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In recent years, two infectious viral diseases, Corona and Monkeypox, and preparation of
compounds with suitable biological properties as drugs to inhibit these diseases have
attracted attention of the medical community and World Health Organization.
Phosphoramide compounds with the main O=P—N skeleton are among chemical
compounds that have shown appropriate biological and medicinal properties to treat with
various diseases such as cancer, hepatitis and corona. In present work, three new
phosphoramide compounds including [OCH2C(CHj3)2CH2O]P(=0)[NHCsHa4(3-F)]
(compound 1), [(4-CD)CeHiO]P(=0)[3-(NH)CsHsN],  (compound 2) and
[(3-F)C¢HaNH]P(=0)[2-(NH)CsH4N]. (compound 3) were prepared and characterized,
and were used as model for molecular docking simulation to predict their potential
inhibitory against corona (PDB IDs: 6LU7 and 6MO03) and monkeypox (4QWO and
8CER) viruses. Obtained results show that the studied compounds having relatively high
binding affinity with protein receptors of coronaviruse (with binding energies of about —7
kcal/mol) can be effective to control coronavirus. In the case of monkeypox, binding
energies of ligand-protein complex (about —8 kcal/mol) illustrate negative values showing
a stable and favorable binding connection between target protein with ligand. So, the
studied compounds 1 — 3 can be suggested as candidates to inhibit corona and monkeypox
viruses.
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Yield: 53%; M.P.: 176 °C; IR (KBr, v, cm™): 3169 (N-H), 2972, 2887, 1622, 1599, 1504, 1416, 1250
(P=0), 1173, 1148, 1055, 1005, 984, 945, 918, 856, 789, 679, 621, 523, 484; 'H NMR (300.81 MHz,
DMSO-dg, 294.6 K): 6 = 0.89 (s, 3H, CHs), 1.14 (s, 3H, CHzs), 3.90 — 4.12 (m, 4H, CHy), 6.74 (m, 1H,
Ar-H (ortho)), 6.88 (m, 2H, Ar-H (ortho and para)), 7.28 (m, 1H, Ar-H (meta)), 8.35 (d, 2J(P,H) = 10.3
Hz, 1H, NH); *C NMR (75.64 MHz, DMSO-ds, 295.8 K): § = 20.46 (s ,1C, CH3), 21.53 (s, 1C, CHs3),
32.28 (d, 3J(C,P) = 6.1 Hz, 1C, C(CHa)), 77.23 (d, 2J(C,P) = 6.1 Hz, 2C, 2CH,), 104.56 (m, 1Ca),
107.87 (d, 2J(C,F) = 21.2 Hz, 1Car), 113.97 (m, 1Ca/), 131.17 (d, 3J(C,F) = 9.8 Hz, 1Ca/), 143.07 (m,
1Car), 163.05 (d, NJ(C,F) = 241.3 Hz, 1Cx); 3*P{*H} NMR (121.77 MHz, DMSO-ds, 295.3 K): § = —
4.93 (s); Anal. Calcd. for C11H1sFNOsP: C, 50.97; H, 5.83; N, 5.40; found: C, 49.57; H, 5.65; N, 5.27.
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IH NMR (300.81 MHz, DMSO-ds, 295.7 K): & = 7.26 (m, 4H, Ar-H), 7.50 (m, 4H, Ar-H), 8.13 (m,
2H, Ar-H), 8.40 (m, 2H, Ar-H), 8.90 (d, 2J(P,H) = 9.8 Hz, 2H, NH); 3'P{'H} NMR (121.77 MHz,
DMSO-ds, 296.7 K): 6 = —2.03 (s); Anal. Calcd. for CigH14CIN4O2P: C, 53.27; H, 3.91; N, 15.53;
found: C, 51.83; H, 3.61; N, 14.24.
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Yield: 86%; M.P.: 165 °C; IR (KBr, ©, cm): 3155 (N-H), 2891, 1670, 1614, 1599, 1489, 1468, 1396,
1283 (P=0), 1207, 1171, 1147, 1076, 1007, 982, 771, 683, 627, 521; 'H NMR (300.81 MHz, DMSO-
de, 295.3 K): & = 6.62 — 7.93 (m, 12H, Ar-H), 8.18 (m, 1H, NH), 8.33 (d, 2J(P,H) = 9.5 Hz, 2H, NH);
13C NMR (75.64 MHz, DMSO-ds, 296.6 K): 8 = 104.40 (s, 1C, Ca;), 104.73 (s, 1C, Cay), 106.88 (s,
1C, Ca), 107.15 (s, 1C, Ca), 111.77 (s, 1C, Ca), 112.38 (s, 1C, Ca), 113.11 (s, 1C, Cay), 114.12 (s,
1C, Cay), 116.80 (s, 1C, Cay), 130.68 (m, 1C, Ca), 138.28 (s, 1C, Cay), 144.39 (m, 1C, Ca;), 148.16 (s,
1C, Cay), 155.03 (s, 1C, Cay), 161,43 (s, 1C, Cay), 164.51 (s, 1C, Ca); 3P{*H} NMR (121.77 MHz,
DMSO-ds, 295.2 K): 8 =-5.26 (s); Anal. Calcd. for C1sH1sFNsOP: C, 55.98; H, 4.40; N, 20.40; found:
C,52.91; H, 4.07; N, 18.77.
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