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Table 8. Bond Angles(°) Involving Hydrogen

atom  atom  atom  angle atom  atom  atom  angle
Pr(2) 0(8) H(1) 109.5 Pr(2) 0(8) H(2) 109.5
H(Q1) 0(8) H(2) 109.5 C(57)  0(12)  H(9) 1095
N(1) C(1) H(3) 108.8 N(1) c(1) H(4) 108.8
C(2) c(1) H(3) 108.8 c@2) cq) H(4) 108.8
H(3) c(1) H(4) 109.5 N(2) C(2) | H(5) 108.7
N(2) C(2) H(6) 108.7 c(1) C(2) H(5) 108.7
ca)  C@ H(6) 108.7 H(5) C(2) H(6) 109.5
N(1) C(3) H(7) 109.0 N(1) C(3) H(8) 109.0
C4) C(3) H(7) 109.0 C4) C(3) H(8) 109.0
H(7) C(3) H(8) 109.5 C(4) C(5) H(9) 120.4
C(6) C(3) H(9) 120.4 c()  C(6) H(10) 1202
- C(7) C(6) H(10) 1202 | C(6) c(7) H(11) 1207
C(8) C(7) H(11) 1207 N(3) C(8) H(12) 1186
C(7) C(8) H(12) 1186 N(1) C(9) H(13)  107.6
N(1) C(9) H(14) 1076 cao)  C©) H(13)  107.6
C(10) C(9) H(14) 1076 H(13)  C(9) H(14)  109.5
ca1)  Ca2)  H(@15) 1190 Cc(13)  C(12)  H(15) 1190
Cc(12) C(13) H(16) 119.6 C(14) C(13) H(16) 119.6
Cc(13) C(14) H(17) 120.8 c@as) . C14) | H(17) 1209
c(10)  c@s5)  H(18) 1188 c(14)  C€(1s)  H(@8) 1188
N(2) c(16)  H(19) 1089 N(2) C(16)  H(20) 1089
ca7  cae)  H(19) 1089 C(17)  C(16)  H(20) 1089
H(19) C(16) H(20) 109.5 cQ17) C(18) H(21) 120.7

C(19) c(18) H(21) 120.7 c(18) c(19) H(22) 1206

Sy
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Table 8. Bond Angles(°) Involving Hydrogen (continued)

atom atom atom angle atom | atom atom angle
C(20)  C(19)  H(22) 1206 C(19)  C(0)  H(@23) 1204
C(21)  C(20)  H(23) 1204 N(4) C(21)  H(24) 1186
C(20)  C(21)  H(24) 1186 N(2) C(22)  H(25)  108.2
N(2) C(22) H(26) 108.2 C(23) C(22) H(25) 108.2
C(23) C(22) H(26) 108.2 H(25) C(22) © H(26) 109.5
C@24)  C(25  HE@?Y) 1191 C(26)  C@5  H@EY) 1101
C25)  C(26)  H(8) 1197 C27)  ©@6)  H(@28) 1197
C(26) C(27) H(29) 120.7 C(28) C(27)  H(29) 120.7
C(23) C(28) H(30) 119.3 . C(27) C(28) H(30) 119.3
N(5) C(29) H(31) 108.8 N(5) C(29) H(32) 108.8
C(30) C(29) H(31) 108.8 C(30) C(29) H(32) 108.8
HG)  C(29)  H(32) 1095 N(6) C(30)  H(33) 1086
N(6) C(30) H(34) 1086 C(29) C(30) H(33) 1086
C(29) C(30) H(34) 108.6 H(33) C(30) H(34) 109.5
N(3) C(31) H(35) 108.1 N(5) C(31) H(36) 108.1
C(32) C(31) H(35) 108.1 C(32) C(31) H(36) 108.1
H(35) C(31) H(36) 109.5 - C(32) C(33) H(37) 120.3
C(34) C(33) H(37) 120.3 C(33) C(34) H(38) 120.1
C(335) C(34) H(38) 120.1 C(34) C(35) H(39) 121.2
C(36) C(35) H(39) 121.2 N(7) C(36) H(40) 118.2
C(35) C(36) H(40) 118.2 : N(5) c@37) H(41) 108.9
N(5) C(37)  H(@42) 1089 C(3®)  CEn  H@) 1089
C(38) C(37) H(42) 1089 H(41) C(37) H(42) 109.5

C(39) C(40) H(43) 120.0 C(41) C(40) H(43) 120.0
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Table 8. Bond Angles(®) Involving Hydrogen (continued)

atom  atom atom angle | atom atom atom angle
C(40)  C(41)  H@44) 1196 C42)  C@l)  HM4) 1196
C(41) C(42) H(45) 1205 C(43) C(42) H(45) 120.5
C(38)  C(43)  H(M6) 1193 C(42)  C(M3)  H(46)  119.3
N(6) C(44)  H@47) 1079 | N(6) C(44)  H(48) 1079
C45)  C(44)  HE7T) 1079 C45)  C(44)  H(48)  107.9
H(47)  C(44)  H(48)  109.5 C(45)  C(46)  H(49) 1204
cun  cus) H(49) 1204 C46)  C@7)  H(50) 1205
C48)  C(47)  H(50) 1205 C47)  C(8)  H(51) 1206
C(49)  C@48)  HGL) 1205 N(8)  C(49)  H(2) 1188
C(48)  C(9)  H(2) 1188 B N(6) C(50)  H(53)  108.8
N(6) C(30)  H(4) 1088 C(51)  C(50)  H(53)  108.8
C(51)  C(0)  H(54) 1088 H(53)  C(50)  H(54) 1005
C(52)  C(33)  H(35) 1200 C(54)  C(53)  H(5) 1200
C(33)  C(34)  H(6)  119.3 C(55)  C(54)  H(56) 1193
C(4)  C(35)  H(37) 1208 C(56)  C(55)  H(57) 1208
C(51)  C(6)  H(8) 1194 C(s5)  C(56)  H(58)  119.4
0(12)  C(57)  H(60)  109.5 02 T HE) 1005
0(12)  C(57)  H(62)  109.5 H(60)  C(57)  H(61)  109.5

H(60) C(57) H(62) 109.5 H(61) C(57) H(62) 109.5
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‘ Table 9. Torsion Angles(°)

atom  atom  atom  atom  angle atom atom atom atom  angle
Pr(1) 0O(1) cC(11) cC(0) 4.8(5) Pr(1) O(1) C@11) C(12) -174.9(2)
Pr(1) 0O(2) C(24) C(23)  50.9(3) Pr(l) O(2) C(24) C(25 -127.7(3)
Pr(1) O@) Pr(2) 0@ 5.45(8) Pr(1) O(3) Pr(2 0(5‘) -121.22(8)
CPr(1)  O(3) Pr(2) O®)  162.77(8) Pr(l) O(3) Pr(2) O(8)  -71.86(8)
Pr(1) O@3) Pr(2) N(5) 132.39(10) Pr(1) O@3) Pr(2) N(6) 71.95(9)
Pr(1) O(3) Pr(2) N(7)  -159.70(10) Pr(l) O(3) Pr(2) N(@8) 8.9(2) -
Pr(1) O(3) C(39) C(38) -108.2(2) Pr(1) O(3) C(39) C(40)  72.5(3)
Pr(1) 0O(4) Pr(2) 0@) -5.17(7) Pr(1) O(4) Pr(2) 0O(5) 126.55(8)
Pr(1) O(4)  Pr(2) O(6)  -158.75(9) Pr(1) O(4) Pr(2) 0(8) 78.91(8)
Pr(1) O(4)  Pr(2) N(5)  -6242(9) ~  Pr(l) O(4) Pr(2) N() -117.94(9)
Pr(1) 0O(4) Pr(2) N(7) 18.53(15) Pr(1) O(4) Pr(2) N(@8) 176.61(9)
Pr(1) 0(4) C(2) C(51) 101.3(3) Pr(1) O(4) C(52) C(53) -82.9(3)
Pr(l) N(1) CcQ) €@ 52.8(3) Pr(1) N(1) C@B) C@) 56.8(2)
Pr(1) N(1) C(8  CQ10)  67.1(3) Pr(1) N(2) C@2 ¢ 36.8(3)
Pr(1) N(2) C(6) CQA7)  49.9(3) Pr(1) N(2) C(22) C(23)  67.1(3)
Pr(1) N@3) C@) C(3) -5.0(3) Pr(1) N(3) C@) C(5) 175.5(2)
Pr(1) N(3) C@8) C(7)  -173.9(2) Pr(1) 'N@d) C(17) C(16) 4.3(3)
Pr(1) N@4) C(17) C(18) -176.7(2) Pr(1) N(4) . C(21) C(20) 178.9(2)
Pr(2) O(3) Pr(1) O@1)  -83.13(9) Pr(2) O(3) Pr(l) 0(2) ss.oi(g)
Pr(2) O(3) Pr(1) O@) -5.43(8) Pr(2) O(@3) Pr(l) N@) -1259(2)
Pr(2) O(3) Pr(1) N(2) 151.09(8) Pr(2) O@3) Pr(l) N(3) 34.33(15)
Pr(2) O3 Pr(1) N(4)  -156.64(10) Pr(2) O(3) C(39) C(38)  68.3(3)
Pr(2) O3 C(39) C(40) -110.9(3) Pr(2) O(4) Pr(l) O(1)  103.32(8)

