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4IP7_1|Chains AARSTSITATIGPASRSVERLKEMIKAGMNIARLNF SHGSHEYHAESTANVREAVESFAG 112
2vGE_1|Chains AARSTSITATIGPASRSVERLKEMIKAGMNIARLNF SHGSHEYHAESLANWREAVESFAG 97
2SRF_1|Chains TARNTGIICTIGPASRSVETLKEMIKSGMNVARLNF SHGTHEYHAETIENWVRTATESFAS 128

3E]F_1|Ehain5 TARNTGIICTIGPASRSVETLEEMIESGMNYARLNF SHGTHEYHAETLENVRTATESFAS 87
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iIF?_iIEhains SPLEYRPVAIALDTEGPEIRTGILQGGPESEVELVEGSQVLVTYDPAFRTRGNANTVIAD 172
EVGE_ilthains SPLEYRPVAIALDTEGPELRTGILQGGPESEVELVEGSQVLVTYDPAFRTRGNANTVIND 157
35RF_1|Ehain5 DPILYRPVAVALDTKGPEIRTGLIKGSGTAEVELKEGATLEITLDNAYMEKCDENILWLD 188
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3E]F_1|Ehain5 YENICEVVEVGS K IYVVDDGL ISLQVEQKGADFLVTEVENGGSLGSKEGWVNLPRAAVDLPA 287
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4IP7_1|Chains LSEQDVRDLAFGVEHGVDIVFASFVRKASDVAAVRAALGPEGHGIK IISKIENHEGVERF 292
2VGE_1|Chains LSEQDVRDLAFGVEHGVDIVFASFVRKASDVAAVRAALGPEGHGIKIISKIENHEGVERF 277
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4IP7_1|Chains TRAETSDVAMNAY LDGADLIMLSGETAKGNFPYVEAVEMQHATAREAEAAYHRQLFEELRR 412
2wzE_1|chains TRAETSDVAMNAY LDGADC IMLSGETAKGNFPVEAVEMQHATAREAEANYHRQLFEELRR 297
3SRF_1|Chains TRAEGSDVANAN LDGADLIMLSGETAKGDYPLEAVRMQHLIAREAEAAMFHRELFEELVR 428
3BIF_1|Chains TRAEGSDWVANAV LDGAD IMLSGETAKGDYPLEAVEMONLIAREAEAATYHLQLFEELRR 287
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4IP7_1|Chains AAPLSRDPTEVTALGAVEAAFKCCARATIVLTTTGRSAQLLSAYAPRAAVIANTRSAQAA 472
2VGE_1|Chains AAPLSROPTEVTALGAVEAAFKCCARATIVLTTTGRSAQLLERYRPRAAVIAVTRSAQAA 457
35RF_1|EhEiH5 ASSHSTDLMEAMAMGSVEASYECLARALIVLTESGRSAHQVARYRPRAPIIAVTRNFQTA 488
3EJF_1|Ehain5 LAPITSDFTEATAVGAVEASFECCSGAIIVLTESGRSAHQVARYRPRAPIIAVTRNPQTA 447
. . ¥ o FedkoEEFeokFE o FHeEkFFE o@kFF. oakFdkEkx okFFkFkEx  Kox
4IP7_1|Chains RQVHLCRGVYFPLLYREPPEAIWADDVDRRVQFGIESGKE LRGFLEVGDLYIVWVTGEWRPGSG 532
2wzE_1|chains RQVHLCRGVFPLLYREPPEAIWADDVDRRVQFGIESGE LRGFLEVGDLY IWVWTEWRPGSG 517

3SRF_1|Chains RQAHLYRGIFPY LCKDPVQE AWAEDVDLRVNE AMNY GEARGF FEKGINVIVL TGWRPGSG S48
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Scheme S1. Amino acids sequence alignment of PK isoforms, namely PKL (PDB ID: 41P7);
PKR (PDB ID: 2VGB); PKM1 (PDB ID: 3SRF) and PKM2 (PDB ID: 3BJF)
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Table S1. Percentage similarity (homology) of various PK isoforms namely PKL (PDB ID:
41P7); PKR (PDB ID: 2VGB); PKM1 (PDB ID: 3SRF) in comparison, with PKM2 (PDB ID:
3BJF)

Sr No Protein Code % Similarity with PKM2 (PDB ID:
3BJF)
1 PDB ID:3SRF (PKM1) 95.56%
2 PDB ID:2VGB (PKR) 71-72%
3 PDB ID: 41P7 (PKL) 71-72%
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J 41P7_1|Chains 0.00391
2VGB_1|Chains -0.00391

3SRF_1|Chains 0.03382

3BJF 1|Chains 0.01058

Scheme S2. Phylogenetic tree of the PK isoforms deduced from their amino acids’ sequences
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Figure S1 (1-75). Binding poses of PKM2 inhibitors/activators within
the drug-binding pocket of PKIM2
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