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[bookmark: _GoBack]S1 Figure: Calculated properties of SMO Modulators and Drugs Selected for Experimental Validation. (a) Drugs selected for in-vitro validation (b) SMO modulators used in in-silico validation
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NAME Thalidomide

- Selected for testing
molWeight 258.1

molLogP  0.5319

molPSA  66.6
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molWeight 308
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NAME Mebendazole

- Selected for testing
molWeight 295.1

molLogP  2.876

molPSA  65.99
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NAME Imatinib

- Selected for testing
molWeight 494.3
molLlogP  3.16
molPSA  68.14
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NAME Nilotinib

- Selected for testing
molWeight 529.2
molLlogP  5.735
molPSA  72.97
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NAME Vismodegib
- Antagonist
molWeight 420
molLogP 4031
molPSA  61.85
nof_Atoms 27

NAME LY2940680
- Antagonist
molWeight 512.2
molLogP  4.857
molPSA  54.25
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NAME Cyclopamine
- Antagonist
molWeight 412.3
molLogP ~ 4.785
molPSA  36.18
nof_Atoms 35

NAME 1f_AZ

- Antagonist
molWeight 452.1
molLogP  4.889
molPSA  59.24
nof_Atoms 33

NAME 23b_NV

- Antagonist
molWeight 507.2
molLogP  5.951
molPSA 3545
nof_Atoms 36
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NAME SANT_1
- Antagonist
molWeight 374.2
molLogP 2567
molPSA  31.26
nof_Atoms 28

NAME ANTA XV
- Antagonist
molWeight 439.2
molLogP  4.336
molPSA 53,67
nof_Atoms 33

NAME Saridegib

- Antagonist
molWeight 505.3
molLogP 5,249
molPSA  62.89
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NAME Itraconazole
- Antagonist
molWeight 704.2
molLogP 5,997
molPSA  85.84
nof_Atoms 49
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NAME MK_5710
- Antagonist
molWeight 501.2
molLlogP 4513

molPSA 6576
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NAME — SAG
Agonist

molWeight 490.2
molLogP  6.001
molPSA  36.84
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NAME Sonidegib
- Antagonist
molWeight 485.2
molLlogP  5.724

molPSA  47.98
nof_Atoms 35
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NAME BMS_833923
- Antagonist
molWeight 474.2
molLogP  5.496
molPSA  63.44
nof_Atoms 36