Pr(2) O@4) Pr(1) O@Q)  -74.11(7) Pr(2) O@) Pr(l) O(@3) 5.11(7)
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Table 9. Torsion Angles(®) (continued)

atom  atom  atom  atom  angle atom  atom  atom  atom  angle
Pr(2) O(4) Pr(1) NQI)  162.61(7) Pr(2) O@) -Pr(1) N2  -91.8(2)
Pr(2) O(4) Pr(l) N(3)  -150.22(9) Pr(2) O(4) Pr(l) N(9) 49.17(13)
Pr(2) O(4) C(52) C(51) -68.9(3) Pr(2) O(4) C(52) C(53) 107.0(3)
Pr(2) O() N(9)  O(6) | 3.8(3) Pr(2) O(5) N9 O  -1774(3)
Pr(2) O N9  O(5) -3.8(3) Pr(2) O(6) N(9) O(7)  177.4(3)
Pr(2) N(5) C(29) C(30) 55.2(3) .  Pr(2) N(B C@31) C(32) -39.6(3)
Pr(2) N(5) C(37) C(38)  69.5(2) ~Pr(2) N(6) C(30) C(29)  32.5(3)
Pr(2) N(6) C(44) C@45)  43.4(3) Pr(2) N(6) C(50) C(51)  -59.3(3)
Pr(2) N(7) C(32) C(31) -20.9(3) Pr(2) N(7) C(32) C(33) 164.3(2)
Pr(2) N(7) C(36) C(35) -165.9(2) Pr(2) N(8)  C(45) C(44) ;ng(s)
Pr(2) N(8) C(43) C(46)  170.4(2) Pr(2) N@®)  C(49) C(48) -169.9(2)
O(1) Pr(1) 0(2)  C(24)  141.9(3) 0(1) Pr(l) O3 C(39)  93.8(2)
O(1)  Pr(1) O(4) C(52) -674(2) O(1)  Pr(l) N(1) CQ)  -161.4(2)
o(1) Pr(i) N1  C@) 79.3(2) | © 01 Pr(})  N(@)  C(9)  -398(2)
0o(1)  Pr(1) N(2j C(2) 39.0(2) 0() Pr(l) N@ = C(6)  -79.8(2)
O(1)  Pr(1) N(2) C(22)  159.14(15) 0(1) Pr(l) N3 C@)  -324(2)
O(1) Pr(l) N@3)  C(8)  142.7(2) | o(1)  Pr(1) N@4)  car)  155.3(2)
O(1) Pr(l) N(4) C(21) -23.8(2) 0o(1) C@1) CEo) C(9) 8.7(4)
O(1) C(11) C(10) C(15) -175.4(3) 0(1) C€Qa1 €12 C(13)  177.4(3)
0(2) Pr(1) 0(Q1) c€ay | 149.2(3) 0(2) Pr(1) O(3) C(39) -98.0(2)
0(2) Pr(1) O(@4) C(52)  115.1(2) 0(2) Pr(1) N(Q1) C(1) 29.0(25'
0(2) Pr(1) N | C(3)  -90.3(2) 0(2) Pr(1) N(1)  C(9) 150.6(2)
0@2) Pr(1) N2 €@ -142102) 02 Pr1) N@  ©16)  99.2(2)

0(2) Pr(1) N@ = C(22) -21.92(15) 0(2) Pr(1) N@B C@4) 162.1(2)
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Table 9. Torsion Angles(®) (coritinued)

atom  atom  atom  atom  angle atom atom atom  atom  angle
02 Pr(1) N@) C@B)  -2282) 02 Pr(1) N@) ©17  -35.8(2)
0(2) Pr(1) N@4) C@1) 145.2(2) 0(2) C(24) C(23) C(22) 3.7(4)
0(2) C(24) C(23) C(28) -175.0(2) 0(@2) C(249) C(25) C(26) | 175.0(3)
0@3) Pr(1l) 0Q) €A1 -154.9(3) 0@) Pr(l) O() C(24)  84.4(2)
0@) Prl) O@) C(52) -1656(2) 03 Pr1) NQ1) CQ)  -1155(2)
0() Pr1) NQ1) C@B)  125.3(2) 0@) Pr(1) NQ)  C©9) 6.2(3)
0(3) Prl) N2 C@  148.7(2) 0@) Pr(1) N(@2) CU16)  20.9(2)
0(3) Pr(1) N(2) C(2) -91.2(2) 0(3) Pr(l) N@) C@)  -146.4(2)
0(3) Pr(1) N(3) C(8) 28.7(3) 0@  Pr() N@) €17 -1080(2)
0(3) Pr(1) N{4) C(21) 72.9(2) 0(3) Pr(2) 0@4) C(52) 167.2(2)
0@B) Pr(2) O@BG) N@O)  -1268(2) 0@3) Pr(2) O(6) NO  1174(2)
03) Pr(2) N(G) C(29) -140.4(2) 0(3)' Pr(2) N(5) C(31)  102.6(2)
0(3) Pr(2) N(B) C@B7)  -200(2) 0@3) Pr2) N(6) C(30)  604(2)
0(3)  Pr(2) N(6) C(44) 178.69(15) 0(3) Pr(2) N(6) C(50) -57.1(2)
0(3) Pr(2) N(7) C(32) -76.9(2) 0(3) Pr(2) N(7) C(36) 88.0(2)
0@3) Pr2) N@B) C@5)  95.3(2) 0@3) Pr(2) N@B) C@9) -93.6(3)
0(3) C(39) C(38) C@B7)  -74(4) O(3) C(39) C(38) C(43) 174.9(3)
0@3) C(39) C(40) C@1) -177.1(3) O(4) Pr(1) O(1) cC(1)  138.7(3)
O@@) Pr(1) O(2) C(24) 152.3(2) 0(4) Pr(1) O3 C(39) 171.5(2)
04) Pr(1) NQ) CQ1)  1345(2) 0o(4) Pr(1) N@Q) C@3) 15.2(2)
0@) Prl) N(1) CO)  -1039(2) C0(4)  Pr(1) N@) C@)  -1236(2)
0(4) Pr(1) N(2) C(16) 117.6(2) 0«) Pr(1) ' N(2) C(22) -3.5(3)
0@) Pr(1) N@3) C@)  -109.6(2) 04) Pr(1) N@3) C@B)  655(2)
0@4) Pr(l) N@ C€a7  -148.7(2) 0(d) Pr(l) N@) C(21)  32:2(3)

Stb
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Table 9. Torsion Angles(°) (continued)

atom  atom  atom - atom  angle atom  atom atom  atom  angle
O(4) Pr(2) O@3) C(39) -171.3(2) 0(4) Pr(2) O() N9 13.2.55(15)
O(4) Pr(2) O(6) N(9)  -102.7(2) - 0@) . Pr(2) N(5) C(29) -85.0(2)
O(4) Pr(2) N(5) C@31) 158.1(2) 04) Pr2) N(GB) CE7) 35502
0(4) Pr(2) N6 CB0) 123.1(2) 0(4) Pr(2) N(6) C(44) | -118.6(2)
0(4) Pr(2) N(6)  C(50) 5.6(2) 0(4) Pr(2) N(7) C(32) -99.6(2)
O(4) Pr(2) N7  C@36)  652(3) 0O(4) Pr(2) N(8) C(5)  985(2) -
0(4) Pr(2) N(@8) C(49)  -90.4(2) O{4) C(52) C(51) C(50) -1.4(4)
0(4)  C(52) C(51) C(56) 178.0(3) O(4) C(52) C(53) C(54) -177.6(3)
0(3) Pr(2) 0O(3) C@39)  621(2) 0(5) Pr(2) O@) C(2) -61.1(2)
O(3) Pr(2) O®) N(9) 2.2(2) 0(5) Pr(2) N(5)  C(29) 37.5(2)
O(3) Pr(2) N(B) C(B1) -29.3(2) O(5) Pr(2) N(5) C@B7) -152.0(2)
O(5)  Pr(2) N(6)  C(30) -108.9(2) 0(5) Pr(2) N(6) C@4)  9.4(2)
0(5)  Pr(2) N(6) C(50) 133.5(2) 0O(5)  Pr(2) N(7) C(32)  131.4(2)
0(3)  Pr(2) N(7) C(36) -63.8(2) O(5)  Pr(2) N(8)  C(45) -120.4(2)
0(3) Pr(2) N(8  C@49)  50.7(2) O(6) Pr(2) O(3) C(39) -14.0(3)
0(6) Pr(2) O0@) C(52)  13.6(3) 0(6) Pr(2) O()  N(9) -2.2(2)
0(6) Pr(2) N(3) C(29)  59.5(2) O(6) Pr(2) N(5 C@31) -57.4(2)
0(6) Pr(2) N(5) C@B7) 179.9(2) O(6) Pr(2) N(6) C(30) -78.7(2)
O(6) Pr(2) N(6) C(44)  39.63(15) O(6) Pr(2) N(6) C(50) 163.8(2)
0(6) Pr(2) N(7) C(32)  788(2) O(6) Pr(2) N(7) C(36) -116.4(2)
0(6) Pr(2) N(8 C@45) -67.0(2) O(6) Pr(2) N(8) C@49) 104.1(2)
O(8) Pr(2) O0(3) C(39) 1114(2) 0(8) Pr(2) O@) C(2) -108.7(2)
O@8) Pr(2) O() N@© -1787(2)  O@®) Pr(2) O®) N9 6.1(2)

