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Figure S1. ORTEP diagram of [Cu(5-NO;-phen)2(CH3CN)](BF4)», 1, showing 50%
probability ellipsoids. The hydrogen atoms and counterions are omitted for
clarity.

Figure S2. ORTEP diagram of [Cu(5-Cl-phen)2(CH3CN)}*, 4, showing 50% probability

ellipsoids. The hydrogen atoms and counterions are omitted for clarity.
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Table S2. Intramolecular Distances (A) Involving the Nonhydrogen Atoms for
[Cu(S-NOQ-phen)z(CHg,CN)](BF4)2 (1)a

atom atom distance atom atom distance
Cu(1) NQ@3) 1.984(10) C(6) N(4) 1.469(11)
Cu(1) N(2) 2.001(7) N(4) 0Q2) 1.140(11)
Cu(1) N(2a) 2.001(7) N(4) o) 1.235(12)
Cu(1) N(1) 2.098(7) C(7) C(8) 1.379(14)
Cu(1) N(la) -~ 2.098(7) C() C(6a) 1.418(12)
N(1) C(12) 1.309(10) C(7) C(11) 1.430(11)
N(1) C(1) 1.348(10) C(8) C(9) 1.352(15)
N(2) C(10) 1.322(12) C(9) C(10) 1.507(14)
N(2) C(11) 1.397(11) C(11) C(12a) 1.387(12)
C) C(2) 1.417(13) C(12) C(11a) 1.387(12)
C(2) C(3) 1.304(13) N(3) C(13) 1.127(14)
C(3) C@4) 1.377(12) C(13) C(14) 1.443(17)
C(4) C(5) 1.359(12) B(1) F(1) 1.296(13)
C4) C(12) 1.482(12) B(1) F(3) 1.321(12) -
C(5) C(6) 1.352(12) B(1) F(4) 1.359(12)
C(6) C(7a) 1.418(12) B(1) F(2) 1.372(12)

aNumbers in parentheses are errors in the last significant digit
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Table S3. Intramolecular Bond Angles (deg) Involving the Nonhydrogen Atoms for
[Cu(5-NO3-phen)>(CH3CN)](BF4); (1)2

atom atom atom angle atom atom atom angle
N(3) Cu(1) N(2)  93.77(19) C(7a) C(6) N@4) 125.009)
N@3) Cu(1) N(2a) 93.77(19) O2) N@) 0O@1) 1199(11)
N(2) Cu(1) N(2a) 172.5(4) O(2) N(4) C(6) 123.8(11)
N(3) Cu(1) N(1)  129.25(17) O(1) N@) C(6) 116.3(10)
N(2) Cu(1) N(1) 95.1(3) C@®) C(7) C(ea) 131.1(9)
N(2a) Cu(l) N(1)  80.1(3) C®) C(7) C(1) 113.0010)
N(3) Cu(l) - N(la) 129.25(17) C(ea) C(7) C(11) 115.8(8)
N(2) Cu(l) N(1la) 80.1(3) C@O C@B C7)  129.1(10)
N(2a) Cu(l) N(la) 95.1(3) C@) C(9 C@ao) 115309
N(1) Cu(1) N(1la) 101.5(3) N(@2) C(10) C@O) 117.3(11)
C(12) N() C(1) 119.4(8) C(12a) C(11) N(@2) 117.8(7)
C(12) N() Cu(1l) 112.4(6) C(12a) C(11) C(7) 121.1(9)
C(1) N(1) Cu(l) 127.9(6) N@2) C(11) C7) 121.2(9)
C(10) N(2) C(11) 124.109) N(1) C(12) C(11a) 117.3(8)
C(10) N(2) Cu(l) 123.8(8) N(1) C(12) C@4) 122.4(8)
C(11) N(2) Cu(l) 112.0(5). C(11a) C(12) C(4) 120.3(8)
N(1) C(1) C(2)  122.009) C(13) N@B) Cu(l) 180.000(4)
C(3) C(2) C(1) 117.009) N@) C(13) C(14) 180.000(6)
C(2) C(3) C(4) 126.3(10) F(1) B(1) F(3) . 108.6(10)
C(5) C(4) C@3)  130.9(10) F(1) B(1) F(4) 115.6(10)
C(5) C4) C(12) 116.2(9) F(3) B(1) F(4) 108.4(9)
C(3) C(4) C(12) 112.9(8) F(1) B(1) F(2) 108.1(10)
C(6) C(5) C(4) 123.3(10) F(3) B(1) F(2) 108.8(9)
C(5) C(6) C(7a) 123.1(8) F(4) B(1) F(2) 107.2(9)
C(5) C(6) N(4) 111.9(9)

aNumbers in parentheses are errors in the last significant digit. Symmetry
transformations used to generate equivalent atoms: -x,y, -z+1/2
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Table S4. Atomic Positional parameters ( x 104) and Equivalent Isotropic Thermal
Parameters (A2 x 103) for the Nonhydrogen Atoms of [Cu(5-NO3-

phen)z(CH3CN)](BFy)2 (1).-2

atom ‘ X y z Uleq)
Cu(1) 0 5473(1) 2500 50(1)
N(1) -582(4) 4047(7) 2724(5) 61(2)
N(2) -738(4) 5332(7) 959(5) 65(2)
C(1) -1260(5) 3427(9) 1999(8) 74(2)
C(2) -1569(5) 2409(10) 2256(8) 93(3)
C(3) -1161(5) 2073(10) 3230(7) 77(2)
C(4) -457(5) 2606(9) 4033(7) 72(2)
C(5) 25(6) 2281(10) 5056(7) 84(3)
C(6) 702(5) 2928(8) 5753(6) 57(2)
N(4) 1101(6) 2387(11) 6804(8) 109(3)
o) 1493(8) 3266(12) 7511(7) 187(6)
02) 1056(5) 1235(11) 6986(7) 126(3)
C(7) -977(5) 4012(10) -484(6) 73(3)
C(8) -1648(6) 4762(11) -1077(8) 87(3)
C(9) -1899(6) 5758(11) . -781(8) 92(3)
C(Q10) -1379(6) 6057(12) 362(8) - 93(3)
C(11) -512(5) 4329(9) 593(6) 69(3)
C(12) -184(5) 3671(8) 3692(7) 63(2)
N(3) 0 7605(10) 2500 67(3)
C(13) 0 8816(14) 2500 69(3)
C(14) 0 10367(12) 2500 87(4)
B(1) 1732(6) 10349(13) 5324(8) 71(3)
F(1) 2161(6) 9654(11) 5217(8) 198(4)
F(2) 1572(5) 11664(8) 4859(6) 141(3)
F(3) 1096(4) 9627(9) 4849(5) 152(3)
F(4) 2032(4) 10592(9) 6314(5) 140(3)

