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Fig. S1. View of the asymmetric unit of 1 showing the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level.

5 Table S1. Atomic coordinates ( x 10%) and equivalent isotropic displacement parameters (A2 x 10°) for 1. U(eq) is defined as one third of the trace of the
orthogonalized Uij tensor.

ATOM X y z U(eq)
N(1) 8603(1) 322(1) 1144(1) 18(1)

N(2) 8209(1) 81(1) 1857(1) 19(1)
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N(3) 5368(1) 3114(1) 2013(1) 20(1)
N(4) 6433(1) 3423(1) 2419(1) 20(1)
c(1) 9164(2) 1177(1) -265(1) 19(1)
C() 9582(2) 1610(1) -910(1) 23(1)
:C(3) 9396(2) 2467(1) -975(1) 27(1)
C(4) 8762(2) 2876(1) -390(1) 28(1)
C(5) 8336(2) 2443(1) 259(1) 24(1)
C(6) 8547(2) 1584(1) 340(1) 17(1)
C(7) 8209(2) 1116(1) 1055(1) 16(1)
2 C(8) 7556(2) 1378(1) 1730(1) 16(1)
C(9) 7595(2) 695(1) 2233(1) 18(1)
C(10) 7130(2) 567(1) 3032(1) 23(1)
C(11) 6358(2) -123(1) 3181(1) 35(1)
C(12) 6007(3) -283(1) 3948(1) 44(1)
5 C(13) 6413(2) 244(1) 4569(1) 40(1)
C(14) 7133(2) 942(1) 4420(1) 38(1)
C(15) 7491(2) 1105(1) 3654(1) 29(1)
C(16) 4649(2) 1056(1) 1034(1) 24(1)
c(17) 3659(2) 642(1) 601(1) 26(1)
» C(18) 2520(2) 1048(1) 365(1) 25(1)
C(19) 2369(2) 1878(1) 569(1) 26(1)
C(20) 3360(2) 2301(1) 998(1) 24(1)
C(21) 4520(2) 1899(1) 1235(1) 19(1)
C(22) 5569(2) 2354(1) 1689(1) 18(1)
= C(23) 6859(2) 2160(1) 1890(1) 16(1)

C(24) 7347(2) 2844(1) 2346(1) 17(1)
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C(25) 8653(2) 2963(1) 2737(1) 19(1)
C(27) 9758(2) 2776(1) 2342(1) 23(1)
C(28) 10978(2)  2923(1) 2711(1) 32(1)
C(29) 11105(2)  3243(1) 3479(1) 35(1)
- C(30) 10016(2)  3417(1) 3881(1) 31(1)
C(31) 8795(2) 3283(1) 3512(1) 24(1)
S(1A) 12849(1)  5100(1) 1692(1) 22(1)
O(1A) 13231(2)  4203(1) 1675(1) 26(1)
C(33A) 14125(3)  5666(2) 1302(3) 53(1)
» C(32A) 13102(5)  5424(3) 2701(2) 54(1)
S(1B) 12969(4)  4816(2) 2641(2) 61(1)
O(1B) 13522(8)  4223(5) 2041(5) 26(1)
C(33B) 11465(12)  5052(9) 2190(8) 59(4)
C(32B) 13586(19)  5813(12)  2582(14)  75(7)
s S(1C) 14459(6)  5661(4) 627(4) 45(1)
0(1C) 13080(12)  5584(7) 741(8) 26(1)
C(32C) 15090(20)  4630(16)  501(14) 40(5)
C(33C) 14450(30)  5930(20)  -424(18)  70(10)

Table S2. Selected bond lengths [A] and angles [deg] for 1.

» N(1)-C(7) 1.341(2) N(1)-N(2) 1.349(2)
N(2)-C(9) 1.352(2) N(4)-C(24) 1.338(2)
N(4)-N(3) 1.349(2) N(3)-C(22) 1.356(2)
C(6)-C(5) 1.398(2) C(6)-C(1) 1.399(2)
C(6)-C(7) 1.478(2) C(24)-C(23) 1.409(2)

» C(24)-C(25) 1.475(2) C(22)-C(23) 1.391(2)
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C(22)-C(21) 1.475(2) C(7)-C(8) 1.424(2)
C(1)-C(2) 1.382(2) C(25)-C(27) 1.396(3)
C(25)-C(31) 1.396(2) C(21)-C(20) 1.397(3)
C(21)-C(16) 1.400(2) C(23)-C(8) 1.480(2)

- C(8)-C(9) 1.379(2) C(9)-C(10) 1.471(2)
C(20)-C(19) 1.387(3) C(16)-C(17) 1.383(3)
C(10)-C(15) 1.384(3) C(10)-C(11) 1.397(3)
C(27)-C(28) 1.388(3) C(31)-C(30) 1.386(3)
C(18)-C(17) 1.382(3) C(18)-C(19) 1.386(3)

