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Table 1S. Crystal data and structure refinement for compounds 7a and 7b

Compound 7a 7b

Formula C15H13O4Cl C15H13O4Cl

Molecular mass (g mol-1) 292.70 292.70

Crystal system/color/habit Orthorhombic/colourless/Prism Orthorhombic/colourless/Prism

Space Group (No.) P 212121 (19) P 212121 (19)

Parameters of unit cell (Å,º)

a = 7.241(4)
b = 11.341(5)
c = 16.487(8)
α = β = γ = 90

a = 7.860(4)
b = 11.180(5)
c = 15.855(6)
α = β = γ = 90

Limiting indices
 -7 ≤  h  ≤  9
-14 ≤  k  ≤ 13
 -19 ≤  l ≤ 20

-9 ≤  h  ≤ 10
-13 ≤  k  ≤ 14
 -20 ≤  l  ≤19

Z / ρcalc (g mL-1)/m (mm-1) 4/1.436/0.292 4/1.396 / 0.284

Crystal size (mm) 0.26 x 0.16 x 0.15 0.55 x 0.20 x 0.12

Volume (Å3) 1353.9(1) 1393.2(1)

Refl. Collected/Unique (Rint) 12170/2813 (0.0539) 13210/3016 (0.0589)

θ range for data collection (º) 3.05 < θ < 26.58 3.15 < θ < 27.11

Data / restr. / param. ref. 2813/0/181 3016/0/181

Refl. obs. [I > 2s(I)] 2271 1938

Flack -0.08(9) -0.01(9)

S on F2 1.042 1.021

Robs / Rw 0.0444/0.1101 0.0449/0.1159

Drmax / Drmin (e/ Å3) 0.219/-0.290 0.123/-0.229


