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Table 8. Non-bonded Contacts out to 6.06 A (continued)

Jatom  atom  distance  ADC | atom  aiom distance ADC.
cit). : 1%(9) | 4'.90(25A 56501 | | '01(1')" C(20)  4.91(2) 75603
ety l,"c(.n) | '4.91(1) 56501 o _01(1')' F(7) . 4.95(1) 75603
CI(1) F(n__) Cos03(2) 1 B : a@y - - oy 5-12(3) 75604
_ >'c1(1)’ ©Cc(19) - 5.18(2) 75603 | 01(1)' cel)  5.18(1) 3 56501
61:(1')  <;(_-24‘)' © 5.24(2) 1 A ‘C-‘(l)'..', ‘__F.("iz)' 5.26(1) 76604
_c_l(i;) | '6(13) '. _'5.36(‘1_); 7-6604" oaw e 5;4-2_(1)' " 66501
_V'Cl(l)l | CE9) 54T(1) ,7.56"'03‘ - o (’-31_(:1).:' c(9) | 5.47(1) - 6660'4'."’. o
.C_1(1)\ | '.'_c‘(v4) '_5.4'9.0(1'05 66501 Q) 06) ' 5.$3_'(1) 56501 -
o c:n(i). ‘ "0(1)  "'5.5'6,7(9) 56501 R o c1'(i)' o ‘.5-.61(1)~ ‘756:'03'
! :01'(1), N | c‘:(éo)" 5.70(2)  '_..56501 B 'c'l(_l_),_ F(10) 5.74(2) ‘__75604: |
o) cis)  56(2) - 75603 T aqy oGy 5.82(1) 56501
'01('1:):- | -F(‘_z)- -'5;82_(_2)_' 76603 . aqg) - o) -~ 5.85(1) : 756;)3‘
) - N(l),4, “’5‘.865(10),- 5.265_'01 . l i | .01(1) R - 58701  -5._6501“
'1'_._01('1‘:) | 0(12) 5.88(1) 56501 S aw F) __5.89(1-’)" 75603
.Ci(l).i~ U ON@ . 5.049(9) "555'01 - Y.C1(1jj. u‘F(lO)' | 5.97:(1)*:‘ 56501 ’_
cI(41) R F»(l).. - 6.01(2) - 76603 - o Cl(i)'_ 0(21[)‘ 6.05(1) '.75603' "
S o F(4) - 3810(9) 75603 - ci2) - F(1) | 3.924(9) 75603 o
'_ | c_1('2)‘ F(11) . 4.b1’('1) 1 N _¢1(,2)- C(9) B '4.03'2(9)' 66501 .
- ci2)- "0(4) : 4.’078(8)  60501 | SCi2)  C(8) 4.081(10) 65501
cl2) -C(_l'é)' a3y 76604 | ‘, Q) CaT) . 4.242(10) 75603
01(2)_.- o) 44219) | 66501 o a@ Fe) 4.431(9_)" 75603
Qe F10)  4.44(1) | ‘1» o | ,V ‘C‘l(2)‘ - C(10) 4~51(1)_ "‘66501“ R
Q) - C(19) _ 4.55(1)' 75603 . - Ci) - .C(24) o 478(1) 1

o) C(15) 484(1) 75603 C1(2) ‘\ (1) 4.875(8) 66501
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* Table 8. Non-bonded Contacts out to 6.06 A (continued)

o a_tor_n" ' .atdrﬁ» distahce‘ A‘DC' S - atom atom distaﬁce - ADC
Cl2).  C8).  4886(10) 75603 S 2) C FL10)  4.94(1) 75604

S Cl2) - F(8)  5.00(1) " 75603 ‘ YCI(2). C(16) 5.0_04(1’0)

_ 75603

cE)  Fe) 5.235‘_(9‘)' es01 - Cl2) c@) 5.279(8) 66501
ci) - .F(‘3)‘-'b 5.36(1) 75603 | ae R '\5.50(1)- 75603

