
 16

 
 

A 

 
  B 

 
 

 

Guo et al., Supplementary Figure 1. 

Stereoview of GGPPS-zoledronate (chain A) and GGPPS-BPH-364 (chain A) structures. A, The 

secondary structure of GGPPS is shown in pale yellow. The two Mg2+ ions and zoledronate are 

shown in purple and cyan (for C atoms), respectively. Residues involved in bisphosphonate binding 

are shown in gray. Zoledronate binds to the FPP pocket and N3 forms hydrogen bonds with the side 

chain oxygens of Thr170 and the main chain carbonyl oxygen of Lys169. B, One Mg2+ ion and BPH-

364 are shown in purple and cyan (for C atoms), respectively. BPH-364 binds in the product 

inhibitory site (FPP-GGPP). 




