15, 119. 5583092501
,1.09273847, 4,108. 15610291, 15, - 123. 444274380
,1.45818128, 1, 120. 68752974, 2, 56. 023778560
1.2728032, 1, 119. 56629975, 2, - 113. 04924040

é,1.10136311,5,120.9977843,21,0.04957576D

2,1.09215424,5, 119. 89489707, 21, 179. 9511099701
1,1.102136, 5, 111. 93509753, 22, - 0. 899468110
1
1

,1.09671317, 5, 108. 93988567, 22, 121. 237713470
, 1. 09654632, 5, 108. 861694, 22, - 121. 71266680
,1.27106117, 1, 141. 64447214, 2, - 200. 850758910

8,1.1160048, 6, 113. 76601057, 1, 161. 019160410
8, 1.25081271, 6, 128. 85576052, 29, 179. 134999750
, 1.4590207, 1, 119. 95315544, 2, - 201. 875265241
, 1.27247731, 1, 120. 13848855, 2, - 8. 127195260
2,1.10088491, 7, 121. 0380667, 31, 0. 791429170
2,1.09013271, 7, 120. 15158129, 31, 180. 314460350
1,1.10202188, 7, 111. 89833208, 32, - 1. 696523460
1
1

ITOITIITITOOIITIIITIITOO

(@) :
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, 1.09704443, 7, 108. 2765996, 32, 119. 6452429501
, 1.09622687, 7, 109. 14650328, 32, - 122. 546108750

OTTITITITOO

HF=- 2352. 657730
S2=3. 7567570

S2-1=0.0

S2A=3. 750020

RVBD=1. 271e- 090

Di pol e=- 1. 8671767, 1. 6054715, - 1. 71190770
PG=CO1[] X( COH18Co1N306)] O

Ooooono

CoCCst 100

-1, 40



O

. 15158372840

. 1871492136, 2, 90. O

. 9382204064, 3, 90., 2, 180. O

. 1435825723, 2, 90. , 3, 180. O

. 1677862495, 2,90., 3,90. O

. 12949121095, 2, 90., 3,-90. 0

. 37137084, 1, 68. 98737662, 3, 60. 131523010

. 34995954, 1, 68. 87600307, 3, 163. 386847420

. 01649383, 1, 125. 54886593, 2, 73. 552057560

. 02262177, 1, 91. 87096883, 2, 190. 0621323201

. 02214414, 1, 107. 23171868, 2, - 58. 237561440

. 96789674, 1, 105. 45799613, 3, - 135. 330346110
. 26991852, 1, 131. 60725745, 2, - 80. 066340250

, 1.1160537, 5, 114. 15912931, 1, 192. 029890060

, 1. 2545012, 5, 129. 03165872, 15, 179. 647492920
1. 03342131, 1, 103. 76270075, 2, 73. 098491730

, 1.02173048, 1, 95. 44332656, 2, 183. 370557090
1.
1.

Ao - s
PORRPRPPPNNMNNRPNW

01715252, 1, 126. 67645371, 2, - 56. 007763510

26589241, 1, 125. 4355857, 2, 46. 9295795200
,1.11381724, 7, 114. 91970239, 1, - 188. 2708469301
, 1.2603282, 7, 128. 02959413, 21, 180. 643115680

OO0TOIITIOINIITIIITIOZOOZNQG
B{g:dojc)mrdP*m-b?Jw(thNFAPAHPAPAH

HF=- 2349. 89116770
S2=3. 7566160

S2-1=0. 0O

S2A=3. 750020

RVBD=7. 318e- 0900

Di pol e=1. 6782172, - 0. 6546464, 0. 34671350
PG=C010] X( C2H11Co1N206S1) | O

ZdboOozooooog

. 14108067770

. 1365393601, 2, 90. O

. 1679441982, 3, 90., 2, 180. O

. 1695747862, 2, 90., 3, 180. O

. 1368201015, 2, 90., 3,90. O

. 170374636, 2, 90., 3,-90. O

. 22563, 1, 136. 949, 3, 249. 38200
. 09962, 2, 120. 13, 1, 182. 4690

. 10082, 2, 121. 623, 9, 179. 8470
. 2249, 1, 137. 193, 2, 315. 8260
,1 09973, 3, 120. 118, 1, 180. 2170
,1.10088, 3, 121. 647, 12, 179. 8440
,1.47396, 1, 118. 382, 3, 4. 19601
1.27526, 1, 124. 614, 3, 182. 2860

Z2Z200

ITOIITOZO
h>U1U1HIH|A|A|A.h.h PRPWOONRPRRERPEP
PRPRPRNONMNNNN

B

é,1.09333,4,122.064,14,—0.811D
5, 1. 08639, 4, 120. 211, 14, 179. 1980
4,1.09473, 4,112. 002, 15, 0. 7450
4
4

, 1. 09316, 4, 109. 525, 15, 122. 0470

, 1. 09359, 4, 109. 341, 15, - 120. 4750
,1.47204, 1, 121. 374, 2, 81. 9030
,1.27902, 1, 121. 311, 2, - 93. 5740
2,1.09378, 5, 122. 113, 21, 1. 4490

TOOIIIITIITOOIITOITIITOLZ



2,1.08739, 5, 119. 831, 21, 181. 1450
1,1.09488, 5, 111. 675, 22, -4. 6150
1, 1. 09345, 5, 109. 266, 22, 116. 0880
1,1.09293, 5, 109. 759, 22, - 125. 7470
1 22596, 1, 136. 985, 2, 108 330
8, 1. 09968, 6 120. 083, 1 185. 1330
8, 1. 1006, 6, 121. 526, 29, 180. O
,1.47174, 1, 121. 445, 2, - 181. 6420
1.27841, 1, 121. 56, 2, 0. 2420

2.1.0937. 7. 122. 161, 31, 0. 7180

2. 1.08777,7,119. 842, 31, 180. 33601
1 1.09474.7.111. 708 32. 0. 98]
1
1

, 1.09301, 7, 109. 479, 32, 121. 8480
, 1.09296, 7, 109. 639, 32, -120. 0330

2
2
2
2
6,
2
2
7
7
3
3
3
3
3

H
H
H
H
C
H
H
C
C
H
H
H
H
H,
O
HF=- 2253. 52050070

S2=2. 0047970

S2-1=0.0

S2A=2. 0000150

RVBD=4. 891e- 100

Di pol e=0. 5623945, - 0. 7505237, 0. 82858880
PG=CO10] X( COH21N3Ni 108)] O

g

g

O

U

g

Ni COst 20

g

2,30

Ni O

S, 1,2.66958189910

O 1, 2. 1469829729, 2, 90. O

S, 1,2.5297674617, 3, 90., 2, 180. O
N, 1, 2. 1256705191, 2, 90., 3, 180. O
o] . 0958456195, 2, 90., 3,90. O

. 2028247488, 2,90., 3,-90. O

. 34881534, 1, 111. 20788624, 3, 61. 29159490

. 34861006, 1, 107. 49069874, 3, 163. 540582301

, 1. 22560306, 1, 142. 43197169, 2, 302. 682980710
O,l 09955355, 3, 120. 17127698, 1, 181. 693377210
0, 1.10159815, 3, 121. 60901186, 11, 179. 759466070

NNRNNNNNNNORRPRRRUUUAMRMRPRPONNRRRRRR
FPREPNNNONNN

i 35045104, 1, 105. 14887431, 3, 10. 3709580101
, 1.35026859, 1, 102. 01129132, 3, 108. 204157720
1.
1

47541626, 1, 121. 402106083, 2, 120. 20077340
27926166, 1, 120. 96882623, 2, - 66. 387850630

é,1.09316049,5,122.12210288,15,—0.71313089D
6, 1. 08766881, 5, 120. 14378718, 15, 179. 012794740
5, 1. 09415924, 5, 111. 36363942, 16, - 9. 855510170
5
5

, 1.09263789, 5, 109. 63251317, 16, 110. 650437950
, 1. 0930845, 5, 109. 65595131, 16, - 130. 786420950
1.22824825, 1, 137. 52229166, 2, - 75. 855002610

, 1.09883147, 6, 119. 6745348, 1, 182. 8835365101
1. 09960211, 6, 121. 71729987, 23, 179. 829946990
. 47525075, 1, 119. 10749415, 2, - 209. 02107210

, 1. 27562776, 1, 123. 90650675, 2, - 30. 125475040
6, 1. 09339102, 7, 122. 36429896, 25, - 0. 4319801207
6, 1. 08710168, 7, 119. 97505591, 25, 178. 795577960
5, 1. 09466079, 7, 111. 9860476, 26, 9. 3508538401
5
5

, 1.09364797, 7, 109. 65836177, 26, 130. 501976710
, 1.09418879, 7, 109. 37387053, 26, - 111. 122044480

ITITITITOOITIOIIITIITOOIIIIOIITZ



O
HF=- 2803. 7950110

S2=2. 0054110

S2-1=0.0

S2A=2. 0000190

RVBD=2. 804e- 090

Di pol e=0. 873375, - 0. 1094586, 0. 53363270
PG=C010] X( C6HL8N2Ni 102S2) ] O

-, OZzO00000

. 93617363890

. 1891227395, 2,90. O

. 1937262402, 3, 90., 2,180. O

. 2896782289, 2, 90., 3, 180. O

. 2781967529, 2, 90., 3,90. 0

. 2129304935, 2, 90., 3,-90. 0

. 96627448, 1, 115. 09828913, 3, 215. 82035810

. 22454354, 1, 116. 46145005, 2, 361. 260040490

. 10240447, 3, 119. 66332571, 1, 181. 5468834201

. 10088477, 3, 120. 09542621, 10, 179. 971133020
. 46923838, 1, 117. 96167271, 3, 3. 1275633401

,1.27412375, 1, 123. 86102839, 3, 186. 192232851
3,1.09425947, 4, 121. 88254721, 12, 0. 317457740
3, 1. 08645203, 4, 119. 41284487, 12, 180. 505098060
2,1.09603075, 4, 111. 82785769, 13, - 2. 091163970
2
2

: ITOOITOITZZZ2Z00
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, 1.09289123, 4, 109. 0796288, 13, 119. 619818810

, 1.09315219, 4, 109. 24331875, 13, - 124. 020758630
, 1.46247329, 1, 115. 87826411, 2, 63. 308651680
1.27337158, 1, 123. 16390978, 2, - 96. 147647890

b,1.09666532,5,122.90235324,19,0.71556026D

0, 1.08987433, 5, 119. 45867798, 19, 180. 93558282011
9, 1. 0979733, 5, 112. 64801852, 20, - 2. 755989210
9
9

, 1. 09375054, 5, 108. 46137891, 20, 118. 8084269901
, 1. 09493196, 5, 109. 13843137, 20, - 124. 290957460
,1.4630784, 1, 115. 52811899, 2, 0. 4778517801
1.27274341, 1, 126. 33297373, 2, 187. 514081930

%,1.09628576,6,122.96986823,26,—0.27243325D
7,1. 08957929, 6, 119. 69407245, 26, 179. 529001710
6, 1. 09766485, 6, 112. 41864083, 27, 4. 390154090
6
6

, 1.09238419, 6, 108. 97476193, 27, 127. 102111370

, 1. 09558699, 6, 108. 80031235, 27, -116. 511013690
, 1.46227381, 1, 127. 08372369, 2, - 180. 153008640
1. 27599861, 1, 114. 47439894, 2, 3. 15281942[]

h,1.09638881,7,121.85955006,33,0.43791297D

4,1.08996653, 7, 117. 80389912, 33, 180. 146197210
3,1.09753436, 7, 112. 51329733, 34, - 1. 4439939101
3
3

, 1. 09523785, 7, 109. 38244789, 34, 119. 620955640
, 1.09534211, 7, 109. 45250392, 34, -122. 711267560

O I T T ITITOOIITIIIITOOIIIIITIOOIIIIIOOIIOIZZZ2Z2

HF=-2234. 59123750
S2=2. 0049350
S2-1=0. 0

S2A=2. 0000160
RMSD=1. 877e- 090



Di pol e=- 0. 3838258, - 0. 3883409, - 1. 0621310
PG=C010] X( COH23N4Ni 102) ] O

o

22880248, 2, 127. 12128069, 9, 178. 590020580
22402662, 1, 122. 7321684, 2, 349. 76255230

, 1. 1010666, 3, 119. 79552245, 1, 183. 4791239401

, 1.09981386, 3, 120. 73162218, 12, 180. 148818420
,1 46877182, 1, 118. 82704478, 3, 30. 378224490
1.27299136, 1, 122. 59083029, 3, 207. 446540720

g

O

O

g

g

Ni COSt 400

O

1, 30

N O

O 1,2.01153643630

O 1, 2. 1450709822, 2, 90. O

N, 1, 2. 1284457081, 3, 90., 2, 180. O

N, 1, 2. 247130424, 2, 90., 3, 180. O

0O 1,2.1621567894, 2, 90., 3,90. O

N, 1, 2.2217168253, 2,90., 3,-90. O

C 2,1.30015511, 1, 143. 19201849, 3, 162. 117300120

H, 8,1.10791216, 2, 113. 45597863, 1, 153. 702108360
1.
1.

i

5. 1. 09381616, 4, 121. 97111058, 14, - 1. 010098880
5, 1. 08687774, 4, 119. 74948496, 14, 178. 895720870
4,1.09573869, 4, 111. 8832565, 15, 0. 345852080
4
4

, 1.09275478, 4, 109. 06416327, 15, 122. 135575130

, 1. 09432971, 4, 108. 59502615, 15, - 120. 67597470
, 1.46627047, 1, 123 35223933, 2, 74. 536309730
1.27450958, 1, 119. 15847625, 2, - 99. 625460170

é,l 0954148, 5, 122. 45839718, 21, 0. 07943990

2,1.08870471, 5, 119. 96893438, 21, 180. 046084760
1,1.09701953, 5, 111. 7972798, 22, - 6. 862119890
1
1

, 1.09306218, 5, 108. 0047378, 22, 113. 992857020

, 1. 09461636, 5, 109. 316376, 22, - 128. 0198328701
, 1.22296412, 1, 124. 30345751, 2, 349. 2323465701
8,1.10102012, 6, 119. 96107241, 1, 179. 626383310
8,1.10018313, 6, 120. 81009768, 29, 180. 4223822101

1.46744922, 1, 120. 52302577, 2, -209. 047171750
,1.27620831, 1, 121. 56838792, 2, - 20. 357561730

2, 1. 09620608, 7, 121. 40606762, 31, 0. 747928340

2,1.08910626, 7, 119. 85144773, 31, 179. 930346550
1,1.09701255, 7, 112. 28940998, 32, 5. 144702730
1
1

, 1. 09503955, 7, 109. 4746132, 32, 126. 512099930
, 1. 0946892, 7, 109 70689371, 32, - 115. 748583280

1
1
1
1
1
1
2
8
8
3
1
1
4
4
1
1
1
1
1
5
5
2
2
2
2
2
6
2
2
7
7
3
3
3
3
3
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HF=- 2328. 53192180
S2=2. 0047990

S2-1=0.0

S2A=2. 0000150

RVBD=1. 069e- 090

Di pol e=1. 1584993, - 0. 8684576, - 1. 68219990
PG=C010] X( COH20N3Ni 104) ] O

O

O
g
g
g
N

i COst 50



-
O

. 11644615690
. 1459492484, 2, 90. O
. 148381045, 3, 90., 2, 180. O
. 1286978143, 2, 90., 3, 180. O
. 9225622267, 2, 90., 3,90. O
. 0889275597, 2, 90., 3,-90. O
. 9720149, 1, 123. 97643821, 3, 30. 702088250
. 97373627, 1, 100. 3773561, 3, 272. 098375410
. 97164996, 1, 111. 16296615, 2, 119. 062580380
. 97276639, 1, 126. 03498844, 2, - 109. 76376340
.22445531 1,120. 15335199, 3, 93. 2026300901
, 1.10053206, 4, 120. 12141936, 1, - 0. 567685750
,1.10125446, 4, 119. 62016625, 13 180. 150362590
1 22589589, 1, 119. 33780051, 2, 280. 06373510
, 1.09992094, 5, 120. 11509397, 1, - 1. 673432250
, 1.1008052, 5, 119. 55602214, 16, 180. 352856881
,O 96713251, 1, 121. 05157668, 2, - 61. 600251270
1. 22510616, 1, 128. 829406, 5, - 15. 621387070
, 1.09869018, 7, 121. 45757107, 1, 0. 608064610
, 1.099019, 7, 119. 46160896, 1, 180. 373299620

{ 000000
PRPNORPRPURRPAOMWNNRRPRRRR

©o-

POOOOMNMNENNNN

LS
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HF=- 2080. 61330140

S2=2. 0038320

S2-1=0. O

S2A=2. 0000090

RVBD=8. 364e- 090

Di pol e=0. 256148, 0. 3786163, - 0. 14041660
PG=C0100 X( C3HL1Ni 106)] O

O

GURRPRRPRRAMDMNRPRPWOONRRRRRER
e

. 24586635, 2, 128. 05105561, 9, 179. 421676990
. 21975734, 1, 109. 7318329, 2, 412. 3590625401
, 1. 10542665, 3, 119. 97711754, 1, 186. 403628950
, 1.09838034, 3, 120. 69301685, 12 180. 999163180
, 1.45966893, 1, 112. 24918192, 3, 49. 172048860

1. 26959053, 1, 125. 28674879, 3, 209. 2690644901

g

g

g

O

O

Ni COst 60

g

0, 30

Ni O

0O 1, 2. 07945034980

O 1, 2. 2522082777, 2, 90. O

N, 1, 2.1615184502, 3, 90., 2,180. O

N, 1, 2. 3656089013, 2, 90., 3, 180. O

O 1,1.9468484747, 2,90., 3,90. 0

N, 1, 2. 2101150806, 2, 90., 3,-90. O

C 2,1.27926373, 1, 140. 01153609, 3, 158. 9175318501

H, 8,1.11213731, 2, 114. 20495445, 1, 158. 398931960
1
1

é,1.09734956,4,122.61736972,14,-1.71107483D
5,1.08973739, 4, 119. 48414781, 14, 177. 583054550
4,1.09944257, 4, 112. 44143128, 15, 1. 105228570
4
4

, 1.09518227, 4, 108. 62343641, 15, 122. 681805220

, 1.09532307, 4, 107. 20573804, 15, -121. 075109760
, 1.45818152, 1, 131. 46476303, 2, 70. 322369760
1.27291172, 1, 109. 65490124, 2, - 100. 472037640

OOITITITITITOOIITO



2,1.09971516, 5, 122. 09708986, 21, 1. 024642640
2, 1. 09088635, 5, 118. 115603, 21, 182. 60520290
1,1.10104631, 5, 112. 5568363, 22, - 7. 72938380
1
1

, 1.09491783, 5, 107. 84407541, 22, 113. 28340340
1. 0968229, 5, 109. 44245134, 22, - 129. 045853910
. 96978719, 1, 104. 22008938, 2, 12. 8935602801

. 46373305, 1, 119. 19940733, 2, - 222. 305627950
, 1.27465099, 1, 121. 77483158, 2, - 33. 881419640
0, 1. 09767865, 7, 120. 73722199, 29, 2. 154853230
0, 1. 09278223, 7, 119. 8513587, 29, 184. 022275320
9, 1. 09845059, 7, 111. 9766943, 30, - 0. 757018780
9
9

, 1.09480257, 7, 108. 62978978, 30, 120. 277572570
, 1.09338376, 7, 109. 77338818, 30, - 122. 415550460

OITI T T TOO0OIITIITIITT
NNNWWNNONNNNN
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HF=- 2290. 02391630

S2=2. 0049630

S2-1=0.0

S2A=2. 0000160

RVBD=5. 009e- 090

Di pol e=0. 5821201, 0. 6945258, - 2. 33057140
PG=CO10] X( CBHLON3Ni 104)] O

g

g

g

O

U

Ni COst 70

g

0, 30

Ni O

0 1,2.07823684930

0 1,2. 2787863872, 2,90. O

N, 1, 2. 1492053165, 3, 90., 2,180. O

N, 1, 2. 2356592778, 2, 90., 3,180. O

0O 1, 2. 2025384307, 2, 90., 3,90. O

0O 1, 1.9559163212, 2, 90., 3,-90. O

C 2,1.28512113, 1, 132. 4833235, 3, 113. 158015940

H, 8,1.11267675, 2,113. 71051297, 1, 183. 982857410

O 8, 1.23931276, 2, 128. 04409112, 9, 179. 9048740901
1

. 22374177, 1, 109. 60458532, 2, 281. 53153682011
,1.10639136, 3, 119. 25177869, 1, 176. 803079101
,1.10526152, 3, 119. 17725213, 12, 179. 140097440
, 1.4585547, 1, 126. 34067226, 3, 81. 98896457011
,1.27475584, 1, 113. 81398476, 3, 263. 689278340
5, 1.09819287, 4, 121. 24591122, 14, 0. 520127240
5, 1. 09255565, 4, 117. 30070407, 14, 181. 0789392601
4,1.09937234, 4,112. 41865489, 15, - 0. 1588838601
4
4

~NNNONNNNNUUORRPRRPRRANRPRRWOONRRRRERR

e

, 1. 09533075, 4, 108. 94725468, 15, 121. 278464750
, 1. 09506993, 4, 109. 22201792, 15, -121. 779568470
, 1. 45824323, 1, 114. 61249078, 2, 76. 968529080
, 1. 27058069, 1, 126. 53746045, 2, - 102. 170688160
2,1.0983786, 5, 122. 81105298, 21, 0. 2431758901
2, 1. 09062295, 5, 119. 68247559, 21, 180. 366226330
1,1.10023651, 5, 111. 92600434, 22, - 2. 0558518801
1
1

, 1.09453342, 5, 108. 43630078, 22, 120. 468014820
, 1.09306121, 5, 108. 39554244, 22, -124. 630107120
, 1. 22467958, 1, 116. 27830033, 2, 344. 854534280
8, 1.10344602, 6, 119. 41487377, 1, 181. 3611394207
8, 1.10021369, 6, 120. 54746606, 29, 180. 90894840
. 97351221, 1, 106. 16199891, 2, - 20. 162099720

OIrTTOIITIITITIITOOIITIIIIOOLTO
oX



HF=- 2270. 5766020

S2=2. 0048910

S2-1=0. 0O

S2A=2. 0000150

RVBD=5. 090e- 09[]

Di pol e=0. 1446506, - 2. 388103, - 1. 76632080
PG=C010] X( C7THL6N2Ni 106)] O

g

O

O

U

g

Ni COSt 80

a

0, 30

N O

O 1, 1.94398210710

O 1, 2.1484750772, 2, 90. O

O 1, 2.1784890826, 3, 90., 2, 180. O
N, 1, 2. 2165439709, 2, 90., 3, 180. O
o] . 1458253137, 2, 90., 3, 90. O

. 1540294307, 2, 90., 3,-90. O

. 96865023, 1, 108. 08842339, 3, - 100. 2936109901
. 97866159, 1, 101. 65493542, 2, 121. 007836340

. 97775904, 1, 88. 18104588, 2, 13. 521340730

. 00509417, 1, 94. 31150347, 3, 54. 4352704701

. 96992155, 1, 110. 30996541, 3, - 196. 4430004901
. 45704791, 1, 116. 65955457, 2, 53. 6745591501

. 27167149, 1, 120. 49985338, 2, - 103. 1497194201
,1.09801744, 5, 122. 60800744, 13, 1. 818804050
,1.08913776, 5, 119. 37397259, 13, 183. 8486042501
, 1.09974551, 5, 112. 52766715, 14, - 3. 598441650
, 1. 094505, 5, 107. 37448232, 14, 117. 6064368901
1. 09500495, 5, 109. 28713862, 14, - 125. 333506590]
. 26777603, 1, 117. 58161599, 2, - 135. 876221750
,1.10701777, 6, 116. 42743509, 1, 169. 827607650
1.26474324, 6, 126. 1975142, 21, 180. 734637920
. 45735134, 1, 123. 98823491, 2, - 181. 581608250
. 27352477, 1, 115. 64192328, 2, 7. 356020230

, 1.09812166, 7, 121. 67267369, 23, 1. 191494201
,1.09036744, 7, 117. 9562185, 23, 181. 531673570
, 1.09946743, 7, 112. 44619419, 24, - 1. 849341570
, 1.09419978, 7, 108. 69976593, 24, 119. 992456080
, 1.09561948, 7, 109. 17741582, 24, - 123. 517015810

WWwWwhrh- -
= PRPORPOOOMNDNDNDNDNE

TOIITIIITIITOOIIIITITZ

[oNeky
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WwWwwhph-

OTITITITITOO

HF=- 2194. 43248990

S2=2. 004240

S2-1=0.0

S2A=2. 0000120

RVBD=3. 448e- 0901

Di pol e=- 1. 7006278, 1. 0878819, - 0. 37621080
PG=CO10] X( C5HL6N2Ni 106)] O

Ooogoogdg

Ni COst 90
g

-1, 30
Ni O



. 06903269820

. 0645247514, 2, 90. O

. 2101209681, 3, 90., 2, 180. O

. 2694754952, 2, 90., 3, 180. O

. 064388686, 2, 90., 3,90. 0O

. 2750085256, 2, 90., 3,-90. O

. 26698348, 1, 151. 74721092, 3, 152. 918326790
. 11491431, 2, 114. 27702106, 1, 156. 870293170
. 25374582, 2, 128. 51197908, 9, 178. 895230780
. 26962476, 1, 144. 36454032, 2, 235. 177350190
,1.11601646, 3, 113. 78267072, 1, 163. 939564210
, 1. 25161406, 3, 129. 08020178, 12, 178. 870011740
, 1.45596772, 1, 116. 03396096, 3, 26. 755930660
1.26773489, 1, 124. 53550702, 3, 198. 113786450

ITOZ20z2=200

OxTO00
e -
RPRRERPNNMNNNNN

5. 1. 0984643, 4. 122. 51258335, 14, 0. 3750342301

5, 1. 08916411, 4, 119. 55957835, 14, 179. 414933090
4,1.10086651, 4, 111. 79744517, 15, - 2. 597066840
4
4

, 1.09441306, 4, 108. 0642583, 15, 119. 5583092501

, 1.09273847, 4, 108. 15610291, 15, - 123. 444274380
,1.45818128, 1, 120. 68752974, 2, 56. 023778560
1.2728032, 1, 119. 56629975, 2, - 113. 04924040

é,l.10136311,5,120.9977843,21,0.04957576D

2,1.09215424, 5, 119. 89489707, 21, 179. 951109970
1,1.102136, 5, 111. 93509753, 22, - 0. 899468110
1
1

,1.09671317, 5, 108. 93988567, 22, 121. 237713470

, 1. 09654632, 5, 108. 861694, 22, - 121. 71266680
,1.27106117, 1, 141. 64447214, 2, - 200. 850758910
8, 1.1160048, 6, 113. 76601057, 1, 161. 019160410
8, 1.25081271, 6, 128. 85576052, 29, 179. 134999750
, 1. 4590207, 1, 119. 95315544, 2, - 201. 875265240
,1.27247731, 1, 120. 13848855, 2, - 8. 127195260
2,1.10088491, 7, 121. 0380667, 31, 0. 7914291701
2,1.09013271, 7, 120. 15158129, 31, 180. 314460350
1,1.10202188, 7, 111. 89833208, 32, - 1. 696523460
1
1

ITOITITIITIITITOOIITIIITITOO
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WWWww~NNNDNODNDNMNNDNDNNOOOORERPRPRPERPRARRPRRPRPOOONRPRERPRERE

, 1.09704443, 7, 108. 2765996, 32, 119. 645242950
, 1.09622687, 7, 109. 14650328, 32, - 122. 546108750

OTITITITITOO

HF=-2478. 19128780

S2=2.004170

S2-1=0. 0

S2A=2. 0000110

RVBD=1. 472e- 090

Di pol e=-1. 8760905, 1. 6093641, - 1. 76615880
PG=C010 X( COH18N3Ni 106)] O

g

O

U

g

g

Ni COst 100

O

-1, 30

N O

S, 1, 3. 1254039210

N, 1, 2. 1258325607, 2, 90. O

O 1, 1. 9589036079, 3, 90., 2, 180. O

O 1, 2. 1070404776, 2, 90., 3, 180. O

N, 1,2.1113922578, 2, 90., 3,90. O

O 1, 2. 0944006865, 2, 90., 3, -90. O

H 2,1.37137084, 1, 68. 98737662, 3, 60. 131523010
H, 2, 1. 34995954, 1, 68. 87600307, 3, 163. 386847420



1. 01649383, 1, 125. 54886593, 2, 73. 552057560
1. 02262177, 1, 91. 87096883, 2, 190. 062132320
1. 02214414, 1, 107. 23171868, 2, - 58. 237561440
0
1

. 96789674, 1, 105. 45799613, 3, - 135. 330346110
. 26991852, 1, 131. 60725745, 2, - 80. 066340250
1.1160537, 5, 114. 15912931, 1, 192. 029890060
1. 2545012, 5, 129. 03165872, 15, 179. 6474929201
03342131, 1, 103. 76270075, 2, 73. 098491730
02173048, 1, 95. 44332656, 2, 183. 370557090
01715252, 1, 126. 67645371, 2, - 56. 007763510
26589241, 1, 125. 4355857, 2, 46. 9295795201
,1.11381724, 7, 114. 91970239, 1, - 188. 270846930
, 1.2603282, 7, 128. 02959413, 21, 180. 643115680

ITOITITIT

41
4

O

1.
, 1.
1.
1.

ITOIIT
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co-

HF=- 2475. 42808980

S2=2. 0043480

S2-1=0.0

S2A=2. 0000120

RVBD=8. 988e- 09[]

Di pol e=1. 621995, - 0. 6110249, 0. 4312210
PG=CO10] X( C2HLIN2Ni 106S1)] O

PRPRPERPNNMNNMNNNN

i

,1
1.

5
5
4,
4
4

, 1.
1.

2
2,
1,
1,
1,

,81
8

1
1
1
1
1
1
2
8
8
3
1
1
4
4
1
1
1
1
1
5
5
2
2
2
2
2
6
2
2
7
7

OO0OTITTOIIIIITOOIIIIITIOOIITIOIIOLZ

, 1.
1.

g

g

g

O

U

CucCcst 10

g

2,20

Cud

0O 1, 2. 52299450570

0O 1, 2.080104327, 2,90. O

N, 1, 2.4727441497, 3, 90., 2,180. O
N, 1, 2.1169677042, 2, 90., 3,180. O
o] . 0578076536, 2, 90., 3, 90. O

. 0742365456, 2, 90., 3,-90. O

. 22563, 1, 136. 949, 3, 249. 38201

. 09962, 2, 120. 13, 1, 182. 46901

. 10082, 2, 121. 623, 9, 179. 8470

. 2249, 1, 137. 193, 2, 315. 8260

1. 09973, 3, 120. 118, 1, 180. 2170
,1.10088, 3, 121. 647, 12 179. 8440
47396, 1, 118. 382, 3, 4. 19601
27526, 1, 124. 614, 3, 182. 2860
1. 09333, 4, 122. 064, 14, -0. 8110
1. 08639, 4, 120. 211, 14, 179. 1980
1.09473, 4,112. 002, 15, 0. 7450
1. 09316, 4, 109. 525, 15, 122. 0470
1. 09359, 4, 109. 341, 15, -120. 4750
47204, 1, 121. 374, 2, 81. 9030
27902, 1, 121. 311, 2, - 93. 5740
1. 09378, 5 122. 113, 21 1. 4490
1. 08739, 5, 119. 831, 21, 181. 1450
1. 09488, 5, 111. 675, 22, - 4. 6150
1. 09345, 5, 109. 266, 22, 116. 0880
1. 09293, 5, 109. 759, 22, -125. 7470
22596, 1, 136. 985, 2, 108 330
1. 09968, 6 120. 083, 1 185. 1330
1.1006, 6, 121. 526, 29, 180. U
47174, 1, 121. 445, 2, - 181. 64200
27841, 1, 121. 56, 2, 0. 2420



H, 32, 1. 0937, 7,122. 161, 31, 0. 7180
H, 32,1.08777,7,119. 842, 31, 180. 33601
H, 31, 1. 09474, 7, 111. 708, 32, 0. 9801
H, 31, 1. 09301, 7, 109. 479, 32, 121. 8480
H, 31, 1. 09296, 7, 109. 639, 32, - 120. 0330
g

HF=- 2385. 66334990
S2=0. 7526260

S2-1=0.0

S2A=0. 7500070

RVBD=3. 701e- 090

Di pol e=0. 5475951, - 0. 5831857, 0. 924538900
PG=C0100 X( COH21Cu1N3C8)] O

a

O

U

g

g

CuCcst 20

O

2,20

CQuld

S, 1, 3. 37183647580

O 1, 2. 0686222793, 2, 90. U

S, 1, 2. 970545376, 3, 90., 2, 180. O
N, 1, 2. 0679752767, 2, 90., 3, 180.
O . 0305456776, 2, 90., 3,90. 0

. 0706266717, 2,90., 3,-90. O

. 34881534, 1, 111. 20788624, 3, 61. 29159490

. 34861006, 1, 107. 49069874, 3, 163. 54058230

, 1. 22560306, 1, 142. 43197169, 2, 302. 682980710
0, 1. 09955355, 3, 120. 17127698, 1, 181. 6933772101
0, 1.10159815, 3, 121. 60901186, 11, 179. 759466070
. 35045104, 1, 105. 14887431, 3, 10. 370958010

. 35026859, 1, 102. 01129132, 3, 108. 204157720

. 47541626, 1, 121. 40210603, 2, 120. 20077340

. 27926166, 1, 120. 96882623, 2, - 66. 387850630

NNNNNNNNNORRPRRPRUIOARRPRPWNNRRRRRRE
RPRPRRNNNNNW

1
1
1
1
, 1.09316049, 5, 122. 12210288, 15, - 0. 7131308901

6

6, 1. 08766881, 5, 120. 14378718, 15, 179. 012794740
5,1.09415924, 5, 111. 36363942, 16, -9. 855510170
5
5

, 1.09263789, 5, 109. 63251317, 16, 110. 650437950

, 1. 0930845, 5, 109. 65595131, 16, - 130. 7864209501
, 1.22824825, 1, 137. 52229166, 2, - 75. 855002610
2,1.09883147, 6, 119. 6745348, 1, 182. 883536510
2,1.09960211, 6, 121. 71729987, 23, 179. 829946990
, 1. 47525075, 1, 119. 10749415, 2, - 209. 02107210
, 1. 27562776, 1, 123. 90650675, 2, - 30. 125475040
6, 1. 09339102, 7, 122. 36429896, 25, - 0. 431980120
6, 1. 08710168, 7, 119. 97505591, 25, 178. 795577960
5, 1. 09466079, 7, 111. 9860476, 26, 9. 3508538401
5
5

, 1. 09364797, 7, 109. 65836177, 26, 130. 501976710
,1.09418879, 7, 109. 37387053, 26, -111. 122044480

OITITTITOOIIOIIIIIOOIIIIOIITLZ

HF=- 2935. 94846550
S2=0. 7529680

S2-1=0.0

S2A=0. 7500080

RVBD=7. 264e- 090

Di pol e=0. 7744408, 0. 013634, 0. 4572880
PG=C010] X( C6HL8CU1N202S2) | O

O



COost 30

ooporoQonOOD
O
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WWwhh-

, 1. 86248958440
, 2.5035790687, 2, 90. O
, 1, 2. 0722000549, 3, 90., 2, 180. O
, 1, 2. 8509841225, 2, 90., 3, 180. O
, 1, 2. 2369631022, 2, 90., 3, 90. O
, 1, 2. 1872768468, 2, 90., 3, -90. O
,2,0.96627448, 1, 115. 09828913, 3, 215. 82035810
, 3, 1. 22454354, 1, 116. 46145005, 2, 361. 260040490
, 9, 1.10240447, 3, 119. 66332571, 1, 181. 5468834201
, 9, 1.10088477, 3, 120. 09542621, 10, 179. 971133020
, 4, 1.46923838, 1, 117. 96167271, 3, 3. 127563340
,4,1.27412375, 1, 123. 86102839, 3, 186. 192232850
, 13, 1. 09425947, 4, 121. 88254721, 12, 0. 317457740
, 13, 1. 08645203, 4, 119. 41284487, 12, 180. 505098060
, 12, 1. 09603075, 4, 111. 82785769, 13, - 2. 091163970
, 12, 1. 09289123, 4, 109. 0796288, 13, 119. 619818810
2,1.09315219, 4, 109. 24331875, 13, - 124. 020758630

. 46247329, 1, 115. 87826411, 2, 63. 308651680
. 27337158, 1, 123. 16390978, 2, - 96. 147647890

1
1

6,1.09666532,5,122.90235324,19,0.71556026D

0, 1.08987433, 5, 119. 45867798, 19, 180. 935582820
9,1.0979733, 5, 112. 64801852, 20, - 2. 755989210
9
9

, 1. 09375054, 5, 108. 46137891, 20, 118. 8084269901
, 1.09493196, 5, 109. 13843137, 20, - 124. 290957460
,1.4630784, 1, 115. 52811899, 2, 0. 477851780
1.27274341, 1, 126. 33297373, 2, 187. 514081930

%,1.09628576,6,122.96986823,26,-0.27243325D
7,1.08957929, 6, 119. 69407245, 26, 179. 529001710
6, 1. 09766485, 6, 112. 41864083, 27, 4. 390154090
6
6

, 1.09238419, 6, 108. 97476193, 27, 127. 102111370
1. 09558699, 6, 108. 80031235, 27, -116. 511013690
. 46227381, 1, 127. 08372369, 2, - 180. 153008640

. 27599861, 1, 114. 47439894, 2, 3. 15281942

, 1.09638881, 7, 121. 85955006, 33, 0. 4379129701

, 1. 08996653, 7, 117. 80389912, 33, 180. 146197210
, 1.09753436, 7, 112. 51329733, 34, - 1. 4439939101

, 1.09523785, 7, 109. 38244789, 34, 119. 620955640
, 1.09534211, 7, 109. 45250392, 34, -122. 711267560

e
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HF=- 2366. 75064470
S2=0. 75272200

S2-1=0.0

S2A=0. 7500070

RVBD=6. 315e- 090

Di pol e=- 0. 2139585, - 0. 3573963, - 1. 01532050
PG=CO10] X( COH23CulN4R) ] O

COost 40
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1,20

culd

O 1, 1. 90926035860

0O 1, 2. 2911964761, 2, 90. O

N, 1, 2. 0247770762, 3, 90., 2, 180. O

N, 1, 2. 3975746697, 2, 90., 3, 180. O

O 1, 2. 3053129641, 2,90., 3,90. 0

N, 1, 2. 3690641344, 2, 90., 3,-90. O

C 2,1.30015511, 1, 143. 19201849, 3, 162. 117300120

H, 8, 1.10791216, 2, 113. 45597863, 1, 153. 702108360

O 8, 1.22880248, 2,127.12128069, 9, 178. 5900205801
, 3, 1. 22402662, 1, 122. 7321684, 2, 349. 762552301
, 11, 1. 1010666, 3, 119. 79552245, 1, 183. 4791239401

1,1.09981386, 3, 120. 73162218, 12, 180. 148818420

1.46877182, 1, 118. 82704478, 3, 30. 3782244911
1.27299136, 1, 122. 59083029, 3, 207. 446540720
5,1.09381616, 4, 121. 97111058, 14, -1. 010098880
5,1.08687774, 4, 119. 74948496, 14, 178. 895720870
4,1.09573869, 4, 111. 8832565, 15, 0. 345852080
4,
4,

1. 09275478, 4, 109. 06416327, 15, 122. 135575130
1. 09432971, 4, 108. 59502615, 15, - 120. 67597470
46627047, 1, 123. 352239383, 2, 74. 536309730

, 1.27450958, 1, 119. 15847625, 2, - 99. 6254601701
2,1.0954148, 5, 122. 45839718, 21, 0. 079439901
2,1.08870471, 5, 119. 96893438, 21, 180. 046084760
1,1.09701953, 5, 111. 7972798, 22, - 6. 8621198901
1
1

1.
1.

, 1.09306218, 5, 108. 0047378, 22, 113. 9928570201

, 1. 09461636, 5, 109. 316376, 22, - 128. 0198328701
, 1.22296412, 1, 124. 30345751, 2, 349. 2323465701
8,1.10102012, 6, 119. 96107241, 1, 179. 626383310
8,1.10018313, 6, 120. 81009768, 29 180. 422382210
, 1.46744922, 1, 120. 52302577, 2, -209. 047171750

1. 27620831, 1, 121. 56838792, 2, - 20. 357561730

é,l 09620608, 7, 121. 40606762, 31, 0. 747928340

2,1.08910626, 7, 119. 85144773, 31, 179. 930346550
1,1.09701255, 7, 112. 28940998, 32, 5. 144702730
1
1

, 1. 09503955, 7, 109. 4746132, 32, 126. 512099930
, 1.0946892, 7, 109. 70689371, 32, - 115. 748583280

1
1
1
1
1
1
2
8
8
3
1
1
4,
4,
1
1
1
1
1
5,
5
2
2
2
2
2
6
2
2
7
7
3
3
3
3
3
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HF=- 2460. 68059530
S2=0. 7522050

S2-1=0. O

S2A=0. 7500040

RVBD=8. 282e- 090

Di pol e=1. 1062975, - 0. 8327282, - 1. 55266840
PG=C01L] X( COH20Cu1N3O4) | O

U

g

g

g

O

CuCOost 50

g

1,20

culd

0O 1, 2. 16457125280

0O 1, 2. 3663068701, 2, 90. O

0O 1, 2.198680821, 3, 90., 2, 180. O
O 1, 2. 3250482804, 2, 90., 3, 180. O
O 1, 1.8496997073, 2,90., 3,90. 0
0O 1, 2.006384348, 2,90., 3,-90. 0O



0.9720149, 1, 123. 97643821, 3, 30. 7020882501

, 0.97373627, 1, 100. 3773561, 3, 272. 098375410
, 0.97164996, 1, 111. 16296615, 2, 119. 062580381
0.

1

97276639, 1, 126. 03498844, 2, - 109. 76376340
, 1. 22445531, 1, 120. 15335199, 3, 93. 202630090
2,1.10053206, 4, 120. 12141936, 1, - 0. 567685750
2,1.10125446, 4, 119. 62016625, 13, 180. 150362590
, 1.22589589, 1, 119. 33780051, 2, 280. 06373510
5,1.09992094, 5, 120. 11509397, 1, - 1. 673432250
5,1.1008052, 5, 119. 55602214, 16, 180. 352856880
,0.96713251, 1, 121. 05157668, 2, - 61. 600251270
, 1.22510616, 1, 128. 829406, 5, - 15. 621387070

9, 1. 09869018, 7, 121. 45757107, 1, 0. 608064610
9,1.099019, 7, 119. 46160896, 1, 180. 3732996201

2
2
3
3
4
1
1
5
1
1
6
7
1
1
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HF=- 2212. 768070

S2=0. 7519760

S2-1=0.0

S2A=0. 7500030

RVBD=6. 272e- 090

Di pol e=0. 2295656, 0. 2308449, - 0. 1594690
PG=CO1[] X( C3H11Cu106)] O

g

g

O

U

g

CuCCst 60

g

0, 20

Culd

0O 1, 2. 03208206830

O 1, 2. 6353800022, 2, 90. O

N, 1,2.1179218731, 3, 90., 2,180. 0

N, 1, 2. 7820563649, 2, 90., 3, 180. O

O 1, 1.8762493974, 2, 90., 3,90. 0O

N, 1, 2. 1382558872, 2, 90., 3,-90. O

C 2,1.27926373, 1, 140. 01153609, 3, 158. 917531850

H, 8,1.11213731, 2, 114. 20495445, 1, 158. 398931960

O 8, 1. 24586635, 2, 128. 05105561, 9, 179. 4216769901
,3,1.21975734, 1, 109. 7318329, 2, 412. 3590625401
, 11, 1. 10542665, 3, 119. 97711754, 1, 186. 4036289507

1, 1. 09838034, 3, 120. 69301685, 12, 180. 999163180

WN~NONNNNNUURRPRPRPRPANRPRRWOONRRRRERR

,i.45966893,1,112.24918192,3,49.17204886D
1. 26959053, 1, 125. 28674879, 3, 209. 269064490

é,1.09734956,4,122.61736972,14,-1.71107483D
5,1.08973739, 4, 119. 48414781, 14, 177. 583054550
4,1.09944257,4,112. 44143128, 15, 1. 105228570
4
4

, 1.09518227, 4, 108. 62343641, 15, 122. 681805220
, 1. 09532307, 4, 107. 20573804, 15, -121. 075109760
, 1.45818152, 1, 131. 46476303, 2, 70. 322369760
1.27291172, 1, 109. 65490124, 2, - 100. 472037640

é,1.09971516,5,122.09708986,21,1.02464264D
2, 1. 09088635, 5, 118. 115603, 21, 182. 60520290
1,1.10104631, 5, 112. 5568363, 22, - 7. 72938380
1
1

, 1.09491783, 5, 107. 84407541, 22, 113. 28340340
1. 0968229, 5, 109. 44245134, 22, - 129. 045853910

0.96978719, 1, 104. 22008938, 2, 12. 893560280

, 1.46373305, 1, 119. 199407383, 2, - 222. 305627950
, 1.27465099, 1, 121. 77483158, 2, - 33. 881419640
0, 1. 09767865, 7, 120. 73722199, 29, 2. 154853230

TOOIIIIITITOOIITIITIITIOOLITO



30, 1. 09278223, 7, 119. 8513587, 29, 184. 022275320
, 29, 1. 09845059, 7, 111. 9766943, 30, - 0. 757018780
29,1.09480257, 7, 108. 62978978, 30, 120. 277572570
29, 1. 09338376, 7, 109. 77338818, 30, - 122. 415550460

HF=- 2422. 18555560

S2=0. 75267800

S2-1=0. 0O

S2A=0. 75000601

RVBD=4. 415e- 090

Di pol e=0. 6064538, 0. 6621942, - 2. 259233200
PG=C010] X( CBHL9CU1N3®4)] O

Cost 70

aonN
O

. 00902702420

. 6059043335, 2, 90. O

. 1141300274, 3, 90., 2, 180. O

. 6893414553, 2, 90., 3, 180. O

. 1520174611, 2,90., 3,90. O

. 8953352305, 2, 90., 3,-90. 0

. 28512113, 1, 132. 4833235, 3, 113. 1580159401

. 11267675, 2,113. 71051297, 1, 183. 982857410

. 23931276, 2, 128. 04409112, 9, 179. 904874090

. 22374177, 1, 109. 60458532, 2, 281. 531536820

, 1.10639136, 3, 119. 25177869, 1, 176. 80307910
1.10526152, 3, 119. 17725213, 12, 179. 140097440
. 4585547, 1, 126. 34067226, 3, 81. 988964570

. 27475584, 1, 113. 81398476, 3, 263. 689278340

, 1.09819287, 4, 121. 24591122, 14, 0. 520127240

, 1. 09255565, 4, 117. 30070407, 14, 181. 0789392601
, 1.09937234, 4, 112. 41865489, 15, - 0. 1588838601

, 1. 09533075, 4, 108. 94725468, 15, 121. 278464750
, 1. 09506993, 4, 109. 22201792, 15, - 121. 779568470
, 1. 45824323, 1, 114. 61249078, 2, 76. 968529080

, 1. 27058069, 1, 126. 53746045, 2, -102. 170688160
2, 1. 0983786, 5, 122. 81105298, 21, 0. 2431758901

2, 1. 09062295, 5, 119. 68247559, 21, 180. 366226330
1,1.10023651, 5, 111. 92600434, 22, - 2. 055851880
1
1

OI0O0OZzzZzOoO0oenonoooo
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, 1.09453342, 5, 108. 43630078, 22, 120. 4680148201
, 1.09306121, 5, 108. 39554244, 22, - 124. 630107120
, 1.22467958, 1, 116. 27830033, 2, 344. 854534281
8,1.10344602, 6, 119. 41487377, 1, 181. 3611394201
8, 1. 10021369, 6, 120. 54746606, 29, 180. 908948401
, 0.97351221, 1, 106. 16199891, 2, - 20. 162099720

OIITTOIIIIITIOOIIIITITOOLILTO

HF=- 2402. 7361150
S2=0. 7531970

S2-1=0.0

S2A=0. 7500080

RVBD=5. 224e- 090

Di pol e=0. 2743659, - 2. 152871, - 1. 58569330
PG=CO10] X( CTHL6Cu1N205)] O

O

O



g

g

g

CuCOost 80

O

0, 20

CQuld

O 1,1.8778334370

0O 1, 2. 4441094961, 2, 90. O

0O 1, 2.0780152109, 3, 90., 2, 180. O

N, 1, 2. 6311759288, 2, 90., 3, 180. O

O 1, 2.1072510354, 2,90., 3,90. 0

N, 1, 2. 1248508301, 2, 90., 3,-90. O

H, 2, 0. 96865023, 1, 108. 08842339, 3, - 100. 293610990
H, 3, 0. 97866159, 1, 101. 65493542, 2, 121. 007836340
H, 3, 0. 97775904, 1, 88. 18104588, 2, 13. 521340730

H, 4,1.00509417, 1, 94. 31150347, 3, 54. 435270470

H, 4, 0. 96992155, 1, 110. 30996541, 3, - 196. 443000490
C 5,1.45704791, 1, 116. 65955457, 2, 53. 674559150

C 5,1.27167149, 1, 120. 49985338, 2, - 103. 149719420
H, 14, 1. 09801744, 5, 122. 60800744, 13, 1. 818804050
H, 14, 1. 08913776, 5, 119. 37397259, 13, 183. 848604250
H, 13, 1. 09974551, 5, 112. 52766715, 14, - 3. 598441650
H, 13, 1. 094505, 5, 107. 37448232, 14, 117. 606436890
H, 13, 1. 09500495, 5, 109. 28713862, 14, - 125. 333506590
C 6,1.26777603, 1, 117. 58161599, 2, - 135. 876221750
H, 20, 1. 10701777, 6, 116. 42743509, 1, 169. 827607650
O 20, 1. 26474324, 6, 126. 1975142, 21, 180. 734637920
C 7,1.45735134, 1, 123. 98823491, 2, - 181. 581608250
C 7,1.27352477, 1, 115. 64192328, 2, 7. 356020230

H, 24, 1. 09812166, 7, 121. 67267369, 23, 1. 191494207

H, 24, 1. 09036744, 7, 117. 9562185, 23, 181. 531673570
H, 23, 1. 09946743, 7, 112. 44619419, 24, - 1. 849341570
H, 23, 1. 09419978, 7, 108. 69976593, 24, 119. 992456080
H, 23, 1. 09561948, 7, 109. 17741582, 24, - 123. 517015810
O

HF=-2326. 5875590

S2=0. 752360

S2-1=0.0

S2A=0. 7500050

RVBD=8. 382e- 090

Di pol e=- 1. 5668953, 1. 0808063, - 0. 18982670
PG=C010] X( C5SHL6Cu1N2C6) ] O

g

g

O

U

g

CuCacst 90

g

-1, 20

Culd

O 1, 2. 00573099560
O . 9748599687, 2, 90. O

. 1618291808, 3, 90., 2, 180. O

. 1258926122, 2, 90., 3, 180. O

. 3038395072, 2, 90., 3,90. O

. 7345715179, 2, 90., 3,-90. O

. 26698348, 1, 151. 74721092, 3, 152. 918326790
. 11491431, 2, 114. 27702106, 1, 156. 870293170
. 25374582, 2, 128. 51197908, 9, 178. 895230780
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C 3,1.26962476, 1, 144. 36454032, 2, 235. 1773501901

, 11, 1. 11601646, 3, 113. 78267072, 1, 163. 9395642101
O 11, 1. 25161406, 3, 129. 08020178, 12, 178. 870011740
C 4,1.45596772, 1, 116. 03396096, 3, 26. 7559306601
C 4,1.26773489, 1, 124. 53550702, 3, 198. 113786450

, 15, 1. 0984643, 4, 122. 51258335, 14, 0. 375034230
5, 1. 08916411, 4, 119. 55957835, 14, 179. 414933090
4,1.10086651, 4, 111. 79744517, 15, - 2. 597066840
4,1.09441306, 4, 108. 0642583, 15, 119. 558309250
4,1.09273847, 4,108. 15610291, 15, - 123. 444274380
C 5,1.45818128, 1, 120. 68752974, 2, 56. 0237785601
C
C

1.2728032, 1, 119. 56629975, 2, - 113. 04924040

,1.10136311, 5, 120. 9977843, 21, 0. 049575760

2

2,1.09215424,5, 119. 89489707, 21, 179. 9511099701
1,1.102136, 5, 111. 93509753, 22, - 0. 899468110
1
1

,1.09671317, 5, 108. 93988567, 22, 121. 237713470
1. 09654632, 5, 108. 861694, 22, - 121. 71266680

, 1.27106117, 1, 141. 64447214, 2, - 200. 850758910
8,1.1160048, 6,113. 76601057, 1, 161. 019160410
8, 1.25081271, 6, 128. 85576052, 29, 179. 134999750
, 1. 4590207, 1, 119. 95315544, 2, - 201. 875265240

, 1.27247731, 1, 120. 13848855, 2, -8. 127195260
2,1.10088491, 7, 121. 0380667, 31, 0. 7914291701
2,1.09013271, 7, 120. 15158129, 31, 180. 314460350
1,1.10202188, 7, 111. 89833208, 32, - 1. 696523460
1,1.09704443, 7, 108. 2765996, 32, 119. 6452429507
1,1.09622687, 7, 109. 14650328, 32, - 122. 546108750

-

H
H
H
H
H
H
H
H
H
H
H
H

0
Cy
C

1
1
1
1
5
5
2
2
2
2
2
6
2
2
7
7
3
3
3
3
3

H
H
H,
H
H,
g
HF=-2610. 33562080
S§2=0. 7522150
S2-1=0. 0

S2A=0. 7500040
RMSD=5. 024e- 090

Di pol e=- 1. 7039778, 2. 1367989, - 1. 62074440
PG=CO10] X( COH18Cu1N306)] O

O

U

g

g

a

CuCCst 100

U

-1, 20

CQuld

S, 1, 3. 01536391740

N, 1, 2. 4704268111, 2, 90. O

O 1, 1. 9245094481, 3, 90., 2, 180. O

O 1, 2. 2806585769, 2, 90., 3, 180. O

N, 1, 2. 0421394449, 2, 90., 3, 90. O

O 1, 2.0417008789, 2, 90., 3,-90. O

H, 2,1. 37137084, 1, 68. 98737662, 3, 60. 131523010
H, 2, 1. 34995954, 1, 68. 87600307, 3, 163. 386847421
H, 3, 1. 01649383, 1, 125. 54886593, 2, 73. 5520575601
H, 3,1.02262177, 1, 91. 87096883, 2, 190. 0621323201
H, 3, 1. 02214414, 1, 107. 23171868, 2, - 58. 237561440
H, 4, 0. 96789674, 1, 105. 45799613, 3, - 135. 330346110
C 5,1.26991852, 1, 131. 60725745, 2, - 80. 0663402501
H, 14, 1. 1160537, 5, 114. 15912931, 1, 192. 029890060
O 14, 1. 2545012, 5, 129. 03165872, 15, 179. 6474929207
H, 6, 1. 03342131, 1, 103. 76270075, 2, 73. 098491730
H, 6, 1. 02173048, 1, 95. 44332656, 2, 183. 370557090



H, 6, 1. 01715252, 1, 126. 67645371, 2, - 56. 007763510
C 7,1.26589241, 1, 125. 4355857, 2, 46. 9295795201

H, 20, 1. 11381724, 7, 114. 91970239, 1, - 188. 270846930
O 20, 1. 2603282, 7, 128. 02959413, 21, 180. 643115680
O

HF=- 2607. 57308040

S2=0. 7531890

S2-1=0. 0O

S2A=0. 75000601

RVBD=4. 934e- 090

Di pol e=2. 0296438, - 0. 4018361, 0. 16492260
PG=C0100 X( C2HL1Cu1N206S1) ] O

O

O

O

O

O

ZnCOost 10

O

2,10

Zn

O 1, 2. 2035860

O 1, 2.198484, 2,90. O

N, 1, 2. 232777, 3, 90.,2,180. 0

N, 1, 2. 232284, 2,90., 3,180.0

O 1, 2.198086, 2,90., 3,90. O
,1,2.237162,2,90.,3,-90.0
, 2, 1.225629, 1, 136. 949, 3, 249. 3820
, 8,1.099618, 2, 120. 13, 1, 182. 4690
,8,1.10082, 2,121.623,9, 179. 8470
. 3,1.224904, 1, 137. 193, 2, 315. 8260
, 11, 1. 099728, 3, 120. 118, 1, 180. 2170

1,1.100878, 3, 121. 647, 12, 179. 8440

WWWWWwWw~NNNDNODNDNMNNMNNNNOOORRPRPRPERPRARRPRPRPWOOONRPRERRERE

,i.473957,1,118.382,3,4.196D
1.275256, 1, 124. 614, 3, 182. 28601

5. 1.093325 4, 122. 064, 14 - 0. 8110
5 1.086391. 4. 120,211, 14, 179. 1980
4. 1.094732. 4. 112. 002. 15. 0. 74501
4
4

, 1. 093161, 4, 109. 525, 15, 122. 0470

, 1. 093589, 4, 109. 341, 15, - 120. 4750
,1.472042, 1, 121. 374, 2, 81. 9030
1.279023, 1, 121. 311, 2,-93. 5740

é,1.093777,5,122.113,21,1.449D

2,1.087392,5, 119. 831, 21, 181. 14501
1,1.094877, 5, 111. 675, 22, - 4. 6150
1
1

, 1. 093446, 5, 109. 266, 22, 116. 0880

, 1.092933, 5, 109. 759, 22, - 125. 7470
, 1. 225955, 1, 136. 985, 2, - 108. 330
8, 1. 099683, 6, 120. 083, 1, 185. 13301
8, 1. 100604, 6, 121. 526, 29, 180. O
,1.471737, 1, 121. 445, 2, - 181. 6420
,1.278414,1, 121. 56, 2, 0. 24200
2,1.093696, 7, 122. 161, 31, 0. 7180
2,1.087772,7,119. 842, 31, 180. 33601
1,1.094741, 7, 111. 708, 32, 0. 980
1,1.093014, 7, 109. 479, 32, 121. 8480
1,1.092958, 7, 109. 639, 32, -120. 03301

OI T T TITOO0OITIOIIITIIITIOOIIIIITIOOIIOIIOZ

HF=-2524. 54880360
RMSD=1. 885e- 0901
Di pol e=0. 5954516, - 0. 7896927, 0. 86222760



PG=CO10] X( COH21N308Zn1)] O

O

O

O

O

O

ZnCOst 20

O

2,10

ZnlJ

S, 1, 2.82307619440

0 1, 2.2075984136, 2,90. O

S, 1, 2. 650082889, 3, 90., 2, 180. O

N, 1, 2. 1789155066, 2, 90., 3, 180. O

O 1, 2.1435803994, 2,90., 3,90. O
, 1, 2. 2508059252, 2, 90., 3,-90. 0
,2,1.3488153391, 1, 111. 20788624, 3, 61. 29159490
, 2,1.3486100625, 1, 107. 49069874, 3, 163. 54058230
, 3, 1. 2256030587, 1, 142. 43197169, 2, 302. 682980710
, 10, 1. 0995535473, 3, 120. 17127698, 1, 181. 693377210

0,1.1015981546, 3, 121. 60901186, 11, 179. 7594660701

NNNNNNNNNORRPRRPRUOURNMRMNRRONNRRRRERR

gagonoio o

. 3504510383, 1, 105. 14887431, 3, 10. 370958010

. 3502685868, 1, 102. 01129132, 3, 108. 204157720

. 4754162608, 1, 121. 40210603, 2, 120. 20077340

. 2792616599, 1, 120. 96882623, 2, - 66. 387850630

, 1.0931604851, 5, 122. 12210288, 15, - 0. 713130890

, 1.0876688061, 5, 120. 14378718, 15, 179. 012794740
, 1.0941592365, 5, 111. 36363942, 16, - 9. 855510170

, 1.0926378935, 5, 109. 63251317, 16, 110. 650437950
1. 0930844971, 5, 109. 65595131, 16, - 130. 786420950
. 2282482452, 1, 137. 52229166, 2, - 75. 855002610
,1.0988314716, 6, 119. 6745348, 1, 182. 8835365101

1. 0996021125, 6, 121. 71729987, 23, 179. 8299469901
. 4752507527, 1, 119. 10749415, 2, - 209. 02107210

. 2756277642, 1, 123. 90650675, 2, - 30. 125475040

, 1.0933910152, 7, 122. 36429896, 25, - 0. 4319801207
,1.0871016803, 7, 119. 97505591, 25, 178. 795577960
, 1.0946607875, 7, 111. 9860476, 26, 9. 350853841

, 1.0936479667, 7, 109. 65836177, 26, 130. 501976710
, 1.0941887936, 7, 109. 37387053, 26, - 111. 122044480

R R
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HF=- 3074. 82462770

RVBD=5. 591e- 090

Di pol e=0. 8937542, - 0. 1601473, 0. 51203260
PG=C010] X( C6HL8N2CRS2Zn1)] O

O

a

O

O

O

ZnCOst 30

O

1,10

Zn0d

O 1, 1. 90561400820

O 1,2.2975763948, 2,90. 0

N, 1, 2. 1585976156, 3, 90., 2, 180. O
N, 1, 2. 4964194811, 2, 90., 3, 180. O
N, 1, 2. 4417092941, 2, 90., 3,90.0
N, 1, 2. 3188375133, 2, 90., 3,-90. O
H, 2, 0. 9662744843, 1, 115. 09828913, 3, 215. 82035810



1. 2245435354, 1, 116. 46145005, 2, 361. 260040490
1. 1024044682, 3, 119. 66332571, 1, 181. 5468834201
1.1008847713, 3, 120. 09542621, 10, 179. 971133020
1
1

. 4692383779, 1, 117. 96167271, 3, 3. 127563340

. 274123751, 1, 123. 86102839, 3, 186. 192232850
, 1.0942594713, 4, 121. 88254721, 12, 0. 317457740
, 1. 0864520257, 4, 119. 41284487, 12, 180. 505098060
, 1.0960307462, 4, 111. 82785769, 13, -2. 091163970
, 1.0928912293, 4, 109. 0796288, 13, 119. 619818810
1. 093152188, 4, 109. 24331875, 13, - 124. 020758630
. 4624732934, 1, 115. 87826411, 2, 63. 308651680
. 2733715762, 1, 123. 16390978, 2, - 96. 1476478901
, 1.096665321, 5, 122. 90235324, 19, 0. 7155602601
, 1.0898743264, 5, 119. 45867798, 19, 180. 9355828201
, 1.0979732972, 5, 112. 64801852, 20, - 2. 755989210
, 1. 0937505356, 5, 108. 46137891, 20, 118. 8084269901
1. 0949319575, 5, 109. 13843137, 20, - 124. 290957460
. 4630783952, 1, 115. 52811899, 2, 0. 477851780
. 272743414, 1, 126. 33297373, 2, 187. 514081930
, 1. 0962857642, 6, 122. 96986823, 26, - 0. 272433250
, 1. 0895792909, 6, 119. 69407245, 26, 179. 529001710
1. 0976648507, 6, 112. 41864083, 27, 4. 390154090
, 1.0923841912, 6, 108. 97476193, 27, 127. 102111370
1. 095586987, 6, 108. 80031235, 27, -116. 5110136901
. 4622738053, 1, 127. 08372369, 2, - 180. 153008640
. 2759986135, 1, 114. 47439894, 2, 3. 1528194201
, 1.0963888088, 7, 121. 85955006, 33, 0. 437912970
, 1. 0899665258, 7, 117. 80389912, 33, 180. 146197210
, 1.0975343602, 7, 112. 513297383, 34, - 1. 4439939101
, 1. 095237847, 7, 109. 38244789, 34, 119. 620955640
, 1.0953421093, 7, 109. 45250392, 34, - 122. 711267560

CTOO0OONNT T 0OOOOoOO0T T  DNNMNNMWWS T
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HF=- 2505. 62321410

RVBD=2. 611e- 090

Di pol e=-0. 3113694, - 0. 3127024, - 1. 19331690
PG=CO10] X( COH23NA0O2Zn1)] O

U

g

g

a

O

ZnCOost 40

g

1,10

Zn0d

0O 1, 1. 99005398120

O 1, 2. 2347970369, 2, 90. O

N, 1, 2. 143790602, 3, 90., 2, 180. O

N, 1, 2. 3704151927, 2, 90., 3,180. O

O 1, 2. 2517001657, 2, 90., 3,90. O

N, 1, 2. 3327292107, 2, 90., 3,-90. O

C 2,1.3001551118, 1, 143. 19201849, 3, 162. 117300120
H, 8,1.1079121627, 2, 113. 45597863, 1, 153. 7021083601
O 8, 1.2288024806, 2,127. 12128069, 9, 178. 590020580
C 3, 1.2240266219, 1, 122. 7321684, 2, 349. 76255230

H, 11, 1. 1010665991, 3, 119. 79552245, 1, 183. 479123940
H, 11, 1. 0998138634, 3, 120. 73162218, 12 180. 148818420
C 4,1.4687718233, 1, 118. 82704478, 3, 30 378224490

C 4,1.2729913578, 1, 122. 59083029, 3, 207. 446540720
H,15,1 0938161601, 4, 121. 97111058, 14, -1. 010098880
H, 15, 1. 0868777419, 4, 119. 74948496, 14, 178. 8957208701



4,1.0957386871, 4, 111. 8832565, 15, 0. 345852080
4,1.0927547824, 4, 109. 06416327, 15, 122. 135575130
4,1.0943297145, 4, 108. 59502615, 15, - 120. 67597470
, 1. 4662704733, 1, 123. 35223933, 2, 74. 536309730
1.274509582, 1, 119. 15847625, 2, - 99. 625460170

é,1.0954148037,5,122.45839718,21,0.0794399D

2,1.0887047104, 5, 119. 96893438, 21, 180. 046084760
1,1.0970195307, 5, 111. 7972798, 22, - 6. 8621198901
1
1

, 1.0930621764, 5, 108. 0047378, 22, 113. 992857020
1. 0946163572, 5, 109. 316376, 22, -128. 019832870

, 1.2229641198, 1, 124. 30345751, 2, 349. 232346570
8,1.101020123,6,119.96107241,1,179.62638331D
8,1.1001831256, 6, 120. 81009768, 29, 180. 422382210
, 1. 4674492238, 1, 120. 52302577, 2, - 209. 047171750
, 1. 2762083092, 1, 121. 56838792, 2, - 20. 357561730
2 1. 0962060849, 7, 121. 40606762, 31, 0. 747928340
2,1. 0891062579, 7, 119. 85144773, 31, 179. 930346550
1,1.0970125481, 7, 112. 28940998, 32, 5. 144702730
1
1

, 1. 0950395545, 7, 109. 4746132, 32, 126. 5120999301
, 1.0946892012, 7, 109. 70689371, 32, - 115. 748583280

OIITITTITTONIITIOIIIIITOOLITT
WWWWWNNNNONNNNNOURE R
.