- Cl2) ,- c() 7.5549’9(6)  :.655011 } - 01(2):': - FO12) 5.51(1’)_” 1
). - Nl(2.)"._ | 5,.581':(7‘) 66501 | _j' ..0.1(2.) B 0(11') . 5:605(9) 76604

. Q(é) e ..5".6‘2(2) 75603 - Cl2) R 5.762(9) 75603 |
:cl(z'i_" F(é).-" ) 5."77:6,(_'8‘:) ,_75'(50"3  : . o ) - 'F('1'2)‘.' “5.79(1) _75604_ N
_01(2)‘" L C10) ‘5.35(_1).  65501‘._ ] - Q@ C(éj - 5.859(8) ;6,‘65017

eIt e 586(1) 65501 e 1) -5.869(7):_.' 75603
Cl(2) | " <:_'(‘1_4) 5.91(1) ~ 56501 . o vci.(z)-‘ : 0(2‘35 ; =‘5.910’(‘é) 1 |

| 01(5) O_(2)' oso19(n) essol Ca@ N 5.930(7) .;7_660‘4__ )

_'0)(2.)_ | ‘(3(24)'.;; " 6’.’01_(1)“. ‘756.04- . L Cl(2) A_ - 0(4) 6.632(8) 75603
F(.l):: C(-10)‘ ,’ 5.5'1‘(1)-__‘ . 65603 - , R F(1) C(S)‘ -3.75(1) : .65.603'-.,
| F) - Fay 3.76(_1) o Ts603. CFQ) oy ‘4.25'(1){ 65603
'F.(l): ' F(é)_i' 4_.4;;2'(1_0)_ 56501 _' f(l).' :F(S). 450(2) 65603 |
Py Cs) asi4) TS FQ)  F@) 4610 Tses

'.’F(i_)f o) A4.6_9(2_) 5608 f(l)}_ C(24) ‘4.84(5)’_. 75603

RO FG) _:'4.961(16:)__ ses01 . F(1) o) sI6a) 63603
F1) '0(19) e - | 5‘6501('» o \ 1;*(1).. c12) 5.56(1) _-56501"'
F(1) F(4) 5.28(1) | _-56501._." D F1) . KT 5.29(2) » 7560:3

CF(Q1) " C(23)  5.34(2) 75608 Ry carn 5.40('2.)' 65603 .

Ry N@ s4a(1) 63608 RO F(10)  545(2) 75603

F(1) . C(20)  550(2) 75603 B F(1)© C(21) - 5.57(2) 75603 |

oy
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" Table'S. Non-bonded Contacts out to 6.06 A (continued) -

aﬁom'  atom - diét:gnce _y_AD'_c . atom atom  distance ADC © -
_,.'.F(l)‘ L :F(ivz)ll | _'5.581'(1)" 75@3 S | F‘('l)_v C(16) 5:.753(:2.)v 65603 V.
Ry om 572(1) 65603 B R0 577(1) 65603
.’ FQ) Ry _‘_.5...\_8.4(3) '_----656(_),3 S ;F(l) -'0(15) :5;_34_(2)_ 65603 |
Ry _I_C(is): _-,-»5:96"(2) 65@3 ' o F(z) . F(6) 3.:055;(9)' ".5650‘1“ o
R 5c(i_g)'  3.370) 56501 o F) - FO) 3.4’9'(2) 7603
e RG) 8B Sos0L R@ . cas) sge)  seo0r
S b Ew ey sen o E@) 00y 4s) T
s cm sem mw T R e mem
R oy asm wewm o FQ) o cG) e s
ko com sm s R ) s s
F(g) ' 0(8) 522(1) 65603 - F(2) F(8) 526(1) 75603 _
: 'F(‘z_')"»' c(—;) E 5271(10)65603 _ - F2) :  ; <'3(414)" 527(1) 56501
- _F(2).. 6(4)" ..-1.'-5-_287'(5)5 56501 o .f(é)' | :F.(4) 573:2(1")",.' 6560'3‘_‘.f |
| F(é) - __ F(3) _' ,-5'.'49'('2)_  6_560_3_' o Ff('_2‘)" : v_,_N(‘l’)' "»',-5-59"0(9)' 56‘_50_1"  |
F(?-)._. ) R :.C(G)* _‘. 560(1) 56501 CF@) . C(24j):"', "5;65(2})' {7_5603
- __  F(2)C(23) -  _ _>5.’627._;_(‘2) 7_56,0'3'_ - o 'F(‘2)‘.f '_6’(2"5) 5.70(3) . 7_;§603 | "
‘_ : .‘_F,(2)7, i c(4) 574(1)  ' -';$6.501 B | CRE) - camny »_'5.79(1)' 65603
SR oay  sm() el R Cl) - 58u(0) 56501
B f‘(Z): c(9) | 5.07(1) 65603 o FQ) | FE) . 602(1) 56501
F@) . C(10) - 367(1) 65603 o F‘_(s) ©OF() . 376(1) 56501
CFE) 15(',3), 376(2) 85603 R F(3) F6)  4.00(1) 56501
F@3) . C(17) | "4_;2"5:('1). 65603 S F(3) . C(19).  436(1) 56501