2 Numbers in parentheses are errors in the last significant digit. U(eq) 1s defined as one
third of the trace of the orthogonalized Uj; tensor
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Table S5. Anisotropic Thermal Parameters for [Cu(5-NOz-phen)2(CH3CN)](BF4); (1).2

57

atom U11 U2 U33 U23 U13 U12
Cul) 541 42(1) 42(1) 0 26(1) 0
N(1) 70(4) 43(3) 74(4) 133)  49(4) 15(3)
N(2) 58(4) 60(4) 56(4) 123)  27(3) -8(3)
C(1) 61(5) 57(5) 99(7) 4(5)  50(5) -10(4)
C(2) 67(6) 73(6) 1008)  3(6) 36(6) -15(5)
C@3) 64(5) 84(6) 71(6) -7(5) 39(5) 1(5)
C(4) 84(6) 57(5) 82(6) 114)  56(6) 27(5)
C(5) 90(7) 79(6) 81(7) 3(5)  55(6) 13(5)
C(6) 75(5) 53(4) 52(4) 15(4)  46(4) 24(4)
N(4) 14209)  78(6) 105(7)  31(6)  79(7) 52(6)
O(1) 238(13)  139(9)  73(5) 16)  51(7) 20(8)
0(2) 138(7)  133(7)  133(7)  64(6)  99(6) 42(6)
C(7) 69(6) 70(5) 62(5) 11(4)  34(5) -20(4)
C(8) 72(6) 86(7) 81(6) 16(6)  39(6) -19(5)
C(9) 70(6) 86(8) 102(8)  41(6)  47(6) 13(5)
C(10)  67(6) 97(7) 72(6) 18(5)  26(5) -10(5)
c(11)  96(7) 69(6) 54(4) 24(4)  54(5) 46(5)
C(12)  71(6) 49(5) 74(5) 6(4) 49(5) 14(4)
N(3) 91(7) 49(6) 56(5) 0 45(5) 0
C(13)  77(8) 60(8) 61(7) 0 41(7) 0
C(14)  126(12)  48(7) 78(9) 0 62(9) 0
B(1) 64(6) 80(8) 70(6) 4(6)  44(5) -5(6)
F(1) 177(9)  241(12) 209(11) -31(8)  140(9)  48(8)
F(2) 210(8)  95(5) 120(5)  4(4) 109(6)  -13(5)
F(3) 127(6)  196(9)  94(5) 3(5)  54(5) -76(6)
F(4) 118(5)  202(8)  70(4) 1(4) 47(4) -26(5)

?Numbers in parentheses are errors in the last significant digit. The anisotropic

thermal parameters are of the form exp[-2n2(Uj1h2a* ... + 2Uphka’d* + ...)]
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Table S6. .Intramolecular Distances (A) Involving the Nonhydrogen Atoms for
[Cu(5-Cl-phen)2(CH3CN)](BF4)7 (2)2

atom atom distance atom atom distance
Cul N1 2.05(1) Cé6 Cc7 1.40(2)
Cul N2 1.988(8) Cc7 C8 1.41(1)
Cul N3 1.99(2) C7 C11 1.43(2)
cl1 Cé6 1.74(1) C8 C9 1.30(2)
N1 C1 1.32(1) C9 C10 1.41(2)
N1 C12 1.40(1) C11 C12 1.43(1)
N2 C10 1.34(1) C13 C14 1.34(3)
N2 C11 1.35(2) Bl F1 1.21(2)
N3 C13 1.07(3) Bl F2 1.39(2)
C1 C2 1.34(2) Bl E3 1.33(3)
C2 C3 1.39(2) B1 F4 1.55(3)
C3 C4 1.36(1) B1 F5 1.30(2)
C4 C5 1.45(2) B1 Fé 1.38(3)
C4 C12 1.37(2) Bl F7 1.32(2)
C5 Cé6 1.37(2) Bl F8 1.44(4)

@Numbers in parentheses are errors in the last significant digit
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Table S7. Intramolecular Bond Angles (deg) Involving the Nonhydrogen Atoms for
[Cu(5-Cl-phen)2(CH3CN)](BF4)7 (2)2

atom atom atom angle atom atom atom angle
N1 Cul N1’ 108.1(5) Cé6 C7 C11 118.5(9)
N1 Cul N2 81.6(4) C8 c7 C11 114(1)
N1 Cul N2 96.0(4) C7 C8 C9 122(1)
N1 Cul N3 126.0(3) C8 C9 C10 122(1)
N2 Cul N2’ 175.9(5) N2 C10 C9 119(2)
N2 Cul N3 92.0(3) N2 C11 Cc7 123.6(9)
Cul N1 C1 133.4(9) N2 C11 C12 119(1)
Cul N1 C12 112.6(6) Cc7 C11 C12 118(1)
C1 N1 C12 114(1) N1 C12 C4 124.0(8)
Cul N2 C10 127(1) N1 C12 C11 113(1)
Cul N2 C11 113.5(6) C4 C12 C11 123(1)
C10 N2 C11 119(1) N3 C13 Cl4 180.00
Cul N3 C13 180.00 F1 Bl F2 117(2)
N1 C1 C2 125(1) F1 Bl F3 122(3)
C1 C2 C3 120.1(9) F1 B1 F4 106(2)
C2 C3 C4 118(1) E2 Bl F3 109(2)
C3 C4 C5 124(1) F2 Bl F4 98(2)
C3 C4 Ci2 118(1) E3 B1 F4 100(2)
C5 C4 C12 118.4(9) F5 Bl Fé6 112(2)
C4 C5 Cé 119(1) F5 Bl F7 116(1)
Cl1 Cé6 C5 118(1) F5 Bl F8 108(2)
Cl1 C6 c7 118.2(7) Feé B1 F7 110(2)
C5 @3] C7 123(1) Fo6 Bl F8 104(2)
Cé6 C7 C8 128(1) F7 Bl F8 107(2)

a8Numbers in parentheses are errors in the last significant digit
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Table S9. Anisotropic Thermal Parameters for [Cu(5-Cl-phen)2(CH3CN)](BF4)2 (2).2

