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Figure S1. Regression coefficient plot and variable importance plot (VIP) of the final PLS model against BACE1 enzyme.
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Figure S2. Model randomization plots for final PLS model against BACE1 enzyme.

[image: E:\Vinay_PhD Work 2018\ICMR-SRF PROJECT WORK\Work-2 (BACE1 Inhibitors)\Revision_SQER_30-10-19\KR_Vinay_SAR QSAR Environ Res_BACE1_Corrected_29-09-19\List of Figures_SAR QSAR Environ. Res\Figure 10.tif]
Figure S3. Applicability domain DModX values of the training and test set compounds at 99% confidence level of the developed final PLS model against BACE1 enzyme.
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Figure S4. Loading plot for final PLS model against BACE1 enzyme.
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Figure S5. Docking interaction of one of the most active compounds 45.
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Figure S6. Docking interaction of one of the most active compounds 16.
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Figure S7. Docking interaction of one of the least active compounds 10.
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[bookmark: _GoBack]Figure S8. Docking interaction of one of the least active compounds 85.
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