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Table S1: Equilibrium structures of the ground state and excited states of CaSH

calculated on different level of basis sets

Basis set level State ro(Ca-S)(A) ro(S-H)(A) 0(Ca-S-H)(9
XA 2.592 1.341 91.0
AN 2.564 1.343 87.9
% B2A” 2570 1.341 91.0
C2A' 2.538 1.357 83.8
X2A 2572 1.339 91.0
AN 2.541 1.343 86.0
e B2A” 2.555 1.339 91.0
c2A' 2.532 1.346 86.0
X2A' 2.557 1.338 91.0
AN 2.528 1.343 86.0
Basis set limit _
B2A"” 2.554 1.338 91.0
c2A' 2.525 1.345 86.0
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