O(8) Pr(2) N(5) C(29) 177.87(15) 0@E) Pr(2) N(5) C(31)  61.02)
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Table 9. Torsion Angles(®) (continued)

atom  atom atom atom angle atom atom atom atom angle
0(8) Pr(2) N(5) C@B7) -61.7(2) 08 Pr(2) N C(80) 151.9(2)
O(@8) Pr(2) N() C(44) -89.8(2) O@®) Pr(2) N  C(50) 34.4(2)
0(8) Pr2) N(7) C(32) --156.8(2) o@® Pr(2) NM CE6) 812
O(8) Pr(2) N(8) €(45)  171.8(2) Oo(8) Pr(2) N(8 C@49) -17.1(2)
N@) Pr(1) OQ1)  C€Q1) 9.4(3) N(1) Pr(1) O(2) C(24) -82.7(2)
N@Q) Pr(1) O(3) C(39)  511(3) N1)  Pr(1) O@4) C(52)  -81(3)
NQ1) | Pr(1) N@  C(2) -7.2(2) N(1) Pr(l) N@) €16 -1259(2)
N(1)  Pr(1) N@)  C(22) 113:0(2) N(1)  Pr(l) N@3) C@) 25.2(2)
N(1) Pr(1) N@3) C@®)  -159.7(3) N(1)  Pr1) N@) Ca7)  833(2)
N(1)  Pr(1) N@) C@21) -958(2) N1) C1) C@ N2  -63.0(3)
N(1) C(3) C@)  N@B)  -365(3) N(1) C@B) C4) CB)  143.003)
N1) C(9) €10 can  -50.2(4) N(1) C(9) C10) C(15)  133.8(3)
N(@2)  Pr(1) 0(1) C(1)  -349(4) N@) Pr(l) O(2) C(24) -344(2)
N(@2)  Pr(1) O3  C(39)  -31.9(2) N(@2) Pr(]) O(@4) C(52)  97.4(3)
N(2) Pr(1) N(1) C(1) -22.6(2) N(2) fr(l) N(1) C(3) -141.9(2)
N(2) Pr(1) N(1) C(9) - 99.0(2) N(2) Pr(1) N(3) C(4) 88.8(2)
N(@)  Pr(1) N@3) . C(®  -96.2(2) N(2) Pr(1) N(@4) €7 159(2)
N@2) Pr(l) N@#)  C(21) -163.2(2) N(@2) Cc@6) €17 N¢)  -381(3)
N@2) C(16) €17 C(18)  1428@3) - N(2) C(22) C(23) C(24) -67.7(4)
N(@2) C(22) C(23) C(28) 111.0(3) NG@) Pr(1) O(1) C(1)  61.3(3)
N@) Pr(1) O(2) C(24) -1265(2) N(3) Pr(1) O(3) C(39) -148.7(2)
N@3) Pr(1) O@) C(52)  39.0(2) N@) Prl) N(1)  €Q) 78.9(2)
N@)  Pr(1) N(@) C@3)  -403(2) N@3) Pr(l) NQ) C@O)  -159.5(2)
N@)  Prl) N@ C@2)  -66.4(2) N@)  Pr(l) N(@2) C(16)  174.8(2)

Si%
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Table 9. Torsion Angles(®) (continued)

atom  atom  atom  atom  angle atom atom  atom  atom  angle

N@) Pr(l) N@  C(22)  53.7(2) N(3) Pr]) N@4) €7  61.3(2)
N(3) Pr(1) N(@4) C(1) - -117.8(2) N@3) C@4) C(5)  C(6) -1.8(5)
N(3) C@® C(T)  C(6) -0.8(5) N(d) Pr1) ©0Q) CO1)  -76.4(3)
N@4) Pr(1) O C(24)  11.3(2) N@4) Pr(1) O@B) C@B9)  203(2)
N@4) Pr(1) O@4) C(52) -121.6(2) N4 Pr(l) NQ1) CQ)  -84.8(2)
N4) Pr(1) NQ)  C(@3) 155.9(2) N@4) Pr(1) NQ)  C(©9) 36.8(2)
N(4)  Pr(l) N2 < C(©2 85.8(2) N@4) Pr(1) N(@2) = C(16)  -33.0(2)
N(4)  Pr(1) N@2) C(22) -154.1(2) N4) Pr(1) N@) C@) 50.2(2)
N@4) Pr(1) N@3) C@®) - -134.7(2) N@) ©c17) c(18) Ca9)  -2.8(5)
N(4) C(21) C(20) C(19) -1.5(5) N(5) Pr(2) O(3) C(39) -44.3(2)
N(G)  Pr(2) O(@) C(52) 110.0(2) NG)  Pr(2) O(B) N9 -38.5(2)
N(5) Pr(2) 0(6) N(9) 147.7(2) N(5) Pr(2) N(6) C(30) -3.1(2)
N(5) Pr(2) N(6) C(44) 115.1(2) N(5) Pr(2) N(6) C(50) -120.7(2)
N(B)  Pr(2) NI  C@E2)  -0.1(2) N(5)  Pr(2) N(7) C@36) 164.8(3)
N(5) Pr(2) N(8) C(45) -15.2(2) N(5) Pr(2) N(8) C(49) | 155.9(2)
N(5) C(29) C(30) N(6) -62.6(3) N(5) C(31) C(32) N(7) 42.1(4)
N(5)  C(31) C(32) C(33) -143.1(3) N(5) C(37) C(38) C(39) -64.5(3)
N(5) C(37) C(38) C@43) 113.1(3) N(6) Pr(2) O(3) C(39) -104.8(2)
N(6) Pr(2) O@4) C(52)  54.5(2) N(6) Pr(2) O() N(9) 38.5(2)
N@6) Pr(2) O(6) N(9) -142.5(2) N(6) Pr(2) N(B) C(29) -259(2)
N@)  Pr(2) N(5.) C(31) -142.8(2) N(@6) Pr(2) N(5) C@37)  94.5(2)
N(6) Pr(2) N7 C(32)  20.3(3) N(6) Pr(2) N(7) C(36) -174.9(2)
N(6) Pr(2) N(8) C(45) 21.4(2) N(6) Pr(2) N(8) C(49) -167.5(2)

N@B)  -26.8(4) C(46)  155.8(3)
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Table 9. Torsion Angles(°) (continued)

atom  atom  atom  atom  angle atom  atom  atom  atom  angle

N(6)  C(50) C(51) C(52)  73.4(3) N(6) C(0) C(51) C(56) -106.0(3)
N(7)  Pr(2) 03  C(39) 23.6(2) N(7) Pr(2) O@) C(52) -169.1(2)
N(Tm  Pr(2) O(5) N(9) -86.5(2) N(7) Pr(2) O(6) N(9) 79.0(2)
N(7)  Pr(2) N(5) C(29) 137.3(2) N(7) Pr(2) N(5) C(31)  20.4(2)
N(7)  Pr(2) N(5) C(37) -102.2(2) N(7) Pr(2) N(6) C(30) -23.1(2)
N(7)  Pr(2) N(6) C(44)  95.2(2) N(7) Pr(2) N(6) C(50) -140.6(2)
N(7)  Pr(2) N(8) C@45) -100.2(2) N(7) Pr(2) N(8) C@49)  70.9(2)
N(7)  C(32) C(33) C(34) 1.8(4) N(7)  C(3) C(35) C(34) 1.8(5)
N(8)  Pr(2) O(3)  C(39) -167.8(2) NGE)  Pr(2) O(4) C(52)  -11.0(2)
N(8) Pr(2) O()  N(9) 78.0(2) N(@®) Pr(2) O(6) N(9)  -76.6(2)
N(8)  Pr(2) N(5)  C(29) 94(2) - N@® Pr(2 N(GB) C@31) -107.5(2)
N(8)  Pr(2) N(B) C@37)  129.9(2) N(8)  Pr(2) N(6) C(30) -150.0(2)
N(8)  Pr(2) N(6) C(44)  -31.75(13) N(@®)  Pr(2) N(6) C(50)  92.4(2)
N(8)  Pr(2) N(7) C(32)  111.2(2) N(8)  Pr(2) N(7)  C(36) . -84.0(3)
N(8) C(@45) C(46) C(47) 0.1(5) N(8) C(H49) CM48) C@A7)  -0.3(5)
c(1) XN(1) C@B) C@)  -62.0(3) C(1) NQ1) €O C@o) -170.8(2)
C(l) C(2 N@2 Cca1s  156.2(2) C(1) C(2 N2 C(22) -844(3)
C2) N2 c@ae can  -70.5(3) C(2) N2 C(22) C(23) -171.5@2)
C2) C@) N1) C@B)  169.4(3) C2 €1 NI €9  -71.6(3)
C3) NQ1) C@O  Ccao)  -50.7(3) C8) C4) N3 CB)  179.6(3)
C@) C@ CGB) C6)  178.7(3) C4) N3 CB C 1.2(5)
C4) C(3) N1 CO)  179.0(2) C4) CB) C6) O 2.2(5)
C(5) C@4) N(@B) C(8) 0.1(4) €6 C6) C(7r) c@) ﬁﬂ&

C(® €10y c(1) Ca2) -1715(3) C(®) €10 C©1s5) C(4) = 1726(3)
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Table 9. Torsion Angles(°) (continued)

atom  atom  atom  atom  angle | atom  atom  atom  atom  angle
C(10) C(l) €12 €13  -24(4) C(10) C(15) C(14) ©(13) - 03(s)
Ca1) C0) C(15) C(4)  -3.5(5) cany  cu2) c13) cua) 0.7
C12) Ca1  C0) C(5)  44() C12) ©(@3) C(14) ©us)  18(5)
C(6) N(2) C(22) C@3) -53.4(3) C(16) C(17) N@4) C(21) -176.5(2)
cae) C€a7)  cas) cas)  176.1(3) ca7) N(4j C(21) C(20)  -0.2(4)
Ca7) C(16) N2 C@22) 171.1(2) C(17) C(18) C©€Q9) C(20) 0.9(5)
C(18) CO17) N@) ©C@21) 2404 cus) cue) c@y cey  116)
C(22) C(28) C@4) C@5) -177.7(2) C(22) C(23) C(28) C@27) -179.9(3)
C(23) C(24) C(25) C(26)  -3.7(4) C(23) C(28) C(27) C(26)  -1.4(5)
C(24) C(23) C(28) C@7)  -11(4) C24) C@5) Ce6) C@n)  11(5)
" C(25) C(24) C(23) C(28) 3.6(4) C(25) C(26) C(27) C(28) | i.4(5)
C29) NG CE) G2 -1554(3) C(29) NG5)  C@7)  C@8) 172.3(2)
C(28) C(30) N@§) C@4)  -85.7(3) C(29) C(30) N(B) C(50)  153.9(2)
C(30) N(6) C(44) CM5)  163.8(2) C(30) N(6) C(50) C(Bl)  179.7(2)
C(30) C(29) N(B5) C@31)  173.7(2) C(30) C(29) N(5) C(37). -66.7(3)
C(B31) N(B) C(37) C(38)  -53.6(3) C@31) C(32) N(7) C@36)  173.9(3)
C@31) C(32) C(33) C(34) -172.7(3) C2) N7 C@36) @) -0.9(5)
C(32) C@) NG)  C(3T) 8463  C) C(33) .C(34) C@35)  -08(5) .
C@33) C@32) N(7) CG36)  -0.9(4) C(33) C(34) C@35) C@36)  -0.9(5)
C(37) C(38) C(39) C40) 171.8(3) C(37) C(38) CM3) C(42) -174.3(3)
C(38) ©C(39) CM0) C(41)  3.7(a) C(38) C@3) CM2) C@1)  16(5)
C(39) C(38) C@43) C@42)  3.2(4) C(3)) C(0) CM1) cCU2) 1205
C40) C(39) C(38) C@3)  -58() C(40) C(41) C@42) C@43)  -3.9(5)