HF=- 2599. 56166470
RVBD=1. 131e- 090

Di pol e=1. 2311171, - 0. 9099567, - 1. 75482540
PG=CO10] X( COH20N3®4Zn1)] O

O

O

O

O

O

ZnCOst 50

O

1,10

Zn0d

O 1, 2. 22024466950

O 1, 2. 2652562477, 2,90. 0

O 1, 2.2493718234, 3,90., 2, 180. O

O 1, 2.2242968981, 2, 90., 3, 180. O

O 1, 1.9063688524, 2,90., 3,90.0

O 1, 2.0817535405, 2,90., 3,-90. 0

H, 2, 0.9720148954, 1, 123. 97643821, 3, 30. 702088250
H, 2, 0.9737362719, 1, 100. 3773561, 3, 272. 098375410
H, 3, 0. 97164996, 1, 111. 16296615, 2, 119. 062580380

H, 3, 0. 9727663905, 1, 126. 03498844, 2, - 109. 76376340
C 4, 1.2244553127, 1, 120. 15335199, 3, 93. 202630090
H, 12, 1. 1005320597, 4, 120. 12141936, 1, - 0. 567685750
H, 12, 1.1012544621, 4, 119. 62016625, 13 180. 150362590
C, 5, 1. 2258958944, 1, 119. 33780051, 2, 280. 06373510
H, 15, 1. 0999209442, 5, 120. 11509397, 1, - 1. 673432250
H, 15, 1. 1008052024, 5, 119. 55602214, 16, 180. 352856880
H, 6, 0. 9671325106, 1, 121. 05157668, 2, - 61. 600251270
C, 7,1.2251061583, 1, 128. 829406, 5, - 15. 621387070

H, 19, 1. 0986901799, 7, 121. 45757107, 1, 0. 608064610
H, 19, 1. 0990190041, 7, 119. 46160896, 1, 180. 373299620
O

HF=- 2351. 64542070
RVBD=1. 058e- 090

Di pol e=0. 205237, 0. 5484239, - 0. 13587030
PG=CO1[] X( C3H1106Zn1)] O

O

O



NOI:HSII:II:II:I
(o))
O

o

. 2458663547, 2, 128. 05105561, 9, 179. 4216769901

. 2197573361, 1, 109. 7318329, 2, 412. 359062540

, 1.1054266465, 3, 119. 97711754, 1, 186. 4036289501
,1.0983803414, 3, 120. 69301685, 12, 180. 9991631801
, 1.4596689255, 1, 112. 24918192, 3, 49. 1720488601

, 1.2695905271, 1, 125. 28674879, 3, 209. 269064490
5,1. 0973495553, 4, 122. 61736972, 14, -1. 711074830
5,1.0897373857, 4, 119. 48414781, 14, 177. 583054550
4,1.0994425714, 4, 112. 44143128, 15, 1. 105228570
4
4

, 10
nO
O 1, 2.13221709440
O 1, 2.3935854353, 2,90. 0
N, 1, 2. 2846787206, 3, 90., 2, 180. O
N, 1, 2. 5251267991, 2, 90., 3, 180. O
O 1, 1.9249945492, 2,90., 3,90. 0
N, 1, 2. 1878996033, 2, 90., 3,-90. O
C 2,1.2792637312, 1, 140. 01153609, 3, 158. 917531850
H 1.112137311, 2, 114. 20495445, 1, 158. 398931960
1
1

NNNWWN~NONNNNNUUURRPRPRPRARMRPROWOONRRERRRRER
e

, 1. 0951822671, 4, 108. 62343641, 15, 122. 681805220
, 1.0953230741, 4, 107. 20573804, 15, - 121. 075109760
, 1.458181524, 1, 131. 46476303, 2, 70. 322369760
1.2729117186, 1, 109. 65490124, 2, - 100. 472037640

é,1.0997151587,5,122.09708986,21,1.02464264D
2,1.0908863518, 5, 118. 115603, 21, 182. 60520290
1,1.1010463128, 5, 112. 5568363, 22, - 7. 72938380
1
1

, 1.0949178345, 5, 107. 84407541, 22, 113. 28340340

, 1.0968229003, 5, 109. 44245134, 22, - 129. 045853910
0.9697871876, 1, 104. 22008938, 2, 12. 893560280

, 1. 4637330509, 1, 119. 19940733, 2, - 222. 305627950
1.2746509922, 1, 121. 77483158, 2, - 33. 881419640

6,1.0976786498,7,120.73722199,29,2.15485323D
0, 1.0927822268, 7, 119. 8513587, 29, 184. 022275320
9, 1. 098450587, 7, 111. 9766943, 30, - 0. 757018780
9
9

, 1. 0948025663, 7, 108. 62978978, 30, 120. 277572570
, 1. 0933837556, 7, 109. 77338818, 30, - 122. 415550460

OIIT T T TOO0OIIIIIITOOIIIIITIOOLITO

HF=-2561. 05733060

RMSD=2. 703e- 090

Di pol e=0. 6490717, 0. 8354509, - 2. 491908201
PG=CO1[0 X( C8H19N3O4Zn1) ] O

a

O

O

O

O

ZnCOost 70

O

0, 10

Zn0d

O 1,2.12147478510

O 1, 2.3658838132, 2,90. 0

N, 1, 2. 212833203, 3, 90.,2,180.0
N, 1, 2. 3890547164, 2, 90., 3, 180. O
O 1, 2. 2096194417, 2, 90., 3,90. 0
O 1, 1. 9557904469, 2, 90., 3,-90. 0
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HF=- 2541. 60435870
RVBD=2. 301e- 090
Di pol e=0. 2019253, - 2. 5794463, - 1. 92625070
PG=C010] X( C7THL6N205Zn1) ] O

NoONOOOoOod

000N

zZ

ITITZO

WWWwWwhp- N
PPRPORPRPOOOMNDNDNDNDNE

ITOIITITIITIITOOIITIIITITZ

O £
NNNNORPRPRERUUURMDNMWWONRRERRPRR

1
1

oo

. 94149697460

. 2397507779, 2, 90.
. 1685222646, 3, 90
. 3650825337, 2, 90
. 1809070098, 2, 90
. 2373964697, 2, 90
. 9686502252, 1, 108. 08842339, 3, - 100. 293610990
. 9786615901, 1, 10
. 9777590376, 1, 88
. 0050941743, 1, 94
. 9699215461, 1, 110. 30996541, 3, - 196. 443000490
. 4570479127, 1, 11
. 2716714907, 1, 120. 49985338, 2, - 103. 1497194201
,1.0980174421, 5, 122. 60800744, 13, 1. 818804050

, 1.0891377631, 5, 119. 37397259, 13, 183. 8486042501
, 1.0997455127, 5, 112. 52766715, 14, - 3. 598441650

, 1.0945050043, 5, 107. 37448232, 14, 117. 6064368901
, 1. 0950049546, 5, 109. 28713862, 14, - 125. 333506590
,1.2677760267, 1, 117. 58161599, 2, - 135. 876221750
0, 1.1070177747, 6, 116. 42743509, 1, 169. 827607650

0, 1. 2647432408, 6, 126. 1975142, 21, 180. 734637920

. 2851211265, 1, 132. 4833235, 3, 113. 158015940

. 1126767535, 2, 113. 71051297, 1, 183. 9828574101

. 2393127624, 2, 128. 04409112, 9, 179. 9048740901

. 2237417677, 1, 109. 60458532, 2, 281. 531536820
,1.106391358, 3, 119. 25177869, 1, 176. 80307910
1.1052615191, 3, 119. 17725213, 12, 179. 140097440
. 4585546961, 1, 126. 34067226, 3, 81. 9889645701

. 2747558373, 1, 113. 81398476, 3, 263. 6892783401

, 1. 0981928746, 4, 121. 24591122, 14, 0. 520127240

, 1. 0925556543, 4, 117. 30070407, 14, 181. 078939260
, 1.0993723388, 4, 112. 41865489, 15, - 0. 158883860
, 1.095330747, 4, 108. 94725468, 15, 121. 278464750
1. 095069933, 4, 109. 22201792, 15, - 121. 7795684701
. 4582432328, 1, 114. 61249078, 2, 76. 968529080

. 2705806944, 1, 126. 53746045, 2, -102. 170688160
, 1.0983785973, 5, 122. 81105298, 21, 0. 2431758901

, 1.0906229483, 5, 119. 68247559, 21, 180. 366226330
, 1.1002365139, 5, 111. 92600434, 22, - 2. 0558518801
, 1.0945334215, 5, 108. 43630078, 22, 120. 4680148201
1. 0930612131, 5, 108. 39554244, 22, - 124. 630107120
. 2246795808, 1, 116. 27830033, 2, 344. 854534280

, 1.1034460195, 6, 119. 41487377, 1, 181. 3611394201
1. 1002136891, 6, 120. 54746606, 29, 180. 908948401
. 9735122093, 1, 106. 16199891, 2, - 20. 1620997201

O

.,2,180.0
.,3,180. 0
.,3,90.0
.,3,-90. 0

1. 65493542, 2, 121. 007836340
. 18104588, 2, 13. 521340730
. 31150347, 3, 54. 435270470

6. 65955457, 2, 53. 6745591501

4573513384, 1, 123. 98823491, 2, - 181. 581608250

2735247747,1, 11

5. 64192328, 2, 7. 356020230



H, 24, 1. 0981216643, 7, 121. 67267369, 23, 1. 191494201

H, 24, 1. 0903674434, 7, 117. 9562185, 23, 181. 531673570
H, 23, 1. 09946743, 7, 112. 44619419, 24, - 1. 849341570

H, 23, 1. 0941997758, 7, 108. 69976593, 24, 119. 992456080
H, 23, 1. 0956194766, 7, 109. 17741582, 24, -123. 517015810
g

HF=- 2465. 46281030

RVBD=4. 499e- 090

Di pol e=- 1. 6867614, 1. 2063948, - 0. 44694370
PG=C010] X( C5H16N2C6Zn1) ] O

nCOSt 90

N'ONOOOooOoOg

S5
[EEN
O

. 07783148070

. 0796936597, 2, 90. O

. 3197415407, 3, 90., 2, 180. O

. 3518520862, 2, 90., 3, 180. O

. 0821044015, 2,90., 3,90. 0

. 3553351481, 2, 90., 3,-90. 0

. 2669834768, 1, 151. 74721092, 3, 152. 9183267901

. 1149143112, 2, 114. 27702106, 1, 156. 870293170

. 2537458166, 2, 128. 51197908, 9, 178. 895230780

. 2696247598, 1, 144. 36454032, 2, 235. 177350190
,1.1160164641, 3, 113. 78267072, 1, 163. 9395642101
,1.2516140631, 3, 129. 08020178, 12, 178. 870011740
, 1. 4559677228, 1, 116. 03396096, 3, 26. 755930660
,1.2677348885, 1, 124. 53550702, 3, 198. 113786450
5, 1. 0984642981, 4, 122. 51258335, 14, 0. 375034230
5,1.0891641113, 4, 119. 55957835, 14, 179. 4149330901
4,1.1008665105, 4, 111. 79744517, 15, - 2. 597066840
4
4

00

TOOOTOOITINZ0ZZ
B -
RPRRPERENNNNNN

, 1.0944130627, 4, 108. 0642583, 15, 119. 558309250

, 1.092738467, 4, 108. 15610291, 15, - 123. 444274380
, 1.4581812806, 1, 120. 68752974, 2, 56. 023778560

1. 2728031959, 1, 119. 56629975, 2, - 113. 04924040

é,1.1013631058,5,120.9977843,21,0.04957576D

2,1.0921542433, 5, 119. 89489707, 21, 179. 951109970
1,1.10213599883, 5, 111. 93509753, 22, - 0. 899468110
1
1

, 1.0967131688, 5, 108. 93988567, 22, 121. 237713470

, 1. 0965463226, 5, 108. 861694, 22, -121. 71266680
,1.2710611722, 1, 141. 64447214, 2, - 200. 850758910
8, 1.1160048003, 6, 113. 76601057, 1, 161. 019160410
8, 1. 2508127094, 6, 128. 85576052, 29, 179. 134999750
, 1.4590206982, 1, 119. 95315544, 2, - 201. 875265240
, 1.272477307, 1, 120. 13848855, 2, - 8. 127195260
2,1.1008849135, 7, 121. 0380667, 31, 0. 791429170
2,1.0901327091, 7, 120. 15158129, 31, 180. 314460350
1,1.1020218772,7,111. 89833208, 32, - 1. 696523460
1
1

ITOIITITIITIITOOIITIIITIITOO

@) :
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, 1.0970444317, 7, 108. 2765996, 32, 119. 6452429501
, 1.0962268691, 7, 109. 14650328, 32, - 122. 546108750

OTITITITITOO

HF=- 2749. 22598510

RVBD=1. 620e- 090

Di pol e=- 1. 9188596, 1. 6466577, - 1. 765840
PG=C010] X( COHL8N306Zn1)] O

O



nCCSt 100

ZON'ONOOODO
2 -
-
O

, 1, 3.174858958200
, 1, 2. 205374015, 2, 90. O
O 1,1.9848737912, 3, 90., 2, 180. O
O 1, 2. 1491404684, 2, 90., 3, 180. O
N, 1, 2. 1709906538, 2, 90., 3, 90. U
0O 1, 2. 1252327102, 2, 90., 3, -90. O
H, 2,1. 3713708366, 1, 68. 98737662, 3, 60. 131523010
H, 2, 1. 3499595351, 1, 68. 87600307, 3, 163. 3868474201
H, 3, 1. 0164938269, 1, 125. 54886593, 2, 73. 552057560
H, 3,1.0226217719, 1, 91. 87096883, 2, 190. 0621323201
H, 3,1.0221441382, 1, 107. 23171868, 2, - 58. 237561440
H, 4, 0. 9678967352, 1, 105. 45799613, 3, - 135. 330346110
C 5, 1.2699185166, 1, 131. 60725745, 2, - 80. 066340250
H, 14, 1. 1160536964, 5, 114. 15912931, 1, 192. 029890060
O 14, 1. 2545011961, 5, 129. 03165872, 15, 179. 6474929201
H, 6, 1. 0334213139, 1, 103. 76270075, 2, 73. 098491730
H, 6, 1. 021730479, 1, 95. 44332656, 2, 183. 370557090
H, 6, 1. 0171525222, 1, 126. 67645371, 2, - 56. 007763510
C 7,1.2658924071, 1, 125. 4355857, 2, 46. 9295795201
H, 20, 1. 1138172356, 7, 114. 91970239, 1, - 188. 270846930
20, 1. 2603282004, 7, 128. 02959413, 21, 180. 643115680

oo

HF=- 2746. 45780780

RVBD=6. 969e- 090

Di pol e=1. 7135546, - 0. 6576052, 0. 62324510
PG=C0100 X( C2HL1IN205S1Zn1)] O

O
5§
[EEN
O

. 42425059820

. 422251454, 2, 90. O

. 4114246964, 3, 90., 2, 180. O

. 4107000134, 2, 90., 3, 180. O

. 4202869799, 2, 90., 3,90. 0O

. 4096429953, 2, 90., 3,-90. 0

. 22563, 1, 136. 949, 3, 249. 3820

. 09962, 2, 120. 13, 1, 182. 4690

. 10082, 2, 121. 623, 9, 179. 84701

. 2249, 1, 137. 193, 2, 315. 82601

1. 09973, 3, 120. 118, 1, 180. 2170
1.10088, 3, 121. 647, 12, 179. 8440
. 47396, 1, 118. 382, 3, 4. 19600

. 27526, 1, 124. 614, 3, 182. 2860

, 1. 09333, 4, 122. 064, 14, - 0. 8110
, 1.08639, 4, 120. 211, 14, 179. 1980
,1.09473, 4, 112. 002, 15, 0. 7450

, 1. 09316, 4, 109. 525, 15, 122. 0470

ozzoogrydOogooood
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4,1.09359, 4, 109. 341, 15, -120. 4750
,1.47204, 1, 121. 374, 2, 81. 90301
1.27902, 1, 121. 311, 2, - 93. 5740

é,1.09378,5,122.113,21,1.449D

2,1.08739, 5, 119. 831, 21, 181. 1450
1,1.09488, 5, 111. 675, 22, - 4. 6150
1
1

, 1. 09345, 5, 109. 266, 22, 116. 0880

1. 09293, 5, 109. 759, 22, -125. 7470

= -

1

5

5

2

2

2

2

2

6, 1. 22596, 1, 136. 985, 2, - 108. 330
28, 1. 09968, 6, 120. 083, 1, 185. 1330
28
7

7

3

3

3

3

3

,1.1006, 6, 121. 526, 29, 180. U
,1.47174, 1, 121. 445, 2, - 181. 6420
1.27841, 1, 121. 56, 2, 0. 24201

,1.0937,7,122. 161, 31, 0. 7180

2

2,1.08777,7,119. 842, 31, 180. 3360
1,1.09474,7,111.708,32,0.98D
1
1

, 1.09301, 7, 109. 479, 32, 121. 8480
, 1.09296, 7, 109. 639, 32, -120. 0330

OTITTITITOOIITOIITITIITIITOOT

HF=- 912. 10975530

RVBD=3. 808e- 090

Di pol e=0. 5650198, - 0. 7654328, 0. 84473010
PG=CO10] X( COH21Cd1N308) ] O

g
O
U
g
g
CdCOost 20
O
2,10
O
S, 1,2.90328218440
O 1, 2. 4489367637, 2, 90. U
S, 1,2.7957089447, 3, 90., 2, 180. O
N, 1, 2. 384539927, 2, 90., 3, 180. O
O 1, 2. 3845555896, 2, 90., 3,90. O
, 1, 2. 4365728158, 2, 90., 3,-90. O
, 2, 1. 34881534, 1, 111. 20788624, 3, 61. 29159491
, 2,1.34861006, 1, 107. 49069874, 3, 163. 540582301
, 3, 1. 22560306, 1, 142. 43197169, 2, 302. 682980710
, 10, 1. 09955355, 3 120. 17127698, 1, 181. 693377210
0, 1.10159815, 3, 121. 60901186, 11, 179. 759466070

NNNNNNNNORRPRPRPRUIORADNMRPRWONNRRRRRR

aooo-

. 35045104, 1, 105. 14887431, 3, 10. 370958010
. 35026859, 1, 102. 01129132, 3, 108. 204157720
. 47541626, 1, 121. 40210603, 2, 120. 20077340
. 27926166, 1, 120. 96882623, 2, - 66. 387850630
,1 09316049, 5, 122. 12210288, 15, -0. 713130890
,1.08766881, 5, 120. 14378718, 15, 179. 012794740
,1 09415924, 5, 111. 36363942, 16, -9. 855510170
, 1.09263789, 5, 109. 63251317, 16, 110. 650437950
1. 0930845, 5, 109. 65595131, 16, - 130. 786420950
. 22824825, 1, 137. 52229166, 2, - 75. 855002610
,1 09883147, 6, 119. 6745348, 1, 182. 883536510
1. 09960211, 6, 121. 71729987, 23, 179. 829946990
. 47525075, 1, 119. 10749415, 2, - 209. 02107210
. 27562776, 1, 123. 90650675, 2, - 30. 125475040
, 1.09339102, 7 122. 36429896, 25 - 0. 431980120
,1.08710168, 7, 119. 97505591, 25, 178. 7955779601
,1 09466079, 7, 111. 9860476, 26, 9. 3508538401
, 1. 09364797, 7, 109. 65836177, 26, 130. 501976710

NN oo -
P PR PR

P

N
H
H
C
H
H
H
H
C
C
H
H
H
H
H
C
H
H
C
C
H
H
H
H



H, 25, 1. 09418879, 7, 109. 37387053, 26, - 111. 12204448[]
O

HF=- 1462. 3913341[]

RVBD=2. 932¢- 090

Di pol e=0. 8671894, - 0. 1781334, 0. 5337770

PG=C01[] X( C6HL8Cd1N202S2) ] O

g

g

O

O

U

CdCOost 30

g

1,10

b

0O 1, 2.115829895201

O 1, 2. 4895359968, 2, 90. U
, 1, 2. 381806193, 3, 90., 2,180. O
,1,2.6274189417, 2, 90., 3, 180. O
, 1, 2.587091594, 2, 90., 3,90. 0O
, 1, 2.4700793435, 2,90., 3,-90. O
,2,0.96627448, 1, 115. 09828913, 3, 215. 82035810
, 3, 1. 22454354, 1, 116. 46145005, 2, 361. 260040490
, 9, 1.10240447, 3, 119. 66332571, 1, 181. 5468834201
,9,1.10088477, 3, 120. 09542621, 10, 179. 971133020
,4,1.46923838, 1, 117. 96167271, 3, 3. 127563340
.4, 1.27412375, 1, 123. 86102839, 3, 186. 192232850
, 13, 1. 09425947, 4, 121. 88254721, 12, 0. 317457740
, 13, 1. 08645203, 4, 119. 41284487, 12, 180. 505098060
, 12, 1. 09603075, 4, 111. 82785769, 13, -2. 091163970
, 12, 1. 09289123, 4, 109. 0796288, 13, 119. 619818810

2,1.09315219, 4, 109. 24331875, 13, - 124. 020758630

WWWWWNNDNDNDNNNDNNOOREPENNOOORERPERPERPRPRPRANOOWNRERERERPERPERERRE

WwWwwhrh-

. 46247329, 1, 115. 87826411, 2, 63. 308651680
. 27337158, 1, 123. 16390978, 2, - 96. 147647890

1
1

b,1.09666532,5,122.90235324,19,0.71556026D

0, 1. 08987433, 5, 119. 45867798, 19, 180. 9355828201
9,1.0979733, 5, 112. 64801852, 20, - 2. 755989210
9
9

, 1. 09375054, 5, 108. 46137891, 20, 118. 808426990
, 1.09493196, 5, 109. 13843137, 20, - 124. 290957460
,1.4630784, 1, 115. 52811899, 2, 0. 477851780
1.27274341, 1, 126. 33297373, 2, 187. 514081930

%,1.09628576,6,122.96986823,26,—0.27243325D
7, 1. 08957929, 6, 119. 69407245, 26, 179. 529001710
6, 1. 09766485, 6, 112. 41864083, 27, 4. 390154090
6
6

,1.09238419, 6, 108. 97476193, 27, 127. 102111370
1. 09558699, 6, 108. 80031235, 27, -116. 511013690
. 46227381, 1, 127. 08372369, 2, - 180. 153008640

. 27599861, 1, 114. 47439894, 2, 3. 152819420

, 1.09638881, 7, 121. 85955006, 33, 0. 437912970

, 1. 08996653, 7, 117. 80389912, 33, 180. 146197210
, 1. 09753436, 7, 112. 51329733, 34, - 1. 443993910

, 1.09523785, 7, 109. 38244789, 34, 119. 620955640
, 1.09534211, 7, 109. 45250392, 34, -122. 711267560

e

OI T T TITOOIITIIIITOOIIIIIOONOIIIIIOOIIOIZZZZ2

HF=- 893. 17473490
RVBD=6. 156e- 090

Di pol e=- 0. 3623814, - 0. 2857929, - 1. 49099610
PG=CO10] X( COH23Cd1N4CR) ] O

O

O

O



g

CdCOst 40

O

1,10

O

O 1, 2.16365353390

O 1, 2.4538471172, 2,90. O

N, 1, 2. 3614945687, 3, 90., 2, 180. O

N, 1, 2. 5031962256, 2, 90., 3, 180. O

0O 1, 2. 4686817907, 2, 90., 3,90. O

N, 1, 2. 4729754785, 2, 90., 3,-90. 0

C 2,1.30015511, 1, 143. 19201849, 3, 162. 117300120

H, 8, 1. 10791216, 2, 113. 45597863, 1, 153. 7021083601

O 8, 1.22880248, 2,127. 12128069, 9, 178. 590020580
, 3, 1. 22402662, 1, 122. 7321684, 2, 349. 76255230
, 11, 1. 1010666, 3, 119. 79552245, 1, 183. 4791239401

1,1.09981386, 3, 120. 73162218, 12, 180. 1488184201

WWWWWNNNDNODNNMNNMNNNNOOORERPRPRPERPRARRPRPRPWOOONRPRERREREERE

,1.46877182,1,118. 82704478, 3, 30. 378224490

,1.27299136, 1, 122. 59083029, 3, 207. 446540720

5,1.09381616, 4, 121.97111058, 14, -1. 010098880
5,1.08687774, 4, 119. 74948496, 14, 178. 895720870
4,1.09573869, 4, 111. 8832565, 15, 0. 345852080
4
4

, 1.09275478, 4, 109. 06416327, 15, 122. 135575130

, 1. 09432971, 4, 108. 59502615, 15, - 120. 67597470
, 1.46627047, 1, 123. 35223933, 2, 74. 536309730

1. 27450958, 1, 119. 15847625, 2, - 99. 625460170

é,1.0954148,5,122.45839718,21,0.0794399D

2,1.08870471, 5, 119. 96893438, 21, 180. 046084760
1,1.09701953, 5, 111. 7972798, 22, - 6. 862119890
1
1

,1.09306218, 5, 108. 0047378, 22, 113. 992857020

,1.09461636, 5, 109. 316376, 22, - 128. 019832870
, 1.22296412, 1, 124. 30345751, 2, 349. 2323465701
8,1.10102012, 6, 119. 96107241, 1, 179. 626383310
8,1.10018313, 6, 120. 81009768, 29, 180. 422382210
, 1.46744922, 1, 120. 52302577, 2, -209. 047171750
,1.27620831, 1, 121. 56838792, 2, - 20. 357561730
2, 1. 09620608, 7, 121. 40606762, 31, 0. 747928340
2,1.08910626, 7, 119. 85144773, 31, 179. 930346550
1,1.09701255, 7, 112. 28940998, 32, 5. 144702730
1
1

, 1. 09503955, 7, 109. 4746132, 32, 126. 512099930
, 1.0946892, 7, 109. 70689371, 32, - 115. 7485832801

OIrIrTTrIT0O0ITOIIITIITIOOIIIIIOOLITO

HF=- 987. 11565460
RVSD=3. 883e- 090

Di pol e=1. 1452797, - 0. 8014489, - 2. 09531870
PG=C01L] X( COH20Cd1N304) ] O

COost 50
g

1
O
1,2.4270989840
1,2.457882719, 2, 90. O
1,2.4396273111, 3, 90., 2,180. O
1,2.4175260659, 2, 90., 3, 180. O
1,2.0971577914, 2, 90., 3, 90. O

oopooQrogQuooon



: O
PRNORRPURPPEPROWONNE

© o

. 3193167217, 2,90., 3,-90. O
. 9720149, 1, 123. 97643821, 3, 30. 702088250
. 97373627, 1, 100. 3773561, 3, 272. 098375410
. 97164996, 1, 111. 16296615, 2, 119. 062580380
. 97276639, 1, 126. 03498844, 2, - 109. 76376340
, 1. 22445531, 1, 120. 15335199, 3, 93. 202630090
2,1 10053206, 4, 120. 12141936, 1, - 0. 567685750
2,1.10125446, 4, 119. 62016625, 13, 180. 150362590
, 1. 22589589, 1, 119. 33780051, 2, 280. 06373510
, 1. 09992094, 5 120. 11509397, 1, - 1. 673432250
,1.1008052, 5, 119. 55602214, 16, 180. 352856880
,O 96713251, 1, 121. 05157668, 2, - 61. 600251270
1. 22510616, 1, 128. 829406, 5, - 15. 621387070
, 1.09869018, 7, 121. 45757107, 1, 0. 608064610
, 1.099019, 7, 119. 46160896, 1, 180. 373299620

RPrOOOCON

OITOIITIOIITIOIITITT

HF=- 739. 19193430
RVBD=5. 643e- 090

Di pol e=0. 1544446, 0. 7269294, - 0. 18260980
PG=CO10] X( C3H11Cd106)] O

U

g

g

g

O

CdCOst 60

g

0, 10

CdO

0O 1, 2. 27853036210

O 1, 2.5832870711, 2,90. O

N, 1, 2. 4954170414, 3, 90., 2, 180. O

N, 1, 2. 5941100121, 2, 90., 3,180. O

O 1, 2.1395835293, 2,90., 3,90. 0

N, 1, 2. 3860973673, 2, 90., 3,-90. 0O

C 2,1.27926373, 1, 140. 01153609, 3, 158. 917531850

H, 8, 1.11213731, 2, 114. 20495445, 1, 158. 398931960

O 8, 1. 24586635, 2, 128. 05105561, 9, 179. 421676990
1.21975734, 1, 109. 7318329, 2, 412. 359062540

NWWN~NONNNNNUURRPRREREARMRPRWOONRRRRERR
ARrDOIOTE

, 1.10542665, 3, 119. 97711754, 1, 186. 403628950
, 1. 09838034, 3, 120. 69301685, 12, 180. 999163180
, 1. 45966893, 1, 112. 24918192, 3, 49. 172048860

1. 26959053, 1, 125. 28674879, 3, 209. 2690644901

, 1.09734956, 4, 122. 61736972, 14, -1. 711074830
, 1.08973739, 4, 119. 48414781, 14, 177. 583054550
, 1.09944257, 4, 112. 44143128, 15, 1. 105228570
,1.09518227, 4, 108. 62343641, 15, 122. 6818052201
, 1. 09532307, 4, 107. 20573804, 15, -121. 075109760
, 1.45818152, 1, 131. 46476303, 2, 70. 322369760
1.27291172, 1, 109. 65490124, 2, - 100. 472037640

B

é,1.09971516,5,122.09708986,21,1.02464264D
2,1.09088635, 5, 118. 115603, 21, 182. 605202901
1,1.10104631, 5, 112. 5568363, 22, - 7. 72938380
1
1

, 1.09491783, 5, 107. 84407541, 22, 113. 28340340
, 1.0968229, 5, 109. 44245134, 22, - 129. 045853910
0.96978719, 1, 104. 22008938, 2, 12. 893560280
, 1. 46373305, 1, 119. 19940733, 2, - 222. 305627950
1.27465099, 1, 121. 77483158, 2, - 33. 881419640

b,1.09767865,7,120.73722199,29,2.15485323D
0, 1.09278223, 7, 119. 8513587, 29, 184. 022275320
9, 1. 09845059, 7, 111. 9766943, 30, - 0. 757018780

ITTOOIIITIITITOOIITIIIITIOOIITO



H, 29, 1. 09480257, 7, 108. 62978978, 30, 120. 277572570
H, 29, 1. 09338376, 7, 109. 77338818, 30, - 122. 415550460
O

HF=- 948. 6059801[]

RVBD=5. 673e- 09[]

Di pol e=0. 6132449, 1. 1438274, - 2. 82842880

PG=C010] X( CBHL9Cd1N3®4) ] O

g

O

O

U

g

CdCOost 70

a

0, 10

O

O 1, 2. 27468008660

O 1,2.5178541169, 2, 90. O

N, 1, 2. 3991322465, 3, 90., 2,180. O

N, 1, 2. 5411756381, 2, 90., 3, 180. O

O 1, 2. 4493220048, 2, 90., 3,90. O

O 1, 2.1562339841, 2, 90., 3,-90. 0O

C 2,1.28512113, 1, 132. 4833235, 3, 113. 158015940

H, 8,1.11267675, 2,113. 71051297, 1, 183. 982857410

O 8, 1.23931276, 2, 128. 04409112, 9, 179. 904874090
,3,1.22374177, 1, 109. 60458532, 2, 281. 531536820
, 11, 1. 10639136, 3, 119. 25177869, 1, 176. 803079101

1,1.10526152, 3, 119. 17725213, 12, 179. 140097440

NNDNONNMNNNNNOOORERPRPRERPERPRARRPRPRPWOOONRPRRERPREREERE

,i.4585547,1,126.34067226,3,81.98896457D
1. 27475584, 1, 113. 81398476, 3, 263. 689278340

é,1.09819287,4,121.24591122,14,0.52012724D

5, 1. 09255565, 4, 117. 30070407, 14, 181. 078939260
4,1.09937234,4,112. 41865489, 15, - 0. 1588838601
4
4

, 1. 09533075, 4, 108. 94725468, 15, 121. 278464750

, 1. 09506993, 4, 109. 22201792, 15, - 121. 779568470
, 1. 45824323, 1, 114. 61249078, 2, 76. 968529080

1. 27058069, 1, 126. 53746045, 2, - 102. 170688160

é,1.0983786,5,122.81105298,21,0.24317589D

2, 1. 09062295, 5, 119. 68247559, 21, 180. 366226330
1,1.10023651, 5, 111. 92600434, 22, - 2. 055851880
1
1

, 1.09453342, 5, 108. 43630078, 22, 120. 4680148201
, 1.09306121, 5, 108. 39554244, 22, - 124. 630107120
, 1.22467958, 1, 116. 27830033, 2, 344. 854534281
8, 1.10344602, 6, 119. 41487377, 1, 181. 3611394201
8, 1.10021369, 6, 120. 54746606, 29, 180. 90894841
,0.97351221, 1, 106. 16199891, 2, - 20. 162099720

OIITTOIIIIITIOOIIIITITOOLITO

HF=- 929. 15161240
RVBD=6. 268e- 090

Di pol e=0. 1890814, - 2. 8503405, - 2. 31002020
PG=CO10] X( C7THL6Cd1N206) ] O

Ooooogdg

CdCOst 80

g

0, 10

CdO

O 1, 2. 1455452350



. 4617448049, 2,90. O

. 3874959241, 3, 90., 2, 180. O

. 5432661624, 2, 90., 3, 180. O

. 3037308367, 2, 90., 3,90. O

. 4155165023, 2, 90., 3,-90. O

. 96865023, 1, 108. 08842339, 3, - 100. 293610990
. 97866159, 1, 101. 65493542, 2, 121. 007836340

. 97775904, 1, 88. 18104588, 2, 13. 521340730

. 00509417, 1, 94. 31150347, 3, 54. 435270470

. 96992155, 1, 110. 30996541, 3, - 196. 443000490
. 45704791, 1, 116. 65955457, 2, 53. 6745591501

. 27167149, 1, 120. 49985338, 2, - 103. 1497194201
, 1.09801744, 5, 122. 60800744, 13, 1. 818804050

, 1.08913776, 5, 119. 37397259, 13, 183. 848604250
, 1.09974551, 5, 112. 52766715, 14, - 3. 598441650
, 1. 094505, 5, 107. 37448232, 14, 117. 606436890

, 1.09500495, 5, 109. 28713862, 14, - 125. 3335065901
, 1.26777603, 1, 117. 58161599, 2, - 135. 876221750
0,1.10701777, 6, 116. 42743509, 1, 169. 827607650
0, 1. 26474324, 6, 126. 1975142, 21, 180. 734637920
, 1.45735134, 1, 123. 98823491, 2, - 181. 581608250
1.27352477, 1, 115. 64192328, 2, 7. 356020230

, 1.09812166, 7, 121. 67267369, 23, 1. 19149420

, 1.09036744, 7, 117. 9562185, 23, 181. 5316735701
, 1.09946743, 7, 112. 44619419, 24, - 1. 849341570
, 1.09419978, 7, 108. 69976593, 24, 119. 992456080
, 1.09561948, 7, 109. 17741582, 24, - 123. 517015810

(o)e)

z

: O
NNNNNNNNDNORPRPRPRPPRPOOORRRMOWONRPRERRERPRE
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ITOIITIITIITOOIIIITITZ

000
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HF=- 853. 0057340

RVBD=5. 028e- 090

Di pol e=- 1. 7522597, 1. 5238665, - 0. 70120970
PG=CO1[] X( C5H16Cd1N205) ] O

g

g

O

O

U

CdCOost 90

g

-1, 10

b

0 1, 2.26144392880

O 1, 2. 2593130551, 2, 90. O

N, 1, 2. 5091066792, 3, 90., 2, 180. O

N, 1, 2. 4826341741, 2, 90., 3,180. O

0O 1, 2. 2691308266, 2, 90., 3,90. O

N, 1, 2. 4884568193, 2, 90., 3,-90. O

C 2,1.26698348, 1, 151. 74721092, 3, 152. 918326790
H, 8, 1.11491431, 2, 114. 27702106, 1, 156. 870293170
O 8, 1.25374582, 2, 128. 51197908, 9, 178. 895230780
C 3,1.26962476, 1, 144. 36454032, 2, 235. 177350190
H, 11, 1. 11601646, 3, 113. 78267072, 1, 163. 939564210
O 1. 25161406, 3, 129. 08020178, 12, 178. 870011740

. 45596772, 1, 116. 03396096, 3, 26. 7559306601

,1.26773489, 1, 124. 53550702, 3, 198. 113786450
5,1.0984643, 4, 122. 51258335, 14, 0. 375034230
5,1.08916411, 4, 119. 55957835, 14, 179. 414933090
4,1.10086651, 4, 111. 79744517, 15, - 2. 597066840
4
4

URRPRPRPRADMNRPRPWOONRRERRRRER
e

1
1

, 1. 09441306, 4, 108. 0642583, 15, 119. 558309250
, 1.09273847, 4, 108. 15610291, 15, - 123. 444274380
, 1.45818128, 1, 120. 68752974, 2, 56. 023778560

OITIITTITITOO



,5,1.2728032, 1, 119. 56629975, 2, - 113. 049240401
H 22, 1.10136311, 5, 120. 9977843, 21, 0. 0495757601
H, 22, 1. 09215424, 5, 119. 89489707, 21, 179. 9511099700
H, 21, 1. 102136, 5, 111. 93509753, 22, - 0. 899468110
H, 21, 1. 09671317, 5, 108. 93988567, 22, 121. 237713470
H, 21, 1. 09654632, 5, 108. 861694, 22, - 121. 71266680
6,1.27106117, 1, 141. 64447214, 2, - 200. 850758910
28,1.1160048, 6, 113. 76601057, 1, 161. 019160410
28, 1. 25081271, 6, 128. 85576052, 29, 179. 134999750
7,1.4590207, 1, 119. 95315544, 2, - 201. 875265240
7
3
3
3
3
3

C
C
H
O
C
C

1.27247731, 1, 120. 13848855, 2, - 8. 127195260

,1.10088491, 7, 121. 0380667, 31, 0. 791429170

2

2,1.09013271, 7, 120. 15158129, 31, 180. 314460350
1,1.10202188, 7, 111. 89833208, 32, - 1. 696523460
11
1

1. 09704443, 7, 108. 2765996, 32, 119. 645242950
, 1.09622687, 7, 109. 14650328, 32, - 122. 546108750

H
H
H
H
H,
g
HF=-1136. 78172560
RMSD=7. 796e- 090

Di pol e=- 2. 274377, 1. 9946688, - 2. 08825650
PG=CO10] X( COH18Cd1N306)] O

g

g

g

O

U

CdCCst 100

g

-1, 10

b

S, 1, 3. 184163543901

N, 1, 2. 431745547, 2,90. O

O 1, 2.1847867053, 3, 90., 2, 180. O

O 1, 2. 3095119282, 2, 90., 3, 180. O

N, 1, 2. 3918279318, 2, 90., 3,90. O

0O 1, 2.3034110813, 2, 90., 3,-90. O

H, 2,1. 37137084, 1, 68. 98737662, 3, 60. 131523010

H, 2, 1.34995954, 1, 68. 87600307, 3, 163. 3868474201

H, 3, 1. 01649383, 1, 125. 54886593, 2, 73. 552057560

H, 3, 1. 02262177, 1, 91. 87096883, 2, 190. 062132320

H, 3, 1. 02214414, 1, 107. 23171868, 2, - 58. 237561440

H, 4, 0. 96789674, 1, 105. 45799613, 3, - 135. 330346110

C 5,1.26991852, 1, 131. 60725745, 2, - 80. 066340250

H, 14, 1. 1160537, 5, 114. 15912931, 1, 192. 029890060

O 14, 1. 2545012, 5, 129. 03165872, 15, 179. 6474929201

H, 6, 1. 03342131, 1, 103. 76270075, 2, 73. 098491730

H, 6, 1. 02173048, 1, 95. 44332656, 2, 183. 370557090

H, 6,1.01715252, 1, 126. 67645371, 2, - 56. 007763510

C 7,1.26589241, 1, 125. 4355857, 2, 46. 9295795201

H, 20, 1. 11381724, 7, 114. 91970239, 1, - 188. 270846930
2

oMok

, 1.2603282, 7, 128. 02959413, 21, 180. 643115680

oo

HF=- 1134. 00488920

RVBD=5. 884e- 090

Di pol e=2. 0280847, - 1. 003025, 0. 84796180
PG=CO10] X( C2HL1Cd1N206S1) | O

Ooooodg



E:
3
C

O
2,10

HgO

O 1, 2. 53394926570

0O 1, 2. 5313838865, 2, 90. O

N, 1, 2. 4534402821, 3, 90. , 2, 180. [
N, 1, 2. 4531471336, 2, 90. , 3, 180. [
O 1, 2. 5295537444, 2, 90. , 3, 90. 0

. 4568649573, 2, 90., 3,-90. O

. 22563, 1, 136. 949, 3, 249. 38201

. 09962, 2, 120. 13, 1, 182. 46901

. 10082, 2, 121. 623, 9, 179. 8470

. 2249, 1, 137. 193, 2, 315. 8260
,1.09973, 3,120. 118, 1, 180. 2170
,1.10088, 3, 121. 647, 12 179. 8440
,1 47396, 1, 118. 382, 3, 4. 19601
1.27526, 1, 124. 614, 3, 182. 2860

PRPRPERPNNMNNMNNNN

P

5.1.09333, 4, 122. 064, 14, - 0. 8110

5,1. 08639, 4, 120. 211, 14, 179. 1980
4,1.09473, 4, 112. 002, 15, 0. 7450
4,
4

1. 09316, 4, 109. 525, 15, 122. 0470
, 1. 09359, 4, 109. 341, 15, -120. 4750
, 1.47204, 1, 121. 374, 2, 81. 90301
1.27902, 1, 121. 311, 2, - 93. 5740

2.1.09378, 5, 122. 113, 21, 1. 44901

2 1.08739. 5 119. 831 21, 181. 1450
1 1.09488 5. 111. 675, 22, - 4. 6150
1
1

, 1. 09345, 5, 109. 266, 22, 116. 0880
1. 09293, 5, 109. 759, 22, -125. 7470
. 22596, 1, 136. 985, 2, 108 330
,1 09968, 6 120. 083, 1 185. 1330
1. 1006, 6, 121. 526, 29, 180. O
.47174,1,121. 445, 2, -181. 64201
,1.27841, 1, 121. 56, 2, 0. 2420
2,1 0937, 7, 122. 161, 31 0. 7180
2,1.08777, 7 119. 842, 31, 180. 33601
1,1.09474,7,111. 708, 32, 0. 9801
1
1

© 0~
P

, 1.09301, 7, 109. 479, 32, 121. 8480
, 1. 09296, 7, 109. 639, 32, -120. 0330

1
1
1
1
1
1
2
8
8
3
1
1
4
4
1
1
1
1
1
5
5
2
2
2
2
2
6
2
2
7
7
3
3
3
3
3
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HF=- 898. 90967580
RVBD=5. 387e- 100

Di pol e=0. 3821131, - 0. 5975467, 0. 66975630
PG=C010] X( COH21Hg1N3C8) ] O

O
O

O

O

O

HgCOst 20

O

2,10

Hg O

S, 1, 2. 92453665380

O 1, 2. 5864196538, 2, 90. 00

S, 1,2.8069119813, 3, 90. , 2, 180. [

N, 1, 2. 4446841418, 2, 90. , 3, 180. O

O 1, 2. 4942356034, 2, 90. , 3, 90. [

N, 1, 2. 4910403025, 2, 90. , 3, - 90. O

H, 2, 1. 34881534, 1, 111. 20788624, 3, 61. 29159490



NNNNNNNNDNNORPRRPRPEPPRPOOORMDMEERPWN

, 1. 34861006, 1, 107. 49069874, 3, 163. 54058230

, 1. 22560306, 1, 142. 43197169, 2, 302. 682980710
0, 1. 09955355, 3, 120. 17127698, 1, 181. 693377210
0, 1.10159815, 3, 121. 60901186, 11, 179. 759466070
. 35045104, 1, 105. 14887431, 3, 10. 370958010

. 35026859, 1, 102. 01129132, 3, 108. 204157720

. 47541626, 1, 121. 40210603, 2, 120. 20077340

, 1.27926166, 1, 120. 96882623, 2, - 66. 387850631
6, 1. 09316049, 5, 122. 12210288, 15, -0. 713130890
6, 1. 08766881, 5, 120. 14378718, 15, 179. 012794740
5,1.09415924,5, 111. 36363942, 16, - 9. 8555101701
5
5

1
1
1
1

, 1.09263789, 5, 109. 63251317, 16, 110. 650437950
, 1.0930845, 5, 109. 65595131, 16, - 130. 786420950
, 1. 22824825, 1, 137. 52229166, 2, - 75. 855002610
2,1.09883147, 6, 119. 6745348, 1, 182. 8835365101
2,1.09960211, 6, 121. 71729987, 23, 179. 829946990
. 47525075, 1, 119. 10749415, 2, - 209. 02107210
, 1.27562776, 1, 123. 90650675, 2, - 30. 125475040
6, 1. 09339102, 7, 122. 36429896, 25, - 0. 4319801201
6,1.08710168, 7, 119. 97505591, 25, 178. 795577960
5, 1. 09466079, 7, 111. 9860476, 26, 9. 3508538401
5
5

, 1.09364797, 7, 109. 65836177, 26, 130. 501976710
, 1.09418879, 7, 109. 37387053, 26, -111. 122044480

OIrT T TITOOIITOIITIITIIOOIIIIOT

HF=- 1449. 19836550

RVBD=4. 162e- 090

Di pol e=0. 6587178, - 0. 0596966, 0. 47067240
PG=CO1[] X( C6H18Hg1N2O2S2) ] O

O

O

O

O

O

HgCost 30

O

1, 10

HgO

O 1, 2. 06618906120

O 1, 2. 7403911078, 2, 90. O

N, 1, 2. 2279903601, 3, 90. , 2, 180. O

N, 1, 2. 9027317324, 2, 90. , 3, 180. O

N, 1, 2. 8869147037, 2, 90. , 3, 90. [

N, 1, 2. 6897902555, 2, 90. , 3, - 90. [

H, 2, 0. 96627448, 1, 115. 09828913, 3, 215. 82035810

C, 3, 1.22454354, 1, 116. 46145005, 2, 361. 260040490

H 9, 1. 10240447, 3, 119. 66332571, 1, 181. 546883420

H 9, 1. 10088477, 3, 120. 09542621, 10, 179. 971133020
C 4,1.46923838, 1, 117. 96167271, 3, 3. 127563340

C, 4,1.27412375, 1, 123. 86102839, 3, 186. 192232850
H, 13, 1. 09425947, 4, 121. 88254721, 12, 0. 317457740
H, 13, 1. 08645203, 4, 119. 41284487, 12, 180. 505098060
H, 12, 1. 09603075, 4, 111. 82785769, 13, - 2. 091163970
H, 12, 1. 09289123, 4, 109. 0796288, 13, 119. 619818810
H, 12, 1. 09315219, 4, 109. 24331875, 13, - 124. 020758630
C, 5, 1.46247329, 1, 115. 87826411, 2, 63. 308651680

C 5,1.27337158, 1, 123. 16390978, 2, - 96. 147647890
H, 20, 1. 09666532, 5, 122. 90235324, 19, 0. 715560260
H, 20, 1. 08987433, 5, 119. 45867798, 19, 180. 935582820
H, 19, 1. 0979733, 5, 112. 64801852, 20, - 2. 755989210
H, 19, 1. 09375054, 5, 108. 46137891, 20, 118. 808426990
H, 19, 1. 09493196, 5, 109. 13843137, 20, - 124. 290957460



,1.4630784, 1, 115. 52811899, 2, 0. 4778517801
1.27274341, 1, 126. 33297373, 2, 187. 514081930

%,1.09628576,6,122.96986823,26,-0.27243325D
7,1.08957929, 6, 119. 69407245, 26, 179. 529001710
6, 1. 09766485, 6, 112. 41864083, 27, 4. 390154090
6
6

,1.09238419, 6, 108. 97476193, 27, 127. 102111370
1. 09558699, 6, 108. 80031235, 27, -116. 511013690
. 46227381, 1, 127. 08372369, 2, - 180. 1530086401

. 27599861, 1, 114. 47439894, 2, 3. 152819420

, 1.09638881, 7, 121. 85955006, 33, 0. 437912970

, 1. 08996653, 7, 117. 80389912, 33, 180. 1461972101
, 1.09753436, 7, 112. 51329733, 34, - 1. 4439939101

, 1.09523785, 7, 109. 38244789, 34, 119. 620955640
, 1.09534211, 7, 109. 45250392, 34, -122. 711267560

WWwWwhhr-
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HF=- 879. 98598080

RVBD=2. 913e- 090

Di pol e=- 0. 2961811, - 0. 1674615, - 1. 38954130
PG=C010] X( COH23Hg1N4ACR) ] O

O

O

O

O

O

HgCOst 400

O

1,10

Hg O

0 1, 2. 13676153630

O 1, 2. 6632845885, 2, 90. [0

N, 1, 2. 2766050064, 3, 90. , 2, 180. [

N, 1, 2. 6557389024, 2, 90. , 3, 180. O

O 1, 2. 6829366827, 2, 90. , 3, 90. [

N, 1, 2. 6186989708, 2, 90. , 3, - 90. [

C, 2,1.30015511, 1, 143. 19201849, 3, 162. 117300120

H, 8, 1. 10791216, 2, 113. 45597863, 1, 153. 702108360

O 8, 1. 22880248, 2, 127. 12128069, 9, 178. 590020580
1. 22402662, 1, 122. 7321684, 2, 349. 76255230

WWNNNDDNONNMNNNNNOOORERPRPRPERPRARRPRPRPWOOONRRERPRERE
A DbOrO1

, 1.1010666, 3, 119. 79552245, 1, 183. 4791239401
, 1. 09981386, 3, 120. 73162218, 12, 180. 1488184201
,1.46877182, 1, 118. 82704478, 3, 30. 378224490
1.27299136, 1, 122. 59083029, 3, 207. 446540720
, 1.09381616, 4, 121. 97111058, 14, - 1. 010098881
,1.08687774, 4, 119. 74948496, 14, 178. 895720870
, 1.09573869, 4, 111. 8832565, 15, 0. 345852080
, 1.09275478, 4, 109. 06416327, 15, 122. 135575130
, 1.09432971, 4, 108. 59502615, 15, - 120. 67597470
, 1.46627047, 1, 123. 35223933, 2, 74. 536309730

1. 27450958, 1, 119. 15847625, 2, - 99. 625460170

o

5,1.0954148,5,122.45839718,21,0.0794399D

2,1.08870471, 5, 119. 96893438, 21, 180. 046084760
1,1.09701953, 5, 111. 7972798, 22, - 6. 8621198901
1
1

, 1.09306218, 5, 108. 0047378, 22, 113. 9928570201
, 1.09461636, 5, 109. 316376, 22, - 128. 0198328701
, 1.22296412, 1, 124. 30345751, 2, 349. 2323465701
8,1.10102012, 6, 119. 96107241, 1, 179. 626383310
8,1.10018313, 6, 120. 81009768, 29, 180. 422382210
, 1.46744922, 1, 120. 52302577, 2, -209. 047171750
,1.27620831, 1, 121. 56838792, 2, - 20. 357561730
2, 1. 09620608, 7, 121. 40606762, 31, 0. 747928340
2,1.08910626, 7, 119. 85144773, 31, 179. 930346550

ITTOOITITOITIITIIITOOIIIIITOOIITO



H, 31, 1. 09701255, 7, 112. 28940998, 32, 5. 144702730
H, 31, 1. 09503955, 7, 109. 4746132, 32, 126. 512099930
H, 31, 1. 0946892, 7, 109. 70689371, 32, - 115. 748583280
O

HF=- 973. 91722440

RVBD=1. 547e- 090

Di pol e=1. 1007706, - 0. 7602453, - 2. 16166340
PG=C0100 X( COH20Hg1N3®4) ] O

O
O

O

O

O

HgCost 50

O

1, 10

HgOl

O 1, 2. 63690792860

O 1, 2. 6756118176, 2, 90. 00

O, 1, 2. 6348844459, 3, 90. , 2, 180. [

O 1, 2. 6085841509, 2, 90. , 3, 180. [

O 1, 2. 0707653991, 2, 90. , 3, 90. O

O 1, 2. 2696467329, 2, 90. , 3, - 90. [

H, 2, 0. 9720149, 1, 123. 97643821, 3, 30. 702088250

H, 2, 0. 97373627, 1, 100. 3773561, 3, 272. 098375410
H, 3, 0. 97164996, 1, 111. 16296615, 2, 119. 062580380
H, 3, 0. 97276639, 1, 126. 03498844, 2, - 109. 76376340
C, 4,1.22445531, 1, 120. 15335199, 3, 93. 202630090
H, 12, 1. 10053206, 4, 120. 12141936, 1, - 0. 567685750
H 12, 1. 10125446, 4, 119. 62016625, 13, 180. 15036259[]
C 5, 1. 22589589, 1, 119. 33780051, 2, 280. 06373510
H, 15, 1. 09992094, 5, 120. 11509397, 1, - 1. 673432250
H, 15, 1. 1008052, 5, 119. 55602214, 16, 180. 352856880
H, 6, 0. 96713251, 1, 121. 05157668, 2, - 61. 600251270
C 7,1.22510616, 1, 128. 829406, 5, - 15. 621387070

H 19, 1. 09869018, 7, 121. 45757107, 1, 0. 608064610
H 19, 1. 099019, 7, 119. 46160896, 1, 180. 373299620

O

HF=- 725. 99411340
RVBD=3. 955e- 090

Di pol e=0. 2186977, 0. 5366605, - 0. 08724260
PG=CO10] X( C3H11Hg106)] O

COost 60

O

. 42085696010

. 8680226281, 2, 90.

. 8277388799, 3, 90., 2, 180. O

. 8045313466, 2, 90., 3, 180. O

. 0889424132, 2, 90., 3, 90. O

. 2374427074, 2,90., 3,-90. O

. 27926373, 1, 140. 01153609, 3, 158. 917531850
. 11213731, 2, 114. 20495445, 1, 158. 398931960
. 24586635, 2, 128. 05105561, 9, 179. 421676990
. 21975734, 1, 109. 7318329, 2, 412. 359062540

NOINZOoZZooZeoZooood
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, 11, 1. 10542665, 3, 119. 97711754, 1, 186. 403628950
1, 1. 09838034, 3, 120. 69301685, 12, 180. 9991631801
, 1.45966893, 1, 112. 24918192, 3, 49. 1720488601
,1.26959053, 1, 125. 28674879, 3, 209. 2690644901
5, 1.09734956, 4, 122. 61736972, 14, -1. 711074830
5,1.08973739, 4, 119. 48414781, 14, 177. 583054550
4,1.09944257,4,112. 44143128, 15, 1. 105228570
4
4

, 1.09518227, 4, 108. 62343641, 15, 122. 681805220

, 1. 09532307, 4, 107. 20573804, 15, - 121. 075109760
, 1.45818152, 1, 131. 46476303, 2, 70. 322369760
,1.27291172, 1, 109. 65490124, 2, - 100. 472037640
2, 1. 09971516, 5, 122. 09708986, 21, 1. 024642640
2, 1. 09088635, 5, 118. 115603, 21, 182. 60520290
1,1.10104631, 5, 112. 5568363, 22, - 7. 72938380
1
1

,1.09491783, 5, 107. 84407541, 22, 113. 28340340
1. 0968229, 5, 109. 44245134, 22, - 129. 045853910

6.96978719,1,104.22008938,2,12.89356028D
, 1. 46373305, 1, 119. 19940733, 2, - 222. 305627950
1. 27465099, 1, 121. 77483158, 2, - 33. 881419640

b,1.09767865,7,120.73722199,29,2.15485323D
0, 1. 09278223, 7, 119. 8513587, 29, 184. 022275320
9, 1. 09845059, 7, 111. 9766943, 30, - 0. 757018780
9
9

, 1.09480257, 7, 108. 62978978, 30, 120. 277572570
, 1.09338376, 7, 109. 77338818, 30, - 122. 4155504601

OI I T ITTOO0OIIIIIIOOIIIIIOONT T
NNNWWNNONNNNNOOOREPERERDNANRPR

HF=- 935. 4139740

RVBD=1. 639e- 090

Di pol e=0. 6017895, 1. 0767836, - 2. 9275440
PG=C010] X( CBHL9Hg1N3®4) ] O

O

0

O
O
O
O
HgCOst 70
O
10
|_g

O
O

. 33686776690

. 6995121714, 2,90. O

. 4698453402, 3, 90., 2, 180. O

. 6721025969, 2, 90., 3, 180. O

. 5262442834, 2, 90., 3,90. 0O

. 180181153, 2, 90., 3,-90. O

. 28512113, 1, 132. 4833235, 3, 113. 158015940

. 11267675, 2, 113. 71051297, 1, 183. 982857410

. 23931276, 2, 128. 04409112, 9, 179. 904874090
.22374177 1, 109. 60458532, 2, 281. 5315368201
, 1. 10639136, 3, 119. 25177869, 1, 176. 80307910
, 1.10526152, 3, 119. 17725213, 12, 179. 140097440

4585547, 1, 126. 34067226, 3, 81. 9889645701

27475584, 1 113. 81398476, 3, 263. 68927834
5 1. 09819287, 4, 121. 24591122, 14, 0. 520127240
5, 1. 09255565, 4, 117. 30070407, 14, 181. 078939260
4 1. 09937234, 4, 112. 41865489, 15, - 0. 158883860

, 1. 09533075, 4, 108. 94725468, 15, 121. 278464750
, 1. 09506993, 4, 109. 22201792, 15, - 121. 779568470

,1 45824323, 1, 114. 61249078, 2, 76. 9685290801

1. 27058069, 1, 126. 53746045, 2, - 102. 170688160
, 1. 0983786, 5, 122. 81105298, 21, 0. 243175890
, 1. 09062295, 5, 119. 68247559, 21, 180. 366226330

m)hJU1U1H|A|A|A|A.b.h|A RPWOONRRRRERR
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N
N
O
O

O
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1
, 1.

C
C
C
C
C

C

H
H
H
H
H
H
H
H
H
H



H, 21, 1. 10023651, 5, 111. 92600434, 22, - 2. 055851880

H, 21, 1. 09453342, 5, 108. 43630078, 22, 120. 4680148201
H, 21, 1. 09306121, 5, 108. 39554244, 22, - 124. 630107120
C 6, 1. 22467958, 1, 116. 27830033, 2, 344. 854534280
H, 2
H 2
H, 7
g

8,1.10344602, 6, 119. 41487377, 1, 181. 3611394207
8, 1.10021369, 6, 120. 54746606, 29, 180. 90894840
, 0.97351221, 1, 106. 16199891, 2, - 20. 162099720

HF=- 915. 95201870
RVBD=3. 278e- 090

Di pol e=0. 1589366, - 2. 6432589, - 2. 38684550
PG=C010] X( C7THL6Hg1N2C6) ] O

COst 80

O

. 16582677560

. 6292277613, 2, 90. O

. 4220326819, 3, 90., 2, 180. O

. 6999333727, 2, 90., 3, 180. O

. 370273907, 2, 90., 3,90. 0O

. 4983967102, 2, 90., 3,-90. 0

. 96865023, 1, 108. 08842339, 3, - 100. 293610990
. 97866159, 1, 101. 65493542, 2, 121. 007836340

. 97775904, 1, 88. 18104588, 2, 13. 5213407301

. 00509417, 1, 94. 31150347, 3, 54. 435270470

. 96992155, 1, 110. 30996541, 3, - 196. 443000490
. 45704791, 1, 116. 65955457, 2, 53. 6745591501

. 27167149, 1, 120. 49985338, 2, - 103. 1497194201
, 1.09801744, 5, 122. 60800744, 13, 1. 818804050

, 1.08913776, 5, 119. 37397259, 13, 183. 8486042501
, 1.09974551, 5, 112. 52766715, 14, - 3. 598441650
, 1. 094505, 5, 107. 37448232, 14, 117. 6064368901

, 1.09500495, 5, 109. 28713862, 14, - 125. 3335065901
, 1. 26777603, 1, 117. 58161599, 2, - 135. 876221750
0,1.10701777, 6, 116. 42743509, 1, 169. 827607650
0, 1. 26474324, 6, 126. 1975142, 21, 180. 734637920
, 1.45735134, 1, 123. 98823491, 2, - 181. 581608250
1.27352477, 1, 115. 64192328, 2, 7. 356020230

, 1.09812166, 7, 121. 67267369, 23, 1. 1914942
,1.09036744, 7, 117. 9562185, 23, 181. 531673570
, 1.09946743, 7, 112. 44619419, 24, - 1. 849341570
, 1.09419978, 7, 108. 69976593, 24, 119. 992456080
, 1.09561948, 7, 109. 17741582, 24, - 123. 517015810

PPRPORPOOONDNDNDNDNDN
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WWwwh N
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HF=- 839. 80423350

RVBD=3. 193e- 090

Di pol e=- 1. 7395823, 1. 6234264, - 0. 5171910
PG=CO10] X( C5H16Hg1N206) ] O

COost 90
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=
=
O

. 33560365060

. 3160183497, 2,90. O

. 600784096, 3, 90., 2,180. 0

. 5303516043, 2, 90., 3, 180. 0

. 3256419958, 2, 90., 3,90. O

. 533986812, 2,90., 3,-90. O

. 26698348, 1, 151. 74721092, 3, 152. 918326790

. 11491431, 2, 114. 27702106, 1, 156. 870293170

. 25374582, 2, 128. 51197908, 9, 178. 895230780
.26962476 1, 144. 36454032, 2, 235. 177350190
,1.11601646, 3, 113. 78267072, 1, 163. 939564210

,1.25161406, 3, 129. 08020178, 12, 178. 870011740
1 45596772, 1, 116. 03396096, 3, 26. 7559306601
,1.26773489, 1, 124. 53550702, 3, 198. 113786450
5 1. 0984643, 4, 122. 51258335, 14, 0. 3750342301
5,1.08916411, 4, 119. 55957835, 14, 179. 414933090
4,1.10086651, 4, 111. 79744517, 15, - 2. 597066840
4,
4,

oogZ
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1. 09441306, 4, 108. 0642583, 15, 119. 558309250
1. 09273847, 4, 108. 15610291, 15, - 123. 444274380
. 45818128, 1, 120. 68752974, 2, 56. 023778560

, 1.2728032, 1, 119. 56629975, 2, - 113. 04924040
2,1 10136311, 5, 120. 9977843, 21, 0. 049575760
2,1.09215424,5, 119. 89489707, 21, 179. 951109970
l,l 102136, 5, 111. 93509753, 22, O 899468110
1
1

, 1.09671317, 5, 108. 93988567, 22, 121. 237713470
, 1. 09654632, 5, 108. 861694, 22, - 121. 71266680
,1.27106117, 1, 141. 64447214, 2, - 200. 850758910

8,1.1160048, 6, 113. 76601057, 1, 161. 019160410

8, 1.25081271, 6, 128. 85576052, 29 179. 134999750
, 1. 4590207, 1, 119. 95315544, 2, - 201. 875265240
1.27247731, 1, 120. 13848855, 2, - 8. 127195260

ITOITIITIIITIITOOIITIIITITOONO

o

é,l 10088491, 7, 121. 0380667, 31, 0. 791429170

2,1.09013271, 7, 120. 15158129, 31, 180. 314460350
1,1.10202188, 7, 111. 89833208, 32, - 1. 696523460
1
1

, 1.09704443, 7, 108. 2765996, 32, 119. 645242950
, 1.09622687, 7, 109. 14650328, 32, - 122. 546108750

OTTITITITOO

HF=- 1123. 57457780
RVBD=1. 720e- 090

Di pol e=- 2. 3650091, 2. 0969926, - 2. 24493650
PG=C010] X( COHL8Hy1N3C6) ] O

O
O

O

O

O

HgCOSt 100

O

-1,10

HgO

S, 1, 3. 22069815020

N, 1, 2. 5405329486, 2, 90. [

. 2327523777, 3, 90., 2,180. O

. 3879172369, 2, 90., 3, 180. O

. 45214182009, 2, 90., 3, 90. O

. 3681999491, 2, 90., 3,-90. O

. 37137084, 1, 68. 98737662, 3, 60. 131523010
. 34995954, 1, 68. 87600307, 3, 163. 3868474201
. 01649383, 1, 125. 54886593, 2, 73. 552057560

o0

o=z
WNNRPRRPPRPP
PRRNONNOMNNNW

ITT



H, 3, 1. 02262177, 1, 91. 87096883, 2, 190. 062132320
H, 3,1.02214414, 1, 107. 23171868, 2, - 58. 237561440
H, 4, 0.96789674, 1, 105. 45799613, 3, - 135. 330346110
C 5,1.26991852, 1, 131. 60725745, 2, - 80. 066340250
H, 14, 1. 1160537, 5, 114. 15912931, 1, 192. 029890060
O 14, 1. 2545012, 5, 129. 03165872, 15, 179. 6474929207
H, 6, 1. 03342131, 1, 103. 76270075, 2, 73. 098491730
H, 6,1.02173048, 1, 95. 44332656, 2, 183. 3705570901
H, 6, 1. 01715252, 1, 126. 67645371, 2, - 56. 007763510
C 7,1.26589241, 1, 125. 4355857, 2, 46. 92957952[]

H, 20, 1. 11381724, 7, 114. 91970239, 1, - 188. 270846930
O 20, 1. 2603282, 7, 128. 02959413, 21, 180. 643115680
g

HF=- 1120. 80402290

RVBD=8. 029e- 090

Di pol e=2. 1711486, - 1. 146605, 0. 51716890
PG=C01[] X( C2HL1Hg1N206S1) ] O

N O

S
0O

. 24158635760

. 2179821387, 2, 90. O

. 3052585208, 3, 90., 2, 180. O

. 2159442765, 2, 90., 3, 180. O

. 2458333733, 2,90., 3,90. O

. 2844220643, 2,90., 3,-90. 0

. 02218632, 1, 112. 22230275, 3, 223. 494266260

. 0223562, 1, 111. 8622484, 3, 105. 8535414501

. 021818, 1, 116. 66392317, 3, - 15. 646970260

. 02157842, 1, 115. 99569948, 2, 1. 6164201801

. 02137034, 1, 112. 23907909, 2, 122. 6806492101

. 02193552, 1, 111. 60215044, 2, -119. 103545520
. 47270364, 1, 117. 52363247, 3, 24. 2182394101

, 1.27594969, 1, 126. 02316009, 3, 204. 074678140
5, 1. 09405058, 4, 122. 79020236, 14, 0. 7168364601
5, 1. 08865738, 4, 120. 40794031, 14, 181. 532144210
4,1.09521435, 4,112. 407814, 15, -7. 9361556701
4
4

RPRRPRRPRPRPRPRERNNMNNNN

, 1. 09501518, 4, 109. 11434803, 15, 112. 163208190
1. 09398096, 4, 109. 52210655, 15, - 129. 093313870

i.02228651,1,110.38060153,2,-54.50224095D
1. 02200185, 1, 113. 73948656, 2, 63. 816664470

, 1.02065328, 1, 115. 84669011, 2, - 173. 4159690801
1

1

. 47183093, 1, 120. 70414207, 2, - 35. 221939530
. 27692234, 1, 122. 08757902, 2, 145. 004900640

é,1.09393523,6,122.68385326,24,-0.12880028D
5, 1. 08906056, 6, 119. 77860924, 24, 180. 1926119801
4,1.09511836, 6, 112. 30949882, 25, 5. 3959800901
4
4

, 1.09442174, 6, 109. 64543793, 25, 126. 4018607701

,1.0947024, 6, 109. 57076216, 25, - 115. 1918478101
,1.4711703, 1, 122. 97107907, 2, - 137. 1728909801
1. 2766656, 1, 120. 32224335, 2, 43. 688521510

OO0IITIIITIINOOIITIIIIIIIOONOIIIIIIZZZ2Z2Z2Z2
NNNDNONNNNOOGIOURRERERERARNOWWONNNRREPRERE



H, 32, 1. 09382253, 7, 122. 9400758, 31, 0. 781972201

H, 32, 1. 09020783, 7, 120. 06708854, 31, 180. 9858713701
H, 31, 1. 09507839, 7, 112. 211235383, 32, - 6. 501379340
H, 31, 1. 09339785, 7, 109. 01854692, 32, 114. 143837870
H, 31, 1. 09427919, 7, 109. 76786183, 32, - 127. 415036910
g

HF=- 1954. 11577710
S2=3. 7553640

S2-1=0.0

S2A=3. 7500120

RVBD=2. 148e- 090

Di pol e=- 0. 1285186, 0. 0288582, 0. 73227670
PG=C010] X( C6H24Co1N6) ] O

a

O

U

g

g

CoN St 20

O

2,40

Coll

O 1, 2. 2416890360

N, 1,2.172114722,2,90. O

N, 1, 2. 2880111489, 3, 90., 2, 180. O

N, 1, 2. 2039374143, 2, 90., 3, 180. O

O 1, 2. 2266772254, 2, 90., 3, 90. U
, 1, 2. 2340494106, 2, 90., 3,-90. O
,2,0.97368841, 1, 130. 97482456, 3, - 5. 858411750
,2,0.97377175, 1, 121. 64169799, 3, - 168. 784596240
, 3,1.02259906, 1, 114. 99280011, 2, 46. 3387229901
, 3, 1. 0203905, 1, 112. 24954558, 2, 166. 675492560
, 3, 1. 02244685, 1, 111. 41493789, 2, - 74. 50153180
.4, 1.47372514, 1, 121. 36166483, 3, - 2. 580789601
.4, 1. 27722263, 1, 122. 38153411, 3, 175. 539581920
, 14, 1. 09374558, 4, 122. 50146252, 13, - 1. 577572510
, 14, 1. 08684747, 4, 120. 05126423, 13, 178. 447931970
, 13, 1. 09505735, 4, 112. 31112933, 14, 6. 286714790
, 13, 1. 09423462, 4, 109. 9342315, 14, 126. 97710680

