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Table S1. Individual hybrid contributions, NLMO/NPA bond orders and Wiberg index of the
Ge(1)-C(1), C(1)-P(2), P(2)-S(2), Ge(1)-S(2) and C(1)-P(1) bonds in compound 2

Bond NLMO/NPA MO(1) Contr. % Type MO(2) Contr. % Type Wiberg index
bond order (contr. %)* (contr. %)*
Ge(1)-C(1) | 0.624 Ge 28.2 s (35.1) C 71.8 s (31.0) 0.858
p'™® (64.8) p>** (69.0)
C(1)-P(2) | 0.835 C 61.1 s (30.7) P 389 $(30.2) 1.051
022 (69.3) 022 (69.1)
P(2)-S(2) 0.907 P 44.8 s (19.3) S 55.2 s (13.6) 1.019
014 (79.6) % (86.0)
Ge(1)-S(2) | 0.494 Ge 25.7 s(15.2) S 74.3 s (14.0) 0.671
p°5 (83.4) p°12(85.8)
C()-P(1) | 0.727 C 64.0 s (37.5) P 36.0 s (26.4) 0.902
" (62.5) 0276 (72.8)

* The individual hybrid contribution may not sum up to 100% as the contribution from the d-type orbital is not listed

2. Complete citation for reference 18

18. Gaussian 03, Revision D.01, M. J. Frisch, G. W. Trucks, H. B. Schlegel, G. E. Scuseria, M. A.
Robb, J. R. Cheeseman, J. A. Montgomery, Jr., T. Vreven, K. N. Kudin, J. C. Burant, J. M. Millam, S.
S. Iyengar, J. Tomasi, V. Barone, B. Mennucci, M. Cossi, G. Scalmani, N. Rega, G. A. Petersson, H.
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O. Kitao, H. Nakai, M. Klene, X. Li, J. E. Knox, H. P. Hratchian, J. B. Cross, V. Bakken, C. Adamo, J.
Jaramillo, R. Gomperts, R. E. Stratmann, O. Yazyev, A. J. Austin, R. Cammi, C. Pomelli, J. W.
Ochterski, P. Y. Ayala, K. Morokuma, G. A. Voth, P. Salvador, J. J. Dannenberg, V. G. Zakrzewski, S.
Dapprich, A. D. Daniels, M. C. Strain, O. Farkas, D. K. Malick, A. D. Rabuck, K. Raghavachari, J. B.
Foresman, J. V. Ortiz, Q. Cui, A. G. Baboul, S. Clifford, J. Cioslowski, B. B. Stefanov, G. Liu, A.
Liashenko, P. Piskorz, I. Komaromi, R. L. Martin, D. J. Fox, T. Keith, M. A. Al-Laham, C. Y. Peng,
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3. Carterian coordinates for compound 2

Ge 0.000000 0.000000 0.487057
S -1.847249 0.470372 1.910268
S 1.847249 -0.470372 1.910268
C 1.048974 1.444964 -0.127832
C -1.048974 -1.444964 -0.127832
P -2.461568 -1.249246 0.884003
P 2.461568 1.249246 0.884003
P -0.711406 -2.883394 -1.111218
P 0.711406 2.883394 -1.111218
S 2.305330 3.563187 -2.103397
S -2.305330 -3.563187 -2.103397
c 2.810696 2.603709 2.067924
C 3.502626 3.741452 1.617814
c 2.349425 2.549007 3.391291
c 3.732915 4.805953 2.490523
H 3.844664 3.803354 0.588715
c 2.593757 3.613805 4.261763
H 1.812172 1.672774 3.742222
C 3.283986 4.742855 3.812960
H 4.262373 5.685242 2.133406
H 2.243022 3.559258 5.289204
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4. Carterian coordinates for compound 2A
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5. Carterian coordinates for compound 2B
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