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Table S1. Crystallographic and optimized (at B3LYP/6-31+G(H,C,N,S,0)/LanL.2DZ(Co)) bond
lengths (in A) of [Co(PLITSC-2H)(NH3)3]"

Bond Crystallographic | Optimized
Col1-03 1.89 1.89
Col-N7 1.87 1.89
Col-N11 1.97 2.05
Col-N12 1.89 1.93
Col-N15 1.97 1.99
Col-N19 1.98 2.05
S2-C27 1.76 1.77
S2-C39 1.79 1.83
03-C28 1.30 1.33
0O4-H5 0.84 0.97
04-C31 1.44 1.43




N11-N6 1.39 1.38
N6-C27 1.33 1.33

N7-H8 0.91 1.02

N7-H9 0.91 1.02
N7-H10 0.91 1.02
N11-C23 1.29 1.30
N12-HI13 0.88 1.01
N12-C27 1.32 1.34
N14-C29 1.36 1.35
N14-C34 1.32 1.33
N15-HI6 0.91 1.02
N15-H17 0.91 1.02
NI15-HI18 0.91 1.02
N19-H20 0.91 1.02
N19-H21 0.91 1.02
N19-H22 0.91 1.02
C23-H24 0.95 1.09
C23-C25 1.44 1.45
C25-C26 1.41 1.43
C25-C28 1.42 1.42
C26-C29 1.38 1.39
C31-C26 1.51 1.51
C28-C34 1.43 1.43
C29-H30 0.95 1.09
C31-H32 0.99 1.10
C31-H33 0.99 1.10
C34-C35 1.49 1.50
C35-H36 0.98 1.10
C35-H37 0.98 1.10
C35-H38 0.98 1.09
C39-H40 0.98 1.09
C39-H41 0.98 1.09
C39-H42 0.98 1.09
C34-C28 1.43 1.43

Table S2. Crystallographic and optimized (at B3LYP/6-31+G(H,C,N,S,0)/LanL2DZ(Co)) bond
angles (in °) of [Co(PLITSC-2H)(NH3)3]"

Angles Angles | Angles
optimized °) °)
structure
A(3,1,6) 89.1 88.5




AGL7) | 957 | 96.1
AG,1,10) | 904 | 89.4
AG,LID | 873 | 842
AG6,1,7) | 913 | 89.0
AG6,1,8) | 89.1 | 90.7
AG,LIT) | 902 | 911
A(7,1,8) | 822 | 822
A(7,1,10) | 89.7 | 88.8
AG,1,10) | 91.8 | 913
ABLID | 949 | 975
A(10,1,11) | 88.8 | 9Ll
A(152.21) | 102.8 | 1027
A(1,3,16) | 1244 | 1255
A(18,4,22) | 109.5 | 109.2
A(7,5,15) | 1082 | 110.6
A(1,623) | 1094 | 1138
A(1,624) | 1095 | 109.4
A(1,625) | 1094 | 109.1
A(23,624) | 109.5 | 106.9
A(23,6,25) | 109.5 | 109.9
A(24,625) | 109.5 | 107.6
A(,7,5) | 1163 | 1157
A(,7,12) | 1265 | 1252
AG,7,12) | 1171 | 119.1
A(1,8,15) | 111.0 | 1102
A(1,826) | 1245 | 1312
A(15,826) | 1245 | 1186
A(17,9,19) | 1203 | 1197
A(1,1027) | 1094 | 1093
A(1,1028) | 109.5 | 112.3
A(1,1029) | 1094 | 111.0
A(27,1028) | 109.6 | 107.0
A(27,10,29) | 109.5 | 107.1
A(28,10,29) | 109.5 | 109.9
A(1,11,30) | 109.5 | 102.6
A(L,1131) | 1095 | 115.7
A(LL11,32) | 1095 | 116.0
A(30,11,31) | 1094 | 107.9
A(30,11,32) | 109.5 | 107.9
AG1,11,32) | 1095 | 1063
A(7,12,13) | 1240 | 1256




A(7,12,33) | 118.0 | 1154
A(13,12,33) | 118.0 | 119.0
A(12,13,14) | 119.0 | 119.0
A(12,13,16) | 1222 | 1228
A(14,13,16) | 118.8 | 1182
A(13,14,17) | 119.0 | 118.0
A(13,14,18) | 121.6 | 1226
A(17,14,18) | 1192 | 1194
A(2,15,5) | 1124 | 1133
AQ2,158) | 1255 | 1255
AGGI58) | 1221 | 1212
AG,16,13) | 1262 | 1245
A(3,16,19) | 1163 | 117.1
A(13,16,19) | 117.5 | 1185
A(,17,14) | 1224 | 1239
A(0,17,34) | 1188 | 1158
A(14,17,34) | 118.8 | 1203
A(4,18,14) | 108.5 | 109.0
A(4,18,35) | 110.0 | 110.1
A(4,1836) | 110.0 | 1109
A(14,18,35) | 110.0 | 110.6
A(14,18,36) | 110.0 | 108.7
A(35,1836) | 1084 | 107.5
A(9,19,16) | 121.8 | 121.8
A(9,1920) | 118.7 | 118.1
A(16,19,20) | 119.5 | 120.1
A(19,20,37) | 1095 | 1114
A(19,20,38) | 109.5 | 1114
A(19,20,39) | 109.5 | 109.1
A(37,20,38) | 109.5 | 107.0
A(37,20,39) | 109.5 | 1089
A(38,20,39) | 109.4 | 109.0
A(2,21,40) | 109.5 | 112.1
AQ.21,41) | 109.5 | 1049
AQ2,21,42) | 109.5 | 1121
A(4021,41) | 109.4 | 108.1
A(4021,42) | 1095 | 111.2
A(4121,42) | 109.5 | 108.1
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Figure S1. IR spectrum of 1.
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Figure S2. UV-VIS spectrum of 1.
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Figure S3. The fingerprint plots for the most important interactions within crystal structure of 1.



