Creating Diverse Target-Binding Surfaces on FKBP12: Synthesis
and Evaluation of a Rapamycin Analogue Library

Xianghong Wu,tLisheng Wang,* Yaohua Han,® Nicholas Regan,* Pui-Kai Li,* Miguel

A. Villalona,%" Xiche Hu,® Roger Briesewitz,**" Dehua Pei*""

Supporting Information

Table of Contents

Figure S1. 'H NMR, *C NMR, and HR MS of Compounds 4, 5, and 3a-c 2

Figure S2. ESI MS of Rapalogs 2a-y in Table 1 12
Figure S3. MALDI-TOF MS of Rapalogs 11 in Table 2 21
Figure S4. MALDI-TOF MS of Rapalogs 12 in Table 2 54

Figure S5. Representative titration curves of FA competition assay of rapalogs 86



Figure S1. *H NMR, **C NMR, and High-Resolution MS of Compounds 4, 5, and 3a-c
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Figure S2. ESI MS of Rapalogs 2a-y in Table 1
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Figure S3. MALDI-TOF MS of Rapalogs 11 in Table 2
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Figure S4. MALDI-TOF MS of Rapalogs 12 in Table 2
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Figure S5. Additional representative titration curves derived from fluorescence anisotropy (FA)
competition assay of rapalogs. The percentage of FA was plotted against the rapalog concentration.
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