3,1.09642623, 4, 109. 38470904, 14, - 113. 588812330

, 1.47423005, 1, 120. 94283352, 2, 93. 918016680

, 1. 27996526, 1, 121. 98914058, 2, - 84. 262131180
1, 1. 0932691, 5, 121. 96356757, 20, 1. 20435010
1,1. 08657457, 5, 119. 6884568, 20, 180. 7822283901
0, 1. 09438215, 5, 111. 4461756, 21, -5. 651427060
0
0

NNNWWNNOONNMNNNNOOORERPRPERPERPRAROWOWONNRRERPRERRERERE

O O©WOWOoOOo-

, 1. 09254592, 5, 109. 35013667, 21, 115. 08427330
1.09232612, 5, 109. 70068599, 21, - 126. 761193990

6.97356595,1,127.48132716,2,—14.42430135D
, 0.97331821, 1, 123. 90588551, 2, 185. 951834841
1
1

. 47210171, 1, 121. 5669719, 2, - 184. 359582770

. 27801685, 1, 121. 52287562, 2, - 0. 673493260
,1.09385171, 7, 122. 39397313, 29, 0. 946745550
, 1.08786263, 7, 119. 6913342, 29, 180. 6105452101
, 1.09496735, 7, 111. 98562445, 30, - 4. 3742290201
,1.0941034, 7, 109. 43167124, 30, 116. 1830695601
, 1. 09255731, 7, 109. 74392265, 30, - 125. 72301540

OIrrI T rITO0O0IITIIITITIITOOIIIITIIOOIIIIITLZ

HF=-1993. 85056860
S2=3. 7555170
S2-1=0.0

S2A=3. 7500130



RVBD=4. 125e- 090
Di pol e=0. 6498694, - 1. 0556081, 0. 91005710
PG=C010] X( C6H22Co1N4CR) ] O

. 25873328940

. 1962691323, 2, 90. O

. 0375917478, 3,90., 2,180. O

. 2047056834, 2, 90., 3, 180. O

. 2689943099, 2, 90., 3,90. 0O

. 2758573371, 2, 90., 3,-90. 0

. 02041823, 1, 116. 3434121, 3, 214. 697123010

. 02109528, 1, 109. 08667667, 3, 94. 7971912401

. 02013228, 1, 112. 09711674, 3, - 22. 769666930
. 02090032, 1, 111. 03814971, 2, 99. 7307835301

. 03904471, 1, 97. 63041354, 2, 210. 2364995401

. 0202815, 1, 126. 0560228, 2, - 30. 761142880

, 1. 29527034, 1, 128. 6974004, 3, - 34. 384048210
4,1.10566777, 4,114. 08923242, 1, 188. 203989730
4,1.23806142, 4, 126. 75699776, 15, 180. 075385580

OINITIIIIIZZZOZZQRhOQoOoOOooOoO
PRl R RN NN RN

NNNNNNNNNNNNNNOOODTOORERERWOWWONNMNNYNRERRRERE

i.02029618,1,114.32986053,2,—72.48741888D
1. 01968023, 1, 118. 82592358, 2, 55. 477357350
, 1. 02256008, 1, 102. 44537934, 2, - 186. 898708230
1
1

46382906, 1, 124. 32364829, 2, - 6. 183591270
27649808, 1, 117. 53570753, 2, 176. 6816729201

i,1.09579235,6,122.14479204,20,0.052042D

1,1.0885834, 6, 118. 71905982, 20, 180. 3938640301
0, 1.09707672, 6, 112. 63394322, 21, 0. 922314350
0
0

, 1. 09565663, 6, 109. 40817419, 21, 121. 946647640
, 1.0959373, 6, 109. 52019072, 21, - 120. 0349547101
, 1.46503907, 1, 117. 88951861, 2, - 131. 679461920
1.27239396, 1, 123. 24611285, 2, 61. 640177310

é,1.09477306,7,122.95479491,27,0.14739501D

8,1.08978219, 7, 119. 84919829, 27, 180. 817571350
7,1.09651842, 7, 112. 49786868, 28, 2. 627764330
7
7

, 1. 09306345, 7, 108. 79383548, 28, 124. 002727940
, 1.09600334, 7, 109. 20152576, 28, - 118. 096232870

OIrT T TITOOITIITIIIITOOTIITT

HF=- 2009. 68677950
S2=3. 7561440

S2-1=0. O

S2A=3. 7500160

RVSD=3. 167e- 0901

Di pol e=- 1. 3155429, - 0. 682969, 2. 89490960
PG=C01L] X( C5H20Co1N5C2) ] [

NI St 400



O

. 10035747040

. 718020309, 2, 90. O

. 1564946965, 3, 90., 2, 180. O

. 0370055068, 2, 90., 3, 180. O

. 2321917657, 2, 90., 3, 90. O

. 1903687084, 2, 90., 3,-90. O

. 97054617, 1, 127. 22203423, 3, - 43. 943655870
. 03126791, 1, 101. 53728323, 3, - 168. 778393080
. 34990657, 1, 104. 6956663, 2, 116. 940241250

. 34884165, 1, 102. 87555698, 2, 214. 650187740
. 02141578, 1, 113. 63452577, 3, 72. 8430974301

. 02267896, 1, 104. 60430397, 3, 188. 54067770

. 01882045, 1, 116. 97407739, 3, - 52. 696094270
. 28168243, 1, 128. 42333822, 2, - 9. 959262010
,1.10167561, 5, 115. 65029181, 1, 177. 76217240
, 1. 2514157, 5, 126. 05829288, 16, 179. 395790740
, 1.22306023, 1, 127. 95418031, 2, 54. 386847080
8,1.10103871, 6, 119. 96608833, 1, 174. 768600110
8, 1. 10063637, 6, 121. 5411447, 19, 179. 767996750
, 1. 4663415, 1, 119. 7003069, 2, - 143. 888182550
1. 27541028, 1, 120. 89208142, 2, 23. 455822060

, 1.09452207, 7, 122. 20163832, 21, - 1. 38209980
, 1.08767527, 7, 119. 5382759, 21, 177. 442093510
,1.09610171, 7, 112. 10980723, 22, - 2. 40530760
, 1. 09576433, 7, 109. 7047724, 22, 118. 038913770
, 1.09406806, 7, 108. 63112368, 22, - 123. 414845640

IITIITZ00Z2V

PRPRPPRPPRPFPRPRPRPONNDNNDNDN
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HF=- 2352. 9399660

S2=3. 7561610

S2-1=0.0

S2A=3. 7500170

RVBD=5. 938e- 090

Di pol e=1. 4154061, - 0. 2196366, - 1. 64375640
PG=C010] X( CAHL5Co1N204S1) ] O

O

O

U

g

g

CoNl St 50

O

1,40

Coll

O 1, 2. 24461873080

O 1,2.1321749272, 2, 90. O

0O 1, 2. 0786569769, 3, 90., 2, 180. O

N, 1, 2. 2010985889, 2, 90., 3, 180. O

N, 1, 2. 2107780724, 2, 90., 3, 90. O

N, 1, 2. 2056905393, 2, 90., 3,-90. O

H, 2, 0.97296023, 1, 112. 16865729, 3, - 6. 806863010
H, 2,0.97197859, 1, 115. 61478673, 3, - 246. 064190160
H, 3, 0. 97057074, 1, 118. 43936251, 2, 85. 727962640
H, 3, 1. 0330723, 1, 97. 43694776, 2, - 161. 763641130

C 4,1.28370719, 1, 125. 14944826, 3, - 23. 3957916301
H 12, 1.10302426, 4, 115. 62431868, 1, 190. 237207590
0O 12, 1. 24939379, 4, 126. 36133311, 13, 180. 270159480
C 5,1.46483012, 1, 122. 25565863, 2, 4. 7942193201

C 5, 1.27542205, 1, 119. 22790851, 2, -172. 18822130
H, 16, 1. 09511258, 5, 121. 87993726, 15, 0. 147384430
H, 16, 1. 08803585, 5, 118. 8937645, 15, 179. 74976310
H, 15, 1. 0965316, 5, 112. 35556676, 16, 1. 341378050



5, 1. 09400843, 5, 109. 29029594, 16, 122. 9485645701
5,1.09648123, 5, 109. 19328629, 16, - 119. 288217910
, 1.46643399, 1, 121. 99423945, 2, - 2. 309445730

, 1. 27518632, 1, 119. 75349617, 2, - 183. 522285280
3,1.09481, 6, 121. 90235038, 22, 0. 051488180
3,1.08732197, 6, 119. 02051155, 22, 180. 0503054601
2,1.09646026, 6, 112. 28205752, 23, - 1. 348052130
2
2

, 1. 09565074, 6, 109. 28667184, 23, 119. 507460830
1. 09357065, 6, 109. 29529017, 23, - 123. 09851960
. 46546877, 1, 120. 2559771, 2, -121. 273581170

, 1. 27598575, 1, 120. 63253081, 2, 70. 266536240

0, 1.09449754, 7, 122. 20123209, 29, 0. 970977330
0, 1. 08823337, 7, 119. 61644432, 29, 182. 325744450
9, 1.09609776, 7, 111. 94502789, 30, - 0. 78377480
9
9

1
1

, 1. 09346675, 7, 108. 69717189, 30, 120. 281777740
, 1.09399338, 7, 109. 45380317, 30, - 122. 035893250

1
1
6
6
2
2
2
2
2
7
7
3
3
2
2
2

H
H
C
C
H
H
H
H
H
C
C
H
H
H
H
H,
O
HF=- 2126. 84500610

S2=3. 7568280

S2-1=0.0

S2A=3. 7500190

RVBD=5. 082e- 090

Di pol e=- 1. 3036484, - 0. 3504627, 1. 924390
PG=C010] X( C7TH20Co1N3®4) ] O

O

U

g

g

g

CoNl St 60

O

0, 40

Cold

N, 1, 2. 187138538201

0 1, 2.1691816997, 2, 90. O

0 1,2.0776313827, 3, 90., 2,180. O

O 1, 2. 0905201932, 2, 90., 3, 180. O

O 1, 2.1805705239, 2, 90., 3,90. 0

N, 1, 2. 2000164269, 2, 90., 3,-90. O

H, 2, 1. 01908318, 1, 115. 5621522, 3, - 14. 9634491201
H, 2, 1.01849089, 1, 111. 26121655, 3, 108. 44240750
H, 2, 1. 02323815, 1, 105. 8404396, 3, - 134. 754675730
H, 3, 0.97112394, 1, 108. 28761455, 2, 81. 664654301

H, 3, 1. 02304661, 1, 97. 80392418, 2, - 168. 957165760
C 4,1.2742347,1,127. 82099865, 3, - 14. 128804040
H, 13, 1. 10612313, 4, 115. 29564313, 1, 185. 682645680
O 13, 1. 25528257, 4, 127. 37705979, 14, 179. 997720

C 5,1.27123034, 1, 122. 3007382, 2, - 55. 124337090
H, 16, 1. 10668905, 5, 115. 686955, 1, 174. 2488181401
O 16, 1. 25921146, 5, 126. 78984261, 17, 180. 172008080
H, 6, 1. 00599966, 1, 95. 59832954, 2, 61. 710320570

H, 6, 0. 97189607, 1, 103. 7317423, 2, 169. 889288810

C 7,1.4601769, 1, 116. 99232253, 2, - 114. 1157528401
C 7,1.27201034, 1, 122. 86053587, 2, 74. 620112130

H 22, 1.0967847,7,122. 27117519, 21, 1. 1054259901
H, 22, 1. 08908345, 7, 119. 22225123, 21, 182. 201519210
H, 21, 1. 09878261, 7, 112. 20757437, 22, - 1. 381751320
H, 21, 1. 09397861, 7, 108. 13863684, 22, 120. 43324780
H, 21, 1. 09322508, 7, 108. 90709937, 22, - 123. 997274280
g

H



S2=3. 7558810

S2-1=0.0

S2A=3. 7500140

RVBD=6. 903e- 090

Di pol e=0. 3241375, 1. 3595689, 1. 4900360
PG=CO1[] X( CAHL4Co1N206)] O

01777801, 1, 127. 55451684, 2, 69. 268071010

:02102012,1,102.7068079,2,193.20851145D
. 02771264, 1, 101. 29207317, 2, - 55. 240413140

1
1
1
, 1.27626236, 1, 123. 9387555, 2, 44. 961259710
9,1.10812486, 6, 115. 04782625, 1, 178. 952719580
9, 1. 25478665, 6, 126. 90331622, 20, 180. 240797540
, 1. 4609659, 1, 115. 43336081, 2, - 244. 035453660
1.26935867, 1, 126. 12677613, 2, - 65. 868528030
,1.09712882, 7, 122. 89262562, 22, 0. 5429821401
,1.08978492, 7, 119. 77638238, 22, 180. 593885160
, 1.09907263, 7, 112. 51641284, 23, - 1. 308046040
,1.09441114, 7, 108. 43090638, 23, 120. 462105310

, 1. 09340227, 7, 108. 87930888, 23, - 123. 588169880

g

g

O

O

U

CoNl St 70

g

0, 40

ColJ

N, 1,2.18768963710

0O 1,2.1764299093, 2, 90. O

O 1, 2. 0697839431, 3, 90., 2, 180. O

N, 1, 2. 1976150563, 2, 90., 3, 180. O

0O 1, 2. 082105909, 2, 90., 3,90. O

N, 1, 2. 3234750187, 2, 90., 3,-90. O

H, 2,1.02898128, 1, 100. 93861993, 3, - 125. 722977670
H, 2,1.0184998, 1, 118. 8740048, 3, - 244. 725622180
H, 2,1.01936669, 1, 111. 78985893, 3, - 10. 532156450
H, 3, 0. 97272908, 1, 102. 24011537, 2, 81. 6838710

H, 3, 1. 0178043, 1, 98. 41575201, 2, -171. 580212230
C 4,1.27234602, 1, 129. 29559016, 3, - 4. 454918910
H, 13, 1. 10607734, 4, 115. 34101058, 1, 173. 682422380
O 13, 1. 25528522, 4, 127. 15300857, 14, 179. 457853890
H,

H,

H,

C,

H,

©)
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HF=- 2085. 02179750
S2=3. 7551550

S2-1=0.0

S2A=3. 7500120

RVBD=2. 942e- 090

Di pol e=- 0. 9745666, 2. 284818, 1. 3696080
PG=C010] X( CAHL5Co1N3C6) ] O

O

U
g
g
g
CoNl St 80
O

0

, 40
Co
Oy

4
0
1

o1

, 2. 24710710540
2.3348326813, 2, 90. O



. 2161619765, 3, 90., 2, 180. O

. 1840643241, 2, 90., 3, 180. O

. 9236596532, 2, 90., 3,90. O

. 0750587613, 2, 90., 3,-90. O

. 98214527, 1, 98. 03740504, 3, 41. 231407090

. 97303739, 1, 95. 55627717, 3, 291. 1696790501

. 96938221, 1, 109. 05225919, 2, 56. 269839260

. 98936737, 1, 92. 40867582, 2, - 52. 3358939601

. 01857229, 1, 104. 27730482, 3, 114. 085544840

. 01867956, 1, 120. 12431911, 3, - 122. 865298260
. 01969088, 1, 107. 16574374, 3, 0. 096425210

. 01738507, 1, 118. 93736461, 2, 140. 770938490

. 0191144, 1, 109. 57910585, 2, 16. 16500750

. 02021522, 1, 102. 53365938, 2, - 98. 353764450

. 96787022, 1, 116. 01791444, 2, - 116. 077793750
. 27379513, 1, 119. 27103665, 2, - 314. 621348760
, 1. 10566353, 7, 115. 51957561, 1, - 176. 020885160
, 1.25889972, 7, 126. 63707658, 20, 179. 960433740

I I: IITITOOZZ
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HF=- 1914. 08782350
S2=3. 7557840

S2-1=0.0

S2A=3. 7500150

RVBD=9. 744e- 090

Di pol e=- 0. 7252213, - 0. 4135582, - 1. 15962970
PG=CO10] X( CLHL2Co1N20C6)] O

g

g

g

O

O

CoNI St 90

g

-1, 40

Col

0O 1, 2.19731044590

0O 1,2.1691646733, 2, 90. O

O 1,2.1012877007, 3, 90., 2, 180. O

O 1, 2.1208601439, 2, 90., 3, 180. O

0 1, 2.163517991, 2, 90., 3,90. O

0O 1, 2. 0959090951, 2, 90., 3,-90. O

H, 2,0.97175182, 1, 99. 52841139, 3, 104. 516427370
H, 2, 0. 99881877, 1, 94. 29456214, 3, 211. 6856594501
H, 3, 1. 00910859, 1, 98. 68960825, 2, - 94. 0993906901
H, 3, 0. 97099223, 1, 101. 38789902, 2, - 201. 977504360
C 4,1.26878383, 1, 127. 01843031, 3, 111. 332000250
H 12,1.11133539, 4 114. 97633126, 1, 165. 770269470
O 12, 1. 2568272, 4, 128. 2325859, 13, 179. 47195880

C 5,1.26286828, 1, 120. 82600369, 2, - 40. 6203904201
H, 15, 1. 11032012, 5, 115. 80738502, 1, 188. 16737240
O 15, 1. 26542938, 5, 127. 21421399, 16, 179. 782336880
H, 6, 0. 975582009, 1, 102. 4577341, 2, 53. 679631080

H, 6, 1. 00806546, 1, 98. 4646123, 2, 163. 908367360

C 7,1.26868733, 1, 129. 00837508, 2, - 260. 68082653[]
H, 20, 1.11121701, 7, 114. 90604985, 1, - 189. 6399437201
O 20, 1. 2562652, 7, 128. 27473249, 21, 179. 680835340
O

HF=-2180. 11788860
S2=3. 7545170
S2-1=0.0

S2A=3. 7500090



RVBD=6. 127e- 090
Di pol e=- 0. 2868869, 0. 3165835, 0. 28614470
PG=C010] X( C3HICo1C0) ] O

NI St 100

N
|

. 15158372840

. 1871492136, 2, 90. O

. 9382204064, 3, 90., 2, 180. O

. 1435825723, 2, 90., 3, 180. O

. 1677862495, 2, 90., 3,90. 0

. 1294912195, 2, 90., 3,-90. 0

. 37137084, 1, 68. 98737662, 3, 60. 131523010

. 34995954, 1, 68. 87600307, 3, 163. 386847420

. 01649383, 1, 125. 54886593, 2, 73. 552057560

. 02262177, 1, 91. 87096883, 2, 190. 0621323201

. 02214414, 1, 107. 23171868, 2, - 58. 237561440

. 96789674, 1, 105. 45799613, 3, - 135. 330346110

. 26991852, 1, 131. 60725745, 2, - 80. 066340250

, 1.1160537, 5, 114. 15912931, 1, 192. 029890060

, 1.2545012, 5, 129. 03165872, 15, 179. 647492921
1. 03342131, 1, 103. 76270075, 2, 73. 098491730

,1.02173048, 1, 95. 44332656, 2, 183. 370557090
1
1

Ao -
RPORRPRRPRPREPNNNRENW®

01715252, 1, 126. 67645371, 2, - 56. 007763510

26589241, 1, 125. 4355857, 2, 46. 9295795201
,1.11381724, 7,114. 91970239, 1, - 188. 2708469301
, 1.2603282, 7, 128. 02959413, 21, 180. 643115680

NNNOODORRPURWWWNNRRRRERRE

OO0TOIIIOINIIIIIIOZO00Z0O ' 000D 0n
co-

HF=- 2349. 89116770

S2=3. 7566160

S2-1=0. O

S2A=3. 750020

RVBD=7. 318e- 090

Di pol e=1. 6782172, - 0. 6546464, 0. 34671350
PG=C010 X( C2H11Co1N2C6S1) | O

i NI St 10

O

WWNNNRPRRPRPRPPOW

. 1903436490

. 1652298423, 2,90. O

. 266320026, 3, 90., 2, 180. O

. 1621467483, 2, 90., 3, 180. O

. 2019244751, 2, 90., 3,90. O

. 2454766212, 2, 90., 3,-90. O

. 02218632, 1, 112. 22230275, 3, 223. 494266260
. 0223562, 1, 111. 8622484, 3, 105. 853541450

. 021818, 1, 116. 66392317, 3, - 15. 646970260

. 02157842, 1, 115. 99569948, 2, 1. 616420180

. 02137034, 1, 112. 23907909, 2, 122. 680649210
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1. 02193552, 1, 111. 60215044, 2, - 119. 1035455201
, 1.47270364, 1, 117. 52363247, 3, 24. 21823940
1. 27594969, 1, 126. 02316009, 3, 204. 074678140

é,1.09405058,4,122.79020236,14,0.71683646D

5, 1.08865738, 4, 120. 40794031, 14, 181. 532144210
4,1.09521435, 4, 112. 407814, 15, -7. 9361556701
4
4

, 1. 09501518, 4, 109. 11434803, 15, 112. 163208190

1. 09398096, 4, 109. 52210655, 15, - 129. 0933138701

i.02228651,1,110.38060153,2,-54.50224095D
1. 02200185, 1, 113. 73948656, 2, 63. 816664470

, 1. 02065328, 1, 115. 84669011, 2, - 173. 4159690801
1

1

. 47183093, 1, 120. 70414207, 2, - 35. 221939530
. 27692234, 1, 122. 08757902, 2, 145. 004900640

é,1.09393523,6,122.68385326,24,-0.12880028D
5, 1. 08906056, 6, 119. 77860924, 24, 180. 192611980
4,1.09511836, 6, 112. 30949882, 25, 5. 395980090
4
4

, 1.09442174, 6, 109. 64543793, 25, 126. 401860770
, 1.0947024, 6, 109. 57076216, 25, - 115. 191847810

,1.4711703, 1, 122. 97107907, 2, - 137. 1728909801
1. 2766656, 1, 120. 32224335, 2, 43. 688521510

é,1.09382253,7,122.9400758,31,0.7819722D

2, 1. 09020783, 7, 120. 06708854, 31, 180. 985871370
1,1.09507839, 7, 112. 211235383, 32, - 6. 501379340
1
1

, 1.09339785, 7, 109. 01854692, 32, 114. 143837870
, 1.09427919, 7, 109. 76786183, 32, - 127. 415036910

OIITITONIIIIIOOIIIIIIITOOT
WWWWWNNNNMNNNNOOUIOIUIRRRREREANRN®

HF=- 2079. 65810530
S2=2. 0044770

S2-1=0. 0O

S2A=2. 0000130

RVBD=2. 338e- 090

Di pol e=- 0. 1224582, 0. 0282199, 0. 69954120
PG=C010] X( C6H24N6Ni 1) ] O

g

O

O
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g

Ni NI St 20

a

2,30

Ni O

O 1, 2.19778015070

N, 1,2.1199611128, 2,90. O

N, 1, 2. 2468798404, 3, 90., 2,180. O

N, 1, 2. 1651396521, 2, 90., 3, 180. O

0O 1, 2. 1969693582, 2, 90., 3,90. O

N, 1, 2. 1960298935, 2, 90., 3,-90. O

H, 2, 0.97368841, 1, 130. 97482456, 3, - 5. 858411750
H, 2,0.97377175, 1, 121. 64169799, 3, - 168. 7845962401
H, 3, 1. 02259906, 1, 114. 99280011, 2, 46. 338722990
H, 3, 1. 0203905, 1, 112. 24954558, 2, 166. 675492560
H, 3, 1. 02244685, 1, 111. 41493789, 2, - 74. 501531801

C 4,1.47372514, 1, 121. 36166483, 3, - 2. 580789601

C 4,1.27722263, 1, 122. 38153411, 3, 175. 5395819201
H, 14, 1. 09374558, 4, 122. 50146252, 13, - 1. 577572510
H, 14, 1. 08684747, 4, 120. 05126423, 13, 178. 447931970
H, 13, 1. 09505735, 4, 112. 31112933, 14, 6. 286714790
H, 13, 1. 09423462, 4, 109. 9342315, 14, 126. 97710680
H, 13, 1. 09642623, 4, 109. 38470904, 14, - 113. 588812330
C 5,1.47423005, 1, 120. 94283352, 2, 93. 918016680



C 5,1.27996526, 1, 121. 98914058, 2, - 84. 262131180

H, 21, 1. 0932691, 5, 121. 96356757, 20, 1. 20435010

H, 21, 1. 08657457, 5, 119. 6884568, 20, 180. 782228390

H, 20, 1. 09438215, 5, 111. 4461756, 21, - 5. 651427060

H, 20, 1. 09254592, 5, 109. 35013667, 21, 115. 08427330

H, 20, 1. 09232612, 5, 109. 70068599, 21, - 126. 761193990
H, 6, 0. 97356595, 1, 127. 48132716, 2, - 14. 424301350

H, 6, 0. 97331821, 1, 123. 90588551, 2, 185. 951834840
C 7,1.47210171, 1, 121. 5669719, 2, - 184. 359582770
C7,1
H 3
H 3
H, 2
H, 2
H, 2
U

, 1.27801685, 1, 121. 52287562, 2, - 0. 673493260

0, 1. 09385171, 7, 122. 39397313, 29, 0. 9467455501
0, 1.08786263, 7, 119. 6913342, 29, 180. 610545210
9, 1. 09496735, 7, 111. 98562445, 30, - 4. 3742290201
9,1.0941034, 7, 109. 43167124, 30, 116. 1830695601
9, 1. 09255731, 7, 109. 74392265, 30, - 125. 72301540

HF=- 2119. 39050590
S2=2. 0041450

S2-1=0.0

S2A=2. 0000110

RVBD=4. 745e- 090

Di pol e=0. 6230124, - 0. 9978617, 0. 83454340
PG=CO10] X( C6H22NANi 102) ] O

. 21002272260

. 1552572986, 2, 90. O

. 0265685581, 3, 90., 2, 180. O

. 1495024822, 2, 90. , 3, 180. O

. 2146004343, 2, 90., 3,90. O

. 2294441351, 2, 90., 3,-90. 0

. 02041823, 1, 116. 3434121, 3, 214. 697123010

. 02109528, 1, 109. 08667667, 3, 94. 7971912401

. 02013228, 1, 112. 09711674, 3, - 22. 769666930
. 02090032, 1, 111. 03814971, 2, 99. 7307835301

. 03904471, 1, 97. 63041354, 2, 210. 2364995401

. 0202815, 1, 126. 0560228, 2, - 30. 761142880

, 1.29527034, 1, 128. 6974004, 3, - 34. 384048210
4,1.10566777, 4,114. 08923242, 1, 188. 203989730
4,1.23806142, 4, 126. 75699776, 15, 180. 0753855801
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i.02029618,1,114.32986053,2,—72.48741888D
1. 01968023, 1, 118. 82592358, 2, 55. 477357350
, 1.02256008, 1, 102. 44537934, 2, - 186. 898708230
1
1

46382906, 1, 124. 32364829, 2, - 6. 183591270
27649808, 1, 117. 53570753, 2, 176. 6816729201

i,1.09579235,6,122.14479204,20,0.052042D

1, 1. 0885834, 6, 118. 71905982, 20, 180. 3938640301
0, 1.09707672, 6, 112. 63394322, 21, 0. 922314350
0
0

, 1. 09565663, 6, 109. 40817419, 21, 121. 946647640
1. 0959373, 6, 109. 52019072, 21, - 120. 034954710
. 46503907, 1, 117. 88951861, 2, - 131. 6794619201
, 1. 27239396, 1, 123. 24611285, 2, 61. 640177310
8,1.09477306, 7, 122. 95479491, 27, 0. 147395010
8,1.08978219, 7, 119. 84919829, 27, 180. 817571350

e
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H, 27, 1. 09651842, 7, 112. 49786868, 28, 2. 627764330
H, 27, 1. 09306345, 7, 108. 79383548, 28, 124. 002727940
H, 27, 1. 09600334, 7, 109. 20152576, 28, - 118. 096232870
O

HF=- 2135. 22967270

S2=2. 0043140

S2-1=0.0

S2A=2. 0000120

RVBD=6. 753e- 100

Di pol e=- 1. 3038424, - 0. 682181, 2. 86755970

PG=CO10] X( C5H20NSNi 102) ] O

NI St 40

ozrozoooogo
O

. 08140844350

. 6399550889, 2, 90. O

. 104319181, 3, 90., 2, 180. O

. 0291749923, 2, 90., 3, 180. O

. 1751481132, 2, 90., 3, 90. O

. 1362046771, 2,90., 3,-90. O

. 97054617, 1, 127. 22203423, 3, - 43. 943655870
. 03126791, 1, 101. 53728323, 3, - 168. 778393080
. 34990657, 1, 104. 6956663, 2, 116. 940241250

. 34884165, 1, 102. 87555698, 2, 214. 650187740
. 02141578, 1, 113. 63452577, 3, 72. 8430974301

. 02267896, 1, 104. 60430397, 3, 188. 54067770

. 01882045, 1, 116. 97407739, 3, - 52. 696094270
. 28168243, 1, 128. 42333822, 2, -9. 959262010

, 1.10167561, 5, 115. 65029181, 1, 177. 76217240
, 1. 2514157, 5, 126. 05829288, 16, 179. 395790740
, 1. 22306023, 1, 127. 95418031, 2, 54. 386847080
8,1.10103871, 6, 119. 96608833, 1, 174. 7686001101
8, 1. 10063637, 6, 121. 5411447, 19, 179. 767996750
, 1. 4663415, 1, 119. 7003069, 2, - 143. 888182550
1. 27541028, 1, 120. 89208142, 2, 23. 455822060

, 1.09452207, 7, 122. 20163832, 21, - 1. 38209980
,1.08767527, 7, 119. 5382759, 21, 177. 4420935101
,1.09610171, 7, 112. 10980723, 22, - 2. 40530760
, 1.09576433, 7, 109. 7047724, 22, 118. 0389137701
, 1. 09406806, 7, 108. 63112368, 22, - 123. 414845640
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HF=- 2478. 48090510

S2=2. 0043910

S2-1=0.0

S2A=2. 0000120

RVBD=2. 551e- 090

Di pol e=1. 4450576, - 0. 171122, - 1. 65844360
PG=CO1L[] X( CAHL5N2Ni 104S1)] O

NI St 50
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1,30

Ni O

O 1, 2. 20554789010

0 1,2.1102734587, 2, 90. O

o] . 0667398802, 3, 90., 2, 180. O

. 1531280478, 2, 90., 3, 180. O

. 1622551494, 2, 90., 3,90. O

. 153164167, 2, 90., 3,-90. O

. 97296023, 1, 112. 16865729, 3, - 6. 806863010

. 97197859, 1, 115. 61478673, 3, - 246. 064190160
. 97057074, 1, 118. 43936251, 2, 85. 727962640

. 0330723, 1, 97. 43694776, 2, - 161. 7636411301

. 28370719, 1, 125. 14944826, 3, - 23. 395791630

, 1.10302426, 4, 115. 62431868, 1, 190. 237207590
, 1. 24939379, 4, 126. 36133311, 13, 180. 270159480
, 1.46483012, 1, 122. 25565863, 2, 4. 7942193201

1. 27542205, 1, 119. 22790851, 2, - 172. 18822130

, 1.09511258, 5, 121. 87993726, 15, 0. 147384430

, 1. 08803585, 5, 118. 8937645, 15, 179. 74976310

, 1. 0965316, 5, 112. 35556676, 16, 1. 341378050

, 1.09400843, 5, 109. 29029594, 16, 122. 9485645701
1. 09648123, 5, 109. 19328629, 16, - 119. 2882179101
. 46643399, 1, 121. 99423945, 2, - 2. 3094457301

. 27518632, 1, 119. 75349617, 2, - 183. 522285280
, 1.09481, 6, 121. 90235038, 22, 0. 051488180
,1.08732197, 6, 119. 02051155, 22, 180. 050305460
, 1.09646026, 6, 112. 28205752, 23, - 1. 348052130
, 1. 09565074, 6, 109. 28667184, 23, 119. 507460830
1. 09357065, 6, 109. 29529017, 23, - 123. 09851960
. 46546877, 1, 120. 2559771, 2, -121. 273581170

. 27598575, 1, 120. 63253081, 2, 70. 2665362401

, 1.09449754, 7, 122. 20123209, 29, 0. 970977330

, 1.08823337, 7, 119. 61644432, 29, 182. 325744450
, 1.09609776, 7, 111. 94502789, 30, - 0. 78377480

, 1. 09346675, 7, 108. 69717189, 30, 120. 281777740
, 1. 09399338, 7, 109. 45380317, 30, - 122. 035893250
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HF=-2252. 3860740

S2=2. 0044240

S2-1=0. 0

S2A=2. 0000130

RVBD=1. 639e- 090

Di pol e=-1. 3237879, -0. 331607, 1. 87686330
PG=C010 X( C7H20N3Ni 1&4) ] O

i NI St 60

O

ZZoozOooooog

. 13087719910

. 1473326202, 2, 90. O

. 0624488944, 3, 90., 2, 180. O

. 0785572379, 2, 90., 3, 180. O

. 1354407636, 2, 90., 3, 90. O

. 1378961986, 2, 90., 3, -90. O

. 01908318, 1, 115. 5621522, 3, - 14. 9634491201
. 01849089, 1, 111. 26121655, 3, 108. 44240750
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ITZ20000
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1. 02323815, 1, 105. 8404396, 3, - 134. 7546757301
0.97112394, 1, 108. 28761455, 2, 81. 664654301
1
1

02304661, 1, 97. 80392418, 2, - 168. 957165760

, 1.2742347, 1, 127. 82099865, 3, - 14. 128804040
3,1.10612313, 4, 115. 29564313, 1, 185. 682645680
3, 1. 25528257, 4, 127. 37705979, 14, 179. 9977201

, 1.27123034, 1, 122. 3007382, 2, - 55. 124337090

6, 1. 10668905, 5, 115. 686955, 1, 174. 2488181401

6, 1. 25921146, 5, 126. 78984261, 17, 180. 172008080
. 00599966, 1, 95. 59832954, 2, 61. 710320570

. 97189607, 1, 103. 7317423, 2, 169. 8892888101

. 4601769, 1, 116. 99232253, 2, - 114. 115752840

. 27201034, 1, 122. 86053587, 2, 74. 620112130
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1
0
1
1

é,1.0967847,7,122.27117519,21,1.10542599D

2,1.08908345, 7, 119. 22225123, 21, 182. 201519210
1,1.09878261, 7, 112. 20757437, 22, - 1. 3817513201
1
1

, 1.09397861, 7, 108. 13863684, 22, 120. 43324780
, 1.09322508, 7, 108. 90709937, 22, - 123. 997274280

OITITTITITOOITT

HF=- 2230. 44519790

S2=2. 0038130

S2-1=0.0

S2A=2. 0000090

RVBD=2. 064e- 0901

Di pol e=0. 3194257, 1. 4000758, 1. 46479020
PG=CO10] X( CAHL4N2Ni 106)] O

i NI St 70

O
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. 13740888170

. 1378922042, 2,90. O

. 0581320418, 3, 90., 2,180. O

. 1381186219, 2, 90., 3, 180. O

. 066448168, 2, 90., 3,90. 0O

. 2685225264, 2, 90., 3,-90. O

. 02898128, 1, 100. 93861993, 3, - 125. 722977670
. 0184998, 1, 118. 8740048, 3, - 244. 725622180

. 01936669, 1, 111. 78985893, 3, - 10. 532156450

. 97272908, 1, 102. 24011537, 2, 81. 6838710

. 0178043, 1, 98. 41575201, 2, -171. 580212230

. 27234602, 1, 129. 29559016, 3, - 4. 4549189101

, 1.10607734, 4, 115. 34101058, 1, 173. 682422381
1. 25528522, 4, 127. 15300857, 14, 179. 457853890
. 01777801, 1, 127. 55451684, 2, 69. 268071010

. 02102012, 1, 102. 7068079, 2, 193. 208511450

. 02771264, 1, 101. 29207317, 2, - 55. 240413140

, 1.27626236, 1, 123. 9387555, 2, 44. 961259710
9,1.10812486, 6, 115. 04782625, 1, 178. 952719580
9, 1. 25478665, 6, 126. 90331622, 20, 180. 240797540
. 4609659, 1, 115. 43336081, 2, - 244. 035453660

. 26935867, 1, 126. 12677613, 2, - 65. 868528030
,1.09712882, 7, 122. 89262562, 22, 0. 542982140
,1.08978492, 7, 119. 77638238, 22, 180. 5938851601
, 1.09907263, 7, 112. 51641284, 23, - 1. 308046040
,1.09441114, 7, 108. 43090638, 23, 120. 462105310
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H, 22, 1. 09340227, 7, 108. 87930888, 23, - 123. 588169880
O

HF=- 2210. 56267180

S2=2. 0038210

S2-1=0.0

S2A=2. 0000090

RVBD=1. 101e- 090

Di pol e=- 0. 9718579, 2. 2666706, 1. 37364040
PG=CO10] X( CAHL5N3Ni 106)] O

O

U

g

g

a

Ni NI St 80

U

0, 30

N O

O 1, 2.174039923200

O 1, 2. 2544603744, 2, 90. O

N, 1, 2. 1344079332, 3, 90., 2, 180. O

N, 1, 2.1097747687, 2, 90., 3,180. O

O 1, 1.9526449136, 2, 90., 3,90. 0

O 1, 2.0689841144, 2,90., 3,-90. O

H, 2, 0. 98214527, 1, 98. 03740504, 3, 41. 231407090

H, 2,0.97303739, 1, 95. 55627717, 3, 291. 169679050
H, 3, 0. 96938221, 1, 109. 05225919, 2, 56. 2698392601
H, 3, 0. 98936737, 1, 92. 40867582, 2, - 52. 335893960

H 4,1.01857229, 1, 104. 27730482, 3, 114. 085544840
H, 4, 1. 01867956, 1, 120. 12431911, 3, - 122. 865298260
H, 4, 1. 01969088, 1, 107. 16574374, 3, 0. 096425210

H, 5, 1. 01738507, 1, 118. 93736461, 2, 140. 770938490
H, 5,1.0191144, 1, 109. 57910585, 2, 16. 16500750

H, 5,1.02021522, 1, 102. 53365938, 2, - 98. 353764450
H, 6, 0. 96787022, 1, 116. 01791444, 2, - 116. 077793750
C 7,1.27379513, 1, 119. 27103665, 2, - 314. 621348760
H, 19, 1. 10566353, 7, 115. 51957561, 1, - 176. 020885160
O 19, 1. 25889972, 7, 126. 63707658, 20, 179. 960433740
g

HF=- 2039. 6256070
S2=2. 0034560

S2-1=0. 0O

S2A=2. 0000080

RVBD=4. 461e- 090

Di pol e=- 0. 7346304, - 0. 2393808, - 1. 15228090
PG=C010] X( CLHL2N2Ni 106)] O

i NI St 90
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000000z
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. 14972542870

. 1282729703, 2, 90. O

. 0818982686, 3, 90., 2, 180. O
. 0979379845, 2, 90., 3, 180. O
. 1256410837, 2, 90., 3,90. O
. 0785115294, 2, 90., 3,-90. O
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97175182, 1, 99. 52841139, 3, 104. 516427370
99881877, 1, 94. 29456214, 3, 211. 6856594501

0.
0.
, 1.00910859, 1, 98. 68960825, 2, - 94. 0993906901
0.
1

97099223, 1, 101. 38789902, 2, - 201. 977504360

26878383, 1, 127. 01843031, 3, 111. 332000250

ITOITITIT

2

2

3

3

4,
12,1.11133539, 4, 114. 97633126, 1, 165. 770269470
12, 1. 2568272, 4, 128. 2325859, 13, 179. 47195880
5,1.26286828, 1, 120. 82600369, 2, - 40. 620390420
1
1
6
6
7
2
2

Ino

5,1.11032012, 5, 115. 80738502, 1, 188. 16737240
5, 1.26542938, 5, 127. 21421399, 16, 179. 782336880
, 0. 975582009, 1, 102. 4577341, 2, 53. 679631080

, 1.00806546, 1, 98. 4646123, 2, 163. 908367360

, 1.26868733, 1, 129. 00837508, 2, - 260. 680826530
0,1.11121701, 7, 114. 90604985, 1, - 189. 639943720
0, 1. 2562652, 7, 128. 27473249, 21, 179. 680835340

o

ITOTT

oo

HF=- 2305. 65507550
S2=2. 0030910

S2-1=0.0

S2A=2. 0000060

RVBD=1. 846e- 090

Di pol e=- 0. 3328019, 0. 3250539, 0. 26997330
PG=CO10] X( C3HONi 100)] [

g

O

U

g

g

N NI St 100

O

-1, 30

N O

S, 1, 3.1254039210

N, 1, 2. 1258325607, 2, 90. O

0O 1, 1. 9589036079, 3, 90., 2, 180. O

0O 1, 2. 1070404776, 2, 90., 3, 180. O

N, 1,2.1113922578, 2, 90., 3,90. O

O 1, 2. 0944006865, 2, 90., 3,-90. O

H 2,1.37137084, 1, 68. 98737662, 3, 60. 131523010

H, 2, 1. 34995954, 1, 68. 87600307, 3, 163. 386847420
H, 3, 1. 01649383, 1, 125. 54886593, 2, 73. 552057560
H, 3, 1. 02262177, 1, 91. 87096883, 2, 190. 0621323201
H, 3, 1. 02214414, 1, 107. 23171868, 2, - 58. 237561440
H, 4, 0.96789674, 1, 105. 45799613, 3, - 135. 330346110
C 5,1.26991852, 1, 131. 60725745, 2, - 80. 066340250
H, 14, 1. 1160537, 5, 114. 15912931, 1, 192. 029890060
O 14, 1. 2545012, 5, 129. 03165872, 15, 179. 6474929207
H, 6, 1. 03342131, 1, 103. 76270075, 2, 73. 098491730
H, 6,1.02173048, 1, 95. 44332656, 2, 183. 3705570901
H, 6,1.01715252, 1, 126. 67645371, 2, - 56. 007763510
C 7,1.26589241, 1, 125. 4355857, 2, 46. 9295795201

H, 20, 1. 11381724, 7, 114. 91970239, 1, - 188. 270846930
O 20, 1. 2603282, 7, 128. 02959413, 21, 180. 643115680
g

HF=- 2475. 42808980
S2=2. 0043480

S2-1=0.0

S2A=2. 0000120

RVBD=8. 988e- 090

Di pol e=1. 621995, - 0. 6110249, 0. 4312210
PG=CO10] X( C2HL1N2Ni 106S1) ] O
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. 68731136140

. 0668386754, 2, 90. O

. 755317991, 3, 90., 2,180. 0

. 0642848749, 2, 90., 3, 180. O

. 1080234725, 2,90., 3,90. 0

. 1298925145, 2, 90., 3,-90. 0

. 02218632, 1, 112. 22230275, 3, 223. 4942662601

. 0223562, 1, 111. 8622484, 3, 105. 8535414501

. 021818, 1, 116. 66392317, 3, - 15. 646970260

. 02157842, 1, 115. 99569948, 2, 1. 6164201801

. 02137034, 1, 112. 23907909, 2, 122. 6806492101

. 02193552, 1, 111. 60215044, 2, - 119. 10354552
. 47270364, 1, 117. 52363247, 3, 24. 218239401

, 1.27594969, 1, 126. 02316009, 3, 204. 074678140
5, 1. 09405058, 4, 122. 79020236, 14, 0. 7168364601
5, 1. 08865738, 4, 120. 40794031, 14, 181. 532144210
4,1.09521435, 4,112. 407814, 15, -7. 9361556701
4
4

RPRRPRPRPRPRPRPNNMNNNN

, 1. 09501518, 4, 109. 11434803, 15, 112. 163208190
1. 09398096, 4, 109. 52210655, 15, - 129. 093313870

i.02228651,1,110.38060153,2,-54.50224095D
1. 02200185, 1, 113. 73948656, 2, 63. 816664470

, 1. 02065328, 1, 115. 84669011, 2, - 173. 4159690801
1

1

. 47183093, 1, 120. 70414207, 2, - 35. 221939530

,1.27692234, 1, 122. 08757902, 2, 145. 0049006401
5, 1. 09393523, 6, 122. 68385326, 24, - 0. 1288002801
5, 1. 08906056, 6, 119. 77860924, 24, 180. 192611980
4,1.09511836, 6, 112. 30949882, 25, 5. 3959800901
4
4

,1.09442174, 6, 109. 64543793, 25, 126. 4018607701
, 1.0947024, 6, 109. 57076216, 25, - 115. 191847810
,1.4711703, 1, 122. 97107907, 2, - 137. 172890981
1. 2766656, 1, 120. 32224335, 2, 43. 688521510

2,1.09382253,7,122.9400758,31,0.7819722D

2,1.09020783, 7, 120. 06708854, 31, 180. 985871370
1,1.09507839, 7, 112. 211235383, 32, - 6. 501379340
1
1

, 1.09339785, 7, 109. 01854692, 32, 114. 143837870
, 1.09427919, 7, 109. 76786183, 32, -127. 415036910
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HF=- 2211. 80498120
S2=0. 7525160

S2-1=0.0

S2A=0. 7500060

RVBD=3. 589e- 090

Di pol e=- 0. 1020696, 0. 0350675, 0. 97018090
PG=CO10] X( C6H24CulN6)] O
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NI St 20
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O

. 58198924180

. 0324314826, 2, 90. O

. 5877999866, 3, 90., 2, 180. O

. 0901265021, 2, 90., 3, 180. O

. 1443105965, 2, 90., 3, 90. O

. 1208725174, 2, 90., 3,-90. 0

. 97368841, 1, 130. 97482456, 3, -5. 858411750

. 97377175, 1, 121. 64169799, 3, - 168. 784596240
. 02259906, 1, 114. 99280011, 2, 46. 3387229901

. 0203905, 1, 112. 24954558, 2, 166. 6754925601

. 02244685, 1, 111. 41493789, 2, - 74. 50153180

. 47372514, 1, 121. 36166483, 3, - 2. 58078960

. 27722263, 1, 122. 38153411, 3, 175. 5395819201

, 1. 09374558, 4, 122. 50146252, 13, -1. 577572510
,1.08684747, 4,120. 05126423, 13, 178. 4479319701
, 1. 09505735, 4, 112. 31112933, 14, 6. 286714790

, 1.09423462, 4, 109. 9342315, 14, 126. 97710680
1. 09642623, 4, 109. 38470904, 14, -113. 588812330
. 47423005, 1, 120. 94283352, 2, 93. 918016680

. 27996526, 1, 121. 98914058, 2, - 84. 262131180
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1
1
, 1.0932691, 5, 121. 96356757, 20, 1. 20435010

1

1, 1. 08657457, 5, 119. 6884568, 20, 180. 7822283901
0, 1. 09438215, 5, 111. 4461756, 21, -5. 651427060
0
0

, 1. 09254592, 5, 109. 35013667, 21, 115. 08427330

, 1.09232612, 5, 109. 70068599, 21, - 126. 761193990
, 0.97356595, 1, 127. 48132716, 2, - 14. 4243013501
,0.97331821, 1, 123. 90588551, 2, 185. 951834840

1

1

. 47210171, 1, 121. 5669719, 2, - 184. 359582770

. 27801685, 1, 121. 52287562, 2, - 0. 673493260
,1.09385171, 7, 122. 39397313, 29, 0. 9467455507
,1.08786263, 7, 119. 6913342, 29, 180. 610545210
, 1.09496735, 7, 111. 98562445, 30, - 4. 3742290201
,1.0941034, 7, 109. 43167124, 30, 116. 1830695601
, 1. 09255731, 7, 109. 74392265, 30, - 125. 72301540

OIrIrT I I TOO0IITIIITIIITIOONOIIIIIOOIIIIITLZ

HF=- 2251. 54092260

S2=0. 7525030

S2-1=0. O

S2A=0. 7500060

RVBD=8. 059e- 09[]

Di pol e=0. 5657105, - 0. 8470571, 1. 07761620
PG=C010] X( C6H22Cu1NACR) ] O

NI St 30

O

. 10824902490

. 0719627623, 2, 90. O

. 9709091461, 3, 90., 2, 180. O

. 0695428127, 2, 90., 3, 180. O

. 5986245488, 2, 90., 3, 90. O

. 6653203724, 2, 90., 3,-90. O

. 02041823, 1, 116. 3434121, 3, 214. 697123010
. 02109528, 1, 109. 08667667, 3, 94. 7971912401
. 02013228, 1, 112. 09711674, 3, - 22. 769666930
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02090032, 1, 111. 03814971, 2, 99. 730783530
03904471, 1, 97. 63041354, 2, 210. 236499540
0202815, 1, 126. 0560228, 2, - 30. 761142880
, 1. 29527034, 1, 128. 6974004, 3, - 34. 384048210
4,1.10566777, 4,114. 08923242, 1, 188. 203989730
4,1.23806142, 4, 126. 75699776, 15, 180. 0753855801

e e el

TOIIT

o

NNNNNNNDNDNNNNNNOOOOGTOOIRERE,RROWWW

i 02029618, 1, 114. 32986053, 2, - 72. 4874188801
1. 01968023, 1, 118. 82592358, 2, 55. 477357350
, 1. 02256008, 1, 102. 44537934, 2, - 186. 898708230
1.
1.

46382906, 1, 124. 32364829, 2, - 6. 183591270

,1.27649808, 1, 117. 53570753, 2, 176. 681672920
1, 1. 09579235, 6, 122. 14479204, 20, 0. 0520420

1, 1. 0885834, 6, 118. 71905982, 20, 180. 3938640301
0, 1. 09707672, 6, 112. 63394322, 21, 0. 922314350
0
0

, 1. 09565663, 6, 109. 40817419, 21, 121. 946647640
, 1. 0959373, 6, 109. 52019072, 21, - 120. 034954710

, 1.46503907, 1, 117. 88951861, 2, - 131. 679461920
1. 27239396, 1, 123. 24611285, 2, 61. 640177310

é,1.09477306,7,122.95479491,27,0.14739501D

8,1.08978219, 7, 119. 84919829, 27, 180. 817571350
7,1.09651842, 7, 112. 49786868, 28, 2. 627764330
7
7

, 1. 09306345, 7, 108. 79383548, 28, 124. 002727940
, 1.09600334, 7, 109. 20152576, 28, - 118. 096232870
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HF=- 2267. 37783080
S2=0. 7521370

S2-1=0. O

S2A=0. 7500040

RVBD=5. 188e- 090

Di pol e=- 1. 2570913, - 0. 6863594, 2. 74461910
PG=C01L] X( C5H20CU1N5CR) | O

NI St 400

N
O

. 99941638580
. 5685104798, 2,90. O
. 0228844795, 3, 90., 2, 180. O
. 0007768985, 2, 90., 3, 180. O
. 5327534314, 2, 90., 3,90. O
. 4229291617, 2, 90., 3,-90. O
. 97054617, 1, 127. 22203423, 3, - 43. 9436558701
. 03126791, 1, 101. 53728323, 3, - 168. 778393080
. 34990657, 1, 104. 6956663, 2, 116. 940241250
. 34884165, 1, 102. 87555698, 2, 214. 650187740
. 02141578, 1, 113. 63452577, 3, 72. 843097430
. 02267896, 1, 104. 60430397, 3, 188. 54067770
. 01882045, 1, 116. 97407739, 3, - 52. 696094270
. 28168243, 1, 128. 42333822, 2, -9. 959262010
,1 10167561, 5, 115. 65029181, 1, 177. 762172401
, 1. 2514157, 5, 126. 05829288, 16, 179. 395790740
1 22306023, 1, 127. 95418031, 2, 54. 386847080
1.10103871, 6 119. 96608833, 1, 174. 768600110
1.10063637, 6, 121. 5411447, 19, 179. 767996750
. 4663415, 1, 119. 7003069, 2, - 143. 8881825501
. 27541028, 1, 120. 89208142, 2, 23. 455822060
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22,1.09452207, 7, 122. 20163832, 21, - 1. 38209980
22,1.08767527,7,119. 5382759, 21, 177. 442093510
21,1.09610171, 7,112. 10980723, 22, - 2. 40530760
21, 1. 09576433, 7, 109. 7047724, 22, 118. 038913770
21, 1. 09406806, 7, 108. 63112368, 22, - 123. 414845640

HF=- 2610. 62641080
S2=0. 7523770

S2-1=0.0

S2A=0. 7500050

RVBD=8. 861e- 090

Di pol e=1. 4547099, - 0. 2403403, - 1. 70715250
PG=C010] X( CAHL5Cu1N204S1) ] O

NI St 50

O
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NN~

1
1

OTITTITITITOOIITIIIITOOIIIIITONO

. 63056753230

. 0861367082, 2, 90. O

. 1800054895, 3, 90., 2, 180. O

. 1101119254, 2, 90., 3, 180. O

. 0823730766, 2, 90., 3,90. 0O

. 0801167499, 2,90., 3,-90. O

. 97296023, 1, 112. 16865729, 3, - 6. 806863010

. 97197859, 1, 115. 61478673, 3, - 246. 064190160

. 97057074, 1, 118. 43936251, 2, 85. 727962640

. 0330723, 1, 97. 43694776, 2, -161. 7636411301

. 28370719, 1, 125. 14944826, 3, - 23. 395791630

, 1.10302426, 4, 115. 62431868, 1, 190. 2372075901

, 1. 24939379, 4, 126. 36133311, 13, 180. 270159480
, 1.
1
, 1.09511258, 5, 121. 87993726, 15, 0. 1473844301

, 1. 08803585, 5, 118. 8937645, 15, 179. 74976310

, 1. 0965316, 5, 112. 35556676, 16, 1. 341378050

, 1.09400843, 5, 109. 29029594, 16, 122. 9485645701

1. 09648123, 5, 109. 19328629, 16, - 119. 288217910

46483012, 1, 122. 25565863, 2, 4. 7942193201
27542205, 1, 119. 22790851, 2, - 172. 18822130

46643399, 1, 121. 99423945, 2, - 2. 309445730
27518632, 1, 119. 75349617, 2, - 183. 522285280

3, 1.09481, 6, 121. 90235038, 22, 0. 051488180

3,1.08732197, 6, 119. 02051155, 22, 180. 050305460
2,1.09646026, 6, 112. 28205752, 23, - 1. 348052130
2, 1. 09565074, 6, 109. 28667184, 23, 119. 507460830
2, 1. 09357065, 6, 109. 29529017, 23, - 123. 09851960

46546877, 1, 120. 2559771, 2, -121. 273581170
27598575, 1, 120. 63253081, 2, 70. 266536240

, 1.09449754, 7, 122. 20123209, 29, 0. 970977330

, 1.08823337, 7, 119. 61644432, 29, 182. 325744450
, 1.09609776, 7, 111. 94502789, 30, - 0. 78377480

, 1.09346675, 7, 108. 69717189, 30, 120. 281777740
, 1. 09399338, 7, 109. 45380317, 30, - 122. 035893250

HF=-2384. 52975680

S2=0. 7525520
S2-1=0.0
S2A=0. 7500060



RVBD=8. 934e- 090
Di pol e=- 1. 441677, - 0. 3872955, 2. 05395730
PG=C010] X( C7TH20Cu1N3®4) ] O

NI St 60

O

. 03798279130

. 0975129449, 2,90. O

. 0129851019, 3, 90., 2, 180. O

. 0450065516, 2, 90., 3, 180. O

. 3929596681, 2, 90., 3,90. 0O

. 4614266049, 2, 90., 3,-90. 0

. 01908318, 1, 115. 5621522, 3, - 14. 9634491201

. 01849089, 1, 111. 26121655, 3, 108. 44240750

. 02323815, 1, 105. 8404396, 3, - 134. 754675730
. 97112394, 1, 108. 28761455, 2, 81. 66465430

. 02304661, 1, 97. 80392418, 2, - 168. 957165760
. 2742347, 1, 127. 82099865, 3, - 14. 128804040
,1.10612313, 4, 115. 29564313, 1, 185. 682645680

, 1. 25528257, 4, 127. 37705979, 14, 179. 997720
1 27123034, 1, 122. 3007382, 2, - 55. 1243370901

, 1.10668905, 5, 115. 686955, 1, 174. 2488181401

, 1. 25921146, 5, 126. 78984261, 17, 180. 172008080
1 00599966, 1, 95. 59832954, 2, 61. 710320570
0.97189607, 1, 103. 7317423, 2, 169. 8892888101
1.
1.
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4601769, 1, 116 99232253, 2, -114. 115752840

27201034, 1, 122. 86053587, 2, 74. 620112130

é,l 0967847, 7,122. 27117519, 21, 1. 1054259901

2,1.08908345, 7, 119. 22225123, 21, 182. 201519210
1,1.09878261, 7, 112. 20757437, 22, - 1. 3817513200
1
1

, 1.09397861, 7, 108. 13863684, 22, 120. 43324780
, 1.09322508, 7, 108. 90709937, 22, - 123. 997274280
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HF=- 2362. 5886832[]

S2=0. 7518810

S2-1=0. 0O

S2A=0. 7500030

RVBD=4. 954e- 090

Di pol e=0. 2930292, 1. 3545079, 1. 33945990
PG=CO10] X( CAHL4Cu1N206)] O

U

g

g

g

O

CuNI St 70

g

0, 20

culd

N, 1, 2. 05065160950

O 1, 2. 0905930479, 2, 90. O

O 1, 2. 0055902046, 3, 90., 2, 180. O
N, 1, 2. 0779417805, 2, 90., 3, 180. O
O 1, 2. 2030284227, 2, 90., 3,90. O
N, 1, 2. 7322801587, 2, 90., 3,-90. O



. 02898128, 1, 100. 93861993, 3, - 125. 722977670
. 0184998, 1, 118. 8740048, 3, - 244. 725622180

. 01936669, 1, 111. 78985893, 3, - 10. 532156450

. 97272908, 1, 102. 24011537, 2, 81. 6838710

. 0178043, 1, 98. 41575201, 2,-171. 580212230
. 27234602, 1, 129. 29559016, 3, - 4. 4549189101

, 1.10607734, 4, 115. 34101058, 1, 173. 68242238
, 1. 25528522, 4, 127. 15300857, 14, 179. 457853890
1.01777801, 1, 127. 55451684, 2, 69. 268071010
1. 02102012, 1, 102. 7068079, 2, 193. 208511450
1.
1.
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02771264, 1, 101. 29207317, 2, - 55. 240413140

, 1.27626236, 1, 123. 9387555, 2, 44. 961259710
9, 1.10812486, 6, 115. 04782625, 1, 178. 952719580
9, 1. 25478665, 6, 126. 90331622, 20, 180. 240797540
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, 1. 4609659, 1, 115. 43336081, 2, - 244. 035453660
, 1. 26935867, 1 126. 12677613, 2 65. 868528030

C

C

H, 3 1. 09712882, 7, 122. 89262562, 22, 0. 542982140
H, 23, 1. 08978492, 7, 119. 77638238, 22, 180. 593885160
H, 22, 1. 09907263, 7, 112. 51641284, 23, - 1. 308046040
H, 22, 1. 09441114, 7, 108. 43090638, 23, 120. 462105310
H, 22, 1. 09340227, 7, 108. 87930888, 23, - 123. 588169880
g

HF=-2342. 7052250

S2=0. 751860

S2-1=0. 0

S2A=0. 7500030

RVBD=6. 608e- 090

Di pol e=- 0. 8685775, 2. 4539284, 1. 16085310
PG=C010] X( CAHL5Cu1N3C6)] O

O

O

g

g

g

CuN St 80

O

0, 20

Culd

O 1, 2. 13542901250

0O 1, 2. 5807240739, 2, 90. O

N, 1, 2. 099152986, 3, 90., 2, 180. O

N, 1, 2. 4012834804, 2, 90., 3, 180. O

O 1,1.8871826389, 2, 90., 3,90. 0

O 1, 2.0077463643, 2, 90., 3,-90. 0

H, 2, 0. 98214527, 1, 98. 03740504, 3, 41. 231407090

H, 2,0.97303739, 1, 95. 55627717, 3, 291. 169679050
H, 3, 0. 96938221, 1, 109. 05225919, 2, 56. 269839260
H, 3, 0. 98936737, 1, 92. 40867582, 2, - 52. 3358939601

H 4,1.01857229, 1, 104. 27730482, 3, 114. 085544840
H 4,1.01867956, 1, 120. 12431911, 3, - 122. 8652982601
H, 4, 1. 01969088, 1, 107. 16574374, 3, 0. 096425210

H, 5, 1. 01738507, 1, 118. 93736461, 2, 140. 770938490
H, 5,1.0191144, 1, 109. 57910585, 2, 16. 16500750

H, 5, 1. 02021522, 1, 102. 53365938, 2, - 98. 353764450
H, 6, 0. 96787022, 1, 116. 01791444, 2, -116. 077793750
C 7,1.27379513, 1, 119. 27103665, 2, - 314. 621348760
H, 19, 1. 10566353, 7, 115. 51957561, 1, - 176. 020885160
O 19, 1. 25889972, 7, 126. 63707658, 20, 179. 960433740
g

HF=-2171. 77920520
S2=0. 7519330



S2-1=0. O

S2A=0. 7500030

RVBD=5. 767e- 090

Di pol e=- 0. 6474458, - 0. 3810134, - 1. 17936960
PG=C010 X( CLHL2Cu1N2CB) | O

NI St 91

2

O

. 41811244180

. 0716720103, 2,90. O

. 2074817801, 3, 90., 2, 180. O
. 0515622412, 2, 90., 3, 180. O
. 0717021398, 2, 90., 3,90. O
. 0401500247, 2, 90., 3,-90. O

PORPOONDNMNNMNNNDN

97175182, 1, 99. 52841139, 3, 104. 516427370
99881877, 1, 94. 29456214, 3, 211. 6856594501
00910859, 1, 98. 68960825, 2, - 94. 099390690
97099223, 1, 101. 38789902, 2, - 201. 977504360
,1.26878383, 1, 127. 01843031, 3, 111. 332000250
2,1 11133539, 4 114. 97633126, 1, 165. 770269470
2,1.2568272, 4, 128. 2325859, 13, 179. 47195880
,1.26286828, 1, 120. 82600369, 2, - 40. 620390420
5,1.11032012, 5, 115. 80738502, 1, 188. 16737240
5, 1. 26542938, 5, 127. 21421399, 16, 179. 782336880

, 0. 975582009, 1, 102. 4577341, 2, 53. 679631080
, 1. 00806546,1,98.4646123,2,163.90836736D
1.26868733, 1, 129. 00837508, 2, - 260. 680826530
,1.11121701, 7, 114. 90604985, 1, - 189. 639943720

1
1
1
1
1
1
2
2
3
3
4
1
1
5
1
1
6
6
7
2
20, 1. 2562652, 7, 128. 27473249, 21, 179. 680835340

O0IONIIOINOIONITIITIOOOOOOD, bonOond
==}

HF=- 2437. 79542640

S2=0. 7516920

S2-1=0. 0O

S2A=0. 7500030

RVBD=8. 946e- 090

Di pol e=- 0. 3270433, 0. 5247071, 0. 56616280
PG=C010] X( C3HOCu100) ] O

NI St 100

N
O

. 01536391740

. 4704268111, 2, 90. O

. 9245094481, 3, 90., 2, 180. O

. 2806585769, 2, 90., 3, 180. O

. 0421394449, 2, 90., 3,90. O

. 0417008789, 2, 90., 3,-90. O

. 37137084, 1, 68. 98737662, 3, 60. 1315230101
. 34995954, 1, 68. 87600307, 3, 163. 3868474201
. 01649383, 1, 125. 54886593, 2, 73. 552057560

PFRPEFEPNNMNNEN®O
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WNNRPRRPRRPRPRO

ITT



H, 3, 1. 02262177, 1, 91. 87096883, 2, 190. 062132320
H, 3,1.02214414, 1, 107. 23171868, 2, - 58. 237561440
H, 4, 0.96789674, 1, 105. 45799613, 3, - 135. 330346110
C 5,1.26991852, 1, 131. 60725745, 2, - 80. 066340250
H, 14, 1. 1160537, 5, 114. 15912931, 1, 192. 029890060
O 14, 1. 2545012, 5, 129. 03165872, 15, 179. 6474929207
H, 6, 1. 03342131, 1, 103. 76270075, 2, 73. 098491730
H, 6,1.02173048, 1, 95. 44332656, 2, 183. 3705570901
H, 6, 1. 01715252, 1, 126. 67645371, 2, - 56. 007763510
C 7,1.26589241, 1, 125. 4355857, 2, 46. 92957952[]

H, 20, 1. 11381724, 7, 114. 91970239, 1, - 188. 270846930
O 20, 1. 2603282, 7, 128. 02959413, 21, 180. 643115680
g

HF=-2607. 57308040
S2=0. 7531890
S2-1=0. 0

S2A=0. 7500060
RMSD=4. 934e- 090

Di pol e=2. 0296438, - 0. 4018361, 0. 16492260
PG=CO10] X( C2HL1CulN206S1) ] O

NOOoOoOod

WNNNDNDNDNDNNNOOODOOITORERPRPERPEREPARROWOWWONNNRERRRERRERE
A DD O1O1

RPRRPRPRPRPRPRERPNNMNNNN

1
1

TOOIIITITOONOIIIIIIIIOONOIIIIIIZZZZZZNDNDO

NNl St 10

. 27189222040

. 2290488638, 2, 90. U

. 3449409937, 3, 90., 2, 180. O

. 2286298461, 2, 90., 3, 180. O

. 2789598555, 2, 90., 3,90. O

. 3202449428, 2, 90., 3,-90. O

. 0221863213, 1, 112. 22230275, 3, 223. 494266260

. 0223562047, 1, 111. 8622484, 3, 105. 853541450

. 0218180033, 1, 116. 66392317, 3, - 15. 646970260

. 0215784199, 1, 115. 99569948, 2, 1. 616420180

. 021370344, 1, 112. 23907909, 2, 122. 680649210

. 0219355197, 1, 111. 60215044, 2, - 119. 1035455201
. 4727036358, 1, 117. 52363247, 3, 24. 21823940

. 275949695, 1, 126. 02316009, 3, 204. 074678140

, 1. 0940505808, 4, 122. 79020236, 14, 0. 716836460

, 1.0886573811, 4, 120. 40794031, 14, 181. 532144210
, 1. 0952143456, 4, 112. 407814, 15, - 7. 936155670

, 1. 0950151766, 4, 109. 11434803, 15, 112. 163208190
1. 0939809576, 4, 109. 52210655, 15, - 129. 093313870

0222865102, 1, 110. 38060153, 2, - 54. 502240950
0220018507, 1, 113. 73948656, 2, 63. 816664470
0206532761, 1, 115. 84669011, 2, -173. 415969080
4718309315, 1, 120. 70414207, 2, - 35. 221939530
276922338, 1, 122. 08757902, 2, 145. 0049006401

5, 1. 0939352276, 6, 122. 68385326, 24, - 0. 128800280
5, 1. 0890605647, 6, 119. 77860924, 24, 180. 192611980
4,1.0951183628, 6, 112. 30949882, 25, 5. 3959800901
4,1.0944217352, 6, 109. 64543793, 25, 126. 401860770
4,1.0947023983, 6, 109. 57076216, 25, - 115. 191847810

4711702952, 1, 122. 97107907, 2, - 137. 172890980
2766655955, 1, 120. 32224335, 2, 43. 688521510

2,1.0938225267, 7, 122. 9400758, 31, 0. 78197220



H, 32, 1. 0902078287, 7, 120. 06708854, 31, 180. 9858713701
H, 31, 1. 0950783866, 7, 112. 21123533, 32, - 6. 501379340

H, 31, 1. 0933978466, 7, 109. 01854692, 32, 114. 1438378701
H, 31, 1. 0942791931, 7, 109. 76786183, 32, - 127. 415036910
O

