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Fig. S1 The molecule orbitals of HXSC12 and SM1-SM6



# S1 EDI1 Ml ED2 i3 F2 A9 5 41 fiE
Tab. S1  The results of reorganization energy for ED1 and ED2 eV
ED1 ED2
®&R
A A A A Az A
HXSC12-SM1 0.130 0.212 0. 342 0. 285 0.117 0.402
HXSC12-SM2 0.130 0.173 0.303 0. 285 0.111 0.396
HXSC12-SM3 0.130 0.192 0.322 0. 285 0.076 0.361
HXSC12-SM4 0.130 0.223 0.353 0. 285 0. 206 0.491
HXSC12-SM5 0.130 0.196 0.326 0. 285 0.079 0. 364
HXSC12-SM6 0.130 0.168 0. 298 0. 285 0.110 0. 395
% S2 EDI il ED2 i3 Ay 3K 3h )
Tab. S2  The driving force for ED1 and ED2 eV
ED1 ED2
& % EMD*"/D) E(A/A™) E.
AEy, AG AE, AG
HXSC12-SM1 5. 587 3.010 —0.189 2.451 —0.063 2.522 —0.134
HXSC12-SM2 5. 587 3.002 —0.194 2.451 —0. 060 2.538 —0. 147
HXSC12-SM3 5. 587 3.057 —0.215 2.451 —0.136 2.571 —0.256
HXSC12-SM4 5.587 3.223 —0.191 2.451 —0.278 2.529 —0. 356
HXSC12-SM5 5. 587 3.043 —0.189 2.451 —0.096 2.506 —0.151
HXSC12-SM6 5.587 2.915 —0.232 2.451 —0.011 2.554 —0.114
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Fig. S2 The relative geometries of 6 systems



