Table S1. PTP1B inhibitors with an inhibition range between 31-64% (Continue).
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! These compounds were tested at 100 uM due to solubility problems.
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Figure S1. Total binding energy variation of the PTP1B-inhibitor complexes. The image shows that

the energy in the three cases remains constant along the entire simulation, indicating structural
stability of the complexes.
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Figure S2. Ligand Positional RMSD of the PTP1B-inhibitor complex during 10 ns of simulation. Image shows
that after 4 ns all the complexes reached the stability.



Figure S3. Binding mode of compounds 1, 2 and 3 in TCPTP. Loops are highlighted as follows: P
loop (green), WPD loop (cyan), Q262 loop (orange), and pTyr46 loop (yellow).