HF=- 2350. 68486350

RVBD=3. 834e- 100

Di pol e=- 0. 1228006, 0. 0223279, 0. 73809860
PG=CO10] X( C6H24N6Zn1)] O

O

a

O

O

O

ZnNI St 20

O

2,10

Zn0

0O 1, 2.28136162090

N, 1,2.1374123159, 2,90. 0

N, 1, 2. 3399186059, 3, 90., 2, 180. O

N, 1, 2. 181218696, 2, 90., 3, 180. 0

O 1, 2.2807270984, 2,90., 3,90.0
, 1, 2. 293418703, 2, 90., 3,-90.0
, 2, 0.9736884092, 1, 130. 97482456, 3, -5. 858411750
,2,0.9737717502, 1, 121. 64169799, 3, - 168. 784596240
, 3, 1. 0225990585, 1, 114. 99280011, 2, 46. 338722990
, 3, 1. 0203904953, 1, 112. 24954558, 2, 166. 675492560
, 3, 1. 0224468548, 1, 111. 41493789, 2, - 74. 50153180
. 4,1.4737251407,1, 121. 36166483, 3, - 2. 58078960
L4, 1. 277222627, 1, 122. 38153411, 3, 175. 5395819201
, 14, 1. 0937455773, 4, 122. 50146252, 13, -1. 577572510
, 14, 1. 0868474732, 4, 120. 05126423, 13, 178. 447931970
, 13, 1. 0950573517, 4, 112. 31112933, 14, 6. 286714790
, 13, 1. 0942346166, 4, 109. 9342315, 14, 126. 97710680

3,1.0964262289, 4, 109. 38470904, 14, - 113. 588812330

. 4742300484, 1, 120. 94283352, 2, 93. 918016680
. 2799652632, 1, 121. 98914058, 2, - 84. 2621311801

NNNWWN~NOONNMNNNNOOORERPERPERPERPRARDMOWOWONNRPRERPRPERER

O OWOWOoOOo-

1
1
, 1.093269104, 5, 121. 96356757, 20, 1. 20435010

1

1,1. 0865745686, 5, 119. 6884568, 20, 180. 782228390
0, 1. 0943821526, 5, 111. 4461756, 21, - 5. 651427060
0
0

, 1. 0925459175, 5, 109. 35013667, 21, 115. 08427330
1. 0923261241, 5, 109. 70068599, 21, - 126. 761193990

6.9735659537,1,127.48132716,2,—14.42430135D
, 0.9733182144, 1, 123. 90588551, 2, 185. 9518348401
1
1

. 4721017139, 1, 121. 5669719, 2, - 184. 359582770

. 2780168483, 1, 121. 52287562, 2, - 0. 673493260
, 1.0938517109, 7, 122. 39397313, 29, 0. 946745550
, 1.0878626265, 7, 119. 6913342, 29, 180. 6105452101
, 1.0949673459, 7, 111. 98562445, 30, -4. 374229020
, 1. 0941033995, 7, 109. 43167124, 30, 116. 1830695601
, 1. 092557306, 7, 109. 74392265, 30, - 125. 72301540

OI XTI T T IT0O0IITIIIIIITOONIIIIITIOOIIIIITLZ

HF=- 2390. 42197020

RVBD=1. 301e- 090

Di pol e=0. 6132601, - 1. 0794477, 0. 89748150
PG=C010] X( C6H22N4CRZNn1) ] O

ooOogono



O

ZnNl St 30

IZzzZzz0zzNFPDO
Or
O

PRRPRPRPRPRNONNMNNNNN

ITOIITIITIIITITZZ2Z2

: O
NNNNNNNNNNMDNNNOOOOOOORRERA,ROWOWONNMNNYNRERRRRERE

1
1
1
1
1

OIrT T TrT0O0OO0ITITIITIIITOOIITT

. 28443241490

. 2104245983, 2, 90. O

. 0400445179, 3, 90., 2, 180. O

. 2026823462, 2, 90., 3, 180. O

. 314103763, 2, 90., 3,90. O

. 3459035821, 2, 90., 3,-90. O

. 0204182342, 1, 116. 3434121, 3, 214. 697123010
. 0210952814, 1, 109. 08667667, 3, 94. 7971912401
. 0201322774, 1, 112. 09711674, 3, - 22. 7696669301
. 020900324, 1, 111. 03814971, 2, 99. 730783530

. 0390447075, 1, 97. 63041354, 2, 210. 2364995401
. 0202814968, 1, 126. 0560228, 2, - 30. 761142880
, 1.2952703387, 1, 128. 6974004, 3, - 34. 384048210
4,1.105667774, 4,114. 08923242, 1, 188. 203989730
4,1.2380614185, 4, 126. 75699776, 15, 180. 075385580

0202961841, 1, 114. 32986053, 2, - 72. 487418880
0196802334, 1, 118. 82592358, 2, 55. 477357350
0225600815, 1, 102. 44537934, 2, - 186. 8987082301
4638290611, 1, 124. 32364829, 2, - 6. 1835912701
2764980775, 1, 117. 53570753, 2, 176. 681672920

1,1.0957923528, 6, 122. 14479204, 20, 0. 0520420

1, 1. 0885834028, 6, 118. 71905982, 20, 180. 3938640301
0, 1.0970767176, 6, 112. 63394322, 21, 0. 9223143501

0, 1. 0956566254, 6, 109. 40817419, 21, 121. 946647640
0, 1. 0959372979, 6, 109. 52019072, 21, - 120. 034954710

4650390695, 1, 117. 88951861, 2, - 131. 6794619201
2723939646, 1, 123. 24611285, 2, 61. 640177310

8, 1. 0947730563, 7, 122. 95479491, 27, 0. 147395010
8,1.0897821885, 7, 119. 84919829, 27, 180. 817571350
7,1.0965184242,7,112. 49786868, 28, 2. 627764330
7,1.0930634472,7,108. 79383548, 28, 124. 002727940
7,1.0960033424, 7, 109. 20152576, 28, - 118. 096232870

HF=- 2406. 2560140
RVBD=2. 764e- 090

Di pol e=- 1. 3384541, - 0. 7079984, 2. 92159760
PG=CO10] X( C5H20N502Zn1)] O

O

O

O

O

a

ZnNI St 40

O

1,10

Zn

O, 1, 2. 10055503380

S, 1, 2. 7884392032, 2,90. 0
N . 1419427368, 3, 90., 2, 180. 0

o0
WWNNRRRPRPRROR
RPRPRONNNNNN

IIIIZ

. 0483241969, 2, 90., 3, 180. O

. 275652276, 2, 90., 3,90. 0O

. 2277781553, 2, 90., 3,-90. O

. 9705461677, 1, 127. 22203423, 3, - 43. 943655870
. 0312679133, 1, 101. 53728323, 3, - 168. 778393080
. 349906566, 1, 104. 6956663, 2, 116. 940241250

. 3488416533, 1, 102. 87555698, 2, 214. 650187740



0214157752, 1, 113. 63452577, 3, 72. 843097430

1

, 1.0226789571, 1, 104. 60430397, 3, 188. 54067770
1
1

,1.0188204547, 1, 116. 97407739, 3, - 52. 696094270
, 1. 2816824316, 1, 128. 42333822, 2, - 9. 959262010
5,1.1016756118, 5, 115. 65029181, 1, 177. 76217240
5

, 1. 2514156962, 5, 126. 05829288, 16, 179. 395790740

TOIIT

o

4
4
4
5
1
1
6, 1. 2230602313, 1, 127. 95418031, 2, 54. 386847080
18, 1. 1010387055, 6, 119. 96608833, 1, 174. 768600110
1

7

7

2

2

2

2

2

8,1.1006363715, 6, 121. 5411447, 19, 179. 767996750
, 1.4663415037, 1, 119. 7003069, 2, - 143. 888182550

1. 2754102763, 1, 120. 89208142, 2, 23. 455822060

é,1.0945220717,7,122.20163832,21,—1.3820998D
2,1.087675268, 7,119. 5382759, 21, 177. 442093510
1,1.0961017051, 7, 112. 10980723, 22, - 2. 40530760
1
1

, 1.0957643267, 7, 109. 7047724, 22, 118. 038913770
, 1.0940680582, 7, 108. 63112368, 22, - 123. 414845640

OTITTITITOOITITO

HF=- 2749. 50967660
RVBD=1. 257e- 090

Di pol e=1. 4835323, - 0. 1729534, - 1. 69887230
PG=CO10] X( CAHL5N204S1Zn1) ] O

O

O

O

O

O

ZnNI St 50

O

1,10

Zn0

O 1, 2. 27539429070

O 1, 2.1506152924, 2,90. 0

O 1, 2.0916542284, 3, 90., 2, 180. O

N, 1, 2. 228089933, 2, 90., 3, 180. 0

N, 1, 2. 233216298, 2, 90., 3, 90. O

N, 1, 2. 2212263345, 2,90., 3,-90. 0

H, 2, 0. 9729602312, 1, 112. 16865729, 3, - 6. 806863010
H, 2, 0. 9719785926, 1, 115. 61478673, 3, - 246. 064190160
H, 3, 0. 9705707382, 1, 118. 43936251, 2, 85. 727962640
H, 3, 1. 0330723046, 1, 97. 43694776, 2, - 161. 763641130
C 4,1.2837071939, 1, 125. 14944826, 3, - 23. 395791630
H, 12, 1. 1030242588, 4, 115. 62431868, 1, 190. 237207590
O 12,1.2493937864, 4, 126. 36133311, 13, 180. 270159480

WWNNNDDNDNNNNOORERPRPEPRPOOREPRAROWONNRRERPRREREER

,i.4648301164,1,122.25565863,2,4.79421932D
1. 2754220525, 1, 119. 22790851, 2, - 172. 18822130

é,1.0951125816,5,121.87993726,15,0.14738443D
6, 1. 0880358526, 5, 118. 8937645, 15, 179. 74976310
5, 1. 096531598, 5, 112. 35556676, 16, 1. 341378050
5
5

, 1.0940084324, 5, 109. 29029594, 16, 122. 9485645701
, 1.0964812293, 5, 109. 19328629, 16, - 119. 288217910
, 1. 4664339913, 1, 121. 99423945, 2, - 2. 309445730
1.2751863169, 1, 119. 75349617, 2, - 183. 522285280

é,1.0948100034,6,121.90235038,22,0.05148818D

3, 1. 0873219743, 6, 119. 02051155, 22, 180. 050305460
2,1. 0964602584, 6, 112. 28205752, 23, - 1. 348052130
2
2

, 1. 0956507435, 6, 109. 28667184, 23, 119. 507460830
1. 0935706499, 6, 109. 29529017, 23, - 123. 09851960
. 4654687677, 1, 120. 2559771, 2, - 121. 273581170

, 1. 2759857504, 1, 120. 63253081, 2, 70. 2665362401

0, 1. 0944975364, 7, 122. 20123209, 29, 0. 970977330
0, 1. 0882333729, 7, 119. 61644432, 29, 182. 325744450

e
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H, 29, 1. 0960977596, 7, 111. 94502789, 30, - 0. 78377480

H, 29, 1. 0934667473, 7, 108. 69717189, 30, 120. 281777740
H, 29, 1. 0939933765, 7, 109. 45380317, 30, - 122. 035893250
O

HF=- 2523. 41339540

RVBD=1. 113e- 090

Di pol e=- 1. 3516994, - 0. 3372681, 1. 96851810

PG=C0100 X( C7TH20N3O4Zn1)] O

NNl St 60

O

zNoONOOOOO

. 18834773140
. 1963639303, 2, 90. O
. 0812749442, 3, 90., 2,180. O
. 1034539754, 2, 90., 3, 180. O
. 199089824, 2, 90., 3, 90. O
. 2431275537, 2, 90., 3,-90. 0
. 0190831789, 1, 115. 5621522, 3, - 14. 9634491201
. 0184908855, 1, 111. 26121655, 3, 108. 44240750
. 0232381479, 1, 105. 8404396, 3, - 134. 754675730
. 9711239377, 1, 108. 28761455, 2, 81. 66465430
. 0230466135, 1, 97. 80392418, 2, - 168. 957165760
, 1.2742346969, 1, 127. 82099865, 3, - 14. 128804040
3,1 1061231295, 4, 115. 29564313, 1, 185. 682645680
3, 1. 2552825679, 4, 127. 37705979, 14, 179. 997720
1.2712303373, 1, 122 3007382, 2, - 55. 124337090
, 1.1066890479, 5, 115. 686955, 1, 174. 2488181401
, 1.2592114638, 5, 126. 78984261, 17, 180. 172008080
,1 0059996638, 1, 95. 59832954, 2, 61. 710320570
, 0.971896069, 1, 103 7317423, 2, 169 889288810
1.
1.

ITZ0000
FRORRPRPNNNNNN

ITOITIITITITITZ

TOITOO:

4601768951, 1 116. 99232253, 2, - 114. 115752840
2720103352, 1, 122. 86053587, 2, 74. 620112130
, 1.096784703, 7,122. 27117519, 21, 1. 1054259901
, 1.0890834513, 7, 119. 22225123, 21, 182. 201519210
, 1.0987826115, 7, 112. 20757437, 22, - 1. 3817513200
,1.0939786114, 7, 108. 13863684, 22, 120. 43324780
, 1.0932250816, 7, 108. 90709937, 22, - 123. 997274280

1
1
1
1
1
1
2
2
2
3
3
4
1
1
5,
1
1
6
6
7
7
2
2
2
2
2
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HF=- 2501. 47355110
RVBD=1. 090e- 09[

Di pol e=0. 3740413, 1. 4296997, 1. 51209430
PG=CO1[] X( CAHL4N206Zn1)] O

nNI St 700

3_
O

ZNOONDOOOODO
PRPRPROR

19127366650
1893010267, 2, 90. O
0731904839, 3, 90., 2,180. O
2070313326, 2, 90., 3, 180. O

00

NN

zZ



O

. 1006803109, 2, 90., 3, 90. O

. 3824941935, 2, 90., 3,-90. 0

. 0289812804, 1, 100. 93861993, 3, - 125. 722977670
. 0184998023, 1, 118. 8740048, 3, - 244. 725622180

. 0193666944, 1, 111. 78985893, 3, - 10. 532156450

. 9727290768, 1, 102. 24011537, 2, 81. 68387101

. 0178042998, 1, 98. 41575201, 2, -171. 580212230

. 2723460186, 1, 129. 29559016, 3, - 4. 454918910

, 1.1060773352, 4, 115. 34101058, 1, 173. 682422380
, 1. 2552852224, 4, 127. 15300857, 14, 179. 4578538901
1.0177780128, 1, 127. 55451684, 2, 69. 268071010

1. 0210201174, 1, 102. 7068079, 2, 193. 208511450
1
1

RPRORRPRRENN

OTOIITITITITZ2
w w-

027712636, 1, 101. 29207317, 2, - 55. 240413140

, 1. 2762623567, 1, 123. 9387555, 2, 44. 961259710
9,1.1081248613, 6, 115. 04782625, 1, 178. 952719580
9, 1. 254786655, 6, 126. 90331622, 20, 180. 2407975401
, 1. 4609659011, 1, 115. 43336081, 2, - 244. 0354536601
1. 2693586669, 1, 126. 12677613, 2, - 65. 868528030
,1.0971288227, 7, 122. 89262562, 22, 0. 542982140
,1.089784922, 7, 119. 77638238, 22, 180. 593885160
, 1.0990726305, 7, 112. 51641284, 23, - 1. 308046040
, 1.094411136, 7, 108. 43090638, 23, 120. 462105310
, 1. 0934022655, 7, 108. 87930888, 23, - 123. 588169880

TOIIT

@) :
NNNNNNNRPPOOOURRERAROWONNNRERE

NNNWW-™

OTITTITITITOO

HF=- 2481. 59113490

RVBD=3. 222e- 090

Di pol e=- 0. 9809751, 2. 3592234, 1. 39217920
PG=CO1[] X( CAHL5N306Zn1)] O

nNI St 801

NoONOOoOOooOoOg
O

5 -

. 26500616690

. 3917443525, 2, 90. O

. 2768954239, 3, 90., 2, 180. O

. 2166604002, 2, 90., 3, 180. O

. 9354591399, 2, 90., 3,90. O

. 0510886244, 2, 90., 3,-90. 0

. 982145268, 1, 98. 03740504, 3, 41. 231407090

. 9730373887, 1, 95. 55627717, 3, 291. 169679050

. 9693822146, 1, 109. 05225919, 2, 56. 269839260

. 9893673701, 1, 92. 40867582, 2, - 52. 3358939601

. 0185722936, 1, 104. 27730482, 3, 114. 085544841
. 0186795601, 1, 120. 12431911, 3, - 122. 865298260
. 0196908848, 1, 107. 16574374, 3, 0. 096425210

. 0173850687, 1, 118. 93736461, 2, 140. 770938490
. 0191144034, 1, 109. 57910585, 2, 16. 16500750

. 0202152198, 1, 102. 53365938, 2, - 98. 353764451
. 9678702191, 1, 116. 01791444, 2, - 116. 077793750
. 2737951297, 1, 119. 27103665, 2, - 314. 621348760
, 1.105663528, 7, 115. 51957561, 1, - 176. 020885160
, 1. 2588997249, 7, 126. 63707658, 20, 179. 960433740

I T: : ITITOOZZ200

RFORRRPRRPRRRFPROOOONRNNNN

ITOIITIIITITITIIIITT

PR NOUOURRMRWWNNRRERRRERR

mye)
© ©*

HF=-2310. 65766750
RMSD=6. 365e- 090
Di pol e=-0. 7500728, - 0. 2081448, - 1. 11308580



PG=CO1[] X( CLHL2N206Zn1)] O

O

O

O

O

O

ZnNl St 90

O

-1, 10

ZnD

O 1, 2.20477943030

O 1, 2.1807828988, 2, 90. O

0 1,2.1151556183, 3,90., 2,180. O

0O 1, 2.1290582544, 2, 90., 3, 180. O

O 1,2.1722435782, 2,90., 3,90. O

O 1, 2.1056807225, 2,90., 3,-90. O

H, 2,0.971751819, 1, 99. 52841139, 3, 104. 516427370

H, 2, 0. 9988187748, 1, 94. 29456214, 3, 211. 685659450

H, 3, 1. 0091085906, 1, 98. 68960825, 2, - 94. 099390690

H, 3, 0. 9709922327, 1, 101. 38789902, 2, - 201. 977504360

C 4,1.2687838319, 1, 127.01843031, 3, 111. 332000250

H, 12, 1. 1113353908, 4, 114. 97633126, 1, 165. 770269470

O 12,1. 2568272029, 4, 128. 2325859, 13, 179. 47195880

C 5,1.2628682811, 1, 120. 82600369, 2, - 40. 620390420

H, 15, 1. 1103201205, 5, 115. 80738502, 1, 188. 16737240

O, 15, 1. 2654293763, 5, 127. 21421399, 16 179. 7823368801

H, 6, 0. 9755820852, 1, 102. 4577341, 2, 53. 679631080

H, 6, 1. 0080654616, 1, 98. 4646123, 2, 163. 908367360

C 7,1.2686873251, 1, 129. 00837508, 2, - 260. 680826530

H, 20, 1. 1112170075, 7, 114. 90604985, 1, - 189. 6399437201
2

oco-

, 1. 2562651997, 7, 128. 27473249, 21 179. 680835340

D$3

HF=- 2576. 68772230

RVBD=7. 442e- 090

Di pol e=- 0. 275339, 0. 3072265, 0. 34290930
PG=C010 X( C3HOOZNn1)] O

a

O

O

O

O

ZnNl St 100

O

-1,10

Zn0d

S, 1, 3.17485895820

N, 1, 2. 205374015, 2, 90. O

O 1,1.9848737912, 3,90., 2,180. 0O

O 1, 2. 1491404684, 2, 90., 3, 180. O

N, 1, 2. 1709906538, 2, 90., 3,90. 0

O 1,2.1252327102, 2,90., 3,-90. 0

H, 2,1.3713708366, 1, 68. 98737662, 3, 60. 131523010

H, 2, 1. 3499595351, 1, 68. 87600307, 3, 163. 386847420

H, 3, 1. 0164938269, 1, 125. 54886593, 2, 73. 552057560

H, 3,1.0226217719, 1, 91. 87096883, 2, 190. 062132320

H, 3,1.0221441382, 1, 107. 23171868, 2, -58. 237561440

H, 4, 0. 9678967352, 1, 105. 45799613, 3, - 135. 330346110

C, 5, 1.2699185166, 1, 131. 60725745, 2, - 80. 066340250

H, 14, 1. 1160536964, 5, 114. 15912931, 1, 192. 029890060

O, 14, 1. 2545011961, 5, 129. 03165872, 15, 179. 647492920
6

T

, 1. 0334213139, 1, 103. 76270075, 2, 73. 098491730



H, 6, 1. 021730479, 1, 95. 44332656, 2, 183. 370557090

H, 6,1.0171525222, 1, 126. 67645371, 2, - 56. 007763510

C 7,1.2658924071, 1, 125. 4355857, 2, 46. 9295795201

H, 20, 1. 1138172356, 7, 114. 91970239, 1, - 188. 270846930
O 20, 1. 2603282004, 7, 128. 02959413, 21, 180. 643115680
g

HF=- 2746. 45780780

RVBD=6. 969e- 090

Di pol e=1. 7135546, - 0. 6576052, 0. 62324510
PG=C010 X( C2HL1N2C6S1Zn1) ] O

oryoDQOoOoOoOO
P
@)
H
O

. 47252780520

. 4499865956, 2, 90. O

. 4979317898, 3, 90., 2, 180. O

. 4529453766, 2, 90., 3, 180. O

. 4662031512, 2,90., 3,90. 0

. 4856508653, 2, 90., 3,-90. 0

. 02218632, 1, 112. 22230275, 3, 223. 4942662601

. 0223562, 1, 111. 8622484, 3, 105. 8535414501

. 021818, 1, 116. 66392317, 3, - 15. 646970260

. 02157842, 1, 115. 99569948, 2, 1. 6164201801

. 02137034, 1, 112. 23907909, 2, 122. 6806492101

. 02193552, 1, 111. 60215044, 2, - 119. 103545520
. 47270364, 1, 117. 52363247, 3, 24. 21823940

, 1.27594969, 1, 126. 02316009, 3, 204. 0746781401
5, 1. 09405058, 4, 122. 79020236, 14, 0. 716836460
5, 1. 08865738, 4, 120. 40794031, 14, 181. 532144210
4,1.09521435, 4, 112. 407814, 15, - 7. 936155670
4
4

RPRRPRPRPRPRRPNNMNNNN

, 1. 09501518, 4, 109. 11434803, 15, 112. 1632081901
1. 09398096, 4, 109. 52210655, 15, - 129. 0933138701

i.02228651,1,110.38060153,2,—54.50224095D
1. 02200185, 1, 113. 73948656, 2, 63. 816664470

, 1. 02065328, 1, 115. 84669011, 2, - 173. 4159690801
1

1

. 47183093, 1, 120. 70414207, 2, - 35. 221939530
. 27692234, 1, 122. 08757902, 2, 145. 004900640

é,1.09393523,6,122.68385326,24,—0.12880028D
5, 1. 08906056, 6, 119. 77860924, 24, 180. 1926119801
4,1.09511836, 6, 112. 30949882, 25, 5. 395980090
4
4

,1.09442174, 6, 109. 64543793, 25, 126. 401860770

, 1.0947024, 6, 109. 57076216, 25, - 115. 191847810
,1.4711703, 1, 122. 97107907, 2, - 137. 1728909801
1. 2766656, 1, 120. 32224335, 2, 43. 6885215101

é,1.09382253,7,122.9400758,31,0.7819722D

2,1.09020783, 7, 120. 06708854, 31, 180. 985871370
1,1.09507839, 7, 112. 211235383, 32, - 6. 5013793401
1
1

, 1.09339785, 7, 109. 01854692, 32, 114. 143837870
, 1.09427919, 7, 109. 76786183, 32, -127. 4150369101

OIIITIITOOIIIIIOONIIIIIIIIOONOIIIIIIZZZZ2Z2Z2
WWWWWNNNNNNNNOOUIUUIREREREPRRARNWOWWWNNNRRRPRRER

HF=- 738. 24704720
RVBD=4. 487e- 090

Di pol e=- 0. 1145901, 0. 0327097, 0. 65459280
PG=C010] X( C6H24Cd1N6) ] O

O



NI St 20

O

. 4611497710

. 3745925127, 2,90. O

. 4844841942, 3, 90., 2,180. O

. 380002092, 2, 90., 3, 180. O

. 4539073821, 2, 90., 3,90. O

. 4561845968, 2, 90., 3, -90. O

. 97368841, 1, 130. 97482456, 3, - 5. 858411750

. 97377175, 1, 121. 64169799, 3, - 168. 7845962401
. 02259906, 1, 114. 99280011, 2, 46. 3387229901

. 0203905, 1, 112. 24954558, 2, 166. 675492560

. 02244685, 1, 111. 41493789, 2, - 74. 50153180

. 47372514, 1, 121. 36166483, 3, - 2. 58078960

. 27722263, 1, 122. 38153411, 3, 175. 5395819207

, 1. 09374558, 4, 122. 50146252, 13, - 1. 577572510
,1.08684747, 4, 120. 05126423, 13, 178. 447931970
, 1. 09505735, 4, 112. 31112933, 14, 6. 286714790

, 1. 09423462, 4, 109. 9342315, 14, 126. 97710680
1. 09642623, 4, 109. 38470904, 14, - 113. 588812330
. 47423005, 1, 120. 94283352, 2, 93. 918016680

. 27996526, 1, 121. 98914058, 2, - 84. 262131180

Oozzzogobdbogooood

NNNWWN~NOONNMNNNNOOOORERPERPERPERPRARRMOWOWONNRRERRERPREREPRE

O OWOWOoOOo-

PRPPRPPRPRPRPOONDNNDNDNDN

WwWwwhh-

1
1
, 1.0932691, 5, 121. 96356757, 20, 1. 20435010

1

1,1.08657457, 5, 119. 6884568, 20, 180. 782228390
0, 1. 09438215, 5, 111. 4461756, 21, - 5. 651427060
0
0

, 1. 09254592, 5, 109. 35013667, 21, 115. 08427330

, 1.09232612, 5, 109. 70068599, 21, - 126. 7611939901
, 0.97356595, 1, 127. 48132716, 2, - 14. 4243013501
, 0.97331821, 1, 123. 90588551, 2, 185. 951834840

1

1

. 47210171, 1, 121. 5669719, 2, - 184. 359582770

. 27801685, 1, 121. 52287562, 2, - 0. 6734932601
, 1.09385171, 7, 122. 39397313, 29, 0. 9467455501
,1.08786263, 7, 119. 6913342, 29, 180. 6105452101
, 1.09496735, 7, 111. 98562445, 30, - 4. 374229020
,1.0941034, 7, 109. 43167124, 30, 116. 183069560
, 1. 09255731, 7, 109. 74392265, 30, - 125. 723015401

OIrI T T IT0O0O0IITIIIIITITIOONIIIIITIOOIIIIITLZ

HF=- 777. 98472710
RVBD=8. 131e- 090

Di pol e=0. 5534473, - 0. 9254691, 0. 75308460
PG=CO10] X( C6H22Cd1N4CR) ] O

g

g

g

O

U

CdNI st 30

g

1,10

O

N, 1, 2. 48258198070

N, 1, 2. 4214851933, 2, 90. O

0O 1, 2.1996816639, 3, 90., 2, 180. O
N, 1, 2. 4351976781, 2, 90., 3,180. O
N, 1, 2. 4862157433, 2, 90., 3,90. O



. 5222162597, 2,90., 3,-90. O

. 02041823, 1, 116. 3434121, 3, 214. 697123010

. 02109528, 1, 109. 08667667, 3, 94. 7971912401

. 02013228, 1, 112. 09711674, 3, - 22. 769666930

. 02090032, 1, 111. 03814971, 2, 99. 7307835301

. 03904471, 1, 97. 63041354, 2, 210. 2364995401

. 0202815, 1, 126. 0560228, 2, - 30. 761142880

, 1.29527034, 1, 128. 6974004, 3, - 34. 384048210
4,1.10566777, 4, 114. 08923242, 1, 188. 203989730
4,1.23806142, 4, 126. 75699776, 15, 180. 0753855801

RPRRRPRRPRRPRN

TITOIIIIIIZ

o

NNNNNNNNNNMNNOOOOOORRERAROWWOWONNNE

i 02029618, 1, 114. 32986053, 2, - 72. 487418880
1. 01968023, 1, 118. 82592358, 2, 55. 477357350
, 1.02256008, 1, 102. 44537934, 2, - 186. 898708230
1.
1.

46382906, 1, 124. 32364829, 2, - 6. 1835912701
, 1.27649808, 1, 117. 53570753, 2, 176. 681672920
1,1.09579235, 6, 122. 14479204, 20, 0. 0520420
1,1.0885834, 6, 118. 71905982, 20, 180. 3938640301
0, 1.09707672, 6, 112. 63394322, 21, 0. 922314350
0
0

, 1. 09565663, 6, 109. 40817419, 21, 121. 946647640
, 1. 0959373, 6, 109. 52019072, 21, - 120. 034954710
, 1.46503907, 1, 117. 88951861, 2, - 131. 6794619201
, 1.27239396, 1, 123. 24611285, 2, 61. 640177310
8,1.09477306, 7, 122. 95479491, 27, 0. 147395010
8,1.08978219, 7, 119. 84919829, 27, 180. 817571350
7,1.09651842, 7, 112. 49786868, 28, 2. 627764330
7
7

, 1.09306345, 7, 108. 79383548, 28, 124. 002727940
, 1.09600334, 7, 109. 20152576, 28, - 118. 096232870

OIrT T TITO0OO0OITITITIITIIITOOIITT

HF=- 793. 80803690
RVBD=8. 586e- 090

Di pol e=- 1. 3159516, - 0. 7354605, 3. 20927250
PG=CO10] X( C5H20Cd1N5Q2) ] O

NI St 40

O
O

. 31236579060

. 89835146, 2, 90. O

. 3861800418, 3, 90., 2, 180. 1

. 1855103204, 2, 90., 3, 180. O

. 4776320288, 2, 90., 3, 90. O

. 4252468556, 2, 90., 3,-90. O

. 97054617, 1, 127. 22203423, 3, - 43. 943655870

. 03126791, 1, 101. 53728323, 3, - 168. 778393080

. 34990657, 1, 104. 6956663, 2, 116. 940241250

. 34884165, 1, 102. 87555698, 2, 214. 650187740

. 02141578, 1, 113. 63452577, 3, 72. 8430974301

. 02267896, 1, 104. 60430397, 3, 188. 54067770

. 01882045, 1, 116. 97407739, 3, - 52. 696094270

. 28168243, 1, 128. 42333822, 2, -9. 959262010

,1 10167561, 5, 115. 65029181, 1, 177. 76217240
, 1. 2514157, 5, 126. 05829288, 16, 179. 395790740

1 22306023, 1, 127. 95418031, 2, 54. 386847080

8 1.10103871, 6, 119. 96608833, 1, 174. 7686001101

8, 1. 10063637, 6, 121. 5411447, 19, 179. 767996750

, 1. 4663415, 1, 119. 7003069, 2, - 143. 888182550

OCIOIIIIIIIZOOZNO0QFR, 0000000
HldldlﬂIAIAIA:DIvIVIvIvIvIv

\JHF407H+A01h-b}>w(thNrﬂP*HFAPAH

OLTITO
g



C 7,1.27541028, 1, 120. 89208142, 2, 23. 45582206
H, 22, 1. 09452207, 7, 122. 20163832, 21, - 1. 38209980

H, 22, 1. 08767527, 7, 119. 5382759, 21, 177. 442093510
H, 21, 1. 09610171, 7, 112. 10980723, 22, - 2. 40530760

H, 21, 1. 09576433, 7, 109. 7047724, 22, 118. 038913770
H, 21, 1. 09406806, 7, 108. 63112368, 22, - 123. 414845640
O
HF=- 1137. 06050460

RVBD=7. 424e- 090

Di pol e=1. 8254639, - 0. 1138156, - 1. 73898040

PG=C010] X( CAHL5Cd1N204S1) ] O

NI St 50

O

. 47661639540
. 3469895274, 2, 90. O
. 2228539415, 3, 90., 2, 180. O
. 4222666886, 2, 90., 3, 180. O
. 4231017196, 2, 90., 3, 90. O
. 4223629355, 2,90., 3,-90. O
. 97296023, 1, 112. 16865729, 3, - 6. 8068630101
. 97197859, 1, 115. 61478673, 3, - 246. 064190160
. 97057074, 1, 118. 43936251, 2, 85. 727962640
. 0330723, 1, 97. 43694776, 2, - 161. 763641130
. 28370719, 1, 125. 14944826, 3, - 23. 395791630
, 1.10302426, 4, 115. 62431868, 1, 190. 237207590
, 1.24939379, 4, 126. 36133311, 13, 180. 270159480
, 1.46483012, 1, 122. 25565863, 2, 4. 794219320

1. 27542205, 1, 119. 22790851, 2, - 172. 18822130
, 1. 09511258, 5, 121. 87993726, 15, 0. 147384430
, 1. 08803585, 5, 118. 8937645, 15, 179. 74976310
, 1. 0965316, 5, 112. 35556676, 16, 1. 341378050
, 1.09400843, 5, 109. 29029594, 16, 122. 948564570
, 1.09648123, 5, 109. 19328629, 16, - 119. 288217910
, 1. 46643399, 1, 121. 99423945, 2, - 2. 309445730
,1.27518632, 1, 119. 75349617, 2, - 183. 5222852801
3, 1. 09481, 6, 121. 90235038, 22, 0. 051488180
3, 1. 08732197, 6, 119. 02051155, 22, 180. 050305460
2,1.09646026, 6, 112. 28205752, 23, - 1. 348052130
2
2

PP OOONDNDNDNDNDN

OINIIITIZZZOOOQroOQOODOD
NN

NNNWWNNNDNNNNNOOORERPRPEPRPOOREPRAROWONNRRRERPRER
gagonoio o

O©OWOWoOoOOo-

, 1. 09565074, 6, 109. 28667184, 23, 119. 507460830
1. 09357065, 6, 109. 29529017, 23, - 123. 09851960

. 46546877, 1, 120. 2559771, 2, -121. 273581170

. 27598575, 1, 120. 63253081, 2, 70. 2665362401

, 1.09449754, 7, 122. 20123209, 29, 0. 970977330

, 1. 08823337, 7, 119. 61644432, 29, 182. 325744450
, 1.09609776, 7, 111. 94502789, 30, - 0. 78377480

, 1. 09346675, 7, 108. 69717189, 30, 120. 281777740
, 1.09399338, 7, 109. 45380317, 30, - 122. 0358932501

1
1

OITITTITOOIITIIIITOOIIIIITONO

HF=- 910. 96367440
RVBD=5. 241e- 090

Di pol e=- 1. 4236092, - 0. 3644657, 2. 20831230
PG=C01L] X( C7TH20Cd1N30®4) ] O

O

O



NI St 600

O
O

. 40155599310

. 3882184555, 2, 90. O

. 2216847424, 3, 90., 2,180. O

. 2482108821, 2, 90., 3, 180. O

. 4069308172, 2, 90., 3,90. O

. 4531261056, 2, 90., 3,-90. 0

. 01908318, 1, 115. 5621522, 3, - 14. 963449120

. 01849089, 1, 111. 26121655, 3, 108. 44240750

. 02323815, 1, 105. 8404396, 3, - 134. 754675730

. 97112394, 1, 108. 28761455, 2, 81. 66465430

. 02304661, 1, 97. 80392418, 2, - 168. 957165760

. 2742347, 1, 127. 82099865, 3, - 14. 128804040
,1.10612313, 4, 115. 29564313, 1, 185. 682645680
, 1. 25528257, 4, 127. 37705979, 14, 179. 997720

, 1.27123034, 1, 122. 3007382, 2, - 55. 124337090

6, 1. 10668905, 5, 115. 686955, 1, 174. 2488181401

6, 1. 25921146, 5, 126. 78984261, 17, 180. 172008080
, 1. 00599966, 1, 95. 59832954, 2, 61. 710320570
,0.97189607, 1, 103. 7317423, 2, 169. 889288810

1. 4601769, 1, 116. 99232253, 2, - 114. 115752840
1.27201034, 1, 122. 86053587, 2, 74. 620112130
,1.0967847,7,122. 27117519, 21, 1. 105425990

, 1.08908345, 7, 119. 22225123, 21, 182. 201519210
,1.09878261, 7, 112. 20757437, 22, -1. 381751320
, 1.09397861, 7, 108. 13863684, 22, 120. 43324780
, 1.09322508, 7, 108. 90709937, 22, - 123. 997274280

PRPORPFPENNNNDNDN
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HF=- 889. 01720280
RVBD=7. 611e- 090

Di pol e=0. 6169326, 1. 4571188, 1. 78572170
PG=C010] X( CAHL4Cd1N206) ] O

g

a

O

U

g

CdNI st 70

g

0, 10

O[N]

N, 1, 2. 40258462180

O 1, 2.3991801821, 2, 90. O

O 1, 2.2185786216, 3, 90., 2, 180. O

N, 1, 2. 430174951, 2, 90., 3, 180. O

O 1, 2. 2545995499, 2, 90., 3,90. O

N, 1, 2. 5385374658, 2, 90., 3,-90. O

H, 2,1.02898128, 1, 100. 93861993, 3, - 125. 7229776701
H, 2,1.0184998, 1, 118. 8740048, 3, - 244. 725622180
H, 2, 1. 01936669, 1, 111. 78985893, 3, - 10. 532156450
H, 3, 0. 97272908, 1, 102. 24011537, 2, 81. 6838710

H, 3, 1. 0178043, 1, 98. 41575201, 2, -171. 580212230

C 4,1.27234602, 1, 129. 29559016, 3, - 4. 454918910
H, 13, 1. 10607734, 4, 115. 34101058, 1, 173. 682422380
O 13, 1. 25528522, 4, 127. 15300857, 14, 179. 4578538901



. 01777801, 1, 127. 55451684, 2, 69. 268071010

. 02102012, 1, 102. 7068079, 2, 193. 208511450

. 02771264, 1, 101. 29207317, 2, - 55. 240413140

, 1. 27626236, 1, 123. 9387555, 2, 44. 961259710
9,1.10812486, 6, 115. 04782625, 1, 178. 952719580
9, 1. 25478665, 6, 126. 90331622, 20, 180. 240797540
. 4609659, 1, 115. 43336081, 2, - 244. 035453660

. 26935867, 1, 126. 12677613, 2, - 65. 868528030

, 1.09712882, 7, 122. 89262562, 22, 0. 542982140
,1.08978492, 7, 119. 77638238, 22, 180. 5938851601
, 1.09907263, 7, 112. 51641284, 23, - 1. 308046040
,1.09441114, 7, 108. 43090638, 23, 120. 462105310
, 1.09340227, 7, 108. 87930888, 23, - 123. 5881698801

IOTIIX
SR

0o
NRNNNNNNE RO U0

NNDNWW-™

1
1

OTITITITITOO

HF=-869. 137030

RVBD=6. 698e- 090

Di pol e=- 1. 024978, 2. 6704468, 1. 70380990
PG=C01 X( CAH15Cd1N3Ch) ] O

g

O

U

g

g

CdNI St 80

O

0, 10

o

0O 1, 2. 48035911660

O 1, 2. 5608829137, 2, 90. O

N, 1, 2. 4921975051, 3, 90., 2, 180. O

N, 1, 2. 4427245004, 2, 90., 3, 180. O

O 1, 2. 1287328465, 2, 90., 3,90. O

O 1, 2. 2054668765, 2, 90., 3,-90. O

H, 2, 0. 98214527, 1, 98. 03740504, 3, 41. 231407090

H, 2,0.97303739, 1, 95. 55627717, 3, 291. 169679050
H, 3, 0. 96938221, 1, 109. 05225919, 2, 56. 269839260
H, 3, 0. 98936737, 1, 92. 40867582, 2, - 52. 3358939601

H 4,1.01857229, 1, 104. 27730482, 3, 114. 085544840
H 4,1.01867956, 1, 120. 12431911, 3, - 122. 865298260
H, 4, 1. 01969088, 1, 107. 16574374, 3, 0. 096425210

H, 5, 1. 01738507, 1, 118. 93736461, 2, 140. 770938490
H, 5, 1. 0191144, 1, 109. 57910585, 2, 16. 16500750

H, 5,1.02021522, 1, 102. 53365938, 2, - 98. 353764450
H, 6, 0. 96787022, 1, 116. 01791444, 2, - 116. 077793750
C 7,1.27379513, 1, 119. 27103665, 2, - 314. 621348760
H, 19, 1. 10566353, 7, 115. 51957561, 1, - 176. 020885160
O 19, 1. 25889972, 7, 126. 63707658, 20, 179. 960433740
g

HF=- 698. 20018210
RVBD=4. 942e- 0901

Di pol e=- 0. 7852415, - 0. 2663382, - 1. 1371170
PG=CO10] X( CLHL2Cd1N206) ] O

Ooogoogdg

CdNI st 90

-1, 10
b



O 1, 2.417909297200

O 1, 2. 3886287031, 2, 90. O

O 1, 2. 2606850823, 3, 90., 2, 180. O

0O 1, 2. 2786950032, 2, 90., 3, 180. O

O 1, 2.3722297433, 2,90., 3,90. 0O

O 1, 2. 2514604968, 2, 90., 3, -90. O

H, 2,0.97175182, 1, 99. 52841139, 3, 104. 516427370

H, 2, 0. 99881877, 1, 94. 29456214, 3, 211. 6856594501

H, 3, 1. 00910859, 1, 98. 68960825, 2, - 94. 099390690

H, 3, 0. 97099223, 1, 101. 38789902, 2, - 201. 977504360

C 4,1.26878383, 1,127. 01843031, 3, 111. 332000250

H 12, 1. 11133539, 4, 114. 97633126, 1, 165. 770269470

O 12, 1. 2568272, 4, 128. 2325859, 13, 179. 47195880

C 5,1.26286828, 1, 120. 82600369, 2, - 40. 620390420

H, 15, 1. 11032012, 5, 115. 80738502, 1, 188. 16737240

O 15, 1. 26542938, 5, 127. 21421399, 16 179. 782336880

H, 6, 0. 97558209, 1, 102. 4577341, 2, 53. 679631080

H, 6, 1. 00806546, 1, 98. 4646123, 2, 163. 908367360

C 7,1.26868733, 1, 129. 00837508, 2, - 260. 680826530

H, 20, 1.11121701, 7, 114. 90604985, 1, - 189. 639943720
2

oco-

, 1. 2562652, 7, 128 27473249, 21, 179. 680835340

0o

HF=- 964. 23310580
RVBD=7. 570e- 0901

Di pol e=0. 0123332, 0. 0911708, 0. 6316380
PG=CO10] X( C3HOCd100)]

g

g

g

O

O

CdNI st 100

g

-1, 10

O

S, 1, 3. 184163543901

N, 1, 2. 431745547, 2,90. O

O 1, 2.1847867053, 3, 90., 2, 180. O

O 1, 2. 3095119282, 2, 90., 3, 180. O

N, 1, 2. 3918279318, 2, 90., 3,90. O

0O 1, 2.3034110813, 2, 90., 3,-90. O

H, 2,1.37137084, 1, 68. 98737662, 3, 60. 131523010

H, 2, 1. 34995954, 1, 68. 87600307, 3, 163. 3868474201

H, 3, 1. 01649383, 1, 125. 54886593, 2, 73. 552057560

H, 3,1.02262177, 1, 91. 87096883, 2, 190. 0621323201

H, 3, 1. 02214414, 1, 107. 23171868, 2, - 58. 237561440

H, 4, 0. 96789674, 1, 105. 45799613, 3, - 135. 330346110

C 5,1.26991852, 1, 131. 60725745, 2, - 80. 066340250

H, 14, 1. 1160537, 5, 114. 15912931, 1, 192. 029890060

O 14, 1. 2545012, 5, 129. 03165872, 15, 179. 6474929201

H, 6, 1. 03342131, 1, 103. 76270075, 2, 73. 098491730

H, 6, 1. 02173048, 1, 95. 44332656, 2, 183. 370557090

H, 6,1.01715252, 1, 126. 67645371, 2, - 56. 007763510

C 7,1.26589241, 1, 125. 4355857, 2, 46. 9295795201

H, 20, 1. 11381724, 7, 114. 91970239, 1, - 188. 270846930
20, 1. 2603282, 7, 128. 02959413, 21, 180. 643115680

oo

HF=- 1134. 00488920

RVBD=5. 884e- 090

Di pol e=2. 0280847, - 1. 003025, 0. 84796180
PG=CO10] X( C2HL1Cd1N206S1) | O



Fghozooooo
Z
9
H
O

. 5489794853[1

. 5123386548, 2, 90. [

. 562410056, 3, 90., 2,180. 0

. 518028366, 2, 90., 3,180. 0

. 5118971617, 2, 90., 3,90. 0

. 5312812884, 2,90., 3,-90. 0

. 02218632, 1, 112. 22230275, 3, 223. 4942662601

. 0223562, 1, 111. 8622484, 3, 105. 8535414501

. 021818, 1, 116. 66392317, 3, - 15. 646970260

. 02157842, 1, 115. 99569948, 2, 1. 6164201801

. 02137034, 1, 112. 23907909, 2, 122. 6806492101

. 02193552, 1, 111. 60215044, 2, - 119. 10354552
. 47270364, 1, 117. 52363247, 3, 24. 218239401

, 1.27594969, 1, 126. 02316009, 3, 204. 074678140
5, 1. 09405058, 4, 122. 79020236, 14, 0. 7168364601
5, 1. 08865738, 4, 120. 40794031, 14, 181. 532144210
4,1.09521435, 4,112. 407814, 15, -7. 9361556701
4
4

RPRRPRPRPRPRPRPNNMNNNN

, 1. 09501518, 4, 109. 11434803, 15, 112. 163208190
1. 09398096, 4, 109. 52210655, 15, - 129. 093313870

i.02228651,1,110.38060153,2,-54.50224095D
1. 02200185, 1, 113. 73948656, 2, 63. 816664470

, 1. 02065328, 1, 115. 84669011, 2, - 173. 4159690801
1

1

. 47183093, 1, 120. 70414207, 2, - 35. 221939530

,1.27692234, 1, 122. 08757902, 2, 145. 0049006401
5, 1. 09393523, 6, 122. 68385326, 24, - 0. 1288002801
5, 1. 08906056, 6, 119. 77860924, 24, 180. 192611980
4,1.09511836, 6, 112. 30949882, 25, 5. 3959800901
4
4

,1.09442174, 6, 109. 64543793, 25, 126. 4018607701
, 1.0947024, 6, 109. 57076216, 25, - 115. 191847810
,1.4711703, 1, 122. 97107907, 2, - 137. 172890981
1. 2766656, 1, 120. 32224335, 2, 43. 688521510

2,1.09382253,7,122.9400758,31,0.7819722D

2,1.09020783, 7, 120. 06708854, 31, 180. 985871370
1,1.09507839, 7, 112. 211235383, 32, - 6. 501379340
1
1

, 1.09339785, 7, 109. 01854692, 32, 114. 143837870
, 1.09427919, 7, 109. 76786183, 32, -127. 415036910

OI I I ITITOOIIIIIOONIIIIIIIIOOIIIIIIZZZZ2Z2LZ2
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HF=- 725. 05005090
RVBD=3. 638e- 090

Di pol e=- 0. 0977244, 0. 0225736, 0. 458785900
PG=C010] X( C6H24Hg1N6) ] O

O

O
O
O
O
HgNI St 20
O
2

O

Hy
Q

1
U
1
N, 1

, 2.66579381610
2.3078777723, 2,90. O



N, 1, 2. 61891271, 3, 90., 2, 180. O
N, 1, 2. 3040852603, 2, 90., 3,180. O
O . 6555816966, 2, 90., 3,90. O

. 5723672567, 2,90., 3,-90. O

. 97368841, 1, 130. 97482456, 3, - 5. 858411750

. 97377175, 1, 121. 64169799, 3, - 168. 784596240
. 02259906, 1, 114. 99280011, 2, 46. 3387229901

. 0203905, 1, 112. 24954558, 2, 166. 675492560

. 02244685, 1, 111. 41493789, 2, - 74. 50153180

. 47372514, 1, 121. 36166483, 3, - 2. 58078960

. 27722263, 1, 122. 38153411, 3, 175. 5395819201

, 1.09374558, 4, 122. 50146252, 13, - 1. 577572510
,1.08684747, 4, 120. 05126423, 13, 178. 447931970
, 1. 09505735, 4, 112. 31112933, 14, 6. 286714790

, 1.09423462, 4, 109. 9342315, 14, 126. 97710680
1. 09642623, 4, 109. 38470904, 14, - 113. 588812330
. 47423005, 1, 120. 94283352, 2, 93. 918016680

. 27996526, 1, 121. 98914058, 2, - 84. 262131180

PRPPRPPRPRPRPOONDNDNDN

WwWwwhh-

1
1
, 1.0932691, 5, 121. 96356757, 20, 1. 204350101

1

1,1.08657457, 5, 119. 6884568, 20, 180. 782228390
0, 1. 09438215, 5, 111. 4461756, 21, - 5. 651427060
0
0

NNNWWNNOONNMNNNNOOORERPRPERPERPRARRPOWOWWONNRRERRE

, 1.09254592, 5, 109. 35013667, 21, 115. 084273301
1. 09232612, 5, 109. 70068599, 21, - 126. 7611939901

,6.97356595,1,127.48132716,2,-14.42430135D
,0.97331821, 1, 123. 90588551, 2, 185. 951834840
1
1

. 47210171, 1, 121. 5669719, 2, - 184. 359582770

. 27801685, 1, 121. 52287562, 2, - 0. 673493260
,1.09385171, 7, 122. 39397313, 29, 0. 946745550
,1.08786263, 7, 119. 6913342, 29, 180. 6105452101
, 1.09496735, 7, 111. 98562445, 30, - 4. 374229020
,1.0941034, 7, 109. 43167124, 30, 116. 183069560
, 1.09255731, 7, 109. 74392265, 30, - 125. 723015401
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HF=- 764. 78937650
RVBD=4. 738e- 090

Di pol e=0. 2871052, - 0. 6427769, 0. 4592310
PG=CO10] X( C6H22Hg1N4CR) ] O

O
O

O

O

O

HgNI St 30

O

1, 10

HgO

N, 1, 2. 50935981690

N, 1, 2. 4842893745, 2, 90. [

O 1, 2. 2376891365, 3, 90. , 2, 180. [

N, 1, 2. 5007326114, 2, 90. , 3, 180. [

N, 1, 2. 5903445492, 2, 90. , 3, 90. O

N, 1, 2. 6336103252, 2, 90. , 3, - 90. [

H, 2, 1. 02041823, 1, 116. 3434121, 3, 214. 697123010
H, 2, 1. 02109528, 1, 109. 08667667, 3, 94. 797191240
H, 2, 1. 02013228, 1, 112. 09711674, 3, - 22. 769666930
H, 3, 1. 02090032, 1, 111. 03814971, 2, 99. 730783530
H, 3, 1. 03904471, 1, 97. 63041354, 2, 210. 236499540
H, 3, 1. 0202815, 1, 126. 0560228, 2, - 30. 761142880

C, 4,1.29527034, 1, 128. 6974004, 3, - 34. 384048210
H, 14, 1. 10566777, 4, 114. 08923242, 1, 188. 203989730
O 14, 1. 23806142, 4, 126. 75699776, 15, 180. 07538558[]



1. 02029618, 1, 114. 32986053, 2, - 72. 487418880
1. 01968023, 1, 118. 82592358, 2, 55. 477357350

, 1.02256008, 1, 102. 44537934, 2, - 186. 898708230
1

1

. 46382906, 1, 124. 32364829, 2, - 6. 183591270
. 27649808, 1, 117. 53570753, 2, 176. 6816729207

i,1.09579235,6,122.14479204,20,0.052042D

1,1.0885834, 6, 118. 71905982, 20, 180. 3938640301
0, 1.09707672, 6, 112. 63394322, 21, 0. 922314350
0
0

, 1. 09565663, 6, 109. 40817419, 21, 121. 946647640
, 1. 0959373, 6, 109. 52019072, 21, - 120. 034954710
, 1. 46503907, 1, 117. 88951861, 2, - 131. 6794619201
1.27239396, 1, 123. 24611285, 2, 61. 640177310

é,1.09477306,7,122.95479491,27,0.14739501D

8,1.08978219, 7, 119. 84919829, 27, 180. 817571350
7,1.09651842, 7, 112. 49786868, 28, 2. 627764330
7
7

, 1.09306345, 7, 108. 79383548, 28, 124. 002727940
, 1.09600334, 7, 109. 20152576, 28, - 118. 0962328701

OITITITIITOOIIIIITOOIITT
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HF=- 780. 60704980
RVBD=7. 765e- 090

Di pol e=- 1. 2311256, - 0. 7116754, 3. 09614720
PG=CO10] X( C5H20Hg1IN52) ] O

NI St 40

[
O

. 39947794290

. 8716490148, 2, 90. O

. 4551267705, 3, 90., 2, 180. O

. 2204989006, 2, 90., 3, 180. O

. 6336697141, 2, 90., 3,90. O

. 5142258497, 2, 90., 3,-90. O

. 97054617, 1, 127. 22203423, 3, - 43. 943655870

. 03126791, 1, 101. 53728323, 3, - 168. 7783930801

. 34990657, 1, 104. 6956663, 2, 116. 940241250

. 34884165, 1, 102. 87555698, 2, 214. 650187740

. 02141578, 1, 113. 63452577, 3, 72. 8430974301

. 02267896, 1, 104. 60430397, 3, 188. 54067770

. 01882045, 1, 116. 97407739, 3, - 52. 696094270

. 28168243, 1, 128. 42333822, 2, -9. 959262010

,1 10167561, 5, 115. 65029181, 1, 177. 76217240
, 1. 2514157, 5, 126. 05829288, 16, 179. 395790740

1 22306023, 1, 127. 95418031, 2, 54. 386847080

1.10103871, 6, 119. 96608833, 1, 174. 768600110

1. 10063637, 6, 121. 5411447, 19, 179. 767996750
4663415, 1, 119. 7003069, 2, - 143. 888182550
27541028, 1 120. 89208142, 2, 23. 455822060

, 1.09452207, 7, 122. 20163832, 21, - 1. 38209980

, 1.08767527, 7, 119. 5382759, 21, 177. 4420935101

,1.09610171, 7, 112. 10980723, 22, - 2. 40530760

, 1. 09576433, 7, 109. 7047724, 22, 118. 038913770

, 1.09406806, 7, 108. 63112368, 22 -123. 414845640

OCIOIIIIIIIZOOZNOLZ - 000000
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HF=-1123. 85908220
RMSD=8. 149e- 090
Di pol e=1. 7898623, 0. 0349325, - 1. 72233810



PG=C01[] X( CAHL5Hg1N204S1) ] O

NI St 50

O

. 62100446240

. 4462223344, 2, 90. O

. 282369455, 3, 90., 2, 180. O

. 4898328892, 2, 90., 3, 180. O

. 4450408047, 2, 90., 3, 90. O

. 4464997775, 2,90., 3,-90. O

. 97296023, 1, 112. 16865729, 3, - 6. 806863010

. 97197859, 1, 115. 61478673, 3, - 246. 064190160
. 97057074, 1, 118. 43936251, 2, 85. 727962640

. 0330723, 1, 97. 43694776, 2, - 161. 763641130

. 28370719, 1, 125. 14944826, 3, - 23. 395791630

, 1.10302426, 4, 115. 62431868, 1, 190. 2372075901
, 1. 24939379, 4, 126. 36133311, 13, 180. 270159480
, 1.46483012, 1, 122. 25565863, 2, 4. 794219320

1. 27542205, 1, 119. 22790851, 2, - 172. 18822130

, 1.09511258, 5, 121. 87993726, 15, 0. 147384430

, 1. 08803585, 5, 118. 8937645, 15, 179. 74976310

, 1. 0965316, 5, 112. 35556676, 16, 1. 341378050

, 1.09400843, 5, 109. 29029594, 16, 122. 948564570
, 1. 09648123, 5, 109. 19328629, 16, - 119. 288217910
, 1. 46643399, 1, 121. 99423945, 2, - 2. 309445730
1.27518632, 1, 119. 75349617, 2, - 183. 522285280

OINIIIIZZZOO0O0Zr-rOoZOooooo
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é,1.09481,6,121.90235038,22,0.05148818D

3,1.08732197, 6, 119. 02051155, 22, 180. 050305460
2,1.09646026, 6, 112. 28205752, 23, - 1. 348052130
2
2

, 1. 09565074, 6, 109. 28667184, 23, 119. 507460830

1. 09357065, 6, 109. 29529017, 23, - 123. 098519601
. 46546877, 1, 120. 2559771, 2, -121. 273581170

. 27598575, 1, 120. 63253081, 2, 70. 2665362401

, 1.09449754, 7, 122. 20123209, 29, 0. 970977330

, 1. 08823337, 7, 119. 61644432, 29, 182. 3257444501
, 1.09609776, 7, 111. 94502789, 30, - 0. 78377480

, 1. 09346675, 7, 108. 69717189, 30, 120. 281777740
, 1.09399338, 7, 109. 45380317, 30, - 122. 0358932501

1
1
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OITTITITOOIITIIIITOOIIIIITONO

HF=- 897. 76018730

RVBD=3. 745e- 090

Di pol e=- 1. 4935727, - 0. 3541311, 2. 1030780
PG=C01[] X( CTH20Hg1N3O4)] O

NI St 60

O

oozgZzeoZooood

1

g

1,2.41762953110

1, 2. 4854006508, 2, 90. O

1, 2. 2522623795, 3, 90., 2,180. O



. 3056785809, 2, 90., 3, 180. O

. 5359694235, 2, 90., 3,90. O

. 561695079, 2, 90., 3,-90. 0O

. 01908318, 1, 115. 5621522, 3, - 14. 963449120

. 01849089, 1, 111. 26121655, 3, 108. 44240750

. 02323815, 1, 105. 8404396, 3, - 134. 754675730
. 97112394, 1, 108. 28761455, 2, 81. 66465430

. 02304661, 1, 97. 80392418, 2, - 168. 957165760
. 2742347, 1, 127. 82099865, 3, - 14. 128804040
,1.10612313, 4, 115. 29564313, 1, 185. 682645680
, 1. 25528257, 4, 127. 37705979, 14, 179. 997720

, 1.27123034, 1, 122. 3007382, 2, - 55. 124337090
6, 1. 10668905, 5, 115. 686955, 1, 174. 2488181401

6, 1. 25921146, 5, 126. 78984261, 17, 180. 1720080801
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i.00599966,1,95.59832954,2,61.71032057D
0.97189607, 1, 103. 7317423, 2, 169. 889288810
1
1

4601769, 1, 116. 99232253, 2, - 114. 1157528401

27201034, 1, 122. 86053587, 2, 74. 620112130

é,1.0967847,7,122.27117519,21,1.10542599D

2,1.08908345, 7, 119. 22225123, 21, 182. 201519210
1,1.09878261, 7, 112. 20757437, 22, - 1. 3817513201
1
1

, 1.09397861, 7, 108. 13863684, 22, 120. 43324780
, 1.09322508, 7, 108. 90709937, 22, - 123. 997274280

OIrTTITITOOITT

HF=- 875. 81015240
RVBD=7. 615e- 090

Di pol e=0. 6498172, 1. 4681727, 1. 78473650
PG=CO1[] X( CAHL4Hg1N206)] O

01777801, 1, 127. 55451684, 2, 69. 268071010

:02102012,1,102.7068079,2,193.20851145D
. 02771264, 1, 101. 29207317, 2, - 55. 240413140

1
1
1
, 1.27626236, 1, 123. 9387555, 2, 44. 961259710
9,1.10812486, 6, 115. 04782625, 1, 178. 9527195801
9, 1. 25478665, 6, 126. 90331622, 20, 180. 240797540
, 1. 4609659, 1, 115. 43336081, 2, - 244. 035453660
1.26935867, 1, 126. 12677613, 2, - 65. 8685280301
,1.09712882, 7, 122. 89262562, 22, 0. 542982140

,1.08978492, 7, 119. 77638238, 22, 180. 593885160

O
O

O

O

O

HgNI St 70

O

0,10

HgO

N, 1, 2. 41441160460

0O 1, 2. 5170305531, 2, 90. O

O 1, 2. 2508735198, 3, 90. , 2, 180. O

N, 1, 2. 5303396231, 2, 90. , 3, 180. O

O 1, 2.3184800104, 2, 90. , 3, 90. O

N, 1, 2. 633656763, 2, 90. , 3, - 90. [

H, 2, 1. 02898128, 1, 100. 93861993, 3, - 125. 722977670
H, 2, 1. 0184998, 1, 118. 8740048, 3, - 244. 725622180
H, 2, 1.01936669, 1, 111. 78985893, 3, - 10. 532156450
H, 3, 0. 97272908, 1, 102. 24011537, 2, 81. 6838710

H, 3, 1. 0178043, 1, 98. 41575201, 2, - 171. 580212230
C, 4,1.27234602, 1, 129. 29559016, 3, - 4. 454918910
H, 13, 1. 10607734, 4, 115. 34101058, 1, 173. 682422380
0O, 13, 1. 25528522, 4, 127. 15300857, 14, 179. 457853890
H

H

H

C

H,

0
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H, 22, 1. 09907263, 7, 112. 51641284, 23, - 1. 308046040
H, 22, 1. 09441114, 7, 108. 43090638, 23, 120. 462105310
H, 22, 1. 09340227, 7, 108. 87930888, 23, - 123. 588169880
O

HF=- 855. 93141960

RVBD=7. 047e- 090

Di pol e=- 1. 0416332, 2. 6684833, 1. 72739120

PG=C010] X( CAHL5Hg1N3C6) ] O

O
O

O

O

O

HgNI St 80

O

0,10

HgO

O, 1, 2. 70526844330

O 1, 2. 7914988817, 2, 90. O

N, 1, 2. 7160815348, 3, 90. , 2, 180. O

N, 1, 2. 6120600455, 2, 90. , 3, 180. [

O 1, 2. 0950793619, 2, 90. , 3, 90. O

0O 1, 2.1719419401, 2, 90. , 3, - 90. O

H, 2, 0. 98214527, 1, 98. 03740504, 3, 41. 231407090

H, 2, 0. 97303739, 1, 95. 55627717, 3, 291. 169679050

H, 3, 0. 96938221, 1, 109. 05225919, 2, 56. 269839260

H, 3, 0. 98936737, 1, 92. 40867582, 2, - 52. 335893960

H, 4, 1. 01857229, 1, 104. 27730482, 3, 114. 085544840
H, 4, 1. 01867956, 1, 120. 12431911, 3, - 122. 865298260
H, 4, 1. 01969088, 1, 107. 16574374, 3, 0. 096425210

H, 5, 1. 01738507, 1, 118. 93736461, 2, 140. 770938490
H, 5, 1. 0191144, 1, 109. 57910585, 2, 16. 16500750

H, 5, 1. 02021522, 1, 102. 53365938, 2, - 98. 353764450
H, 6, 0. 96787022, 1, 116. 01791444, 2, - 116. 077793750
C 7,1.27379513, 1, 119. 27103665, 2, - 314. 621348760
H, 19, 1. 10566353, 7, 115. 51957561, 1, - 176. 020885160
0O 19, 1. 25889972, 7, 126. 63707658, 20, 179. 960433740
O

HF=- 685. 00681090
RVBD=4. 454e- 090

Di pol e=- 0. 7549184, - 0. 4068074, - 1. 08286560
PG=CO10] X( CLHL2Hg1N206)] O

NI St 90

-
O

. 52018619840

. 4740800858, 2, 90. O

. 3171918309, 3, 90., 2, 180. O

. 3341480582, 2, 90., 3, 180. O

. 4505423144, 2, 90., 3, 90. O

. 3005723041, 2, 90., 3,-90. O

. 97175182, 1, 99. 52841139, 3, 104. 516427370

. 99881877, 1, 94. 29456214, 3, 211. 6856594501

. 00910859, 1, 98. 68960825, 2, - 94. 0993906901

. 97099223, 1, 101. 38789902, 2, - 201. 977504360
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C 4,1.26878383, 1, 127. 01843031, 3, 111. 332000250
H 12, 1. 11133539, 4, 114. 97633126, 1, 165. 770269470
O, 12, 1. 2568272, 4, 128. 2325859, 13, 179. 47195880

C 5,1.26286828, 1, 120. 82600369, 2, - 40. 620390420
H, 15, 1. 11032012, 5, 115. 80738502, 1, 188. 16737240
O, 15, 1. 26542938, 5, 127. 21421399, 16, 179. 782336880
H, 6, 0. 97558209, 1, 102. 4577341, 2, 53. 679631080

H, 6, 1. 00806546, 1, 98. 4646123, 2, 163. 908367360

C 7,1.26868733, 1, 129. 00837508, 2, - 260. 680826530
H, 20, 1. 11121701, 7, 114. 90604985, 1, - 189. 639943720
0, 20, 1. 2562652, 7, 128. 27473249, 21, 179. 680835340
O

HF=- 951. 0219240

RVBD=8. 296e- 090

Di pol e=0. 0822157, 0. 0773487, 0. 68787350

PG=CO10] X( C3HOHg100)] O

O

O

O

O

O

HgNI St 1000

O

-1, 10

HgO

S, 1, 3. 220698150200

N, 1, 2. 5405329486, 2, 90. [

0O 1, 2. 2327523777, 3, 90. , 2, 180. O

0O 1, 2.3879172369, 2, 90. , 3, 180. [

N, 1, 2. 4521418209, 2, 90. , 3, 90. O

O 1, 2.3681999491, 2, 90. , 3, - 90. [

H, 2, 1. 37137084, 1, 68. 98737662, 3, 60. 131523010

H, 2, 1. 34995954, 1, 68. 87600307, 3, 163. 386847420
H, 3, 1. 01649383, 1, 125. 54886593, 2, 73. 552057560
H, 3, 1. 02262177, 1, 91. 87096883, 2, 190. 062132320
H, 3, 1. 02214414, 1, 107. 23171868, 2, - 58. 237561440
H, 4, 0. 96789674, 1, 105. 45799613, 3, - 135. 330346110
C, 5,1.26991852, 1, 131. 60725745, 2, - 80. 066340250
H, 14, 1. 1160537, 5, 114. 15912931, 1, 192. 029890060
O, 14, 1. 2545012, 5, 129. 03165872, 15, 179. 647492920
H, 6, 1. 03342131, 1, 103. 76270075, 2, 73. 098491730
H, 6, 1. 02173048, 1, 95. 44332656, 2, 183. 370557090
H, 6, 1. 01715252, 1, 126. 67645371, 2, - 56. 007763510
C, 7,1.26589241, 1, 125. 4355857, 2, 46. 929579520

H, 20, 1. 11381724, 7, 114. 91970239, 1, - 188. 270846930
0, 20, 1. 2603282, 7, 128. 02959413, 21, 180. 643115680
O

HF=- 1120. 80402290

RVBD=8. 029e- 090

Di pol e=2. 1711486, - 1. 146605, 0. 51716890
PG=CO10] X( C2HL1Hg1N206S1) ] O

O
O
O
O
O
______________________ |
3. OCu2+-speci ficlsitesd
______________________ O
O



g
2,40

27000000.
70000000,
7000002,
70000 0.
70000 2.
10000000,
10000000,
10000 o.
6 D002,
6 JOOore.
10000003,
1000002,
10000003,
1000002,
10000002,
6 0 0.
6 JOO00ro.
10000000,
1000000m .
10000 0.
10000 0.
100000 1.
6 000 2.
6 000 2.
100000 3.
10000 2.
100000 3.
100000 2.

100000 2
g

HF=- 1840.

02735901+ 0.
092411000+ 2.
146401003 0.
036708001.
08378601+ 0.
82908901} 2.
27355501 2.
78073401 2.
815853 0.
86801301} 0.
9583030+ 0.
407757000 1.
903291 0]00.
5649530} 0.
454170000001,
76793600 R2.
511088002.
446442 00003.
06644100001.
711944000J0083.
338995011 2.
8168330 R.
77960401 0.
7831000 0.
87601201} 0.
30019101 0.
8670210+ 0.
48675400+ 0.

. 47831000000.

