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Figure S1. The 2D representation of the 1,25D2 analogs in the active site of CYP3A4.
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Figure S2. Illustration of conformational differences between 1,25D2 analogs which are located
above the heme ring. (A) PRI-1907 (C atoms shown as grey) and PRI-5202 (C atoms shown as or-
ange); (B) PRI-5105 (C atoms shown as magenta) and PRI-5106 (C atoms shown as dark green); (C)
PRI-1906 (C atoms shown as blue) and PRI-5201 (C atoms shown as yellow).
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Figure S3. Correlation between the experimental metabolic conversion of 1,25D2 analogs by

CYP24A1 and the free enthalpy of binding to CYP3A4. The exponential regression equation and its

correlation coefficient are shown.
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Figure S4. The 2D representation of the 1,25D3 analogs in the active site of CYP3A4.



