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Crystal Structure and Theoretical Studies of Linear Fused Ring Chalcone : (E)-1-(anthracen-9-yl)-
3-(9-ethyl-9H-carbazol-3-yl)prop-2-en-1-one and (E)-3-(4-(9H-carbazol-9-yl)phenyl)-1-(anthracen-
9-yl)prop-2-en-1-one

Table S1 A Comparison Selected Single Crystal X-Ray data and DFT Geometry
Optimized Data for Compounds (1) and (I1).
Compound I Compound 11
X-ray DFET* X-ray (Experimental) DET*
Bonds (Experimen | (Theoretical) (A% (Theoretical)

tal) (A% (A% A B (A%
C15-01 1.22 (2) 1.22 1.21 (3) 1.22 (3) 1.22
C1-C14 1.41(2) 141 1.40 (4) 1.40 (4) 1.41
C1-C2 1.42 (3) 1.43 1.42 (4) 1.42 (4) 1.43
C2-C3 1.35 (3) 1.37 1.36 (5) 1.36 (5) 1.37
C3-C4 1.41 (3) 1.42 1.40 (5) 1.40 (5) 1.42
C4-C5 1.35 (3) 1.37 1.34 (5) 1.34 (5) 1.37
C5-C6 1.42 (3) 1.43 1.42 (4) 1.42 (4) 1.43
C6-C7 1.39 (3) 1.40 1.39 (4) 1.39 (4) 1.40
C7-C8 1.39 (2) 1.40 1.39 (4) 1.38 (4) 1.40
C8-C9 1.42 (3) 1.43 144 (4) | 1.42() 1.43
C9-C10 1.35 (3) 1.37 1.35 (5) 1.35 (5) 1.37
C10-C11 141 (3) 1.42 1.40(5) | 1.40(5) 1.42
C11-C12 1.35 (3) 1.37 1.35 (4) 1.35 (4) 1.37
C12-C13 1.43 (2) 1.43 1.43 (4) 1.42 (4) 1.43
C13-C14 1.40 (2) 1.41 140 (4) | 1.40(4) 1.41
C14-C15 151 (2) 1.52 1.50 (4) | 1.51(4) 1.52
C15-C16 1.46 (3) 1.47 1.46 (4) 1.46 (4) 1.47
C16-C17 1.33(2) 1.35 1.32 (3) 1.32 (4) 1.35
C17-C18 1.46 (2) 1.46 1.460 (3) 1.46 (4) 1.46

Cl4—C15—C16 119.00 (16) 119.34 1189 (2) | 120.0 (3) 119.37

01_C15-C14 119.96 (17) 119.78 119.9 (2) | 119.9 (3) 120.24
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01—_C15—C16 121.04 (18) 120.89 121.2 (3) | 120.1(3) 120.39
C15C16—C17 124.03 (17) 124.09 122.4 (3) | 124.0(3) 124.15
C16—C17—C18 126.96 (17) 128.01 129.0 (3) | 128.0(3) 127.48
Cl—C14—C15—01 88.2 (2) 94.36 —95.2(4) | —73.6 (4) -94.78
C13—C14—C15—01| -90.0(2) -83.52 84.8 (4) 104.3 (3) 83.31
Cl—Cl14—C15—C16 | —92.6(2) -85.84 84.8 (3) 106.3 (3) 85.63
C13—C14—C15— 89.2 (2) 96.28 -95.2 (3) | —75.7 (4) -96.28
C16
01—C15—C16—C17 | 173.6(2) 177.91 44(5) |[-1726(3) -177.97
ClA—CL—CI6— | 563 -1.89 ~1756(3) | 7.4(5) 1.61
C17
C15—C16—C17— —175.80 179.97
C18 (18) 179.7(3) | 173.5(3) 179.69
ClG_Cézg_CB_ ~16.4 (3) -1.38 -171.2(3) | 11.4(5) -1.70

* B3LPY/6-311++G(d,p)