« C(5)-C(4) 1.389(3) C(2)-C(3) 1.388(3)
C(3)-C(4) 1.385(3) C(15)-C(14) 1.387(3)
C(30)-C(29) 1.385(3) C(29)-C(28) 1.385(3)
C(14)-C(13) 1.378(3) C(11)-C(12) 1.387(3)
C(13)-C(12) 1.382(3) S(1A)-O(1A) 1.490(2)

s S(1A)-C(33A) 1.768(3) S(1A)-C(32A) 1.773(4)
S(1B)-O(1B) 1.526(9) S(1B)-C(32B) 1.725(19)
S(1B)-C(33B) 1.726(12) S(1C)-0(1C) 1.461(15)
S(1C)-C(32C) 1.79(3) S(1C)-C(33C) 1.82(3)
S(1C)-C(32C)#1 2.04(2) C(32C)-C(33C)#1 1.03(4)

» C(32C)-S(1C)#1 2.04(2) C(33C)-C(32C)#1 1.03(4)
C(7)-N(1)-N(2) 105.08(13) N(1)-N(2)-C(9) 112.88(13)
C(24)-N(4)-N(3) 105.06(13) N(4)-N(3)-C(22) 112.78(14)
C(5)-C(6)-C(1) 117.67(16) C(5)-C(6)-C(7) 122.23(15)

= C(1)-C(6)-C(7) 120.00(15) N(4)-C(24)-C(23) 111.07(15)

N(4)-C(24)-C(25) 120.30(15) C(23)-C(24)-C(25) 128.61(15)
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N(3)-C(22)-C(23) 106.06(14) N(3)-C(22)-C(21) 121.43(15)
C(23)-C(22)-C(21) 132.51(15) N(1)-C(7)-C(8) 110.43(14)
N(1)-C(7)-C(6) 118.89(15) C(8)-C(7)-C(6) 130.60(15)
C(2)-C(1)-C(6) 121.38(16) C(27)-C(25)-C(31) 119.05(16)
. C(27)-C(25)-C(24) 121.42(16) C(31)-C(25)-C(24) 119.52(16)
C(20)-C(21)-C(16) 118.08(16) C(20)-C(21)-C(22) 120.52(15)
C(16)-C(21)-C(22) 121.39(16) C(22)-C(23)-C(24) 105.03(14)
C(22)-C(23)-C(8) 128.24(15) C(24)-C(23)-C(8) 126.53(15)
C(9)-C(8)-C(7) 105.03(14) C(9)-C(8)-C(23) 123.54(15)
» C(7)-C(8)-C(23) 131.24(15) N(2)-C(9)-C(8) 106.56(15)
N(2)-C(9)-C(10) 121.29(15) C(8)-C(9)-C(10) 132.14(15)
C(19)-C(20)-C(21) 120.92(17) C(17)-C(16)-C(21) 120.57(17)
C(15)-C(10)-C(11) 119.06(17) C(15)-C(10)-C(9) 120.73(16)
C(11)-C(10)-C(9) 120.16(16) C(28)-C(27)-C(25) 120.40(17)
s C(30)-C(31)-C(25) 120.27(18) C(17)-C(18)-C(19) 119.32(17)
C(4)-C(5)-C(6) 120.68(17) C(1)-C(2)-C(3) 120.48(17)
C(18)-C(17)-C(16) 120.82(17) C(4)-C(3)-C(2) 118.85(17)
C(10)-C(15)-C(14) 120.30(18) C(18)-C(19)-C(20) 120.27(17)
C(3)-C(4)-C(5) 120.91(17) C(29)-C(30)-C(31) 120.21(18)
» C(30)-C(29)-C(28) 120.10(19) C(29)-C(28)-C(27) 119.95(19)
C(13)-C(14)-C(15) 120.37(19) C(12)-C(11)-C(10) 120.24(19)
C(14)-C(13)-C(12) 119.89(19) C(13)-C(12)-C(11) 120.0(2)
O(1A)-S(1A)-C(33A) 106.27(15) O(1A)-S(1A)-C(32A) 106.22(18)
C(33A)-S(1A)-C(32A) 98.0(2) O(1B)-S(1B)-C(32B) 112.3(9)
= O(1B)-S(1B)-C(33B) 102.6(6) C(32B)-S(1B)-C(33B) 95.7(8)
0(1C)-S(1C)-C(32C) 107.7(9) 0(1C)-S(1C)-C(33C) 102.0(11)
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C(32C)-S(1C)-C(33C) 94.6(14) O(1C)-S(1C)-C(32C)#1  113.3(9)
C(32C)-S(1C)-C(32C)#1  64.5(12) C(33C)-S(1C)-C(32C)#1  30.4(11)
C(33C)#1-C(32C)-S(1C)  173(3) C(33C)#1-C(32C)-S(1C)#1  63(2)
S(1C)-C(32C)-S(IC)#1  115.5(12) C(32C)#1-C(33C)-S(1C)  87(2)

Symmetry transformations used to generate equivalent atoms:

#1 -x+3,-y+1,-z
C12
C11 - c5 C6
74 <
Cc13 C1004 D o3 C457 X C7
%) (S )
ca3 ca$14 S—Fca
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ca4 Cuta? Cu2 cz i) C22
$C4 N V) C23
C45 \ C33 . C19 Oty
K i C24
| Y Cc16
C32 A i) (I % |
ey Cu3 5 17
C34 c3 [/ C18
(A__C35 (=Dc25
CIf §
& " C29 \" 5 C26
Y Y



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

Fig. S2. View of the asymmetric unit of CFA-2 showing the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level.