atom Uil U22 U33 U12 U13 U23
Cu(1) 0.040(1) 0.046(1) 0.0302(9) 0.0000 0.0083(8) 0.0000
Cl(1) 0.077(3) 0.143(4) 0.045(2) 0.021(2) 0.027(2) 0.013(2)
N(1) 0.030(5) 0.033(6) 0.049(5) -0.002(4) 0.018(4) -0.008(4)
N(2) 0.038(5) 0.051(7) 0.056(6) -0.016(5) 0.026(5) -0.013(6)
N(3) 0.08(1) 0.04(1) 0.044(8) 0.0000 0.030(7) 0.0000
C4) 0.033(6) 0.043(8) 0.043(7) -0.006(5) 0.018(6) 0.001(6)
C(5) 0.054(7) 0.071(9) 0.044(7) -0.009(6) 0.028(6) 0.002(7)
C(6) 0.058(8) 0.068(9) 0.040(6) 0.019(6) 0.033(6) 0.008(7)
C(7) 0.034(6) 0.050(8) 0.048(7) 0.001(5) 0.021(6) -0.004(6)
C(n) 0.038(7) 0.042(8) 0.053(7) 0.014(5) 0.024(6) -0.004(6)
CQ12) 0.033(6) 0.028(7) 0.034(6) 0.004(5) 0.011(5) -0.009(5)
C@13) 0.06(1) 0.03(1) 0.05(1) 0.0000 0.037(9) 0.0000
C(14) 0.13(2) 0.14(2) 0.033(9) 0.0000 0.04(1) 0.0000

“Numbers in parentheses are errors in the last significant digit. The anisotropic
temperature factors are of the form exp[-2n2(Uy1h2a™2 ... + 2Uohka™d* + ...)]
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Table S8. Atomic Positional parameters and Equivalent Isotropic Thermal Parameters
for the Nonhydrogen Atoms of [Cu(5-Cl-phen)(CH3CN)](BF4)> (2). 2

atom X y z B(eq)P
(1) 0.5000 0.4770(2) 0.7500_ 3.97(5)
Cl(1) 0.3743(2) 0.7546(4) 0.2820(2) 7.7(1)
F(1) 0.332(1) 0.853(2) 0.514(1) 8.7(3)
F(2) 0.3801(7) 1.069(2) 0.514(1) 8.7(5)
F(3) 0.2666(9) 1.064(2) 0.457(2) 8.7(3)
F(4) 0.290(1) 0.956(2) 0.364(1) 9(1)
F(5) 0.2715(9) 1.034(2) 0.382(1) 9.4(3)
F(6) 0.3909(7) 1.003(2) 0.517(2) 9.4(2)
F(7) 0.310(1) 0.835(1) 0.486(2) 9.4(3)
F(8) 0.315(1) 1.063(2) 0.545(2) 9.4(3)
N(1) 0.5589(4) 0.6127(8) 0.7303(6) 3.5(2)
N(2) 0.4284(4) 0.485(1) 0.5947(6) 4102)
N(3) 0.5000 0.252(2) 0.7500 4.9(4)
C(1) 0.6251(6) 0.673(1) 0.7957(8) 4.0(2)
C(2) 0.6533(5) 0.769(1) 0.7695(8) 3.9(2)
C@3) 0.6127(6) 0.810(1) 0.6655(9) 4.7(2)
C(4) 0.5443(5) 0.750(1) 0.5924(8) 3.5(3)
C(5) 0.4976(6) 0.780(1) 0.4816(8) 4.7(3)
C(6) 0.4302(6) 0.713(1) 0.4142(8) 4.3(3)
C(7) 0.4040(5) 0.610(1) 0.4458(8) 3.8(3)
C(8) 0.3367(5) 0.531(1) 0.3825(8) 4.4(2)
C(9) 0.3178(6) 0.439(1) 0.4210(9) 5.1(3)
C(10) 0.3637(7) 0.413(1) 0.529(1) 61(3)
C(11) 0.4486(5) 0.580(1) 0.5553(9) 3.8(3)
C(12) 0.5193(5) 0.651(1) 0.6256(7) 3.2(3)
C(13) 0.5000 0.132(2) - 0.7500 3.8(4)
C(14) 0.5000 -0.020(3) 0.7500 9.0(6)
B(1) 0.3196(8) 0.978(2) 0.476(1) 6.4(4)

2 Numbers in parentheses are errors in the last significant digit. ¥Beq = 4/3[a2B1; +
b2B27 + ¢2B33 + 2ab cos(y)B12 + 2ac cos(B)B13 + 2bc cos(a)Bo3].
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Table S10. Intramolecular Distances (A) Involving the Nonhydrogen Atoms for [Cu(o-
phen)2(CH3CN)](BFy4)2 (3) :

atom atom distance atom atom distance
Cu(1) N(1) 2.094(2) C(2) C(3) 1.369(4)
Cu(1) N(2) 1.986(2) C(3) C@4) 1.408(4)
Cu(1) N(3) 2.048(4) C(4) - C(5) 1.432(4)
F(1) B(1) 1.371(4) C4) C@12) 1.398(4)
F(2) B(1) 1.349(4) C(5) C(6) 1.349(4)
F(3) B(1) 1.374(4) C(6) C(®) 1.434(4)
F(4) B(1) 1.373(4) C(7) C(8) 1.411(4)
N(1) C(1) 1.326(3) C(7) C(11) 1.395(3)
N(1) C(12) 1.368(3) C(8) C9) 1.357(4)
N(2) C(10) 1.324(4) C(9) CcQ10) 1.395(4)
N(2) Cc(11) 1.366(3) C(11) C(12) 1.435(4)
N(3) C(13) 1.109(5) C(13) C(14) 1.464(6)
C(1) C(2) 1.394(4)

aNumbers in parentheses are errors in the last significant digit

/2
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Table S11. Intramolecular Bond Angles (deg) Involving the Nonhydrogen Atoms for
[Cu-o-phen)2(CH3CN)J(BFy)2 (3)2

atom atom atom angle atom atom atom angle

N(1) Cu(1) N(1a) 113.4(1) C(5) C(6) C(7) 121.1(3)
N(1) Cu(1) N(2) 81.63(9) C(6) C(7) C(8) 124.5(3)
N(1) Cu(1) N(2a) 96.25(9) C(6) C(7) C(11) 118.7(3)
N(1) Cu(1) N(3) 123.29(6) (C(8) C(7) C(11) 116.8(3)
N(2) Cu(1) N(2a) 176.2(1) C(7) C(8) C(9) 119.7(2)
N(2) Cu(1) N(3) 91.92(6) C(8) C(9) C(10) 120.1(3)
Cu(1) N(1) C(1) 131.6(2) N(2) C(10) C(9) 122.0(3)
Cu(l) N(1) C(12) 110.3(2) N(2) C(11) C(7) 123.0(2)
C(1) N(1) C(12) 117.9(2) N(2) C(11) C(12) 116.7(2)
Cu(l) N(2) C(10) 127.5(2) C(7) C(11) C(12) 120.3(3)
Cu(1) N(2) C(11) 114.1(2) N(1) C(12) C(4) 123.4(2)
C(10) N(2) C(11) 118.4(2) N(1) C(12) . C(11) 116.9(2)
Cu(1) N(Q3) C(13) 180.00 C(4) C(12) C(11) 119.7(2)
N(1) C(1) C(2) 122.3(3) N(@3) C(13) C(14) 180.00

