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Table S1. Atomic coordinates ( x 10*) and equivalent isotropic
displacement parameters (A? x 10°) for 1. U(eq) is defined as one
third of the trace of the orthogonalized Uij tensor.

Atom X vy z U(eq)
1089.0(3) 5725.1(3) 0 41.4(2)
2238.4 (3) 4886 .8 (3) 1193.0(7 42.9(2
478 (2) 5637 (3) -1390(4) 66 (1)
2762 (2) 3886 (2) 1067 (4) 67(2)
1937 (2) 6127 (2) -779(3) 42 (1)
363 (2) 5298(2) 986 (3) 41 (1)
1381 (2) 4443 (2) 1886 (3) 44 (1)
2972 (2) 5463 (2) 403 (3) 40(1)
1467 (8) 6046 (8) 1181 (14) 52(5)
1910 (5) 5730(6) 1609 (8) 52(5)
2201 (8) 6061 (8) 2461 (10) 90(7)
2238 (9) 6746 (10) 2640 (16) 139(12)
2499 (12 7030(10) 3473(20) 156 (14)
2719 (13 6657 (11) 4148(19) 140 (12)
2710 (13 5984 (12) 4005 (18) 144 (13)
2428 (11 5662 (9) 3195(18) 104 (9)
Cc(9) 685 (7) 4946 (9) 2057 (12) 50(5)
c(10) 2668 (6) 6163 (7) -119(12) 36 (4)
C(11) 2171 (5) 5723 (5) -1843(8) 61(5)
C(12) 2619 (6) 5974 (5) -2439(9) 85(7)
C(13) 2815 (6) 5634 (7) -3210(9) 94 (8)
C(14) 2564 (7) 5043 (7) -3385(9) 92 (8)
C(15) 2115(7) 4792 (5) -2790(10) 86 (7)
C(1s6) 1919 (6) 5132 (5) -2019(9) 58 (5)
c(21) 1783 (7) 6936 (6) -1150(11) 60(5)
Cc(22) 2156 (7) 7439 (7) -874(12) 94 (8)
C(23) 2001 (9) 8047 (6) -1147(15) 105 (8)
Cc(24) 1474 (10 8151 (7) -1695(15) 165(15)
c(25) 1101 (9) 7648 (10) -1971(14) 161(14)
c(26) 1255(7) 7041 (8) -1698(13) 146(13)
C(31) -159(5) 5917 (5) 1447 (9) 1(5)
Cc(32) -284 (6) 6426 (6) 871(9) 5(6)
C(33) -685(7) 6901 (5) 1169 (12) 111(9)
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Table S2. Bond Distances (A) and Angles (°) for 1
Pt (1) -C(1) 2.00(2) Pt(l) -P(2) 2.286(4)
Pt (1)-P(1) 2.290(4) t(1)-Ccl(1) 2.395(5)
Pt (2) -C(2) 2.016(13) Pt(2) -P(3) 2.284 (5)
Pt (2) -P(4) 2.288(4) Pt (2)-Cl(2) 2.409(5)
P(1)-C(10) 1.826(15) P(1)-C(11) 1.827(11)
