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1H NMR spectrum of compound 1 (DMSO-ds, 500MHz)
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Figure 1: 1H NMR spectrum of compound 1 (DMSO-ds, 500MHz)

13C NMR spectrum of compound 1 (DMSO-ds, 500MHz)
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Figure 2: 13C NMR spectrum of compound 1 (DMSO-ds, 500MHz)



Mass spectrum of compound 1
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Figure 3: Mass spectrum of compound 1

Table 1. Atomic charge of 1/ B3LYP/6-311+G(d,p)

Cc1 -0.308435 C1
c2 1.018547 C2
c3 -0.853723 C3
ca4 -0.372518 C4
] -0.215289 CE
ca -0.552119 C8
cT -0.042422 CT7
ca 0.710531 C&
HS 0.143728 HD
H10 0.144283 H10
H11 0.148224 H11
H12 0.140918 H12
H13 0.35258 H13
M14 -0.054232 N14
C15 -0.734823 C15
H18 0.198938 H18
H17 0.172228 H17
H12 0171877 H12
c19 0.454189 C19
c20 2.017382 C20
c2 -0.512532 C21
caz 1.278083 C22
ca3 -0.353055 C23
H24 0.18143 H24
cas -0.774381 C25
H28 0.128427 H2E
car -1.458245 C27
H22 -0.211072 M22
c29 -0.992589 C29
N30 -0.254838 N30
MN31 -0.143973 H31
o3z -0.012758

033 -0.05892