C(44) N(6) C(50) C(51) 62.3(3) C(44) C@45) N(8) C(49) -178.4(3)
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Table 9. Torsion Angles(°) (continued)

atom  atom  atom  atom  angle

C(44) C@45) C@6) ©C@7)  177.3(3)
C(45) C(44) N@6)  C(50)  -80.3(3)
C(46) C(45) N(8) C(49)  -11(4)
C(50) C(51) C(52) C(53) -177.3(3)
C(51) C(52) C(53) C(54)  -17(4)
C(52) C(51) C(36) C(s5)  -1.3(5)

C(33) C(52) C(51) C(56) 2.1(4)

SHL

atom
C(45)
C(45)

C(46)

C(50).

C(51)
C(52)

C(53)

atom
N(8)

C(46)
C(47)
C(51)
C(56)
C(53)

C(54)

atom
C(49)
C(47)
C(48)
C(56)
C(55)
C(54)

C(55)

-atom

C(48)
C(48)
C(49)
C(55)
C(54)
C(55)

C(56)

angle
1.2(5)

0.9(6)

-0.7(6)

178.1(3)
0.1(5)
0.5(5)

0.3(5)
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LOAL A AN (V) | NUseCH;UH

Table 10. Non-bonded Contacts out to 3.60 A

atom  atom distance ADC atom atom distance ADC
0(5) C(19) 3.468(4) 54501 0(6) C(33) 3.403(3) 65602
o(7) C(33) 3.562(4) 65602 0(8) 0(10) 2.686(3) 1
o) - 09 3.394(4) 1 ) 0(8) N(10) 3.455(4) 1
0(9) 0(12)  '3.284(4) 1 0(9) C(57) 3.334(6) 1
0(9) C(53) 3.468(4) 1 0(9) C(30) 3.482(4) 45501
0(10) C(35) 3.263(4) 55602 0(10) C(34) 3.286(5) 55602
0(10) C(18) 3.305(4) 54501 | 0(10) C(19) 3.424(5) 54501
0(11) 0(12) 2.851(4) 1 0(11) C(2) 3.315(4) 54501
0(11) C(44) 3.414(4) 45501 o(11) C(18) 3.437(4) 54501
0(12) C(46) 3.371(5) 45501 0(12) cQ) 3.372(4) 54501
0(12) C(44) 3.404(4) 45501 0(12) N(10) 3.441(4) 1
0(12)  C(9) 3.477(4) 54501 0(12) C(2) 3.524(4) 54501.
C(3) C(3) 3.530(4) 56502 C(6) C(14) 3.560(5) 56502
C(14) C(47) 3.555(5) 56501 C(20) C(48) 3.574(5) 56501
C(31) C(33) 3.561(4) 65602 C(41) C(41) 3.417(7) 56602
0(3) H(22) 2.60 54501 0(6) H(37) 2.78 65602
2.95 55602
2.62 45501
2.65 1
2.94 1
2.63 55602
2.87 1
1.93 - 1

2.58 45501
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Table 10. Non-bonded Contacts out to 3.60 A (continued)

atom atom distance ADC atom atom distance = ADC
0(11)  H(38) 286 55602 0(12)  H@49) 249 45501
0(12) H(3) 2.57 54501 0(12) H(13) 2.71 54501
0(12) H(47) 2.76 45501 N(9) H(37) 2.90 65602
N(10)  H(59)  2.52 1 N(10)  H(2) 2.61 1
C(5) H(8) 2.79 56502 C(6) H(16)  2.97 45501
C(6) H(8) 2.99 56502 ca) H(10) 3.00 56502
C(12) H(10) 2.78 56502 C(13) H(10) 2.70 56502
C(13) H(50) 2.98 56501 C(14) H(50) 2.78 56501
C(14) H(10) 2.80 56502 | C(15) H(10) 2.99 56502
c(18) H(44)  2.88 56602 C(27)  H#46)  2.76 45501
C(28) H(45) 2.82 56602 C(28) H(46) 2.93 45501
C(33) H(35) 2.66 65602 C(34) H(35) 2.77 65602
C(34) H(21) 2.88 56602 C(41) H(44) 2.78 56602
C(54) H(7) 2.86 56502 C(55) H(7) 2.90 56502
C(57) H(18) 2.90 56502 H(8) H(9) 2.53 56502
H(11) H(33) 2.46 45501 H(11) H(54) 2.57 45501
H(17) H(58) 2.30 66502 H(18) H(61) 2.42 56502
H(18) H(60) 2.59 56502 H(20) H(45) 2.44 56602
H(21) H(38) 2.43 56602 | H(21) H(44) 2.60 56602
H(29) H(46) 2.57 45501 H(44) H(44) 2.39 56602

H(47) H(59) 2.58 65501 H(56) H(62) 2.60 1
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LINL1 ) 3 2 e H3OH

The ADC (atom designator code) specifies the position of an atom in a crystal. The 5-digit number
shown in the table is a composite of three one-digit numbers and one two-digit number: TA (first digit)
+ TB (second digit) + TC (third digit) + SN (last two digits). TA, TB and TC are the crystal lattice
translation digits along cell edges a, b and ¢. A translation digit of 5 indicates the origin unit cell. If TA = 4,
this indicates a translation of one unit cell length along the a-axis in the negative direction. Each translation
digit can range in value from 1 to 9 Emd thus +4 lattice translations from the origin (TA=5, TB=5, TC=5)

can be represented.

The SN, or symmetry operator number, refers to the number of the symmetry operator used to generate

the coordinates of the target atom. A list of symmetry operators relevant to this structure are given below.

For a given intermolecular contact, the first atom (origin atom) is located in the origin unit cell and its
position can be generated using the identity operator (SN=1). Thus, the ADC for an origin atom is always
55501. The position of the second atom (target atom) can be generated using the ADC and the coordinates
of the atom in the parameter table. For example, an ADC of 47502 refers to the target atom moved through
symmetry operator two, then translated -1 cell translations along the a axis, +2 cell translations along the

b axis, and 0 cell translations along the c axis.

An ADC of 1 indicates an intermolecular contact between two fragments (eg. cation and anion) that

reside in the same asymmetric unit.

Symmetry Operators:

(1) X, ¥ z 2 =X, -y -z
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[Pry(L1),(NO;3)(H0)] NO;eCH;0H

Table 11. Least Squares Planes

Plane number 1

Atoms defining plane . Distance
N(3) 0.004(2)
C(4) 0.004(3)
C(5) -0.012(3)
C(6) 0.011(3)
C(7) 0.002(3)
C(8) -0.010(3)

Additional Atoms Distance
Pr(1) 0.221
C(3) 0.011

Plane number 2

Atoms defining plane Distance
N(4) -0.005(2)
c(17) 0.015(3)
C(18) -0.012(3)
C(19) -0.004(3)
C(20) 0.012(3)
C(21) -0.004(3)

Additional Atoms Distance
Pr(1) -0.083
C(16) 0.095

Plane number 3

Atoms defining plane Distance
C(10) 0.022(3)
C(11) -0.019(3)
C(12) 0.004(3)
Cc(13) 0.015(3)
C(14) -0.012(3)
c(15) -0.010(3)

Additional Atoms Distance
Pr(1) -0.269
0(1) -0.081

c(9) 0.193
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Plane number 4

Atoms defining plane Distance
C(23) -0.013(3)
C(24) 0.020(3)
C(25) -0.015(3)
C(26) -0.006(3)
C(27) 0.016(3)
C(28) . -0.003(3)

Additional Atoms Distance
Pr(1) 1.585
0(2) 011
C(22) -0.031
H(1) 0.103

Plane number 5

Atoms defining plane Distance
N(7) -0.001(2)
C(32) 0.009(3)
C(33) -0.009(3)
C(34) 0.000(3)
C(35) 0.010(3)
C(36) -0.009(3)

Additional Atoms Distance
Pr(2) -0.590
C(31) 0.162

Plane number 6

Atoms defining plane Distance
N(8) . 0.005(2) -
C(45) -0.004(3)
C(46) -0.003(3)
C@47) 0.008(4)
C(48) -0.002(4)
C(49) -0.006(3)

Additional Atoms Distance
Pr(2) 0.388

C(44) 0.046
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Plane number 7

Atoms defining plane Distance
C(38) 0.027(3)
C(39) - -0.028(3)
C(40) 0.010(3)
C(41) 0.023(3)
C(42) -0.025(3)
C(43) -0.006(3)