872926950

RMSD=5. 370e- 080
S2=3. 75560

Cust 20

ogQrogUonoOn
O

. 82166645150
. 2074426844, 2,90. O

. 1572690694, 3, 90., 2, 180. O
. 1569611161, 2, 90., 3, 180. O

4030810+ 0.
54555701 0.
34023000000.
706961 110.
4656981+ 0.
89322201+ 0.
98628500.
96381201 0.
24908301 1.
75454 2[000.
67756300CD0.
2003660000 .
26583101 1.
338877+ 2.
27076201 1.
4659861+ 0.
35452000001,
4430170000M1.
8278620M.
544144101} 0.
24292901} 1.
15800800} O.
133998000M1.
748404001 1.
74779301 1.
997771011 2.
16242000001.
8518180 R.
86638001.

0015910
1159320
0263110
1110190
0293900
7361860
7910810
4465070
1504240
9979120
98329901
8798650
0300400
0399070
2973100
9224370
0680920
1429580
8430650
7445280
9049480
92619201
2295310
0623790
0390770
0075650
1108290
0032640
5550520

. 96776564, 1, 116

. 46689181, 1, 116

. 27464135, 1, 123.
. 09537508, 3, 122.
. 09027943, 3, 119.
. 09676294, 3, 112.
. 09510531, 3, 108.
. 09575243, 3, 109.
. 02185352, 1, 111.
. 02193947, 1, 111.
. 02235954, 1, 113.
. 46939563, 1, 113.
. 27390069, 1, 126.

01388195, 3, 4. 200871260
2410609, 2, 81. 558853970
34508973, 2, - 82. 527414380
60019491, 7, 0. 214191410
94434526, 7, 180. 914812080
51492937, 8, - 0. 007365901
89489592, 8, 121. 3734479201
164399, 8, -121. 160260480
55007023, 3, - 144. 808707490
3534806, 3, - 24. 701270
23385648, 3, 94. 8555924207
08012484, 2, 38. 024725201
69331004, 2, - 127. 9864669901

OOITITITIITIIITIIOOIZZZ
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H, 18, 1. 09416378, 5, 122. 52374938, 17, 1. 0643744701

H, 18, 1. 09073157, 5, 120. 28930861, 17, 181. 6464593401
H 17, 1. 09592129, 5, 111. 85941973, 18, - 0. 68529350

H,17,1. 09301112, 5, 107. 70565458, 18, 121. 684602190
H, 17, 1. 0952264, 5, 108. 75843567, 18, - 121. 771554250
g

HF=- 1783. 06577810
S2=3. 7585410

S2-1=0.0

S2A=3. 7500330

RVBD=7. 673e- 090

Di pol e=0. 5451367, 0. 0368182, - 2. 20855690
PG=C010] X( CAHL4Co1N30L)] O

a

O

U

g

g

CoCuUSt 30

O

1,40

Coll

S, 1, 2. 60699800340

N, 1, 2. 1105609709, 2, 90. O

0O 1, 1. 8250015663, 3, 90., 2, 180. O

N, 1, 2. 153145274, 2, 90., 3, 180. U

H, 2, 1.34864404, 1, 103. 94650884, 3, 37. 730749910
H, 2, 1. 3497036, 1, 103. 50423764, 3, 136. 030018040

C 3,1.47075285, 1, 112. 65261797, 2, 129. 129991260
C 3,1.27386661, 1, 126. 05179656, 2, - 67. 637370410
H, 9, 1. 09332782, 3, 122. 16196784, 8, - 1. 674210190
H, 9, 1. 08998815, 3, 120. 31718054, 8, 177. 601388860
H, 8, 1. 09533619, 3,111. 61167356, 9, 3. 676896960

H, 8, 1. 09501349, 3, 108. 88657348, 9, 124. 667759280
H, 8, 1. 09368888, 3, 107. 37040282, 9, - 117. 984767550
H, 4, 0. 96749334, 1, 117. 91793751, 3, - 190. 462917010
C 5, 1.46850125, 1, 115. 15949974, 2, 108. 449799841
C 5,1.27526192, 1, 124. 14237216, 2, - 86. 428750310
H, 17, 1. 09444972, 5, 122. 26760265, 16, 0. 420724970
H, 17, 1. 08968207, 5, 120. 09063675, 16, 179. 823515690
H, 16, 1. 09594159, 5, 112. 11521785, 17, - 1. 350537710
H, 16, 1. 09559967, 5, 108. 98225503, 17, 119. 549813270
H, 16, 1. 09405243, 5, 108. 86886628, 17, - 122. 990881510
g

HF=-2125. 88731460

S2=3. 759080

S2-1=0. 0

S2A=3. 7500370

RMSD=8. 164e- 090

Di pol e=-0. 4780141, 0. 3044968, 1. 29363170
PG=CO1[0 X(CAH13Co1N201S1) ] O

Ooooogdg

CoCUSt 40

g

1,40

Cold

N, 1, 2. 12921553420



. 1709809109, 2, 90. O

. 140225259, 3, 90., 2, 180. O

. 9131012672, 2, 90., 3, 180. O

. 02199844, 1, 121. 52939236, 3, 36. 934521090
. 04526066, 1, 99. 85686561, 3, 155. 264633670
. 023163, 1, 113. 89679045, 3, - 92. 163406390

. 02264408, 1, 110. 47588004, 2, 50. 219972890
. 02177674, 1, 116. 92216272, 2, 171. 864635270
. 0231178, 1, 110. 78518368, 2, - 66. 516410690
. 02492923, 1, 102. 25176218, 3, - 183. 49142

. 0221355, 1, 115. 5257596, 3, - 68. 374160370

. 02176647, 1, 118. 06494296, 3, 59. 768597010
. 30847706, 1, 132. 95336155, 2, 25. 0857552901
,1.1013715, 5, 113. 29104417, 1, 176. 574185610
, 1. 23052883, 5, 126. 3197477, 16, 179. 856271830

zZZ
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HF=- 1741. 64014140
S2=3. 7559580

S2-1=0.0

S2A=3. 7500160

RVBD=6. 183e- 090

Di pol e=3. 3563483, - 0. 5476914, - 1. 56984740
PG=CO1[] X( CLHLOCo1N32)] O

CUst 50

O

. 86070239140

. 4192560716, 2, 90. O

. 1994682967, 3, 90., 2, 180. O

. 2144674668, 2, 90., 3, 180. O

. 97000392, 1, 103. 01546702, 3, 6. 3447053701

. 35332324, 1, 90. 78864053, 2, 71. 434769460

. 0205681, 1, 119. 00696529, 3, - 250. 972089630

. 02099594, 1, 118. 15947633, 3, - 117. 2958949101
. 0262128, 1, 94. 44194697, 3, - 3. 28887370

. 46375877, 1,112. 17873659, 2, 26. 0057028301

. 27121488, 1, 126. 61661011, 2, - 138. 556695750
, 1.09589899, 5, 122. 58502702, 11, 0. 746406930

, 1.08984468, 5, 119. 84541668, 11, 181. 110757810
, 1.09820789, 5, 111. 98682258, 12, 3. 428045260

, 1.09455443, 5, 107. 42785704, 12, 127. 0829668101
, 1. 09555611, 5, 108. 34124662, 12, -117. 766861060

_OQ_OI:IQI:II:II:II:II:I
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HF=-2048. 09708940

S2=3. 7608770

S2-1=0. 0

S2A=3. 7500520

RMSD=7. 396e- 090J

Di pol e=-2. 8318153, - 0. 1729257, - 2. 23861880
PG=CO1[0 X(C2H10Co1N201S1) ] O

Ooooodg



CoCUSt 6
g
0, 40

27000 0.
8 J00r0.
16000 2.
70000 0.
7000002,
10000 o.
100000 2.
6 00O 1.
6 0 0.
10000 0.
10000000,
100000 1.
10000 2.
10000 0.
6 JOoore.
6 JOoore.
10000003,
1000002,
10000003,
10000002,
10000002,

O

HF=-2125.

116835001 0.
21901407 2.
43164801+ 0.
50731600001.
0776900+ 0.
58943701 2.
23125703 2.
2841700002,
469404 0002.
986927 [13.
07671700001.
699748 0013.
0997290011
6419900000 2.
754683 0J001.
77229800} 1.
86674600+ 1.
234444071 2.
839668 [11.
559835001L.
347419000011.

504199410

RMSD=7. 932e- 0801
S2=3. 76280

Cust 70

O

. 12120772030
. 2429906861, 2, 90. O

. 2499082377, 3, 90., 2,180. O
. 0739870843, 2, 90., 3, 180. O

49546700+ 0.
3489490110.
9155891} 0.
65952411} 0.
0971760110.
76701500000.
0493430+ 0.
1555500000
35076500+ 1.
31180600+ 1.
9788710 1.
1551900000.
451568001.
1837320000M1.
19718900J0.
164891 0010.
1233900000.
11574000100.
097002 00010.
69290901} 0.
834908 [D0.

0188140
0000710
0856770
0407720
0445730
3263340
7875820
0936890
1076280
2068170
9744330
9100350
2872450
9808350
0197330
1454850
2098450
1690330
1560920
9370300
8104070

. 02076199, 1, 114.
. 05565578, 1, 103.
. 02077146, 1, 114.
. 02014795, 1, 128.

62081313, 3, 61. 941094340
19666511, 3, 179. 887140980
5878313, 3, - 62. 206818880
441106009, 2, - 0. 123256030

. 02055565, 1, 102. 94939723, 2, 124. 932132890
. 02055681, 1, 102. 91764206, 2, - 125. 146902840
. 34866762, 1, 90. 39534618, 3, -179. 981924310
. 27968899, 1, 131. 2491159, 2, 0. 125373540
,1.10677125, 5, 114. 86180463, 1, 179. 9385533601
, 1.25175277,5,127. 3190162, 14, 179. 99810240

RPRRPRRPRPRPRPRLRNOMNNNN
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HF=- 2084. 09606760
S2=3. 7592730

S2-1=0. O

S2A=3. 7500370

RVSD=4. 490e- 091

Di pol e=2. 7875431, - 0. 0018644, 1. 33537760
PG=C01[] X( CLH8Co1N202S1) ] O

O

O



O
O
O
CoCUSt 80

O
-1, 40

27000 0.
8 JIaro.
le00™ 2.
80+ 0.
8 2.
10000 0.
100000 2.
10000000,
6 000000s.
1000002,
10000004,

O

HF=-2047.

08870800.
25310600 1.
5082500 O.
424802 00001.
764894 [110.
6617680} 2.
71687800CD0.
393327000®2.
0584810+ 0.
28825501} 1.
12771200 O.

982724770

RVBD=1. 424e- 080
S2=3. 76410

Oooogono

CoCUSt 90
g
-1, 40

27000 0.
8+ 0.
16000 2.
le0 O.
700000eR.
100000 1.
100000 2.
100000 1.
6 JOoore.
6 JOoore.
10000003,
100000m.
10000004,
10000002,
10000002,

O

HF=-2390.

23025201 0.
2319690} 2.
8258491} 0.
2281250002.
07742401+ 0.
190355000 2.
9072730 0.
575807 00R2.
95134000000.
56270000+ 1.
64997101 1.
8649541} 2.
020963 0.
709437 00001.
73806100J00011.

418290510

RVSD=7. 836e- 080
S2=3. 76050

40

OU)Ql'_\I:IQI:II:II:II:II:I

Z

O
, 1, 2.
1, 1.
1, 2.

1, 2.

O

CUSt 100

37101779750
9212200575, 2,90. O

1976226426, 3, 90., 2, 180. O
0809212489, 2, 90., 3, 180. O

1086840} 0.
75168000CD0.
33587300+ 0.
93791201 0.
632992[10.
07239901110.
998621 [1D0.
462317 00000.
55015701 0.
342961 010.
85892001+ 0.

25219301 0.
14274200 0.
2498511 0.
089309011+ 0.
25427500000.
31077000+ O.
09983901111
0773891+ 0.
903487 000.
4286661+ 0.
61441901 O.
26781701 0.
632324 ]0.
53134101+ 0.
50260200000.

0003140
0009770
0022200
0015840
0019330
0146600
0280020
0048400
0013270
0034920
0096300

0133350
0125780
0528460
0142710
0217940
0278800
2929880
1117680
0273140
0004200
0156230
0062210
0066880
8366840
9191180



. 35130204, 1, 89. 20207647, 3, 0. 011186150

. 9713541, 1, 115. 55122185, 2, 180. 172032550

. 03641779, 1, 105. 02484417, 3, - 180. 034326240
. 01800855, 1, 111. 55517233, 3, - 60. 538990770
. 0180085, 1, 111. 51248837, 3, 60. 482379580

. 27260626, 1, 133. 11918609, 2, 179. 983571980
, 1.1139699, 5, 114. 01374319, 1, 180. 064923560
, 1.2549452, 5, 129. 14978069, 12, 179. 995732060

RPRRPRRPROR

ITOIIIIT

PPRPOMMDIMODN

oo
e

HF=-2103. 43200010

S2=3. 7585870

S2-1=0.0

S2A=3. 7500320
RVBD=9. 092e- 090
Di pol e=0. 1380346, 0. 0017365, - 2. 52520710
PG=C010] X( CLH6Co1N108S1)] O

Oooogono

Ni CUSt 10
g
2,30

28000000.
70000000,
7UO000eR.
70000 0.
70000 2.
10000000,
10000000,
10000 0.
6 JOoore.
6 JOoore.
10000003,
1000002,
10000003,
10000002,
10000002,
6 0000 0.
6 O0O0000.
10000000,
1000000 .
10000 0.
10000 0.
. 810826 00002.
6 0000 2.
6 o 2.
100000 3.
100000 2.
100000 3.
10000 2.
100000 2.

100003 1

O

HF=- 1966.

0285820+ 0.
08894101+ 2.
1260830+ 0.
0311530001,
0710480+ 0.
82496401 2.
26962201 2.
7849000} 2.
79616100000.
8472850} 0.
937686} 0.
3865540+ 1.
883649110.
54418911} 0.
43597400001.
761469000®2.
517817000R2.
45481500033.
07255000001
703827 [00S.
3330750002,

76609701} 0.
7710080+ 0.
8639121} 0.
2886760} 0.
8535800} O.
474153010F 0.
4632370000.

401256190

RMBD=5. 566e- 080
S2=2. 00440

OooOogono

39529000+ 0.
48685501+ 0.
336274000D0.
6746570110.
454366 01F 0.
83431901+ 0.
929756 ]0.
903111011 0.
254506000 1.
753702000000.
678322000.
20068 7000Mm.
2693760 1.
33121100F 2.
2770300+ 1.
43694100+ 0.
319387 00001.
4078200000M1.
79027500001.
51463901} 0.
2153060F 1.
13054000 0.
124269000M.
73385801+ 1.
7316630+ 1.
9819630} 2.
1508160000M.
84414811 R2.
874972011.

0021650
1181990
0251220
1126700
0294800
7393420
7878480
4494590
1505210
9956930
9810030
8768100
0303400
0411800
2951830
9190300
0709800
1481430
8447240
7388720
9021020
9232020
2302870
0629070
0393630
0087200
1117640
0024480
5578400



g
Ni CUSt 200

ozrao
0w
O

. 80606693090

. 1404586646, 2, 90. O

. 1196466306, 3, 90., 2, 180. O

. 122053219, 2, 90., 3, 180. O

. 96776564, 1, 116. 01388195, 3, 4. 200871260

. 46689181, 1, 116. 2410609, 2, 81. 558853970

. 27464135, 1, 123. 34508973, 2, - 82. 527414380

. 09537508, 3, 122. 60019491, 7, 0. 214191410

. 09027943, 3, 119. 94434526, 7, 180. 914812080

. 09676294, 3, 112. 51492937, 8, - 0. 00736590

. 09510531, 3, 108. 89489592, 8, 121. 3734479201

. 09575243, 3, 109. 164399, 8, -121. 160260480

. 02185352, 1, 111. 55007023, 3, - 144. 808707490
. 02193947, 1, 111. 3534806, 3, -24. 701270

. 02235954, 1, 113. 23385648, 3, 94. 8555924201

. 46939563, 1, 113. 08012484, 2, 38. 02472520

. 27390069, 1, 126. 69331004, 2, -127. 9864669901
, 1.09416378, 5, 122. 52374938, 17, 1. 064374470

, 1.09073157, 5, 120. 28930861, 17, 181. 646459340
, 1.09592129, 5, 111. 85941973, 18, - 0. 68529350
,1.09301112, 5, 107. 70565458, 18, 121. 6846021901
, 1. 0952264, 5, 108. 75843567, 18, - 121. 771554250

RPRRPRPRPRPRRRPRPRPRPONNNR

~N ~N~ 000"

OITIITITONIITIITIIIIOOTITZZZ2
PRPRPRPUOURARMRNNNOOWWNRRRERE

HF=- 1908. 60227860
S2=2. 0077310

S2-1=0.0

S2A=2. 0000350

RVBD=7. 284e- 090

Di pol e=0. 5461813, 0. 0335432, - 2. 09076610
PG=CO10] X( CAHL4N3Ni 101)] O

i CUSt 30

O

. 55727527030

. 078990899, 2, 90. O

. 812374573, 3, 90., 2, 180. O

. 0913773892, 2, 90., 3, 180. O

. 34864404, 1, 103. 94650884, 3, 37. 730749910

. 3497036, 1, 103. 50423764, 3, 136. 030018040

. 47075285, 1, 112. 65261797, 2, 129. 129991260
. 27386661, 1, 126. 05179656, 2, - 67. 637370410
. 09332782, 3, 122. 16196784, 8, -1. 6742101901

. 08998815, 3, 120. 31718054, 8, 177. 601388860
. 09533619, 3, 111. 61167356, 9, 3. 676896960

. 09501349, 3, 108. 88657348, 9, 124. 667759280
. 09368888, 3, 107. 37040282, 9, - 117. 984767550
. 96749334, 1, 117. 91793751, 3, -190. 462917010
. 46850125, 1, 115. 15949974, 2, 108. 4497998401
. 27526192, 1, 124. 14237216, 2, - 86. 428750310
, 1.09444972, 5, 122. 26760265, 16, 0. 420724970

ZunzkL,OZzOOoO0oOoog

o

PUOIUTAOOOOOWWNNRRPRRPROW
RPRORRPRRPRRRRREPREPRERNRLRNN

TOOIIIIITITOOITITZ



7,1.08968207, 5, 120. 09063675, 16, 179. 823515690
6, 1. 09594159, 5, 112. 11521785, 17, - 1. 350537710
6, 1. 09559967, 5, 108. 98225503, 17, 119. 549813270
6, 1. 09405243, 5, 108. 86886628, 17, - 122. 990881510

HF=-2251. 42331520

S2=2. 0086780

S2-1=0.0

S2A=2. 0000440
RVBD=1. 482e- 090
Di pol e=- 0. 4909074, 0. 3098557, 1. 20676420
PG=C010] X( CAHL3N2Ni 101S1)] O

I

Ni CUSt 40
g
1,30

28000+ 0.
70000000,
700000 2.
70000 1.
8oL,
10000000,
1000000 .
10000000,
100000 2.
100000 3.
.362872000M1.
10000 0.
100000 1.
100000 2.
6 Ooore.
10000003,
8 2.

100000 2

O

HF=-1867.

51234601} 0.
5327380001.
35069500J011.
55913300+ 1.
12498200001 0.
26844501R2.
4765690111.
655834 11R2.
4403970000M1.
214804 00000.

81927101} 2.
9656891} 2.
284625001} 2.
37328600+ 0.
06756601F 1.
795626 0110.

171097530

RMSD=2. 368e- 080
S2=2. 00400

i CUSt 50

Znozocozoooood
o O

. 82847864440
. 3956918783, 2,90. U

. 155067277, 3, 90., 2, 180. O

. 1963331257, 2, 90., 3, 180. O

01677000+ 0.
78228901} 0.
0684430110.
81876100CD0.
9833160} 0.
59885000.
46648901110.
11593000 1.
7733840+ 0.
523494 100.
58656401
51231801 0.
02128501.
0089841+ 0.
68325701 O.
51839601+ 0.
401013000000.

0569580
1981350
1635660
0844490
2533680
3567140
1212750
1575070
5718330
1442170
0457070
0640850
0001230
6094400
0007550
1838840
3994820

. 97000392, 1, 103. 01546702, 3, 6. 344705370

. 35332324, 1, 90. 78864053, 2, 71. 434769460

. 0205681, 1, 119. 00696529, 3, - 250. 972089630
. 02099594, 1, 118. 15947633, 3, - 117. 2958949101
. 0262128, 1, 94. 44194697, 3, - 3. 28887370

. 46375877, 1, 112. 17873659, 2, 26. 005702830

. 27121488, 1, 126. 61661011, 2, - 138. 556695750

OOITITIITZZW0W
CUADMDNWNRPPRPRPPOW
PRPRRPRRRONNNR



H, 12, 1. 09589899, 5, 122. 58502702, 11, 0. 746406930

H, 12, 1. 08984468, 5, 119. 84541668, 11, 181. 110757810

H, 11, 1. 09820789, 5, 111. 98682258, 12, 3. 428045260

H, 11, 1. 09455443, 5, 107. 42785704, 12, 127. 082966810

H, 11, 1. 09555611, 5, 108. 34124662, 12, - 117. 766861060
g

HF=- 2173. 63349310
S2=2. 0089310

S2-1=0.0

S2A=2. 0000470

RVBD=1. 772e- 090

Di pol e=- 2. 8196025, - 0. 2088958, - 2. 1215880
PG=C010] X( C2HLON2Ni 101S1)] O

i CUSt 600

ZoozOoooog
|

(o)

I—‘I—‘I—‘HHO‘IU‘ICDOOOO_GD(D##OJNI—‘I—‘HH

oo o o

. 84363483760

. 3634047232, 2,90. O

. 1447544372, 3, 90. , 2,180. O

. 2129728356, 2, 90., 3, 180. O

. 96686071, 1, 106. 24541341, 3, - 22. 028237640

. 34841604, 1, 91. 0720979, 2, -31. 9277067101

. 46169306, 1, 114. 88951439, 3, 60. 977170810

. 271783, 1, 122. 53949353, 3, - 96. 984245201

. 09602395, 4, 122. 57642342, 8, 0. 774842640

. 08991055, 4, 119. 77720569, 8, 182. 110775620

. 09804987, 4, 112. 35056376, 9, -4. 77362560

. 09461981, 4, 108. 35926631, 9, 116. 284159260

. 09554402, 4, 109. 00692435, 9, - 126. 336629160
. 46093008, 1, 127. 83830725, 2, 178. 074947220

. 27776331, 1, 112. 81410643, 2, - 3. 6551997901
,1.0971243, 5, 121. 01823175, 15, - 0. 22421830

, 1.09268279, 5, 117. 46881387, 15, 179. 534712620
, 1.09810001, 5, 112. 01931152, 16, - 3. 448200620
, 1. 0950338, 5, 109. 48042413, 16, 117. 590510110
, 1. 09440286, 5, 109. 36241568, 16, - 124. 829260890

RPRRPRPRPRPRRPRRPRPONNNE

OITITITITOOIIIIITIOOIITIZZWD

HF=- 2251. 03739050
S2=2. 0089610

S2-1=0.0

S2A=2. 0000490

RVBD=5. 819e- 090

Di pol e=- 2. 6581918, 0. 0561001, - 2. 10459990
PG=C010] X( CAHL2N2Ni 101S1)] O

Cust 70

O

ZZ2ZzZoOozoooogg

3
U
1,2.09127128060

1, 2.1886131092, 2, 90. O



v

. 2172435429, 3, 90., 2,180. O

. 0654803898, 2, 90., 3, 180. O

. 02076199, 1, 114. 62081313, 3, 61. 9410943401

. 05565578, 1, 103. 19666511, 3, 179. 887140980

. 02077146, 1, 114. 5878313, 3, - 62. 206818880

. 02014795, 1, 128. 44110609, 2, - 0. 123256030

. 02055565, 1, 102. 94939723, 2, 124. 932132890

. 02055681, 1, 102. 91764206, 2, - 125. 146902840

. 34866762, 1, 90. 39534618, 3, -179. 981924310
. 27968899, 1, 131. 2491159, 2, 0. 125373540

,1.10677125, 5 114. 86180463, 1, 179. 9385533601

, 1.25175277,5,127. 3190162, 14, 179. 99810240

O

IOITIITITITITITT
PRUODMOWWNNNERR

wWow-"

PRRERRPPPRNON

0o

HF=- 2209. 6320698

S2=2. 008053

S2-1=0. 0O

S2A=2. 0000360

RVBD=7. 717e- 090

Di pol e=2. 8069255, - 0. 0019484, 1. 04410990
PG=CO10] X( CLHSN2Ni 102S1)] O

i CUSt 80

Z_l'_‘I:IZI:II:II:II:II:I
w
O

o

. 85176732450

. 4784473918, 2,90. O

. 8235189041, 3, 90., 2, 180. O

. 9102770544, 2, 90., 3, 180. O

. 96955756, 1, 98. 90718518, 3, - 0. 85675080

. 35104116, 1, 88. 47364311, 2, 178. 679820720

. 97179126, 1, 112. 24719263, 3, - 180. 380867670
. 21903454, 1, 93. 52462369, 2, 0. 195403850

. 10535489, 5, 121. 89044862, 1, - 0. 4434748701

. 11295051, 5, 120. 04341931, 10, 179. 984437110

1%

00

COURWNRRRPRO
PRPRPRPORONRENEE

DIIOIII

HF=- 2173. 51828410
S2=2. 0104480

S2-1=0.0

S2A=2. 0000510

RVBD=8. 730e- 09[]

Di pol e=-2. 7927717, - 0. 0089142, 0. 70358380
PG=CO1C] X( CLHS5Ni 108S1)] O

g

g

g

O

U

Ni CUSt 90

g

-1, 30

Ni O

O 1, 1. 86405708040

S, 1,2.5457237912, 2, 90. O

S, 1, 2. 3095022579, 3, 90., 2, 180. O
N, 1, 2. 2636904698, 2, 90., 3,180. O
H, 2, 0. 97312465, 1, 99. 99469007, 3, 0. 0467598901



. 35661386, 1, 92. 57994496, 2, 96. 329070250

. 35125573, 1, 89. 44430573, 3, - 3. 265953820

. 45057706, 1, 126. 99384177, 2, 179. 638888860

. 27089809, 1, 112. 47997224, 2, 1. 467939260
,1.10312928, 5, 122. 153547, 9, 0. 033722080

, 1.0913558, 5, 117. 8066371, 9, 180. 153013850

1. 10365194, 5, 112. 81233586, 10, 0. 219582190

1. 09508514, 5, 108. 75472937, 10, 122. 400401010
1. 09532607, 5, 108. 80507337, 10, - 121. 850503050

e e el

OTITITITIITITOOITT
OCOORrERLUUDW
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HF=-2515. 95691790

S2=2. 0087280

S2-1=0.0

S2A=2. 0000470

RVBD=8. 573e- 090

Di pol e=-3. 3694208, - 0. 1464996, 0. 36962880
PG=C010 X( C2H8NLN 101S2)]10

g

g

O

U

g

Ni CUSt 100

g

-1, 30

N O

S, 1,2. 27702608540

O 1, 1.930516989, 2, 90. O

N, 1,2.161747489, 3, 90., 2, 180. O

0O 1, 2. 0894095459, 2, 90., 3, 180. O

H, 2, 1. 35130204, 1, 89. 20207647, 3, 0. 011186150

H, 3, 0. 9713541, 1, 115. 55122185, 2, 180. 172032550
H 4,1.03641779, 1, 105. 02484417, 3, - 180. 034326240
H, 4,1.01800855, 1, 111. 55517233, 3, - 60. 538990770
H, 4, 1. 0180085, 1, 111. 51248837, 3, 60. 482379580

C 5,1.27260626, 1, 133. 11918609, 2, 179. 9835719801
H, 11, 1.1139699, 5, 114. 01374319, 1, 180. 064923560
O 11, 1. 2549452, 5, 129. 14978069, 12, 179. 995732060
g

HF=- 2228. 96169470

S2=2. 0076370

S2-1=0. 0O

S2A=2. 0000340

RVBD=7. 309e- 090

Di pol e=0. 1829364, 0. 0012603, - 2. 07685490
PG=CO10] X( CLH6NINi 108S1)] O

U

g

g

g

O

CuCust 10

g

2,20

culd

N, 1, 2. 07201163270

N, 1, 2. 0450908948, 2, 90. O

N, 1, 2. 0547507801, 3, 90., 2, 180. O

N, 1, 2. 0459355847, 2, 90., 3, 180. O

H, 2, 1. 02385586, 1, 113. 14143639, 3, - 40. 319849901
H, 2, 1. 02456229, 1, 112. 80244485, 3, 79. 018336370



1. 02303422, 1, 113. 541726583, 3, - 161. 502868680
1. 47653715, 1, 117. 03264534, 2, 112. 590615050
, 1.27921293, 1, 124. 34699924, 2, - 68. 700366281
0, 1. 09310214, 3, 121. 98471852, 9, 0. 463942240

0, 1. 09015416, 3, 120. 58152646, 9, 180. 358394940

NNNMNNNOOOERPRPRPRPRPRAMNOOORERPWWN

WwWwwhrh-

i.09420969,3,111.65491951,10,—0.58510284D

1. 09536656, 3, 109. 21255142, 10, 120. 004548370
1. 09371708, 3, 109. 26439008, 10, -121. 507933330
1
1

47609074, 1, 119. 40401794, 3, 124. 153549160
27882861, 1, 122. 16106764, 3, - 57. 649257530

%,1.092982,4,122.0201926,16,0.41898074D

7, 1. 08920536, 4, 120. 40126501, 16, 180. 568592010
6, 1. 09417169, 4, 111. 56144014, 17, 2. 174242480
6
6

, 1. 09502211, 4, 109. 23219579, 17, 122. 821097790
1. 09318302, 4, 109. 44188698, 17, - 118. 665700060
. 4761667, 1, 116. 95142627, 2, 108. 5781719101

. 279074, 1, 124. 3070414, 2, - 72. 596901880

, 1.09316028, 5, 121. 95622579, 23, 0. 204497240

, 1. 0903036, 5, 120. 56472847, 23, 180. 000112040

, 1.09424543, 5, 111. 72032168, 24, - 0. 675873490

, 1. 09530387, 5, 109. 21759746, 24, 119. 967608720
, 1.09430238, 5, 109. 22793286, 24, - 121. 654628170

e
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HF=-2098. 59470170

S2=0. 7534770

S2-1=0. 0

S2A=0. 7500120

RVSD=7. 945e- 090

Di pol e=0. 1309514, 0. 1971829, 0. 82069180
PG=CO1[J X(C6H18CulN4)] O

CuUst 20

ocorooooood
O

PRPRPPRPRPOURARMRNNNNOOWWNRRRERON

~N ~ ~ 0 -

. 83493535340

. 0840520718, 2,90. O

. 0963758121, 3, 90., 2, 180. O

. 0884091174, 2, 90., 3, 180. O

. 96776564, 1, 116. 01388195, 3, 4. 200871260

. 46689181, 1, 116. 2410609, 2, 81. 558853970

. 27464135, 1, 123. 34508973, 2, - 82. 527414380

. 09537508, 3, 122. 60019491, 7, 0. 214191410

. 09027943, 3, 119. 94434526, 7, 180. 914812080

. 09676294, 3, 112. 51492937, 8, - 0. 00736590

. 09510531, 3, 108. 89489592, 8, 121. 373447920

. 09575243, 3, 109. 164399, 8, -121. 160260480

. 02185352, 1, 111. 55007023, 3, - 144. 808707490
. 02193947, 1, 111. 3534806, 3, -24. 701270

. 02235954, 1, 113. 23385648, 3, 94. 85559242[1

. 46939563, 1, 113. 08012484, 2, 38. 02472520

. 27390069, 1, 126. 69331004, 2, - 127. 9864669901
,1.09416378, 5, 122. 52374938, 17, 1. 064374470
,1.09073157, 5, 120. 28930861, 17, 181. 646459341
, 1.09592129, 5, 111. 85941973, 18, - 0. 68529350

, 1.09301112, 5, 107. 70565458, 18, 121. 684602190
, 1. 0952264, 5, 108. 75843567, 18, - 121. 771554250

PRRPRRPRPRPRRRPRRPRPRPONNNRE
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O
HF=- 2040. 77973180

S2=0. 7534120

S2-1=0.0

S2A=0. 750010

RVBD=6. 625e- 090

Di pol e=0. 5794021, 0. 0363056, - 2. 22182760
PG=C010] X( CAHL4Cu1N30L)] O

Cust 30

O

. 55652235850

. 0443113844, 2,90. O

. 8492801591, 3, 90., 2, 180. O

. 0354756303, 2, 90., 3, 180. O

. 34864404, 1, 103. 94650884, 3, 37. 730749910

. 3497036, 1, 103. 50423764, 3, 136. 030018040

. 47075285, 1, 112. 65261797, 2, 129. 129991260

. 27386661, 1, 126. 05179656, 2, - 67. 637370410

. 09332782, 3, 122. 16196784, 8, - 1. 6742101901

. 08998815, 3, 120. 31718054, 8, 177. 601388860

. 09533619, 3, 111. 61167356, 9, 3. 676896960

. 09501349, 3, 108. 88657348, 9, 124. 667759280

. 09368888, 3, 107. 37040282, 9, - 117. 984767550
. 96749334, 1, 117. 91793751, 3, - 190. 462917010
. 46850125, 1, 115. 15949974, 2, 108. 4497998401

. 27526192, 1, 124. 14237216, 2, - 86. 428750310

, 1.09444972, 5, 122. 26760265, 16, 0. 420724970

, 1. 08968207, 5, 120. 09063675, 16, 179. 8235156901
, 1. 09594159, 5, 112. 11521785, 17, - 1. 350537710
, 1. 09559967, 5, 108. 98225503, 17, 119. 5498132701
, 1.09405243, 5, 108. 86886628, 17, - 122. 9908815101

Oozworopoooood
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HF=-2383. 6012710

S2=0. 7544060

S2-1=0. 0

S2A=0. 7500150

RMSD=5. 651e- 090

Di pol e=-0. 5293705, 0. 3127003, 1. 29215260
PG=CO1[0 X(CAH13CulN201S1) ] O

CUSt 400

O

. 04449445920

. 1001510531, 2,90. O

. 0533222504, 3, 90., 2, 180. O

. 9092819803, 2, 90., 3, 180. O

. 02199844, 1, 121. 52939236, 3, 36. 9345210901
. 04526066, 1, 99. 85686561, 3, 155. 264633670

OzzzoropopoooOO
IS

NNRPRRPPON

T



H, 2, 1. 023163, 1, 113. 89679045, 3, - 92. 1634063901
H, 3, 1. 02264408, 1, 110. 47588004, 2, 50. 2199728901
H, 3,1.02177674, 1, 116. 92216272, 2, 171. 864635270
H, 3, 1. 0231178, 1, 110. 78518368, 2, - 66. 516410690
H, 4, 1. 02492923, 1, 102. 25176218, 3, - 183. 4914207
H, 4, 1. 0221355, 1, 115. 5257596, 3, - 68. 374160370

H 4,1.02176647, 1, 118. 06494296, 3, 59. 768597010
C 5,1.30847706, 1, 132. 95336155, 2, 25. 085755290
H, 15, 1. 1013715, 5, 113. 29104417, 1, 176. 574185610
O 15, 1. 23052883, 5, 126. 3197477, 16, 179. 856271830
U

HF=-1999. 35600760

S2=0. 7526820

S2-1=0. 0

S2A=0. 7500060

RVBD=6. 542e- 090

Di pol e=3. 3550776, - 0. 5536248, - 1. 53148530
PG=C010 X(C1H10CulN3Q2)] O

CUst 50

_OQ_OI:IQI:II:II:II:II:I
|

PRPRPRPRPOURMDMNWONRRERRON

PR RNON-C

. 86019011450

. 3709884393, 2, 90. O

. 1148887427, 3, 90., 2,180. O

. 1919258064, 2, 90. , 3, 180.

. 97000392, 1, 103. 01546702, 3, 6. 3447053701

. 35332324, 1, 90. 78864053, 2, 71. 434769460

. 0205681, 1, 119. 00696529, 3, - 250. 972089630

. 02099594, 1, 118. 15947633, 3, - 117. 2958949100
. 0262128, 1, 94. 44194697, 3, - 3. 28887370

. 46375877, 1,112. 17873659, 2, 26. 0057028301

. 27121488, 1, 126. 61661011, 2, - 138. 556695750
, 1.09589899, 5, 122. 58502702, 11, 0. 7464069301

, 1. 08984468, 5, 119. 84541668, 11, 181. 110757810
, 1.09820789, 5, 111. 98682258, 12, 3. 428045260

, 1.09455443, 5, 107. 42785704, 12, 127. 0829668101
, 1. 09555611, 5, 108. 34124662, 12, -117. 766861060

PRRPRPRPRPONNNRE
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HF=- 2305. 81916230

S2=0. 7553030

S2-1=0. 0

S2A=0. 7500190

RMSD=6. 994e- 090

Di pol e=-2.5066174, - 0. 2248676, - 2. 21057140
PG=CO1[0 X(C2H10Cu1N201S1) 1 O

Ooooogdg

CuCuUst 6]

g

0, 20

CQuld

0O 1, 1. 87562225250
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HF=-2383. 22386650
S2=0. 7552590
S2-1=0.0

S2A=0.

750020

RVBD=9. 133e- 090
Di pol e=- 2. 4313281, 0. 0607594, - 2. 19902640
PG=C01[] X( C4HL2CulN201S1) ] O

O

PRRPRRPRPRPRPRLRNNOMNN

HHO‘I#(.OOO_OONI\)I\)I—‘HHI—‘

DOINIIIIIIIONZZOOOQOOOOO
ww-

Cust 70

. 0683831060
. 1287461883, 2, 90. O
. 253621913, 3, 90.
. 0427479574, 2, 90., 3, 180. O
. 02076199, 1, 114.
. 05565578, 1, 103.
. 02077146, 1, 114.
. 02014795, 1, 128.
. 02055565, 1, 102.
. 02055681, 1, 102.
. 34866762, 1, 90. 39534618, 3, -179. 981924310
. 27968899, 1, 131.
, 1.10677125, 5, 114. 86180463, 1, 179. 9385533601
, 1.25175277,5,127. 3190162, 14, 179. 99810240

HF=-2341. 81362580
S2=0. 7536060
S2-1=0.0

S2A=0.

750010

RVBD=3. 208e- 090
Di pol e=2. 718195, - 0. 0018515, 1. 30536070
PG=C01[] X( CLH8Cu1N202S1) ] O

g
g
O

. 3441958682, 2, 90. O

. 1056431225, 3, 90., 2, 180. O
. 2003990724, 2, 90., 3, 180. O
. 96686071, 1, 106.
. 34841604, 1, 91. 0720979, 2, -31. 927706710
. 46169306, 1, 114.
. 271783, 1, 122. 53949353, 3, - 96. 98424521
. 09602395, 4, 122.
. 08991055, 4, 119.
. 09804987, 4, 112.
. 09461981, 4, 108.
. 09554402, 4, 109.
. 46093008, 1, 127.
. 27776331, 1, 112.
,1.0971243, 5, 121.
,1.09268279, 5, 117. 46881387, 15, 179. 534712620
, 1.09810001, 5, 112. 01931152, 16, - 3. 4482006201

, 1. 0950338, 5, 109. 48042413, 16, 117. 590510110

, 1.09440286, 5, 109. 36241568, 16, - 124. 829260890

24541341, 3, - 22. 028237640
88951439, 3, 60. 977170810

57642342, 8, 0. 774842640
77720569, 8, 182. 110775620
35056376, 9, -4. 77362560
35926631, 9, 116. 284159260
00692435, 9, - 126. 336629160
83830725, 2,178. 0749472201
81410643, 2, - 3. 655199790
01823175, 15, - 0. 22421830

,2,180. 0

62081313, 3, 61. 941094340
19666511, 3, 179. 887140980
5878313, 3, - 62. 206818880
441106009, 2, - 0. 123256030
94939723, 2,124. 932132890
91764206, 2, - 125. 146902840

2491159, 2, 0. 125373540



g

CuCust 80

O

-1, 20

Culd

O 1,1.87229311360

S, 1,2. 4443627679, 2, 90. O

O 1, 1. 8454553977, 3, 90., 2, 180. O

O 1, 2. 8854082933, 2, 90., 3, 180. O

H, 2, 0. 96955756, 1, 98. 90718518, 3, - 0. 85675080

H, 3, 1. 35104116, 1, 88. 47364311, 2, 178. 679820720
H 4,0.97179126, 1, 112. 24719263, 3, - 180. 380867670
C 5,1.21903454, 1, 93. 52462369, 2, 0. 195403850

H, 9, 1. 10535489, 5, 121. 89044862, 1, - 0. 443474870
H, 9, 1. 11295051, 5, 120. 04341931, 10, 179. 984437110
g

HF=- 2305. 69375470
S2=0. 7576490

S2-1=0.0

S2A=0. 750020

RVBD=8. 141e- 090

Di pol e=- 2. 301272, - 0. 0098057, 0. 75105110
PG=C010] X( CLH5Cu1C8S1)] O

O

. 90079638060

. 4820973816, 2, 90. O

. 3428121019, 3, 90., 2, 180. O

. 2260596813, 2, 90., 3, 180. O

. 97312465, 1, 99. 99469007, 3, 0. 0467598901

. 35661386, 1, 92. 57994496, 2, 96. 329070250

. 35125573, 1, 89. 44430573, 3, - 3. 265953820

. 45057706, 1, 126. 99384177, 2, 179. 6388888601
, 1.27089809, 1, 112. 47997224, 2, 1. 467939260

0, 1.10312928, 5, 122. 153547, 9, 0. 033722080

0, 1. 0913558, 5, 117. 8066371, 9, 180. 153013850

. 10365194, 5, 112. 81233586, 10, 0. 2195821901

. 09508514, 5, 108. 75472937, 10, 122. 400401010
. 09532607, 5, 108. 80507337, 10, - 121. 850503050

RPRPRRPFRPONNNR
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HF=- 2648. 13713950
S2=0. 754930

S2-1=0.0

S2A=0. 7500170

RVBD=8. 795e- 090

Di pol e=- 2. 97153, - 0. 1598653, 0. 38137650
PG=C010] X( C2H8Cu1NLOLS2) ] O

O

O
g
g
g
Cu

Cust 100



O

-1, 20

culd

S, 1,2.31122095310

O 1, 1.9083360822, 2, 90. O

N, 1,2.121718584, 3, 90., 2, 180. O

O 1, 2. 0606488579, 2, 90., 3, 180. O

H, 2,1.35130204, 1, 89. 20207647, 3, 0. 011186150

H, 3, 0. 9713541, 1, 115. 55122185, 2, 180. 172032550
H, 4, 1. 03641779, 1, 105. 02484417, 3, - 180. 034326240
H, 4, 1. 01800855, 1, 111. 55517233, 3, - 60. 5389907701
H 4,1.0180085, 1, 111. 51248837, 3, 60. 4823795801

C 5,1.27260626, 1, 133. 11918609, 2, 179. 983571980
H, 11, 1. 1139699, 5, 114. 01374319, 1, 180. 064923560
O 11, 1. 2549452, 5, 129. 14978069, 12, 179. 995732060
U

HF=- 2361. 14761970
S2=0. 7542420

S2-1=0.0

S2A=0. 7500130

RVBD=5. 475e- 090

Di pol e=0. 1763254, 0. 0017207, - 2. 26139950
PG=CO1[] X( CLH6Cu1N1038S1)] O

NOOOoOoOd

nCUSt 10

. 16721653020

. 133845062, 2, 90. O

. 1485238345, 3, 90., 2, 180. O

. 1341756959, 2, 90., 3, 180. O

. 0238558595, 1, 113. 14143639, 3, - 40. 319849907
. 0245622913, 1, 112. 80244485, 3, 79. 018336370
. 023034223, 1, 113. 54172653, 3, - 161. 502868681
. 4765371533, 1, 117. 03264534, 2, 112. 590615050
, 1.2792129264, 1, 124. 34699924, 2, - 68. 700366280
0, 1. 0931021414, 3, 121. 98471852, 9, 0. 463942240
0, 1. 090154159, 3, 120. 58152646, 9, 180. 358394940

NNNNNOURRERPRPPANMNOOOREWWNNNRRRPR
PRRRPENNNN

i.094209694,3,111.65491951,10,—0.58510284D

1. 095366558, 3, 109. 21255142, 10, 120. 004548370

, 1.0937170781, 3, 109. 26439008, 10, - 121. 507933330
1
1

4760907382, 1, 119. 40401794, 3, 124. 153549160
278828607, 1, 122. 16106764, 3, - 57. 649257530

%,1.0929819979,4,122.0201926,16,0.41898074D

7, 1. 0892053579, 4, 120. 40126501, 16, 180. 568592010
6,1.0941716929, 4, 111. 56144014, 17, 2. 174242480
6
6

, 1.0950221099, 4, 109. 23219579, 17, 122. 821097790
, 1. 0931830233, 4, 109. 44188698, 17, - 118. 665700060
, 1.4761666967, 1, 116. 95142627, 2, 108. 578171910

, 1.279074002, 1, 124. 3070414, 2, - 72. 596901880
4,1.0931602775, 5, 121. 95622579, 23, 0. 204497240
4,1.0903036034, 5, 120. 56472847, 23, 180. 000112040
3, 1.0942454308, 5, 111. 72032168, 24, - 0. 6758734901
3
3

, 1. 0953038683, 5, 109. 21759746, 24, 119. 967608720
, 1.094302378, 5, 109. 22793286, 24, - 121. 654628170
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HF=-2237. 44590980

RMBD=9. 525e- 090

Di pol e=0. 1267453, 0. 1938213, 0. 91362110
PG=CO1[J X(C6H18N4Zn1) ] O

O

O

O

O

O

ZnCUst 200

a

1,10

Zn0d

O 1, 1.82679799940

N, 1, 2. 3597436427, 2,90. 0

N, 1, 2. 08195728, 3, 90., 2,180. O

N, 1, 2. 2339168077, 2, 90., 3, 180. O

H, 2, 0. 9677656391, 1, 116. 01388195, 3, 4. 200871260

C, 3, 1.4668918057, 1, 116. 2410609, 2, 81. 558853970

C, 3,1.2746413462, 1, 123. 34508973, 2, -82. 527414380
H, 8, 1. 0953750765, 3, 122. 60019491, 7, 0. 214191410

H, 8, 1. 0902794281, 3, 119. 94434526, 7, 180. 914812080
H, 7, 1. 0967629445, 3, 112. 51492937, 8, - 0. 00736590

H, 7, 1. 0951053149, 3, 108. 89489592, 8, 121. 373447920
H, 7, 1. 0957524299, 3, 109. 164399, 8, -121. 160260480
H, 4, 1. 0218535204, 1, 111. 55007023, 3, - 144. 808707490
H, 4, 1. 0219394652, 1, 111. 3534806, 3, - 24. 701270

H, 4, 1. 0223595358, 1, 113. 23385648, 3, 94. 855592420
C, 5, 1.4693956293, 1, 113. 08012484, 2, 38. 02472520

C, 5, 1.2739006924, 1, 126. 69331004, 2, -127. 986466990
H, 18, 1. 0941637831, 5, 122. 52374938, 17, 1. 064374470
H, 18, 1. 090731569, 5, 120. 28930861, 17, 181. 646459340
H, 17, 1. 0959212902, 5, 111. 85941973, 18, - 0. 68529350
H, 17, 1. 0930111223, 5, 107. 70565458, 18, 121. 684602190
H, 17, 1. 0952264028, 5, 108. 75843567, 18, - 121. 771554250
O

HF=-2179. 63460690

RMBD=7. 221e- 090

Di pol e=0. 3660972, 0. 0319065, - 2. 4928880
PG=C01[0 X( CAH14N301Zn1)] O

nCUSt 30

3_
O

WOOOWWNNRRRPROR
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. 5808723680

. 149367641, 2, 90. O

. 8466609847, 3, 90., 2, 180. O

. 2329893705, 2, 90., 3, 180. 0

. 3486440382, 1, 103. 94650884, 3, 37. 730749910
. 3497036016, 1, 103. 50423764, 3, 136. 0300180401
. 4707528487, 1, 112. 65261797, 2, 129. 129991260
. 2738666139, 1, 126. 05179656, 2, -67. 637370410
. 0933278179, 3, 122. 16196784, 8, - 1. 674210190
. 089988152, 3, 120. 31718054, 8, 177. 601388860
. 0953361894, 3, 111. 61167356, 9, 3. 676896960

. 0950134917, 3, 108. 88657348, 9, 124. 667759280
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1. 0936888801, 3, 107. 37040282, 9, - 117. 984767550
0.9674933419, 1, 117. 91793751, 3, - 190. 462917010
1
1

4685012461, 1, 115. 15949974, 2, 108. 449799840

, 1.2752619218, 1, 124. 14237216, 2, - 86. 428750310
7,1.0944497165, 5, 122. 26760265, 16, 0. 420724970
7,1.0896820686, 5, 120. 09063675, 16, 179. 823515690
6, 1. 0959415891, 5, 112. 11521785, 17, - 1. 350537710
6
6

, 1. 0955996735, 5, 108. 98225503, 17, 119. 549813270
, 1. 0940524285, 5, 108. 86886628, 17, - 122. 990881510

OTITTITTTXTTOOTT
PR RRPRPUOANC®

HF=-2522. 45340110

RMBD=7. 457e- 0901

Di pol e=-0. 3442818, 0. 3286536, 1. 67169310
PG=CO1[0 X(CAH13N201S1Zn1)] O

nCUSt 401

3_
O

. 13947121350

. 2013349473, 2,90. O

. 1290134747, 3, 90., 2,180. O

. 9390739397, 2, 90., 3, 180. O

. 0219984449, 1, 121. 52939236, 3, 36. 934521090

. 0452606571, 1, 99. 85686561, 3, 155. 2646336701

. 0231630026, 1, 113. 89679045, 3, -92. 163406390
. 0226440831, 1, 110. 47588004, 2, 50. 219972890

. 0217767371, 1, 116. 92216272, 2, 171. 864635270
. 0231177957, 1, 110. 78518368, 2, - 66. 5164106901
. 0249292274, 1, 102. 25176218, 3, - 183. 491420

. 0221354983, 1, 115. 5257596, 3, - 68. 374160370

. 0217664726, 1, 118. 06494296, 3, 59. 768597010

. 3084770585, 1, 132. 95336155, 2, 25. 0857552901

, 1.1013715027, 5, 113. 29104417, 1, 176. 5741856101
, 1.2305288265, 5, 126. 3197477, 16, 179. 8562718301
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HF=-2138. 21107390

RVBD=2. 322e- 090

Di pol e=3. 5739648, - 0. 5763331, - 1. 670133901
PG=C01 X( C1HION3®2zn1)] O

nCUSt 500

NoONOOOooOoOg
|
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AhWONRPRPPROR
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. 88915482801

. 4659340568, 2, 90. O

. 2032447486, 3, 90., 2,180. O

. 2429222944, 2, 90. , 3, 180. O

. 9700039211, 1, 103. 01546702, 3, 6. 344705370

. 3533232394, 1, 90. 78864053, 2, 71. 434769460

. 0205681011, 1, 119. 00696529, 3, - 250. 972089630
. 0209959397, 1, 118. 159476383, 3, - 117. 295894910
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1. 0262128042, 1, 94. 44194697, 3, - 3. 28887370

1. 4637587685, 1, 112. 17873659, 2, 26. 005702830
1.2712148768, 1, 126. 61661011, 2, - 138. 556695750

, 1. 0958989914, 5, 122. 58502702, 11, 0. 7464069301

, 1.0898446839, 5, 119. 84541668, 11, 181. 110757810
, 1.0982078851, 5, 111. 98682258, 12, 3. 428045260

, 1.094554435, 5, 107. 42785704, 12, 127. 082966810

, 1. 0955561131, 5, 108. 34124662, 12, - 117. 766861060

RRREREROOA

PR RNONC
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HF=- 2444. 6647760
RVBD=6. 065e- 090

Di pol e=- 3. 1132307, - 0. 2000031, - 2. 48648350
PG=C010] X( C2HLON201S1Zn1)] O

O

O

O

O

O

ZnCUSt 600

O

0, 10

Zn0d

O 1, 1.92962930260

S, 1, 2. 3948300264, 2, 90. O

N, 1, 2. 2828657416, 3, 90., 2, 180. O

N, 1, 2. 1949327923, 2, 90., 3,180. O

H, 2, 0. 9668607102, 1, 106. 24541341, 3, - 22. 028237640
H, 3, 1. 3484160404, 1, 91. 0720979, 2, -31. 927706710

C 4,1.4616930562, 1, 114. 88951439, 3, 60. 977170810

C 4,1.271783003, 1, 122. 53949353, 3, - 96. 98424520

H, 9, 1. 0960239487, 4, 122. 57642342, 8, 0. 774842640

H, 9, 1. 0899105537, 4, 119. 77720569, 8, 182. 110775620
H, 8, 1. 0980498747, 4, 112. 35056376, 9, -4. 77362560

H, 8, 1. 0946198097, 4, 108. 35926631, 9, 116. 284159260
H, 8, 1. 0955440238, 4, 109. 00692435, 9, - 126. 336629160
C, 5, 1.4609300827, 1, 127. 83830725, 2, 178. 074947220
C 5,1.2777633127, 1, 112. 81410643, 2, - 3. 655199790

H, 16, 1. 0971242968, 5, 121. 01823175, 15, - 0. 22421830
H, 16, 1. 0926827878, 5, 117. 46881387, 15, 179. 534712620
H, 15, 1. 0981000119, 5, 112. 01931152, 16, - 3. 448200620
H, 15, 1. 0950337985, 5, 109. 48042413, 16, 117. 590510110
H, 15, 1. 0944028586, 5, 109. 36241568, 16, - 124. 829260890
O

HF=- 2522. 07058590
RVBD=8. 658e- 09[]

Di pol e=- 2. 9018788, 0. 0406571, - 2. 4647760
PG=CO10] X( C4AHL2N201S1Zn1)] O

O

O

O

O

O

ZnCUst 70

O

0, 10

Zn0

N, 1, 2. 05471751260

N, 1, 2. 4315774529, 2,90. 0

S, 1, 2. 244492931, 3,90.,2,180. 0
O 1,2.1221061315, 2, 90., 3, 180. O
H, 2,1.0207619887, 1, 114. 62081313, 3, 61. 941094340



H, 2, 1. 0556557826, 1, 103. 19666511, 3, 179. 887140980
H, 2,1.0207714626, 1, 114. 5878313, 3, - 62. 206818880
H, 3, 1. 0201479517, 1, 128. 44110609, 2, - 0. 123256030
H, 3, 1. 0205556491, 1, 102. 94939723, 2, 124. 932132890
H, 3, 1. 0205568061, 1, 102. 91764206, 2, - 125. 146902840
H, 4, 1. 3486676244, 1, 90. 39534618, 3, -179. 981924310
C 5, 1.2796889936, 1, 131. 2491159, 2, 0. 125373540

H 13, 1. 1067712489, 5, 114. 86180463, 1, 179. 938553360
O 13, 1. 2517527677, 5, 127. 3190162, 14, 179. 99810240
O

HF=-2480. 67389690

RMSD=8. 106e- 0901

Di pol e=2. 8697818, - 0. 0019999, 1. 421686201
PG=C01[ X( C1H8N2O2S17Zn1) ] O

O

O

O

O

O

ZnCUSst 800

a

-1,10

Zn0d

O 1, 1. 87249122540

S, 1,2.6212703346, 2,90. 0

O 1,1.8464740711, 3,90., 2,180. 0

O 1,2.9162482232, 2,90., 3,180. O

H, 2, 0. 9695575559, 1, 98. 90718518, 3, - 0. 85675080

H, 3, 1. 3510411558, 1, 88. 47364311, 2, 178. 679820720
H, 4,0.9717912615, 1, 112. 24719263, 3, - 180. 380867670
C,5,1.2190345424, 1, 93. 52462369, 2, 0. 195403850

H, 9, 1. 1053548872, 5, 121. 89044862, 1, - 0. 443474870

H 9,1.1129505131, 5, 120. 04341931, 10, 179. 984437110
O

HF=- 2444. 55704060

RVBD=8. 463e- 090

Di pol e=- 3. 4479749, - 0. 0082924, 0. 72027540
PG=C010] X( CLH508S1Zn1)] O

nCUSt 901

N'ONOOOOO
S P
o
|

O

. 87395799560

. 7679875061, 2, 90. O

. 2967904212, 3, 90., 2, 180. O

. 4366850498, 2, 90., 3, 180. O

. 9731246479, 1, 99. 99469007, 3, 0. 0467598901

. 3566138642, 1, 92. 57994496, 2, 96. 329070250

. 3512557349, 1, 89. 44430573, 3, - 3. 265953820

. 450577058, 1, 126. 99384177, 2, 179. 6388888601

, 1.2708980929, 1, 112. 47997224, 2, 1. 467939260

0, 1.1031292838, 5, 122. 153547, 9, 0. 033722080

0, 1. 0913557953, 5, 117. 8066371, 9, 180. 1530138501
. 1036519439, 5, 112. 81233586, 10, 0. 219582190

. 0950851429, 5, 108. 75472937, 10, 122. 400401010
. 0953260742, 5, 108. 80507337, 10, -121. 850503050

PR RRPONNNR

ITITIITIITOOIITITZ0W
COORRPRUORMWNRRRER

e SN



O

HF=- 2786. 99509830

RVBD=7. 077e- 090

Di pol e=- 4. 0669478, - 0. 1312886, 0. 16567960
PG=C010 X( C2H8N1OLS2Zn1)] O

O

O

O

O

O

ZnCUSt 100

O

-1,10

Zn0d

S, 1, 2.36209225010

O 1, 1.9591337245,2,90.0

N, 1,2.2129711479, 3, 90., 2, 180. O

O 1,2.1197221556, 2, 90., 3, 180. O

H, 2, 1. 3513020392, 1, 89. 20207647, 3, 0. 011186150

H, 3, 0. 9713541017, 1, 115. 55122185, 2, 180. 172032550
H, 4, 1. 0364177858, 1, 105. 02484417, 3, - 180. 034326240
H, 4, 1. 018008555, 1, 111. 55517233, 3, - 60. 538990770
H, 4, 1. 0180085001, 1, 111. 51248837, 3, 60. 4823795801
C, 5, 1.2726062564, 1, 133. 11918609, 2, 179. 983571980
H 11,1.1139699019, 5,114. 01374319, 1, 180. 064923560
O, 11, 1. 2549451959, 5, 129. 14978069, 12, 179. 995732060
O

HF=- 2500. 00421870

RVBD=6. 572e- 090

Di pol e=0. 0713346, 0. 0017511, - 2. 53836320
PG=C010 X( CLH6N1C8S1Zn1)] O

g

g

g

O

O

Cdcust 10

g

2,10

b
, 1, 2.37174006870
, 1, 2. 3484671096, 2, 90. U
, 1, 2. 3522860683, 3, 90., 2, 180. O
, 1, 2. 3478915735, 2, 90., 3, 180. O
, 2, 1. 02385586, 1, 113. 14143639, 3, - 40. 31984990
,2,1.02456229, 1, 112. 80244485, 3, 79. 018336370
,2,1.02303422, 1, 113. 54172653, 3, - 161. 502868680
, 3, 1. 47653715, 1, 117. 03264534, 2, 112. 590615050
, 3, 1. 27921293, 1, 124. 34699924, 2, - 68. 700366280
, 10, 1. 09310214, 3, 121. 98471852, 9, 0. 463942240

0, 1. 09015416, 3, 120. 58152646, 9, 180. 358394940

. 09420969, 3, 111. 65491951, 10, - 0. 585102840

. 09536656, 3, 109. 21255142, 10, 120. 004548370

. 09371708, 3, 109. 26439008, 10, - 121. 507933330
. 47609074, 1, 119. 40401794, 3, 124. 153549160

. 27882861, 1, 122. 16106764, 3, -57. 649257530
,1.092982, 4, 122. 0201926, 16, 0. 418980740

, 1. 08920536, 4, 120. 40126501, 16, 180. 568592010
,1.09417169, 4, 111. 56144014, 17, 2. 174242480

, 1.09502211, 4, 109. 23219579, 17, 122. 821097790
, 1.09318302, 4, 109. 44188698, 17, - 118. 665700060

e e N e

ITIITITOOIIIITIIOONTIIITZZZ2Z2
PRPRPRPRPANOOORRPWWNNNRRRR

DO NN-"



,1.4761667, 1, 116. 95142627, 2, 108. 578171910
, 5, 1.279074, 1, 124. 3070414, 2, - 72. 596901880

, 1.09316028, 5, 121. 95622579, 23, 0. 2044972401
, 1. 0903036, 5, 120. 56472847, 23, 180. 000112040

4
4
3,1.09424543, 5, 111. 72032168, 24, - 0. 675873490
3
3

C5
C5
H, 2
H, 2
H, 2
H 2
H, 2
g

, 1. 09530387, 5, 109. 21759746, 24, 119. 967608720
, 1.09430238, 5, 109. 22793286, 24, - 121. 654628170

HF=- 625. 00662290

RVBD=5. 429e- 090

Di pol e=0. 113003, 0. 1813845, 0. 79769130
PG=C010] X( C6HL8Cd1N4) ] O

Cust 20

O

. 03507392390

. 5553399506, 2, 90. O

. 3059717252, 3, 90., 2, 180. O

. 4318286707, 2, 90., 3, 180. O

. 96776564, 1, 116. 01388195, 3, 4. 200871260

. 46689181, 1, 116. 2410609, 2, 81. 558853970

. 27464135, 1, 123. 34508973, 2, - 82. 527414380

. 09537508, 3, 122. 60019491, 7, 0. 214191410

. 09027943, 3, 119. 94434526, 7, 180. 914812080

. 09676294, 3, 112. 51492937, 8, - 0. 00736590

. 09510531, 3, 108. 89489592, 8, 121. 3734479201

. 09575243, 3, 109. 164399, 8, -121. 160260480

. 02185352, 1, 111. 55007023, 3, - 144. 808707490
. 02193947, 1, 111. 3534806, 3, - 24. 701270

. 02235954, 1, 113. 23385648, 3, 94. 8555924201

. 46939563, 1, 113. 08012484, 2, 38. 02472520

. 27390069, 1, 126. 69331004, 2, -127. 9864669901
, 1.09416378, 5, 122. 52374938, 17, 1. 064374470

, 1.09073157, 5, 120. 28930861, 17, 181. 6464593401
, 1.09592129, 5, 111. 85941973, 18, - 0. 68529350
,1.09301112, 5, 107. 70565458, 18, 121. 6846021901
, 1. 0952264, 5, 108. 75843567, 18, - 121. 771554250

ogrogoooon

PRPRPRRPUOURARMRNNNOOWWNRRRROR

~N N~ 000"

RPRRPRPRPRPRRPRRPRPRPRPONNNN

OITITITITOOIIIIIIIIOONTZZ2Z2

HF=- 567. 18292760
RVBD=4. 925e- 090

Di pol e=0. 3273931, 0. 0276192, - 2. 70756760
PG=CO1[] X( CAHL4Cd1N30O1)] O

CuUst 30

O

04653236, 3, 90., 2, 180. O
479856757, 2, 90., 3, 180. O

ZozwQroQoooOO

1

O

1,2.73110229470

1, 2.384753421, 2,90. O
1, 2.

1, 2.