P(1)-C(21) 1.832(13) P(2)-C(41) 1.813(10)
P(2)-C(31) 1.846(11) P(2)-C(9) 1.848(18)
P(3)-C(51) 1.805(12) P(3)-C(61) 1.831(11)
P(3)-C(9) 1.843(17) P(4)-C(10) 1.790(15)
P(4)-C(81) 1.814(11) P(4)-C(71) 1.821(10)
C(1)-Cc(2) 1.311(21) C(2)-C(3) 1.543 (5)
C(1)-Pt(1)-P(2) 83.0(5) C(1)-Pt (1) P(l) 88.4(5)
P(2)-Pt(1)-P(1) 170.0(2) C(1)-Pt(1)-Cl(1) 162.8(5)
P(2)-Pt(1)-Cl(1) 97.0(2) P(1)-Pt (1) c1(1) 92.7(2)
C(2)-Pt(2)-P(3) 87.8(4) C(2)-Pt(2)-P(4) 84.7(4)
P(3)-Pt(2)-P(4) 169.7(2) C(2)-Pt(2)-Cl(2) 165.6(3)
P(3)-Pt(2)-Cl(2) 92.1(2) P(4)-Pt(2)-Cl(2) 96.9(2)
C(10)-P(1)-C(11) 103.0(6) C(10)-P(1)-C(21) 105.3(7)
C(11)-P(1)-C(21) 104.2(6) C(10)-P(1)-Pt (1) 115.6(5)
C(11)-P(1)-Pt(1) 116.8(4) C(21)-P(1)-Pt (1) 110.7(5)
C(41)-P(2)-C(31) 103.5(5) C(41)-P(2)-C(9) 103.2(7)
C(31)-P(2)-C(9) 102.2(7) C(41)-P(2)-Pt (1) 120.1(4)
C(31)-P(2)-Pt(1) 110.3(4) C(9)-P(2)-Pt (1) 115.5(5)
C(51)-P(3)-C(61) 102.4(6) C(51)-P(3)-C(9) 102.3(7)
C(61)-P(3)-C(9) 101.9(7) C(51) -P(3)-Pt(2) 113.9(4)
C(61)-P(3)-Pt(2) 116.8(4) C(9)-P(3)-Pt (2) 117.4(6)
C(10)-P(4)-C(81) 101.0(7) C(10)-P(4)-C(71) 103.5(6)
C(81)-P(4)-C(71) 105.1(5) C(10)-P(4)-Pt (2) 114.1(5)
C(81)-P(4)-Pt(2) 119.9(4) C(71)-P(4)-Pt(2) 111.6(4)
C(2)-C(1)-Pt (1) 120.9(12) C(1)-Cc(2)- c(3) 115.3(14)
C(1)-C(2)-Pt(2) 124.4(11) C31-C(2) -Pt(2) 120.2(10)
C(8)-C(3)-C(4) 115.7(12) C(8)-C(3 ) Cc(2) 116.8(13)
C(4)-C(3)-C(2) 127 (2) C(5)-C(4)-C(3) 125(2)
C(6)-C(5)-C(4) 119(2) C(5)-C(6)-C(7) 119 (2)
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C(6)-C(7)-C(8) 125(2) C(3)-C(8)-C(7) 116.3(14)
P(3)-C(9)-P(2) 114.9(9) P(4)-C(10)-P(1) 119.4(8)
Cc(12)-C(11) -P(1) 121.6(7) C(16)-C(11)-P(1) 118.2(7)
c(22)-C(21)-P(1) 122.6(8) Cc(26)-C(21)-P(1) 117.4(8)
C(32)-C(31)-P(2) 117.1(7) C(36)-C(31)-P(2) 122.9(7)
C(42)-C(41)-P(2) 119.5(6) C(46)-C(41)-P(2) 120.5(6)