C(1) C(2) C(3) . 120.03) F(1) B(1) F(2) 109.8(3)
C(2) C@3) C(4) 119.5(3) F(1) B(1) F(3) 109.0(3)
C(3) C(4) C(5) 124.3(3) F(1) B(1) F(4) 110.0(3)
C(3) C(4) C(12) 116.7(2)  F(2) B(1) F(3) 108.8(3)
C(5) C(4) C(12) 119.0(3)  F(2) B(1) F(4) 109.4(3)
C(4) C(5) C(6) 121.1(3)  F(3) B(1) F(4) 109.9(3)

a8Numbers in parentheses are errors in the last significant digit
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Table S12. Atomic Positional parameters and Equivalent Isotropic Thermal Parameters
for the Nonhydrogen Atoms of [Cu(o-phen)2(CH3CN)](BF4)2 (3).2

atom X y z B(eq)P
Cu(l) 1.0000 0473334 0.7500 5.84109)
F(1) 1.14447(8)  1.0315(2) 0.8802(1)  7.81(5)
E(2) 1.1863(1) 0.8389(2) 0.8066(1) 8.83(6)
F(3) 124936(8)  1.0475(2) 0.8345(1)  7.33(5)
F(4) 1.15387(8) 1.0510(2) 0.7316(1) 6.24(4)
N(1) 0.97069(8) 0.6042(2) 0.8565(1) 2.55(4)
N(2) 1.09128(8)  0.4809(2) 0.8272(1)  2.77(4)
NQ) 1.0000 0.2402(3) 0.7500 3.24(6)
C(1) 0.9101(1) 0.6633(3) 0.8700(2)  3.27(5)
C(2) 0.9031(1) 0.7601(3) 09425(2)  3.95(6)
C(3) 0.9599(1) 0.7972(3) 1.0028(2)  3.79(6)
C(4) 1.0251(1) 0.7353(2) 0.9916(1)  2.92(5)
C(5) 1.0876(1) 0.7635(3) 1.0515(1)  3.48(6)
C(6) 1.1478(1) 0.6949(3) 1.0390(1) 3.47(5)
C(7) 1.1518(1) 0.5952(2) 0.9635(1) . 2.87(5)
C(8) 1.2125(1) 0.5184(3) 0.9462(2)  3.62(5)
C(9) 1.2108(1) 0.4277(3) 0.8721(2)  4.01(6)
C(10) 1.1493(1) 04109(3)  0.8132(2)  3.66(6)
C(11) 1.0921(1) 0.5703(2) 0.9024(1)  2.47(5)
C(12) 1.0275(1) 0.6387(2) 09173(1)  2.39(4)
C(13) 1.0000 0.1139(4) 0.7500 3.15(3)
C(14) 1.0000 -0.0527(4) 0.7500 5.0(1)
B(1) 11832(1)  09918(3)  08131(2)  4.02(7)

¢ Numbers in parentheses are errors in the last significant digit. ¥Beq = 4/3[a2f11 +
b2B2y + c2P33 + 2ab cos(Y)P12 + 2ac cos(B)B13 + 2bc cos(or)B2a).
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Table S13. Anisotropic Thermal Parameters for [Cu(o-phen)2(CH3CN)](BF4); (3)2

atom U11 U22 U33 U12 U13 U23
Cu(l) 0.0328(2) _ 0.0379(2)  0.0352(2) _ 0.0000 ~0.0031(2)  0.0000
F(1) 0.079(1)  0.160(2)  0.062(1)  0.027(1)  0.0256(9) -0.011(1)
F(2) 0.159(2)  0.061(1)  0.114(2)  0.010(1)  0.015(1)  0.009(1)
F(3) 0056(1)  0.139(2)  0.081(1)  -0.012(1) -0.0027(9) 0.010(1)
F(4) 0.068(1)  0.110(1)  0.057(1)  0.0209(9)  -0.0008(8) 0.026(1)
N(1) 0.0295(9)  0.034(1)  0.033(1)  0.0001(8) 0.0010(8)  0.0029(8)
N(2) 0.0314(9)  0.038(1)  0.035(1)  0.0040(8)  0.0003(7)  -0.0001(8)
N(3) 0.043(2)  0.034(2)  0.045(2)  0.0000 0.004(1)  0.0000
C(1) 0.034(1)  0.046(1)  0.043(1)  0.001(1)  0.003(1)  0.003(1)
C(2) 0.040(1)  0.062(2)  0.049(2)  0.014(1)  0.010(1)  ©0.000(1)
C(3) 0.059(2)  0.050(1)  0.037(1)  0.008(1)  0.012(1)  -0.004(1)
C(4) 0.045(1)  0.036(1)  0.030(1)  -0.001(1) 0.006(1)  0.002(1)
C(5) 0.053(2)  0.048(1)  0.030(1)  -0.006(1)  0.001(1)  -0.004(1)
C(6) 0.045(1)  0.051(1)  0.032(1)  -0.013(1) -0.007(1)  0.002(1)
C(7) 0.032(1)  0.043(1)  0.033(1)  -0.005(1) -0.001(1)  0.009(1)
C(8) 0.033(1)  0.061(2)  0.041(1)  -0.003(1) -0.006(1)  0.007(1)
C(9) 0.031(1)  0.071(2)  0.050(2)  0.013(1)  0.004(1)  0.005(1)
C(10) 0.040(1)  0.056(2)  0.043(1)  0.011(1)  0.003(1)  -0.005(1)
C(11) 0.031(1)  0.031(1)  0.031(1) - -0.0021(9) 0.0009(9)  0.0045(9)
C(12) 0.032(1)  0.029(1)  0.029(1)  -0.0023(9) 0.0022(9)  0.0065(9)
C(13) 0.038(2)  0.045(2)  0.038(2)  0.0000 0.008(1)  0.0000
C(14) 0.064(3)  0.042(2)  0.087(3)  0.0000 0.011(2)  0.0000
B(1) 0.045(2)  0.061(2)  0.046(2)  0.012(1)  0.005(1)  0.007(1)