Additional Atoms Distance
0(3) -0.101
C(37) 0.172

Plane number 8

Atoms defining plane Distance.
C(51) 0.009(3)
C(52) -0.010(3)
C(33) 0.006(3)
C(54) 0.002(3)
C(55) -0.005(3)
C(56) -0.002(3)

Additional Atoms Distance
0(4) 0.042
C(50) 0.053

Plane number 9

Atoms defining plane Distance
0(5) -0.001(2)
0O(6) -0.002(2)
o -0.003(3)
N(9) 0.006(3)

Additional Atoms Distance
Pr(2) 0.144

Plane number 10

Atoms defining plane Distance
0(9) -0.009(4)
0(10) -0.005(3)
0(11) -0.010(4)
N(10) 0.019(3)

Additional Atoms Distance
H(2) 0.370
H(59) 0.616

558
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AL 1)2(NO3)(H,0)] NO3;eCH;0H
Summary
plane mean deviation X2
1 0.0070 36.9
2 0.0088 70.4
3. 0.0137 168.6
4 0.0122 1374
5 0.0063 37.7
6 0.0046 15.1
7 0.0197 335.7
8 0.0056 284
9 0.0029 6.4
10 0.0106 46.7
Dihedral angles between planes (°)
plane 1 2 3 4 5 6 7 8 9
2 78.5
3 111.8 69.5
4 79.0 74.9 35.8
b 41.2 40.9 101.5 86.1
6 73.1 10.5 64.7 65.3 39.9
7 61.0 23.9 92.0 88.2 20.0 274 .
8 58.9 25.3 92.7 87.6 17.9 279 2.2
9 58.5 125.1 154.5 122.1 85.5 125.3 101.2 99.8
10 9.4 85.6 109.4 74.8 50.0 79.2 69.7 67.5 56.8




© 1999 American Chemical Society, Inor%agBIe)I{lNUS)?%rgwgg (1)0}?93%{130] Supporting Info Page 60
2 3 3@ 3 [ 2

EXPERIMENTAL DETAILS

A. Crystal Data

Empirical Formula
Formula Weight
Crysfa.l Color, Habit
Crystal Dimensions
Crystal System
Lattice Type

Lattice Parameters

Space Group
Z value
Deatc

Fooo

p(MoKa)

Diffractometer

Radiation

Detector Aperture
Data Images

¢ oscillation Range (x=-90)

Cs7HeeGd2N10044
1429.71

colorless, prism
0.20 X 0.25 X 0.35 mm
monoclinic
Primitive
a=129850(7)4
b= 21.5181(15) 4
c= 22.1460(2) A
8 = 106.9883(2)°
V = 5917.9(4) 43
P2,/n (#14)

4

1.605 g/cm?®
2872.00

23.01 cm™!?

B. Intensity Measurements

Rigaku/ADSC CCD

MoKe (A = 0.71069 A4)
graphite monochromated

94 ram x 94 mm
768 exposures of 30.0 seconds

0.0 - 189.9°

560




N
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w oscillation Range {(x=-90) -23.0-17.8°
Detector Position 39.226(4) mm
Detector Swing Angle -10.0°

26maz 60.1°

No. of Reflections Measured Total: 54984

Unique: 14195 (R;n; = 0.043)
Corrections Lorentz-polarization

_Absorption/decay /scaling
(corr. factors: 0.6275 - 1.0000)

C. Structure Solution and Refinement

Structure Solution Patterson Methods (DIRDIF92 PATTY)
Refinement : Full-matrix least-squares

Function Minimized Zw(|Fo?| - |Fc?|)?

Least Squares Weights w= ?‘(—lr_of)

p-factor 0.0000

Anomalous Dispersion All non-h_vcirogen atoms

No. Observations 14195

No. Variables 748

Reflection/Parameter Ratio 18.98

Residuals (on F2, all data): R: Rw 0.069 ; 0.066

Goodness of Fit Indicator 1.26

No. Observations (I>30(1)) 8278

Residuals (on F, I>30(I)): R; Rw 0.037 ; 0.029
Max Shift /Error in Final Cycle 0.01

Maximum peak in Final Difl. Map 3.39 ¢~ /A® (near Gd)

Minimum peak in Final Diff. Map , -2.62 e~ /A® (near Gd)
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GdA(L1),(NO3)] NOseCH;0He3H,0

Table 2. Atomic coordinates and B.,

atom X y 2 B.,
Gd(1) 0.20933(2) 0.219494(11) 0.356219(10) 1.323(5)
Gd(2) 0.33720(2) 0.079078(11) 0.321536(10) 1.451(5)
0(1) 0.2800(3) 0.31462(13) 0.36380(13) 1.52(7)
0(2) 0.2502(2) 0.11458(13) 0.39356(12) 1.50(7)
0(3) 0.3859(2) 0.18449(14) 0.34134(13) 1.51(7)
0(4) 0.1927(2) 0.15222(14) 0.26874(12) 1.54(7)
0(5) 0.4245(3) -0.02368(15) 0.32309(13) 2.10(8)
0(6) 0.3777(3) -0.00106(14) 0.40743(13) 1.90(8)
o(7) 0.4587(3) -0.0893(2) 0.40196(15) 3.24(10)
0(8) 0.4564(8) 0.0615(4) 0.0351(4) 14.7(3)
0(9) 0.3607(6) 0.1410(4) -0.0041(3) 12.9(3)
0(10) 0.4860(3) 0.1493(3) 0.0826(3) 9.1(2)
0(11) 0.4555(4) 0.2833(2) 0.0551(2) | 6.32(15)
0(12) 0.3891(6) 0.0237(3) -0.0948(3) 13.2(3)
0(13) 0.6990(4) 0.1351(2) 0.1692(2) 5.88(14)
0(14) 0.2195(9) -0.0063(4) -0.2002(3) 20.6(4)
N(1) - 0.0968(3) 0.2894(2) 0.41806(15) 1.60(9)
N(2) 0.0184(3) 0.1708(2) 0.3514(2) 1.58(9)
N(@3) 0.2940(3) 0.2292(2) 0.47276(15) 1.54(9)
N(@4) 0.0464(3) 0.2679(2) 0.2703(2) 1.68(9)
N(5) 0.4801(3) 0.0871(2) 0.2615(2) . 1.76(9)
N(6) S 02615(3) 0.0409(2) 0.2006(2) 1.99(10)
N(7) . 0.5395(3) 0.0839(2) 0.39'45(2) 1.65(9.)
N(8) 0.1931(3) -0.0115(2) 0.2995(2) 1.97(9)

S62
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Table 2. Atomic coordinates and B, (continued)

atom x . ‘y z Beg
N(9) 0.4219(3) -0.0396(2) 0.3787(2) 2.12(10)
N(10) 0.4316(7) 0.1168(5) 0.0362(3) 7.0(3)
C(1) -0.0199(4) 0.2739(2) 0.3961(2) 1.75(11)
C(2) -0.0389(4) 0.2051(2) 0.3909(2) 1.93(11)
C(3) 0.1372(4) 0.2785(2) | 0.4878(2) 1.97(11)
C(4) 0.2555(4) 0.2660(2) 0.5094(2) 1.78(11)
C(5) 0.3200(4) 0.2871(2) 0.5676(2) 2.34(12)
C(6) 0.4250(4) 0.2675(3) 0.5885(2) 2.64(13)
C(7) 0.4654(4) 0.2271(3) 0.5517(2) 2.41(12)
C(8) 0.3976(4) 0.2101(2) 0.4943(2) 2.03(11)
C(9) 0.1062(4) 0.3577(2) 0.4055(2) 1.70(11)
C(10) 0.2193(4) 0.3811(2) 0.4320(2) 1.88(11)
C(11) 0.3020(4) 0.3575(2) 0.4088(2) 1.51(10)
C(12) 0.4064(4) 0.3810(2) 0.4339(2) 1.96(11)
C(13) 0.4287(4) 0.4267(3) 0.4805(2) 2.80(13)
C(14) 0.3471(5) 0.4499(3) 0.5027(2) 3.12(14)
C(13) 0.2429(4) 0.4273(2) 0.4783(2) 2.51(12)
C(16) -0.0451(4) 0.1740(2) 0.2835(2) 2.08(11)
c(17) -0.0496(4) 0.2377(2) 0.2566(2) 1.66(11)
C(18) -0.1446(4) 0.2633(2) 0.2205(2) 2.04(11)
C(19) -0.1440(4) 0.3225(3) 0.1967(2) 2.61(13)
C(20) -0.0471(4) 0.3547(2) 0.2094(2) 2.19(12)
C(21) 0.0464(4) 0.3255(2) 0.2455(2) 2.07(12)
C(22) | 0.0271(4) 0.1039(2) 0.3691(2) 2.05(11)

