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*A split HPLC trace (7.66 min and 7.68 min) under 254 nm further supported that the 

product was formed as a mixture of two diastereomers. 
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*The HPLC trace at 254 nm of the product is not shown because of the very weak 

UV-absorption of the product. 
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*The HPLC trace at 254 nm of the product is not shown because of the very weak 
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*The HPLC trace at 254 nm of the product is not shown because of the very weak 

UV-absorption of the product. 
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Figure S1. ORTEP views of the molecular structures of 3g and 8a. ORTEP drawing 

of 3g showing one of the two crystallographically independent molecules in the 

asymmetric unit; displacement ellipsoids are drawn at the 20% probability level at 

298 K. For 8a, displacement ellipsoids are drawn at the 20% probability level at 298 

K. 

X-ray Crystal Structure of 3g. A parallelepiped of 3g, recrystallized from ethyl acetate and 

hexane, of approximate dimensions 0.25 × 0.25 × 0.20 mm was mounted on a glass fiber. 

X-ray data were collected at 298 K using a Nonius Kappa CCD diffractometer to a maximum 

2θ of 60.1
o
 with monochromatic Mo Kα radiation; 8822 unique reflections were collected. 

The data were integrated and scaled using the HKL suit of XdisplayF, Denzo and Scalepack. 

Unit cell parameters were retrieved and refined on all reflections. Crystal data for 3g: 

C18H20O3, M = 284.35, monoclinic space group P21, a = 15.3222(8) Å, b = 7.3574(3) Å, c = 

15.4514(7) Å, β = 114.057(3)
o
, V = 1590.56(13) Å

3
, Z = 4, ρ = 1.187 g/cm

3
, μ = 0.079 mm

-1
. 

The structure was solved by directed methods (SHELXD). All non-H atoms were refined 

anisotropically and H atoms refined isotropically with fixed B values of 5 Å
2 
in the full-matrix 

least-squares refinement cycle on F, which converged at R = 0.0601, wR = 0.0688 and GOF = 

1.146 for 2571 reflections with I > 3σ(I); a Robust-resistant weighting scheme was used in the 

least-squares refinements of the 379 variables. The final Fourier difference map revealed 
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max./min. peaks of 0.32 and -0.41 e-/Å
3 

at chemically implausible positions. X-ray Crystal 

Structure of 8a.  A parallelepiped of 8a, recrystallized from ethyl acetate and hexane, of 

approximate dimensions 0.30 × 0.30 × 0.25 mm was mounted on a glass fiber. X-ray data 

were collected at 298 K using a Nonius Kappa CCD diffractometer to a maximum 2θ of 63.9
o
 

with monochromatic Mo Kα radiation; 5080 unique reflections were collected. The data were 

integrated and scaled using the HKL suit of XdisplayF, Denzo and Scalepack. Unit cell 

parameters were retrieved and refined on all reflections. Crystal data for 8a: C18H16O4, M = 

296.32, orthorhombic space group Pbca, a = 8.0566(2) Å, b = 13.7233(4) Å, c = 27.1736(8) Å 

, V = 3004.40(2) Å
3
, Z = 8, ρ = 1.310 g/cm

3
, μ = 0.092 mm

-1
. The structure was solved by 

directed methods (SHELXD). All non-H atoms were refined anisotropically and H’s 

isotropically in the full-matrix least-squares refinement cycle on F, which converged at R = 

0.0768, wR = 0.0927 and GOF = 1.008 for 1685 reflections with I > 3σ(I); a Robust-resistant 

weighting scheme was used in the least-squares refinements of the 254 variables. The final 

Fourier difference map revealed max./min. peaks of 1.21 and -0.53 e-/Å
3
, indicating some 

disorder about the C10-C11 propylene single bond. All crystallographic calculations were 

performed using Crystal Structure Analysis Package (4.0), Rigaku Corporation.  

Crystallographic data (excluding structure factor tables) for 3g (CCDC 1004364) and 8a 

(CCDC 1004363) have been deposited with the Cambridge Crystallographic Data Centre. 

Copies of the data can be obtained free of charge, on application to the Director, CCDC. 12 

Union Road, Cambridge CB2 1Ez (fax:  +44(0)1223-336033 or e-mail: 

deposit@ccdc.cam.ac.uk). 

  

mailto:deposit@ccdc.cam.ac.uk
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A) Inhibition of E. coli DNA gyrase by 8a, 3g, and 2a. 

 

B) Inhibition of decatenation activity of E. coli topo IV by 2e and 2a 

 

Figure S2. Inhibition against bacterial DNA gyrase and topo IV.  (A) N = No enzyme 

added; Control (C) = DMSO; Cip = ciprofloxacin (150 µM); Enzyme = 1.25 U E. 

coli gyrase, gyrase substrate = 300 ng relaxed plasmid DNA; Incubation 37 ºC, 30 

min. (B) N = No enzyme added; Control (C) = DMSO; Cip = ciprofloxacin (150 µM); 

Enzyme = 0.25 U E. coli topoisomerase IV/lane, ATP = 1 mM; catenated kinetoplast 

DNA = 289 ng/lane; Incubation 37 ºC, 30 min. 

 

 