H, 2, 1. 34864404, 1, 103. 94650884, 3, 37. 730749910

H, 2,1.3497036, 1, 103. 50423764, 3, 136. 030018040

C 3,1.47075285, 1, 112. 65261797, 2, 129. 129991260

C 3,1.27386661, 1, 126. 05179656, 2, - 67. 637370410
H, 9, 1.09332782, 3, 122. 16196784, 8, - 1. 674210190

H, 9, 1. 08998815, 3, 120. 31718054, 8, 177. 601388860
H, 8, 1. 09533619, 3,111. 61167356, 9, 3. 6768969601

H, 8, 1. 09501349, 3, 108. 88657348, 9, 124. 667759280
H, 8, 1. 09368888, 3, 107. 37040282, 9, - 117. 984767550
H, 4, 0. 96749334, 1, 117. 91793751, 3, - 190. 462917010
C 5, 1.46850125, 1, 115. 15949974, 2, 108. 449799841

C 5,1.27526192, 1, 124. 14237216, 2, - 86. 428750310
H, 17, 1. 09444972, 5, 122. 26760265, 16, 0. 420724970
H, 17, 1. 08968207, 5, 120. 09063675, 16, 179. 823515690
H, 16, 1. 09594159, 5, 112. 11521785, 17, - 1. 350537710
H, 16, 1. 09559967, 5, 108. 98225503, 17, 119. 549813270
H, 16, 1. 09405243, 5, 108. 86886628, 17, - 122. 990881510
g

HF=- 910. 00503530
RVBD=5. 340e- 090

Di pol e=- 0. 2989981, 0. 3359658, 1. 95921110
PG=C01[] X( C4HL3Cd1N201S1) ] O

CUst 40

O

. 35650576920

. 390217927, 2, 90. O

. 3622539602, 3, 90., 2, 180. O

. 1069718194, 2, 90., 3, 180. O

. 02199844, 1, 121. 52939236, 3, 36. 934521090
. 04526066, 1, 99. 85686561, 3, 155. 2646336701
. 023163, 1, 113. 89679045, 3, - 92. 163406390

. 02264408, 1, 110. 47588004, 2, 50. 219972890
. 02177674, 1, 116. 92216272, 2, 171. 864635270
. 0231178, 1, 110. 78518368, 2, - 66. 516410690
. 02492923, 1, 102. 25176218, 3, - 183. 491420

. 0221355, 1, 115. 5257596, 3, - 68. 374160370

. 02176647, 1, 118. 06494296, 3, 59. 768597010
. 30847706, 1, 132. 95336155, 2, 25. 0857552901
,1.1013715, 5, 113. 29104417, 1, 176. 574185610
, 1.23052883, 5, 126. 3197477, 16, 179. 856271830

RPRRPRRPRPRPRPRPRPENNNN

PRORMABRMDLOWWONNMNNRRRER

O0ITOIITIIIIIIIOZLZZQ P OQ0O0O0OD0OO
o1 o

HF=- 525. 76284170
RVBD=6. 931e- 090

Di pol e=3. 7786655, - 0. 5694451, - 1. 58650810
PG=CO10] X( CLHLOCd1N32)] O

O

g
g
O
O
Cdcust 50
g

0, 10
b



. 11285128760

. 5930310692, 2, 90. O

. 4577535471, 3, 90., 2, 180. O

. 418905144, 2, 90., 3, 180. O

. 97000392, 1, 103. 01546702, 3, 6. 344705370

. 35332324, 1, 90. 78864053, 2, 71. 434769460

. 0205681, 1, 119. 00696529, 3, - 250. 972089630

. 02099594, 1, 118. 15947633, 3, - 117. 295894910
. 0262128, 1, 94. 44194697, 3, - 3. 28887370

. 46375877, 1, 112. 17873659, 2, 26. 005702830

. 27121488, 1, 126. 61661011, 2, - 138. 556695750
, 1.09589899, 5, 122. 58502702, 11, 0. 7464069301

, 1.08984468, 5, 119. 84541668, 11, 181. 110757810
, 1.09820789, 5, 111. 98682258, 12, 3. 428045260

, 1. 09455443, 5, 107. 42785704, 12, 127. 082966810
, 1. 09555611, 5, 108. 34124662, 12, -117. 766861060

: O
PRPPRPREPROURMDMDMONRPRRR

PR RNMN-C

RPRRPRPRPRPONNNN
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HF=- 832. 21649350
RVBD=9. 134e- 090

Di pol e=- 3. 2146201, - 0. 2013092, - 2. 74631150
PG=C010] X( C2HLOCd1N201S1) ] O

CUst 601

_OQ_OI:IQI:II:II:II:II:I
O

PRPRRRUIUI000OORNMNMWNRPRREROR

ool o o~

. 15003867010

. 5375752675, 2,90. O

. 5601897038, 3, 90., 2, 180. O

. 3512722344, 2, 90., 3, 180. O

. 96686071, 1, 106. 24541341, 3, - 22. 028237640

. 34841604, 1, 91. 0720979, 2, -31. 927706710

. 46169306, 1, 114. 88951439, 3, 60. 977170810

. 271783, 1, 122. 53949353, 3, - 96. 98424521

. 09602395, 4, 122. 57642342, 8, 0. 774842640

. 08991055, 4, 119. 77720569, 8, 182. 110775620

. 09804987, 4, 112. 35056376, 9, - 4. 77362560

. 09461981, 4, 108. 35926631, 9, 116. 284159260

. 09554402, 4, 109. 00692435, 9, - 126. 336629160
. 46093008, 1, 127. 83830725, 2, 178. 074947220

. 27776331, 1, 112. 81410643, 2, - 3. 6551997901
,1.0971243, 5, 121. 01823175, 15, - 0. 22421830
,1.09268279, 5, 117. 46881387, 15, 179. 534712620
, 1.09810001, 5, 112. 01931152, 16, - 3. 4482006201
, 1. 0950338, 5, 109. 48042413, 16, 117. 590510110
, 1.09440286, 5, 109. 36241568, 16, - 124. 829260890

PRRPRRPRPRPRPRRPRPONNNN

OITITITITOOIITIIITOOIIZZW0M

HF=- 909. 62379310

RVBD=7. 934e- 0900

Di pol e=- 3. 0414707, 0. 0305462, - 2. 73120660
PG=C010] X( C4AHL2Cd1N201S1) ] O

O

O
g
g
g
Cdcust 70



g

0, 10

CdO

N, 1, 2. 27700304870

N, 1, 2. 6244365032, 2, 90. O

S, 1, 2. 4335199643, 3, 90., 2, 180. O

O 1, 2. 2583491531, 2, 90., 3, 180. O

H 2,1.02076199, 1, 114. 62081313, 3, 61. 941094340
H, 2, 1. 05565578, 1, 103. 19666511, 3, 179. 887140980
H, 2,1. 02077146, 1, 114. 5878313, 3, - 62. 206818880
H, 3, 1. 02014795, 1, 128. 44110609, 2, - 0. 123256030
H, 3, 1. 02055565, 1, 102. 94939723, 2, 124. 932132890
H, 3, 1. 02055681, 1, 102. 91764206, 2, - 125. 146902840
H, 4, 1. 34866762, 1, 90. 39534618, 3, - 179. 981924310
C 5,1.27968899, 1, 131. 2491159, 2, 0. 125373540

H, 13, 1. 10677125, 5, 114. 86180463, 1, 179. 938553360
O 13, 1. 25175277,5, 127. 3190162, 14, 179. 99810240
g

HF=- 868. 22892570
RVBD=7. 633e- 090

Di pol e=3. 1448495, - 0. 0020835, 1. 56396270
PG=CO1[] X( CLH8Cd1N202S1)] O

g

g

O

U

g

Cdcust 80

g

-1, 10

O

O 1, 2.10804090490

S, 1,2.7132279741, 2, 90. O

O 1, 2. 0804995023, 3, 90., 2, 180. O

0O 1, 2. 9620024859, 2, 90., 3, 180. O

H, 2, 0. 96955756, 1, 98. 90718518, 3, - 0. 85675080

H, 3, 1. 35104116, 1, 88. 47364311, 2, 178. 679820720
H, 4,0.97179126, 1, 112. 24719263, 3, - 180. 380867670
C 5,1.21903454, 1, 93. 52462369, 2, 0. 195403850

H, 9, 1. 10535489, 5, 121. 89044862, 1, - 0. 443474870
H, 9, 1. 11295051, 5, 120. 04341931, 10, 179. 984437110
U

HF=- 832. 10495350

RMSD=8. 548e- 090

Di pol e=-3. 3921023, - 0. 0081192, 0. 7010780
PG=C01[0 X(C1H5Cd108S1) ] O

2.11000224430

2.8212194663, 2, 90. O

, 2.5073491048, 3, 90., 2,180. O
2.5979459462, 2, 90., 3, 180. O

0. 97312465, 1, 99. 99469007, 3, 0. 046759890
1. 35661386, 1, 92. 57994496, 2, 96. 329070250



1. 35125573, 1, 89. 44430573, 3, - 3. 2659538201

1. 45057706, 1, 126. 99384177, 2, 179. 638888860
1. 27089809, 1, 112. 47997224, 2, 1. 467939260

, 1.10312928, 5, 122. 153547, 9, 0. 033722080

, 1. 0913558, 5, 117. 8066371, 9, 180. 153013850
1.10365194, 5, 112. 81233586, 10, 0. 219582190

1. 09508514, 5, 108. 75472937, 10, 122. 400401010
1. 09532607, 5, 108. 80507337, 10, -121. 850503050

OCOORLrEFLUION
oo - -

OITIrTTITITOOT

HF=- 1174. 55073770
RVBD=6. 480e- 090

Di pol e=- 4. 0544896, - 0. 1270459, 0. 20122650
PG=C010] X( C2H8Cd1NLOLS2) ] O

a

O

U

g

g

CdCust 1000

O

-1, 10

o

S, 1, 2. 5415073840

O 1,2.17190284009, 2, 90. O

N, 1, 2. 4207210464, 3, 90., 2, 180. O

0O 1, 2. 2856398568, 2, 90., 3, 180. O

H, 2,1.35130204, 1, 89. 20207647, 3, 0. 011186150

H, 3, 0. 9713541, 1, 115. 55122185, 2, 180. 172032550
H 4,1.03641779, 1, 105. 02484417, 3, - 180. 0343262401
H, 4, 1. 01800855, 1, 111. 555172383, 3, - 60. 538990770
H, 4, 1. 0180085, 1, 111. 51248837, 3, 60. 482379580

C 5,1.27260626, 1, 133. 11918609, 2, 179. 9835719801
H 11, 1.1139699, 5, 114. 01374319, 1, 180. 064923560
O 11, 1. 2549452, 5, 129. 14978069, 12, 179. 995732060
O

HF=- 887. 55753670

RVBD=8. 759e- 090

Di pol e=0. 2279684, 0. 0017106, - 2. 60066890
PG=C010] X( CLH6Cd1NLC8S1) ] O

Cust 10

ZdhoOZooooO

. 45921987910

. 3620684106, 2, 90. O

. 4315789033, 3, 90., 2, 180. O

. 3605611815, 2, 90., 3, 180. O

. 02385586, 1, 113. 14143639, 3, -40. 319849901

. 02456229, 1, 112. 80244485, 3, 79. 0183363701

. 02303422, 1, 113. 54172653, 3, - 161. 502868680
. 47653715, 1, 117. 03264534, 2, 112. 590615050
, 1.27921293, 1, 124. 34699924, 2, - 68. 700366280
0, 1. 09310214, 3, 121. 98471852, 9, 0. 4639422401

0, 1. 09015416, 3, 120. 58152646, 9, 180. 358394940
. 09420969, 3, 111. 65491951, 10, - 0. 585102840
. 09536656, 3, 109. 21255142, 10, 120. 004548370

PR RRPERENNNN

ITITITOOIITIITZZZ2Z
COREPWWNNNRRERPRE

N



1. 09371708, 3, 109. 26439008, 10, - 121. 507933330
1. 47609074, 1, 119. 40401794, 3, 124. 153549160
1.27882861, 1, 122. 16106764, 3, - 57. 649257530

NNNNNOOORERPRPRPRERPRADRMO

WwWwhrh-

%,1.092982,4,122.0201926,16,0.41898074D

7,1.08920536, 4, 120. 40126501, 16, 180. 568592010
6, 1.09417169, 4, 111. 56144014, 17, 2. 174242480
6
6

, 1.09502211, 4, 109. 23219579, 17, 122. 821097790
1. 09318302, 4, 109. 44188698, 17, -118. 665700060
. 4761667, 1, 116. 95142627, 2, 108. 578171910

. 279074, 1, 124. 3070414, 2, - 72. 596901880

, 1.09316028, 5, 121. 95622579, 23, 0. 204497240

, 1. 0903036, 5, 120. 56472847, 23, 180. 000112040

, 1.09424543, 5, 111. 72032168, 24, - 0. 6758734901

, 1. 09530387, 5, 109. 21759746, 24, 119. 967608720
, 1. 09430238, 5, 109. 22793286, 24, - 121. 654628170

e

OIITTITTITOOITIITIIIITOOT

HF=- 611. 82366050
RVBD=5. 354e- 090

Di pol e=0. 1006511, 0. 1669235, 0. 51838570
PG=CO10] X( C6H18Hg1N4)] O

Cust 20

ogrogooooog
O

1,2.01387421040
N, 1, 2. 8428419509, 2, 90. O
N, 1, 2. 2150022903, 3, 90., 2, 180. O
N, 1, 2. 6430792064, 2, 90., 3,180. O
H, 2, 0.96776564, 1, 116. 01388195, 3, 4. 200871260
C 3,1.46689181, 1, 116. 2410609, 2, 81. 5588539701
C 3,1.27464135, 1, 123. 34508973, 2, - 82. 527414380
H, 8, 1. 09537508, 3, 122. 60019491, 7, 0. 214191410
H, 8, 1. 09027943, 3, 119. 94434526, 7, 180. 914812080
H 7,1.09676294, 3, 112. 51492937, 8, - 0. 007365901
H, 7, 1. 09510531, 3, 108. 89489592, 8, 121. 373447920
H, 7, 1. 09575243, 3, 109. 164399, 8, -121. 160260480
H, 4, 1. 02185352, 1, 111. 55007023, 3, - 144. 8087074901
H 4,1.02193947, 1, 111. 3534806, 3, - 24. 701270
H, 4,1.02235954, 1, 113. 23385648, 3, 94. 855592421
C 5, 1.46939563, 1, 113. 08012484, 2, 38. 024725201
C 5,1.27390069, 1, 126. 69331004, 2, - 127. 986466990
H, 18, 1. 09416378, 5, 122. 52374938, 17, 1. 064374470
H, 18, 1. 09073157, 5, 120. 28930861, 17, 181. 646459340
H 17, 1. 09592129, 5, 111. 85941973, 18, - 0. 68529350
H 17,1.09301112, 5, 107. 70565458, 18, 121. 684602190
H, 17, 1. 0952264, 5, 108. 75843567, 18, - 121. 771554250
U

HF=- 554. 00660560
RVBD=9. 536e- 090

Di pol e=0. 250376, 0. 0222235, - 2. 55162870
PG=CO10] X( CAH14Hg1N30O1)] O

Ooooodg



HgCUSt 30

=0

O

. 58829161060

. 5696321019, 2,90. O

. 0402599078, 3, 90., 2, 180. O

. 7352258392, 2, 90., 3, 180. O

. 34864404, 1, 103. 94650884, 3, 37. 730749910

. 3497036, 1, 103. 50423764, 3, 136. 030018040

. 47075285, 1, 112. 65261797, 2, 129. 129991260

. 27386661, 1, 126. 05179656, 2, - 67. 637370410

. 09332782, 3, 122. 16196784, 8, -1. 674210190

. 08998815, 3, 120. 31718054, 8, 177. 6013888601

. 09533619, 3, 111. 61167356, 9, 3. 676896960

. 09501349, 3, 108. 88657348, 9, 124. 667759280

. 09368888, 3, 107. 37040282, 9, - 117. 984767550
. 96749334, 1, 117. 91793751, 3, - 190. 462917010
. 46850125, 1, 115. 15949974, 2, 108. 449799840

. 27526192, 1, 124. 14237216, 2, - 86. 428750310

, 1.09444972,5, 122. 26760265, 16, 0. 420724970

, 1.08968207, 5, 120. 09063675, 16, 179. 823515690
, 1.09594159, 5, 112. 11521785, 17, - 1. 350537710
, 1. 09559967, 5, 108. 98225503, 17, 119. 549813270
, 1. 09405243, 5, 108. 86886628, 17, - 122. 990881510

; ozug
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HF=- 896. 82774810
RVBD=6. 731e- 090

Di pol e=- 0. 2147406, 0. 3647959, 1. 96079720
PG=C010] X( C4AHL3Hg1N201S1) | O

CUSt 400

zIPrOZO0OO0OO00O0O
O

. 47223425480

. 3650627918, 2, 90. O

. 480180804, 3, 90., 2, 180. O

. 1299948122, 2, 90., 3, 180. O

. 02199844, 1, 121. 52939236, 3, 36. 9345210901
. 04526066, 1, 99. 85686561, 3, 155. 2646336701
. 023163, 1, 113. 89679045, 3, -92. 163406390

. 02264408, 1, 110. 47588004, 2, 50. 2199728901
. 02177674, 1, 116. 92216272, 2, 171. 864635270
. 0231178, 1, 110. 78518368, 2, - 66. 5164106901
. 02492923, 1, 102. 25176218, 3, - 183. 491420

. 0221355, 1, 115. 5257596, 3, - 68. 374160370

. 02176647, 1, 118. 06494296, 3, 59. 768597010
. 30847706, 1, 132. 95336155, 2, 25. 0857552901
, 1.1013715, 5, 113. 29104417, 1, 176. 574185610
, 1.23052883, 5, 126. 3197477, 16, 179. 8562718301

I IITITOZZ
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HF=- 512. 574910
RVBD=9. 053e- 090

Di pol e=3. 5056685, - 0. 5009055, - 1. 40698330
PG=C010] X( CLHLOHg1N3CR) ] O

O



CUSt 50

_OE_OI:I&I:II:II:II:I
O

PRPREPRPUOUMDMRMNWONRRRPOR

PR RNONC

. 17599843590

. 6046230323, 2,90. O

. 5743997281, 3, 90., 2, 180. O

. 4751559202, 2, 90., 3, 180. O

. 97000392, 1, 103. 01546702, 3, 6. 344705370

. 35332324, 1, 90. 78864053, 2, 71. 434769460

. 0205681, 1, 119. 00696529, 3, - 250. 972089630

. 02099594, 1, 118. 15947633, 3, - 117. 2958949101
. 0262128, 1, 94. 44194697, 3, - 3. 28887370

. 46375877, 1, 112. 17873659, 2, 26. 005702830

. 27121488, 1, 126. 61661011, 2, - 138. 556695750
, 1. 09589899, 5, 122. 58502702, 11, 0. 746406930

, 1.08984468, 5, 119. 84541668, 11, 181. 110757810
, 1.09820789, 5, 111. 98682258, 12, 3. 428045260

, 1.09455443, 5, 107. 42785704, 12, 127. 082966810
, 1. 09555611, 5, 108. 34124662, 12, -117. 7668610601

PRRPRPRPRPONNNDN

OTITITITITOOIIIIITZZ0]

HF=- 819. 0388090

RVBD=7. 672e- 0900

Di pol e=- 2. 920334, - 0. 2145352, - 2. 60772980
PG=C010] X( C2HLOHg1N201S1) ] O

CuUst 600

_O&_OI:I&I:II:IDDI:I
O

PRPPRPRRPRUIUIO0MOOORMDNWNRRREOR

oo o o

. 26305098970

. 4679632155, 2, 90. O

. 0187682644, 3, 90., 2, 180. O

. 2860131725, 2, 90., 3, 180. O

. 96686071, 1, 106. 24541341, 3, - 22. 028237640

. 34841604, 1, 91. 0720979, 2, - 31. 927706710

. 46169306, 1, 114. 88951439, 3, 60. 977170810

. 271783, 1, 122. 53949353, 3, - 96. 9842452[]

. 09602395, 4, 122. 57642342, 8, 0. 774842640

. 08991055, 4, 119. 77720569, 8, 182. 110775620

. 09804987, 4, 112. 35056376, 9, -4. 77362560

. 09461981, 4, 108. 35926631, 9, 116. 284159260

. 09554402, 4, 109. 00692435, 9, - 126. 336629160
. 46093008, 1, 127. 83830725, 2, 178. 0749472200

. 27776331, 1, 112. 81410643, 2, - 3. 6551997901
,1.0971243, 5, 121. 01823175, 15, - 0. 22421830
,1.09268279, 5, 117. 46881387, 15, 179. 534712620
, 1.09810001, 5, 112. 01931152, 16, - 3. 448200620
, 1. 0950338, 5, 109. 48042413, 16, 117. 590510110
, 1. 09440286, 5, 109. 36241568, 16, - 124. 829260890

RPRPRRPRPRPRPRPRRPRREPRPONWNN

OITITITITOOIITIIIITOOIITZZWD

HF=- 896. 44914550
RMSD=8. 088e- 090



Di pol e=- 2. 6171975, 0. 0130814, - 2. 43878490
PG=C010] X( CAHL2Hg1N201S1) ] O

O

O

O

O

O

HgCUst 70

O

0,10

HgO

N, 1, 2. 23588156870

N, 1, 2. 97784419, 2, 90. O

S, 1, 2. 3891956774, 3, 90. , 2, 180. O

O 1, 2. 3578063678, 2, 90. , 3, 180. O

H, 2, 1. 02076199, 1, 114. 62081313, 3, 61. 941094340
H, 2, 1. 05565578, 1, 103. 19666511, 3, 179. 887140980
H, 2, 1. 02077146, 1, 114. 5878313, 3, - 62. 206818880
H, 3, 1. 02014795, 1, 128. 44110609, 2, - 0. 123256030
H, 3, 1. 02055565, 1, 102. 94939723, 2, 124. 932132890
H, 3, 1. 02055681, 1, 102. 91764206, 2, - 125. 146902840
H, 4, 1. 34866762, 1, 90. 39534618, 3, - 179. 981924310
C, 5, 1.27968899, 1, 131. 2491159, 2, 0. 125373540

H, 13, 1. 10677125, 5, 114. 86180463, 1, 179. 938553360
0,13, 1. 25175277, 5, 127. 3190162, 14, 179. 99810240
O

HF=- 855. 05857320

RVBD=8. 407e- 090

Di pol e=3. 1010553, - 0. 0021572, 1. 17888010
PG=C010] X( CLH8Hg1N202S1)] O

O
O

O

O

O

HgCUSt 801

O

-1, 10

HgOl

O 1, 2. 09361679030

S, 1, 2.8475118461, 2, 90. O

O 1, 2. 0687687388, 3, 90. , 2, 180. [

O 1, 3. 2579248979, 2, 90. , 3, 180. [

H, 2, 0. 96955756, 1, 98. 90718518, 3, - 0. 85675080

H, 3, 1. 35104116, 1, 88. 47364311, 2, 178. 679820720
H, 4,0.97179126, 1, 112. 24719263, 3, - 180. 380867670
C, 5, 1. 21903454, 1, 93. 52462369, 2, 0. 195403850

H, 9, 1. 10535489, 5, 121. 89044862, 1, - 0. 443474870

H 9, 1. 11295051, 5, 120. 04341931, 10, 179. 984437110
O

HF=- 818. 93650730

RVBD=7. 835e- 090

Di pol e=- 3. 6128803, - 0. 0082232, 0. 63322780
PG=C01[] X( CLH5SHg108S1)] O

CuUst 900
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OFp
g

-

O

. 09852503370

. 9811779372, 2,90. O

. 4305285966, 3, 90., 2, 180. O

. 0211565466, 2, 90., 3, 180. O

. 97312465, 1, 99. 99469007, 3, 0. 0467598901

. 35661386, 1, 92. 57994496, 2, 96. 329070250

. 35125573, 1, 89. 44430573, 3, - 3. 265953820

. 45057706, 1, 126. 99384177, 2, 179. 638888860
, 1.27089809, 1, 112. 47997224, 2, 1. 467939260

0, 1.10312928, 5, 122. 153547, 9, 0. 033722080

0, 1. 0913558, 5, 117. 8066371, 9, 180. 153013850

. 10365194, 5, 112. 81233586, 10, 0. 219582190

. 09508514, 5, 108. 75472937, 10, 122. 400401010
. 09532607, 5, 108. 80507337, 10, - 121. 850503050

PRPPRPEPRPOWNDNDN

OITITITITITOOIITZ0OW0W
©COORRPRUORNWNRRRER
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HF=- 1161. 38541960
RVBD=8. 024e- 0901

Di pol e=- 4. 1669628, - 0. 1159058, - 0. 00568920
PG=C010] X( C2H8Hg1N101S2)] O

O
O

O

O

O

HgCUSt 100

O

-1,10

Hg Ol

S, 1, 2. 543586645300

O 1, 2. 2456793219, 2, 90. [

N, 1, 2. 4753932947, 3, 90. , 2, 180. O

O 1, 2. 3721239354, 2, 90. , 3, 180. O

H, 2, 1. 35130204, 1, 89. 20207647, 3, 0. 011186150

H, 3,0.9713541, 1, 115. 55122185, 2, 180. 172032550
H, 4, 1. 03641779, 1, 105. 02484417, 3, - 180. 034326240
H, 4, 1. 01800855, 1, 111. 55517233, 3, - 60. 53899077[]
H, 4, 1. 0180085, 1, 111. 51248837, 3, 60. 482379580

C 5,1.27260626, 1, 133. 11918609, 2, 179. 983571980
H 11, 1.1139699, 5, 114. 01374319, 1, 180. 064923560
O, 11, 1. 2549452, 5, 129. 14978069, 12, 179. 995732060
O

HF=- 874. 37534790
RVBD=6. 237e- 0901

Di pol e=0. 599328, 0. 0017083, - 2. 23213930
PG=C010] X( CLH6Hg1N108S1)] O

CoZNSt 10

O

2,40

Coll

N, 1, 2. 08886603560



. 10207213, 2, 109. 471220630

. 0485504321, 2, 109. 47122063, 3, 120. O

. 0492092669, 2, 109. 47122063, 3, -120. O

. 02442568, 1, 114. 16934879, 3, 56. 111341870

. 02431536, 1, 112. 8222358, 3, 176. 390932650

. 02473646, 1, 112. 87129375, 3, - 64. 396519980
. 0243902, 1, 114. 36800519, 2, 17. 494382301

. 0236021, 1, 114. 33682581, 2, 139. 1461519901

. 02467028, 1, 111. 47340786, 2, - 101. 973307020
. 4796565, 1, 116. 67325199, 2, 62. 281723770

, 1. 2796595, 1, 125. 07331685, 2, - 116. 133593390
3, 1. 09239633, 4, 121. 87066204, 12, 0. 762248530
3, 1. 0885295, 4, 120. 70028833, 12, 180. 937685480
2,1.09367396, 4, 111. 56535168, 13, -4. 418110740
2
2

RPRRPRPRPRPRRLNNN

, 1. 09488936, 4, 109. 08722872, 13, 115. 9015768901
1. 09376459, 4, 109. 44005502, 13, - 125. 492297530
. 47809496, 1, 119. 14155561, 2, 24. 955573760

. 28032309, 1, 122. 28376136, 2, - 156. 295732880

, 1.0924549, 5, 121. 79979793, 19, - 0. 164858670
,1.0892177, 5, 120. 36358217, 19, 179. 803965260

, 1.09375511, 5, 111. 53355688, 20, - 0. 195005880

, 1.09456055, 5, 109. 22816531, 20, 120. 226182401

, 1.09487607, 5, 109. 33291293, 20, - 120. 7939330201

1
1
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HF=- 1763. 48737590

S2=3. 7563940

S2-1=0. O

S2A=3. 7500190

RVBD=9. 712e- 090

Di pol e=1. 0093965, - 0. 1907673, 0. 30414390
PG=C010] X( C4H16Co1N4) ] O

ZNSt 20

O

. 01733027210

. 0929634481, 2, 109. 471220630

. 0870686981, 2, 109. 47122063, 3, 120. O

. 9124617749, 2, 109. 47122063, 3, -120. O

. 97094331, 1, 131. 12865202, 3, - 3. 640116480

. 01922353, 1, 95. 25479326, 3, 119. 231320560

. 02320618, 1, 109. 53177164, 2, -57. 355208370
. 02208298, 1, 116. 72419391, 2, 63. 645570270

. 02309517, 1, 111. 10269384, 2, 186. 381145720
. 02333954, 1, 110. 89531971, 2, 11. 36467750

. 02346664, 1, 108. 67023837, 2, 127. 853370580
. 02156219, 1, 117. 17428168, 2, - 111. 152529710
. 30044135, 1, 115. 69395984, 2, - 0. 5098355901

, 1.09865482, 5, 114. 56874068, 1, 179. 956960671
, 1.24152592, 5, 125. 74621316, 15, 180. 113801720

PRUORMARMDWWWNNRRERPE
PRRPRPRRPRRRRPRORNNN

OO0TOIIIIIIIIOZZOQFR OO
NN

HF=-1761. 53179860
S2=3. 7552490
S2-1=0. 0

S2A=3. 7500130
RMSD=8. 197e- 090



Di pol e=1. 8451535, - 2. 4213155, - 1. 0383540
PG=C010] X( CLHOCo1N2C8) ] O

ZNSt 300

O

. 07506380180

. 0084429425, 2, 109. 471220630

. 0724608496, 2, 109. 47122063, 3, 120. O

. 9057098267, 2, 109. 47122063, 3,-120. O

. 97288446, 1, 127. 54275879, 3, - 23. 799890601

. 97476752, 1, 117. 45730466, 3, 121. 555272630
. 02174299, 1, 95. 11256783, 2, - 116. 540274150
. 9714419, 1, 131. 17702724, 2, 5. 821006240

. 02239336, 1, 115. 9542546, 2, - 2. 860831530

. 02355354, 1, 108. 38008344, 2, 117. 067400930
. 02307434, 1, 111. 79049427, 2, - 125. 70539970
. 30261568, 1, 115. 78749587, 2, 117. 547821260
, 1.09837764, 5, 114. 42672255, 1, 180. 159275160
, 1. 24018073, 5, 125. 69063459, 14, 180. 216634320

PRPRRPPRPORFRPOORFRLNDNDN

PRPO~MRD_MOONNRRERRERE

O0INIIIIIITIOZOOQROQOOODOD
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HF=- 1781. 39086510
S2=3. 7548550

S2-1=0. 0O

S2A=3. 7500110

RVBD=9. 938e- 090

Di pol e=-0. 1960301, - 2. 2160193, 1. 86263840
PG=C010] X( CLH8Co1NL®4)] O

ZNSt 40

Os
O

. 47460017210

. 0864179643, 2, 109. 471220630

. 9309905091, 2, 109. 47122063, 3, 120. O

. 045586354, 2, 109. 47122063, 3, -120. O

. 35149394, 1, 96. 06934422, 3, - 164. 944560950
. 35467569, 1, 88. 2239449, 3, - 71. 081838720

. 02190648, 1, 113. 71655382, 2, - 173. 665475460
. 02131928, 1, 119. 41618834, 2, - 45. 919891020
. 02599938, 1, 101. 35131407, 2, 71. 8155399801

. 29847211, 1, 106. 5027002, 2, - 63. 351727680

, 1.09977995, 4, 115. 32467539, 1, 180. 371637330
1. 24157909, 4, 123. 4649005, 12, 180. 0759254501
. 4690867, 1, 122. 63723218, 2, 60. 797052650

. 27887392, 1, 117. 63054214, 2, - 119. 668296170
, 1.09319261, 5, 121. 64432207, 14, 0. 111699670
, 1.0893423, 5, 119. 6099667, 14, 180. 051901680
,1.09481644, 5, 111. 68339335, 15, 0. 100045360
, 1.09449096, 5, 109. 19650247, 15, 121. 13778480
, 1. 094641, 5, 109. 13960632, 15, - 120. 772184990

OINIIIIIZOZLOrLrDOQDOOoOd
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O
HF=- 2161. 89997450

S2=3. 7574220

S2-1=0.0

S2A=3. 7500250

RVBD=6. 692e- 090

Di pol e=0. 1339537, 2. 0587145, - 0. 5413320
PG=C0100 X( C3HL1Co1N202S1)] O

N
o
[(6)]
O

O

. 08432478170

. 0844381425, 2, 109. 471220630

. 9493795555, 2, 109. 47122063, 3, 120. O

. 9494378847, 2, 109. 47122063, 3,-120. O

. 03559668, 1, 97. 90476108, 3, - 115. 142454650
. 01993366, 1, 112. 72120504, 3, 130. 455882640
. 01865135, 1, 119. 43529174, 3, 2. 317012940

. 03564876, 1, 97. 87339203, 2, - 115. 482243330
. 01865842, 1, 119. 38861174, 2, 1. 881424990

. 01991003, 1, 112. 80130674, 2, 130. 075027730
. 29121875, 1, 119. 93758563, 2, -5. 2730777601
,1 10502965, 4, 113. 75768691, 1, 179. 010572260
,1.24171014, 4, 127. 14734682, 1, - 0. 996095020
1 2912072, 1, 119 94848738, 2, 115. 177223420

, 1.10502592, 5, 113. 75785918, 1, 178. 755955290
,1.24171186, 5, 127. 1502969, 16, 180. 028508441

PRPRREPRRPRRNON

DOTIONQOINIIIIIIOOZZQOOQUOOOD
oo

HF=- 1874. 54297010
S2=3. 7556160

S2-1=0. 0O

S2A=3. 7500150

RVBD=7. 469e- 090

Di pol e=1. 5278116, 0. 002767, 1. 08463530
PG=CO10] X( C2H8Co1N204) ] O

ZNSt 60

O»
O

. 43942800740

. 4391906711, 2, 109. 471220630

. 9314603917, 2, 109. 47122063, 3, 120. O

. 9299000316, 2, 109. 47122063, 3, -120. O

. 38163488, 1, 79. 86205016, 3, - 125. 740091160
. 35163013, 1, 96. 26799792, 3, - 33. 3059479901
. 3816, 1, 79. 76133275, 2, - 117. 483901860

. 3516, 1, 93. 30923331, 2, 148. 579203310

. 29071169, 1, 123. 55601327, 2, 6. 091805480

, 1.10336764, 4, 113. 85514644, 1, 177. 3174303701
, 1. 24276687, 4, 127. 38248639, 1, - 2. 713991350
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PR R R R R RN

PRPRAWWOWNNRRRPR

(oNehy



C, 5, 1.28915861, 1, 123. 41582602, 2, 116. 909152210
H, 13, 1. 10314255, 5, 113. 94759476, 1, 179. 928469390
O 13, 1. 24429984, 5, 127. 38196656, 14, 180. 091324960
O

HF=- 2560. 188402[]

S2=3. 7573180

S2-1=0. O

S2A=3. 7500250

RVBD=7. 993e- 090

Di pol e=0. 8587331, - 0. 3385929, 0. 23442460
PG=C01[] X( C2H6Co104S2) ] O

ZNSt 70

O

. 88760043340

. 893152587, 2, 109. 471220630

. 1362457851, 2, 109. 47122063, 3, 120. O

. 092299542, 2, 109. 47122063, 3, -120. O

. 96815058, 1, 119. 91367715, 3, - 187. 85880220

. 96956331, 1, 105. 18571038, 2, - 1. 1886587401

. 01872976, 1, 123. 15206419, 2, 119. 403260870

. 02097799, 1, 103. 73336664, 2, 242. 1040852901

. 01998215, 1, 105. 14868295, 2, -5. 138772450

. 45694664, 1, 125. 09840467, 2, -51. 661807860

. 27438729, 1, 113. 40578598, 2, - 244. 607487810
, 1.09664822, 5, 121. 98192453, 11, - 1. 032447580
, 1.09090322, 5, 118. 36094952, 11, 177. 638661260
, 1.09847407, 5, 112. 43955543, 12, 1. 353751250

, 1.09571246, 5, 109. 24073316, 12, 122. 8255149901
, 1.09498189, 5, 108. 46902993, 12, - 119. 853439730
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HF=-1725. 13353770

S2=3. 7597580

S2-1=0. 0

S2A=3. 7500380

RVBD=2. 788e- 090

Di pol e=-2. 697824, 0. 1869475, - 1. 36028970
PG=C010 X( C2H10Co1N2Q2) ] O

N
o
(o]
(|

O

. 43996436710

. 0754898644, 2, 109. 471220630

. 9492751575, 2, 109. 47122063, 3, 120. O

. 9344392157, 2, 109. 47122063, 3,-120. O

. 43163488, 1, 77. 13840245, 3, -128. 175040820
. 35163013, 1, 96. 95911806, 3, - 36. 838050

. 03733852, 1, 97. 54654413, 2, - 117. 580863201
. 01882487, 1, 118. 39594959, 2, - 1. 218409770
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H, 3, 1. 02010264, 1, 114. 05013256, 2, 127. 600974680

C 4, 1.28452295, 1, 121. 96223347, 2, 9. 3852835301

H 11, 1. 10296596, 4, 114. 55752691, 1, 175. 965187850
O 11, 1. 24907245, 4, 127. 39697748, 1, - 4. 158637110
C 5,1.29262228, 1, 120. 08902168, 2, 116. 695241330
H, 14, 1. 10425989, 5, 113. 61980985, 1, 180. 0342249201
O 14, 1. 24083007, 5, 127. 11559119, 15, 180. 107154110
g

HF=- 2217. 36568530

S2=3. 7564530

S2-1=0. O

S2A=3. 7500190

RVBD=7. 860e- 090

Di pol e=1. 5738177, - 0. 7300202, 0. 30192760
PG=C010 X( C2H7Co1N1O4S1) ] O

ZNSt 90

N
O

. 92666506020

. 9236338198, 2, 109. 471220630

. 4106127425, 2, 109. 47122063, 3, 120. O

. 0730435963, 2, 109. 47122063, 3,-120. O

. 96969148, 1, 103. 66933231, 3, - 116. 4463452301

. 97083858, 1, 101. 51299369, 2, 7. 324447240

. 3520271, 1, 89. 8894525, 2, - 124. 89920940

. 45162008, 1, 115. 84667301, 2, 51. 0609149201

. 26881885, 1, 122. 67778355, 2, - 128. 3820885901

, 1.09992247, 5, 122. 15918362, 9, 0. 123380990

, 1. 09099503, 5, 118. 29662417, 9, 180. 261778160
1.10195253, 5, 112. 73836302, 10, 1. 030109740

, 1.09537352, 5, 107. 9883618, 10, 123. 231616440
1. 09539491, 5, 108. 05158913, 10, - 120. 9529510901

S _____O_OQ;I:IQI:II:II:II:ID
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HF=-2067. 4454710

S2=3. 7658450

S2-1=0. 0

S2A=3. 7500880

RMSD=8. 603e- 0901

Di pol e=-1. 2822427, 2. 8627177, -0. 66983720
PG=C01[J X(C2H8Co1N1O2S1) ] O

ZNSt 100

N
|

. 95867349960

. 9578908546, 2, 109. 471220630

. 9495420827, 2, 109. 47122063, 3, 120. U

. 3358226567, 2, 109. 47122063, 3,-120. O

. 97076301, 1, 103. 56159834, 3, - 137. 219199610
. 97077605, 1, 103. 88683657, 2, - 221. 16341430
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4,0.96973292, 1, 102. 21060079, 2, -62. 1126481801
,5,1.01763487, 1, 107. 56225512, 2, 118. 7454632901
5,1.01763892, 1, 107. 62403392, 2, 0. 4692212901
5,1.01729358, 1, 111. 96105841, 2, 239. 579536920

HF=- 1667. 01917860

S2=3. 7610530

S2-1=0. 0O

S2A=3. 7500490

RVBD=4. 150e- 090

Di pol e=- 1. 5430125, 1. 5635648, - 1. 12159860
PG=C010] X( ColH6N1CB) ] O

ZNSt 10

Zzbhbozooooo
O

. 19343798650

. 0710723226, 2, 109. 471220630

. 0184626863, 2, 109. 47122063, 3, 120. O

. 0073801038, 2, 109. 47122063, 3, -120. O

. 02442568, 1, 114. 16934879, 3, 56. 1113418701

. 02431536, 1, 112. 8222358, 3, 176. 390932650

. 02473646, 1, 112. 87129375, 3, - 64. 3965199801
. 0243902, 1, 114. 36800519, 2, 17. 49438230

. 0236021, 1, 114. 33682581, 2, 139. 146151990

. 02467028, 1, 111. 47340786, 2, - 101. 973307020
. 4796565, 1, 116. 67325199, 2, 62. 281723770

, 1.2796595, 1, 125. 07331685, 2, - 116. 133593390]
3, 1. 09239633, 4, 121. 87066204, 12, 0. 762248530
3, 1. 0885295, 4, 120. 70028833, 12, 180. 937685480
2,1.09367396, 4, 111. 56535168, 13, -4. 418110740
2
2

PRRPNNUOUUORRPRRPEPREPADMWOWWWONNNRRERRER
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, 1.09488936, 4, 109. 08722872, 13, 115. 9015768901
, 1. 09376459, 4, 109. 44005502, 13, - 125. 4922975301
1. 47809496, 1, 119. 14155561, 2, 24. 955573760

1. 28032309, 1, 122. 28376136, 2, - 156. 295732880

, 1.0924549, 5, 121. 79979793, 19, - 0. 164858670
,1.0892177,5, 120. 36358217, 19, 179. 803965260

, 1. 09375511, 5, 111. 53355688, 20, - 0. 195005881

, 1. 09456055, 5, 109. 22816531, 20, 120. 22618240

, 1.09487607, 5, 109. 33291293, 20, - 120. 7939330201

OTITITITITITOOIITIIIITIOOIIIIIIZZZ2Z2

HF=- 1889. 00244280

S2=2. 00450

S2-1=0.0

S2A=2. 0000130

RVBD=7. 971e- 090

Di pol e=0. 9401377, - 0. 1772593, 0. 17352830
PG=CO1[] X( CAHL6N4Ni 1)] O

i ZNSt 20
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oz
O

. 08223074530

. 039274314, 2, 109. 471220630

. 080630311, 2, 109. 47122063, 3, 120. O

. 9004052461, 2, 109. 47122063, 3,-120. O

. 97094331, 1, 131. 12865202, 3, - 3. 640116480

. 01922353, 1, 95. 25479326, 3, 119. 231320560

. 02320618, 1, 109. 53177164, 2, - 57. 355208370
. 02208298, 1, 116. 72419391, 2, 63. 645570270

. 02309517, 1, 111. 10269384, 2, 186. 3811457201
. 02333954, 1, 110. 89531971, 2, 11. 36467750

. 02346664, 1, 108. 67023837, 2, 127. 853370580
. 02156219, 1, 117. 17428168, 2, -111. 152529710
. 30044135, 1, 115. 69395984, 2, - 0. 5098355901

, 1.09865482, 5, 114. 56874068, 1, 179. 956960670
, 1. 24152592, 5, 125. 74621316, 15, 180. 113801720

zZZ
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HF=- 1887. 0466690
S2=2. 0035840

S2-1=0.0

S2A=2. 0000080

RVBD=8. 343e- 090

Di pol e=1. 8595016, - 2. 4110008, - 1. 06299770
PG=C010] X( CLHON2Ni 108) ] O

O

U

g

g

g

Ni ZNSt 30

O

1, 30

Ni O

O 1, 2. 20345665250

0 1, 1. 9769670043, 2, 109. 471220630

N, 1, 2. 0216482229, 2, 109. 47122063, 3, 120. O

O 1,1.8918807135, 2, 109. 47122063, 3, - 120. U

H, 2, 0. 97288446, 1, 127. 54275879, 3, - 23. 79989060
H, 2,0.97476752, 1, 117. 45730466, 3, 121. 555272630
H, 3, 1. 02174299, 1, 95. 11256783, 2, - 116. 540274150
H, 3, 0. 9714419, 1, 131. 17702724, 2, 5. 8210062401

H, 4, 1. 02239336, 1, 115. 9542546, 2, - 2. 860831530
H, 4, 1. 02355354, 1, 108. 38008344, 2, 117. 067400930
H 4,1.02307434, 1, 111. 79049427, 2, - 125. 70539970
C 5,1.30261568, 1, 115. 78749587, 2, 117. 547821260
H, 13, 1. 09837764, 5, 114. 42672255, 1, 180. 159275160
O 13, 1. 24018073, 5, 125. 69063459, 14, 180. 216634320
g

HF=- 1906. 9084599
S2=2. 0037490

S2-1=0.0

S2A=2. 0000090

RVBD=3. 307e- 090

Di pol e=- 0. 2384756, - 2. 1365595, 1. 70514760
PG=C010] X( CLHSNINi 104)] O

O

O
g
g
g
N

ZNSt 40



O

. 63116317290

. 041017069, 2, 109. 471220630

. 9181625763, 2, 109. 47122063, 3, 120. O

. 0025320051, 2, 109. 47122063, 3, -120. O

. 35149394, 1, 96. 06934422, 3, - 164. 944560950

. 35467569, 1, 88. 2239449, 3, - 71. 081838720

. 02190648, 1, 113. 71655382, 2, - 173. 665475460

. 02131928, 1, 119. 41618834, 2, - 45. 919891020

. 02599938, 1, 101. 35131407, 2, 71. 8155399801

. 29847211, 1, 106. 5027002, 2, - 63. 351727680

, 1.09977995, 4, 115. 32467539, 1, 180. 3716373301

, 1. 24157909, 4, 123. 4649005, 12, 180. 075925450

, 1.4690867, 1, 122. 63723218, 2, 60. 797052650
1.27887392, 1, 117. 63054214, 2, - 119. 668296170

, 1.09319261, 5, 121. 64432207, 14, 0. 111699670

, 1.0893423, 5, 119. 6099667, 14, 180. 051901680

,1.09481644, 5, 111. 68339335, 15, 0. 100045360

, 1. 094490096, 5, 109. 19650247, 15, 121. 13778480

, 1.094641, 5, 109. 13960632, 15, - 120. 7721849901
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HF=- 2287. 41890810
S2=2. 0047510

S2-1=0. 0O

S2A=2. 0000140

RVBD=4. 929e- 090

Di pol e=0. 1288012, 2. 0635759, - 0. 73616960
PG=CO10] X( C3HLIN2Ni 102S1) ] O

ZZ2ZzZoozooooog
%
)]
O

, 1, 2. 03260323370

, 1, 2.0326771662, 2, 109. 471220630
O 1, 1.9710420075, 2, 109. 47122063, 3, 120. O
O 1,1.9712737408, 2, 109. 47122063, 3, -120. O
H, 2, 1. 03559668, 1, 97. 90476108, 3, - 115. 142454650
H, 2,1.01993366, 1, 112. 72120504, 3, 130. 455882640
H, 2, 1. 01865135, 1, 119. 43529174, 3, 2. 317012940
H, 3, 1. 03564876, 1, 97. 87339203, 2, - 115. 482243330
H, 3,1.01865842, 1, 119. 38861174, 2, 1. 8814249901
H, 3,1.019910083, 1, 112. 80130674, 2, 130. 075027730
C 4,1.29121875, 1, 119. 93758563, 2, -5. 273077760
H, 12, 1. 10502965, 4, 113. 75768691, 1, 179. 010572260
0O 12,1.24171014, 4, 127. 14734682, 1, - 0. 9960950201
C 5,1.2912072, 1, 119. 94848738, 2, 115. 177223420
H, 15, 1. 10502592, 5, 113. 75785918, 1, 178. 7559552901

1

,1.24171186, 5, 127. 1502969, 16, 180. 028508441

D£3

HF=-2000. 05886580J
S2=2. 0040460
S2-1=0. 0

S2A=2. 000010
RMSD=6. 597e- 090



Di pol e=1. 5622744, 0. 0021901, 1. 10918310
PG=C010] X( C2HSN2Ni 104) ] O

g

O

O

g

g

Ni ZNSt 60

O

0, 30

N O

S, 1,2.55734169940

S, 1, 2. 3952064792, 2, 109. 4712206301

O 1, 1.9134791979, 2, 109. 47122063, 3, 120. O

O 1, 1. 9145248764, 2, 109. 47122063, 3, - 120. U

H, 2, 1. 38163488, 1, 79. 86205016, 3, - 125. 740091160
H, 2,1.35163013, 1, 96. 26799792, 3, - 33. 3059479901
H, 3,1.3816, 1, 79. 76133275, 2, -117. 483901860

H, 3, 1. 3516, 1, 93. 30923331, 2, 148. 579203310

C 4,1.29071169, 1, 123. 55601327, 2, 6. 091805480

H, 10, 1. 10336764, 4 113. 85514644, 1, 177. 317430370
O 10, 1. 24276687, 4, 127. 38248639, 1, - 2. 713991350
C 5, 1.28915861, 1, 123. 41582602, 2, 116. 909152210
H, 13, 1. 10314255, 5, 113. 94759476, 1, 179. 9284693901
O 13, 1. 24429984, 5, 127. 38196656, 14, 180. 091324960
U

HF=- 2685. 70447730
S2=2. 0052060

S2-1=0. 0O

S2A=2. 0000160

RVBD=4. 314e- 090

Di pol e=0. 9234086, - 0. 1943949, 0. 04489650
PG=C010] X( C2H6Ni 104S2)] O

i ZNSt 70

ZoozOooooog
O

. 87522633740

. 8742319576, 2, 109. 471220630

. 3121538336, 2, 109. 47122063, 3, 120. O

. 03033240091, 2, 109. 47122063, 3, -120. O

. 96815058, 1, 119. 91367715, 3, - 187. 858802201

. 96956331, 1, 105. 18571038, 2, - 1. 1886587401

. 01872976, 1, 123. 15206419, 2, 119. 403260870

. 02097799, 1, 103. 73336664, 2, 242. 104085290

. 01998215, 1, 105. 14868295, 2, - 5. 138772450

. 45694664, 1, 125. 09840467, 2, -51. 661807860

. 27438729, 1, 113. 40578598, 2, - 244. 607487810
, 1.09664822, 5, 121. 98192453, 11, - 1. 0324475801
, 1.09090322, 5, 118. 36094952, 11, 177. 638661260
, 1.09847407, 5, 112. 43955543, 12, 1. 353751250

, 1.09571246, 5, 109. 24073316, 12, 122. 8255149901
, 1.09498189, 5, 108. 46902993, 12, - 119. 853439730
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HF=-1850. 65031240
S2=2. 0059540



S2-1=0. O

S2A=2. 0000210

RVBD=9. 294e- 090

Di pol e=- 2. 5843841, 0. 3416481, - 1. 34958510
PG=C0100 X( C2HLON2Ni 1CR) ] O

g

g

g

O

O

Ni ZNSt 80

g

0, 30

Ni O

S, 1, 2. 55154442310

N, 1, 2. 0223603973, 2, 109. 471220630

O 1, 1. 9334269093, 2, 109. 47122063, 3, 120. U

O 1, 1.9222283036, 2, 109. 47122063, 3, -120. O

H, 2,1.43163488, 1, 77. 13840245, 3, - 128. 175040820

H, 2, 1. 35163013, 1, 96. 95911806, 3, - 36. 838050

H, 3, 1. 03733852, 1, 97. 54654413, 2, - 117. 58086320

H, 3, 1. 01882487, 1, 118. 39594959, 2, - 1. 218409770

H, 3, 1. 02010264, 1, 114. 05013256, 2, 127. 600974680

C 4, 1.28452295, 1, 121. 96223347, 2, 9. 3852835301

H, 11, 1. 10296596, 4, 114. 55752691, 1, 175. 965187850

O 11, 1. 24907245, 4, 127. 39697748, 1, - 4. 158637110

C 5,1.29262228, 1, 120. 08902168, 2, 116. 695241330

H, 14, 1. 10425989, 5, 113. 61980985, 1, 180. 0342249201
14, 1. 24083007, 5, 127. 11559119, 15, 180. 107154110

D£3

HF=- 2342. 88221630

S2=2. 0043710

S2-1=0.0

S2A=2. 0000120

RVBD=6. 081e- 090

Di pol e=1. 6124091, - 0. 5930015, 0. 16583290
PG=CO10] X( C2H7NLNi 104S1)] O

' 'Oz0Oo0ogogg

=
w
[}

. 90522578780

. 8994989278, 2, 109. 471220630

. 3476741874, 2, 109. 47122063, 3, 120. O

. 3562062716, 2, 109. 47122063, 3, -120. O

. 96969148, 1, 103. 66933231, 3, - 116. 446345230
. 97083858, 1, 101. 51299369, 2, 7. 324447240

. 3520271, 1, 89. 8894525, 2, - 124. 89920940

. 45162008, 1, 115. 84667301, 2, 51. 0609149201

, 1.26881885, 1, 122. 67778355, 2, - 128. 382088590
0, 1. 09992247, 5, 122. 15918362, 9, 0. 1233809901

0, 1. 09099503, 5, 118. 29662417, 9, 180. 261778160
10195253, 5, 112. 73836302, 10, 1. 030109740
09537352, 5, 107. 9883618, 10, 123. 2316164401
09539491, 5, 108. 05158913, 10, - 120. 952951090
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HF=- 2192. 9625440

S2=2. 0068510

S2-1=0. 0O

S2A=2. 0000270

RVBD=4. 121e- 090

Di pol e=- 1. 3520898, 2. 8098255, - 0. 73546770
PG=C010] X( C2H8N1Ni 102S1)] O

g

O

O

U

g

Ni ZNSt 100

a

-1, 30

N O

O 1, 1.92046921160

O 1, 1.9214557773, 2, 109. 4712206301

O 1, 1.9283778351, 2, 109. 47122063, 3, 120. O

N, 1, 2. 3939622373, 2, 109. 47122063, 3, -120. O

H, 2,0. 97076301, 1, 103. 56159834, 3, - 137. 219199610
H, 3, 0. 97077605, 1, 103. 88683657, 2, - 221. 16341430
H, 4, 0.96973292, 1, 102. 21060079, 2, - 62. 112648180
H 5,1.01763487, 1, 107. 56225512, 2, 118. 745463290
H, 5, 1. 01763892, 1, 107. 62403392, 2, 0. 469221290
H, 5,1. 01729358, 1, 111. 96105841, 2, 239. 579536920
g

HF=-1792. 555274701

S2=2. 005370

S2-1=0.0

S2A=2. 0000180

RVBD=7. 656e- 090

Di pol e=- 1. 4959264, 1. 5469875, - 1. 0834030
PG=C010] X( HBNLINi 1C8)] O

ovyODOODOOOD
S 3

H

O

OonN

. 13388784280

. 1600284349, 2, 109. 471220630

. 0352559909, 2, 109. 47122063, 3, 120. O

. 9668447677, 2,109. 47122063, 3,-120. O

. 02442568, 1, 114. 16934879, 3, 56. 111341870

. 02431536, 1, 112. 8222358, 3, 176. 390932650

. 02473646, 1, 112. 87129375, 3, - 64. 396519980

. 0243902, 1, 114. 36800519, 2, 17. 49438230

. 0236021, 1, 114. 33682581, 2, 139. 1461519901

. 02467028, 1, 111. 47340786, 2, - 101. 973307020
. 4796565, 1, 116. 67325199, 2, 62. 281723770

. 2796595, 1, 125. 07331685, 2, - 116. 133593390

, 1. 09239633, 4, 121. 87066204, 12, 0. 762248530

, 1. 0885295, 4, 120. 70028833, 12, 180. 937685480
, 1.09367396, 4, 111. 56535168, 13, - 4. 418110740
, 1. 09488936, 4, 109. 08722872, 13, 115. 9015768901
, 1. 09376459, 4, 109. 44005502, 13, - 125. 492297530
, 1. 47809496, 1, 119. 14155561, 2, 24. 955573760

PRRPRRPRRPRPRPRRLNONNN

NNNWW-™

OITITITIOOIIIIITIIZZZZ2
ORPPPRPRPEADMOWWWONNNRRRPR



, 1.28032309, 1, 122. 28376136, 2, - 156. 295732880
0, 1. 0924549, 5, 121. 79979793, 19, - 0. 164858670

0, 1.0892177, 5, 120. 36358217, 19, 179. 8039652601
9, 1. 09375511, 5, 111. 53355688, 20, - 0. 195005880
9, 1. 09456055, 5, 109. 22816531, 20, 120. 22618240
9, 1. 09487607, 5, 109. 33291293, 20, - 120. 793933020

HF=-2021. 1619270

S2=0. 7526860

S2-1=0. 0

S2A=0. 7500060

RMSD=4. 959e- 0901

Di pol e=0. 655634, 0. 0152202, 0. 06781440
PG=CO1[J X(CAH16CulN4) ] O

ZNSt 20

O

. 04783676980

. 1483890239, 2, 109. 471220630

. 0891065733, 2, 109. 47122063, 3, 120. U

. 8829710177, 2, 109. 47122063, 3, -120. O

. 97094331, 1, 131. 12865202, 3, - 3. 640116480

. 01922353, 1, 95. 25479326, 3, 119. 231320560

. 02320618, 1, 109. 53177164, 2, -57. 355208370

. 02208298, 1, 116. 72419391, 2, 63. 6455702701

. 02309517, 1, 111. 10269384, 2, 186. 3811457201

. 02333954, 1, 110. 89531971, 2, 11. 36467750

. 02346664, 1, 108. 67023837, 2, 127. 853370580

. 02156219, 1, 117. 17428168, 2, - 111. 152529710
. 30044135, 1, 115. 69395984, 2, - 0. 5098355901

, 1.09865482, 5 114.56874068, 1, 179. 956960670

, 1.24152592, 5, 125. 74621316, 15, 180. 113801720

PRORMRMDWWWNNRRRPR
PRPRPPRPPRPPRPORPNNN

DOINIIIIIIIIOZZOQrOQOOOOD
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HF=- 2019. 2093986

S2=0. 7525250

S2-1=0. 0O

S2A=0. 7500040

RVBD=8. 801e- 090

Di pol e=1. 5327456, - 1. 985975, - 1. 05730480
PG=CO10] X( CLHOCU1N208) ] O

U

g

g

g

O

CuZNst 30

g

1,20

culd

0O 1, 2. 15851404910

0O 1, 2. 0422319955, 2, 109. 471220630

N, 1, 2. 0481883316, 2, 109. 47122063, 3, 120. O

O 1, 1.8785818971, 2, 109. 47122063, 3, - 120. U

H, 2, 0. 97288446, 1, 127. 54275879, 3, - 23. 79989060
H, 2,0.97476752, 1, 117. 45730466, 3, 121. 555272630



H, 3, 1. 02174299, 1, 95. 11256783, 2, - 116. 540274150
H, 3,0.9714419, 1, 131. 17702724, 2, 5. 821006240

H 4,1.02239336, 1, 115. 9542546, 2, - 2. 860831530

H, 4, 1. 02355354, 1, 108. 38008344, 2, 117. 067400930
H, 4, 1. 02307434, 1, 111. 79049427, 2, - 125. 70539970
C 5,1.30261568, 1, 115. 78749587, 2, 117. 547821260
H, 13, 1. 09837764, 5, 114. 42672255, 1, 180. 159275160
O 13, 1. 24018073, 5, 125. 69063459, 14, 180. 216634320
O

HF=- 2039. 07109640

S2=0. 7525960

S2-1=0.0

S2A=0. 7500040

RVBD=8. 255e- 090

Di pol e=- 0. 3288854, - 1. 8148128, 1. 54242820
PG=CO10] X( CLH8CulN1O4)] O

ZNSt 400

aonN
O

. 57197136590

. 1533898687, 2, 109. 471220630

. 9155008005, 2, 109. 47122063, 3, 120. O

. 001829345, 2, 109. 47122063, 3, -120. O

. 35149394, 1, 96. 06934422, 3, - 164. 944560950
. 35467569, 1, 88. 2239449, 3, - 71. 081838720

. 02190648, 1, 113. 71655382, 2, - 173. 665475460
. 02131928, 1, 119. 41618834, 2, - 45. 919891020
. 02599938, 1, 101. 35131407, 2, 71. 8155399801

. 29847211, 1, 106. 5027002, 2, - 63. 351727680

, 1.09977995, 4, 115. 32467539, 1, 180. 371637330
1. 24157909, 4, 123. 4649005, 12, 180. 075925450
. 4690867, 1, 122. 63723218, 2, 60. 797052650

. 27887392, 1, 117. 63054214, 2, -119. 668296170
, 1. 09319261, 5, 121. 64432207, 14, 0. 111699670
, 1.0893423, 5, 119. 6099667, 14, 180. 051901680
,1.09481644, 5, 111. 68339335, 15, 0. 100045360
, 1.09449096, 5, 109. 19650247, 15, 121. 13778480
, 1.094641, 5, 109. 13960632, 15, - 120. 7721849901

OINIIIIIZOZwOroQooooo
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HF=- 2419. 57742960
S2=0. 7530230

S2-1=0.0

S2A=0. 7500070

RVBD=9. 457e- 0901

Di pol e=- 0. 0620238, 1. 853011, - 0. 76615950
PG=CO10] X( C3HL1CulN2C2S1) ] O



N, 1,2.07012091740

N, 1, 2. 0989079433, 2, 109. 471220630

O 1, 1.9393211067, 2, 109. 47122063, 3, 120. U
o] . 9533760066, 2, 109. 47122063, 3, -120. O

. 03559668, 1, 97. 90476108, 3, - 115. 142454650
. 01993366, 1, 112. 72120504, 3, 130. 455882640
. 01865135, 1, 119. 43529174, 3, 2. 317012940

. 03564876, 1, 97. 87339203, 2, - 115. 482243330
. 01865842, 1, 119. 38861174, 2, 1. 881424990

. 01991003, 1, 112. 80130674, 2, 130. 075027730
. 29121875, 1, 119. 93758563, 2, -5. 2730777601

PRPRPRPREPRRPPERNON

| 2,1 10502965, 4, 113. 75768691, 1, 179. 010572260
O 12,1.24171014, 4, 127. 14734682, 1, - 0. 9960950201
C 5,1.2912072, 1, 119. 94848738, 2, 115. 177223420
H, 15, 1. 10502592, 5, 113. 75785918, 1, 178. 7559552901

ITOITIITITTT
H|AcnhAH.hcppawroth>H+APAH

oo

,1.24171186, 5, 127. 1502969, 16, 180. 028508440

0o

HF=- 2132. 21585240
S2=0. 7526040

S2-1=0.0

S2A=0. 7500050

RVBD=2. 900e- 090

Di pol e=1. 3693593, - 0. 0973119, 1. 04157510
PG=C010] X( C2H8CulN204) ] O

N
o
(o))
O

N
O

. 49559930250

. 4148136711, 2, 109. 471220630

. 9583105179, 2, 109. 47122063, 3, 120. O

. 8970449954, 2, 109. 47122063, 3,-120. O

. 38163488, 1, 79. 86205016, 3, - 125. 740091160

. 35163013, 1, 96. 26799792, 3, - 33. 3059479901

. 3816, 1, 79. 76133275, 2, - 117. 483901860

. 3516, 1, 93. 30923331, 2, 148. 579203310

. 29071169, 1, 123. 55601327, 2, 6. 091805480

,1 10336764, 4, 113. 85514644, 1, 177. 3174303701
, 1. 24276687, 4, 127. 38248639, 1, - 2. 713991350

1 28915861, 1, 123. 41582602, 2, 116. 909152210

, 1.10314255, 5, 113. 94759476, 1, 179. 928469390

, 1.24429984, 5, 127. 38196656, 14, 180. 091324960
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HF=- 2817. 86762410
S2=0. 75308800

S2-1=0.0

S2A=0. 7500080

RVBD=8. 814e- 090

Di pol e=0. 901348, 0. 1378658, - 0. 07937160
PG=C010] X( C2H6Cu104S2) ] O

O

O
g
g
g
Cu

ZNSt 70



od

O

. 86176656840

. 8611693571, 2, 109. 471220630

. 2309705046, 2, 109. 47122063, 3, 120. O

. 2231462908, 2, 109. 47122063, 3, -120. O

. 96815058, 1, 119. 91367715, 3, - 187. 85880220

. 96956331, 1, 105. 18571038, 2, - 1. 188658740

. 01872976, 1, 123. 15206419, 2, 119. 403260870

. 02097799, 1, 103. 73336664, 2, 242. 104085290

. 01998215, 1, 105. 14868295, 2, -5. 138772450

. 45694664, 1, 125. 09840467, 2, -51. 661807860

. 27438729, 1, 113. 40578598, 2, - 244. 607487810
, 1.09664822, 5, 121. 98192453, 11, - 1. 032447580
, 1.09090322, 5, 118. 36094952, 11, 177. 638661260
, 1.09847407, 5, 112. 43955543, 12, 1. 353751250

, 1.09571246, 5, 109. 24073316, 12, 122. 825514990
, 1.09498189, 5, 108. 46902993, 12, -119. 8534397301

0090

PRPRPEPRRPUOURMDMRMWONRRRPON

PR RNDN-"

PRPRRPRRPPRPOONNERER

OTITTITITITOOIITIIIITZZ2

HF=- 1982. 81271080

S2=0. 7535960

S2-1=0.0

S2A=0. 7500090

RVBD=9. 237e- 090

Di pol e=- 2. 404135, 0. 2043151, - 1. 30014480
PG=CO1[] X( C2HLOCu1N2R2) ] O

I o |

CuZNSt 80
g
0, 20

29000000.
1600000 1.
7000000
g 1.
8oL,
100000 2.
100000 1.
10000002,
1000000 .
1000000
6 000 2.
10000 2.
8 2.
6 JOore.
10000003,
8 003,

O

HF=-2475.

139428001 0.
2121780002,
16663100000.
06858501+ 1.
36521701 O.
18146200100.
55130600R2.
12401900000.
0728390110.
0306941+ 0.
314316000+ 1.
8589041} 2.
95154100+ 0.
63751000+ O.
25172100+ 0.
199689000} 0.

042600430

RMSD=1. 875e- 08[]
S2=0. 75280

O
O
g
U
g
Cu

ZNSt 90

070543000000.
00622801+ 0.
1238750001.
631419000D0.
32147400F 1.
96199101} 0.
240080000Mn.
0701840001.
9934710002.
651112000000 2.
55040600F 0.
50873700+ 0.
52566801+ 0.
28293601+ 1.
44133501F 1.
094627 00000.

1363800
2773610
8917720
2491480
2889470
4174940
0099650
4960490
4142750
5410220
0534900
0140120
3760390
0638740
9677790
0261510



o.H
DI\J
O

. 89323323190

. 8952541632, 2, 109. 471220630

. 4641074828, 2, 109. 47122063, 3, 120. O

. 2348636352, 2, 109. 47122063, 3, -120. O

. 96969148, 1, 103. 66933231, 3, - 116. 4463452301
. 97083858, 1, 101. 51299369, 2, 7. 324447240

. 3520271, 1, 89. 8894525, 2, - 124. 89920940

. 45162008, 1, 115. 84667301, 2, 51. 0609149201

, 1.26881885, 1, 122. 67778355, 2, - 128. 382088590
0, 1. 09992247, 5, 122. 15918362, 9, 0. 123380990

0, 1. 09099503, 5, 118. 29662417, 9, 180. 2617781601

00
PRPRPOONNRR

i.10195253,5,112.73836302,10,1.03010974D
1. 09537352, 5, 107. 9883618, 10, 123. 231616440
1. 09539491, 5, 108. 05158913, 10, - 120. 952951090

OTITTITITOOITIITITZW0V

HF=-2325. 12538250

S2=0. 7543370

S2-1=0. 0

S2A=0. 7500140

RMSD=5. 427e- 090

Di pol e=-1. 0481586, 3. 1131707, - 0. 46927110
PG=CO1[J X(C2H8CulN1CO2S1) ] O

Ooooodg

CuzZNst 100

g

-1, 20

2907000. 06716900} 0. 00922000+ 0. 0290330
800000, 72743400001, 78174300+ 0. 6357130
80OOC0. 5244280000F 1. 31622100F 1. 3122430
80, 888803+ 0. 459801011, 67737801
700000 2. 181880000J00. 0577220000. 2110360
100000, 09957700012, 17247900010, 1712660
10000000, 80989400 2. 0759080 0. 7795220
100000m. 8306580 0. 49343200001. 4489910
100000 2. 579937000 0. 62067501 0. 4346490
100000 2. 490687 0000010. 994569011 0. 0390550
100000 2. 46957600 0. 15949000001, 1623170
O

HF=-1924. 712432300

RVBD=1. 327e- 080

S2=0. 753401

nZNSt 10

, 10
nQ
, 1, 2. 0920465780
,1,2.1014889889, 2, 109. 471220630
1, 2.
1, 2.