2Numbers in parentheses are errors in the last significant digit. The anisotropic
temperature factors are of the form exp[-2n2(U11h%a*2 ... + 2U12hka™d" + ...)]
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Table S14. Intramolecular Distances (A) Involving the Nonhydrogen Atoms for
[Cu(5-Me-phen)2(CH3CN)](BF4); (4).2

atom atom distance atom atom distance
Cu(l) N(1) 2.066(7) Cc() C(2) 1.38(1)
Cu(1) N(1) 2.066(7) C(2) C(3) 1.33(1)
Cu(1) N(2) 1.971(7) C(3) C(4) 1.39(1)
Cu(l) N(2Y 1.971(7) C(4) C(5) 1.40(1)
Cu(1) N(3) 2.03(1) C4) C(12) 1.41(1)
F(1) B(1) 1.31(1) C(5) C(6) 1.35(1)
F(2) B(1) 1.25(2) C(6) C(7) 1.42(1)
F(3) B(1) 1.31(1) C(6) C(13) 1.50(1)
F(4) B(1) 1.33(2) C(7) C(8) 1.42(1)
N(1) C(1) -1.33(1) C(7) C(11) 1.42(1)
N(1) CQ12) 1.35(1) C(8) C(9) 1.32(1)
N(2) C(10) 1.34(1) C9) C(10) 1.40(1)
N(2) C(11) 1.34(1) Cc(11) C(12) 1.43(1)
N(3) C(14) 1.07(1) C(14) C(15) 1.40(2)

2@Numbers in parentheses are errors in the last significant digit
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Table S15. Intramolecular Bond Angles (deg) Involving the Nonhydrogen Atoms for
[Cu(5-Me-phen)>(CH3CN)](BF4); (4).2

atom atom atom angle atom atom atom angle
N(1) Cu(l) N(1) 109.1(4) C(4) C(5) C(6) 123(1)
N(1) Cu(l) N@2) 81.3(3) C() C(6) C7)  119.909)
N(1) Cu(l) N(2) 95.8(3) C(5) C(6) C(13) 121(1)
N(1) Cu(l) N(@) 125.4(2) C(7) C(6) C(13)  119(1)
N(1) Cu(l) N(2) 95.8(3) C(6) C(7) C(8) 127.3(9)
N(1) Cu(l) N(2) 81.3(3) C(6) C(7) C(11) 119.1(8)
N(1) Cu(l) N@) 125.4() C@®) C7) C(11)  113.6(9)
N@2) Cu(l) N(2) 175.2(4) C(7) C(8) C(9) 122.9(9)
N(@2) Cu(l) N@) 924(2) C(8) C(9)  C(10) 120.0(9)
N2) Cu(l) N@B) 924(2) N(2) C(o) C©) 120.3(9)
Cu(l) N@1@Q) C(1) 132.2(7) N(2) C(11) C(@) 123.4(8)
Cu(l) N(1) C(12) 110.9(5) N(2) C(1) C(12) 117.009)
C(1) NQ1) C(12) 116.6(8) C(7) C11) C(12) 119.6(9)
Cu(l) N(2) C(10) 126.1(7) N(1) C(12) C@®) 124.4(8)
Cu(1) N(2) C(11) 114.0(6) N(1) C(12) C(11) 116.2(8)
C(10) N(2) CQ11) 119.7(8) C(4) C(12) C(11) 119.3(9)
Cu(l) N@3) C(14) 180.0000(2) N(@3) C(14) C(15)  180.0000(2)
N(1) C1) C2) 122.009) F(1) B(1) F(2) 108(1)
C(1) C(2) C(3) 121.4(9) F(1) B(1) F(3) 117(1)
C2) C@B) C@) 12001) E(1) B(1) F(4) 109(1)
C(3) C(4) C(5) 126(1) F(2) B(1) F(3) 107(1)
C(3) C@4) CQ2) 115309 E(2) B(1) F(4) 111(1)
C(5) C(4) C(12) 119.0(9) F(3) B(1) F(4) 105(1)

aNumbers in parentheses are errors in the last significant digit

17




Table S16. Atomic Positional parameters and Equivalent Isotropic Thermal Parameters
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atom X y z B(eq)
Cu(1) 0.5000 0.0289(1) 0.7500 3.53(3)
F(1) 0.8178(4) 0.1549(6) 0.4988(5) 11.2(2)
F(2) 0.7933(7) -0.0652(9) 0.506(1) 23.0(6)
F(3) 0.8846(3) -0.0395(7) 0.5183(4) 10.7(2)
F(4) 0.7814(4) 0.004(1) 0.3742(5) 17.4(3)
N(1) 0.5582(3) -0.1057(5) 0.7261(5) 3.2(1)
N(2) 0.4278(3) 0.0195(6) 0.5967(4) 3.5(1)
N(3) 0.5000 0.2573(9) 0.7500 4.4(2)
C(1) 0.6243(4) -0.1688(8) 0.7916(6) 3.9(2)
C(2) 0.6497(4) -0.2667(8) 0.7581(6) 4.7(2)
C(3) 0.6088(4) -0.3047(8) 0.6586(6) 4.7(2)
C(4) 0.5392(4) -0.2431(8) 0.5849(6) 3.5(2)
C(5) 0.4906(4) -0.2754(8) 0.4782(7) 4.3(2)
C(6) 0.4236(4) -0.2122(9) 0.4105(6) 3.9(2)
C(7) 0.4000(4) -0.1068(8) 0.4465(6) 3.6(2)
C(8) 0.3324(4) -0.0280(8) 0.3862(6) 4.3(1)
C(9) 0.3146(4) 0.0656(8) 0.4273(6) 4.6(2)
C(10) 0.3627(4) 0.0887(8) 0.5351(6) 4.7(2)
C(11) 0.4465(4) -0.0741(7) 0.5548(6) 2.8(2)
C(12) 0.5167(4) -0.1438(7) 0.6247(6) 3.2(2)
C(13) 0.3717(5) -0.256(1) 0.2975(7) 6.3(3)
C(14) 0.5000 0.378(1) 0.7500 3.8(3)
C(@15) 0.5000 0.535(2) 0.7500 6.4(3)
B(1) 0.8199(6) 0.015(1) 0.476(1) 5.9(2)

