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Figure S1. Binding sites of HSP47 on collagen II (a) and collagen III (b) with the corresponding collagen
sequences highlighted. All the GXR sequences are colored red. The sequences do not include post-translational

modification of proline (P).
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Figure S2. Sequences of ‘GXR’ containing collagen peptides from Toolkits II (a) and III (b). O represents
hydroxyproline. For the sequences that contain more than one ‘GXR’ motif, we highlighted the most plausible

motif according to the calculated results from of substitution at position -1 (Figure S4c).
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Figure S3. The predicted folding free energy of a serial of Yaa3-substituted synthetic collagen-model peptides
compared to peptide 8 (WT: POGP7O-*GP-#T-*GP-'R°GPOGPO) binding of HSP47. Peptides with reported ICso
values lower than 50 uM are defined as high activity peptides (green), those higher than 50 uM are defined as

low activity peptides (orange).

a Reference. 31
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Figure S4. Predicted folding free energy changes for the substitutions at positions -7, -6 and -1 in CMP (PPGP-
"P-*GP-T-3GP-'R°GPPGPPG) on binding of HSP47. Data were shown as AAG + SD (kcal/mol) (n=5).

Figure S5. Predicted binding mode of Col003 to HSP47. HSP47 is shown as a colored surface. Residues of HSP47
that involved in interacting with the compounds are shown in sticks and labeled. Compound Col003 is shown
in magenta sticks. The black dashed lines present hydrogen bonds.