Table S3. Atomic coordinates (x 10*) and equivalent isotropic displacement parameters (A% x 10%) for CFA-2. U(eq) is defined as one third of the trace of
the orthogonalized Uij tensor.

s ATOM X y z U(eq)
Cu(l) 766(1) 3804(1) -215(1) 33(1)
Cu(2) 1285(1) 3237(1) 551(1) 32(1)
Cu(3) 1499(1) 4257(1) 388(1) 34(1)
N(L) 536(1) 3286(1) -9(1) 32(1)

»N(2) 791(1) 3028(1) 259(1) 33(1)
N(3) 1736(1) 3499(1) 873(1) 34(1)
N(4) 1753(1) 3944(1) 862(1) 35(1)
N(5) 1289(1) 4543(1) -124(1) 37(1)
N(6) 1015(1) 4321(1) -408(1) 37(1)

s C(1) 162(1) 3074(1) -89(1) 30(1)
C(2) 170(1) 2666(1) 125(1) 30(1)
C(3) 574(1) 2656(1) 346(1) 29(1)
C(4) 778(1) 2349(1) 669(1) 31(1)
C(5) 913(1) 1937(1) 545(1) 41(1)

. C(6) 1133(1) 1681(1) 856(1) 47(1)
c(7) 1225(1) 1834(1) 1286(1) 45(1)
C(8) 1089(1) 2240(1) 1415(1) 41(1)
C(9) 865(1) 2498(1) 1111(1) 36(1)
C(10) -196(1) 3282(1) -341(1) 37(1)

» C(11) -447(1) 3048(1) -653(1) 48(1)
C(12) -797(1) 3245(1) -865(1) 66(1)

C(13) -901(1) 3670(1) -772(1) 70(1)
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C(14)
C(15)
C(16)
C(17)
. C(18)
C(19)
C(20)
C(21)
C(22)
o C23)
C(24)
C(25)
C(26)
C(27)
s C(28)
C(29)
C(30)
C(31)
C(32)
» C(33)
C(34)
C(35)
C(36)
C(37)
= C(38)

C(39)

-660(1)
-307(1)
2015(1)
2219(1)
2041(1)
2084(1)
2154(1)
2257(1)
2288(1)
2210(1)
2109(1)
2121(1)
2546(1)
2619(2)
2271(2)
1863(2)
1782(1)
1404(1)
1204(1)
965(1)

1702(1)
2097(1)
2375(1)
2275(2)
1883(1)

1601(1)

3903(1)
3711(1)
3362(1)
3719(1)
4080(1)
2901(1)
2593(1)
2169(1)
2049(1)
2349(1)
2770(1)
4544(1)
4698(1)
5139(1)
5421(1)
5273(1)
4832(1)
4915(1)
4934(1)
4552(1)
5229(1)
5101(1)
5410(1)
5834(1)
5969(1)

5666(1)

-469(1)
-251(1)
1197(1)
1395(1)
1176(1)
1309(1)
971(1)
1088(1)
1539(1)
1878(1)
1763(1)
1247(1)
1292(1)
1367(2)
1395(2)
1350(2)
1275(1)
-336(1)
-762(1)
-793(1)
-129(1)
54(1)
233(1)
221(2)
41(1)

-134(1)

60(1)
44(1)
32(1)
33(1)
35(1)
38(1)
49(1)
62(1)
65(1)
58(1)
45(1)
49(1)
69(1)
108(2)
126(2)
112(2)
74(1)
35(1)
33(1)
35(1)
42(1)
63(1)
92(1)
102(1)
82(1)

57(1)
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C(40) 702(1) 4391(1)  -1180(1) 40(1)
C(41) 296(1) 4215(1)  -1111(1) 56(1)
C(42) 54(1) 4058(1)  -1471(1) 79(1)
C(43) 220(1) 4083(1)  -1911(1) 88(1)
. C(44) 615(1) 4263(1)  -1985(1) 83(1)
C(45) 862(1) 4419(1)  -1621(1) 58(1)
Table $4. Selected bond lengths [A] and angles [deg] for CFA-2.
Cu(1)-N(1) 1.8487(18) C(16)-C(17) 1.397(3)
Cu(1)-N(6) 1.8565(19) C(16)-C(19) 1.474(3)
» Cu(2)-N(@3) 1.8626(18) C(17)-C(18) 1.395(3)
Cu(2)-N(2) 1.8631(18) C(17)-C(32)#2 1.469(3)
Cu(3)-N(5) 1.8593(17) C(18)-C(25) 1.468(3)
Cu(3)-N(4) 1.8628(17) C(19)-C(20) 1.389(3)
N(1)-C(1) 1.347(3) C(19)-C(24) 1.391(3)
s N(D)-N(Q2) 1.366(2) C(20)-C(21) 1.389(4)
N(2)-C(3) 1.351(3) C(21)-C(22) 1.376(5)
N(3)-C(16) 1.351(3) C(22)-C(23) 1.375(5)
N(3)-N(4) 1.373(3) C(23)-C(24) 1.378(4)
N(4)-C(18) 1.347(3) C(25)-C(30) 1.374(4)
» N(5)-C(31) 1.350(3) C(25)-C(26) 1.402(4)
N(5)-N(6) 1.368(3) C(26)-C(27) 1.397(5)
N(6)-C(33) 1.345(3) C(27)-C(28) 1.384(8)
C(1)-C(2) 1.405(3) C(28)-C(29) 1.344(8)
C(1)-C(10) 1.475(3) C(29)-C(30) 1.400(5)
= C(2)-C(3) 1.406(3) C(31)-C(32) 1.394(3)

