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Supplementary Fig. S2. Approval of blood sample collection.
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Supplementary Table S1. Conserved domains prediction by Pfam: The domains predicted by Pfam of Gag-Pol region,
are Gag pl7, Gag p24, zf-CCHC RVT-1, RVT _connect, RNase-H, RVP, RVT-thumb, MLVINC and Integrase-Zn.

Source Domain Start End Gathering threshold Score (bits) E-value
(bits)

Sequence Domain Sequence Domain Sequence Domain
Pfam Gag pl7 2 132 20.80 10.00 218.50 217.40  7.6e-62 1.6e-61
coiled_coil n/a 87 121  n/a n/a n/a n/a n/a n/a
disorder n/a 98 131  n/a n/a n/a n/a n/a n/a
low_complexity n/a 104 119 n/a n/a n/a n/a n/a n/a
Pfam Gag_p24 149 363  29.00 29.00 277.70 276.10 1.6e-79 4.8e-79
disorder n/a 175 176 n/a n/a n/a n/a n/a n/a
disorder n/a 183 192  n/a n/a n/a n/a n/a n/a
disorder n/a 197 200 n/a n/a n/a n/a n/a n/a
disorder n/a 202 203 n/a n/a n/a n/a n/a n/a
disorder n/a 211 249  n/a n/a n/a n/a n/a n/a
disorder n/a 361 362 n/a n/a n/a n/a n/a n/a
disorder n/a 374 378 n/a n/a n/a n/a n/a n/a
Pfam zf-CCHC 390 407  20.80 16.70 37.90 25.10 2.9¢-06 0.032
Pfam zf-CCHC 411 428  20.80 16.70 37.90 22.20 2.9¢-06 0.26
coiled coil n/a 424 444 n/a n/a n/a n/a n/a n/a
disorder n/a 447 481 n/a n/a n/a n/a n/a n/a
Pfam RVT 1 650 821  29.60 29.60 119.60 118.40 3.4e-31 8.1e-31
Pfam RVT thumb 828 891  20.70 20.70 92.80 90.80 1.7e-18 5.6e-18
low_complexity n/a 883 891 n/a n/a n/a n/a n/a n/a
Pfam RVT connect 905 1006 21.00 21.00 197.00 196.10 1.1e-55 2.2e-55
low_complexity n/a 982 990 n/a n/a n/a n/a n/a n/a
Pfam RNase H 1023 1144 25.80 25.80 100.10 98.20 3.1e-25 1.1e-24
Pfam Integrase Zn 1155 1192 21.70 21.70 55.70 53.80 8.6e-12 3.3e-11
disorder n/a 1294 1296 n/a n/a n/a n/a n/a n/a
disorder n/a 1298 1310 n/a n/a n/a n/a n/a n/a
disorder n/a 1340 1341 n/a n/a n/a n/a n/a n/a
Pfam Rve 1443 1558 32.50 32.50 92.40 90.30 5.5e-23 2.4e-22
disorder n/a 1549 1551 n/a n/a n/a n/a n/a n/a
disorder n/a 1590 1591 n/a n/a n/a n/a n/a n/a
disorder n/a 1607 1611 n/a n/a n/a n/a n/a n/a
disorder n/a 1617 1618 n/a n/a n/a n/a n/a n/a
low_complexity n/a 1619 1631 n/a n/a n/a n/a n/a n/a
Pfam MLVIN C 1652 1730 29.20 29.20 116.20 115.00 1.3e-30 3.1e-30
disorder n/a 1709 1719 n/a n/a n/a n/a n/a n/a
disorder n/a 1726 1731 n/a n/a n/a n/a n/a n/a
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Supplementary Table S2. Scanprosite results for Gag-Pol with domain descriptions.

Domain Description Confidence level Range Sequence Score

2FE2S_FER_12Fe-2S (ferredoxin-type ~ PS00197 -1 24-32 CTGATCATC

iron-sulfur binding region signature)

EGF_1 PS00022 -1) 317-328

(EGF-like domain signature 1)

ANAPHYLATOXIN 1 PS01177 -1 530-562 CCtaGgtgacat. GCTctgatg... TacCat-

(Anaphylatoxin domain signature) ttge.CC

ANAPHYLATOXIN 1 PS01177 -1 825-855 CCagGgttaatt. GCGaacc.....TttC-

(Anaphylatoxin domain signature) cagetc.CC

ASP PROT RETROV PS50878 (-1 16 -85 KEALLDTGADDTVLEDINLP- 32.439

(Aspartyl protease) GKWKPK--MIGGIGGFIKVKQY-
DHILIEICGKKAIGTVLV
GPTPVNIIGRNM

RT POL PS50878 (-1) 139 - 329 EGKISRIGPENPYNTPIFAIKKKD- 48.849

(Reverse transcriptase (RT) catalytic STkWRKLVDFRELNKRTQDFW-

domain profile) EVQLGIPHPAGLKKKKSVTVLD-
VGDAYFSVPLYEDFRKYTAFT-
[PstnnetpGVRYQYNVLPQGWKG-
SPAIFQSSMTKILEPFRKQNpdivI-
YQYMDDLYVGSDLEIGqHRTK-
IEELRGHLLKWGFTTPDKKHQK
EPPFLWMGYEL

ASP PROTEASE PS00141 -1 18-29  ALLDTGADDTVL 0

(Eukaryotic and viral aspartyl proteases

active site)

Supplementary Table S3. Molecular docking was done to
predict bound conformations and free energies of binding
of small-molecule ligands to macromolecular targets. A:
Shows the binding energies of Gag with Dolutegravir
and the binding energies predicted were -5.7kcal/mol
with distance from rmsd lower binding energy as 0.00
and best mode rmsd upper binding energies as 0.00. B:
Shows the binding energies of pol with Dolutegravir and
the binding energies predicted were -7.9kcal/mol with
distance from rmsd lower binding energy as 0.00 and
best mode rmsd upper binding energies as 0.00.

Mode  affinity (kcal/ distance from best mode
mol) rmsd Lb. rmsd u.b.

1 -7.9 0.000 0.000

2 -7.8 3.061 7.458

3 =77 9.667 13.758

4 -7.6 4.018 7.656

5 -7.1 3.347 4.479

6 -7.1 9.281 12.743

7 7.1 5.381 7.396

8 -1.0 4.021 6.435

9 -6.9 5.399 6.658

Supplementary Table S3B. Binding affinity energies
with Pol and Dolutegravir.

Mode  affinity (kcal/ distance from best mode
mol) rmsd L.b. rmsd u.b.

1 -5.7 0.000 0.000

2 -5.7 14.813 18.458

3 -5.7 13.564 17.660

4 -5.7 19.777 24.082

5 -5.6 19.700 24.163

6 -5.6 20.369 24.682

7 -5.4 19.507 23.677

8 -5.4 13.887 17.966

9 -5.4 18.641 20.808
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