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Table 1S. Details of data collection and structure

refinement for Cu(I) Polymer.
Formula
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Table 2S. Fractional atomic coordinates and equivalent isotropic
thermal parameters(A“) with e.s.d.’s of the refined parameters
in parenthesis for Cu(I) Polymer.

3
Atom x Yy z Ueqxlo
Cu 0.9218(1) 0.1283(1) 0.0025(1) 25(1)
Ccl 0.9987(1) 0.0194(1) ~0.1116(1) 26(1)
P 0.7572(1) 0.0766(1) -0.0044(1) 21(1)
N 0.9727(2) 0.3472(3) 0.0038(1) 24(2)
cl 0.6835(2) 0.1343(3) -0.0987(2) 24(2)
c2 0.5917(2) 0.0662(4) -0.1264(2) 32(2)
c3 0.5377(3) 0.1151(5) -0.1981(2) 42(2)
c4 0.5749(3) 0.2335(4) -0.2419(2) 47(2)
Cc5 0.6659(3) 0.3019(4) -0.2150(2) 50(3)
cé 0.7208(3) 0.2509(4) -0.1445(2) 36(2)
c7 0.7301(2) -0.1259(3) -0.0014(2) 23(2)
c8 0.7716(2) -0.2132(4) -0.0615(2) 30(2)
c9 0.7518(3) -0.3680(4) -0.0656(2) 37(2)
c10 0.6934(3) -0.4358(4) -0.0086(2) 38(2)
Cl1 0.6532(3) ~0.3493(4) 0.0518(2) 38(2)
c12 0.6711(2) -0.1939(4) 0.0557(2) 30(2)
Cc13 0.6896(2) 0.1560(3) 0.0797(2) 24(2)
cl4 0.5930(2) 0.2226(4) 0.0692(2) 28(2)
c15 0.5495(3) 0.2884(4) 0.1361(2) 37(2)
Ccle 0.6012(3) 0.2872(4) 0.2125(2) 46(3)
c17 0.6960(3) 0.2200(5) 0.2236(2) 51(3)
c1s8 0.7412(3) 0.1549(4) 0.1578(2) 35(2)
Cc19 0.9483(2) 0.4465(3) 0.0611(2) 26(2)
Cc20 1.0248(2) 0.4024(4) -0.0574(2) 28(2)
2
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Table 3S. Anisotropic temperature factors for
Cu(I) Polymer.

Atom U11x103 U22x103 U33x103 ui2x10® uUl3x1io3 U23x103
cu 28(1)  17(1)  30(1) -6(1) 8(1)  -1(1)
c1 37(1)  21(1)  21(1) -3(1) 8(1) 0(1)
P 27(1)  17(1)  20(1)  -4(1) 5(1) 0(1)
N 26 (2) 19(2)  26(2)  -2(1) 2(1) 2(1)
c1 36 (2) 16(2)  22(2)  -1(1) 7(1)  -2(1)
c2 38(2)  34(2)  26(2) -7(2) 2(1) 9(2)
c3 43(2)  49(2)  32(2) 1(2)  -3(2) 2(2)
ca 78(3)  37(2)  27(2) 5(2)  -5(2) 6(2)
cs 93(3)  27(2)  30(2) -13(2)  -1(2)  11(2)
Cc6 60(2)  23(2)  24(2)  -9(2) 4(2) 0(2)
c7 24(2) 18(2)  26(2)  -1(1)  -1(1) 1(1)
c8 32(2)  24(2)  34(2) -7(2) 5(1) -1(2)
co 22(2)  19(2)  50(2) -2(2) 6(2)  -6(2)
c10 43(2)  18(2)  51(2)  -4(2) 2(2) 3(2)
ci1 48(2)  26(2)  40(2) -12(2) 4(2)  12(2)
c12 36(2)  26(2)  29(2) -6(2) 2(2) 4(2)
c13 30(2)  19(2)  25(2) -4(1) 7(1)  -2(1)
cia 31(2)  20(2)  33(2) -7(2)  11(1) 3(1)
15 21(2)  26(2)  44(2) -1(2)  20(2) -1(2)
cl6 60(3)  40(2)  42(2) -11(2)  29(2) -13(2)
c17 58(3) 66(3)  29(2)  -7(2) 9(2) -12(2)
cis 40(2)  40(2)  27(2)  -1(2) 24(2)  -4(2)
c19 31(2)  19(2)  28(2)  -4(2) 6(1)  -1(2)
€20 34(2)  22(2)  29(2) -4(2) 8(1)  -1(2)

The complete temperature factor is

2, b*2U 2 *2
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Table 4S. Interatomic distances(A) involving
non-H atoms with e.s.d.’s in parentheses for Cu(I) Polymer.

from to distance
Cu N 2.044(3)
Cu P 2.197(1)
Cu cl’ 2.378(1)
Cu Ccl 2.381(1)
P cl 1.822(3)
P c7 1.824(3)
P Cc13 1.825(3)
N c19 1.336(4)
N c20 1.341(4)
c1l cé 1.382(4)
cl c2 1.388(5)
c2 c3 1.386(5)
c3 c4 1.375(5)
(o2} c5 1.377(6)
CcS cé 1.382(5)
c7 c8 1.388(4)
c7 c12 1.389(4)
c8 Cc9 1.392(5)
c9 c10 1.382(5)
Cci10 cl1 1.380(5)
cll c12 1.393(5)
Cc13 cl4 1.393(4)
ci3 cis 1.393(4)
cl4 c15 1.393(5)
c15 cle 1.370(5)
cle c17 1.375(6)
c17 cl8 1.387(5)
c19 c20’ 1.382(4)

CAATANA TIHATITIATTIAN TTIVAT TATTIX T 4 o - T 2N

CrrorrrrATT A ATTTS TATTT

AC1 T marrAaTTTATA A AN CTrrATT v ASTY T A~ A



Table 5S. Bond angles(o) involving non-H
atoms with e.s.d.’s in parentheses for Cu(I) Polymer,
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