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Table S1. Mth-SK inhibitors reported by Bandodkar and Schmitt (2007)

Compounds Structure
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Table S2. Mth-SK inhibitors reported by Hsu et al (2012)

Compound Structure Mtb-SK ICs (LM)
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Table S3. Mth-SK inhibitors reported by Simithy et al (2013)

Compound Structure Mtb-SK ICsp (UM)
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Table S4. Mth-SK inhibitors reported by Mulabagal et al (2010)

Compounds Structure
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Table S5. Distances between different sites of ADRR hypothesis

Sitel Site2 Distance
A3 D5 3.14
A3 R7 5.593
A3 R9 4.071
D5 R7 5.601
D5 R9 3.379
R7 R9 2.254




Table S6. Angles between different sites of ADRR hypothesis

Sitel Site2 Site3 Angle
D5 A3 R7 73.8
D5 A3 R9 54
R7 A3 R9 20.1
A3 D5 R7 73.6
A3 D5 R9 77.2
R7 D5 R9 4.9
A3 R7 D5 32.6
A3 R7 R9 38.3
D5 R7 R9 7.4
A3 R9 D5 48.8
A3 R9 R7 121.7
D5 R9 R7 167.6
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Figure S1. Features of ADRR hypothesis represented on the reference compound 14.




