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S2b: Topological Analysis of S4N4.

unit
parameter
Experimental charge density



promolecule
octopole model
hexadecapole model











S-N

eÅ-3
1.34-1.38
1.43-1.45
1.52-1.56




Ñ
eÅ-5
-0.58-0.00
-4.84-3.30
10.67-10.49






0.01
0.13-0.14
0.16-0.18



S-S

eÅ-3
0.33-0.34
0.32
0.37




Ñ
eÅ-5
2.53-2.54
2.07-2.08
1.61






0.02
0.14
0.10



ring cp

eÅ-3
0.24
0.20
0.22




Ñ
eÅ-5
2.40
2.20
2.10-2.20



cage cp

eÅ-3
0.20
0.14
0.17




Ñ
eÅ-5
2.00
1.80
1.60











unit
parameter
Theoretical charge density



B3LYP
B3LYP
B3LYP
HF




6-31G
6-31G(d)
6-311G(3df)
6-311G(3df)











S-N

eÅ-3
1.352
1.557
1.603
1.646



Ñ
eÅ-5
4.536
3.614
8.017
5.293





0.13
0.16
0.138
0.13


S-S

eÅ-3
0.380
0.387
0.397
0.438



Ñ
eÅ-5
1.791
1.495
1.067
0.290





0.08
0.07
0.091
0.09


ring cp

eÅ-3
0.153
0.148
0.177
0.178



Ñ
eÅ-5
2.806
2.999
2.732
2.909


cage cp

eÅ-3
0.123
0.112
0.135
0.130



Ñ
eÅ-5
2.138
2.240
2.195
2.307