C(2)-C(2)#1 1.466(4) C(31)-C(34) 1.468(3)
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C(3)-C(4)
C(4)-C(5)
C(4)-C(9)
C(5)-C(6)

. C(6)-C(7)
C(7)-C(8)
C(8)-C(9)
C(10)-C(15)
C(10)-C(11)

 C(14)-C(15)
C(37)-C(38)
C(38)-C(39)
C(40)-C(41)
C(40)-C(45)

1.478(3)
1.388(3)
1.398(3)
1.383(3)
1.378(4)
1.374(4)
1.379(3)
1.391(3)
1.396(3)
1.393(4)
1.383(6)
1.375(4)
1.380(4)

1.384(4)

C(32)-C(33)

C(32)-C(17)#3

C(33)-C(40)
C(34)-C(39)
C(34)-C(35)
C(35)-C(36)
C(11)-C(12)
C(12)-C(13)
C(13)-C(14)
C(36)-C(37)
C(41)-C(42)
C(42)-C(43)
C(43)-C(44)

C(44)-C(45)

1.391(3)
1.469(3)
1.482(3)
1.383(4)
1.386(4)
1.385(5)
1.387(4)
1.376(5)
1.364(5)
1.344(6)
1.380(4)
1.390(5)
1.357(5)

1.395(4)

N(1)-Cu(1)-N(6)
N(3)-Cu(2)-N(2)
N(5)-Cu(3)-N(4)
C(1)-N(1)-N(2)
» C(1)-N(1)-Cu(1)
N(2)-N(1)-Cu(1)
C(3)-N(2)-N(1)
CB3)-N()-Cu(2)
N(1)-N(2)-Cu(2)
» C(16)-N(3)-N(4)

C(16)-N(3)-Cu(2)

177.78(8)

173.04(8)

174.02(8)

108.02(15)
133.64(13)
118.15(12)
108.63(15)
127.73(14)
122.10(12)
107.70(16)

134.13(14)

C(13)-C(14)-C(15)
C(10)-C(15)-C(14)
N(3)-C(16)-C(17)
N(3)-C(16)-C(19)
C(17)-C(16)-C(19)
C(16)-C(17)-C(18)
C(16)-C(17)-C(32)#2
C(18)-C(17)-C(32)#2
N(4)-C(18)-C(17)
N(4)-C(18)-C(25)

C(17)-C(18)-C(25)

120.0(3)

120.8(2)

109.45(17)
123.37(18)
127.18(18)
105.09(17)
125.96(18)
128.83(19)
109.04(18)
120.71(18)

130.25(19)
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N(4)-N(3)-Cu(2)
C(18)-N(4)-N(3)
C(18)-N(4)-Cu(3)
N(3)-N(4)-Cu(3)

- C(31)-N(5)-N(6)
C(31)-N(5)-Cu(3)
N(6)-N(5)-Cu(3)
C(33)-N(6)-N(5)
C(33)-N(6)-Cu(1)

» N(5)-N(6)-Cu(1)
N(1)-C(1)-C(2)
N(1)-C(1)-C(10)
C(2)-C(1)-C(10)
C(1)-C(2)-C(3)

» C(1)-C(2)-C(2)#1
C(3)-C(2)-C()#1
N(2)-C(3)-C(2)
N(2)-C(3)-C(4)
C(2)-C(3)-C(4)

 C(5)-C(4)-C(9)
C(5)-C(4)-C(3)
C(9)-C(4)-C(3)
C(6)-C(5)-C(4)
C(7)-C(6)-C(5)

» C(8)-C(7)-C(6)

C(7)-C(8)-C(9)

116.72(12)
108.72(16)
128.71(14)
121.24(13)
107.98(16)
132.95(15)
117.97(13)
108.29(16)
131.66(15)
119.99(13)
110.00(17)
121.18(17)
128.67(18)
103.97(17)
127.9(2)

128.1(2)

109.37(17)
116.96(17)
133.41(18)
119.07(19)
123.01(18)
117.76(18)
119.9(2)

120.6(2)

120.1(2)

120.0(2)

