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1. Table S1

Table S1. Crystallographic Data and Details of Refinements for complexes 1 - 4.

1

empirical formula
fw

crystal system
space group
a(A)

b(A)

c(A)

(%)

p(°)

7 ()

V (A3)

Z

Dcalcd (mg/mS)
w(Mo-Ka)) (mm-1)
F(000)

0 range (°)

CiHisAg,AupN g

1232.30
Monoclinic
P21/C
9.4843(7)
8.6630(9)
20.9623(14)
90
99.890(7)
90
1696.7(2)

2

2412
25.424
1144

4.28 - 67.62

Collected reflections 9666
Independent reflections 2899

Rint 0.0929
Observed refls > 20(7) 2142
Parameters 235

GOF on F? 1.012

R1 (I>2c(D)? 0.0540

wR2 (I>20(0))? 0.1176
residuals (e A-3) 1.826, -1.794

2 3 4
CisHysAuN 4Zn CysHpsAupNjyZn - Cy3HzAu,Nj O3Zn
1136.01 1208.07 954.78
Triclinic Triclinic Orthorhombic
pl pl P ben
8.9756(3) 11.2779(5) 27.7951(10)
11.2053(2) 11.4229(4) 19.2710(7)
41.1536(9) 16.8703(7) 7.8649(2)
84.0567(17) 77.701(3) 90
88.165(2) 79.358(4) 90
80.659(2) 83.815(3) 90
4061.69(17) 2081.65(14) 4212.8(2)

4 2 4

1.858 1.927 1.505
14.373 14.074 13.766
2152 1148 1776

3.24 - 67.00 2.72 - 66.77 2.79 - 66.84
58197 16409 12823
14027 6837 3657
0.0503 0.0439 0.1323
11815 5795 2492

992 551 183

1.069 1.042 1.057
0.0357 0.0310 0.0666
0.0780 0.0708 0.1844
1.637,-1.758 0.927, -0.809 2.465, -2.617

aR1=3 | |Fo|-|Fe||/=|Fol,wR2=3w (Fo2-Fc?)2/Sw (Fo2)2]%

2. Figure S1

i

p =0.0261 a.u.
G =0.0200 a.u.
V =-0.0234 a.u.

H=-0.0034 a.u.
V2p = 0.0667 a.u.
A, =-0.0197 a.u.

Fig. S1 QTAIM analysis of compound 1. OnlyAg---Ag BCP is shown as a red sphere.



2. Cartesian Coordinates

Optimized dimers and trimers

Dimer T-shape
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C 5
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Antiparallel dimer
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Trimer in Fig. 12 (left)
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.0365237
.9343232
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.3177445
.9834157
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Trimer in Fig. 12 (right)
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