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Figure S1. Sequence alignment of RVFV L protein with the templates (Structure of the alpha-
Synuclein (PDB ID: 6142 and severe fever with thrombocytopenia syndrome virus L protein (PDB
ID: 6Y6K).
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Figure S2. Structural superposition of the RVFV L protein model with the templates. The
RMSD values between the model and 6142 and 6Y6K are 0.179 and 1.165 A, respectively.



Table S1. Reverse template comparison of RVFV L protein model with the representative structures
in PDB using ProFunc reverse template search program.

Hit no.® Matched E-value RMSD Similarity Seq id Structural attributes

PDB Ay score (%) Longest  Structural
entry fitted similarity
segment® (%)
1 6142 0 0.26 702.3 32.78% 1756/1756  99.9

Note: * Hit number corresponds to the best ranked hit from PDB (against a representative subset of structures in the PDB).
b Root-mean-square-deviation between Co between templates (in PDB) and RVFV L protein model.

¢ Represents structural significant superimposition between query and template structures, which starts from a sliding
window of seven residues lengthwise is slide along the alignment and the C-alpha atoms of the equivalenced residues in
both structures through superimposition. The fit gives an rmsd below the cut-off of 3.0A along the length of the window
size, which extends until that cut-off.

Table S2. Virtual Screening result of Selleckchem Nucleoside Analogue Library (compounds with
binding affinity > -1.5 kcal/mol) against model of RVFV-L RdRp core.

Binding Energy
No. Ligand (kcal/mol)
1 VER155008 -9.6
2 S9012 Khasianine 9.1
3 A-317491 -8.7
4 S9430 Tomatidine -8.7
5 LLY-283 -8.5
6 Cilostazol -8.4
7 S5461 Cimicifugoside -8.4
8 etravirine -8.4
9 Guanosine. -8.3
10 NADIDE -8.3
11 S5402 Dasabuvir(ABT-333) -8.3
12 Fludarabine -8.1
13 S4994 Methylcobalamin -8.1
14 SGC 0946 -8.1
15 S5109 Ademetionine -8
16 S5246 Entecavir.cdx uff E=616.44 -8
17 CGS-21680 hydrochloride -7.9
18 Dapivirine -7.9
19 S5358 Regadenoson -7.9
20 S9007 2-Deoxyguanosine_monohydrate -7.9
21 6688 -7.8
22 Dibutyryl-cAMP -7.8
23 S3641 Osalmid -7.8
24 S3757 2'-Deoxyinosine -7.8
25 S5215 Abacavir -7.8
26 8-Bromo-cAMP -7.7
27 Clevudine -7.7
28 Capecitabine (Xeloda) -7.6




29 N6-methyladenosine -7.6
30 Blasticidin S hydrochloride -7.5
31 Puromycin_dihydrochloride -7.5
32 Sofosbuvir(PSI-7977) -7.5
33 CELLCEPT (mycophenolate mofetil) -7.4
34 EPZ004777 -7.4
35 Fludara (Fludarabine Phosphate) -7.4
36 Ribothymidine Thymine riboside -7.4
37 Rilpivirine -7.4
38 S3610 Cordycepin -7.4
39 S9366 5-Adenylic acid. -7.4
40 DIDANOSINE (didanosine) -7.3
41 Doxifluridine.cdx uff E=510.10 -7.3
42 S5259Nicotinamide Mononucleotide -7.3
43 S5374 5'-Cytidylic_acid -7.3
44 S9368 ADP -7.3
45 Spongouridine 1-beta-D-Arabinofuranosyluracil -7.3
46 TRIFLURIDINE (trifluridine) -7.3
47 VIDAZA (azacitidine) -7.3
48 valganciclovir_hydrochloride -7.3
49 6-Thio-dG -71.2
50 Arranon (Nelarabine) -7.2
51 DEPOCYT (cytarabine) -7.2
52 Inosine -7.2
53 S4984 2-Cyclouridine -7.2
54 S5009 Brivudine -71.2
55 S5582 Cytarabine hydrochloride -7.2
56 S5678 trans-Zeatin-riboside -7.2
57 S9369 Xanthosine Dihydrate -7.2
58 untitled -7.2
59 Floxuridine -7.1
60 Gemcitabine hydrochloride -7.1
61 Ribavirin -7.1
62 S3737 Cangrelor Tetrasodium -7.1
63 TYZEKA (telbivudine) -7.1
64 Clofarabine -7
65 Cyclocytidine hydrochloride -7
66 Penciclovir -7
67 S9275 Isoguanosine -7
68 Stavudine -7
69 VIRA-A (vidarabine) -7
70 S5505 2-deoxyuridine -6.9
71 Uridylic_acid -6.9
72 aicar -6.9
73 decitabine (2-deoxy-5-azacytidine) -6.9
74 Acyclovir -6.8
75 Adenosine -6.8




76 Cladribine -6.8
77 5-lodotubercidin -6.7
78 S4685 Efavirenz -6.7
79 TAS-102 -6.7
80 Tubercidin -6.7
81 Ganciclovir -6.6
82 HIVID (zalcitabine) -6.6
83 NEVIRAPINE (nevirapine) -6.6
84 NSC23766 -6.6
85 6853 -6.5
86 Azaguanine-8 -6.5
87 Emtricitabine -6.5
88 Ftorafur -6.5
89 GEMCITABINE (gemcitabine) -6.5
90 5-Methyldeoxycytidine -6.4
91 5110 -6.4
92 Mizoribine -6.4
93 S5362 Citicholine -6.4
94 Zidovudine -6.4
95 Bromodeoxyuridine -6.3
96 S4803 Thymidine -6.3
97 Uridine -6.3
98 Cytidine -6.2
99 EPIVIR (lamivudine) -6.2
100 | Idoxuridine -6.2
101 S5307 2-deoxy-2-fluoro-2-C-methyluridine -6.2
102 | SQ22536 -6.2
103 | Zebularine -6.1
104 | vistonuridine -6.1
105 | LM-3264 Triapine -6
106 | 5143 uff E=60.88 -5.6
107 | Adrucil (Fluorouracil) -5.5
108 | Hypoxanthine -5.5
109 | S4785 Nicotinamide N-oxide -5.3
110 | S3651 4-Amino-5-imidazolecarboxamide -5.1
111 | Hydroxyurea -4.1
112 S5016 Isoprinosine -3.8
113 | s4515 Ademetionine Ademetionine disulfate tosylate -3.7
114 | 2416 -3.6
115 | 5383 -3.6
116 | Entecavir_hydrate -1.8
117 | S9351 2-Deoxyadenosine monohydrate -1.8
118 | S5284 Adenosine 5-monophosphate monohydrate -1.7
119 | S5297 Vidarabine monohydrate -1.7