# Numbers in parentheses are errors in the last significant digit. ?Beq =4/3[a2B1; +
b2y + c2P33 + 2ab cos(Y)B12 + 2ac cos(B)P13 + 2bc cos(a)B23).
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Table S17. Anisotropic Thermal Parameters for [Cu(5-Me-phen)a(CH3CN)](BF4)2 (4).2

atom U1l u22 U33 U12 U13 U23
Cu(l) 0.0412(7) 0.0328(7) 0.0385(9) 0.0000 0.0161(6) 0.0000
F(1) 0.194(7) 0.077(4) 0.146(6) 0.012(4) 0.107(5) -0.021(4)
F(2) 0.41(2) - 0.127(7) 0.63(2) 0.021(8) 0.47(2) 0.062(9)
F(3) 0.076(3) 0.202(6) 0.094(4) 0.048(4) 0.039(3) -0.014(4)
F(4) 0.133(5) 0.28(1) 0.101(6) 0.083(7) 0.008(4) -0.069(6)
N(1) 0.038(3) 0.032(3) 0.036(4) -0.001(3) 0.016(3) 0.004(3)
N(2) 0.038(3) 0.038(3) 0.039(4) 0.004(3) 0.017(3) 0.003(3)
N(3) 0.054(6) 0.030(5) 0.062(6) 0.0000 0.028(5) 0.0000
C(4) 0.042(4) 0.044(5) 0.043(6) -0.005(4) 0.027(4) -0.003(4)
C(5) 0.052(5) 0.052(5) 0.057(7) -0.006(4) 0.034(5) -0.003(4)
C(6) 0.063(5) 0.052(5) 0.044(6) -0.023(4) 0.040(5) -0.009(4)
C(7) 0.045(5) 0.039(4) 0.050(6) -0.010(4) 0.030(5) 0.004(4)
C(11) 0.042(4) 0.027(4) 0.035(6) -0.009(3) 0.024(4) 0.002(3)
C(12) 0.043(4) 0.034(4) 0.040(6) -0.003(4) 0.026(4) 0.008(4)
C(13) 0.086(6) 0.097(7) 0.060(7) -0.017(6) 0.049(6) -0.007(5)
C(14) 0.054(7) 0.019(6) 0.063(8) 0.0000 0.034(6) 0.0000
C(15) 0.065(8) 0.073(8) 0.081(9) 0.0000 0.037(7) 0.0000

ZNumbers in parentheses are errors in the last significant digit. The anisotropic
temperature factors are of the form exp[-2n2(U11hZa*? ... + 2U2hka™d* + ..)]
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Table S18. Intramolecular Distances (A) Involving the Nonhydrogen Atoms for
[Cu(5,6-Mez-phen)(CH3CN)](BF4);. (5)2

atom atom distance atom atom distance
Cu(1) N(1) 2.050(6) C(15) C(16) -1.42(1)
Cu(1) N(2) 1.993(7) C(16) c(17) 1.35(1)
Cu(1) N(3) 1.986(8) C(17) C(18) 1.41(1)
Cu(1) N(4) 2.015(6) C(18) C(19) 1.45(1)
Cu(1) N(5) 2.201(7) C(18) C(26) 1.40(1)
N(1) cQ) 1.31(1) C(19) C(20) 1.34(1)
N(1) C(12) 1.38(1) C(19) C(27) 1.51(2)
N(2) C(10) 1:30(1) C(20) C(21) 1.46(1)
N(2) c(@m 1.37(1) C(20) C(28) 1.53(1)
N(3) Cc(@5) 1.32(1) C(21) C(22) 1.38(1)
N(3) C(26) 1.35(1) C(21) C(25) 1.40(1)
N(4) C(24) 1.31(1) C(22) C(23) 1.37(2)
N(4) C(25) 1.36(1) C(23) C(24) 1.40(1)
N(5) C(29) 1.08(1) C(25) C(26) 1.42(1)
C(1) C(2) 1.41(1) C(29) C(30) 1.51(2)
C(2) C(3) 1.34(1) F(1) B(1) 1.42(2)
C(3) C4) 1.39(1) F(2) B(1) 1.32(2)
C@4) C(5) 1.46(1) F(3) B(1) 1.43(2)
C(4) C(12) 1.41(1) F(4) B(1) 1.29(2)
C(5) C(6) 1.36(1) B(2) F(5) 1.36(1)
C(5) C(13) 1.50(1) B(2) F(6) 1.36(1)
C(6) C(7) 1.45(1) B(2) F(7) 1.36(1)
C(6) C(14) 1.51(1) B(2) F(8) 1.36(1)
C(7) C(8) 1.40(1) B(3) F(11) 1.36(3)
C(7) Cc(11) 1.42(1) B(3) F(12) 1.36(2)
C(8) C(9) 1.35(1) B(3) F(9) 1.36(2)
C(9) C(10) 1.40(2) B(3) F(10) 1.36(2)
C(11) C(12) 1.40(1)

aNumbers in parentheses are errors in the last significant digit
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Table S19. Intramolecular Bond Angles (deg) Involving the Nonhydrogen Atoms for
[Cu(5,6-Mez-phen)2(CH3CN)](BF4)7 (5).2
N