F(3) - F(4) - 441() 65603- | _F(3-)»‘ ~ F(4) 4.54(1) __.‘5"6501
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Table 8. Non-bonded Contacts out to 6.06 /°1 (conﬁnued)

atom - atom  distance 'ADC | atom  atom  distance ADC
F3) V-C(.12)‘f 461(1)  s6501 - F(3_)- a(8) 471(2) '65_603--‘ |
CFE) cae) 471(1) 65603 S .__F(3) o« 1482(1) 65603
FE) c(l‘s) 4s42) 65603 - F(3) '_6(18)_ 4.'96(1)7 | 65603 :
F(3) o) 5.17(1) 65603 R O F(9) 5;22(15» 75603
F(b;)" | c(5) 523(2) 56501 - F(3) L F(l‘l)' | 5.42(1) 75603
r@) | o 5'.52('1‘_) 'vssleo'sf | U F® 0@ 5671) 65603
R ©C@) : -_-_.5.69:(‘2)‘ ' v56:501 " - F(3) | "N'(2)' ) 5.73(1). 65603
e cug) | ssqm)  seso o F®) O(4) 5881 65603
@) @  5.90.(1-), 65603 . F®  F( | 5.97(2) | 75603
F(3) .c»;(?z:'z)‘_ 6.00(1) 75603 ; COR@) - C6) o) 56501
- F£4).- F(4) B 317(1) 646'_'0'3-' L | ) ~FG). 3?.18.0(‘8)' 6‘4"60_3_.
F(4) 0(10,)" Cass(1) 64603 . F(d) Cchey o 376Q) 64603
. F(4) 0(2!5) - 3.96(2) 375603_ B .F(fi) - .C4) aE -4.60.0('8) 64603

' F(é)’ _F(s)‘» ; 4'.658(_10) 64603 F(4) | C(18)  4.755(9)

64603
T FM). E C(1)  4.923(9) 6»460'3' o F@) c@5) _5;10(1)' . 54501_ -
F(4) -._ C(;')T) -5.20_5(8) "646'03 o F(4) C(9) ,5.230(10). 64603 - '
F(4) oo, v- 5.250(10) 64‘603-.' S 3 1?.(4): oo 5.462(.7‘_)_. 64603
F(4) B 5.4.66(7) 4603 _' F_(4) NE@) 5A.58$‘(?).'.64603 |
Ry _C('15)v C563(1) 6:_5',603 | L ray FO) | 5:.72:(‘1)’ 74603

F@) . C(8 . 6.00(1) 64603 . FE)  C9) 431 ‘,64663‘

F(5) ' c'(i,s)' a36(1) 54501 B . F(B) . F() 4.38(1)- _:.64'6(.)3
CF() . .C(10) -4.666(}1:0) 64603 - F(5) F(e'). 5_.115(9)-.] 6460'3 R
F(5) C(i7)  5.202(9) 64603 - F(5) C(18) . 5.226(9) 64603