Sé3
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Table 2. Atomic coordinates and B,, (continued)

atom x y z Be,

C(23) | 0.1030(4) 0.0909(2) 0.4334(2) 1.76(11)
c(24) 0.2141(4) 0.0948(2) 0.4417(2) 1.59(11)
C(25) 0.2857(4) 0.0771(2) 0.4996(2) 1.78(10)
C(26) 0.2458(4) 0.0575(2) 0.5488(2) 2.41(12)
cer) 0.1357(5) . 0.0548(3) 0.5409(2) 2.73(13)
C(28) 0.0654(4) 0.0707(2) 0.4835(2) 2.46(12)
C(29) 0.4543(4) 0.0434(2) 02063(2)  2.14(12)
C(30) 0.3431(4) 0.0497(2) 0.1655(2) 2.26(12)
C(31) 0.5923(4) 0.0743(2) 0.2993(2) 2.08(11)
C(32) 0.6188(4) 0.0024(2) 0.3674(2) 1.84(11)
C(33) 0.7201(4) 0.1117(2) 0.4004(2) 2.25(12)
C(34) 0.7451(4) 0.1245(3) 0.4643(2) 2.69(13)
C(33) 0.6653(4) 0.1132(2) 0.4934(2) 2.51(12)
C(36) 0.5657(4) 0.0937(2). 0.4576(2) 2.00(11)
C(37) 0.4726(4) 0.1531(2) 0.2381(2) 1.96(11)
C(38) 0.5202(4) 0.1998(2) 0.2884(2) 1.91(11)
C(39) 0.4756(4) 0.2129(2) 03379(2) . 1.45(10)
C(40) 0.5294(4) 0.2555(2) - 0.3847(2) 2.07(12)
C(41) 0.6218(4) 0.2849(2) 0.3817(2) 2.56(12)‘
C(42) 0.6648(4) 0.2741(3) 0.3324(3) 2.77(13)
C(43) 0.6139(4) 0.2309(2) 0.2868(2) 2.43(12)
C(44) 0.2414(5) -0.0266(2) 0.2021(2) 2.74(13)
C(45) 0.1786(4) 00451(2) - 0.2464(2)  °  2.19(12)

C(46) 0.1180(5) -0.0986(2) 0.2353(2) . 2.72(13)

Sé4
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Table 2. Atomic coordinates and B,, (continued)

atom - x y z B,
C(47) 0.0682(5) ©-0.1181(3) 0.2796(3) 3.20(14)
C(48) 0.0845(4) -0.0837(2) 0.3350(2) 2.66(13)
C(49) 0.1463(4) -0.0316(2) 0.3422(2) - 2.07(12)
C(50) 0.1572(4) 0.0715(2) 0.1657(2) 2.29(12)
C(51) 0.1748(4) 0.1398(2) 0.1588(2) 1.81(11)
C(52) 0.1976(4) 0.1781(2) 0.2127(2) 1.75(11)
C(33) 0.2294(4) 0.2388(2) 0.2088(2) 1.81(11)
C(54) 0.2391(4) 0.2622(2) 0.1522(2) 2.39(12)
C(353) 0.2160(4) 0.2255(3) 0.0983(2) 2.69(13)
C(56) 0.1836(4) 0.1650(3) 0.1023(2) 2.71(13)

C(57) 0.5441(8) 0.2850(4) 0.1092(3) 8.7(3)

8 2 - - » » - -\2 }4 - . - - - - .
By = gn‘(L”(aa )2+ Uza(bb™)% + Uss(ec™)? + 2U1200"bb" cos 4 + 2Uy3aa” cc” cos B + 2U,3bb" ce cosa)

.
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[Gdy(L1),(NO;)] NO3;eCH;0He3H,0

Table 3. Bond Lengths(A)

atom atom distance atom atom distance
Gd(1) Gd(2) 3.6362(3) Gd(1) o(1) 2.230(3)
Gd(1) 0(2) 2.409(3) Gd(1) 0(3) 2.524(3)
Gd(1) 0(4) | 2.377(3) Gd(1) N(1) 2.728(3)
Gd(1) N(2) 2.665(4) Gd(1) N(3) 2.501(3)
Gd(1) N(4) 2.613(4) 6d(2) 0(2) 2.336(3)
Gd(2) 0(3) 2.361(3) Gd(2) 0(4) 2.467(3)
Gd(2) 0(5) 2.481(3) Gd(2) 0(6) 2.507(3)
Gd(2) N(5) 2.586(3) Gd(2) N(6) 2.697(4)
Gd(2) N(7) 2.654(4) Gd(2) N(8) 2.647(4)
0(1) ca) 1.327(5) 0(2) C(24) 1.352(4)
0(3) C(39) 1.338(5) 0(4) C(52) 1.378(5)
0(5) N(9) 1.289(4) 0(6) N(9) 1.280(4)
o(7) N(9) 1.220(3) 0(8) N(10) 1.235(9)
0(9) N(10) 1.196(9) 0(10) N0 1.273(8)
o(11) C(57) 1.398(9) N(1) c(1) 1.487(6)
N(1) C(3) 1.497(5) N(1) C(9) 1.508(6)
N(2) cE) 1.495(3) N(2) C(16) 1.491(5)
N(2) C(22) 1.487(6) N(3) C4) 1.331(5)
N(@3) C(8) 1.353(6) N(4) C17)  1.358(6)
N(4) c) 1.358(6) N(5) C29) 1.501(6)
N(5) c(31) 1.479(6) N(5) C(37) 1.504(6)
N(6) C(30) 1.499(6) N(6) C(44) 1.478(6)
N(6) C(50) 1.501(6) N(7) C(32) 1.347(5)

N(7) C(36) - 1.355(5) N(8) C(45) 1.346(5)
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Table 3. Bond Lengths(4) (continued)

atom atom . distance atom atom distance
N(8) C(49) 1.336(3) c(1) C(2) . 1.500(6)
C(3) C(4) 1.494(6) C(4) C(5) 1.392(6)
C(5) C(6) 1.372(7) c) C(7) 1.393(7)
c(7) c(8) 1.368(6) - C(9) C(10) 1.501(6)
C(10) C(11) 1.414(6) C(10) C(15) 1.397(6)
ci) cQ12) 1.400(6) : C(12) C(13) 1.395(6)
C(13) C(14) 1.385(7) C(14) C(15) 1.390(7)
C(16) C(17) 1.490(6) | : can C(18) 1.374(6)
C(18) C(19) 1.379(7) C(19) C(20) 1.391(7)
C(20) C(21) 1.392(7) C(22) C(23) 1.502(6)
C(23) C(24) 1.403(6) - C(23) C(28) © 1.406(6)
C(24) C(25) 1.399(6) C(25) C(26) . 1.402(6)
C(26) c(27) 1.389(7) C(27) C(28) 1.373(7)
C(29) C(30) 1.468(7) C(31) C(32) 1.495(6)
c(32) - C(33) 1.370(6) C(33) C(34) | 1.383(6)
C(34) C(35) 1.392(6) ' C(35) C(36) 1.371(7)
C(37) C(38) 1.493(6) C(38) C(39) 1.410(5)
C(38) C(43) 1.398(6) C(39) C(40) 1.407(6)
C(40) C(41) 1'.375(5) . Cé4l)  ce2) 1.384(6)
C(42) S CM3)  1.389(7) C(44) C(45) 1.500(6)
C(45) C(46) 1.375(7) C(46) C(47) 1.388(6)
C(47) C(48) 1.395(6) C(48) C(49) ' 1.362(7)
C(50) C(51) 1.503(7) | C(51) C(52) 1.408(6)

C(51) C(56) 1.398(6) C(52) C(53) 1.380(6)
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Table 3. Bond Lengths(A) (continued)

atom atom distance atom atom distance

- C(53) C(54) 1.390(6) C(54) C(55) 1.389(6)

C(55) C(56) 1.380(7)
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Table 4. Bond Angles(®)

atom atom atom angle atom  atom atom angle
0(1) Gd(1) 0(2) 142.16(11) 0(1) Gd(i) 0(3) -85.07(10)
0(1) Gd(1) 0(4) 123.91(10) 0(1) Gci(l) N(1) 74.06(11)
0(1) Gd(1) N(2) 136.18(11) 0(1) Gd(1) N(3) ;78.38(11)
0(1) Gd(1) N(4) 85.25(12) 0(2) Gd(1) 0(3) 69.57(9)
0(2) Gd(1).  04) 70.59(9) 0(2) Gd(1) NQ1) 116.16(10)
0(2) Gd(1) N(2) 75.81(11) - 0(2) Gd(1) N(3) 74.79(11)
0(2) Gd(1) N(4) 132.33(11) 0(3) Gd(1) 0(4) 65.28(10)
0(3) Gd(1) N(1) 150.48(10) 0(3) Gd(1) N(2) 138.37(10)
0(3) Gd(1) N(3) 91.01(11) 0(3) Gd(1) N(4) 126.64(10)
0(4) Gd(1) N(1) 144.12(11) 0(4) Gd(1) N(2) 82.31(10)
0(4) Gd(1) N(3) 143.11(11) 0(4) Gd(1) N(4) 77.73(10)
N(1) Gd(1) N(2) 66.91(11) N(1) Gd(1) N(3) 64.81(11)
N(1) Gd(1) N(4) 72.99(10) N(2) Gd(1) N(3): 101.37(11)
N(2) Gd(1) N(4) 65.25(11) N@3) Gd(1) N(4) 137.43(11)
0(2) Gd(2) 0(3) 73.47(10) : 0@  Gd(2) 0(4) 70.26(9)
0(2) Gd(2) 0(5) 126.32(9) 0(2) Gd(2) 0(6) 75.10(10)
0(2) Gd(2) N(5) 153.16(11) 0(2) Gd(2) N(6) 131.99(12)
0(2) Gd(2) N(7) 99.30(10) 0(2) Gd(2) N(8) 84.85(11)
0(3) Gd(2) 0(4) 66.45(10) 0(3) Gd(2) 0(5) 139.22(11)
0@3) Gd(2) O(6) 122.31(10) 0(3) Gd(2) N(5) 80.66(11)
0(3) Gd(2) N(6) 118.50(11) 0(3) Gd(2) N(7) 71.67(11)
0(3) Gd(2) N(8) 151.45(11) 0(4) Gd(2) 0(5) 148.95(10)
0(4) Gd(2) 0(6) 139.50(9) 0(4) Gd(2) N(5) 105.92(10)