C(52)-C(51)-P(3) 116.5(6) C(56)-C(51)-P(3) 123.2(6)

C(62)-C(61)-P(3) 122.1(7) C(66)-C(61)-P(3) 117.8(7)
C(72)-C(71)-P(4) 116.0(6) C(76)-C(71) -P(4) 124.0(6)
C(82)-C(81)-P(4) 118.9(6) Cc(86)-C(81)-P(4) 121.0(86)
0(1)-C(17)-C(18) 143 (4)
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Table S3. Anisotropic displacement parameters (A? x 103) for 1. The
anisotropic displacement factor exponent takes the form:

-2m*[h?a™U11 + ... + 2hka'b'U12]
Ull uz22 U33 Uu23 Ul3 U1l2

Pt (1) 35(1) 58 (1) 31(1) -1(1) -2(1) -3(1)
Pt (2) 37(1) 46 (1) 46 (1) 4 (1) 4 (1) 1(1)
Cl(1) 58(3) 99 (4) 43 (3) 5(3) -15(2) -14 (3)
Cl(2) 51(2) 58 (3) 92(4) 17(3) 18 (3) 10(2)
P(1) 42(2) 45(2) 38(2) 0(2) -6(2) -3(2)
P(2) 33(2) 55(3) 36 (3) 1(2) 3(2) 4(2)
P(3) 35(2) 59(3) 38(3) 3(2) 1(2) 5(2)
P(4) 35(2) 40(2) 44 (3) 0(2) 1(2) 1(2)
C(1) 68(11) 46 (9) 41(10) 12 (10) 22(10) 0(9)
C(2) 32(8) 73(12) 51(11) 19(10) 13(9) -1(9)
C(9) 37(9) 81(13) 33(9) -3(10) 2(8) 8(9)
c(10) 22(7) 46 (9) 40(10) 6(8) -2(8) 4(7)
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Table S4. Calculated Hydrogen Atom Positional (x 10%) and Thermal

(x 10%) Parameters for 1.

Atom x 3% z Ueg
H(1) 1327 (8) 6424 (8) 1430(14) 62
H41 2082 (9) 7015(10) 2185(16) 166
H51 2514 (12) 7465 (10) 3536 (20) 187
H61 2874 (13) 6828 (11) 4697 (19) 168
H71 2897 (13) 5734 (12) 4457 (18) 173
H81 2399 (11) 5226 (9) 3162 (18) 125
H(9A) 795 (7) 5282 (9) 2482 (12) 60
H(9B) 358 (7) 4697 (9) 2349 (12) 60
H(10A) 2991 (6) 6327(7) -530(12) 43

(10B) 2611 (6) 6470(7) 371(12) 43
H(12) 2787 (8) 6370 (6) -2322(13) 102

(13) 3115(8) 5803 (10) -3609(12) 113
H(14) 2695 (10) 4816 (9) -3901(10) 110
H(15) 1947 (10) 4397 (6) -2907(13) 103
H(1lse) 1619 (7) 4964 (7) -1620(11) 69
H(22) 2508 (8) 7370 (10) -507(16) 113
H(23) 2251 (12) 8383 (7) -962(20) 125
H(24) 1370(14) 8558 (8) -1878(20) 198
H(25) 748 (11) 7718 (13) -2338(19) 193
H(26) 1006 (9) 6704 (10) -1882(18) 175
H(32) -99(9) 6449 (8) 287(9) 90
H(33) -769(10) 7241 (7) 784 (15) 133
H(34) -1230(8) 7184 (8) 2240(17) 119
H(35) -1021(9) 6334 (10) 3201 (11) 116
H(36) -351(8) 5542 (7) 2705 (10) 76
H(42) 300(s6) 4498 (7) -603(10) 71
H(43) -383(9) 3730(8) -1138(10) 83
H(44) -1272(7) 3474 (7) -284 (14) 101
H(45) -1477(6) 3987(8) 1105 (13) 103
H(46) -793(7) 4756 (7) 1639 (9) 82
H(52) 1956 (8) 3366 (7) 2581 (11) 86
H(53) 2271 (8) 2999 (7) 4023 (14) 124
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H(54) 2033(9) 3567(9) 5351 (10) 109
H(55) 1478 (9) 4503 (9) 5236 (9) 111
H(56) 1163 (8) 4871 (6) 3793(12) 89
H(62) 1571 (7) 3756 (7) 149(11) 78
H(63) 1091 (9) 2899 (8) -551(10) 101
H(64) 272 (9) 2384 (7) 192(14) 94
H(65) -67(7) 2727 (8) 1637 (14) 106
H(66) 412(8) 3583 (8) 2337(9) 95
H(72) 3562(7) 4966 (5) 1961(11) 57
H(73) 4326 (8) 5277(8) 3015(9) 96
H(74) 4807 (7) 6250 (9) 2858 (11) 95
H(75) 4525(8) 6912 (6) 1648 (13) 95
H(76) 3761(7) 6600 (6) 594 (10) 63
H(82) 4035 (7) 5806 (6) -680(11) 78
H(83) 4556 (7) 5395(9) -1958(12) 86
H(84) 4220 (8) 4458 (9) -2614 (10) 111
H(85) 3363(9) 3931 (6) -1993(12) 102
H(86) 2842 (7) 4342 (7) -714 (11) 73
H(1A) 2553 (356) 2995 (52) -1795(169) 279
H(17A) 2398 (10) 2078(7) -745(43) 223
H(17B) 2751 (10) 2094 (7) -1673(43) 223
H(18A) 2088 (21) 1293 (21) -1643(48) 279
H({18B) 1870(21) 1753 (21) -2430(48) 279
H(18C) 1510 (21) 1737 (21) -1482(48) 279
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Table S5. Atomic coordinates ( x 10*) and equivalent isotropic
displacement parameters (A% x 103) for 3. U(eq) is defined as one
third of the trace of the orthogonalized Uij tensor.

