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Table S1: Closest C· · ·N, S· · ·N, C· · ·C, and S· · · S contacts for representative

putative crystal structures of TCS3.

Label C· · ·N (

˚

A) S· · ·N (

˚

A) C· · ·C (

˚

A) S· · · S (

˚

A)

P21/n Cyclic Dimer 3.02 3.27 3.36 3.74

P21/c Cyclic Dimer 3.13 3.30 3.42 3.81

Pna21 Bilayer 3.04 3.03 3.57 3.66

P212121 Bilayer 3.02 3.00 3.43 3.59

P21/c Planar 3.00 2.93 3.45 3.45

P21 Catemer 3.18 3.15 3.70 3.93

Pna21 Catemer 3.14 3.10 3.58 3.82

*Corresponding author: nmarom@andrew.cmu.edu
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