0(4) Gd(2) N(6) 73.59(11) 0(4) Gd(2) N(7) 138.10(11)
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Table 4. Bond Angles(°) (continued)

atom atom atom angle atom atom atom .  angle
- 0(4) Gd(2) N(@8) 89.07(11) 0(5) Gd(2) 0(6) 51.88(9)
0(5) Gd(2)  N(5) 70.92(11) 0(5) Gd(2)  N(6) 76.99(11)
0(5) Gd(2)  N(7) 70.09(11) 0(5) Gd(2)  N(8) 68.99(12)
0(6) Gd(2)  N(5) 114.44(11) 0(6) Gd(2)  N(6) 118.60(11)
0(6) Gd(2)  N(7) 67.3111) 0(6) Gd(2)  N(8) 67.26(11)
N(5) Gd(2)  N(6) 67.53(12) N(5) Gd(2)  N(7) 65.10(11)
NB) . Gd(2)  N(8) 121.95(11) N(6) Gd(2)  N(7) 128.70(11)
N(6) Gd(2)  N(8) 63.87(11) N(7) Gd(2)  N(8) 131.44(12)
Gd(1)  0(1) cany  133.5(2) Gd(1)  0(2) Gd(2)  100.03(10)
Gd(1)  0(2) C(24) 118.3(3) Gd(2) 0(2) C(24) 141.5(3)
Gd(1)  0(3) Gd(2)  96.13(10) Gd(1)  0O(@3) C(39)  135.2(3)
Gd(2)  0(3) C(39) . 1283(3) Gd(l)  0(4) Gd(2)  97.28(10)
Gd(1) 0@ C(32)  118.1(3) Gd(2) o) C52)  117.1(3)
Gd(2)  0(5) N(9) 96.4(2) Gd(2)  0(6) N(9) 95.4(2)
Gd(l) . N(1) c(1) 110.9(3) o Gd1)  NQ) C(3) 110.7(3)
Gd(1) N(1) C(9) 111.1(2) c(1) NQ1) C(3) 108.6(3)
C(1) N(Q1) C(9) 106.8(4) Cc(3) N(1) C(9) 108.6(4)
Gd(1)  N(2) C(2) 113.5(3) - Gd(1) N C(16)  104.8(2)
Gd(1)  N(2) C(22)  111.8(3) C(2) N(2)  C(16)  110.2(4)
C(2) N(2) C(22)  109.6(3) C(16)  N(2) C(22)  106.6(4)
Gd(1)  N@) . Cc) 123.3(3) Gd(1)  N(@3) C(8) i1s.5(3)
C(4) N(@3) C(8) 118.5(4) Gd(l)  N(4) C(17)  117.8(3)
Gd(l)  N(4) C21)  124.3(3) S Cam N9 c@)  1714)

Gd(2) N(5) C(29) 110.7(3) Gd(2)  N(5) - C(31) 115.6(2)
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Table 4. Bond-Angles(®) (continued)

atom atom “atom angle atom atom atom angle

Gd(2)  N(5) C(37)  104.8(2) C(29)  N(5) C(31)  107.0(4)
C(29)  N(5) C(37)  109.6(3) C(31)  N() C(37) . 109.0(4)
Gd(2)  N(6) C(30)  111.7(3) Gd(2)  N(6) C(44)  107.0(3)
Gd(2)  N(6) C(50)  113.0(3) C(30)  N(6) C(44)  107.04)
C(30)  N(6) C(50)  110.2(4) C(44)  N(6) C(50) 107.7(4)
Gd(2)  N(7) C(32)  118.9(3) Gd(2)  N(7) CB36)  122.6(3)
C(32) N7 C(36)  116.4(4) Gd(2)  N@8) C(45)  117.9(3)
Gd(2)  N(8) C(49)  123.4(3) C@45)  N(8) C(49) 118.0(4)
0(5) N(9) 0(6) 116.3(4) 0(5) N(9) o(7)  121.3(4)
0(6) N(9) o(7) 122.4(4) 0(8) N10)  O(9) 123.6(10)
0(8) N(10)  0(10)  117.3(10) 0(9) N(10)  O(10)  119.2(10)
N(1) c() C(2) 112.0(4) N(2) C(2) Cc(1) 115.7(4)
N(1) C(3) C4) 112.1(3) N(3) c(4) C(3) 116.5(4)
N(3) C(4) C(5) 121.8(5) C(3) C(4) C(5) 121.5(4)
C(4) C(5) C(6) 118.8(4) C(5) C(6) C(7) 120.1(5)
C(6) C(7) C(8) 117.4(5) NE)  C@) c(7) 123.4(4)
N(1) C(9) C(10)  112.2(4) C(9) C(10)  C1)  119.9(4)
C(9) C(10) €5  120.4(4) ca11y)  €ao)  cas) 119.7(5)
0(1) C(11)  CU0)  1202(4) 0(1) C(11)  C(12)  121.3(4)
C(10)  ca1) €12  118.4(4) Scany  ca2 cas)  12110)
C(12) €3  CQa4)  120.1(5) C(13)  CcO4) €15 119.7(5)
C(10) €5  C(4)  120.9(5) N(2) C(16) €17 112.9(4)
N(4) c(17)  C(16)  115.1(4) N(4) c(17) . C(18)  123.2(4)

-ty

C(16) C(17) C(18) 121.7(4) C(lf) | C(18) C(19) 119.3(5)
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Table 4. Bond Angles(°) (continued)

atom atom atom angle atom atom ~ atom angle
C(18) C(19) C(20) 119.2(5) C(19)  ©(20) C(21) 118.5(5)
N(4) C(21) C(20) 122.8(5) N(2) C(22)  C(23) 114.1(4)
C(22) C(23) C(24) 118.6(4) C(22) C(23) C(28) 121.5(4)
C(24) C(23) C(28) 119.7(4) 0(2) C(24)  C(23) 119.7(4)
0(2) C(24)  C(25) 121.2(4) C(23)  C(29) C(25) 119.1(4)
C(24) C(25) C(26) 119.8(4) C(25)  C(26) C(27) 121.0(5)
C(26) c(27) C(28) 119.2(4) C(23) C(28) c(2n) 121.2(5)
N(5) C(29) C(30) 112.9(4) N(6) C(30) C(29) 112.7(4)
N(3) C(31) C(32) 114.9(4) N(7) C(32) C(31) 115.7(4)
N(7) C(32) C(33) 122.8(4) C(31)  C(32) C(33) 121.3(4)
C(32) C(33) C(34) 120.6(4) C(33) C(34) C(33) 117.0(5)
C(34) C(33) C(36) 119.4(4) N(7) C(36) C(35) 123.6(4)
N(35) C(37) C(38) 114.0(4) | ' C(37) C(38) C(39) 122.7(4)
C(37) C(38) C(43) 118.5(4) o C(39) C(38) C('43) 118.8(4)
0(3) C(39) C(38) 121.0(4) 0(3) C(39) C(40) 120.6(4)
C(38) C(39) C(40) 118.3(4) C(39) C(40) C(41) 121.2(4)
C(40) C(41) C(42) 121.2(5) C(41) C(42) C(43) 118.1(5)
C(38) C(43) C(42) 122.3(4) N(6) C(44) C(45) 114.1(4)
N(8) C(45) C(44) 117.7(4) N(8) C(45) C(46) 122.1(4)
C(44) C(45) C(46)‘ 119.9(4) C(45)  C(46) C(47) 119.2(5)
C(46) C(47) C(48) 118.7(5) C(47)  C@48)  C(49) 118.1(4)
N(8) C(49) C(48) 123.9(4) N(6) C(50)  C(51) 109.9(4)
C(50)  C()  C(2)  1191(9) C50)  C(1)  C(56)  1216(4)

C(52) C(31) - C(56) 118.7(5) - 0(4) C(52) C(51) 118.2(4)
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Table 4. Bond Angles(°) (continued).

atom atom atom angle atom atom atom angle

0(4) C(52) C(53) 122.1(4) C(51) C(52) C(53) 119.5(4)
C(52) C(53) C(54) 120.4(4) : C(53) C(54) C(55) 121.1(5)
C(54)  C(35)  C(56)  1182(4) C(51)  C(56) = C(5)  122.0(5)

S¥3
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Table 5. Hydrogen atom coordinates and B,,,

atom b4 y 2 Buo
0.4263 2.1
0.3546 2.1
0.3725 2.3
0.4335 2.3
0.5096 2.4
0.4985 2.4
0.5032 2.8
0.6293 3.2
0.5664 2.9
0.4674 2.4
0.3598 2.0
0.4248 2.0
0.4185 2.3
0.4976 3.4
0.5354 3.7
0.4939 3.0
0.2595 25
0.2792 95
0.2118 2.4
0.1711 3.1
0.1934 2.6
0.2533 2.5
0.3682 2.5

0.3378 2.5
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Table 5. Hydrogen atom coordinates and Biso (continued)

atom x y _ B,
21
29
3.3
3.0
26
2.6
2.7
2.7

2.5

2.7
3.2
3.0
2.4
2.4
2.4
2.5
3.1
3.3
2.9
3.3
33
3.3

3.8
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Table 5. Hydrogen atom coordinates and Biso (continued)

Biso
3.2
2.5
2.7
2.7
2.2
29
3.2
3.3
7.6
10.4
104
104
16.6
16.6
6.7
6.7
22.5

22,5
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LUaz Lt )2(NU3)J NU3.LH3UH.JH2U