0698741107, 2, 109. 47122063, 3, 120. O
0638843509, 2, 109. 47122063, 3, -120. O

ZZZZNdONOoooog



. 0244256839, 1, 114. 16934879, 3, 56. 111341870

. 0243153586, 1, 112. 8222358, 3, 176. 390932650

. 0247364646, 1, 112. 87129375, 3, - 64. 3965199801

. 0243901963, 1, 114. 36800519, 2, 17. 49438230

. 0236021031, 1, 114. 33682581, 2, 139. 146151990

. 0246702752, 1, 111. 47340786, 2, - 101. 9733070201
. 4796564991, 1, 116. 67325199, 2, 62. 281723770

, 1.2796594982, 1, 125. 07331685, 2, - 116. 1335933901
3,1.0923963252, 4, 121. 87066204, 12, 0. 762248530
3, 1. 0885295008, 4, 120. 70028833, 12, 180. 937685480
2,1.0936739555, 4, 111. 56535168, 13, - 4. 418110740
2
2

PRPEPNNOORRPRPERPEPRAROWOWWONDNDDN
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, 1.0948893584, 4, 109. 08722872, 13, 115. 9015768901
, 1.0937645872, 4, 109. 44005502, 13, - 125. 492297530
1. 4780949609, 1, 119. 14155561, 2, 24. 955573760

1. 2803230884, 1, 122. 28376136, 2, - 156. 295732880

, 1.0924549043, 5, 121. 79979793, 19, - 0. 164858670

, 1.0892177027, 5, 120. 36358217, 19, 179. 8039652601
, 1. 0937551055, 5, 111. 53355688, 20, - 0. 1950058801

, 1. 0945605454, 5, 109. 22816531, 20, 120. 22618240

, 1.0948760686, 5, 109. 33291293, 20, - 120. 793933020

OIrTIrTTITO0OO0OITITITIITITIITOOIITIIITIITT

HF=-2160. 06513340

RMSD=3. 796e- 0901

Di pol e=1. 010846, - 0. 1893998, 0. 304557701
PG=CO1[J X(C4H16N4Zn1) ] O

O

O

O

O

O

ZnZNSst 200

O

1,10

Zn0d

O 1, 2.02227012450

N, 1, 2. 0960110004, 2, 109. 471220630

N, 1, 2. 0803819195, 2, 109. 47122063, 3, 120. O

O 1, 1.9180479507, 2, 109. 47122063, 3, -120. O

H, 2, 0. 9709433122, 1, 131. 12865202, 3, - 3. 640116480
H, 2, 1.0192235329, 1, 95. 25479326, 3, 119. 231320560
H, 3, 1. 0232061824, 1, 109. 53177164, 2, -57. 355208370
H, 3, 1. 0220829768, 1, 116. 72419391, 2, 63. 645570270
H, 3, 1. 0230951729, 1, 111. 10269384, 2, 186. 381145720
H, 4, 1. 0233395433, 1, 110. 89531971, 2, 11. 36467750

H 4, 1. 0234666396, 1, 108. 67023837, 2, 127. 853370580
H 4,1.021562189, 1, 117. 17428168, 2, -111. 152529710
C, 5, 1.3004413453, 1, 115. 69395984, 2, - 0. 509835590
H, 14, 1. 0986548231, 5, 114. 56874068, 1, 179. 956960670
O 14, 1. 2415259163, 5, 125. 74621316, 15, 180. 113801720
O

HF=- 2158. 10921440

RVBD=4. 875e- 090

Di pol e=1. 907443, - 2. 5226461, - 1. 05383220
PG=CO10] X( CLHON208Zn1)] O

nZNSt 30
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N
S -
O
O

. 08526799160

. 0109778068, 2, 109. 471220630

. 0578107511, 2, 109. 47122063, 3, 120. O

. 9093362292, 2, 109. 47122063, 3,-120. O

. 9728844615, 1, 127. 54275879, 3, - 23. 79989060

. 9747675208, 1, 117. 45730466, 3, 121. 555272630

. 0217429938, 1, 95. 11256783, 2, - 116. 540274150

. 9714419022, 1, 131. 17702724, 2, 5. 821006240

. 0223933644, 1, 115. 9542546, 2, - 2. 860831530

. 0235535376, 1, 108. 38008344, 2, 117. 0674009301

. 0230743436, 1, 111. 79049427, 2, - 125. 705399701
. 302615681, 1, 115. 78749587, 2, 117. 547821260

, 1.0983776439, 5, 114. 42672255, 1, 180. 159275160

, 1. 2401807255, 5, 125. 69063459, 14, 180. 216634320

o0
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HF=- 2177. 96815680
RVBD=4. 989e- 09[]

Di pol e=- 0. 1867769, - 2. 3141363, 1. 87754080
PG=CO10] X( CLHSN1O4Zn1)] O

NZNSt 401

3_
O

. 49840475770

. 0885302134, 2, 109. 471220630

. 9462713952, 2, 109. 47122063, 3, 120. O

. 0605506248, 2, 109. 47122063, 3, -120. O

. 351493945, 1, 96. 06934422, 3, - 164. 944560950

. 3546756927, 1, 88. 2239449, 3, - 71. 081838720

. 0219064793, 1, 113. 71655382, 2, - 173. 665475460

. 0213192824, 1, 119. 41618834, 2, - 45. 9198910201

. 0259993807, 1, 101. 35131407, 2, 71. 8155399801

. 29847211, 1, 106. 5027002, 2, - 63. 351727680

, 1.0997799467, 4, 115. 32467539, 1, 180. 371637330

, 1. 2415790857, 4, 123. 4649005, 12, 180. 075925450

, 1.4690866991, 1, 122. 63723218, 2, 60. 797052650
1. 2788739164, 1, 117. 63054214, 2, - 119. 668296170

, 1.0931926081, 5, 121. 64432207, 14, 0. 111699670

, 1.0893422951, 5, 119. 6099667, 14, 180. 051901680

,1.0948164427, 5, 111. 68339335, 15, 0. 100045360

, 1. 0944909568, 5, 109. 19650247, 15, 121. 13778480

, 1. 0946409999, 5, 109. 13960632, 15, - 120. 772184990
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HF=- 2558. 47432640
RVBD=7. 867e- 090

Di pol e=0. 1422999, 2. 2528627, - 0. 50630380
PG=CO10] X( C3HL1IN202S1Zn1)] O

NZNSt 50
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o
-
O

Zn0d

N, 1, 2. 08525173290

N, 1, 2. 0853534603, 2, 109. 471220630

O, 1,1 9559369845, 2, 109. 47122063, 3, 120. O

O 1, 1.9560517397, 2, 109. 47122063, 3,-120. O

H, 2, 1. 0355966802, 1, 97. 90476108, 3, - 115. 142454650
H, 2, 1. 0199336608, 1, 112. 72120504, 3, 130. 455882640
H 2,1.0186513479, 1, 119. 43529174, 3, 2. 317012940
H, 3, 1. 0356487639, 1, 97. 87339203, 2, - 115. 482243330
H, 3,1.0186584186, 1, 119. 38861174, 2, 1. 881424990

H, 3, 1. 0199100263, 1, 112. 80130674, 2, 130. 075027730
C 4,1.2912187505, 1, 119. 93758563, 2, -5. 273077760
H, 12, 1. 1050296534, 4, 113. 75768691, 1, 179. 010572260
O 12,1.2417101414, 4, 127. 14734682, 1, - 0. 996095020
C, 5, 1 2912071974, 1, 119 94848738, 2, 115. 177223420
H, 15, 1. 1050259171, 5, 113. 75785918, 1, 178. 755955290
O, 15,1.2417118576, 5, 127. 1502969, 16, 180. 028508440
O

HF=- 2271. 12003010

RVBD=7. 490e- 090

Di pol e=1. 6140733, 0. 0026958, 1. 14577960
PG=CO10] X( C2H8N204Zn1)] O

O

O

O

O

O

ZnZNSt 600

O

0, 10

Zn0

S, 1, 2. 45785662020

S, 1, 2. 452479758, 2, 109. 471220630

O 1, 1.9409697641, 2, 109. 47122063, 3, 120. O

O 1, 1.9394734595, 2, 109. 47122063, 3,-120. O

H, 2, 1. 38163488, 1, 79. 86205016, 3, - 125. 740091160

H, 2, 1. 35163013, 1, 96. 26799792, 3, - 33. 305947990

H, 3, 1. 3816, 1, 79. 76133275, 2, - 117. 483901860

H, 3, 1. 3516, 1, 93. 30923331, 2, 148. 579203310

C 4,1.2907116895, 1, 123. 55601327, 2, 6. 091805480

H, 10, 1. 1033676431, 4 113. 85514644, 1, 177. 317430370
O, 10, 1. 2427668676, 4, 127. 38248639, 1, - 2. 713991350
C, 5, 1. 2891586094, 1, 123. 41582602, 2, 116. 909152210
H, 13, 1. 1031425475, 5, 113. 94759476, 1, 179. 928469390
O, 13, 1.2442998438, 5, 127. 38196656, 14, 180. 091324960
a

HF=- 2956. 76482260
RVBD=8. 926e- 090

Di pol e=0. 9962439, - 0. 3475684, 0. 31786870
PG=CO10] X( C2H604S2Zn1)] O

O

O

O

O

O
ZnZNst 70
O

0, 10

Zn0d

O 1, 1.89903200150
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. 8894991874, 2, 109. 471220630

. 1556494488, 2, 109. 47122063, 3, 120. O

. 1478166414, 2, 109. 47122063, 3, -120. O

. 9681505785, 1, 119. 91367715, 3, - 187. 85880220

. 96956331, 1, 105. 18571038, 2, - 1. 1886587401

. 0187297626, 1, 123. 15206419, 2, 119. 403260870

. 0209779923, 1, 103. 73336664, 2, 242. 1040852901

. 019982146, 1, 105. 14868295, 2, - 5. 138772450

. 4569466361, 1, 125. 09840467, 2, - 51. 6618078601

. 2743872923, 1, 113. 40578598, 2, - 244. 607487810
, 1.0966482247, 5, 121. 98192453, 11, - 1. 032447580
, 1.0909032249, 5, 118. 36094952, 11, 177. 638661260
, 1.0984740659, 5, 112. 43955543, 12, 1. 353751250

, 1. 0957124555, 5, 109. 24073316, 12, 122. 825514990
, 1.0949818894, 5, 108. 46902993, 12, - 119. 853439730

PR RPRRPRRPRPOONNR

OTITITITITIITOOIITIIIITZZ

HF=-2121. 70729320

RMSD=8. 407e- 090

Di pol e=-2.8172712, 0. 2537533, - 1. 49505410
PG=CO1[0 X( C2HI0ON2D2Zn1) ] O

a

O

O

O

O

ZnZNSst 800

O

0, 10

Zn0d

S, 1, 2. 45326402550

N, 1,2.0771167672, 2, 109. 471220630

O 1, 1.9573503532, 2, 109. 47122063, 3, 120. O

O 1, 1. 9435598867, 2, 109. 47122063, 3, -120. O

H, 2,1.4316348828, 1, 77. 13840245, 3, -128. 175040820

H, 2,1.3516301282, 1, 96. 95911806, 3, - 36. 838050

H, 3, 1. 0373385183, 1, 97. 54654413, 2, - 117. 58086320

H, 3, 1. 0188248698, 1, 118. 39594959, 2, -1. 218409770

H, 3, 1. 0201026442, 1, 114. 05013256, 2, 127. 600974680

C 4, 1.2845229511, 1, 121. 96223347, 2, 9. 385283530

H, 11, 1.1029659632, 4, 114. 55752691, 1, 175. 965187850

O, 11, 1. 249072452, 4, 127. 39697748, 1, -4. 158637110

C, 5, 1 2926222785, 1, 120. 08902168, 2, 116. 695241330

H, 14, 1. 1042598869, 5, 113. 61980985, 1, 180. 034224920
1

il

, 1. 2408300651, 5, 127. 11559119, 15, 180. 107154110

DSD

HF=- 2613. 94232450
RVBD=3. 089e- 090

Di pol e=1. 6804672, - 0. 7475259, 0. 39291170
PG=CO1[] X( C2H7N1O4S1Zn1)] O

O

O
U
g
g
ZnZNSt 901
O
-1, 10

g
, 1, 1. 94767946090
1

1

Z

01,1

O 1, 1. 9388420886, 2, 109. 471220630

S, 1, 2. 4150651266, 2, 109. 47122063, 3, 120. O



. 1649569189, 2, 109. 47122063, 3,-120. O

. 9696914828, 1, 103. 66933231, 3, - 116. 446345230
. 9708385794, 1, 101. 51299369, 2, 7. 324447240

. 3520271021, 1, 89. 8894525, 2, - 124. 89920940

. 4516200768, 1, 115. 84667301, 2, 51. 0609149207

,1.268818854, 1, 122. 67778355, 2, -128. 3820885901
0, 1. 0999224704, 5, 122. 15918362, 9, 0. 1233809901

0, 1. 090995031, 5, 118. 29662417, 9, 180. 261778160

PRPPFPOON

i.1019525349,5,112.73836302,10,1.03010974D
1. 0953735152, 5, 107. 9883618, 10, 123. 231616440
1. 0953949131, 5, 108. 05158913, 10, - 120. 952951090

OIITIITIITIITOONOIITITZ
O©COORRPRUUDNWNER

HF=- 2464. 0182060
RVBD=4. 427e- 090

Di pol e=- 1. 516848, 2. 9946521, - 0. 84790960
PG=CO10] X( C2H8N1O2S1Zn1)] O

nZNSt 100

N'ONOOOooOoOg

i
[EEN
O

. 95757004660

. 9583708557, 2, 109. 471220630

. 9784786618, 2, 109. 47122063, 3, 120. O

. 1697964762, 2, 109. 47122063, 3, -120. O

. 9707630056, 1, 103. 56159834, 3, - 137. 219199610
. 9707760513, 1, 103. 88683657, 2, - 221. 16341430
. 9697329173, 1, 102. 21060079, 2, -62. 112648180
. 0176348704, 1, 107. 56225512, 2, 118. 7454632901
. 0176389153, 1, 107. 62403392, 2, 0. 469221290

. 0172935838, 1, 111. 96105841, 2, 239. 579536920

PRPRRPOOONRRR

I: IT=Z000
CUURWNRRRRO:

OTXTrTITITITITZ2

HF=- 2063. 61070660

RVBD=8. 325e- 090

Di pol e=- 1. 6245299, 1. 8498063, - 1. 17560540
PG=CO10] X( HBNLC8Zn1)] O

ZNSt 10

oryDQOoOoOOO
O

RRWWWNNNRRREROR
RPRRPRRPRPRPREPNNNN

. 32113651950

. 3267519474, 2, 109. 471220630

. 2979714346, 2, 109. 47122063, 3, 120. O

. 2930477046, 2, 109. 47122063, 3, -120. O

. 02442568, 1, 114. 16934879, 3, 56. 111341870
. 02431536, 1, 112. 8222358, 3, 176. 390932650
. 02473646, 1, 112. 87129375, 3, - 64. 396519980
. 0243902, 1, 114. 36800519, 2, 17. 49438230

. 0236021, 1, 114. 33682581, 2, 139. 1461519901
. 02467028, 1, 111. 47340786, 2, - 101. 973307020
. 4796565, 1, 116. 67325199, 2, 62. 281723770

. 2796595, 1, 125. 07331685, 2, - 116. 133593390

OOITIIITITIITZZZ2Z2



3, 1.09239633, 4, 121. 87066204, 12, 0. 762248530
3, 1. 0885295, 4, 120. 70028833, 12, 180. 937685480
2,1.09367396, 4, 111. 56535168, 13, - 4. 418110740
2
2

, 1. 09488936, 4, 109. 08722872, 13, 115. 9015768901
1. 09376459, 4, 109. 44005502, 13, - 125. 492297530
. 47809496, 1, 119. 14155561, 2, 24. 9555737601

. 28032309, 1, 122. 28376136, 2, - 156. 295732880

, 1.0924549, 5, 121. 79979793, 19, - 0. 164858670

, 1.0892177, 5, 120. 36358217, 19, 179. 803965260

, 1.09375511, 5, 111. 53355688, 20, - 0. 195005880

, 1. 09456055, 5, 109. 22816531, 20, 120. 22618240

, 1.09487607, 5, 109. 33291293, 20, - 120. 7939330201

1
1

O OWOWoOoOOo-

OTITITITITITOONOITIITIT
PRRPNNOURRRERR

HF=-547. 61314870

RVBD=4. 326e- 090

Di pol e=0. 8783601, - 0. 1696878, 0. 25151440
PG=C01[ X(CAH16Cd1N4) ] O

ZNSt 2[00

O

. 26334795190

. 3320003964, 2, 109. 471220630

. 3168565114, 2, 109. 47122063, 3, 120. O

. 101196316, 2, 109. 47122063, 3, - 120. O

. 97094331, 1, 131. 12865202, 3, - 3. 640116480

. 01922353, 1, 95. 25479326, 3, 119. 231320560

. 02320618, 1, 109. 53177164, 2, - 57. 355208370
. 02208298, 1, 116. 72419391, 2, 63. 645570270

. 02309517, 1, 111. 10269384, 2, 186. 381145720
. 02333954, 1, 110. 89531971, 2, 11. 36467750

. 02346664, 1, 108. 67023837, 2, 127. 853370580
. 02156219, 1, 117. 17428168, 2, -111. 152529710
. 30044135, 1, 115. 69395984, 2, - 0. 5098355901

, 1. 09865482, 5, 114. 56874068, 1, 179. 956960670
, 1. 24152592, 5, 125. 74621316, 15, 180. 113801720

PRUORADMRWWWNNRRRE
PRRPRPRRPRRRPRPRONNNN

DOINIIIIIIIIOZZOQroQUuOOOO
b

HF=- 545. 64750680
RVBD=9. 990e- 090

Di pol e=2. 0103025, - 2. 7043207, - 0. 92069690
PG=CO10] X( CLHOCd1N2C8) ] O

U

g

g

g

O

CdZNst 30

g

1,10

CdO

0O 1, 2. 31675870090

O 1, 2. 2534379936, 2, 109. 471220630

N, 1, 2. 2951335699, 2, 109. 47122063, 3, 120. O

0O 1, 2.0929231712, 2, 109. 47122063, 3, - 120. O

H, 2, 0. 97288446, 1, 127. 54275879, 3, - 23. 79989060
H, 2,0.97476752, 1, 117. 45730466, 3, 121. 555272630



H, 3, 1. 02174299, 1, 95. 11256783, 2, - 116. 540274150
H, 3,0.9714419, 1, 131. 17702724, 2, 5. 821006240

H 4,1.02239336, 1, 115. 9542546, 2, - 2. 860831530

H, 4, 1. 02355354, 1, 108. 38008344, 2, 117. 067400930
H, 4, 1. 02307434, 1, 111. 79049427, 2, - 125. 70539970
C 5,1.30261568, 1, 115. 78749587, 2, 117. 547821260
H, 13, 1. 09837764, 5, 114. 42672255, 1, 180. 159275160
O 13, 1. 24018073, 5, 125. 69063459, 14, 180. 216634320
O

HF=- 565. 5076434
RVBD=5. 288e- 090

Di pol e=- 0. 0348694, - 2. 5019264, 1. 86651250
PG=C010] X( CLH8Cd1NLO4) ] O

. 71370406820

. 323805474, 2, 109. 471220630

. 1471097522, 2, 109. 47122063, 3, 120. O

. 3006493442, 2, 109. 47122063, 3,-120. O

. 35149394, 1, 96. 06934422, 3, - 164. 944560950
. 35467569, 1, 88. 2239449, 3, - 71. 081838720

. 02190648, 1, 113. 71655382, 2, - 173. 665475460
. 02131928, 1, 119. 41618834, 2, - 45. 919891020
. 02599938, 1, 101. 35131407, 2, 71. 8155399801

. 29847211, 1, 106. 5027002, 2, - 63. 351727680

, 1.09977995, 4, 115. 32467539, 1, 180. 371637330
, 1.24157909, 4, 123. 4649005, 12, 180. 0759254501
, 1. 4690867, 1, 122. 63723218, 2, 60. 797052650
1.27887392, 1, 117. 63054214, 2, - 119. 668296170
, 1.09319261, 5, 121. 64432207, 14, 0. 111699670
, 1.0893423, 5, 119. 6099667, 14, 180. 051901680
, 1.09481644, 5, 111. 68339335, 15, 0. 100045360
, 1. 094490096, 5, 109. 19650247, 15, 121. 13778480
, 1. 094641, 5, 109. 13960632, 15, - 120. 772184990

OINIIIIIZOoZWYWQroQuUoooo
PRRRRRERONN R

PR RPRRRPUOUURRPRAOVWOWONNRRERR

AR OIOT

e

OTITITITITITOO

HF=- 946. 01954190
RVBD=7. 441e- 090

Di pol e=0. 2855088, 2. 4785527, - 0. 375030200
PG=CO10] X( C3HL1Cd1N2C2S1) ] O

U

g

g

g

O

CdzNst 50

g

0, 10

CdO

N, 1, 2. 32477452960

N, 1, 2. 3248495383, 2, 109. 471220630

O 1, 2.1491197976, 2, 109. 47122063, 3, 120. O

O 1, 2. 1491549423, 2, 109. 47122063, 3, - 120. O

H, 2, 1. 03559668, 1, 97. 90476108, 3, - 115. 142454650
H, 2, 1. 01993366, 1, 112. 72120504, 3, 130. 455882640



1. 01865135, 1, 119. 43529174, 3, 2. 317012940
, 1.03564876, 1, 97. 87339203, 2, - 115. 482243330
,1.01865842, 1, 119. 38861174, 2, 1. 881424990
1.
1.

01991003, 1, 112. 80130674, 2, 130. 075027730
,1.29121875, 1, 119. 93758563, 2, - 5. 273077760
2,1.10502965, 4, 113. 75768691, 1, 179. 010572260
2,1.24171014, 4, 127. 14734682, 1, - 0. 996095020
1.2912072, 1, 119. 94848738, 2, 115. 177223420
5,1.10502592, 5, 113. 75785918, 1, 178. 7559552901
5,1.24171186, 5, 127. 1502969, 16, 180. 028508440

ITOITITIT

IO0O:;

2
3
3
3
4
1
1
5,
1
1

0o

HF=- 658. 65560380
RVBD=5. 496e- 090

Di pol e=1. 9136212, 0. 002826, 1. 35784380
PG=CO10] X( C2H8Cd1N204) ] O

ZNSt 60

O
O

. 67947613160

. 6739190959, 2, 109. 471220630

. 1270273932, 2, 109. 47122063, 3, 120. O

. 1248975875, 2, 109. 47122063, 3,-120. O

. 38163488, 1, 79. 86205016, 3, - 125. 740091160

. 35163013, 1, 96. 26799792, 3, - 33. 3059479901

. 3816, 1, 79. 76133275, 2, - 117. 483901860

. 3516, 1, 93. 30923331, 2, 148. 579203310

. 29071169, 1, 123. 55601327, 2, 6. 091805480

,1 10336764, 4, 113. 85514644, 1, 177. 3174303701
, 1. 24276687, 4, 127. 38248639, 1, - 2. 713991350

1 28915861, 1, 123 41582602, 2, 116 909152210

, 1.10314255, 5 113. 94759476, 1, 179. 9284693901

, 1.24429984, 5, 127. 38196656, 14, 180. 091324960

PRPRPPRPERNONNN

RPRUORPRPAOWWONNRRERPR
[=R=2

OO0TOOIONIIIIOONpeOoOOOOO
W W

HF=- 1344. 30782960

RVBD=9. 773e- 090

Di pol e=1. 4216928, - 0. 3653579, 0. 60193290
PG=C010] X( C2H6Cd104S2) ] O

ZNSt 70

O

. 10739011550

. 1060007468, 2, 109. 471220630

. 4135618353, 2, 109. 47122063, 3, 120. O

. 41019231, 2, 109. 47122063, 3, -120. O

. 96815058, 1, 119. 91367715, 3, - 187. 858802201
. 96956331, 1, 105. 18571038, 2, - 1. 1886587401
. 01872976, 1, 123. 15206419, 2, 119. 403260870
. 02097799, 1, 103. 73336664, 2, 242. 104085290
. 01998215, 1, 105. 14868295, 2, - 5. 138772450

oogQeogouuoUng
PRPPRPOODNDNNDN

ARDMONRPRPRRPROR

ITIIIZZ



, 1. 45694664, 1, 125. 09840467, 2, - 51. 6618078601
1.27438729, 1, 113. 40578598, 2, - 244. 607487810

é,1.09664822,5,121.98192453,11,-1.03244758D
2,1.09090322, 5, 118. 36094952, 11, 177. 638661260
l,1.09847407,5,112.43955543,12,1.35375125D
1
1

C5
C5
H 1
H 1
H 1
H 1
H 1
g

, 1.09571246, 5, 109. 24073316, 12, 122. 8255149901
, 1.09498189, 5, 108. 46902993, 12, - 119. 8534397301

HF=- 509. 23787370
RVBD=7. 298e- 090

Di pol e=- 3. 030946, 0. 248793, - 1. 64956860
PG=C010] X( C2HLOCd1N2CR) ] O

ZNSt 801

[
O

. 6736448380

. 3141951556, 2, 109. 471220630

. 141155548, 2, 109. 47122063, 3, 120. O

. 1379187796, 2, 109. 47122063, 3, -120. O

. 43163488, 1, 77. 13840245, 3, - 128. 175040820

. 35163013, 1, 96. 95911806, 3, - 36. 8380501

. 03733852, 1, 97. 54654413, 2,-117. 580863201

. 01882487, 1, 118. 39594959, 2, - 1. 218409770

. 02010264, 1, 114. 05013256, 2, 127. 600974680

. 28452295, 1, 121. 96223347, 2, 9. 385283530

, 1.10296596, 4 114. 55752691, 1, 175. 965187850
, 1.24907245, 4, 127. 39697748, 1, -4. 158637110

1 29262228, 1, 120. 08902168, 2, 116. 695241330

, 1.10425989, 5, 113. 61980985, 1, 180. 034224920

, 1. 24083007, 5, 127. 11559119, 15, 180. 107154110

PRPRRPEREPRPPNNNN

PRUORPPDMOWWNNRRRER
i -

OO0TOOITOIIIIIOOZ2 e ooOnnn
NN

HF=- 1001. 48089550

RVBD=9. 510e- 090

Di pol e=2. 1066023, - 0. 6130611, 0. 67080140
PG=C010 X( C2H7Cd1N1O4S1) ] O

U

g

g

g

O

CdzNst 900

g

-1, 10

CdO

0 1, 2.17091990960

0O 1, 2.1636250947, 2, 109. 4712206301

S, 1,2.5924046477, 2, 109. 47122063, 3, 120. U

N, 1, 2. 4532651848, 2, 109. 47122063, 3, -120. U

H, 2, 0. 96969148, 1, 103. 66933231, 3, - 116. 4463452301
H, 3, 0. 97083858, 1, 101. 51299369, 2, 7. 324447240

H, 4, 1. 3520271, 1, 89. 8894525, 2, - 124. 89920940

C 5, 1.45162008, 1, 115. 84667301, 2, 51. 060914920

C 5,1.26881885, 1, 122. 67778355, 2, -128. 3820885901
H, 10, 1. 09992247, 5, 122. 15918362, 9, 0. 1233809901

H, 10, 1. 09099503, 5, 118. 29662417, 9, 180. 261778160



H, 9, 1. 10195253, 5, 112. 73836302, 10, 1. 030109740

H, 9, 1. 09537352, 5, 107. 9883618, 10, 123. 231616440
H, 9, 1. 09539491, 5, 108. 05158913, 10, - 120. 952951090
O
HF=- 851. 55782390

RVBD=8. 581e- 090

Di pol e=- 1. 6430895, 3. 1074977, - 0. 95322660
PG=C010] X( C2H8Cd1N1CO2S1) ] O

ZNSt 100

[EEN
O

. 17977601950

. 1803299481, 2, 109. 471220630

. 2007321332, 2, 109. 47122063, 3, 120. O

. 4489978949, 2, 109. 47122063, 3,-120. O

. 97076301, 1, 103. 56159834, 3, - 137. 219199610
. 97077605, 1, 103. 88683657, 2, - 221. 16341430
. 96973292, 1, 102. 21060079, 2, - 62. 112648180
. 01763487, 1, 107. 56225512, 2, 118. 745463290
. 01763892, 1, 107. 62403392, 2, 0. 469221290

. 01729358, 1, 111. 96105841, 2, 239. 579536920

ooogQ . OQuooon

GUUrWNRRREPRO
PRPRPOOONNNN

OITITXTTITITITZ2

HF=- 451. 14523030
RVBD=8. 829e- 090

Di pol e=- 1. 7115816, 2. 0888536, - 1. 23507780
PG=CO10] X( Cd1H6N1C8) ] [

ZNSt 10

Fghozooooo

. 36444855780

. 371622466, 2, 109. 471220630

. 338418321, 2, 109. 47122063, 3, 120. O

. 3311350979, 2, 109. 47122063, 3, -120. O

. 02442568, 1, 114. 16934879, 3, 56. 111341870

. 02431536, 1, 112. 8222358, 3, 176. 390932650

. 02473646, 1, 112. 87129375, 3, - 64. 396519980
. 0243902, 1, 114. 36800519, 2, 17. 494382301

. 0236021, 1, 114. 33682581, 2, 139. 1461519901

. 02467028, 1, 111. 47340786, 2, - 101. 973307020
. 4796565, 1, 116. 67325199, 2, 62. 281723770

, 1.2796595, 1, 125. 07331685, 2, - 116. 1335933901
3, 1. 09239633, 4, 121. 87066204, 12, 0. 762248530
3, 1. 0885295, 4, 120. 70028833, 12, 180. 937685480
2,1.09367396, 4, 111. 56535168, 13, -4. 418110740
2
2

RPRRPRRPRPRPRPRPNMNNNN

, 1. 09488936, 4, 109. 08722872, 13, 115. 9015768901
1. 09376459, 4, 109. 44005502, 13, - 125. 492297530
. 47809496, 1, 119. 14155561, 2, 24. 9555737601

, 1.28032309, 1, 122. 28376136, 2, - 156. 295732880
0, 1. 0924549, 5, 121. 79979793, 19, - 0. 164858670

I
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NOUIRRPRPRPEPARMOWWONNNRRRE



H, 20, 1. 0892177, 5, 120. 36358217, 19, 179. 8039652601
H, 19, 1. 09375511, 5, 111. 53355688, 20, - 0. 195005880
H, 19, 1. 09456055, 5, 109. 22816531, 20, 120. 22618240
H, 19, 1. 09487607, 5, 109. 33291293, 20, - 120. 793933020
O

HF=- 534. 42619920

RVBD=6. 086e- 090

Di pol e=0. 5461541, - 0. 1486169, 0. 05487310
PG=CO10] X( CAHL6Hg1N4) ] O

ZNSt 20

O

. 36258304930

. 381915796, 2, 109. 471220630

. 361172361, 2, 109. 47122063, 3, 120. O

. 1469480652, 2, 109. 47122063, 3, -120. O

. 97094331, 1, 131. 12865202, 3, - 3. 640116480

. 01922353, 1, 95. 25479326, 3, 119. 231320560

. 02320618, 1, 109. 53177164, 2, -57. 355208370
. 02208298, 1, 116. 72419391, 2, 63. 6455702701

. 02309517, 1, 111. 10269384, 2, 186. 381145720
. 02333954, 1, 110. 89531971, 2, 11. 36467750

. 02346664, 1, 108. 67023837, 2, 127. 853370580
. 02156219, 1, 117. 17428168, 2, - 111. 152529710
. 30044135, 1, 115. 69395984, 2, - 0. 5098355901

, 1.09865482, 5, 114. 56874068, 1, 179. 956960670
, 1.24152592, 5, 125. 74621316, 15, 180. 113801720

PRORMRMDWWWNNRRRPR
PRRPRPRRRRPRPONNNN

O0IONIITIIIIIIIOZZOLrOZ0O00000
NN

HF=- 532. 45336340

RVBD=7. 173e- 090

Di pol e=1. 8619769, - 2. 463515, - 0. 90923610
PG=C0100 X( CLHOHg1N2C8) ] O

ZNSt 300

O

. 41876471870

. 3474588973, 2, 109. 471220630

. 3285872258, 2, 109. 47122063, 3, 120. O

. 1366531554, 2, 109. 47122063, 3, -120. O

. 97288446, 1, 127. 54275879, 3, - 23. 79989060

. 97476752, 1, 117. 45730466, 3, 121. 555272630
. 02174299, 1, 95. 11256783, 2, - 116. 540274150
. 9714419, 1, 131. 17702724, 2, 5. 821006240

. 02239336, 1, 115. 9542546, 2, - 2. 860831530

. 02355354, 1, 108. 38008344, 2, 117. 067400930
. 02307434, 1, 111. 79049427, 2, - 125. 70539970
. 30261568, 1, 115. 78749587, 2, 117. 547821260
, 1.09837764, 5, 114. 42672255, 1, 180. 159275160
, 1. 24018073, 5, 125. 69063459, 14, 180. 216634320
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O

HF=- 552. 31139450

RVBD=7. 949e- 090

Di pol e=- 0. 0791261, - 2. 2453639, 1. 55192630
PG=C010 X( CLH8Hg1N1O4) | O

ZNSt 40

Ooe
O

. 75311564170

. 3822315923, 2, 109. 471220630

. 2064135298, 2, 109. 47122063, 3, 120. O

. 3455259613, 2, 109. 47122063, 3, -120. O

. 35149394, 1, 96. 06934422, 3, - 164. 944560950

. 35467569, 1, 88. 2239449, 3, - 71. 081838720

. 02190648, 1, 113. 71655382, 2, - 173. 665475460

. 02131928, 1, 119. 41618834, 2, - 45. 919891020

. 02599938, 1, 101. 35131407, 2, 71. 8155399801

. 29847211, 1, 106. 5027002, 2, - 63. 351727680

, 1. 09977995, 4, 115. 32467539, 1, 180. 371637330

, 1. 24157909, 4, 123. 4649005, 12, 180. 075925450

, 1.4690867, 1, 122. 63723218, 2, 60. 797052650
1.27887392, 1, 117. 63054214, 2, - 119. 668296170

, 1.09319261, 5, 121. 64432207, 14, 0. 111699670

, 1.0893423, 5, 119. 6099667, 14, 180. 051901680

,1.09481644, 5, 111. 68339335, 15, 0. 100045360

, 1. 09449096, 5, 109. 19650247, 15, 121. 13778480

, 1.094641, 5, 109. 13960632, 15, - 120. 7721849901

OINIIIIIZOZWZroOgZoOOOO
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HF=- 932. 8316590

RVBD=6. 102e- 090

Di pol e=0. 2548701, 2. 3969621, - 0. 35159110
PG=C0100 X( C3HL1Hg1N20RS1) ] O

ZNSt 50

O

. 38414547090

. 3842689589, 2, 109. 471220630

. 2014945417, 2, 109. 47122063, 3, 120. O

. 2015433259, 2, 109. 47122063, 3, -120. O

. 03559668, 1, 97. 90476108, 3, - 115. 142454650
. 01993366, 1, 112. 72120504, 3, 130. 455882640
. 01865135, 1, 119. 43529174, 3, 2. 317012940

. 03564876, 1, 97. 87339203, 2, - 115. 482243330
. 01865842, 1, 119. 38861174, 2, 1. 881424990

. 01991003, 1, 112. 80130674, 2, 130. 075027730
. 29121875, 1, 119. 93758563, 2, -5. 273077760
,1 10502965, 4, 113. 75768691, 1, 179. 010572260
, 1.24171014, 4, 127. 14734682, 1, - 0. 9960950201
1.2912072,1,119.94848738,2,115.17722342D
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H, 15, 1. 10502592, 5, 113. 75785918, 1, 178. 755955290
O, 15, 1. 24171186, 5, 127. 1502969, 16, 180. 028508440
O

HF=- 645. 46022690

RVBD=4. 886e- 090

Di pol e=1. 9055485, 0. 0025834, 1. 35201470

PG=C010] X( C2H8Hg1N204) ] O

ZNSt 600

[
O

. 72419610780

. 7206220267, 2, 109. 471220630

. 1801782927, 2, 109. 47122063, 3, 120. O

. 1770295353, 2, 109. 47122063, 3, -120. O

. 38163488, 1, 79. 86205016, 3, - 125. 740091160

. 35163013, 1, 96. 26799792, 3, - 33. 3059479901

. 3816, 1, 79. 76133275, 2, - 117. 4839018601

. 3516, 1, 93. 30923331, 2, 148. 5792033101

. 29071169, 1, 123. 55601327, 2, 6. 091805480

,1.10336764, 4 113. 85514644, 1, 177. 317430370
, 1. 24276687, 4, 127. 38248639, 1, - 2. 713991350

1 28915861, 1, 123. 41582602, 2, 116. 909152210

, 1.10314255, 5, 113. 94759476, 1, 179. 9284693901

, 1.24429984, 5, 127. 38196656, 14, 180. 0913249601

PRPRPERRNNNN
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HF=- 1331. 11976380

RVBD=6. 599¢- 090

Di pol e=1. 4156794, - 0. 3624944, 0. 59636780
PG=CO10] X( C2H6Hg104S2) ] O

ZNSt 70

O

. 15699737530

. 1498374707, 2, 109. 471220630

. 5174575439, 2, 109. 47122063, 3, 120. O

. 5248568448, 2, 109. 47122063, 3, -120. O

. 96815058, 1, 119. 91367715, 3, - 187. 85880220

. 96956331, 1, 105. 18571038, 2, - 1. 1886587401

. 01872976, 1, 123. 15206419, 2, 119. 403260870

. 02097799, 1, 103. 73336664, 2, 242. 104085290

. 01998215, 1, 105. 14868295, 2, - 5. 138772450

. 45694664, 1, 125. 09840467, 2, -51. 661807860

. 27438729, 1, 113. 40578598, 2, - 244. 607487810
, 1.09664822, 5, 121. 98192453, 11, - 1. 032447580
, 1.09090322, 5, 118. 36094952, 11, 177. 638661260
, 1.09847407, 5, 112. 43955543, 12, 1. 353751250

, 1.09571246, 5, 109. 24073316, 12, 122. 8255149901
, 1.09498189, 5, 108. 46902993, 12, - 119. 8534397301
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HF=- 496. 04795640

RVBD=7. 054e- 090

Di pol e=- 2. 8055237, 0. 2184043, - 1. 48787790
PG=CO10] X( C2HLOHg1N2O2) ] O

ZNSt 80

Ooe
O

. 71335756290

. 373507658, 2, 109. 471220630

. 1928543515, 2, 109. 47122063, 3, 120. O

. 1897143554, 2, 109. 47122063, 3, -120. O

. 43163488, 1, 77. 13840245, 3, - 128. 175040820

. 35163013, 1, 96. 95911806, 3, - 36. 838050

. 03733852, 1, 97. 54654413, 2, -117. 58086320

. 01882487, 1, 118. 39594959, 2, - 1. 218409770

. 02010264, 1, 114. 05013256, 2, 127. 600974680

. 28452295, 1, 121. 96223347, 2, 9. 385283530

,1 10296596, 4, 114. 55752691, 1, 175. 9651878501
, 1. 24907245, 4, 127. 39697748, 1, -4. 158637110

1 29262228, 1, 120 08902168, 2, 116 695241330

, 1.10425989, 5, 113. 61980985, 1, 180. 034224921

, 1. 24083007, 5, 127. 11559119, 15, 180. 107154110

PRPRPRPEPRPNNNN
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HF=- 988. 2888925

RVBD=8. 092e- 09[]

Di pol e=2. 1289921, - 0. 5549116, 0. 65525010
PG=C010] X( C2H7Hg1NLO4S1) ] O

ZNSt 90

0O-
[EEN
O

. 23311297310
. 2207803456, 2, 109. 471220630
. 6099123316, 2, 109. 47122063, 3, 120. O
. 6004091764, 2, 109. 47122063, 3, -120. O
. 96969148, 1, 103. 66933231, 3, - 116. 446345230
. 97083858, 1, 101. 51299369, 2, 7. 324447240
. 3520271, 1, 89. 8894525, 2, - 124. 89920940
. 45162008, 1, 115. 84667301, 2, 51. 0609149201

. 26881885, 1, 122. 67778355, 2, - 128. 382088590
, 1.09992247, 5 122. 15918362, 9 0. 123380990
, 1.09099503, 5, 118. 29662417, 9, 180. 2617781601
1. 10195253, 5, 112. 73836302, 10, 1. 030109740
1. 09537352, 5, 107. 9883618, 10, 123. 231616440
1. 09539491, 5, 108. 05158913, 10, - 120. 952951090

oo, . Oogooooo
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HF=- 838. 37316270

RVBD=6. 587e- 090

Di pol e=- 1. 4425069, 2. 7662813, - 0. 8381240
PG=CO10] X( C2H8Hg1N102S1)] O



ZNSt 100

[N
O

. 23177018560

. 2327032892, 2, 109. 471220630

. 2667923896, 2, 109. 47122063, 3, 120. O

. 5805871131, 2, 109. 47122063, 3, -120. O

. 97076301, 1, 103. 56159834, 3, - 137. 219199610
. 97077605, 1, 103. 88683657, 2, - 221. 16341430
. 96973292, 1, 102. 21060079, 2, - 62. 112648180
. 01763487, 1, 107. 56225512, 2, 118. 745463290
. 01763892, 1, 107. 62403392, 2, 0. 469221290

. 01729358, 1, 111. 96105841, 2, 239. 579536920

ooogZ . . OZ0oooon
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HF=- 437. 95401240

RVBD=9. 900e- 090

Di pol e=- 1. 5611815, 1. 9338618, - 1. 12630430
PG=C010] X( HBHg1N1CB) ] O

O

O

O

O

O

...................... 0

5. 0Cd2+-speci fi clOsitesOd
______________________ O

O

CoCDsSt 100

O

2,40

Col

0 1,2.01630137660

0O 1, 2.0214518927, 2, 109. 471220630

S, 1, 2. 4245679785, 2, 109. 47122063, 3, 120. O

0O 1, 1. 9730066602, 2, 109. 47122063, 3, - 120. O

H, 2, 0. 97710956, 1, 126. 72351565, 3, - 32. 425150750
H, 2, 0.97756217, 1, 125. 23198546, 3, 137. 321991830
H, 3, 0. 97720206, 1, 125. 08548378, 2, 128. 905682320
H, 3, 0. 97691541, 1, 127. 26501921, 2, - 43. 68943120
H, 4, 1. 35409598, 1, 98. 71271852, 2, 3. 908051210

H, 4, 1. 35439907, 1, 98. 51076654, 2, 100. 101434290
C, 5,1.23465919, 1, 146. 23736757, 2, 123. 867028450
H, 12, 1. 09868727, 5, 121. 69940132, 1, - 2. 092352820
H, 12, 1. 09751386, 5, 118. 89820982, 13, 179. 942050730
O

HF=- 2049. 12686870

S2=3. 755370

S2-1=0. 0

S2A=3. 7500130
RVBD=9. 300e- 090

Di pol e=0. 7595132, 0. 8853164, 0. 42002730
PG=CO1[] X( CLH8C0108S1)] O

O

O

O



pogoo
N
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Od
O

. 4205874730
. 0219333498, 2, 109. 471220630
. 9756591249, 2, 109. 47122063, 3, 120. O
. 983872307, 2, 109. 47122063, 3, - 120. O
. 35379864, 1, 99. 7819091, 3, - 18. 125796410
. 35393714, 1, 100. 2118578, 3, 78. 806933910
97744477, 1, 125. 63242174, 2, 115. 403137240
. 97598732, 1, 126. 75833562, 2, - 68. 519295240
. 23376805, 1, 147. 69191231, 2, 68. 139439770
,1.09887316, 4 121. 64827332, 1, - 0. 6934427201
, 1.09752428, 4, 118. 93131886, 11, 180. 329035250
1 23366055, 1, 147. 88558831, 2, 157. 607442080
, 1.09904483, 5, 121. 69558296, 1, - 0. 628639770
, 1.09770407, 5, 118. 96648232, 14, 179. 9285441401
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HF=- 2087. 21718980
S2=3. 7558460

S2-1=0.0

S2A=3. 7500150

RVBD=9. 026€- 090

Di pol e=0. 3542477, 0. 3829661, - 1. 10737280
PG=C01[] X( C2H8C0108S1)] O

CDSt 300

Od
O

. 42132564820

. 9795595321, 2, 109. 471220630

. 982137398, 2, 109. 47122063, 3, 120. O

. 9779377647, 2,109. 47122063, 3,-120. O

. 35382234, 1, 99. 42346635, 3, - 24. 8600657101

. 35394345, 1, 99. 35041753, 3, 71. 370407630

. 23439672, 1, 142. 62314323, 2, 115. 844595701

. 09877467, 3, 121. 73254404, 1, 0. 698768450

. 09753352, 3, 118. 90990393, 9, 180. 082729770
. 23419868, 1, 143. 32350114, 2, 80. 3127878201

, 1.09872769, 4, 121. 76269088, 1, 2. 162995820
1. 09740596, 4, 118. 89863073, 12, 180. 018448070
23372739, 1, 144. 93803684, 2, 112. 40545660

, 1.09881591, 5, 121. 71095223, 1, 1. 035257780

, 1.09752425, 5, 118. 92338792, 15, 180. 06179410
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HF=- 2125. 31015540
S2=3. 75719800

S2-1=0.0

S2A=3. 7500230

RVBD=6. 759¢- 090

Di pol e=0. 2643819, 0. 0889337, - 1. 11441030
PG=C010] X( C3H8Co1CBS1)] O

O



O

. 43418112120

. 9784622955, 2, 109. 471220630

. 9922223802, 2, 109. 47122063, 3, 120. U

. 0623883128, 2, 109. 47122063, 3, -120. U

. 35370225, 1, 100. 67403997, 3, -47. 427632110
. 35408901, 1, 99. 62884198, 3, 48. 8919392201

. 23388199, 1, 144. 85377957, 2, 127. 84301080
. 09869892, 3, 121. 67597912, 1, - 2. 168763680
. 09746485, 3, 118. 92495585, 9, 179. 912688550
, 1.23209511, 1, 151. 41275636, 2, 28. 99788920
1,1.09950782, 4, 121. 58841047, 1, - 0. 874248890
1,1.09801294, 4, 119. 2932244, 12, 179. 87909180
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i.02597301,1,112.96295399,2,158.00819994D
, 1. 02537065, 1, 113. 04635429, 2, 38. 419662350
1. 02551705, 1, 113. 357995, 2, -81. 865712360

OITITITITOIITOIITZ

HF=- 2067. 36459270
S2=3. 7566860

S2-1=0. O

S2A=3. 750020

RVBD=9. 743e- 090

Di pol e=- 0. 147763, - 0. 2033227, - 0. 835640
PG=CO10] X( C2H9CO1N1O2S1)] O

g

g

g

O

O

CoCDSt 50

g

2,40

Col

S, 1, 2.43813379760

O 1, 2. 0255191485, 2, 109. 4712206301

O 1, 1. 9713854469, 2, 109. 47122063, 3, 120. U

N, 1, 2. 0567400597, 2, 109. 47122063, 3, -120. O

H, 2,1.3532682, 1, 101. 52794537, 3, - 71. 4593058701
H, 2, 1. 35375954, 1, 101. 36172376, 3, 25. 967690130
H, 3, 0. 97657675, 1, 125. 34039764, 2, 40. 558570740
H, 3, 0. 9772854, 1, 124. 99395005, 2, - 162. 435094270
C 4,1.23078918, 1, 166. 98888266, 2, - 5. 8758250
H, 10, 1. 09927299, 4, 121. 0481255, 1, 1. 1944085201
H, 10, 1. 09851533, 4, 119. 75500726, 11, 179. 978622860
H, 5, 1. 02591479, 1, 113. 7585246, 2, 183. 684024750
H, 5,1.02570578, 1, 113. 14704837, 2, 62. 876092030
H, 5, 1. 02595319, 1, 112. 1546187, 2, - 56. 673617720
g

HF=-2029. 27278910

S2=3. 755810

S2-1=0. 0

S2A=3. 7500150
RMSD=5. 972e- 090
Di pol e=0. 2913515, - 0. 1906211, - 0. 89477710



PG=CO1[] X( CLH9Co1N102S1)] O

CDSt 601

O

. 02307952770

. 0228991729, 2, 109. 471220630

. 4268133448, 2, 109. 47122063, 3, 120. O

. 426904336, 2, 109. 47122063, 3, - 120. O

. 97715546, 1, 126. 00530669, 3, - 137. 286710580
. 97721096, 1, 126. 72613851, 3, 37. 7761518901
97717428, 1, 125. 96028173, 2, 223. 415242840
. 97720322, 1, 126. 74413777, 2, 38. 0949765301
. 35436319, 1, 98. 61472212, 2, - 175. 530814910
. 35444234, 1, 100. 57257274, 2, - 79. 164071950
. 35447271, 1, 100. 52722432, 2, 38. 84044920

. 35436768, 1, 98. 61819189, 2, -57. 528680010

ocogdOogQoooooO
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HF=- 2333. 99546430

S2=3. 7559490

S2-1=0. 0

S2A=3. 7500160

RVMSD=8. 237e- 090

Di pol e=1. 1681075, - 0. 0057592, 0. 83453260
PG=C01[0 X(ColH8RS2)] O

CDhst 70

O

. 05940805420

. 9965378522, 2, 109. 471220630

. 4414209071, 2, 109. 47122063, 3, 120. O

. 9002321392, 2, 109. 47122063, 3, -120. O

. 97304987, 1, 129. 08906844, 3, - 92. 603469160
. 97474217, 1, 118. 79945451, 3, 114. 217284940
. 02084268, 1, 95. 67672252, 2, -119. 057868080
. 97258209, 1, 126. 58711976, 2, 0. 935778820

. 3523873, 1, 94. 04096012, 2, 120. 265960530

. 35233137, 1, 96. 0652197, 2, 215. 14578160

. 30489723, 1, 115. 95687296, 2, 120. 602795740
, 1. 09833869, 5, 114. 23891506, 1, 179. 812209990
,1.23877975, 5, 125. 70918421, 13, 180. 219892360
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HF=- 2124. 20822080
S2=3. 7557350

S2-1=0.0

S2A=3. 7500150

RVBD=7. 627e- 090

Di pol e=-0. 1927124, - 1. 4683346, 1. 76466640
PG=C010] X( CLH7Co104S1)] O

O



O

. 42314309640

. 0808942456, 2, 109. 471220630

. 8954500469, 2, 109. 47122063, 3, 120. U

. 0679500442, 2, 109. 47122063, 3, -120. O

. 38163488, 1, 79. 64107442, 3, - 132. 347295090
. 35163013, 1, 96. 11149781, 3, - 39. 142705770
. 02324409, 1, 114. 14255374, 2, - 133. 938756550
. 02176858, 1, 114. 21620804, 2, - 11. 145081440
. 02380537, 1, 108. 33284024, 2, 107. 852343650
, 1.30526952, 1, 122. 86903562, 2, 14. 164237460
1,1.09978935, 4, 113. 7139494, 1, 178. 974610850
1, 1. 23588904, 4, 126. 296095, 1, - 1. 214126780

, 0. 9735806, 1, 124. 20061642, 2, 18. 552148040
0.97497082, 1, 117. 71800181, 2, - 121. 15072420
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HF=-2104. 34250070

S2=3. 7562020

S2-1=0. 0

S2A=3. 7500180

RVMSD=9. 092e- 090

Di pol e=1. 6960181, 1. 9937161, - 1. 255849301
PG=C01[ X(C1H8Co1N1CG3S1) ] O

CDSt 90

Os
O

. 45946605190

. 0724938961, 2, 109. 471220630

. 0318832539, 2, 109. 47122063, 3, 120. U

. 9233862824, 2, 109. 47122063, 3, -120. O

. 35555116, 1, 87. 18674496, 3, 75. 747424170

. 35174477, 1, 97. 8295942, 3, 169. 762401960

. 02223766, 1, 114. 056871, 2, 176. 529048910

. 02180832, 1, 118. 28414373, 2, 49. 72146490

. 02586929, 1, 101. 96538083, 2, - 68. 42779880

. 22912758, 1, 127. 78102097, 2, 118. 136096830

,1 09986557, 4, 121. 5658166, 1, - 0. 654253650
, 1. 09814039, 4, 119. 228673, 12, 179. 96417780

1 29983846, 1, 106 55781519, 2, 62. 509592760

, 1.0995402, 5, 115. 17801117, 1, 179. 4515956601

, 1.24073079, 5, 123. 44459098, 15, 179. 859792990

PRPRPRERPPRPPNNN

PRUORRPAODWWNNRRRER
I -

DOINIIOIIIIIOOZNQroguooon
A h

HF=-2142. 43486640

S2=3. 7575330

S2-1=0. 0

S2A=3. 75002501

RMSD=9. 704e- 090

Di pol e=-0. 2990566, - 1. 7365779, - 0. 83172880



PG=C01[] X( C2H8Co1N108S1)] O

g

g

O

O

g

CoCDSt 100

g

0, 40

ColJ

S, 1, 2. 43942800740

S, 1,2.4391906711, 2, 109. 4712206301

O 1, 1.9314603917, 2, 109. 47122063, 3, 120. U

O 1, 1. 9299000316, 2, 109. 47122063, 3, - 120. O

H, 2, 1. 38163488, 1, 79. 86205016, 3, - 125. 740091160
H, 2, 1. 35163013, 1, 96. 26799792, 3, - 33. 3059479901
H, 3, 1. 3816, 1, 79. 76133275, 2, -117. 483901860

H, 3, 1. 3516, 1, 93. 30923331, 2, 148. 579203310

C 4,1.29071169, 1, 123. 55601327, 2, 6. 091805480

H, 10, 1. 10336764, 4, 113. 85514644, 1, 177. 317430370
O 10, 1. 24276687, 4, 127. 38248639, 1, - 2. 713991350
C 5, 1.28915861, 1, 123. 41582602, 2, 116. 909152210
H, 13, 1. 10314255, 5, 113. 94759476, 1, 179. 9284693901
O 13, 1. 24429984, 5, 127. 38196656, 14, 180. 091324960
O

HF=- 2560. 188402[]
S2=3. 7573180

S2-1=0. O

S2A=3. 7500250

RVBD=7. 993e- 090

Di pol e=0. 8587331, - 0. 3385929, 0. 23442460
PG=C01[] X( C2H6Co104S2) ] O

i CDSt 10

ZdozoOooood
O

. 09536971350

. 9959507162, 2, 109. 471220630

. 3772099312, 2, 109. 47122063, 3, 120. O

. 9553646075, 2, 109. 47122063, 3, -120. O

. 97710956, 1, 126. 72351565, 3, - 32. 425150750
. 97756217, 1, 125. 23198546, 3, 137. 321991830
. 97720206, 1, 125. 08548378, 2, 128. 905682320
. 97691541, 1, 127. 26501921, 2, - 43. 689431201
. 35409598, 1, 98. 71271852, 2, 3. 9080512101

. 35439907, 1, 98. 51076654, 2, 100. 101434290
. 23465919, 1, 146. 23736757, 2, 123. 867028450
, 1.09868727, 5, 121. 69940132, 1, - 2. 0923528201
, 1.09751386, 5, 118. 89820982, 13, 179. 942050730

00

v

O

PRPURMRMNWWNNRRPR

NN~

PRPPOOOORLNEDN

I:IIIO_IIIIII

HF=-2174. 64140610

S2=2. 0041140

S2-1=0. 0

S2A=2. 000010

RMSD=9. 557e- 090

Di pol e=0. 6365806, 0. 8648129, 0. 295638701



PG=CO1[] X( CLH8Ni 108S1)] O

mzyvozoOooood

. 36936726370

. 075188284, 2, 109. 471220630

. 9847057428, 2, 109. 47122063, 3, 120. O

. 9589544302, 2, 109. 47122063, 3, -120. O

. 35379864, 1, 99. 7819091, 3, - 18. 125796410

. 35393714, 1, 100. 2118578, 3, 78. 806933911
97744477, 1, 125. 63242174, 2, 115. 403137240

. 97598732, 1, 126. 75833562, 2, - 68. 519295240

, 1.23376805, 1, 147. 69191231, 2, 68. 139439770
0,1 09887316, 4, 121. 64827332, 1, - 0. 6934427201
0, 1. 09752428, 4, 118. 93131886, 11, 180. 329035250
, 1. 23366055, 1, 147. 88558831, 2, 157. 607442080

, 1.09904483, 5, 121. 69558296, 1, - 0. 628639770

, 1.09770407, 5, 118. 96648232, 14, 179. 928544140

000

HIA(NIAIi-bsncnlvlvlélﬂlﬂ [
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HF=- 2212. 7322040

S2=2. 0043850

S2-1=0.0

S2A=2. 0000120

RVBD=9. 453e- 090

Di pol e=0. 2536251, 0. 2769589, - 0. 99955970
PG=CO10] X( C2H8Ni 108S1)] O

i CDSt 30

O

wzdhdozooooo
0w

. 50901712280
. 9523050236, 2, 109. 471220630
. 9547141558, 2, 109. 47122063, 3, 120. O
. 9608126782, 2, 109. 47122063, 3, -120. O
. 35382234, 1, 99. 42346635, 3, - 24. 860065710
. 35394345, 1, 99. 35041753, 3, 71. 370407630
. 23439672, 1, 142. 62314323, 2, 115. 844595701
. 09877467, 3, 121. 73254404, 1, 0. 698768450
. 09753352, 3, 118. 90990393, 9, 180. 082729770
. 23419868, 1, 143. 32350114, 2, 80. 312787820
,1.09872769, 4 121. 76269088, 1, 2. 1629958201
, 1.09740596, 4, 118. 89863073, 12, 180. 018448070
1 23372739, 1, 144. 93803684, 2, 112. 40545660
, 1.09881591, 5, 121. 71095223, 1, 1. 035257780
, 1.09752425, 5, 118. 92338792, 15, 180. 06179410

000

PRPURPPRMOOWNNRRRR

b
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i
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HF=-2250. 82275610
S2=2. 0049470
S2-1=0.0

S2A=2. 0000160



RVBD=8. 329e- 090
Di pol e=0. 2759412, 0. 1194238, - 1. 33053880
PG=C010] X( C3H8Ni 1C8S1)] O

:

O

wzdozooood

. 38714149670

. 0715544085, 2, 109. 471220630

. 9795237921, 2, 109. 47122063, 3, 120. O

. 0213402333, 2, 109. 47122063, 3,-120. O

. 35370225, 1, 100. 67403997, 3, -47. 427632110

. 35408901, 1, 99. 62884198, 3, 48. 891939220

. 23388199, 1, 144. 85377957, 2, 127. 84301080

. 09869892, 3, 121. 67597912, 1, - 2. 168763680

. 09746485, 3, 118. 92495585, 9, 179. 912688550

. 23209511, 1, 151. 41275636, 2, 28. 99788920

, 1.09950782, 4, 121. 58841047, 1, - 0. 8742488901

, 1.09801294, 4, 119. 2932244, 12, 179. 87909180
1. 02597301, 1, 112. 96295399, 2, 158. 008199940

, 1. 02537065, 1, 113. 04635429, 2, 38. 419662350
1. 02551705, 1, 113. 357995, 2, -81. 865712360

IOTIZ00
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HF=- 2192. 88031850
S2=2. 004340

S2-1=0.0

S2A=2. 0000120

RVBD=6. 827e- 090

Di pol e=- 0. 3254334, - 0. 2311663, - 0. 712755200
PG=CO10] X( C2HONINi 102S1)] O

i CDSt 50

O

wzdhozoooogo
O w

. 38387749110

. 0604030568, 2, 109. 471220630

. 0181711007, 2, 109. 47122063, 3, 120. O

. 0138584204, 2, 109. 47122063, 3, -120. O

. 3532682, 1, 101. 52794537, 3, - 71. 459305870

. 35375954, 1, 101. 36172376, 3, 25. 967690130

. 97657675, 1, 125. 34039764, 2, 40. 558570740

. 9772854, 1, 124. 99395005, 2, - 162. 435094270

. 23078918, 1, 166. 98888266, 2, - 5. 87582501

,1 09927299, 4, 121. 0481255, 1, 1. 194408520

, 1. 09851533, 4, 119. 75500726, 11, 179. 978622860
1. 02591479, 1, 113. 7585246, 2, 183. 684024750

, 1.02570578, 1, 113. 14704837, 2, 62. 876092030
1. 02595319, 1, 112. 1546187, 2, - 56. 673617720

: ITZ00
CUIUIRRPAWWNNRERRR

POORPFEPNNMNNDN

“Too-

I:IIIIII_OIIIIZ

HF=-2154. 78967260
S2=2. 0040410



S2-1=0. O

S2A=2. 000010

RVBD=8. 549e- 090

Di pol e=0. 2300342, - 0. 1961467, - 0. 78115710
PG=C0100 X( CLHONLNi 1C2S1)] O

i CDSt 60

Zdbozoooog
O

. 0596160

. 064869, 2, 109. 471220630

. 378973, 2, 109. 47122063, 3, 120. U

. 378402, 2, 109. 47122063, 3, -120. O

. 97715546, 1, 126. 00530669, 3, - 137. 286710580
. 97721096, 1, 126. 72613851, 3, 37. 7761518901
. 97717428, 1, 125. 96028173, 2, 223. 415242840
. 97720322, 1, 126. 74413777, 2, 38. 0949765301
. 35436319, 1, 98. 61472212, 2, - 175. 530814910
. 35444234, 1, 100. 57257274, 2, - 79. 164071950
. 35447271, 1, 100. 52722432, 2, 38. 84044920

. 35436768, 1, 98. 61819189, 2, - 57. 528680010

00

gOahrbrhOWONNRPRPRPRPPOW
PRPPRPPOOOODNDNDNDN

OIXITITIIIITIITTOVWGW

HF=- 2459. 51205110

S2=2. 0044590

S2-1=0.0

S2A=2. 0000120

RVBD=8. 306e- 090

Di pol e=1. 0348311, - 0. 001469, 0. 74256690
PG=CO100 X( H8Ni 102S2) ] O

O

O

U

g

g

Ni CDSt 70

O

1,30

N O

O 1,2.17860674550

O 1, 1. 9683660241, 2, 109. 4712206301

S, 1, 2. 3855056359, 2, 109. 47122063, 3, 120. O

O 1, 1.8872979623, 2, 109. 47122063, 3, - 120. U

H, 2, 0. 97304987, 1, 129. 08906844, 3, - 92. 603469160
H, 2,0.97474217, 1, 118. 79945451, 3, 114. 217284940
H, 3, 1. 02084268, 1, 95. 67672252, 2, - 119. 057868080
H, 3, 0. 972582009, 1, 126. 58711976, 2, 0. 9357788201
H, 4, 1. 3523873, 1, 94. 04096012, 2, 120. 265960530
H, 4, 1.35233137, 1, 96. 0652197, 2, 215. 14578160

C 5, 1.30489723, 1, 115. 95687296, 2, 120. 6027957401
H 12, 1. 09833869, 5, 114. 23891506, 1, 179. 812209990
0O 12,1.23877975, 5, 125. 70918421, 13, 180. 219892360
O

HF=-2249. 72586020
S2=2. 0046420
S2-1=0.0

S2A=2. 0000130



RVBD=9. 850e- 090
Di pol e=- 0. 2672723, - 1. 4582693, 1. 58778200
PG=C010] X( CLH7Ni 104S1)] O

O

. 37308786140

. 0332744692, 2, 109. 471220630

. 8853076532, 2, 109. 47122063, 3, 120. O

. 1921196977, 2, 109. 47122063, 3,-120. O

. 38163488, 1, 79. 64107442, 3, - 132. 347295090
. 35163013, 1, 96. 11149781, 3, - 39. 142705770
. 02324409, 1, 114. 14255374, 2, - 133. 938756550
. 02176858, 1, 114. 21620804, 2, - 11. 145081440
. 02380537, 1, 108. 33284024, 2, 107. 852343650
, 1.30526952, 1, 122. 86903562, 2, 14. 164237460
1, 1. 09978935, 4, 113. 7139494, 1, 178. 974610850
1, 1. 23588904, 4, 126. 296095, 1, - 1. 214126780

, 0. 9735806, 1, 124. 20061642, 2, 18. 552148040
0.97497082, 1, 117. 71800181, 2, - 121. 15072420

ZunhzkPh,OZzOOoOoOoo
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CURPRPAOWWNNRPRRRPOW

OIT

HF=- 2229. 86237340

S2=2. 0051120

S2-1=0.0

S2A=2. 0000150

RVBD=2. 686e- 090

Di pol e=1. 714135, 1. 8343395, - 1. 1333830
PG=C010] X( CLHSNLNi 108S1)] O

. 60145552510

. 0263233036, 2, 109. 471220630

. 001263077, 2, 109. 47122063, 3, 120. O

. 9071087249, 2, 109. 47122063, 3,-120. O

. 35555116, 1, 87. 18674496, 3, 75. 747424170

. 35174477, 1, 97. 8295942, 3, 169. 762401960

. 02223766, 1, 114. 056871, 2, 176. 529048910

. 02180832, 1, 118. 28414373, 2, 49. 72146490

. 02586929, 1, 101. 96538083, 2, - 68. 42779880

. 22912758, 1, 127. 78102097, 2, 118. 136096830

,1 09986557, 4, 121. 5658166, 1, - 0. 6542536501
, 1. 09814039, 4, 119. 228673, 12, 179. 96417780

1 29983846, 1, 106. 55781519, 2, 62. 509592760

, 1.0995402, 5, 115. 17801117, 1, 179. 451595660

, 1. 24073079, 5, 123. 44459098, 15, 179. 8597929901

ZnhzkP,OZzOO00O000O
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HF=-2267. 95220440
S2=2. 0046720



S2-1=0. O

S2A=2. 0000140

RVBD=4. 917e- 090

Di pol e=- 0. 3078154, - 1. 7062702, - 1. 03392390
PG=C0100 X( C2H8NLNi 1C8S1)] O

g

g

g

O

O

Ni CDSt 100

g

0, 30

Ni O

S, 1,2.55734169940

S, 1, 2.3952064792, 2, 109. 471220630

O 1,1.9134791979, 2, 109. 47122063, 3, 120. U

O 1, 1. 9145248764, 2, 109. 47122063, 3, - 120. O

H, 2,1.38163488, 1, 79. 86205016, 3, - 125. 740091160
H, 2, 1. 35163013, 1, 96. 26799792, 3, - 33. 305947990
H, 3, 1. 3816, 1, 79. 76133275, 2, - 117. 483901860

H, 3, 1. 3516, 1, 93. 30923331, 2, 148. 579203310

C 4,1.29071169, 1, 123. 55601327, 2, 6. 091805480

H, 10, 1. 10336764, 4, 113. 85514644, 1, 177. 317430370
0O 10, 1. 24276687, 4, 127. 38248639, 1, - 2. 713991350
C 5, 1.28915861, 1, 123 41582602, 2, 116 909152210
H, 13, 1. 10314255, 5, 113. 94759476, 1, 179. 9284693901
O 13, 1. 24429984, 5, 127. 38196656, 14, 180. 091324960
g

HF=- 2685. 70447730
S2=2. 0052060

S2-1=0. 0O

S2A=2. 0000160

RVBD=4. 314e- 090

Di pol e=0. 9234086, - 0. 1943949, 0. 044896501
PG=CO10] X( C2H6Ni 104S2)] O

CDSt 10

O

. 0283373310

. 0972199983, 2, 109. 471220630

. 3414701318, 2, 109. 47122063, 3, 120. O

. 9866487012, 2, 109. 47122063, 3, -120. O

. 97710956, 1, 126. 72351565, 3, - 32. 425150750
. 97756217, 1, 125. 23198546, 3, 137. 321991830
. 97720206, 1, 125. 08548378, 2, 128. 9056823201
. 97691541, 1, 127. 26501921, 2, - 43. 689431201
. 35409598, 1, 98. 71271852, 2, 3. 9080512101

. 35439907, 1, 98. 51076654, 2, 100. 1014342901
. 23465919, 1, 146. 23736757, 2, 123. 867028450
,1.09868727, 5, 121. 69940132, 1, - 2. 0923528201
,1.09751386, 5, 118. 89820982, 13, 179. 942050730
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HF=-2306. 80021930
S2=0. 7535040



S2-1=0. O

S2A=0. 7500070

RVBD=6. 892e- 090

Di pol e=0. 2733347, 0. 4564418, 0. 24898540
PG=C010 X( CLH8Cu1C8S1)] O

CDst 20

N
O

. 35723175420

. 0227074905, 2, 109. 471220630

. 9860677083, 2, 109. 47122063, 3, 120. O

. 0381253348, 2, 109. 47122063, 3, -120. O

. 35379864, 1, 99. 7819091, 3, - 18. 125796410

. 35393714, 1, 100. 2118578, 3, 78. 806933910

. 97744477, 1, 125. 63242174, 2, 115. 403137240

. 97598732, 1, 126. 75833562, 2, - 68. 519295240

. 23376805, 1, 147. 69191231, 2, 68. 139439770

, 1.09887316, 4, 121. 64827332, 1, - 0. 6934427201
1. 09752428, 4, 118. 93131886, 11, 180. 329035250
. 23366055, 1, 147. 88558831, 2, 157. 607442080

, 1.09904483, 5, 121. 69558296, 1, - 0. 628639770
,1.09770407, 5, 118. 96648232, 14, 179. 928544141

_O_O_O_U)Q_NI:IQI:II:II:IDD
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HF=-2344. 89395480

S2=0. 7532850

S2-1=0. 0

S2A=0. 7500080
RVBD=6. 997e- 09
Di pol e=0. 2041608, 0. 2425672, - 0. 78059620
PG=C010] X( C2H8Cu108S1) ] O

oooogdg

CuCDSt 30
g
2,20

2907000.
160000 0.
8 O0ro0.
g 1.
8oL,
10000 0.
10000000,
6 0000,
10000000,
1000000 .
6 o 2.
100000 2.
100000 3.
6 D002,
10000003,
10000002,

O

006019010.
756943000R2.
90417600.
60147700 1.
28888201} 0.
852973002.
43491000002.
83142201 0.
01515601F 0.
603563 [1CD0.
37671200+ 1.
282230001 2.
1808140001 2.
46135300F 1.
2393630} 0.
73055300+ 1.

0181170000

237013000
23877800D0.
77310400+ 1
804488 [1D0.
70791801 1.
064256 0R2.
687821 0J03.
303454 [0083.
97898101} 0.
1483640001 1.
479348110.
09531600F 1.
9720960} 0.
51463801} 2.

. 0059140
155705003 0.

