Supplementary Information J. Mex. Chem. Soc. 2024, 68(2)
Regular Issue

©2024, Sociedad Quimica de México

ISSN-e 2594-0317

Theoretical  Investigation = Non-covalent  Interactions of V-
(diphenylphosphinothioyl)-2-pyrazinecarboxamide

Masoud Rashidi, Niloufar Dorosti*, Alireza Gholipour

Department of Chemistry, Faculty of Science, Lorestan University, 68135-465, Khorramabad, Iran.

*Corresponding author: Niloufar Dorosti, email: dorosti.n@lu.ac.ir; nilufardorosti@gmail.com

Received December 26, 2022; Accepted August 26, 2023.

DOI: http://dx.doi.org/10.29356/jmcs.v68i2.1936

Supplementary Information


mailto:dorosti.n@lu.ac.ir
mailto:nilufardorosti@gmail.com
http://dx.doi.org/10.29356/jmcs.v68i2.1936

Supplementary Information

J. Mex. Chem. Soc. 2024, 68(2)

Regular Issue

©2024, Sociedad Quimica de México

Table S1. Optimized and experimental geometries of compound 1.
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Parameters Experimental Cam-B3LYP/6-311+G*
Bond Lengths A)
P(1)-S(1) 1.923 1.946
P(1)-C(8) 1.809 1.829
P(1)-C(14) 1.799 1.819
P(1)-N(1) 1.703 1.718
Bond angles (°)

S(1)-P(1)-C(8) 110.57 113.96
S(1)-P(1)-C(14) 115.29 115.11
S(1)-P(1)-N(1) 115.57 116.66
C(8)-P(1)-C(14) 107.30 106.54
N(1)-P(1)-C(8) 101.38 98.59
N(1)-P(1)-C(14) 105.55 104.16