Atom x y z U(eq) Occu
Pt (1) 8029.0(3) 1239.3(4) 3968.0(2) 43.6(2)
Pt (2) 7896.1(3) 891.1(4) 5117.9(2) 43.8(2)
P(1) 7693 (2) 2884 (2) 4011 (1) 46 (1)
P(2) 8377(2) -407(2) 3947 (1) 43 (1)
P(3) 8315(2) -721(2) 5102 (1) 43 (1)
P(4) 7553 (2) 2534 (2) 5141 (1) 45 (1)
0(1) 8740 (4) 1232 (6) 4766 (3) 43 (2)
C(10) 7918 (7) 3316 (9) 4703 (4) 49 (3)
C(20) 8865 (7) -854(9) 4631 (4) 48(3)
c(1) 7402 (8) 1193 (9) 3227(5) 52(3)
Cc(2) 6988 (8) 1215(10) 2776 (5) 58 (4)
C(3) 7159 (8) 513 (9) 5487 (5) 55(3)
C(4) 6746 (8) 338(10) 5766 (5) 57(4)
C(11) 6486 (7) 1296 (9) 2231 (5) 51(3)
Cc(12) 6468 (8) 569 (11) 1852 (5) 71(4)
C(13) 6037(9) 697 (12) 1322 (6) 88 (5)
C(14) 5631 (9) 1540(11) 1176 (7) 82 (5)
C(15) 5614 (9) 2251 (12) 1528 (6) 85 (5)
c(16) 6048 (9) 2150(12) 2057 (6) 84 (5)
Cc(21) 6262 (8) 190(11) 6096 (5) 62 (4)
C(22) 6595 (10) 158 (12) 6651 (6) 81 (5)
C(23) 6126 (11) 5(13) 6978 (7) 97 (6)
C(24) 5371(10) -108(13) 6757 (7) 93 (5)
C(25) 5009 (11) —44( 3) 6212 (7) 96 (5)
C(26) 5486 (9) 0(12) 5892 (7) 82 (5)
C(1la) 6696 (7) 3238(9) 3692 (5) 47(3)
C(2a) 6118 (8) 2542 (11) 3544 (5) 65 (4)
C(3a) 5349 (10) 2801 (13) 3296 (6) 82 (5)
C(4a) 5181 (9) 3781 (12) 3211 (6) 77(4)
C(5a) 5729 (9) 4515(12) 3352(6) 70 (4)
C(6a) 6499 (8) 4246 (11) 3600 (5) 63(4)
C(1b) 8215(7) 3753 (9) 3698 (5) 50(3)
C(2b) 8654 (8) 4506 (10) 3961 (5) 62(4)
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Each phenyl ring carbon atoms are numbered from 1 to 6 with the suffix
a to h so that the atoms with the same suffix belong to one ring.
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C(2a)-C(la)-P(1) 121.5(10) C(6a)-C(1a)-P (1) 120.0(10)
C(1a) -C{(2a)-C(3a) 122.3(14) C(4a)-C(3a)-C(2a) 118 (2)
C(3a)-C(4a)-C(5a) 123 (2) C(4a)-C(5a)-C(6a) 119 (2)
