Complex1- Compound1 (complex1) showed the most variability and fluctuations in binding pocket of human GPR142 compared with other compounds. An acceptable range of root mean square deviation (RMSD) of GPR142 complex1 was observed from 19798 frames. RMSD range for GPR142 backbone and compound1 were 1.1Å to 4.7Å and 0.6Å to 3.5 Å respectively and found to be in the conservative range, which was stable throughout all frames. Average RMSD 21 for GPR142 backbone was 2.1Å and an average RMSD range for compound1 was 1.5Å (Figure 12a).

Complex2- Compound2 (complex) RSMD showed minor variability in binding pocket of GPR142 for the first 10 ns of MD simulation and then stable up to 90 ns with minor variability until 100 ns (Figure 12b) An acceptable range of root mean square deviation (RMSD) of GPR142 complex2 is observed from 16672 trajectories. RMSD range for GPR142 backbone and compound2 were 1.2Å to 2.9Å and 1.2Å to 1.1Å respectively and found to be in the conservative range, which was stable throughout all trajectories. Average RMSD for GPR142 backbone was 2.0Å and an average RMSD range for compound2 was 1.0Å.

Complex3- Compound3 (complex) the RSMD showed major variability for the first 20 ns and then stable up to 90 ns with minor variability until 100 ns MD simulation. An acceptable range of root mean square deviation (RMSD) of GPR142 complex3 was observed from 15630 frames. RMSD range for GPR142 backbone and compound3 were 1.2Å to 2.5Å and 0.7Å to 0.6Å respectively and found to be in the conservative range, which was stable throughout all trajectories. Average RMSD for GPR142 backbone was 2.1Å and an average RMSD range for compound3 was 0.5Å (Figure 12c).

Complex5- Compound5 (complex) did not show major fluctuations and consistent stability was observed during 100ns MD simulation (Figure 12d). An acceptable range of root mean square deviation (RMSD) of GPR142 complex5 was observed from 7296 frames as shown in Figure 12d. RMSD range for GPR142 backbone and compound5 were 1.2Å to 2.5Å and 1.4Å to 1.6Å respectively and found to be in the conservative range, which was stable throughout all trajectories. Average RMSD for GPR142 backbone was 2.0Å and an average RMSD range for compound5 was 1.5Å.

Complex9– Compound9 (complex) RSMD did not show major fluctuations and consistent stability was observed during MD simulation. An acceptable range of root mean square deviation (RMSD) of GPR142 complex9 was observed from 13548 frames. Backbone RSMD of GPR142 complex with compound9 showed consistent stability during the course of the MD simulation. RMSD range for GPR142 backbone and compound9 were 1.5Å to 3.7Å and 0.8Å to 1.8Å respectively and found to be in the conservative range, which was stable throughout all trajectories. Average RMSD for GPR142 backbone was 2.5Å and an average RMSD range for compound9 was 1.4Å (Figure 12e).
Table S2- RMSD analysis of compound1, compound2, compound3, compound5 and compound9 of GPR142 
