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Fig. S1 Molecular structure of 2a, 4a, 4d[1]
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Reference

[1] CCDC 982623 (2a). Crystal data for compound 2a: C13H8O2, M = 196.19, orthorhombic, 

a=4.8978(14) Å, α = 90o, b = 13.654(5) Å, β = 90o, c = 14.129(5) Å, γ = 90o, V = 944.9(6) 

Å3, T = 291(2) K, space group = P212121, Z = 4, number of reflections = 7057, 

independent reflections = 1762, [Rint= 0.0655], final R indices[I >= 2δ(I)] R1 = 0.1100, 

wR2 = 0.1685, R indices (all data) R1 = 0.1625, wR2 = 0.1900.

CCDC 982620 (4a). Crystal data for compound 4a: C9H8O2, M =148.15, monoclinic, a = 

8.6255(4) Å, α = 90o, b= 6.6197(3) Å, β = 90.297(4)o, c = 13.1658(7) Å, γ = 90o, V = 

751.73(6) Å3, T = 291(2) K, space group = P21/n, Z= 4, number of reflections = 6402, 

independent reflections = 1528, [Rint= 0.0201], final R indices[I >=2δ(I)] R1 = 0.0396, 

wR2= 0.1031, R indices (all data) R1 = 0.0525, wR2 = 0.1130.

CCDC 982630 (4d). Crystal data for compound 4d: C16H12O3, M=252.26, orthorhombic, a 

= 13.5324(8) Å, α = 90o, b = 7.0687(4) Å, β = 90o, c = 25.6858(17) Å, γ = 90o, V = 

2457.0(3) Å3, T = 290(2) K, space group = Pbca, Z = 8, number of reflections = 9593, 

independent reflections = 2871, [Rint = 0.0274], final R indices [I >= 2δ(I)] R1= 0.0465, 

wR2= 0.1021, R indices (all data) R1= 0.0736, wR2= 0.1163.
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