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Abstract: A strategy based on GC-MS coupled with molecular docking was established for identification, and prediction

of Ebola virus inhibitors in the essential oil from the flowers of Robinia pseudoacacia L.42mg essential oil was obtained

from 500 g fresh flowers by hydrodistillation. After GC-MS analysis, fifteen compounds were identified. The results indi-

cated that the major compounds in the essential oil were 2,7 ,10-Trimethyl-dodecane (14.67% ) ,4,7-Dimethyl-unde-

cane (13.89% ) ,Hexadecane (11.60% ). The identified compounds were docked with the target of Ebola Virus using

the Autodock software individually. One compound exhibited the potential anti-Ebola virus activity, 3, 5-Di-tert-butyl-

phenol with the binding energy of -4. 10 kJ/mol.
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pseudoacacia
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Table 1 Chemical compositions of essential oils from the flower of R. pseudoacacia L and their binding energies docked in the active
site of Ebola Virus
3 R %gﬁﬂa 3T ZFK N ok jﬁ%ﬁﬁ%
Compounds etentl?n time Formula Name Percentages Binding energy
(min) (%) (kJ/mol)
1 6.89 C, Hy 5-H KL 245 3.78 -2.39
2 6.99 Gy Hyy 2,6- IR T b 3.91 2.63
3 8.53 CoHyg 3,5,5-=H3-1-C 45 1.58 3.15
4 9.01 Cp3Hyg 5,7-"H A —k 2.21 2.44
5 9.23 Ci3Hyg 4,7-ZH A —bt 13.89 2.44
6 9.40 Gy Hyy +—4 4.78 2.20
7 12.26 CioHyg 3-F ke 2.83 2.30
8 14.43 CysHy, 2,7,10- =3+ —hx 14.67 2.45
9 16.05 Gy Hy 2,6,6-—=HIJEE L 3.74 2.87
10 16.30 Cy3Hog 2-FidE-6- L33 Jt 3.29 2024
11 20.32 Ci6Hsy IE+7ske 11.60 1.68
12 20.79 CyHy O 3,5-RUT BRI 5.68 4.10
13 21.39 Ci3Hyg 5-F -5 -2 e 2.36 2.04
14 25.55 Cp3Hyg 3,8- I —kz 6.01 2.43
15 26.56 CipHy, 3-Z.3E-3-H1 I Peke 6.06 1.65
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Fig.2  Molecular docking result of Ebola Virus inhibited by

the compound 12 in the essential oil from the flower

of R. pseudoacacia L.
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