C(20)-C(19)-C(24)
C(20)-C(19)-C(16)
C(24)-C(19)-C(16)
C(21)-C(20)-C(19)
C(22)-C(21)-C(20)
C(23)-C(22)-C(21)
C(22)-C(23)-C(24)
C(23)-C(24)-C(19)
C(30)-C(25)-C(26)
C(30)-C(25)-C(18)
C(26)-C(25)-C(18)
C(27)-C(26)-C(25)
C(28)-C(27)-C(26)
C(29)-C(28)-C(27)
C(28)-C(29)-C(30)
C(25)-C(30)-C(29)
N(5)-C(31)-C(32)

N(5)-C(31)-C(34)

C(32)-C(31)-C(34)
C(33)-C(32)-C(31)

C(33)-C(32)-C(17)#3

C(31)-C(32)-C(17)#3

N(6)-C(33)-C(32)
N(6)-C(33)-C(40)
C(32)-C(33)-C(40)

C(39)-C(34)-C(35)

118.4(2)
121.6(2)
119.9(2)
120.2(3)
120.3(3)
120.1(2)
119.7(3)
121.3(3)
119.2(3)
120.8(3)
119.9(2)
119.7(4)
119.7(4)
120.5(3)
120.8(4)
120.0(4)
109.34(18)
122.44(18)
128.21(18)
104.85(17)
126.07(19)
129.05(19)
109.54(18)
121.77(19)
128.66(18)

118.7(2)
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C(8)-C(9)-C(4) 120.4(2) C(39)-C(34)-C(31) 119.8(2)
C(15)-C(10)-C(11) 118.5(2) C(35)-C(34)-C(31) 121.4(2)
C(15)-C(10)-C(1) 120.2(2) C(36)-C(35)-C(34) 119.7(3)
C(11)-C(10)-C(1) 121.2(2) C(37)-C(36)-C(35) 121.0(3)
. C(12)-C(11)-C(10) 119.9(3) C(36)-C(37)-C(38) 120.3(3)
C(13)-C(12)-C(11) 120.7(3) C(14)-C(13)-C(12) 120.2(3)
C(39)-C(38)-C(37) 119.4(3) C(42)-C(41)-C(40) 121.1(3)
C(38)-C(39)-C(34) 120.9(3) C(41)-C(42)-C(43) 119.3(3)
C(41)-C(40)-C(45) 119.0(2) C(44)-C(43)-C(42) 120.2(3)
 C(41)-C(40)-C(33) 121.1(2) C(43)-C(44)-C(45) 120.5(3)
C(45)-C(40)-C(33) 119.9(2) C(40)-C(45)-C(44) 119.9(3)

Symmetry transformations used to generate equivalent atoms:

#1 -x+0,-y+1/2,z+0; #2 -y+3/4,x+1/4,z+1/4; #3 y-1/4,-x+3/4,z-1/4

15
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Fig. S3. View of the asymmetric unit of CFA-3 showing the atom numbering scheme. Displacement ellipsoids are drawn at the 50% probability level.

s Table S5. Atomic coordinates ( x 1074) and equivalent isotropic displacement parameters (A2 x 10°3) for CFA-3.. U(eq) is defined as one third of the
trace of the orthogonalized Uij tensor.

ATOM X y z U(eq)
Ag(1) 7649(1) 1905(1) 9973(1) 37(1)
Ag(2) 6599(1) 2853(1) 9482(1) 38(1)
10 Ag(3) 8702(1) 2850(1) 10384(1) 40(1)
Ag(4) 3064(1) 664(1) 6103(1) 42(1)
Ag(5) 2714(1) 1532(1) 4914(1) 42(1)
Ag(6) 2196(1) 664(1) 3723(1) 40(1)
N(1) 6033(3) 2311(1) 8930(3) 30(1)
s N(2) 6389(3) 1932(1) 9156(3) 31(1)
N(3) 7225(3) 3399(1) 9934(3) 35(1)
N(4) 8075(3) 3404(1) 9982(3) 35(1)
N(5) 8913(3) 1936(2) 10771(3) 34(1)
N(6) 9295(3) 2313(2) 10937(3) 35(1)
» N(7) 3518(3) 1514(2) 6171(3) 37(1)

N(8) 3407(4) 1222(1) 6731(3) 38(1)
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C(26)
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C(28)
C(29)
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C(32)
C(33)

2787(4)
2331(3)
1974(3)
1905(3)
5281(4)
5138(4)
5859(4)
6067(4)
6311(5)
6453(6)
6397(7)
6170(6)
6003(5)
4734(4)
3896(5)
3405(5)
3737(6)
4557(6)
5071(5)
4421(4)
4121(4)
3947(4)
3926(4)
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3832(7)
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5235(5)
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8061(6)
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7967(4)
7987(5)
7650(5)
7286(6)
7263(5)
7600(4)
7464(4)
6598(4)
7522(4)
8289(4)
9010(5)
9732(6)
9746(6)
9039(7)
8313(5)
6156(4)
5708(4)
5300(5)
5328(5)
5778(5)
6183(5)
11264(4)
11740(4)
11521(4)