7775280
7005830
2403220

. 3387420

4068260
1057180
8954380
2855430
5833100
3715240
4529980
1828700
5474880
7813860
5253730



HF=-2382. 980513110
RMSD=5. 697e- 080
S2=0. 753201

%

O

. 33481567901

. 0552724304, 2, 109. 471220630

. 0473250795, 2, 109. 47122063, 3, 120. O

. 0449511349, 2, 109. 47122063, 3,-120. O

. 35370225, 1, 100. 67403997, 3, -47. 427632110
. 35408901, 1, 99. 62884198, 3, 48. 891939220

. 23388199, 1, 144. 85377957, 2, 127. 84301080
. 09869892, 3, 121. 67597912, 1, - 2. 168763680
. 09746485, 3, 118. 92495585, 9, 179. 912688550
, 1.23209511, 1, 151. 41275636, 2, 28. 99788920
1, 1. 09950782, 4, 121. 58841047, 1, - 0. 874248890
1,1.09801294, 4, 119. 2932244, 12, 179. 87909180
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i.02597301,1,112.96295399,2,158.00819994D
, 1. 02537065, 1, 113. 04635429, 2, 38. 419662350
1. 02551705, 1, 113. 357995, 2, -81. 865712360

OITTITITOITITOIITZ

HF=-2325. 0379450

S2=0. 7532910

S2-1=0. 0

S2A=0. 75000700

RMBD=8. 522e- 090

Di pol e=-0. 3459557, - 0. 2062259, - 0. 24930610
PG=C01[0 X(C2HICulN1CO2S1) ] O

CDSt 50

. 35164179550

. 113048824, 2, 109. 471220630

. 0145301498, 2, 109. 47122063, 3, 120. O

. 024328946, 2, 109. 47122063, 3, -120. O

. 3532682, 1, 101. 52794537, 3, - 71. 459305870
. 35375954, 1, 101. 36172376, 3, 25. 967690130
. 97657675, 1, 125. 34039764, 2, 40. 558570740
. 9772854, 1, 124. 99395005, 2, - 162. 435094270
, 1.23078918, 1, 166. 98888266, 2, - 5. 8758250

0, 1.09927299, 4, 121. 0481255, 1, 1. 1944085201

0, 1. 09851533, 4, 119. 75500726, 11, 179. 978622860
. 02591479, 1, 113. 7585246, 2, 183. 684024750
. 02570578, 1, 113. 14704837, 2, 62. 8760920301
. 02595319, 1, 112. 1546187, 2, -56. 673617720
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HF=-2286. 9501230
S2=0. 7533460



S2-1=0. O

S2A=0. 7500080

RVBD=7. 910e- 090

Di pol e=0. 0360713, - 0. 3264369, - 0. 48362360
PG=C010 X( CLHOCU1N1CRS1) ] O

CDst 60

O

. 08592660950

. 0860297814, 2, 109. 471220630

. 3687626466, 2, 109. 47122063, 3, 120. O

. 3689517076, 2, 109. 47122063, 3, -120. O

. 97715546, 1, 126. 00530669, 3, - 137. 286710580
. 97721096, 1, 126. 72613851, 3, 37. 7761518901
. 97717428, 1, 125. 96028173, 2, 223. 415242840
. 97720322, 1, 126. 74413777, 2, 38. 0949765301
. 35436319, 1, 98. 61472212, 2, - 175. 530814910
. 35444234, 1, 100. 57257274, 2, - 79. 164071950
. 35447271, 1, 100. 52722432, 2, 38. 84044920

. 35436768, 1, 98. 61819189, 2, - 57. 528680010

ooodOooOoODOOO

O~ OWONNRRPRPRPEPON
PRPPRPPOOOODNDNDNDN

OIXITITIIIITIITTOVWGW

HF=- 2591. 6763220

S2=0. 7537120

S2-1=0.0

S2A=0. 750010

RVBD=6. 625e- 090

Di pol e=0. 6966356, - 0. 0042208, 0. 50266410
PG=C010] X( CulH82S2) ] O

. 14226290590

. 0065767637, 2, 109. 471220630

. 4471839651, 2, 109. 47122063, 3, 120. O

. 8752225855, 2, 109. 47122063, 3,-120. O

. 97304987, 1, 129. 08906844, 3, - 92. 603469160
97474217, 1, 118. 79945451, 3, 114. 217284940
. 02084268, 1, 95. 67672252, 2, - 119. 057868080
. 97258209, 1, 126. 58711976, 2, 0. 935778820

. 3523873, 1, 94. 04096012, 2, 120. 265960530

. 35233137, 1, 96. 0652197, 2, 215. 145781601

. 30489723, 1, 115. 95687296, 2, 120. 602795740
, 1. 09833869, 5, 114. 23891506, 1, 179. 8122099901
, 1. 23877975, 5, 125. 70918421, 13, 180. 219892360

PRPUOMDWWNNRPRRPR
RPRPPRPOROORNNN

O0INIIITIIIONOOOrDOOOOO0ON
NN

HF=-2381. 89185890
S2=0. 75301601
S2-1=0.0

S2A=0. 7500060



RVBD=7. 730e- 090
Di pol e=- 0. 2940471, - 1. 0221327, 1. 41718720
PG=C010] X( CLH7Cu104S1)] O

:

O

. 37344217470

. 125591476, 2, 109. 471220630

. 8738374712, 2, 109. 47122063, 3, 120. O

. 1564204643, 2, 109. 47122063, 3,-120. O

. 38163488, 1, 79. 64107442, 3, - 132. 347295090
. 35163013, 1, 96. 11149781, 3, - 39. 142705770
. 02324409, 1, 114. 14255374, 2, - 133. 938756550
. 02176858, 1, 114. 21620804, 2, - 11. 145081440
. 02380537, 1, 108. 33284024, 2, 107. 852343650
. 30526952, 1, 122. 86903562, 2, 14. 164237460
, 1.09978935, 4, 113. 7139494, 1, 178. 974610850
, 1.23588904, 4, 126. 296095, 1, - 1. 214126780
0. 9735806, 1, 124. 20061642, 2, 18. 552148040
0.97497082, 1, 117. 71800181, 2, - 121. 15072420

OINIIITIIOOZWVOrOOOIOOOD
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HF=- 2362. 02780050

S2=0. 753670

S2-1=0.0

S2A=0. 750010

RVBD=5. 042e- 090

Di pol e=1. 3984655, 1. 454031, - 1. 00213740
PG=C010] X( CLH8Cu1NLC8S1)] O

OonN
5 g
©
O

. 49655682780

. 0870296455, 2, 109. 471220630

. 0912137289, 2, 109. 47122063, 3, 120. O

. 8910989402, 2, 109. 47122063, 3,-120. O

. 35555116, 1, 87. 18674496, 3, 75. 747424170

. 35174477, 1, 97. 8295942, 3, 169. 762401960

. 02223766, 1, 114. 056871, 2, 176. 529048910

. 02180832, 1, 118. 28414373, 2, 49. 72146490

. 02586929, 1, 101. 96538083, 2, - 68. 42779880

. 22912758, 1, 127. 78102097, 2, 118. 136096830

,1 09986557, 4, 121. 5658166, 1, - 0. 6542536501
, 1. 09814039, 4, 119. 228673, 12, 179. 96417780

1 29983846, 1, 106. 55781519, 2, 62. 509592760

, 1.0995402, 5, 115. 17801117, 1, 179. 451595660

, 1. 24073079, 5, 123. 44459098, 15, 179. 8597929901

PRPPRPRERPPRPPRPNNN

PRUORPAOWWNNRRRER
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HF=-2400. 11459050
S2=0. 7528170



S2-1=0. 0O

S2A=0. 7500060

RVBD=4. 889e- 090

Di pol e=- 0. 4081796, - 1. 3229594, - 0. 929709
PG=CO10] X( C2H8Cu1N108S1)] O

CDst 100

N
O

. 49559930250

. 4148136711, 2, 109. 471220630

. 9583105179, 2, 109. 47122063, 3, 120. O

. 8970449954, 2, 109. 47122063, 3, -120. O

. 38163488, 1, 79. 86205016, 3, - 125. 740091160

. 35163013, 1, 96. 26799792, 3, - 33. 3059479901

. 3816, 1, 79. 76133275, 2, -117. 483901860

. 3516, 1, 93. 30923331, 2, 148. 579203310

. 29071169, 1, 123. 55601327, 2, 6. 091805480

,1 10336764, 4, 113. 85514644, 1, 177. 3174303701
, 1. 24276687, 4, 127. 38248639, 1, - 2. 713991350

1 28915861, 1, 123 41582602, 2, 116 909152210

, 1.10314255, 5, 113. 94759476, 1, 179. 9284693901

, 1.24429984, 5, 127. 38196656, 14, 180. 0913249601
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HF=- 2817. 86762410
S2=0. 7530880

S2-1=0. O

S2A=0. 7500080

RVBD=8. 814e- 090

Di pol e=0. 901348, 0. 1378658, - 0. 07937160
PG=C010] X( C2H6Cu104S2) | O

a

O

O

O

O

ZnCDSt 10

O

2,10

Zn0d

O 1, 2.02487480070

O, 1, 2. 0320650735, 2, 109. 471220630

S, 1, 2.4078220904, 2, 109. 47122063, 3, 120. O

O 1, 1.9951315152, 2, 109. 47122063, 3,-120. O

H, 2, 0. 9771095556, 1, 126. 72351565, 3, - 32. 425150750
H, 2,0.9775621694, 1, 125. 23198546, 3, 137. 321991830
H, 3, 0. 977202058, 1, 125. 08548378, 2, 128. 905682320
H, 3, 0. 9769154149, 1, 127. 26501921, 2, - 43. 68943120
H, 4, 1. 3540959795, 1, 98. 71271852, 2, 3. 908051210

H, 4, 1. 3543990659, 1, 98. 51076654, 2, 100. 101434290
C, 5, 1.2346591895, 1, 146. 23736757, 2, 123. 867028450
H, 12, 1. 0986872672, 5, 121. 69940132, 1, - 2. 092352820
H, 12, 1. 0975138561, 5, 118. 89820982, 13, 179. 942050730
O

HF=-2445. 70326570
RMSD=3. 835e- 090



Di pol e=0. 6848931, 0. 7636877, 0. 38678490
PG=C010] X( CLH808S1Zn1)] O

nCDSt 200

O

Uagjv[thD[jtjzjc

. 41222819730

. 0372884118, 2, 109. 471220630

. 9876994534, 2, 109. 47122063, 3, 120. O

. 0043726643, 2, 109. 47122063, 3, -120. O

. 353798643, 1, 99. 7819091, 3, -18. 125796410

. 3539371411, 1, 100. 2118578, 3, 78. 806933910

. 9774447739, 1, 125. 63242174, 2, 115. 403137240
. 9759873199, 1, 126. 75833562, 2, - 68. 519295241
, 1. 2337680548, 1, 147. 69191231, 2, 68. 139439770
O,l 0988731592, 4 121. 64827332, 1, - 0. 693442720
0, 1.097524276, 4, 118. 93131886, 11, 180. 329035250
1. 2336605452, 1, 147. 88558831, 2, 157. 607442080
3, 1. 0990448318, 5, 121. 69558296, 1, - 0. 628639770
3,1.0977040721, 5, 118. 96648232, 14, 179. 928544140

I—‘OOHI—‘I\)HI\)I\)
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HF=- 2483. 79247350
RVBD=9. 111e- 090

Di pol e=0. 329338, 0. 3716629, - 0. 99506340
PG=CO10] X( C2H8CBS1Zn1)] O

O

O

O

O

O

ZnCDSt 30

O

2,10

Zn0d

S, 1,2.41082556940

0O 1, 2.0105739574, 2, 109. 471220630

O 1,2.0024719737, 2,109. 47122063, 3, 120. O

O 1, 2. 0008303077, 2, 109. 47122063, 3,-120. O

H, 2, 1. 3538223383, 1, 99. 42346635, 3, - 24. 860065710
H, 2, 1. 3539434454, 1, 99. 35041753, 3, 71. 370407630
C, 3,1.2343967233, 1, 142. 62314323, 2, 115. 84459570
H, 8, 1. 0987746744, 3, 121. 73254404, 1, 0. 698768450
H, 8, 1. 0975335236, 3, 118. 90990393, 9, 180. 0827297701
C 4,1.2341986774, 1, 143. 32350114, 2, 80. 312787820
H, 11, 1. 0987276915, 4, 121. 76269088, 1, 2. 162995820
H, 11, 1. 0974059638, 4, 118. 89863073, 12, 180. 0184480701
C 5,1.2337273857, 1, 144. 93803684, 2, 112 40545660
H, 14, 1. 0988159062, 5, 121. 71095223, 1, 1. 035257780
H, 14, 1. 0975242516, 5, 118. 92338792, 15, 180. 06179410
O

HF=- 2521. 88303420

RVBD=9. 212e- 090

Di pol e=0. 255214, 0. 1113741, - 0. 94500550
PG=CO1[] X( C3H8CBS1Zn1)] O

O

O



3_
O
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I
O

. 44125979890

. 0083703414, 2, 109. 471220630

. 0248813513, 2, 109. 47122063, 3, 120. O

. 0488842983, 2, 109. 47122063, 3,-120. O

. 3537022461, 1, 100. 67403997, 3, -47. 427632110
. 3540890086, 1, 99. 62884198, 3, 48. 891939220

. 2338819874, 1, 144. 85377957, 2, 127. 84301080
. 098698924, 3, 121. 67597912, 1, - 2. 168763680

. 0974648457, 3, 118. 92495585, 9, 179. 912688550
, 1.2320951112, 1, 151. 41275636, 2, 28. 9978892[]
1,1.0995078184, 4, 121. 58841047, 1, - 0. 8742488901
1,1.0980129429, 4, 119. 2932244, 12, 179. 87909180

: ITZ00
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i.0259730071,1,112.96295399,2,158.00819994D
, 1.0253706547, 1, 113. 04635429, 2, 38. 4196623501
1. 0255170513, 1, 113. 357995, 2, - 81. 865712360

OITTITITOITIITOIITZ

HF=- 2463. 94046470
RVBD=9. 146e- 090

Di pol e=- 0. 18375, - 0. 1120297, - 0. 74374820
PG=CO10] X( C2HON1O2S1Zn1)] O

nCDSt 500

wNNONOOOOO

. 44167761770

. 044241751, 2, 109. 471220630

. 0060836101, 2, 109. 47122063, 3, 120. O

. 0465793351, 2, 109. 47122063, 3, -120. O

. 3532682048, 1, 101. 52794537, 3, - 71. 459305870
. 3537595425, 1, 101. 36172376, 3, 25. 967690130

. 9765767453, 1, 125. 34039764, 2, 40. 558570740

. 9772854035, 1, 124. 99395005, 2, - 162. 435094270
,1.2307891828, 1, 166. 98888266, 2, - 5. 8758250

0, 1. 0992729929, 4, 121. 0481255, 1, 1. 194408520

0, 1. 0985153345, 4, 119. 75500726, 11, 179. 978622860
. 0259147941, 1, 113. 7585246, 2, 183. 684024750

. 0257057794, 1, 113. 14704837, 2, 62. 876092030

. 0259531894, 1, 112. 1546187, 2, -56. 673617720

LI I ITIITZ00
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HF=- 2425. 84954690
RVBD=4. 557e- 090

Di pol e=0. 2868596, - 0. 092368, - 0. 80290590
PG=C010] X( CLHONLO2S1Zn1)] O

O

O
g
g
g
4

nCDSt 600
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O
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. 04355324080

. 0432911029, 2, 109. 471220630

. 4331503936, 2, 109. 47122063, 3, 120. O

. 4329764402, 2, 109. 47122063, 3, -120. O

. 9771554647, 1, 126. 00530669, 3, - 137. 286710580
. 9772109636, 1, 126. 72613851, 3, 37. 776151890
. 9771742845, 1, 125. 96028173, 2, 223. 415242840
. 9772032191, 1, 126. 74413777, 2, 38. 094976530
. 3543631929, 1, 98. 61472212, 2, - 175. 530814910
. 354442342, 1, 100. 57257274, 2, -79. 164071950
. 3544727095, 1, 100. 52722432, 2, 38. 840449201

. 3543676792, 1, 98. 61819189, 2, - 57. 528680010
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HF=- 2730. 57481230

RVBD=6. 319e- 090

Di pol e=1. 0555906, - 0. 0057908, 0. 7550760
PG=CO10] X( H8CRS2Zn1)] O

a

O

O

O

O

ZnCDSt 70

O

1,10

Zn0d

O 1, 2.06892951330

O 1, 2.0009224139, 2, 109. 471220630

S, 1, 2. 4443351969, 2, 109. 47122063, 3, 120. O

O 1, 1. 9058150348, 2, 109. 47122063, 3, -120. O

H, 2, 0. 9730498746, 1, 129. 08906844, 3, - 92. 603469160
H, 2,0.9747421703, 1, 118. 79945451, 3, 114. 217284940
H, 3, 1. 0208426778, 1, 95. 67672252, 2, - 119. 057868080
H, 3, 0. 9725820872, 1, 126. 58711976, 2, 0. 935778820
H, 4, 1. 3523873031, 1, 94. 04096012, 2, 120. 265960530
H, 4, 1. 3523313741, 1, 96. 0652197, 2, 215. 14578160

C, 5, 1.3048972336, 1, 115. 95687296, 2, 120. 602795740
H, 12, 1. 0983386896, 5, 114. 23891506, 1, 179. 812209990
O 12,1.238779754, 5, 125. 70918421, 13, 180. 219892360
O

HF=- 2520. 78510710

RVBD=8. 581e- 09[]

Di pol e=- 0. 2131346, - 1. 6232767, 1. 76680010
PG=CO10] X( CLH7®4S1Zn1)] O

O

O

O

O

O

ZnCDSt 800

O

1,10

Zn0

S, 1, 2.43033839320

N, 1, 2. 0754776648, 2, 109. 471220630

O 1, 1.9044165621, 2, 109. 47122063, 3, 120. O
O 1, 2.0785575615, 2, 109. 47122063, 3, -120. O
H, 2,1.38163488, 1, 79. 64107442, 3, -132. 347295090



1.35163013, 1, 96. 11149781, 3, - 39. 142705770

1. 0232440853, 1, 114. 14255374, 2, - 133. 9387565501
1. 021768581, 1, 114. 21620804, 2, - 11. 145081440
1
1

0238053735, 1, 108. 33284024, 2, 107. 852343650

3052695188, 1, 122. 86903562, 2, 14. 164237460
, 1.0997893512, 4, 113. 7139494, 1, 178. 9746108501
, 1.2358890403, 4, 126. 296095, 1, - 1. 214126780
0. 973580604, 1, 124. 20061642, 2, 18. 552148040
0.9749708199, 1, 117. 71800181, 2, - 121. 15072420
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HF=-2500. 91928320

RMSD=8. 219e- 090

Di pol e=1. 8257473, 2. 1010721, - 1. 190444501
PG=C01[ X( C1H8N1G8S1Zn1)] O

nCDSt 90

3_
Oor
O

. 47031071090

. 0657760689, 2, 109. 471220630

. 0647839452, 2, 109. 47122063, 3, 120. O

. 9412657965, 2, 109. 47122063, 3, -120. U

. 3555511589, 1, 87. 18674496, 3, 75. 747424170

. 3517447718, 1, 97. 8295942, 3, 169. 762401960

. 0222376595, 1, 114. 056871, 2, 176. 529048910

. 0218083175, 1, 118. 28414373, 2, 49. 72146490

. 0258692858, 1, 101. 96538083, 2, - 68. 42779880

. 2291275766, 1, 127. 78102097, 2, 118. 1360968301
, 1. 0998655664, 4, 121. 5658166, 1, - 0. 6542536501
1. 0981403908, 4, 119. 228673, 12, 179. 96417780

. 2998384629, 1, 106. 55781519, 2, 62. 509592760

, 1.0995401972, 5, 115. 17801117, 1, 179. 451595660
, 1.240730792, 5, 123. 44459098, 15, 179. 8597929901
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HF=- 2539. 00797580

RVBD=7. 937e- 090

Di pol e=- 0. 2528124, - 1. 9231678, - 0. 7586270
PG=C010] X( C2H8N1038S1Zn1)] O

nCDSt 100

3_
O

o0
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. 45785662020

. 452479758, 2, 109. 471220630

. 9409697641, 2, 109. 47122063, 3, 120. O

. 9394734595, 2, 109. 47122063, 3, -120. O

. 38163488, 1, 79. 86205016, 3, - 125. 740091160
. 35163013, 1, 96. 26799792, 3, - 33. 3059479901
. 3816, 1, 79. 76133275, 2, -117. 483901860

. 3516, 1, 93. 30923331, 2, 148. 579203310

. 2907116895, 1, 123. 55601327, 2, 6. 091805480
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H, 10, 1. 1033676431, 4, 113. 85514644, 1, 177. 317430370
O, 10, 1. 2427668676, 4, 127. 38248639, 1, - 2. 713991350
C, 5, 1. 2891586094, 1, 123. 41582602, 2, 116. 909152210
H, 13, 1. 1031425475, 5, 113. 94759476, 1, 179. 928469390
O 13, 1. 2442998438, 5, 127. 38196656, 14, 180. 091324960
O

HF=- 2956. 76482260

RVBD=8. 926e- 090

Di pol e=0. 9962439, - 0. 3475684, 0. 317868701

PG=CO10] X( C2H604S2Zn1)] O

CDSt 10

O

. 25039975530

. 2593276469, 2, 109. 471220630

. 6120156394, 2, 109. 47122063, 3, 120. O

. 2390628455, 2, 109. 47122063, 3, -120. O

. 97710956, 1, 126. 72351565, 3, - 32. 425150750
. 97756217, 1, 125. 23198546, 3, 137. 321991830
. 97720206, 1, 125. 08548378, 2, 128. 9056823201
. 97691541, 1, 127. 26501921, 2, - 43. 689431201
. 35409598, 1, 98. 71271852, 2, 3. 908051210

. 35439907, 1, 98. 51076654, 2, 100. 1014342901
. 23465919, 1, 146. 23736757, 2, 123. 867028450
,1.09868727, 5, 121. 69940132, 1, - 2. 0923528201
,1.09751386, 5, 118. 89820982, 13, 179. 942050730
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HF=- 833. 26158410
RVBD=6. 869e- 090

Di pol e=0. 7972036, 0. 6374707, 0. 51592180
PG=CO10] X( CLH8Cd108S1)] O

CDSt 200

O
O

. 61451626050

. 2580573744, 2, 109. 471220630

. 2326695034, 2, 109. 47122063, 3, 120. O

. 2467829001, 2, 109. 47122063, 3, -120. O

. 35379864, 1, 99. 7819091, 3, - 18. 125796410

. 35393714, 1, 100. 2118578, 3, 78. 806933911
97744477, 1, 125. 63242174, 2, 115. 403137240

. 97598732, 1, 126. 75833562, 2, - 68. 519295240

. 23376805, 1, 147. 69191231, 2, 68. 139439770
,1.09887316, 4, 121. 64827332, 1, - 0. 693442720
1. 09752428, 4, 118. 93131886, 11, 180. 329035250
. 23366055, 1, 147. 88558831, 2, 157. 607442080

, 1.09904483, 5, 121. 69558296, 1, - 0. 628639770

, 1.09770407, 5, 118. 96648232, 14, 179. 928544140
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HF=- 871. 35053040
RVBD=9. 287e- 0901

Di pol e=0. 2821798, 0. 3816551, - 0. 82183620
PG=C01L] X( C2H8Cd1C8S1) ]

CDSt 30

O
O

. 61684402170

. 2544492626, 2, 109. 471220630

. 2445732254, 2, 109. 47122063, 3, 120. U

. 246208368, 2, 109. 47122063, 3, -120. O

. 35382234, 1, 99. 42346635, 3, - 24. 860065710

. 35394345, 1, 99. 35041753, 3, 71. 370407630

. 23439672, 1, 142. 62314323, 2, 115. 844595701

. 09877467, 3, 121. 73254404, 1, 0. 698768450

. 09753352, 3, 118. 90990393, 9, 180. 082729770
. 23419868, 1, 143. 32350114, 2, 80. 3127878201

, 1.09872769, 4, 121. 76269088, 1, 2. 162995820
1. 09740596, 4, 118. 89863073, 12, 180. 018448070
. 23372739, 1, 144. 93803684, 2, 112. 40545660

, 1.09881591, 5, 121. 71095223, 1, 1. 035257780

, 1.09752425, 5, 118. 92338792, 15, 180. 06179410
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HF=- 909. 4398653

RVBD=9. 611e- 090

Di pol e=0. 2592291, 0. 1044666, - 0. 80614590
PG=C010] X( C3H8Cd1CBS1)] O

O

. 6452879360

. 2530058306, 2, 109. 471220630

. 266739584, 2, 109. 47122063, 3, 120. O

. 2773371427, 2, 109. 47122063, 3, -120. O

. 35370225, 1, 100. 67403997, 3, -47. 427632110
. 35408901, 1, 99. 62884198, 3, 48. 891939220

. 23388199, 1, 144. 85377957, 2, 127. 84301080
. 09869892, 3, 121. 67597912, 1, - 2. 168763680
. 09746485, 3, 118. 92495585, 9, 179. 912688550
, 1. 23209511, 1, 151. 41275636, 2, 28. 9978892[1
1, 1. 09950782, 4, 121. 58841047, 1, - 0. 874248890
1, 1. 09801294, 4, 119. 2932244, 12, 179. 87909180
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i.02597301,1,112.96295399,2,158.00819994D
, 1. 02537065, 1, 113. 04635429, 2, 38. 419662350
1. 02551705, 1, 113. 357995, 2, - 81. 865712360
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HF=- 851. 49698420
RVBD=7. 542e- 090
Di pol e=-0. 1934349, - 0. 0945706, - 0. 60342040



PG=CO1[] X( C2HOCd1N102S1)] O

CDSt 50

. 64555209650

. 2699496177, 2, 109. 471220630

. 2459029234, 2, 109. 47122063, 3, 120. O

. 2716939165, 2, 109. 47122063, 3, -120. O

. 3532682, 1, 101. 52794537, 3, - 71. 459305870
. 35375954, 1, 101. 36172376, 3, 25. 9676901301
. 97657675, 1, 125. 34039764, 2, 40. 558570740
. 9772854, 1, 124. 99395005, 2, - 162. 435094270
,1.23078918, 1, 166. 98888266, 2, - 5. 8758250

0, 1. 09927299, 4, 121. 0481255, 1, 1. 194408520

0, 1. 09851533, 4, 119. 75500726, 11, 179. 978622860
. 02591479, 1, 113. 7585246, 2, 183. 684024750
. 02570578, 1, 113. 14704837, 2, 62. 8760920301
. 02595319, 1, 112. 1546187, 2, - 56. 673617720
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HF=- 813. 40693750

RVBD=7. 684e- 090

Di pol e=0. 2294452, - 0. 0634398, - 0. 62080460
PG=C010] X( CLHOCd1N1CO2S1) ] O

O

. 2669074380

. 2666079465, 2, 109. 471220630

. 6411861935, 2, 109. 47122063, 3, 120. O

. 6410144797, 2, 109. 47122063, 3,-120. O

. 97715546, 1, 126. 00530669, 3, - 137. 286710580
. 97721096, 1, 126. 72613851, 3, 37. 7761518901
. 97717428, 1, 125. 96028173, 2, 223. 415242840
. 97720322, 1, 126. 74413777, 2, 38. 094976530
. 35436319, 1, 98. 61472212, 2, -175. 530814910
. 35444234, 1, 100. 57257274, 2, - 79. 164071950
. 35447271, 1, 100. 52722432, 2, 38. 84044920

. 35436768, 1, 98. 61819189, 2, -57. 528680010
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HF=- 1118. 13820420

RVBD=7. 152e- 090

Di pol e=1. 153564, - 0. 0052942, 0. 82385980
PG=C010] X( Cd1H82S2) ] O

O

O
g
g
g
CdCDst 70



O

. 30146276880
. 2477905106, 2, 109. 471220630
. 6619550991, 2, 109. 47122063, 3, 120. O
. 0875852632, 2, 109. 47122063, 3, -120. O
. 97304987, 1, 129. 08906844, 3, - 92. 603469160
. 97474217, 1, 118. 79945451, 3, 114. 217284940
. 02084268, 1, 95. 67672252, 2, -119. 057868080
. 97258209, 1, 126. 58711976, 2, 0. 935778820
. 3523873, 1, 94. 04096012, 2, 120. 265960530
. 35233137, 1, 96. 0652197, 2, 215. 145781601

. 30489723, 1, 115. 95687296, 2, 120. 602795740
, 1. 09833869, 5, 114. 23891506, 1, 179. 812209990
, 1.23877975, 5,125. 70918421, 13 180. 219892360
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HF=- 908. 32942030
RVBD=7. 761e- 090

Di pol e=- 0. 085655, - 1. 852611, 1. 75738450
PG=CO10] X( CLH7Cd104S1)] O

CDSt 801

O

. 64985204090

. 311537842, 2, 109. 4712206301

. 0898565072, 2, 109. 47122063, 3, 120. O

. 3165383062, 2, 109. 47122063, 3, -120. O

. 38163488, 1, 79. 64107442, 3, - 132. 347295090

. 35163013, 1, 96. 11149781, 3, - 39. 142705770

. 02324409, 1, 114. 14255374, 2, - 133. 938756550

. 02176858, 1, 114. 21620804, 2, - 11. 145081440

. 02380537, 1, 108. 33284024, 2, 107. 852343650
. 30526952, 1, 122. 86903562, 2, 14. 164237460
, 1.09978935, 4, 113. 7139494, 1, 178. 974610850
, 1. 23588904, 4, 126. 296095, 1, - 1. 214126780

0. 9735806, 1, 124. 20061642, 2, 18. 552148040

0.97497082, 1, 117. 71800181, 2, - 121. 15072420
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HF=- 888. 46419570
RVBD=7. 089e- 090

Di pol e=2. 044845, 2. 312774, - 0. 9142250
PG=C01[] X( CLH8Cd1N1038S1)] O

g

O

U

g

g

CdCDSt 90

O

1,10

O

S, 1, 2. 68333720050

N, 1, 2. 3041322508, 2, 109. 471220630
0O 1, 2. 326567465, 2, 109. 47122063, 3, 120. O



O

. 1387555612, 2, 109. 47122063, 3,-120. O

. 35555116, 1, 87. 18674496, 3, 75. 747424170

. 35174477, 1, 97. 8295942, 3, 169. 762401960

. 02223766, 1, 114. 056871, 2, 176. 529048910

. 02180832, 1, 118. 28414373, 2, 49. 72146490

. 02586929, 1, 101. 96538083, 2, - 68. 427798801
. 22912758, 1, 127. 78102097, 2, 118. 136096830
, 1. 09986557, 4, 121. 5658166, 1, - 0. 654253650
1. 09814039, 4, 119. 228673, 12, 179. 96417780
. 29983846, 1, 106. 55781519, 2, 62. 509592760
, 1.0995402, 5, 115. 17801117, 1, 179. 451595660
, 1.24073079, 5, 123. 44459098, 15, 179. 859792990

RPRRRPRPRREN

e
e

ITOITOIIITITT

HI—‘U‘II—‘HL_O.)O.)OOI\JI\JI—‘

0o
NN

HF=-926. 5554490

RVBD=9. 435e- 090

Di pol e=-0. 0685782, - 2. 0288146, - 0. 58290310
PG=C01 X( C2H8Cd1N1CO3S1) 1 O

CDSt 100

[
O

. 67947613160

. 6739190959, 2, 109. 471220630

. 1270273932, 2, 109. 47122063, 3, 120. O

. 1248975875, 2, 109. 47122063, 3, -120. O

. 38163488, 1, 79. 86205016, 3, - 125. 740091160

. 35163013, 1, 96. 26799792, 3, - 33. 3059479901

. 3816, 1, 79. 76133275, 2, -117. 4839018601

. 3516, 1, 93. 30923331, 2, 148. 5792033101

. 29071169, 1, 123. 55601327, 2, 6. 091805480

,1.10336764, 4 113. 85514644, 1, 177. 317430370
, 1. 24276687, 4, 127. 38248639, 1, - 2. 713991350

1 28915861, 1, 123. 41582602, 2, 116. 909152210

, 1.10314255, 5, 113. 94759476, 1, 179. 9284693901

, 1. 24429984, 5, 127. 38196656, 14, 180. 0913249601
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HF=- 1344. 30782960

RVBD=9. 773e- 090

Di pol e=1. 4216928, - 0. 3653579, 0. 60193290
PG=C010] X( C2H6Cd104S2) ] O

O
O

O

O

O

HgCDSt 10

O

2,10

Hg O

O 1, 2. 32608600170

O, 1, 2. 3384235249, 2, 109. 471220630

S, 1, 2. 5949167829, 2, 109. 47122063, 3, 120. O

O 1, 2. 3182781442, 2, 109. 47122063, 3, - 120. O

H, 2, 0. 97710956, 1, 126. 72351565, 3, - 32. 425150750
H, 2, 0. 97756217, 1, 125. 23198546, 3, 137. 321991830
H, 3, 0. 97720206, 1, 125. 08548378, 2, 128. 905682320



H, 3, 0. 97691541, 1, 127. 26501921, 2, - 43. 689431201
H, 4, 1. 35409598, 1, 98. 71271852, 2, 3. 908051210
H, 4, 1. 35439907, 1, 98. 51076654, 2, 100. 1014342901
C 5, 1
H 1
H 1
g

, 1. 23465919, 1, 146. 23736757, 2, 123. 867028450
2,1.09868727,5,121. 69940132, 1, - 2. 092352820
2,1.09751386, 5, 118. 89820982, 13, 179. 9420507301

HF=- 820. 0663160
RVBD=5. 525e- 090

Di pol e=0. 2084679, 0. 4251699, 0. 02160
PG=CO10] X( CLH8Hg108S1)] O

CDSst 200

O
O

. 60154655890

. 3404238774, 2, 109. 471220630

. 3110045761, 2, 109. 47122063, 3, 120. O

. 3298046068, 2, 109. 47122063, 3, -120. O

. 35379864, 1, 99. 7819091, 3, - 18. 125796410

. 35393714, 1, 100. 2118578, 3, 78. 806933910

97744477, 1, 125. 63242174, 2, 115. 403137240

. 97598732, 1, 126. 75833562, 2, - 68. 51929524

. 23376805, 1, 147. 69191231, 2, 68. 139439770

,1 09887316, 4, 121. 64827332, 1, - 0. 6934427201
,1.09752428, 4, 118. 93131886, 11, 180. 3290352501

1 23366055, 1, 147. 88558831, 2, 157. 607442080

, 1.09904483, 5, 121. 69558296, 1, - 0. 628639770

, 1.09770407, 5, 118. 96648232, 14, 179. 928544140
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HF=- 858. 1553668

RVBD=8. 711e- 090

Di pol e=0. 0996899, 0. 4190725, - 0. 48346950
PG=C010] X( C2H8Hy1C8S1)] O

CDSt 30
U

. 60445903901

. 3446827952, 2, 109. 471220630

. 3300367, 2, 109. 47122063, 3, 120. O

. 3329101221, 2, 109. 47122063, 3,-120. O

. 35382234, 1, 99. 42346635, 3, - 24. 8600657101
. 35394345, 1, 99. 35041753, 3, 71. 370407630

. 23439672, 1, 142. 62314323, 2, 115. 844595701
. 09877467, 3, 121. 73254404, 1, 0. 698768450

. 09753352, 3, 118. 90990393, 9, 180. 082729770
, 1.23419868, 1, 143. 32350114, 2, 80. 312787820
1,1 09872769, 4, 121. 76269088, 1, 2. 162995821
1 1. 09740596, 4, 118. 89863073, 12, 180. 018448070
, 1. 23372739, 1, 144. 93803684, 2, 112. 40545660
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B

4,1.09881591, 5, 121. 71095223, 1, 1. 035257780
4,1.09752425,5,118. 92338792, 15, 180. 06179410

HF=- 896. 24575550

RVBD=8. 155e- 090

Di pol e=0. 2795919, 0. 1111078, - 0. 55289690
PG=C010] X( C3H8Hy1C8S1)] O

. 64770432730

. 3391700363, 2, 109. 471220630

. 3673835569, 2, 109. 47122063, 3, 120. O

. 3005677574, 2, 109. 47122063, 3, -120. O

. 35370225, 1, 100. 67403997, 3, -47. 427632110
. 35408901, 1, 99. 62884198, 3, 48. 891939220

. 23388199, 1, 144. 85377957, 2, 127. 84301080
. 09869892, 3, 121. 67597912, 1, - 2. 168763680
. 09746485, 3, 118. 92495585, 9, 179. 912688550
, 1. 23209511, 1, 151. 41275636, 2, 28. 9978892[1
1, 1. 09950782, 4, 121. 58841047, 1, - 0. 874248890
1,1.09801294, 4, 119. 2932244, 12, 179. 87909180
. 02597301, 1, 112. 96295399, 2, 158. 008199940
. 02537065, 1, 113. 04635429, 2, 38. 419662350
. 02551705, 1, 113. 357995, 2, - 81. 865712360
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HF=- 838. 30637250

RVBD=6. 471e- 090

Di pol e=- 0. 1573949, - 0. 0795047, - 0. 34393190
PG=C010 X( C2HOHg1N1CRS1) ] O

. 64413707580

. 3543359361, 2, 109. 471220630

. 3406773454, 2, 109. 47122063, 3, 120. O

. 2925398875, 2, 109. 47122063, 3, -120. O

. 3532682, 1, 101. 52794537, 3, - 71. 459305870
. 35375954, 1, 101. 36172376, 3, 25. 967690130
. 97657675, 1, 125. 34039764, 2, 40. 558570740
. 9772854, 1, 124. 99395005, 2, - 162. 435094270
, 1.23078918, 1, 166. 98888266, 2, - 5. 8758250

0, 1.09927299, 4, 121. 0481255, 1, 1. 1944085201

0, 1. 09851533, 4, 119. 75500726, 11, 179. 978622860
. 02591479, 1, 113. 7585246, 2, 183. 684024750
. 02570578, 1, 113. 14704837, 2, 62. 876092030
. 02595319, 1, 112. 1546187, 2, -56. 673617720
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RVBD=6. 793e- 090
Di pol e=0. 1033565, - 0. 0176841, - 0. 245737600
PG=C010] X( CLHOHg1N1CO2S1) ] O

O

. 35593366230

. 3555386274, 2, 109. 471220630

. 6430638373, 2, 109. 47122063, 3, 120. O

. 6427701036, 2, 109. 47122063, 3,-120. O

. 97715546, 1, 126. 00530669, 3, - 137. 286710580
. 97721096, 1, 126. 72613851, 3, 37. 7761518901
97717428, 1, 125. 96028173, 2, 223. 415242840
. 97720322, 1, 126. 74413777, 2, 38. 094976530
. 35436319, 1, 98. 61472212, 2, -175. 530814910
. 35444234, 1, 100. 57257274, 2, - 79. 164071950
. 35447271, 1, 100. 52722432, 2, 38. 84044920

. 35436768, 1, 98. 61819189, 2, - 57. 5286800101
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HF=- 1104. 95242750

RVBD=6. 234e- 090

Di pol e=0. 4295773, - 0. 0063098, 0. 31261120
PG=C010] X( H8Hg102S2) ] O

. 40531615470

. 3416686477, 2, 109. 471220630

. 6728074565, 2, 109. 47122063, 3, 120. O

. 1315309567, 2, 109. 47122063, 3,-120. O

. 97304987, 1, 129. 08906844, 3, - 92. 603469160
97474217, 1, 118. 79945451, 3, 114. 217284940
. 02084268, 1, 95. 67672252, 2, - 119. 057868080
. 97258209, 1, 126. 58711976, 2, 0. 935778820

. 3523873, 1, 94. 04096012, 2, 120. 265960530

. 35233137, 1, 96. 0652197, 2, 215. 14578160

. 30489723, 1, 115. 95687296, 2, 120. 602795740
, 1. 09833869, 5, 114. 23891506, 1, 179. 8122099901
, 1. 23877975, 5, 125. 70918421, 13, 180. 219892360
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HF=- 895. 13729870

RVBD=7. 904e- 090

Di pol e=- 0. 1762557, - 1. 6927439, 1. 39844140
PG=CO10] X( CLH7Hg104S1)] O

Ooooodg



HgCDSt 8

O

. 68033975380

. 3564019326, 2, 109. 471220630

. 1356672294, 2, 109. 47122063, 3, 120. O

. 4258215551, 2, 109. 47122063, 3, -120. O

. 38163488, 1, 79. 64107442, 3, - 132. 347295090

. 35163013, 1, 96. 11149781, 3, - 39. 142705770

. 02324409, 1, 114. 14255374, 2, - 133. 938756550

. 02176858, 1, 114. 21620804, 2, - 11. 145081440

. 02380537, 1, 108. 33284024, 2, 107. 852343650
. 30526952, 1, 122. 86903562, 2, 14. 164237460
, 1.09978935, 4, 113. 7139494, 1, 178. 974610850
, 1. 23588904, 4, 126. 296095, 1, - 1. 214126780

0. 9735806, 1, 124. 20061642, 2, 18. 552148040

0.97497082, 1, 117. 71800181, 2, - 121. 15072420
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HF=- 875. 27505740

RVBD=7. 471e- 090

Di pol e=1. 9729921, 1. 9656769, - 0. 65765570
PG=CO1[] X( CLH8Hg1N103S1)] O

[

= 4
©
O

. 70810146210

. 3490497928, 2, 109. 471220630

. 4406527081, 2, 109. 47122063, 3, 120. O

. 1967032782, 2, 109. 47122063, 3,-120. O

. 35555116, 1, 87. 18674496, 3, 75. 7474241701

. 35174477, 1, 97. 8295942, 3, 169. 762401960

. 02223766, 1, 114. 056871, 2, 176. 529048910

. 02180832, 1, 118. 28414373, 2, 49. 72146491

. 02586929, 1, 101. 96538083, 2, - 68. 42779880

. 22912758, 1, 127. 78102097, 2, 118. 136096830

,1 09986557, 4, 121. 5658166, 1, - 0. 654253650
, 1. 09814039, 4, 119. 228673, 12, 179. 96417780

1 29983846, 1, 106. 55781519, 2, 62. 509592760

, 1.0995402, 5, 115. 17801117, 1, 179. 451595660

, 1. 24073079, 5, 123. 44459098, 15, 179. 8597929901
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HF=- 913. 36597530

RVBD=8. 897e- 090

Di pol e=0. 0169896, - 1. 7060071, - 0. 4434650
PG=C010] X( C2H8Hg1N108S1)] O

Ooogoogdg



S, 1, 2. 72419610780

S, 1,2.7206220267, 2, 109. 471220630

O 1,2.1801782927, 2, 109. 47122063, 3, 120. U

0O 1, 2.1770295353, 2, 109. 47122063, 3, - 120. O

H, 2, 1. 38163488, 1, 79. 86205016, 3, - 125. 740091160
H, 2, 1. 35163013, 1, 96. 26799792, 3, - 33. 3059479901
H, 3, 1. 3816, 1, 79. 76133275, 2, -117. 483901860

H, 3, 1. 3516, 1, 93. 30923331, 2, 148. 579203310

C 4,1.29071169, 1, 123. 55601327, 2, 6. 091805480

H, 10, 1. 10336764, 4 113. 85514644, 1, 177. 317430370
O 10, 1. 24276687, 4, 127. 38248639, 1, - 2. 7139913501
C 5, 1.28915861, 1, 123. 41582602, 2, 116. 909152210
H, 13, 1. 10314255, 5, 113. 94759476, 1, 179. 9284693901
O 13, 1. 24429984, 5, 127. 38196656, 14, 180. 091324960
O

HF=-1331. 11976380
RMSD=6. 599e- 0901

Di pol e=1. 4156794, - 0. 3624944, 0. 59636780

PG=C010] X( C2H6Hg104S2) ] O

Bq[ Co] COSt 10000E( B3LYP) C=[0F 745.
Bq[ Co] COSt 2000CE( B3LYP) C=CF 1295.
Bq[ Co] COSt 3000E( B3LYP) =1+ 726.
Bq[ Co] COSt 4 0000E( B3LYP) C=00F 820.
Bq[ Co] COSt 50000F( B3LYP) C=00F 572.
Bq[ Co] COSt 6 0000F( B3LYP) C=[I+ 781.
Bq[ Co] COSt 7 OOOE( B3LYP) =00+ 762.
Bq[ Co] COSt 8 COITE( B3LYP) =1+ 685.
Bq[ Co] COSt 9 OOOTE( B3LYP) C=00F 969.
Bq[ Co] COSt 100000E( B3LYP) C=[I+ 966.
Bqg[ Ni ] COSt 10000E( B3LYP) C=00F 745.
Bq[ Ni ] COSt 20000E( B3LYP) C=CF 1295.
Bq[ Ni ] COSt 30000E( B3LYP) =00+ 726.
Bqg[ Ni ] COSt 40000E( B3LYP) C=00F 820.
Bqg[ Ni ] COSt 50000F( B3LYP) C=00F 572.
Bqg[ Ni ] COSt 6 0000E( B3LYP) C=00+ 781.
Bqg[ Ni ] COSt 7 0000E( B3LYP) C=00+ 762.
Bqg[ Ni ] COSt 8 COOTE( B3LYP) =[0I+ 685.
Bqg[ Ni ] COSt 9 OO00E( B3LYP) C=00F 969.
Bqg[ Ni ] COSt 100000E( B3LYP) C=00+ 966.
Bq[ Cu] COSt 10000E( B3LYP) C=00F 745.
Bq[ Cu] COSt 20000E( B3LYP) C=CF 1295.
Bq[ Cu] COSt 30000E( B3LYP) =00+ 726.
Bq[ Cu] COSt 4 0000E( B3LYP) C=00F 820.
Bq[ Cu] COSt 50000E( B3LYP) C=00F 572.
Bq[ Cu] COSt 6 0000E( B3LYP) C=00+ 781.
Bq[ Cu] COSt 7 0000E( B3LYP) C=00F 762.
Bq[ Cu] COSt 8 COOTE( B3LYP) =1+ 685.
Bq[ Cu] COSt 9COOTE( B3LYP) =1+ 969.
Bq[ Cu] COSt 10000E( B3LYP) C=00F 966.
Bq[ Zn] COSt 10000E( B3LYP) C=00F 745.
Bq[ Zn] COSt 20000E( B3LYP) C=CF 1295.
Bq[ Zn] COSt 30000E( B3LYP) =00+ 726.

574501020
899998050
310465480
311023860
381686200
4939959901
042982880
900073200
460109710
640729760
569454030
895812060
306549200
306061640
380446680
489882430
039812630
897229530
454245740
6357693201
574364240
899224070
307779680
310487390
380008710
489251490
039302880
894604340
460565240
644665950
577183010
903025870
314290960



Bq[ Zn] COSt 4 0000E( B3LYP) C=00+ 820.
Bq[ Zn] COSt 50000E( B3LYP) C=00F 572.
Bq[ Zn] COSt 6 0000E( B3LYP) C=00F 781.
Bq[ Zn] COSt 7 OOODE( B3LYP) =00+ 762.
Bq[ Zn] COSt 8 COOE( B3LYP) =1+ 685.
Bq[ Zn] COSt 9 OOO0E( B3LYP) C=00F 969.
Bq[ Zn] COSt 100000E( B3LYP) C=[1 966.
Bq[ Cd] COSt 10000E( B3LYP) C=00F 745.
Bq[ Cd] COSt 20000E( B3LYP) C=CF 1295.
Bq[ Cd] COSt 30000E( B3LYP) =00+ 726.
Bq[ Cd] COSt 4 0000E( B3LYP) C=00F 820.
Bq[ Cd] COSt 50000E( B3LYP) C=00F 572.
Bq[ Cd] COSt 6 0000E( B3LYP) C=00F 781.
Bq[ Cd] COSt 7 OOO0E( B3LYP) =00+ 762.
Bq[ Cd] COSt 8 COOTE( B3LYP) =1+ 685.
Bq[ Cd] COSt 9 OO00E( B3LYP) C=00F 969.
Bq[ Cd] COSt 10000E( B3LYP) C=[0F 966.
Bq[ Hg] COSt 10000E( B3LYP) C=00F 745.
Bq[ Hg] COSt 20000E( B3LYP) C=CF 1295.
Bq[ Hg] COSt 30000E( B3LYP) =1+ 726.
Bq[ Hg] COSt 4 0000E( B3LYP) C=00F 820.
Bq[ Hg] COSt 50000E( B3LYP) C=00F 572.
Bq[ Hg] COSt 6 0000E( B3LYP) C=00F 781.
Bq[ Hg] COSt 7 0000E( B3LYP) C=00+ 762.
Bq[ Hg] COSt 8 COOTE( B3LYP) =1+ 685.
Bq[ Hg] COSt 9 OOOTE( B3LYP) C=00F 969.
Bq[ Hg] COSt 10000E( B3LYP) C=[0+ 966.
Bq[ Co] NI St 10000E( B3LYP) C=00F 571.
Bq[ Co] NI St 20000E( B3LYP) C=00F 611.
Bqg[ Co] NI St 30000E( B3LYP) =0+ 626.
Bqg[ Co] NI St 40000E( B3LYP) =00+ 970.
Bq[ Co] NI St 500000E( B3LYP) C=00F 744.
Bq[ Co] NI St 6 0000F( B3LYP) C=00F 721.
Bq[ Co] NI St 7 000C0E( B3LYP) C=00F 702.
Bq[ Co] NI St 8C00C0E( B3LYP) C=[0F 531.
Bqg[ Co] NI St 9COTE( B3LYP) =1+ 796.
Bq[ Co] NI St 10000E( B3LYP) C=[1+ 966.
Bqg[ Ni ] NI St 10000F( B3LYP) C=00F 571.
Bqg[ Ni ] NI St 20000F( B3LYP) C=00F 611.
Bq[ Ni ] NI St 30000F( B3LYP) =00+ 626.
Bqg[ Ni ] NI St 40000F( B3LYP) =00+ 970.
Bqg[ Ni ] NI St 50000E( B3LYP) C=00F 744.
Bqg[ Ni ] NI St 6 0000E( B3LYP) C=00F 721.
Bqg[ Ni ] NI St 7 0000E( B3LYP) C=00F 702.
Bqg[ Ni ] NI St 800000F( B3LYP) C=00F 531.
Bg[ Ni ] NI St 9OO00E( B3LYP) C=0CF 796.
Bqg[ Ni ] NI St 10000E( B3LYP) C=[0F 966.
Bqg[ Cu] NI St 10000F( B3LYP) C=00F 571.
Bqg[ Cu] NI St 20000E( B3LYP) C=00F 611.
Bqg[ Cu] NI St 300000E( B3LYP) C=[0F 626.
Bq[ Cu] NI St 40000F( B3LYP) =00+ 970.
Bqg[ Cu] NI St 500000E( B3LYP) C=00F 744.
Bq[ Cu] NI St 6 0000E( B3LYP) C=00F 721.
Bqg[ Cu] NI St 7 0000E( B3LYP) C=00F 702.
Bq[ Cu] NI St 800000E( B3LYP) C=00F 531.
Bq[ Cu] NI St 9COODE( B3LYP) C=00CF 796.
Bqg[ Cu] NI St 10000E( B3LYP) =1+ 966.
Bq[ Zn] NI St 10000E( B3LYP) C=00F 571.
Bqg[ zn] NI St 20000E( B3LYP) C=00F 611.
Bq[ Zn] NI St 30000E( B3LYP) C=00F 626.
Bq[ Zn] NI St 40000E( B3LYP) C=00F 970.

313913930
382472180
495930580
046020990
901607320
462891910
639927470
591877100
914941270
329139470
328422090
392208020
512568950
061997630
914531980
490565590
6583646901
5949389801
917578560
328690710
329816360
390415810
512640660
063427370
915380970
497713730
664747850
674190470
436403550
967387310
275392760
152181320
941212310
047151820
070934140
903155820
640729760
667154350
430459840
961713730
271362920
147255870
936708080
041993090
0686632701
897320600
635769320
677676480
436699760
9662569801
274451000
151025260
9359608901
046714720
067688650
899711790
644665950
677776920
439338200
970126470
277032320



Bq[ Zn] NI St 50000E( B3LYP) C=00F 744.
Bq[ Zn] NI St 6 0000E( B3LYP) C=00F 721.
Bq[ zn] NI St 7 0000E( B3LYP) C=00F 702.
Bq[ zn] NI St 8C000E( B3LYP) =00+ 531.
Bqg[ zn] NI St 9COOE( B3LYP) C=00CF 796.
Bqg[ Zn] NI St 100000E( B3LYP) C=00+ 966.
Bqg[ Cd] NI St 10000F( B3LYP) C=00F 571.
Bqg[ Cd] NI St 20000F( B3LYP) C=00F 611.
Bq[ Cd] NI St 30000F( B3LYP) =00+ 626.
Bq[ Cd] NI St 40000E( B3LYP) =00+ 970.
Bqg[ Cd] NI St 50000E( B3LYP) C=00F 744.
Bqg[ Cd] NI St 6 0000E( B3LYP) C=00F 721.
Bq[ Cd] NI St 7 0000E( B3LYP) C=00F 702.
Bq[ Cd] NI St 8C000E( B3LYP) =00+ 531.
Bq[ Cd] NI St 9 COODE( B3LYP) =00+ 796.
Bqg[ Cd] NI St 10000E( B3LYP) C=[0F 966.
Bq[ Hg] NI St 10000E( B3LYP) C=00F 571.
Bq[ Hg] NI St 20000F( B3LYP) C=00F 611.
Bq[ Hg] NI St 300000E( B3LYP) C=[IF 626.
Bq[ Hg] NI St 40000F( B3LYP) =00+ 970.
Bq[ Hg] NI St 50000E( B3LYP) C=00F 744.
Bq[ Hg] NI St 6 0000E( B3LYP) C=00F 721.
Bq[ Hg] NI St 7 0000E( B3LYP) C=00F 702.
Bq[ Hg] NI St 80000E( B3LYP) C=00F 531.
Bq[ Hg] NI St 9 COOCE( B3LYP) C=00CF 796.
Bq[ Hg] NI St 10000E( B3LYP) C=[0F 966.
Bq[ Co] CUSt 10000E( B3LYP) C=00+ 458.
Bq[ Co] CUSt 2 000TE( B3LYP) C=00F 400.
Bq[ Co] CUSt 30000E( B3LYP) C=00F 743.
Bq[ Co] CUSt 40000E( B3LYP) C=00CF 359.
Bq[ Co] CUSt 50000E( B3LYP) C=[IF 665.
Bq[ Co] CUSt 6 0000E( B3LYP) C=00F 742.
Bq[ Co] CUSt 7 000E( B3LYP) C=00F 701.
Bq[ Co] CUSt 8 OOOTE( B3LYP) C=[IF 664.
Bq[ Co] CUSt 9COOTE( B3LYP) C=CF 1007.
Bq[ Co] CUSt 10000E( B3LYP) =1+ 720.
Bqg[ Ni ] CUSt 10000E( B3LYP) C=00F 458.
Bqg[ Ni ] CUSt 20000E( B3LYP) C=00F 400.
Bqg[ Ni ] CUSt 30000E( B3LYP) C=00F 743.
Bq[ Ni ] CUSt 40000E( B3LYP) =00+ 359.
Bqg[ Ni ] CUSt 50000E( B3LYP) C=CIF 665.
Bqg[ Ni ] CUSt 6 0000E( B3LYP) C=00F 742.
Bqg[ Ni ] CUSt 7 0000E( B3LYP) C=00F 701.
Bqg[ Ni ] CUSt 8 000CE( B3LYP) L=+ 664.
Bqg[ Ni ] CUSt 9 O0CE( B3LYP) C=C+ 1007.
Bqg[ Ni ] CUSt 10000F( B3LYP) =00+ 720.
Bq[ Cu] CUSt 10000E( B3LYP) C=00F 458.
Bq[ Cu] CUSt 20000E( B3LYP) C=00F 400.
Bq[ Cu] CUSt 30000E( B3LYP) C=00F 743.
Bq[ Cu] CUSt 4 0000E( B3LYP) C=00F 358.
Bq[ Cu] CUSt 50000E( B3LYP) C=[ICF 665.
Bq[ Cu] CUSt 6 0000E( B3LYP) C=00F 742.
Bq[ Cu] CUSt 7 0000E( B3LYP) C=00F 701.
Bq[ Cu] CUSt 8 0OOTE( B3LYP) C=[IF 664.
Bq[ Cu] CUSt 9 OOTE( B3LYP) C=C+ 1007.
Bq[ Cu] CUSt 10000F( B3LYP) =00+ 720.
Bq[ Zn] CUSt 10000E( B3LYP) =00+ 458.
Bq[ Zn] CUSt 2 0000E( B3LYP) C=000F 400.
Bq[ Zn] CUSt 30000E( B3LYP) C=00F 743.
Bq[ Zn] CUSt 4 0000E( B3LYP) C=00F 359.
Bq[ Zn] CUSt 50000F( B3LYP) =00+ 665.

154449180
942949970
049240980
071555000
904831540
639927470
695832340
455664040
986929270
288548960
168853440
959200260
066983470
086826310
929116410
658364690
6995336601
459731420
989872710
289938760
170991980
961131550
069877680
084474130
934062850
664747850
533164960
372670180
227513140
004363530
123319930
528363440
163566800
710534880
193846690
177614920
530739880
370418680
226052050
002159660
120596910
526455110
1603398001
707961030
189321790
173919540
527392730
369502010
226117140
9995358801
120304530
526031740
158758460
709615450
190028560
175397670
5345858201
373801040
228448010
005852980
125368890



Bq[ Zn] CUSt 6 0000E( B3LYP) C=00F 742.
Bq[ Zn] CUSt 7 000CE( B3LYP) C=00F 701.
Bq[ Zn] CUSt 8 OOOTE( B3LYP) L=+ 664.
Bq[ Zn] CUSt 9COODE( B3LYP) C=CF 1007.
Bq[ Zn] CUSt 100000E( B3LYP) C=00+ 720.
Bq[ Cd] CUSt 10000E( B3LYP) C=00F 458.
Bq[ Cd] CUSt 2 0000E( B3LYP) C=00F 400.
Bq[ Cd] CUSt 30000E( B3LYP) C=00F 743.
Bq[ Cd] CUSt 40000E( B3LYP) C=00F 359.
Bq[ Cd] CUSt 50000E( B3LYP) C=CICF 665.
Bq[ Cd] CUSt 6 0000E( B3LYP) C=00F 742.
Bq[ Cd] CUSt 7 0000E( B3LYP) C=00F 701.
Bq[ Cd] CUSt 8 OOOCE( B3LYP) L=+ 664.
Bq[ Cd] CUSt 9COO0E( B3LYP) C=CF 1007.
Bq[ Cd] CUSt 10000E( B3LYP) =00+ 720.
Bq[ Hg] CUSt 10000E( B3LYP) C=00F 458.
Bq[ Hg] CUSt 2 0000E( B3LYP) C=000F 400.
Bq[ Hg] CUSt 30000E( B3LYP) C=00F 743.
Bq[ Hg] CUSt 4 0000E( B3LYP) C=00F 359.
Bq[ Hg] CUSt 50000F( B3LYP) C=[IF 665.
Bq[ Hg] CUSt 6 0000E( B3LYP) C=00F 742.
Bq[ Hg] CUSt 7 0000E( B3LYP) C=00F 701.
Bq[ Hg] CUSt 8 OOOCE( B3LYP) C=[IF 664.
Bq[ Hg] CUSt 9 OO0CE( B3LYP) C=C+ 1007.
Bq[ Hg] CUSt 10000E( B3LYP) =00+ 720.
Bq[ Co] ZNSt 10000E( B3LYP) C=00+ 381.
Bq[ Co] ZNSt 2 0000E( B3LYP) C=00+ 378.
Bq[ Co] ZNSt 30000E( B3LYP) C=00+ 398.
Bq[ Co] ZNSt 4 0000E( B3LYP) C=00F 779.
Bq[ Co] ZNSt 50000F( B3LYP) C=00F 491.
Bq[ Co] ZNSt 6 000CE( B3LYP) C=[F 1177.
Bq[ Co] ZNSt 7 000TE( B3LYP) C=00F 342.
Bq[ Co] ZNSt 8 DOOTE( B3LYP) C=[I+ 834.
Bq[ Co] ZNSt 9 OOOTE( B3LYP) C=[IF 684.
Bq[ Co] ZNSt 10000F( B3LYP) =[0I+ 283.
Bqg[ Ni ] ZNSt 1 0000E( B3LYP) =00+ 381.
Bqg[ Ni ] ZNSt 2 0000E( B3LYP) C=00+ 378.
Bqg[ Ni ] ZNSt 30000E( B3LYP) C=00F 398.
Bqg[ Ni ] ZNSt 4 0000E( B3LYP) C=00F 779.
Bq[ Ni ] ZNSt 50000F( B3LYP) C=00F 491.
Bq[ Ni ] ZNSt 6 0000E( B3LYP) C=0F 1177.
Bqg[ Ni ] ZNSt 7 0000E( B3LYP) C=00F 342.
Bq[ Ni ] ZNSt 8 0OO0E( B3LYP) C=00F 834.
Bqg[ Ni ] ZNSt 9 OO00E( B3LYP) =00+ 684.
Bqg[ Ni ] ZNSt 10000E( B3LYP) C=[0+ 283.
Bq[ Cu] ZNSt 10000E( B3LYP) =00+ 381.
Bq[ Cu] ZNSt 2 0000E( B3LYP) C=00+ 378.
Bq[ Cu] ZNSt 30000E( B3LYP) C=00F 398.
Bq[ Cu] ZNSt 4 0000E( B3LYP) C=00F 779.
Bq[ Cu] ZNSt 50000F( B3LYP) C=00F 491.
Bq[ Cu] ZNSt 6 0000E( B3LYP) C=0F 1177.
Bq[ Cu] ZNSt 7 0000E( B3LYP) C=00F 342.
Bq[ Cu] ZNSt 8 OOOTE( B3LYP) C=00+ 834.
Bq[ Cu] ZNSt 9 O00TE( B3LYP) C=[0+ 684.
Bq[ Cu] ZNSt 10000E( B3LYP) C=00+ 283.
Bq[ Zn] ZNSt 10000E( B3LYP) C=00+ 381.
Bq[ Zn] ZNSt 2 0000E( B3LYP) =00+ 378.
Bq[ Zn] ZNSt 30000E( B3LYP) C=00F 398.
Bq[ Zn] ZNSt 4 0000E( B3LYP) C=00F 779.
Bq[ Zn] ZNSt 50000F( B3LYP) C=00F 491.
Bq[ Zn] ZNSt 6 000CE( B3LYP) C=CF 1177.

5311628901
167010010
711645900
198146710
177781210
544877280
381822610
233829540
017540010
136599360
543550120
182566810
727341810
212429250
200624770
546248950
3821138901
234073830
018673900
138721780
546271870
185337180
732250120
216009580
207695030
132568700
8996888401
779014220
271701380
592775130
322328270
077647250
458573360
141779030
664315480
132472190
898842710
778864330
270918090
593284040
321452800
076853630
457547660
139254910
658073100
132511060
899294750
778480930
271565490
592300050
322011960
076507660
457822700
143926670
6702925401
132814070
8995499207
778772660
271904060
592978410
322732350



Bq[ Zn] ZNSt 7 0000E( B3LYP) C=00F 342.
Bq[ Zn] ZNSt 8 OOOCE( B3LYP) C=[0+ 834.
Bq[ Zn] ZNSt 9 O00CE( B3LYP) L=+ 684.
Bq[ Zn] ZNSt 10000E( B3LYP) C=00 283.
Bq[ Cd] ZNSt 1 0000E( B3LYP) =00+ 381.
Bq[ Cd] ZNSt 2 0000E( B3LYP) C=00+ 378.
Bq[ Cd] ZNSt 30000E( B3LYP) C=00F 398.
Bq[ Cd] ZNSt 4 0000E( B3LYP) C=00F 779.
Bq[ Cd] ZNSt 50000F( B3LYP) C=00F 491.
Bq[ Cd] ZNSt 6 0000E( B3LYP) C=0F 1177.
Bq[ Cd] ZNSt 7 O000E( B3LYP) C=00F 342.
Bq[ Cd] ZNSt 8 DOOTE( B3LYP) C=00+ 834.
Bq[ Cd] ZNSt 9 O000E( B3LYP) C=[1+ 684.
Bq[ Cd] ZNSt 10000F( B3LYP) =00+ 283.
Bq[ Hg] ZNSt 10000E( B3LYP) =00+ 381.
Bq[ Hg] ZNSt 2 0000E( B3LYP) C=00+ 378.
Bq[ Hg] ZNSt 30000E( B3LYP) C=00F 398.
Bq[ Hg] ZNSt 4 0000E( B3LYP) C=00F 779.
Bq[ Hg] ZNSt 50000F( B3LYP) C=00F 491.
Bq[ Hg] ZNSt 6 0000E( B3LYP) C=0F 1177.
Bq[ Hg] ZNSt 7 0000E( B3LYP) C=00F 342.
Bq[ Hg] ZNSt 8 DOOTE( B3LYP) C=00F 834.
Bq[ Hg] ZNSt 9 O000E( B3LYP) C=[0+ 684.
Bq[ Hg] ZNSt 10000F( B3LYP) C=00+ 283.
Bq[ Co] CDSt 1000CE( B3LYP) =1+ 666.
Bq[ Co] CDSt 2 0000E( B3LYP) C=00F 704.
Bq[ Co] CDSt 30000E( B3LYP) C=00F 743.
Bq[ Co] CDSt 4 0000E( B3LYP) C=[0+ 685.
Bq[ Co] CDSt 50000E( B3LYP) C=[IF 647.
Bq[ Co] CDSt 6 0000E( B3LYP) C=00F 951.
Bqg[ Co] CDSt 7 OOOCE( B3LYP) =00+ 741.
Bq[ Co] CDSt 8 OOOTE( B3LYP) C=00F 721.
Bq[ Co] CDSt 9 OOOTE( B3LYP) C=00F 759.
Bq[ Co] CDSt 10000E( B3LYP) C=[F 1177.
Bq[ Ni ] CDSt 1 0000E( B3LYP) =0+ 666.
Bqg[ Ni ] CDSt 20000E( B3LYP) =00+ 704.
Bqg[ Ni ] CDSt 30000E( B3LYP) C=00F 743.
Bqg[ Ni ] CDSt 4 0000E( B3LYP) C=00F 685.
Bqg[ Ni ] CDSt 50000E( B3LYP) C=[0F 647.
Bq[ Ni ] CDSt 6 0000E( B3LYP) C=00F 951.
Bq[ Ni ] CDSt 7 O00C0E( B3LYP) =00+ 741.
Bqg[ Ni ] CDSt 8 OOO0E( B3LYP) C=00F 721.
Bqg[ Ni ] CDSt 9 O00CE( B3LYP) C=00F 759.
Bqg[ Ni ] CDSt 10000E( B3LYP) C=[F 1177.
Bq[ Cu] CDSt 10000E( B3LYP) L=+ 666.
Bq[ Cu] CDSt 2 0000E( B3LYP) =00+ 704.
Bq[ Cu] CDSt 30000E( B3LYP) C=00F 743.
Bq[ Cu] CDSt 4 0000E( B3LYP) C=0IF 685.
Bq[ Cu] CDSt 50000E( B3LYP) C=[0F 647.
Bq[ Cu] CDSt 6 0000E( B3LYP) C=00F 951.
Bq[ Cu] CDSt 7 O000E( B3LYP) =00+ 741.
Bq[ Cu] CDSt 8 OOOTE( B3LYP) C=00F 721.
Bq[ Cu] CDSt 9 OOO0E( B3LYP) C=00F 759.
Bq[ Cu] CDSt 10000E( B3LYP) C=[F 1177.
Bq[ Zn] CDSt 10000E( B3LYP) C=C1+ 666.
Bq[ Zn] CDSt 2 0000E( B3LYP) =00+ 704.
Bq[ Zn] CDSt 30000E( B3LYP) =00+ 743.
Bq[ Zn] CDSt 4 0000E( B3LYP) C=00F 685.
Bq[ Zn] CDSt 50000E( B3LYP) C=00F 647.
Bq[ Zn] CDSt 6 0000E( B3LYP) C=00F 951.
Bq[ Zn] CDSt 7 0000E( B3LYP) C=00F 741.

077314440
458947550
139226730
651870410
140847620
904337200
782691200
275941080
606227850
329840330
089767770
468378760
159125940
674458990
141861170
904223350
7826241201
276441320
6083950201
330836770
093429690
469783770
164810290
684786540
890303450
973772810
0582096801
095781440
011539240
773867060
633150250
748431870
829426870
322328270
890184530
973697300
058169460
095595970
011389850
773732920
633317310
748062200
8288269201
321452800
890329160
973723360
058296370
095786700
011539670
773816460
632806650
748204160
829031570
322011960
890234930
973809800
058390330
095941320
011638810
773971000
633089010



Bq[ Zn] CDSt 8 OOOTE( B3LYP) C=00F 721.
Bq[ Zn] CDSt 9 O0O0E( B3LYP) C=00F 759.
Bq[ Zn] CDSt 100000E( B3LYP) =0+ 1177.
Bq[ Cd] CDSt 1 0000E( B3LYP) =0+ 666.
Bq[ Cd] CDSt 2 0000E( B3LYP) =00+ 704.
Bq[ Cd] CDSt 30000E( B3LYP) C=00F 743.
Bq[ Cd] CDSt 4 0000E( B3LYP) C=[0F 685.
Bq[ Cd] CDSt 50000F( B3LYP) C=[IF 647.
Bq[ Cd] CDSt 6 0000E( B3LYP) C=00F 951.
Bq[ Cd] CDSt 7 OOODE( B3LYP) =000+ 741.
Bq[ Cd] CDSt 8 OOOOE( B3LYP) C=000F 721.
Bq[ Cd] CDSt 9 OOO0E( B3LYP) C=00F 759.
Bq[ Cd] CDSt 10000E( B3LYP) =L+ 1177.
Bq[ Hg] CDSt 10000E( B3LYP) =0+ 666.
Bq[ Hg] CDSt 2 0000E( B3LYP) =00+ 704.
Bq[ Hg] CDSt 30000E( B3LYP) C=00F 743.
Bq[ Hg] CDSt 4 0000E( B3LYP) C=00F 685.
Bq[ Hg] CDSt 50000E( B3LYP) C=[0F 647.
Bq[ Hg] CDSt 6 0000E( B3LYP) C=00F 951.
Bq[ Hg] CDSt 7 OOOCDE( B3LYP) =000+ 741.
Bq[ Hg] CDSt 8 OOOCE( B3LYP) C=00F 721.
Bq[ Hg] CDSt 9 O00CE( B3LYP) C=00F 759.
Bq[ Hg] CDSt 10000E( B3LYP) C=[F 1177.

748457720
829641070
322732350
893732580
977286110
061649370
1001288201
015948580
777280140
634795620
752822220
833149530
329840330
894394380
977985310
062353750
100853180
0166555901
777825330
634414530
753361580
833670670
330836770