atom atom atom angle atom atom atom angle
N(1) Cu(l) N@)  82003) C(3) C@) C(5) 125.5(7)
N(1) Cu(l) N(@3) 98.3(3) C(3) C(4) C(12)  116.0(8)
N(1) Cu(l) N@) 136302 C(5) C@)  C(12)  1185(8)
N(1) Cu(l) N(5) 107.2(3) C(4) C(5) C(6) 121.1(7)
N(2) Cu(l) N(@3) 176.9(2) C(4) C(5) C(13)  117.0(8)
N(2) Cu(l) N@)  100.7(3) C6) C(B) C(13) 121.909)
N(2) Cu(1) N(5) 86.6(3) C(5) C(6) C(7) 120.0(8)
N(3) Cu(l) N@)  81.3(3) C(5) C(6) C(14) 123.6(8)
N@)  Cu(l) N(GB)  90.4(3) C(7) C(6) C(14) 116.5(8)
N@4) Cu(l) NG)  116.5(3) C6) C(7) C(8)  124.0(8)
Cu(l) N(1) C(1)  130.7(6) C(6) C(7) C@11) 119.5(8)
Cu(1) N(Q) C(12) 111.3(5) C(8) C(7) C(11)  116.5(7)
C(1) N(1)  C(12) 118.0(7) C(7) C(8) C(9) 120.1(9)
Cu(l) N(@2) C(10) 128.9(6) C@8) CO)  C10) 119.6(9)
Cu(l) N@) C(11) 112.7(6) N@2) C(10) C(9) 122.9(8)
C(10) N(2) C(11) 118.2(8) N@2) C(11) CO) 122.6(8)
Cu(l) N(3) C(15) 126.2(6) N@)  C(11) C(12) 117.6(8)
Cu(l) N() C(26) 113.6(5) C(7) C(11) C(12) 119.8(7)
C(15) N@) C(26) 120.2(8) N(1) C(12) C4)  122.6(8)
Cu(l) N@4) C(24)  130.2(6) N(1) C(12) C(11) 116.4(7)
Cu(l) N@) C(25) 112.6(5) C(4) C(12) C@11) 121.0(8)
C(24) N@) C(25 - 116.7(7) N@B)  C(15) C(16)  120.6(8)
Cu(l) N(() C(29) 157.1(9) C(15) C(16) C(7) 119.2(8)
N(1) CQ1) CQ) 122.9(9) C(16) C(17) C(18)  121.1(9)
C(1) C@ C@B) 118.2(9) C(17) C(18) C(19) 125.2(9)

C2) C(3B) C@) 1224(8) C(17) C(18) C(26) 115.8(7)
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Table S19, continued. Intramolecular Bond Angles (deg) Involving the Nonhydrogen
Atoms for [Cu(5,6-Mez-phen)(CH3CN)](BF4)2 (5).2

atom atom atom angle atom atom atom angle
C(19) C(@18) C(26) 119.0(8) N(5) C29) C(30) 173(1)
C(18) C(19) C(20) 120.4(9) F(1) B(1) F(2) 106(1)
Cc(18) C@19) C(27) 118.8(8) F(1) B(1) F(3) 106(1)
C(20) C(19) C(27) 120.8(8) F(1) B(1) F(4) 109(2)
C(19) C(20)0 C(21) 121.3(8) F(2) B(1) F(3) 108(2)
C(19) C(20) C(28) 121.2(9) F(2) B(1) F(4) 118(1)
C(21) C(20) C(28) 117.5(8) F(3) B(1) F(4) 109(1)
C(20) C(21) C(22) 125.1(8) E(5) B(2) E(6) 109.5(8)
C(20) C(21) C(25) 1185(8) E(5) B(2) F(7) 109.5(7)
C(22) C(21) C(25) 116.409) EF(5) " B(2) F(8) 109.5(7)
C(21) C(22) C(23) 121.009) E(6) B(2) F(7) 109.4(7)
C(22) C(23) C(24) 117.6(9) E(6) B(2) F(8) 109.4(7)
N(4) C(24) C(23) 124.109) E(7) B(2) F(8) 109.4(9)
N(4) C(@25) C(21) 124.2(7) F(11)  B(3) F(9) 110(2)
N(4) C(25) C(26) 115.7(7) F(11) B(3) F(12) 110(2)
C(21) C(25) C(26) 120.2(8) F(11)  B(3) F(10) 110(2)
N(3) C(26) C(18) 123.0(7) E(9) B(3) F(12) 109(2)
N(3) C(26) C(25) 116.3(8) F(9) B(3) F(10) 109(2)
C(18) C(26) C(25) 120.6(7) F(12) B(3)  F(10) 109(2)

aNumbers in parentheses are errors in the least significant digit
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Table S20. Atomic Positional parameters and Equivalent Isotropic Thermal Pafameters
for the Nonhydrogen Atoms of [Cu(5,6-Mez-phen)(CH3CN)](BF4)2 (5).2

atom X y z Bleq)
Cu(1) 0.65974(9) 0.24244(6) 0.38851(6) 2.39(2)
N(1) 0.7222(6) 0.3622(4) 0.4265(4) 2.4(2)
N(2) 0.5768(5) 0.2569(4) 0.4719(3) 2.2(1)
N(3) 0.7340(6) 0.2302(4) 0.3009(4) 2.4(2)
N(4) 0.7250(6) 0.1233(3) 0.4131(4) 1.9(1)
N(5) 0.4755(7) 0.2559(5) 0.2971(4) 3.8(2)
C(1) 0.7976(7) 0.4118(5) 0.4049(5) 2.4(2)
C(2) 0.8307(8) 0.4936(5) 0.4380(5) 3.3(2)
C(3) 0.7856(8) 0.5201(5) 0.4956(5) 2.9(2)
C(4) 0.7083(7) 0.4704(5) 0.5234(5) 2.6(2)
C(5) 0.6560(8) 0.4947(5) 0.5859(5) 2.8(2)
C(6) 0.5787(7) 0.4421(5) 0.6077(5) 2.4(2)
C(7) 0.5463(7) 0.3604(5) 0.5683(4) 2.5(2)
C(8) 0.4645(8) 0.3029(5) 0.5852(5) 3.2(2)
co 0.4407(8) 0.2272(6) 0.5462(5) 3.5(2)
C(10) 0.4996(8) 0.2063(5) 0.4897(5) 3.2(2)
C(11) 0.5996(7) 0.3348(5) 0.5092(5) 2.3(2)
C(12) 0.6773(7) 0.3906(5) 0.4860(4) 2.1(2)
C(13) 0.6914(8) 0.5803(6) 0.6245(5) 3.5(2)
C(14) 0.5228(9) 0.4634(6) 0.6725(5) 4.6(3)
C(15) 0.7250(8) 0.2851(5) 0.2418(5) 3.0(2)
C(16) 0.7852(7) 0.2697(5) 0.1839(5) 3.0(2)
C(17) 0.8541(8) 0.1985(5) 0.1907(6) 3.2(2)
C(18) 0.8605(7) 0.1373(5) 0.2511(5) 2.5(2)
C(19) 0.9268(7) 0.0575(5) 0.2609(5) 2.9(2)
C(20) 0.9269(7) 0.0037(5) 0.3207(5) 2.9(2)
C(21) 0.8583(7) 0.0226(5) 0.3761(5) 2.8(2)
C(22) 0.8508(8) -0.0302(6) -~ 0.4379(6) 4.0(2)
C(23) 0.7842(9) -0.0072(6) 0.4868(6) 4.0(2)
C(24) 0.7231(7) 0.0713(5) 0.4716(5) 2.8(2)
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Table S20, continued. Atomic Positional parameters and Equivalent Isotropic Thermal
Parameters for the Nonhydrogen Atoms of [Cu(5,6-Mez-phen)(CH3CN)](BF4)2