37(1)
36(1)
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77(3)
82(3)
70(3)
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29(1)
32(2)
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C(34)
C(35)
C(36)
C(37)
. C(38)
C(39)
C(40)
C(41)
C(42)
» C(43)
C(44)
C(45)
C(46)
C(47)
 C(48)
C(49)
C(50)
C(51)
C(52)
» C(53)
C(54)
C(55)
C(56)
C(57)
» C(60)
C(63)
C(64)
C(65)
C(66)
» C(67)
C(68)
C(69)
C(70)
C(71)
= C(72)
C(73)
C(74)

9223(4)
9343(5)
9119(7)
8778(8)
8661(7)
8864(6)
10946(4)
11399(4)
11385(4)
11251(8)
11270(10)
11411(9)
11476(8)
11473(6)
10619(4)
10315(5)
10834(7)
11659(6)
11959(5)
11451(5)
8334(4)
7652(4)
6956(4)
9219(4)
10862(6)
7614(4)
6078(4)
5380(5)
4559(5)
4437(6)
5111(6)
5940(5)
1284(4)
1036(5)
194(5)
-47(6)
560(7)

1228(2)
1029(2)

622(3)

415(3)

600(3)
1008(2)
1672(2)
1319(2)
1087(2)

671(2)

465(3)

675(4)
1082(3)
1283(3)
2633(2)
2953(2)
3293(2)
3311(3)
2986(3)
2649(2)
3795(2)
4051(2)
3790(2)
3905(2)
4125(3)
4499(2)
3894(2)
3721(3)
3838(3)
4144(3)
4323(3)
4201(3)
1791(2)
2139(2)
2190(2)
2520(3)
2804(3)

11279(4)
12068(5)
12091(7)
11334(8)
10566(7)
10532(5)
12395(4)
12319(4)
11544(4)
11473(6)
10724(8)
10051(7)
10098(6)
10844(5)
11834(4)
12199(5)
12512(7)
12439(7)
12091(6)
11779(5)
10022(4)
10022(4)

9968(4)
10028(4)
10023(6)
10042(4)

9939(4)

9353(6)

9311(7)

9827(7)
10399(7)
10462(5)

3252(4)

3701(4)

3700(5)

4100(6)

4532(6)

37(2)
52(2)
77(3)
93(4)
85(3)
60(2)
30(1)
33(2)
38(2)
81(3)
117(5)
103(4)
86(3)
66(2)
39(2)
56(2)
81(3)
82(3)
72(3)
53(2)
30(1)
31(1)
32(2)
39(2)
78(3)
31(2)
34(2)
64(2)
81(3)
81(3)
76(3)
59(2)
34(2)
38(2)
52(2)
66(2)
73(3)
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C(75) 1392(7) 2760(3) 4542(6) 73(3)
C(76) 1644(5) 2426(2) 4130(5) 56(2)
c(77) 2825(4) -248(2) 5630(4) 29(1)
C(78) 3314(5) -365(2) 6518(4) 43(2)

. C(79) 4169(6) -302(3) 6815(6) 85(3)
C(80) 4626(8) -435(4) 7666(8) 117(5)
C(81) 4224(10) -617(4) 8165(7) 104(5)
C(82) 3401(12) -673(5) 7881(8) 140(6)
C(83) 2925(8) -549(4) 7047(7) 109(5)

» C(84) 2087(4) -241(2) 4250(4) 31(1)
C(85) 1601(5) -344(2) 3350(5) 47(2)
C(88) 709(9) -571(4) 1683(8) 104(4)
C(86A) 750(8) -474(4) 3183(8) 79(4)
C(87A) 318(10) -573(5) 2321(10) 103(6)

= C(89A) 1552(13) -451(6) 1911(8) 110(6)
C(90A) 2003(8) -328(4) 2743(7) 70(4)
C(86B) 920(19) -146(10)  2800(20) 48(9)
C(87B) 480(20) -236(12)  1960(20) 59(11)
C(89B) 1370(30) -788(15)  2020(30) 75(13)

. C(90B) 1870(20) -671(11)  2870(20) 47(9)
C(58A) 9359(6) 4268(3) 9631(7) 60(3)
C(59A) 10183(7) 4385(3) 9645(8) 75(4)
C(61A) 10732(7) 3776(4)  10376(11) 100(6)
C(62A) 9925(6) 3663(3)  10372(8) 72(4)

 C(58B) 9580(50)  4240(20)  10470(40) 100(30)
C(59B) 10410(50)  4350(20)  10520(40) 90(20)
C(61B) 10470(40)  3747(16)  9720(30) 45(14)
C(62B) 9640(30)  3677(15)  9690(30) 43(14)
Table S6. Selected bond lengths [A] and angles [deg] for CFA-3.