C(5a)-C(6a)-C(la) 119.8(13) C(2b) -C(1b) -C(6b) 121.5(13)
C(2b)-C(1b) -P(1) 123.6(10) C(eb)-C(1b) -P(1) 114.9(10)
C(1b)-C(2b) -C(3Db) 119.5(13) C(4b) -C(3b) -C(2b) 119(2)
C(5b)-C(4b) -C(3Db) 122 (2) C(4b) -C(5b) -C (6b) 120(2)
C(5b) -C(6b) -C(1b) 118.1(14) C(6c)-C(1lc)-C(2c) 119.4(13)
C(6c)-C(1c)-P(2) 118.1(11) C(2¢c)-C(1lc)-P(2) 122.4(11)
C(lc)-C(2c)-C(3c) 121.3(14) C(4c)-C(3c)-C(2c) 118(2)
C(3c)-C(4c) -C(5c) 121 (2) C(4c) -C(5c)-C(6c) 119(2)
C(lc)-C(6c)-C(5c) 121 (2) c(6d)-c(1d)-c(2d) 120.2(12)
c(ed)-Cc(1d)-P(2) 123.3(10) C(2d)-Cc(1d) -P(2) 116.2(10)
C(3d)-C(24) -Cc(1d) 117.5(14) C(4d) -c(3d) -C(24d) 122(2)
C(3d) -C(4d)-c(5d) 123(2) C(4d) -c(54) -Cc(6d) 117(2)
C(1d) -C(6d) -C(5d) 121.4(13) C(6e)-C(1le)-C(2e) 122.4(14)
C(6e)-C(le)-P(3) 117.2(11) C(2e)-C(le)-P(3) 120.4(10)
C(le)-C(2e)-C(3e) 118.9(14) C(4e)-C(3e)-C(2e) 119(2)
C(3e)-C(4e)-C(5e) 123 (2) C(4e) -C(5e) -C(6e) 119(2)
C(1le)-C(6e) -C(5e) 118(2) C(2f) -C(1£f) -C(6f) 120.4(13)
C(2f)-C(1£f)-P(3) 117.4(11) C(6f)-C(1f)-P(3) 122.2(10)
C(1f)-C(2f)-C(3f) 119(2) C(4f)-C(3f)-C(2f) 121 (2)
C(5f)-C(4f)-C(3f) 121 (2) C(4f)-Cc(5f)-C(6f) 120(2)
C(1f)-C(6f)-C(5f) 119(2) C(2g)-C(1g) -C(6g) 120.5(12)
C(2g)-C{1g) -P(4) 121.7(10) C(6g) -C(1g)-P(4) 117.9(10)
C(1lg)-C(2g) -C(3g) 120.3(14) C(4g) -C(3g)-C(2g) 119(2)
C(5g) -C(4g)-C(39) 120(2) C(4g) -C(5g) -C(6g) 123 (2)
C(1lg) -C(6g) -C(5g) 117.1(13) C(2h) -C(1h)-C(6h) 118.6(13)
C(2h) -C(1h)-P(4) 118.4(11) C(6h) -C(1h)-P(4) 122.9(11)
C(1h)-C(2h) -C(3h) 121.7(14) C(4h) -C(3h) -C(2h) 118(2)
C(3h) -C(4h) -C(5h) 125(2) C(4h)-C(5h) -C(6h) 118(2)
C(1h)-C(6h) -C(5h) 120(2)
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Table S7. Anisotropic displacement parameters (A? x 10%) for 3. The