: F_(5) - 03) ',_5_.28'2(7) 54501 - F(5) C(le) 5.301(10) 54501
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Table 8. Non-borided Contacts out to 6.06 A (continued)

atorn “atom distance = ADC . atom . atom - . distance ADC

BG) - F®) 534 e F(E)  C(25) | 546(2)

75603
F(6)  C(25) Cae0(2) 603 E(6)  F(9) - 3e701) 74603

COE(6) . C(s) . 400(1) 54501 . F(B) . C(10) "4)‘119:'(1.0) 64603
F@)‘ ‘ c»:'(2o)' ._:;5_'.05(2') ;/4605_ | o -'F-(é_)’ OF@®) 5_.1,4(1) .. ':7460.3‘_ |
R ”‘.‘c“(15v).\’ __..-.¢.:5.305(.16) 54500 F(6) E) S 74603 4'
SR 0@ sa s RO ce) sam  Tem
COUE() L C(T) ., 5.430(9). 64603 0 .70 7 F(6) .. C(19) - 5:49(1)° _?}64_6_03
CoRecoy. se) mes F® . o®) e s
F(ﬁ) F(11) 598(1) : 74"603‘_' R F(7) 0(22) 339(1) 75603
F(7) F(7) 3.42(2). 75603 ,, o F(7) - b(z;)' | 3.59(1). 75603
o F(7) 0(23)376(1) ‘%5603_,1 CE(7) _""’c(go,) 3942) _"75603’_

CF® ocae -;iioi_(1)_?l:’"7'4'_6'93:.:], F(7) o) “ 4.06(1) :74603'

Py O() | 415(1) 75603 2 SR, sy, 4.24(35 5608
F(T) . é(el)_:f-"' ) 4.,'.253'('95. 75603 o F(7) ey -4;3.:1(2)“ 75603 |
} »3(7)-.:' } F(lO) “4233(.'1,.) 75603 F(7) .'F('l..ll) 445(1) 75603
.VF(.-’-F') F(Q) 458(2) ‘:7560_3'_ LRy , _0(3)  " as0(d) 75608

CORm | ‘;;:.(:(1,1') .7.4‘_60_,(1_1)' 74603 - 3 o “F(7‘).. : . C,(1V5)» 4722) 75603
':.FF_(7_)'“.~ L FRE) 5;'0'2('1‘)'} as03 - PO P s08) 75608

F(7j_ .'  _ .¢(13)-. ©U5.06(1) 74603 o %"17(7)' ) c.('is) ‘  '5.,09('2")'":':75603"
.F_‘(7) . F(9) .5.41(2)' :474'603- o o _F(7)  ‘_ VF(12) _, 55_.57(1)' 75603
' F(?.) o C(20) | 5.84(2) 74603 _ B R | 0(7»)   6.02(1) - "7"5603 "

'F’(7j E VN_‘(iv) 6.02(1) 74603 i ‘F(8)_,. " C(25),_ : 337(2) '.75603' _. o
CRE) F(8) | 3.46(2) 74603 - F(8) . C(14) "‘;-'3.4‘8(1) 74603

PE)  F9) 35U T8 R C(0) 413 74603
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. ‘Table 8. Non-bonded Contacts out to 6.06 A (continued)

. atom ~ atom . distance ADC . " atom atom

distance ~ ADC
FE) - C@L).  ;4_.47(1_) 74603 o F(8) o) 451(1) . 74603
':‘-F(S) C(11)  4.628(10) 74603 o Fs) 0(5) 482(1) 74603
-~ F(8) ”c(zz) 4.97(1) 74603 o S f(é) - C(2) 5.14(1)‘ | 75603
F(§)  F(10)  519(1) 75603 O E®) C) '5.35(1)7 75603
CF8). - C(13) ..“5.‘36(1)‘- Cas0s . F® FAD 544() 75603
UFE) ey 548(2) - 7560.3-'-' O R® . c@) 5‘.50(1)’ 75603 - |
o F(S)  , 0(20)'}"- ©B74(2) R ‘7'5‘603;,". o | F{S)- N | 5.822(9) >7460‘3' o
FS) 0(6)_- 5.84(1) '75603"_-:_ | ) C(5)  5842) 54501 -
F(8) - ”o(i)' N 5.86‘8.('8) 1‘7460‘3‘_ C F(s)- . c'(éé) 5.89(1) 74603
FE) ‘_ cas) _5.‘91(2), 75603 | | R F9) C(if2) 36201 74603
: F(Q)- : :cl(__izi)", 3.62(1) ",%4503' TR o) 4._1,7(2) " 75603 |