Table 6. Anisotropic Displacement Parameters

atom Un Uz, Uss Uss Uss Uzs
Gd(1) 0.01392(13)  0.01685(13)  0.02052(10) -0.00169(12)  0.00666(9)  -0.00178(10)
Gd(2) 0.01757(14)  0.01822(13)  0.02123(10)  0.00074(12) ~ 0.00862(10) -0.00078(10)
0(1) 0.020(2) 0.014(2) 0.026(2) -0.0058(15)  0.0092(14)  -0.0004(14)
0(2) 0.021(2) 0.017(2) 0.0230(15)  -0.0019(15)  0.0127(14)  -0.0002(13)
0(3) 0.014(2) 0.016(2) 0.028(2) -0.0044(15)  0.0088(14)  -0.0021(14)
0(4) 0.019(2) 0.020(2) 0.0192(15)  0.001(2) 0.0054(14)  0.0000(13)
0(5) 0.036(2) 0.025(2) 0.025(2) 0.007(2) 0.019(2) 0.0046(15)
0(6) 0.026(2) 0.023(2) 0.027(2) ©0.002(2) 0.014(2) -0.0016(14)
0(7) 0.062(3) 0.025(2) 0.041(2) 0.024(2) 0.022(2) 0.013(2)
0(8) 0.295(13) 0.107(6) 0.162(7) 0.029(8) 0.076(8) -0.028(6)
0(9) 0.094(6) 0.298(11)  0.087(4) 0.012(6) 0.009(4) 0.080(6)
0(10) 0.139(6) 0.154(7) 0.063(4) -0.026(5) 0.046(4) 0.005(4)
o(11) 0.065(4) 0.096(4) 0.091(4) 0.039(3) 0.040(3) 0.031(3)
0(12) 0.214(9) _  0.170(7) 0.124(5) -0.086(7) 0.061(6) -0.040(5)
0(13) 0.068(4) 0.082(4) 0.086(3) -0.023(3) 0.040(3) = -0.011(3)
0(14) 0.389(15) 0.187(9) 0.148(6) -0.048(9) -0.010(8) -0.087(6)
N(1) 0.014(2) 0.024(2) 0.024(2) 0.002(2) 0.007(2) -0.001(2)
N(2) 0.016(2) 0.022(2) 0.023(2) -0.001(2) 0.007(2) 0.004(2)
N@3) 0.019(2) 0.019(2) 0.020(2) -0.001(2) 0.005(2) 0.002(2)
N(4) 0.019(2) 0.022(3) 0.024(2) -0.001(2) 0.008(2) -0.002(2)
N(5) 0.020(2) 0.023(2) 0.027(2) 0.005(2) 0.012(2) 0.000(2)
N(6) 0.028(3) 0.022(3) 0.025(2) 0.000(2) 0.008(2) -0.005(2)
N(7) 0.015(2) 0.019(2) 0.030(2) 0.001(2) 0.008(2) 0.003(2)
N(8) 0.024(3) 0.017(2) 0.035(2) -0.005(2) 0.010(2) -0.006(2) é

#H
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Table 6. Anisotropic Displacement Parameters (continued)

atom Un U22 U33 U12 Uis ) Ua;

N(9) 0.023(3) 0.026(3) 0.032(2) -0.002(2)  0.009(2) 0.000(2)
N(10) 0.106(7) 0.126(8) 0.048(4) -0.018(6) 0.046(5) 0.009(5)
c(1) 0.014(3) 0.024(3) 0.031(2) 0.001(2) - 0.010(2) . -0.001(2)
C(2) 0.016(3) 0.030(3) 0.030(3) -0.001(2) 0.013(2) . -0.002(2)
C(3) 0.024(3) 0.020(3) 0.024(2) - -0.001(3) 0.012(2) -0.001(2)
C(4) 0.029(3) 0.031(3) 0.011(2) -0.003(3) - 0.011(2) -0.001(2)
C(5) 0.034(3) 0.033(3) 0.025(2) -0.003(3) 0.012(2)  -0.001(2)
C(6) 0.032(4) 0038(4)  0.025(3)  -0.011(3) 0.000(2) -0.001(2)
c(7) 0.022(3) 0.036(3) 0.029(3) -0.005(3) 0.001(2) 0.003(2)
C(8) 0.025(3) 0.024(3) 0.027(2) -0.003(3) 0.007(2) 0.003(2)
C(9) 0.026(3) 0.010(3) 0.036(3)  -0.003(2) 0.020(2) -0.004(2)
C(10) 0.031(3) 0.015(3) 0.025(2) . -0.003(2) 0.009(2) . 0.001(2)
C(11) 0.022(3) 0.012(3) 0.021(2) -0.005(2) 0.003(2) 0.000(2)
C(12) 0.025(3) 0.017(3) 0.031(3) -0.001(2) 0.005(2) | 0.003(2)
C(13) 0.031(4) 0.024(3) 0.041(3) -0.009(3) -0.006(3) | 0.00»2(3)
C(14) 0.036(5) 0.025(3) 0.033(3) -0.016(3) 0.006(3) -0.009(2)
C(15) 0.039(4) 0.022(3) 0.037(3) -0.005(3) 0.017(3) -0.009(2)
C(16) 0.011(3) 0.036(3) 0.030(3) -0.006(3) 0.002(2) -0.004(2)
c17) 0.020(3) 0.022(3) o.oz-z(z) -0.006(2) 0.007(2) -0.002(2)
c(18) 0.013(3) 0.037(3)  0.026(2) 0.0013) 0.002(2) 0.004(2)
C(19) 0.023(3) 0.034(3) 0.039(3) 0.007(3) 0.003(3) 0.005(3)
C(20) 0.029(3) 0.024(3) 0.033(3)  0.003(3) 0.012(2) 0.007(2)
C(21) 0.026(3) 0.028(3)  0.027(3) -0.009(3) 0.012(2) -0.004(2)
C(22) 0.023(3) 0.019(3) 0.038(3) -0.011(2) 0.014(2) -0.007(2)

SR’
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Table 6. Anisotropic Displacement Parameters (continued)

atom - U U Uss Usz Uss Uss

C(23) 0.021(3) 0.013(3) 0.034(3) 0.002(2) 6.010(2) 0.003(2)
C(24) 0.021(3) 0.013(3) 0.031(2) -0.005(2) - 0.015(2) -0.002(2)
C(25) 0.022(3) 0.023(3) 0.022(2) -0.001(3) 0.006(2) 0.000(2)
C(26) 0.036(4) 0.031(3) 0.026(3) -0.001(3) 0.012(3) 0.002(2)
C(27) 0.039(4) 0.036(4) 0.036(3) 0.002(3) 0.023(3) 0.006(3)
C(28) 0.026(3) 0.024(3) 0.053(3) 0.000(3) | 0.026(3) 0.006(3)
C(29) 0.029(3) 0.026(3) 0.032(3) . 0.007(3) 0.018(2) 0.002(2)
C(30) 0.034(4) 0.031(3) 0.025(2) 0.004(3) 0.016(2) -0.003(2)
C(31) 0.024(3) 0.027(3) 0.032(3) 0.005(3) 0.015(2) 0.005(2)
C(32) 0.021(3) 0.022(3) 0.029(2) 0.006(2) 0.011(2) 0.004(2)
C(33) 0.016(3) 0.030(3) 0.041(3) -0.001(3) 0.012(2) 0.004(2)
C(34) 0.018(3) 0.046(4) 0.035(3) -0.004(3) 0.003(2) 0.002(3)
C(35) 0.023(3) 0.028(3) 0.041(3) -0.003(3) 0.005(3) -0.001(3)
C(36) 0.023(3) 0.025(3) 0.027(2) -0.002(3) 0.006(2) 0.002(2)
C(37) 0.023(3) 0.024(3) 0.033(3) 0.005(2) 0.018(2) 0.008(2)
C(35) 0.024(3) 0.025(3) 0.023(2) -0.006(2) 0.005(2) 0.005(2)
C(39) 0.014(3) 0.020(3) 0.024(2) 0.000(2) 0.009(2) 0.006(2)
C(40) 0.018(3) 0.026(3) 0.035(3) 0.000(2) 0.009(2) -0.002(2)
C(41) 0.024(3) 0.026(3) 0.045(3) -0.008(3) 0.006(3) -0.002(3)
C(42) 0.017(3) 0.032(3) - 0.059(3) -0.006(3) 0.016(3) 0.005(3)
C(43) 0.028(3) 0.032(3) 0.039(3) 0.003(3) 0.020(3) 0.013(3)
C(44) 0.048(4) 0.020(3) 0.037(3) ©  -0.006(3) 0.015(3) -0.008(2)
C(45) 0.031(3) 0.017(3) 0.033(3) -0.001(3) - 0.005(2) -0.004(2)
C(46) 0.037(4) 0.031(3) 0.035(3)  -0.006(3) 0.011(3) -0.008(2)

59
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Table 6. Anisotropic Displacement Parameters (continued)

atom Un Uz, Uss Uy, Uis Uss
C(47) 0.046(4) 0.022(3) 0.051(3) -0.016(3) 0.010(3) -0.005(3)
C(48) 0.034(4) 0.023(3) 0.047(3) -0.005(3) 0.017(3) -0.002(3)
C(49) 0.024(3) 0.019(3) 0.038(3) -0.002(2) 0.012(2) -0.005(2)
C(50) 0.026(3) 0.037(3) 0.022(2) 0.001(3) 0.003(2) -0.008(2)
C(51) 0.016(3) 10.025(3) 0.025(2) 0.005(2) 0.000(2) -0.001(2)
C(52) 0.012(3) 0.033(3) 0.020(2) 0.007(2) 0.003(2) 0.002(2)
C(53) 0.016(3) 0.021(3) 0.032(3) 0.002(2) 0.007(2) 0.000(2)
C(54) 0.025(3) 0.026(3) 0.041(3) 0.004(3)  0.012(3) 0.011(2)
VC(55) 0.033(4) 0.046(4) 0.025(3) 0.010(3) 0.010(2) 0.010(3)
C(56) 0.037(4) 0.043(4) 0.021(2) 0.008(3) 0.006(2) -0.002(2)
C(37) 0.143(9) 0.141(9) 0.063(5) 0.086(8) 0.056(6) 0.024(5)

The general temperature factor expression:

exp(~27%{a"2L ) h? + b*20 50 k? + ¢ 2Ussl% + 2a°6"Uyzhk + 2a*c*Uyshi + 2b*c*Uyskl))