anisotropic displacement factor exponent takes the form: -2m2[h%a*?Ul1l
+ ... + 2hka’b'U12]

Atom Uil U22 U33 U23 Ul3 U12

Pt (1) 52 (1) 40(1) 37(1) 0(1) 12 (1) 6 (1)
Pt (2) 51(1) 40(1) 43 (1) 0(1) 19(1) 3(1)
P(1) 51(2) 37(2) 49 (2) 2(2) 17(2) 3(2)
P(2) 49 (2) 40(2) 40(2) 1(1) 13(2) 5(2)
P(3) 43(2) 41(2) 47(2) 2(2) 17(2) 2(2)
P(4) 49(2) 44 (2) 44 (2) -5(2) 16(2) 4(2)
0(1) 52(5) 42 (5) 33(4) -10(4) 11(4) -12(4)
c(1) 67(9) 30(7) 54 (8) -2(6) 15(7) 6(6)
c(2) 74 (10) 57(9) 36(7) 3(6) 5(7) 7(8)
C(3) 61(9) 44 (8) 62(8) -9(7) 23(8) 7(7)
C(4) 75(10) 51(8) 57(8) -6(7) 36 (8) 7(7)
Ccl(1) 68(2) 65(2) 87(3) -6(2) 20(2) 1(2)
0(2) 48(10) 46 (10) 64 (11) 4(8) 29(9) -6(8)
0(3) 34 (11) 72(14) 48 (12) 1(10) 11(10) 5(11)
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Table S8.

Atom

H(1)
H(10A)
H(10B)

H(204)
H(20B)

12)

NDNNMNMNNDRE R B R
w

enjpeniios ks jite siite s v s Jia s e o
AU WN O U R

9136 (1
8437 (9
7814 (8
6705 (8
5747 (1
6092 (1
7371 (1
8313 (9
8272 (8
5066 (1
10226 (1
10723 (1
9953 (8
6652 (8
5768 (9
6199 (1

Yy

1876 (6
3366 (9
3979 (9
-1552 (9

207 (1
1633 (1
2812 (1

4733 (11
4596 (10
5693 (13
5398(13
4092(12
3047(11
-364 (10
-1506 (13
-3117(13
-3605(15
-2453(12

Calculated Hydrogen Atom Positional
10°) Parameters for 3.

)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
)
3049 (6)
3283 (6)
3703 (5)
4324 (5)
3859 (6)
2971 (7)
2536 (7)
2979 (6)
3518 (5)
3112(6)
3006 (7)
3298(7)
3725(6)
2851 (5)
2347 (7)
2735 (6)
3658 (6)
4180 (6)
4761 (5)
4512 (6)
4496 (6)

(x 10*) and Thermal
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H(5e) 7494 (10) -4099(14) 4765 (7)
H(6e) 8401 (10) ~-2806 (12) 5069 (6)
H(2f) 8364 (9) -408(12) 6168 (6)
H(3f) 9080 (10) -1054 (13) 6993 (7)
H(4f) 10170(10) -1963 (13) 7073 (7)
H(5f) 10497(11) -2414(14) 6334 (7)
H(6f) 9782 (9) -1804 (12) 5494 (6)
H(2g) 6099 (8) 1485(10) 4787 (5)
H(3g) 4798 (9) 1953 (12) 4507 (6) 132
H(4g) 4475 (9) 3611 (12) 4501 (6)
H(5g) 5405 (8) 4772 (12) 4752 (6)
H(6g) 6718 (8) 4345(10) 5073 (5)
H(2h) 7254 (9) 2245(11) 6110(6)
H(3h) 7821(9) 2701(12) 7006 (6)
H(4h) 8775 (10) 3799 (13) 7202 (7)
H(5h) 9222 (13) 4521 (17) 6578 (8)
H(6h) 8715 (10) 3996 (13) 5679 (7)