RO - can ~_4._307(1.0) ugs  FO . FO) - 441(2) :7_460._3

CF(@9) . C(20)  450(2)° 74603 B 00) 478(1) 74603
F(9) ‘0(3). Came() 78603 - KO) | C(25) | 487(3) " 54501
FO) _C(Q’_l:;) 4.88(1) .74503 e cag) 493() 74603

| ‘F.(_g):- @) '5_.03('_4;') 75608 | “F(g:) ’”(:(21) 5.04(2) _ 753’03 :
_A F('g)_ .g(ls)l 5.06(1) - 75603- D CFE) - Ce) 5.1'01(2)_ -'7;.5603‘; )

CR9) ._Cizo) C525(2) 75603 - FO) - O() 5.2]8__(’15_ 75603
F(9) ,'._,c_(13)‘ _5."2‘8(1)' 74603 B . ‘F('9_) C(23j 5;35.(_1)  ” -756‘03 |
1{(9) 0@ 5’.40(1’)‘ '7;603-' o | .F'(Q)_ Ny _5.417,(95 74603

o) cas)  547() 74603 R ) 0,(61)_ B.54(1) _"_715603

| Y_F(Qf). ' Q(1)___". | 5.718(9) '74603' | - F(9) F(10) _5.7'2(1)"‘ .75603
E(Qj; C(22)  573(2) . 74603 " RO , c(24) 5.93(2) _,  75_603.

F(10)  C(13)  369(1) 56501 - F(0) F(12) - 3.94(1) 75604
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Table 8. Non-borided Contacts out to.6.06 A (continued)

atom  atom distance  ADC © atom  atom distance ADC
F.'(m)" . .F(-l(‘)v)’ 404(2) 75604 - F(10) | C25) 4.23(3) 1 _‘
F(iO) ' F(ill)' 4.34(1) 75604 g F.(10) C(24) | 446(1) | 75604
F0) GOl 464(1) sl R ¢ 1)) C(14)  467(1) 56501
F0) . C(12) . 4.98(1) 56501 - F(10) '0(20) "5_718(2) | 75603
F(10) c(8) . 5.29(1) 65501 | . F(10) o(25)  590(2) 75604

© F(10) C(Qj - 5.92(1) 65501-”,'_ | | F(10) o C(e3) 5.92(1) 75604

' -F-(10) | N(1) _‘ 6.049(10) - 56501 PO F(12) " 3§"77(1) 15604
Py CE) v_".'3_77o':(1'0) 65501 - .F(n_);_ C(2s) . 435(4) 1' 
f(uj <) 4.-37(_1):. 65501 » _F'(’l»l)' . c(15) .4.'4'8(2) " 15603 -
PAD . O 4501)  essol Fa) (24 468(1) . 75604

R  , co) - 4T5(D) '65501_ - | '_"F'(.ll) _F(ii)" _4.’97(2). ) 75604 )

CE) ;0(207), 5.27(2) 75603 . FQl) - C(16) '5.'5_5('1) 75603

.-_‘F(ll) - C(25) "'5.56(.4.) osas01 - - F(1) . C(18) | 5.58(1) 56501
F(lll) Ccany - 5.80(1)  .75603 S F(1-1)' | '6(23) . 5.88(_“1) 3_755_04'.'
F_‘(l.l')f 0(6) - 5933(8) 75604 . F(l1) ._N'(z') | 5.975_(9)._ 65501