Ag(1)-N(5) 2.087(5) C(34)-C(35) 1.401(10)
Ag(1)-N(2) 2.093(5) C(35)-C(36) 1.385(11)

= Ag(2)-N(1) 2.079(5) C(36)-C(37) 1.369(14)
Ag(2)-N(3) 2.080(5) C(37)-C(38) 1.349(14)
Ag(2)-Ag(3) 3.3087(7) C(38)-C(39) 1.383(11)
Ag(3)-N(6) 2.079(5) C(40)-C(70)#2 1.393(8)
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Ag(3)-N(4) 2.091(5) C(40)-C(41) 1.397(8)
Ag(4)-N(9) 2.085(5) C(41)-N(11)#2 1.354(7)
Ag(4)-N(8) 2.089(5) C(41)-C(42) 1.465(9)
Ag(5)-N(12) 2.062(5) C(42)-C(47) 1.351(10)
. Ag(5)-N(7) 2.075(5) C(42)-C(43) 1.380(10)
Ag(6)-N(10) 2.080(5) C(43)-C(44) 1.400(13)
Ag(6)-N(11) 2.106(5) C(44)-C(45) 1.367(16)
N(1)-C(1) 1.332(7) C(45)-C(46) 1.337(14)
N(1)-N(2) 1.373(7) C(46)-C(47) 1.382(12)
»N(2)-C(3) 1.339(7) C(48)-C(49) 1.371(10)
N(3)-C(56) 1.361(7) C(48)-C(53) 1.390(10)
N(3)-N(4) 1.369(7) C(49)-C(50) 1.401(11)
N(4)-C(54) 1.343(7) C(50)-C(51) 1.389(14)
N(5)-C(31) 1.350(7) C(51)-C(52) 1.365(13)
s N(5)-N(6) 1.374(7) C(52)-C(53) 1.383(11)
N(6)-C(33) 1.342(7) C(54)-C(55) 1.395(8)
N(7)-C(17) 1.333(7) C(54)-C(57) 1.487(9)
N(7)-N(8) 1.368(7) C(55)-C(56) 1.403(9)
N(8)-C(18) 1.354(7) C(55)-C(63) 1.470(8)
» N(9)-C(77) 1.346(7) C(56)-C(64) 1.462(9)
N(9)-N(10) 1.368(7) C(57)-C(62B) 1.25(5)
N(10)-C(84) 1.347(7) C(57)-C(58B) 1.34(9)
N(11)-C(41)#1 1.354(7) C(57)-C(62A) 1.375(11)
N(11)-N(12) 1.373(7) C(57)-C(58A) 1.403(11)
» N(12)-C(70) 1.353(7) C(60)-C(61A) 1.325(15)
C(1)-C(2) 1.405(8) C(60)-C(59A) 1.386(14)
C(1)-C(10) 1.486(8) C(60)-C(61B) 1.41(5)
C(2)-C(3) 1.394(8) C(60)-C(59B) 1.44(8)
C(2)-C(16) 1.479(7) C(63)-C(77)#3 1.388(8)
» C(3)-C(4) 1.483(8) C(63)-C(84)#3 1.397(8)
C(4)-C(5) 1.373(10) C(64)-C(65) 1.372(9)
C(4)-C(9) 1.385(10) C(64)-C(69) 1.378(10)
C(5)-C(6) 1.387(11) C(65)-C(66) 1.376(11)
C(6)-C(7) 1.380(14) C(66)-C(67) 1.360(13)
= C(7)-C(8) 1.370(13) C(67)-C(68) 1.345(12)
C(8)-C(9) 1.382(10) C(68)-C(69) 1.387(12)

C(10)-C(11) 1.383(10) C(70)-C(40)#1 1.393(8)



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

C(10)-C(15) 1.394(9) C(70)-C(71) 1.476(9)

C(11)-C(12) 1.383(10) C(71)-C(72) 1.385(11)
C(12)-C(13) 1.362(12) C(71)-C(76) 1.392(10)
C(13)-C(14) 1.353(12) C(72)-C(73) 1.379(11)

. C(14)-C(15) 1.385(10) C(73)-C(74) 1.388(13)
C(16)-C(18) 1.399(8) C(74)-C(75) 1.361(14)
C(16)-C(17) 1.401(8) C(75)-C(76) 1.408(11)
C(17)-C(25) 1.461(9) C(77)-C(63)#4 1.388(8)
C(18)-C(19) 1.472(9) C(77)-C(78) 1.477(9)

» C(19)-C(20) 1.381(10) C(78)-C(79) 1.351(11)
C(19)-C(24) 1.382(9) C(78)-C(83) 1.353(12)
C(20)-C(21) 1.379(11) C(79)-C(80) 1.431(14)
C(21)-C(22) 1.361(13) C(80)-C(81) 1.328(18)
C(22)-C(23) 1.377(15) C(81)-C(82) 1.298(19)

 C(23)-C(24) 1.384(12) C(82)-C(83) 1.408(15)
C(25)-C(26) 1.380(9) C(84)-C(63)#4 1.397(8)
C(25)-C(30) 1.401(10) C(84)-C(85) 1.480(9)
C(26)-C(27) 1.392(10) C(85)-C(90A) 1.340(14)
C(27)-C(28) 1.338(12) C(85)-C(86B) 1.36(3)

