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Table S1. Calculated molecular descriptors for the selected compounds. 
 

Compound MW(g/mol) HB Donor HB Acceptor Log P PSA(Å2) 
Rotatable 

Bonds 

(4R)-8 311.4 1 3.4 3.1 72.9 2 

(4S)-8 311.4 1 3.4 3.1 71.8 2 

(4R)-9 281.4 2.5 3.4 2.8 53.2 1 

(4S)-9 281.4 2.5 3.4 2.8 51.4 1 

(4R)-10 385.5 2 4.9 4.2 65.2 3 

(4S)-10 385.5 2 4.9 4.3 63.1 3 

(4R)-11 323.5 2 4.9 3.0 68.9 2 

(4S)-11 323.5 2 4.9 3.3 64.6 2 

(4R)-12 377.4 2 4.9 3.9 64.9 2 

(4S)-12 377.4 2 4.9 4.1 62.9 2 

(4R)-13 443.6 2 4.9 5.1 62.8 3 

(4S)-13 443.6 2 4.9 5.1 60.8 3 

(4R)-14 435.6 2 4.9 5.5 61.2 3 

(4S)-14 435.6 2 4.9 5.3 62.3 3 

(4R)-15 435.6 2 4.9 5.2 64.1 3 

(4S)-15 435.6 2 4.9 5.3 64.4 3 

(4R)-16 351.5 2 4.9 3.9 61.9 3 

(4S)-16 351.5 2 4.9 3.8 63.4 3 

(4R)-17 365.5 2 4.9 4.2 59.4 3 

(4S)-17 365.5 2 4.9 4.1 60.9 3 
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Supplementary Figure S1: (a) Changes in intrinsic fluorescence intensity of Tdp1 (10 μM) upon the addition of compound 8 

(4S) (1 μM, 2.5 μM, 5 μM, 10 μM, 15 μM, 20 μM, 30 μM, 50 μM, 100 μM, 200 μM, 350 μM, 500 μM and 750 μM). Buffer was 

20 mM Tris and 250 mM NaCl (pH 8). Excitation wavelength was 280 nm and intrinsic fluorescence was measured between 300 

and 450 nm; (b) Non-linear curve fitting of the fluorescence data. The KD was 30.6 ± 9.33 μM. Experiments were conducted in 

triplicate. 
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Supplementary Figure S2: (a) Changes in intrinsic fluorescence intensity of Tdp1 (10 μM) upon the addition of compound 8 

(4R) (1 μM, 2.5 μM, 5 μM, 10 μM, 15 μM, 20 μM, 30 μM, 50 μM, 100 μM, 200 μM, 350 μM, 500 μM and 750 μM). Buffer was 

20 mM Tris and 250 mM NaCl (pH 8). Excitation wavelength was 280 nm and intrinsic fluorescence was measured between 300 

and 450 nm; (b) Non-linear curve fitting of the fluorescence data. The KD was 23.3 ± 7.4 μM. Experiments were conducted in 

triplicate. 
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Supplementary Figure S3: (a) Changes in intrinsic fluorescence intensity of Tdp1 (10 μM) upon the addition of compound 11 

(4S) (1 μM, 2.5 μM, 5 μM, 10 μM, 15 μM, 20 μM, 30 μM, 50 μM, 100 μM, 200 μM, 350 μM, 500 μM and 750 μM). Buffer was 

20 mM Tris and 250 mM NaCl (pH 8). Excitation wavelength was 280 nm and intrinsic fluorescence was measured between 300 

and 450 nm; (b) Non-linear curve fitting of the fluorescence data. The KD was 2.0 ± 1.2 μM. Experiments were conducted in 

triplicate. 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 

 



6 

 

 
Supplementary Figure S4: (a) Changes in intrinsic fluorescence intensity of Tdp1 (10 μM) upon the addition of compound 11 

(4R) (1 μM, 2.5 μM, 5 μM, 10 μM, 15 μM, 20 μM, 30 μM, 50 μM, 100 μM, 200 μM, 350 μM, 500 μM and 750 μM). Buffer was 

20 mM Tris and 250 mM NaCl (pH 8). Excitation wavelength was 280 nm and intrinsic fluorescence was measured between 300 

and 450 nm; (b) Non-linear curve fitting of the fluorescence data. The KD was 19.8 ± 2.4 μM. Experiments were conducted in 

triplicate. 
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Supplementary Figure S5: (a) Changes in intrinsic fluorescence intensity of Tdp1 (10 μM) upon the addition of compound 12 

(4S) (1 μM, 2.5 μM, 5 μM, 10 μM, 15 μM, 20 μM, 30 μM, 50 μM, 100 μM, 200 μM, 350 μM, 500 μM and 750 μM). Buffer was 

20 mM Tris and 250 mM NaCl (pH 8). Excitation wavelength was 280 nm and intrinsic fluorescence was measured between 300 

and 450 nm; (b) Non-linear curve fitting of the fluorescence data. The KD was 24.5 ± 5.7 μM. Experiments were conducted in 

triplicate. 
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Supplementary Figure S6: (a) Changes in intrinsic fluorescence intensity of Tdp1 (10 μM) upon the addition of compound 13 

(4S) (1 μM, 2.5 μM, 5 μM, 10 μM, 15 μM, 20 μM, 30 μM, 50 μM, 100 μM, 200 μM, 350 μM, 500 μM and 750 μM). Buffer was 

20 mM Tris and 250 mM NaCl (pH 8). Excitation wavelength was 280 nm and intrinsic fluorescence was measured between 300 

and 450 nm; (b) Non-linear curve fitting of the fluorescence data. The KD was 17.9 ± 3.4 μM. Experiments were conducted in 

triplicate. 
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Supplementary Figure S7: (a) Changes in intrinsic fluorescence intensity of Tdp1 (10 μM) upon the addition of compound 13 

(4R) (1 μM, 2.5 μM, 5 μM, 10 μM, 15 μM, 20 μM, 30 μM, 50 μM, 100 μM, 200 μM, 350 μM, 500 μM and 750 μM). Buffer was 

20 mM Tris and 250 mM NaCl (pH 8). Excitation wavelength was 280 nm and intrinsic fluorescence was measured between 300 

and 450 nm; (b) Non-linear curve fitting of the fluorescence data. The KD was 12.4 ± 7.5 μM. Experiments were conducted in 

triplicate. 

 

 