S F(12)  F(12) 289(1) 75604 - F(12) e 384(1) 75604 |
F(12) c9) 459 65501 CF12) OB 4TI 65501
,3(12): ' c_('23) " 5.14(1) .7"5604- B _F(1i)  ; >C(7) 5210 3 655_01‘
F(12) | '0(13)'” '5.32(1:)V 56501 - : : F(iz) ‘C(25) - 5.49(4) }'54501‘ '
F(12)  O(6) 5.565(8) 75604 - Ry s 5T 1

A F(12). 0(105‘ 5.80(1) 65501 | F12) ~ C(22)  6.03(1) 75604
0(2) | C(.5) , 4..982(7) '_55501. . | o'(é) .C('ﬁ) | v5.21‘0_(_7) .5650i -
0(2) | c(13) 5.360(10) 66604 0(2')' C6)  5.445(T) 66604 L

0(2) C(12). 6.023(9) 56501 o | o(3) . C(12) 3.503(9) '_56501
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Table 8_. Non-bonded Contacts out to 6.06 A (continued)

atom  atom distance ADC  atom  atom  distance ADC
0B C(\ll). | 4.95_‘8(8)- 56501 - 0@) c(13) 5.193(10) 56501
0@ OB 5.206(8) 56561- op) o) 53017) . 56501
‘o(é) - "c(_»_zo_) 5.35(1) - 75603 | o 0_(35_ ooy 5.763(10;) 56501
0@®) cen) s877(10) 603 O@) o) 5.93(3) 75603
-0(3) CND) ,5';94'1_(7), 56501 - 0(-3)_‘ C(19) 5.99(1)_' 56501
, ‘0(3_), - ) 6.0.29.(,_7)”' 56501 . | '_'0(4,)“ @) 5.49(2) 75603
0(_5j; :,""0(2'5‘)\ _.4.86('2). 75603 o oE) o) 5»1_0(‘.15_ 75603 |
o) v oc@) 5;43(1:)4 75603 o | o6 Cooay V_5;485(9) Cseson
-'0(5): | c(_2i) -' 5.53(1) 75.603,,' " j. . .0(5) | C(20) -'5.59(2’)' 74603 -
oB) o C(14) .6._0M45(9‘) C1ae03  0(6) cas) - .4;267(9)"_‘_56'501
g 0(6) | C(_;z). _:‘.,4_.4_9'9(9)' Cseson o) C11)  4952(9) 56501 |
o(6) ".0(20) 5.31(1) 75603 © . 0@6) . C(14) 5.’4.’9(.“1) 56501
o) cu2) - 3.997(9) sl o) cas) 4.160(10) 56501
omn ‘:C(G:) _ V4_.2Agv’22(7)_,i seso1 ‘ o) ),,c(li).'.i'_ 4.706(9) 56501
T ‘_cv(s)'  4'.7$1(_8)' _56501- o o o) - C(6) 4.88.‘9('7) ' 66604
: 0(7‘)':' C(5) ~ 5.100(7) " >666;04‘ I 0(7)" ' »C(.l)  ? 5.383(7) 56501  .
- o N(1) 5.538(6) 56501 ‘_ .o:('z);» C(14) 5.92_7(1_())» 56501;_"
om - Cc) 6.027(8) ;5650'1‘ o ow o oms) 5362) 44501
| C(4) . _C(19j. : _5'.84'(1') . ‘64603’ o (;(4) o C(S)_ , 5_.94(1_) . '5'4501-
0(5) C(s)a' ",5'..26(1)’-” sasol CB) - C(i6) 5.78(1) '.'-545101'"'" "
"C(s.) ~cus) . 579(1) 54801 o cB) - @5y, 6.002) ‘:‘44501'_'
C(7) . C(15)  5.11(1) ,‘ 6‘5603_ C(Tj- C(25) : 5.11(3) 44501
o C(24) 5.51(1) 4.5501_' o om 0(19) 576(1) 54603 |
- C(8) C(15) 4.79(.1)' 65603 o C(8) C(24) - 4,54‘(15 asso1

A Q
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~ Table 8. Non-bonded Contacts out to 6.06 A (continued)