» C(28)-C(29) 1.387(12) C(85)-C(86A) 1.401(14)
C(29)-C(30) 1.387(11) C(85)-C(90B) 1.47(4)
C(31)-C(32) 1.381(8) C(88)-C(89B) 1.27(5)
C(31)-C(34) 1.480(8) C(88)-C(87B) 1.28(4)
C(32)-C(33) 1.397(8) C(88)-C(87A) 1.37(2)

» C(32)-C(40) 1.486(8) C(88)-C(89A) 1.37(2)
C(33)-C(48) 1.484(8) C(86A)-C(87A) 1.406(18)
C(34)-C(39) 1.383(9) C(89A)-C(90A) 1.394(17)
C(86B)-C(87B) 1.38(5) C(61A)-C(62A) 1.368(14)
C(89B)-C(90B) 1.44(6) C(58B)-C(59B) 1.38(10)

+ C(58A)-C(59A) 1.394(14) C(61B)-C(62B) 1.36(7)
NG)-Ag(1)-N(2)  174.66(19) C(31)-N(5)-Ag(l)  134.2(4)
N(1)-Ag(2)-N3)  174.1(2) N(6)-N(5)-Ag(l)  118.3(3)
N(1)-Ag(2)-Ag(3) 117.20(14) C(33)-N(6)-N(5)  108.9(5)

+N(3)-Ag(2)-Ag(3)  60.65(14) C(33)-N(6)-Ag(3)  127.8(4)
N(6)-Ag(3)-N(4)  172.5(2) N(G)-N(6)-Ag(3)  123.3(3)

N(6)-Ag(3)-Ag(2) 118.90(14) C(L7)-N(7)-N(8)  109.0(5)
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N(4)-Ag(3)-Ag(2)  60.78(14) C(17)-N(7)-Ag(5)  130.3(4)
N(9)-Ag(4)-N(@8)  172.1(2) N(8)-N(7)-Ag(5)  120.4(4)
N(12)-Ag(5)-N(7)  177.66(19) C(18)-N(8)-N(7)  108.1(5)
N(10)-Ag(6)-N(11) 170.9(2) C(18)-N(8)-Ag(4)  130.4(4)
.C(1)-N(1)-N(2)  108.6(4) N(7)-N(8)-Ag(4)  110.8(4)
C(1)-N(1)-Ag(2)  127.4(4) C(77)-N(9)-N(10)  108.6(5)
N(@2)-N(1)-Ag(2)  124.0(3) C(77)-N(9)-Ag(4)  126.3(4)
C(3)-N(2-N(1)  108.0(4) N(10)-N(9)-Ag(4)  123.2(4)
C(3)-N(2)-Ag(l)  133.3(4) C(84)-N(10)-N(9)  107.8(5)
o N(1)-N(@2)-Ag(l)  117.8(3) C(84)-N(10)-Ag(6)  128.7(4)
C(56)-N(3)-N(4)  108.6(5) N(9)-N(10)-Ag(6)  123.2(4)
C(56)-N(3)-Ag(2) 133.8(4) C(41)#1-N(11)-N(12) 108.1(5)
N(@4)-N(@3)-Ag(2)  114.6(4) C(41)#1-N(11)-Ag(6) 127.5(4)
C(54)-N(4)-N(3)  108.4(5) N(12)-N(11)-Ag(6) 108.8(4)
s C(54)-N(4)-Ag(3) 134.0(4) C(70)-N(12)-N(11) 108.0(5)
N(3)-N(4)-Ag(3)  113.5(4) C(70)-N(12)-Ag(5) 130.5(4)
C(31)-N(5)-N(6)  107.1(5) N(11)-N(12)-Ag(5) 121.3(4)

Symmetry transformations used to generate equivalent atoms:
w0 #1 X-1)y,2-1; #2 x+1,y,z+1; #3 -x+1,y+1/2,-2+3/2; #4 -x+1,y-1/2,-2+3/2
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Fig. S4. Single crystal of CFA-2 after solvent removal.
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Fig. S5. VTXRPD plots of CFA-3 under air.

e 400°C

.J\J.L | T 350°C
- S

]M 300°C

ILMW 200°C

] Ui 100°C

J 30°C
sAd s "

X I 1 . 1 L. I L I X I % I ¥ I 1 I X |

5 10 15 20 25 30 35 40 45 50 55 60



Electronic Supplementary Material (ESI) for Dalton Transactions
This journal is © The Royal Society of Chemistry 2013

Intensity (a.u.)

—— CFA-2 crystal model
1 —— CFA-2 (after removal of solvent) measured
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Fig. S6. Comparison of XRPD patterns for CFA-2 model and CFA-2 sample after removal of the solvent.
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Fig. S7. XRPD patterns of CFA-2: black line — calculated pattern, red — CFA-2 oxidized by oxygen in NMP, green — reduced by heating in DMF at 120
°C during 3-4 hours..
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Fig. S8. IR spectra for 1 (black), 2 (red) and 3 (green).
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Fig. S9. *H NMR spectra DMSO-d; (&) and CDCls/MeOH-d, 4:1 (b) for 1.
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Fig. $10. ®C NMR spectrum CDCls/MeOH-d, 4:1 for 1.



