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Table S1. Cartesian Coordinates for Geometry Optimized Molecules

S2

[CA(CO)5(CH;CD)],
atom X y z

Cd 3.178538378 4.608968844 5.625229481
Cd 1.313439278 4.136041507 0.004273622
Cd -3.599424237 1.336375233 1.931001009
Cd -1.679115933 1.736046 7.550255278
Cl 1.317722107 4.989800617 3.070531544
Cl -0.462434598 1.942862278 1.489336675
Cl -2.643861785 2.695301481 4.650482657
Cl 1.114776663 2.161665487 6.07218042
@) 5.248009691 1.426581904 6.822332441
@) 1.910796319 8.402609912 5.071829765
@) 6.180843914 6.555114641 7.309786074
@) 1.04399667 8.100481374 0.457666374
@) 2.815818499 0.573761938 -1.021709898
@) 2.626310636 5.180882773 -3.607854707
@) -1.824747919 -2.112184785 0.917518961
@) -6.196086866 4.23740758 2.780076222
@) -6.718685822 -0.333306206 0.121831951
@) -4.581621245 4.458389247 7.956438215
@) 0.960245293 -1.153944264 8.363642446
@) -3.015631498 0.585900148 11.11125363
C 4.925483327 2.47985472 6.550780243
C 2.502344243 7.482129805 5.373182856
C 5.323059752 5.971511959 6.851611545
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C -4.286970376 -0.958852619 4.201048076
H -4.764426075 -1.555459236 3.42377424
C -4.15653394 -1.508706468 5.480354051
H -4.545464716 -2.504026736 5.686577915
C -3.499236938 -0.79440474 6.4867536
H -3.373125873 -1.264237251 7.461749506
C -2.991157647 0.498582232 6.263599101
C -3.21581871 0.988341353 4.976255223
C -0.234401543 3.292253084 8.179972816
C -0.364376353 4.281311267 9.172418547
H -1.206650228 4.246399602 9.863036229
C 0.554171312 5.329063593 9.289930253
H 0.428904374 6.077326221 10.07029843
C 1.61445869 5.434676454 8.384449403
H 2.290901898 6.284834896 8.470852515
C 1.812373729 4.486474293 7.363359724
C 0.87666622 3.45226791 7.351978184
[CA(CH,CD)],
atom X y z
Cd 3.057229929 4.630036566 5.58438379
Cd 1.316959394 3.983152783 0.107363375
Cd -3.469381849 1.292592954 1.957090516
Cd -1.704667509 1.895200299 7.429538106
Cl 1.256159376 4.963637521 3.055371391
Cl -0.423346525 1.791630413 1.485423485
Cl -2.638387894 2.740649081 4.586942818
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