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Table S1 binding affinity scores of MOCS1 and GTP docking

	S.No
	Ligand
	Binding Affinity

	1
	MOCS1A_GTP_1_pdb
	-8.7

	2
	MOCS1A_GTP_2_pdb
	-8.5

	3
	MOCS1A_GTP_3_pdb
	-8.4

	4
	MOCS1A_GTP_4_pdb
	-8.2

	5
	MOCS1A_GTP_5_pdb
	-8.2

	6
	MOCS1A_GTP_6_pdb
	-8.2

	7
	MOCS1A_GTP_7_pdb
	-8.2

	8
	MOCS1A_GTP_8_pdb
	-8.1

	9
	MOCS1A_GTP_9_pdb
	-8.1


Table S2 Binding affinity scores of MOCS1B and 3',8-cyclo-7,8-dihydroguanosine 5'-triphosphate docking

	
S.No.
	Ligand
	Binding Affinity

	1
	just_MOCS1B_1_3'
	-8.4

	2
	just_MOCS1B_2_3'
	-8.1

	3
	just_MOCS1B_3_3'
	-7.9

	4
	just_MOCS1B_4_3'
	-7.6

	5
	just_MOCS1B_5_3'
	-7.5

	6
	just_MOCS1B_6_3'
	-7.5

	7
	just_MOCS1B_7_3'
	-7.5

	8
	just_MOCS1B_8_3'
	-7.5

	9
	just_MOCS1B_9_3'
	-7.5
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Figure S1 MOCS1A model with high C-score generated by i-TASSER
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Figure S2 MOCS1B model with high C-score generated by i-TASSER
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Figure S3 MOCS1A model generated by SWISS-MODEL
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Figure S4 MOCS1B model generated by SWISS model
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Figure S5 MOCS1A generated by RaptorX
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Figure S6 MOCS1B generated by RaptorX
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Figure S7 radius of gyration plot for MOCS1A
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Figure S8 radius of gyration plot for MOCS1B
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Figure S9 Results generated from DoGSiteScorer results for MOCS1A
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                         Figure S10 : Results generated from DoGSiteScorer for MOCS1B
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Figure S11 PyMOL view of docked MOCS1A and GTP interaction
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Figure S12 PyMOL view of docked MOCS1B and 3',8-cyclo-7,8-dihydroguanosine 5'-triphosphate  interaction
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