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Figure S1. The positive-ion ESI mass spectrum of 2 in MeCN (a), the observed (b) and the simulated (c) isotopic
patterns for the [(7°-CsMes),Mo,(us-S)sCu]” cation; the observed (d) and the simulated (e) isotopic patterns for the
[(7°-CsMes),Mo(uz-S)sCu(MeCN)]* cation.
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Figure S2. The positive-ion ESI mass spectrum of 3 in MeCN (a), the observed (b) and the simulated (c) isotopic
patterns for the {[(;7°-CsMes),M0,(15-S)sCu(MeCN),](ClO4)} cation; and the observed (d) and the simulated (e)
isotopic patterns for the {[(;°-CsMes),M0,(1s-S)4Cu,](ClO4)} cation.
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Figure S3. The positive-ion ESI mass spectrum of 4 in MeCN (a), the observed (b) and the simulated (c) isotopic
patterns for the {[(17°-CsMes),M0,(1s-S)sCua(bipy)](PFs)+3MeCN}" cation.

D\Desktop\daltonirevised\ESI 2008-12-24 11:26:22 4
ESI

4#12-20 RT-0.28-049 AV: 9 NL: 6.84E5
T: + ¢ ESI Full ms [ 200.00-2000.00)

100 13321
] 13358
90 1336.8
80
] 1080.0 13302 | 1337.7
70
g - 656.4 1081.0 1338.7
8 604 657.4 10826 13397
5 11466
< 507 6356 1329.1
2 6523 1076.1 83l oo
§ 40 cai0 1147.7
307 ' 1171.2 1341.6
: 6966 e 13252 fl 13426
T 6502 :
20 8975 13204 W 13435
] 699.7 1316.1 il 13445
104 wee 4899 owoiE 10737 15128 4206
o128 UYL L5 4871 10050, & 15190 16008  1716.1 18631 19637
S AAAR LARAS RARAE] T T T T T T T T T T T T T T T T T T T 1
200 400 600 800 1000 1200 1400 1600 1800 2000
miz

(@)

S10



Electronic Supplementary Information for Dalton Transactions
This journal is © The Royal Society of Chemistry 2009

D\Desktop\daltonirevised\ESIV 2008-12-24 11:26:22 4
ESI
4#1220 RT 028-049 AV- 9 NL 366E5
T: + ¢ ES| Full ms [ 200.00-2000.00]
100~ 11456
] 11445 11466
907 11436 '
1 11427
80
70 1147.7
[ 1141.3
& 60
S 73 1140.0
S
< 505
e
= 7
B 404 1149.0
2 B 1138.8 1141.9
307 1149.8
] 11483 1150.7
20 1379 1140.7
] 1136.9 : 1151.8
10 11450 1152.5
] ‘ : 1151.2 ‘
= - | |
-—
1136 1138 1140 1142 1144 1146 1148 1150 1152
m/z
C36H4TCU2FEMO2NSPS4 2008-1-1 152523
C36 H4T Cu2 F& Mo2 N5 P1 S4
B 1142 Simulation
Centroid
Resolution:
1144 Daltons 0.13
1140 1143 at 5% height
Charges 1
Chrgdist 0
1141 lons 865392
Min lon Ab, 1e-020
Min lons 5000
Max lons. 20000
45 s
1138
1139
8 0755
5 0702
< |
3 0657
0.604
0557
E 1137 1147
0.51%E 1148
0457
0‘4&; 1136
0355
1135
1149
1134 1150
0107
3N 1151
005 133 1152
0035 1132 | 1134 | 1134 1136 | 1137 | 1138 | 1138 1140 | 1140 | 1142 | 1142 1144 1144 1145 | 1146 1147 [1148 [1149 1180 [1151 |
. ¥ T T LRARM | T T T T T T T T T T T T T T T T T T T T T T T T T T
1132 1134 1136 1138 1140 1142 1144 1146 1148 1150
miz

(©

S11




Electronic Supplementary Information for Dalton Transactions
This journal is © The Royal Society of Chemistry 2009

Figure S4. The positive-ion ESI mass spectrum of 5 in MeCN (a), the observed (b) and the simulated (c) isotopic
patterns for the [(;°-CsMes),Mo,(us-S)sCu(bpee)]” cation.
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Figure S5. The positive-ion ESI mass spectrum of 6 in MeCN (a), the observed (b) and the simulated (c) isotopic

patterns for the [(;°-CsMes),Mo,(us-S)sCu(bpea)]” cation.
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Figure S6. The positive-ion ESI mass spectrum of 7 in MeCN (a), the observed (b) and the simulated (c) isotopic
patterns for the [(;°-CsMes),Mo,(us-S)sCu(dppe)]* cation.
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Figure S7. The positive-ion ESI mass spectrum of 8 in MeCN (a), the observed (b) and the simulated (c) isotopic
patterns for the {[(;7>-CsMes),M0,(15-S)4Cu,(dppb)]o(ClO,),}** dication.
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Figure S8. Z-scan data of a 2.34 x 10 M MeCN solution of 3 at 532 nm. (a) The data were evaluated under the open

s aperture configuration. (b) The data were assessed by dividing the normalized Z-scan data obtained under the closed

10

aperture by the normalized Z-scan data in (a). The black squares are the experimental data, and the solid curve is the
theoretical fit.
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Figure S9. Z-scan data of 2.71 x 10* M MeCN of 4 at 532 nm. (a) The data were evaluated under the open aperture
configuration. (b) The data were assessed by dividing the normalized Z-scan data obtained under the closed aperture
by the normalized Z-scan data in (). The black dots are the experimental data, and the solid curve is the theoretical
fit.
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Figure S10. Z-scan data of 2.97 x 10* M MeCN of 5 at 532 nm. (a) The data were evaluated under the open
aperture configuration. (b) The data were assessed by dividing the normalized Z-scan data obtained under the closed
aperture by the normalized Z-scan data in (a). The black dots are the experimental data, and the solid curve is the

s theoretical fit.
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Figure S11. Z-scan data of 1.68 x 10* M MeCN of 6 at 532 nm. (a) The data were evaluated under the open
o aperture configuration. (b) The data were assessed by dividing the normalized Z-scan data obtained under the closed
aperture by the normalized Z-scan data in (a). The black dots are the experimental data, and the solid curve is the

theoretical fit.
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Figure S12. Z-scan data of 1.22 x 10* M MeCN of 7 at 532 nm. (a) The data were evaluated under the open

aperture configuration. (b) The data were assessed by dividing the normalized Z-scan data obtained under the closed

s aperture by the normalized Z-scan data in (a). The black dots are the experimental data, and the solid curve is the

theoretical fit.
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(@) The data were evaluated under the open

aperture configuration. (b) The data were assessed by dividing the normalized Z-scan data obtained under the closed

aperture by the normalized Z-scan data in (a). The black dots are the experimental data, and the solid curve is the

theoretical fit.
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