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28 Table S1. Parameters of the unit cell of the MSA-NH3 crystal obtained in this work and 
29 corresponding experimental values.

Parameter This work Exp.105 

a (Å) 7.729 7.499 

b (Å) 7.312 7.288 

c (Å) 9.371 9.234 

α 90.0 90.0 

β 93.8 93.3 

γ 90.0 90.0 
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31

32 Figure S1. The structure of MSA-MA and the average bond lengths of H-bonds (Å) at four 
33 methods. The values at B3LYP-D3/aug-cc-pVDZ and MP2/aug-cc-pVDZ are from ref 54. 
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36

37 Figure S2. Key geometrical parameters (Å) and partial charges δ (in atomic units) of (MSA-
38 MA)2 at PBE/cc-pVDZ level.
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40

41 Figure S3 Bond lengths (Å) of one N-H bond in (MSA-MA)4 from dynamics simulation at four 
42 temperatures (200 K, 300 K, 400 K and 500 K) during 100 ps. 
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43

44 Figure S4. The structure of the second 4MSA-4MA isomer at PBE/cc-pVDZ level.
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46

47 Figure S5 The structural evolutions of the second isomer of 4MSA-4MA described by Root-
48 Mean-Square Deviation during 32 ps at 300 K.


