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Figure S1. Molecular formulae of the 1:1 adducts proposed in the paper “O’Connor, R.J.; McGown, 

E.L.; Dill, K.; Hallowell, S.F. Two-dimensional NMR studies of arsenical-sulfhydryl adducts. Magn. 

Reson. Chem. 1989, 27, 669–675” based on NMR results formed between (A) lewisite oxide (LO) and 

DHLA; (B) LO and DMSA; (C) LO and DMPS ; (D) Phenyldichloroarsine (PDA) and DMSA; (E) PDA 

and DMPS. 
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Table S1. Structures of As(III) with different ligands bearing mercapto groups, where hydrogen is 

shown in light grey, carbon in grey, nitrogen in blue, sulfur in yellow, oxygen in red, and As(III) in 

violet. The coordinates were obtained from the Cambridge Structural Database, and the image was 

created using Mercury3.5. 
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