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Figure SI-1. 1H-NMR spectrum of compound 4a
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Figure SI-2. 13C-NMR spectrum of compound 4a
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Figure SI-2. Dept-135 spectrum of compound 4a
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Figure SI-3. IH-NMR spectrum of compound 4b
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Figure SI-4. 13C-NMR spectrum of compound 4b
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Figure SI-4. Dept-135 spectrum of compound 4b
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Figure SI-5. H---rt interaction in the compound 4b.
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left) and its fingerprint plot (right), showing Chalcogen bond interactions.
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Figure SI-6. dnorm surface for the title compound
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Figure SI-7. Energy framework of the compound 4b.

. E_re E_to
N Symop R E ele E_pol E_dis — t_
X, 7Y, -2 6.35 -26.0 -39 -953 66.8 -72.0
X y¥1/2, -

11.22 -3.2 -1.0 -223 113 -165
z+1/2

2 x,-y+1/2,z+#1/2 7.60 -24.0 -55 -47.6 404 -46.0

X, y+1/2, -

241/2 1328 -02 -00 -09 0.0 -1.0

lx,—y+1/2,z+1/2 16.18 05 -00 -07 00 -01

1 xvy,z 10.77 -0.8 -01 -48 138 -4.0
X, Y, -Z 1030 -53 -24 -240 138 -198

1 BN 8.62 -431 -83 -232 50.2 -40.8

N -, -y, -z 830 -53 -17 -36.6 155 -29.2
X, y+1/2,

11.61 -5. -1. -19. . -18.
2+1/2 61 -5.9 5 9.6 89 8.9

X, -y+1/2,z+1/2 10.60 1.7 06 -49 0.2 -2.8

Table SI-1. Total energy force diagrams and the details of interaction with symmetry operation (Symop) and distances
between molecular centroids (R) in A for compounds.