Catem atom distance  ADC atom  stom  distance  ADC
c(s) C(13) 4.90(1‘)-, 66604 BT | c25) 5.67,(3-.) | 4'5501
c®) . cun 5.950) | 65603 ©C8)  C(18)  586(1) 65603
E V.C(S)." - C(25) 4~ "6.0.4(.3')‘ 44501 o  - C-(s')" (:'(23)-' 6.05(1) . 45501 - |
C(9) C(25) 4.31(3)° 44501 c:(9) , 9(24') »5..15(1) 45501'
). s B96(1) 65603 'C(}-IO)I.‘ ",_0(15) ©4141) 65603 |
_c(id) ' C(19) | 435(1) 64603 o C(;b) C(25) 4;63(3)-»-_; 44501
»‘c'('m).‘ - C(ls) .. 5.55(1) '65603 o | | c_’(’10) ' »C("18) '3‘_5.7?(‘1)  64603 :
T cay 6(24)_ 3 v':"s.;.s‘s(v?)_ 45501 - | 'C;('IO)". oo - C602(1) 65603
B lé(li):  Ce0) ,4.9‘1.('1) | }450_3 o o ca) Coces) 5.‘44;(1)' sas01
oo 0(25) l.5.46(‘2) 54501 'c';(".i.l) N c24) 5:56(25' | 54501
Ceay - C(lS)  sma(1) 54501 o cay - c(s)- Css0()  s4s0l
c'(12)_>" C(15) 4.20(1_)'; 54501 -“-':'_c‘(1'2')A »’ c(16)  4.44(1) 54561
V-‘_C(’v12)‘ ‘ ':C(zb)" .' 4.44(1) - %_4663 . .0(12). | c(23) '_5.09(15 54501
:_0(1'-2)‘ ¢(24) '5.62(2) 54501 - ocay ocey. 5.'69(1)' .54501
ciz) - cey 5w - 74603 B - c(12) ._0(2151 5801 54501
c(2)  ¢an " 5.86(1) ‘54-5,_"01 | o - C(13)  C(24) | 473(2) 54501 '_ o
L - c(13)y | s " c(23) '4.83(1.)'  - 54501 D | . cas) C(zs’)'  5.44(2) 54501:‘
_' c_}(13'). | C(20)  5.60(1) 74603 o _' 0(13_;') C(25), 5.62(2)' : ._;7460.'4_.
0(1‘3)" . Cc(22) '5.89(1) 54501 . C(14) ._"'.0(20)‘ 4.06(1) 74603 o
Coc(4)  C@E) - 426(2)  ,_54501' o o 6(14) C(21)  548(1) '745'0_3 _,
, '0(1_4')" 'C(‘24), B A_5.59(‘z')- 54501 o (;(14_) C(23) 5._65(i) 54501“
c(15) C(1é)_ 4.74(1) : '5:6501.' _ S C(15’) C(22) . 4T1) 75603
| _C-(ls) co) sz T3 o -C(is),_ C(-25)‘, 5.24(4) 75603
Sos)  cen) 5.41(2) 75603 | c(15)  C(24). | 5.45(2_)' 75603
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Table 8. Non-bonded Contacts out to 6.06 A (continued)