(5)2

atom X y z B(eq)
C(25) 0.7934(7) 0.0990(5) 0.3664(5) 2.1(2)
C(26) 0.7972(7) 0.1574(5) 0.3051(5) 2 2(2)
C(27) 0.9996(9) 0.0379(7) 0.2049(6) 4.5(3)
C(28) 0.9972(9) -0.0802(6) 0.3325(7) 5. 4(3)
C(29) 0.379(1) 0.2426(7) 0.2673(6) 4.9(3)
C(30) 0.245(1) 0.216(1) 0.234(1) 12.9(6)
F(1) 0.0184(7) 0.1658(4) 0.0510(4) 8.6(2)
F(2) 0.1596(6) 0.2524(6) 0.0375(5) 10.8(3)
F(3) 0.0296(7) 0.1940(5) -0.0745(5) 9.3(3)
F(4) -0.0394(7) 0.2900(4) -0.0068(5) 10.6(3)
B(1) 0.043(2) 0.231(1) 0.003(1) 6.7(3)
F(5) 0.3100(9) 0.0024(7) 0.2548(4) 7.7(3)
E(6) 0.4762(6) 0.0489(7) 0.3523(6) 7.7(7)
F(7) 0.367(1) -0.0574(5) 0.3771(6) 7.7(6)
F(8) 0.2899(8) 0.0733(6) 0.3600(6) 7.7(7)
F(9) 0.291(1) -0.035(1) 0.328(1) 5(1)
F(10) 0.460(2) -0.012(2) 0.4338(9) 4.7(9)
F(11) 0.476(2) -0.062(1) 0.318(1) 4.7(4)
F(12) 0.417(2) 0.072(1) 0.326(1) 4.7(6)
B(2) 0.3607(6) 0.0168(4) 0.3360(4) 7.7(4)
B(3) 0.411(1) -0.0094(9) 0.3514(9) 4.7(6)
O(1) 0.146(3) 0.267(2) -0.156(2) 19.0(9)

2 Numbers in parentheses are errors in the last significant digit. ¥Beq = 4/3[a2B11 +
b2B22 + ¢2B33 + 2ab cos(y)B12 + 2ac cos(B)B13 + 2bc cos(a)B23].
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Table S21. Anisotropic Thermal Parameters for [Cu(5,6-Mep-phen)>(CH3CN)](BFy)»

(5).

atom U11 U22 U33 U12 U13 U23
Cu(l) 0.0440(6) _ 0.0242(5)  0.0286(5) 0.0009(6)  0.0196(4) _ -0.0010(5)
N(1) 0.038(4) 0.029(4)  0.027(4) 0.0013)  0.016(4)  -0.001(3)
N(2) 0.025(4) 0.029(4)  0.029(4)  -0.004(3)  0.008(3) 0.000(3)
N(3) 0.041(4) 0.024(4)  0.029(4)  -0.008(3)  0.016(3) 0.004(3)
N(4) 0.029(4) 0.019(3)  0.024(4)  0.002(3)  0.007(3) 0.002(3)
N(5) 0.052(5) 0.060(5)  0.025(4)  -0.002(5)  0.003(4) 0.017(4)
C(4) 0.038(5) 0.033(5)  0.024(5) 0.009(4)  0.004(4)  -0.007(4)
C(5) 0.040(6) 0.034(5)  0.032(5) 0.014(4)  0.010(4)  0.005(4)
C(6) 0.023(5) 0.049(5)  0.017(4) 0.013(4)  0.003(4)  -0.004(4)
C(7) 0.030(5) 0.041(5)  0.019(4) 0.015(4)  0.004(4)  0.012(4)
C(11) 0.037(5) 0.036(5)  0.018(4) 0.007(4)  0.011(4)  0.007(4)
C(12) 0.028(5) 0.038(5)  0.018(4) 0.014(4)  0.010(4)  0.003(4)
C(13) 0.060(7) 0.044(5)  0.032(5) 0.023(5)  0.016(5)  -0.000(4)
C(14) 0.083(8) 0.064(7)  0.027(5) 0.021(6)  0.019(6)  -0.001(5)
C(18) 0.021(5) 0.042(5)  0.029(5) -0.016(4)  0.006(4)  -0.014(4)
C(19) 0.027(5) 0.045(6)  0.034(5) -0.011(4)  0.004(4)  -0.023(5)
C(20) 0.033(5) 0.026(5)  0.044(6)  -0.002(4)  0.005(5)  -0.014(4)
C(21) 0.037(6) 0.036(5)  0.028(5) -0.001(4) 0.005(4)  0.002(4)
C(25) 0.019(5) 0.031(4)  0.026(5) -0.005(4)  0.002(4)  -0.002(4)
C(26) 0.024(5) 0.028(4)  0.026(5) -0.002(4) 0.001(4)  -0.014(4)
C(27) 0.045(6) 0.071(7)  0.060(7) -0.005(6)  0.024(6)  -0.012(6)
C(28) 0.066(8) 0.045(6)  0.095(9)  0.021(5)  0.026(7)  -0.016(6)
C(29) 0.070(8) 0.063(7)  0.041(6) -0.012(7)  0.003(6)  -0.031(6)
C(30) 0.11(1) 0.13(2) 0.192)  -0.01(1)  -0.03(1)  -0.05(1)
F(1) 0.151(7) 0.085(5)  0.090(6) 0.001(5)  0.037(5)  -0.004(4)
F(2) 0.067(5) 0.144(7)  0.178(8) -0.016(6)  0.007(5)  0.009(7)
F(3) 0.136(7) 0.096(6)  0.121(7)  -0.035(5)  0.042(6)  -0.002(5)
F(4) 0.109(6) 0.070(5)  0.173(9)  0.049(5)  -0.021(5)  0.009(5)

?Numbers in parentheses are errors in the last significant digit. The anisotropic
temperature factors are of the form exp[-2n2(Uj1h2a™ ... + 2Ujhka™d” + ...)]
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Figure S1. Bush, Whitehead, Pink et al.
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Figure S2. Bush, Whitehead, Pink et al.




