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Table S1 Comparison between calculated (DFT) and X-ray of selected geometrical data for
title compound

Compound I Compound 11
Bonds X-ray DFT X-ray DFT
(Experimental) (A") (Theoretical) (Experimental) (Theoretical)
A% A% A%
C15-01 1.22 (3) 1.22 1.22 (18) 1.22
C1-C14 1.39 (3) 1.41 1.39(2) 1.41
C1-C2 1.42 (3) 1.43 1.42 (2) 1.43
C2-C3 1.35(4) 1.37 1.35(3) 1.37
C3-C4 1.40 (4) 1.42 1.39 (3) 1.42
C4-C5 1.34 (4) 1.37 1.33 (3) 1.37
C5-C6 1.42 (4) 1.43 1.42 (3) 1.43
C6-C7 1.38 (4) 1.39 1.38 (3) 1.39
C7-C8 1.38 (4) 1.39 1.37.(3) 1.39
C8-C9 1.41 (4) 1.43 1.42 (3) 1.43
C9-C10 1.33 (4) 1.37 1.34 (3) 1.37
C10-Cl11 1.41 (4) 1.42 1.39 (3) 1.42
C11-C12 1.35(4) 1.37 1.35(3) 1.37
C12-C13 1.42 (4) 1.43 1.41 (2) 1.43
C13-C14 1.39 (3) 1.41 1.40 (2) 1.41
C14-C15 1.50 (3) 1.52 1.49 (2) 1.52
C15-C16 1.44 (3) 1.47 1.44 (2) 1.47
Cl16-C17 1.32 (3) 1.35 1.32 (2) 1.35
C17-C18 1.44 (3) 1.45 1.45 (19) 1.45
C14—C15—Cl16 120.2 (2) 119.43 120.53 (13) 119.33
01—C15—C14 118.7 (2) 119.61 118.75 (13) 119.80
01—C15—Cl16 121.0 (2) 120.97 120.72 (14) 120.87
C15—C16—C17 1243 (2) 124.21 124.60 (14) 124.14
C16—C17—CI18 128.4 (2) 127.76 126.49 (14) 127.74