stom’  atom distance ADC atom  atom distance .A._DC
C(15) C('i7) o 5.60(2) ese03 - CUs)  C(3) 567 75603
| c(ls) f-'C(_ls) _‘ - 5.98(2) 65603 S , 6(15) cas) 6.06(3)' 65603 -
C(16).  C(25) C5.07(3) 75603 | L cus) o) 5.70(1) 75603
C(16) '_c'(-zo')'l  s70(2) 75608 . c(is) o) 594 56501 )
can 0(25) anE) 5608 c'(17)_ C19) - 586(1) 64603
| Cc(18). C(zs) , L 458(2) 75‘_60'3: o : C(18)-\ " 0(195' _5.52(1)' | 64603 |
. C_(i.9)' . C(2_5)-', ».4”.‘22('2_)‘ '75663 . ‘»c(19)_' "v'"c(19) 464(2) 64603-‘
c(20) - »,0(25):"’» 4.‘19'(2:)__' »7.5603__“   o c(20) oo »4,404(;2)" 70603
ooy c@) ‘: 4._54(2)1 Coase0s @) ooy ‘.4.(‘)‘6-(3)‘ 75603
| c20) VC(%.’)‘ _‘4.82(2)' 75603 . c20)  C(20) ,"4_'4;97_(3) -*_74603~~
R C.(zo)v c4) | 5.25(2) 75603 - o c) o) s4) ¢ 746'013 
" '_"0(20)" C(25) '5.85(3)-.“ 54501 T Ceo) | . C(22) 6.05(2) ..'_%4603.
'0(21),. | 0(21) 4.90(2) .;’5663, ) (3.(2_1) | 0(22‘); TR 75603
c'(2i) 0(2_5)”‘ _-_5'._15(2'),: '75603v - C(21‘)_i‘ C(25) 'é.§5(3)_ _%4501‘
ce1)- -fc_:(zs)v_- . 5.75(1)' 75603 © ) C(25)  5.20(4) 54501 o
Cc(22) | 0(22;)’ | 543(2) 7560‘3". S - C(22) | C(25). 5.'80(4) R |
o C(23) 'c(zs)' .1’5.5'9(:%__)  1 o C(23) C(25) 5.73(4).'-_’_54501"
C o) 0(24) " 6.0401) w4 - C(24) e 1.68(2)° 75604 :

C(24)  C(8)  4T8(4) 1 C(24) C(25)  5.90(4) "54501_"
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The ADC (atom designator code)-speciﬁes the positio'n of an atorn in-a crystal. The 5-digit numher‘
shown in the table is a comp051te of three one-digit numbers and one two—dlglt number TA (first drgrt)
+ TB (second dlglt) + TC (third dlglt) + SN (last. two digits). TA, TB and TC are the crystal Jattice -

_ tramlatlon digits along cell edges a,bandc. A translation dlglt of 1nd1cates the orlgm umt cell. If TA =4,
this 1nd1cates a tra.nslatlon of one unit cell length along the a—a.xns in the negatwe du-ectlon Each translation

: vdrglt can range in value from 1to 9 and thus ;t4 lattrce translatlons from the ongm (TA—5 TB=5, TC 5)
‘can be r_epresented_.
. ‘T'h'e"SN, or syr_nmetry operator number, refers to the number of the symmetry operator used to ge'n_eriate

. the cbprdin’atés of the target—_a.torn. A ‘li's_t of symmetry operatots'relevant'to'this structure are :gi'ven below.

:For' a gi\ren intermolecu:iar contact, the ﬁrst- atem ('ori‘gvinv atern) is le'eated in the orig’in u’nit cell and i'ts:

: posrtron can be generated using the identity operator (SN 1) Thus the ADC for an ongm atom is ahways'
55501 The posmon of the second atom (target atom) can be generated usmg the ADC a.nd the coordmates.
“of the. atom m the para.meter table For example an ADC of 47502 refers to the target atorn moved through.

: syrnmetry opera_tor two, then translated -1 cell tra'nsla.tlons along the a axis, +2 cell translations .along the :

b axis, and 0 cell translations along the ¢ axis. . .
An-ADC of 1 indicates an intermolecular contact hetween two fragments (eg. ‘cation and: anion) that’
reside in'the same_a.symrnetric unit.

Symmetry O}Serators;'f |
W ox Y.z @ X Y, YN

3 X Ny, oz W X, Y, 127
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-1

Magnetization / emu mol

50x10°

Effective Magnetic Moment / fi. ¢

40

30

20

10

10 20 30 40  50x10°
Magnetic Field / Oe

I T I T R S T O I R e T TR T LD

Temperature / K

Field dependence of magnetization (top)

and temperature dependence of effective magnetic moment

in the field of 0.5 T (bottom) for 25 *[Mn(hfac),*H,0]*CH,Cl,
Mn(II)-Induced ...

F. Iwahori, K. Inoue and H. Iwamura
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