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Supplementary Table 1

Docking scores of tested ligands

Ligand PUBCHEM Docking score Source in the Reference
ID or (kcal/mol) to SARS-  Andean region
DrugBank CoV-2 target
ID 3CLpro RdRp
1,3,5-Trimethoxybenzene 69301 -4.5 -4.4 Croton lechleri (Lock, Perez,
Villar, Flores, &
Rojas, 2016)
18,19- 3039336 -6.1 -6.0 Uncaria tomentosa (Gonzales &
Dihydrocorynantheine Valerio, 2006)
246-Trimethoxyphenol 88563 -6.0 -4.6 Croton lechleri (Lock et al.,
2016)
4-Hydroxycinnamic acid 637542 -5.1 -5.2 Clinopodium (Vera Saltos,
tomentosum Naranjo-Puente,
Malafronte, &
Braca, 2014)
8-prenyldaidzein 14841119 -7.3 -7.0 Erythrina fusca (Khaomek et al.,
2008)
Alpha-Pinene 6654 -4.3 -4.6 Minthostachys mollis ~ (Torrenegra-
Alarcon et al.,
2016)
Apigenin 5280443 -1.7 -6.6 Physalis peruviana (El-Beltagi,
Mohamed,

Safwat, Gamal, &
Megahed, 2018)

Betulinic acid 64971 -7.4 -7.2 Conyza floribunda (Manguro, Ogur,
& Opiyo, 2010)
Bicyclogermacrene 13894537 -5.2 -5.4 Minthostachys mollis ~ (Torrenegra-
Alarcon etal.,
2016)
Byzantionoside B 14135395 -7.6 -6.9 Clinopodium (Vera Saltos et
tomentosum al., 2014)
Caffeic acid 689043 -5.6 -5.7 Clinopodium (Vera Saltos et
tomentosum al., 2014)
Carvacrol 10364 -4.3 -4.8 Minthostachys mollis ~ (Torrenegra-
Alarcon et al.,

2016)
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(Murauer &
Ganzera, 2018)

(Murauer &
Ganzera, 2018)
(Goity-Vivar,
2013)
(Gonzales &
Valerio, 2006)
(Innok,
Rukachaisirikul,
& Suksamrarn,
2009)

(Lock et al.,
2016)
(Manguro et al.,
2010)

(Herrera et al.,
2018)
(Torrenegra-
Alarcon et al.,
2016)

(Innok et al.,
2009)

(Innok et al.,
2009)

(Lin, Hasegawa,
& Kodama,
2003)
(Khaomek et al.,
2008)

(Lin et al., 2003)

(Herrera et al.,
2018)

(El-Beltagi et al.,
2018)
(Torrenegra-
Alarcon etal.,
2016)

(Lock et al.,
2016)

(Sifuentes-
Penagos, Ledn-
Véasquez, &
Paucar-Menacho,
2015)

(dos Santos et al.,
2014)

(Callaway, 2005)

(Vera Saltos et
al., 2014)

(Trujillo-Correa
et al., 2019)
(Gonzales &
Valerio, 2006)
(Gonzales &
Valerio, 2006)
(dos Santos et al.,
2014)


https://pubchem.ncbi.nlm.nih.gov/compound/101690
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Erythrina fusca
Croton lechleri
Uncaria tomentosa
Conyza floribunda
Bauhinia longifolia
Uncaria tomentosa
Uncaria tomentosa
Conyza floribunda
Croton lechleri

Minthostachys mollis

Erythrina fusca
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(Innok et al.,
2009)

(Lock et al.,
2016)
(Gonzales &
Valerio, 2006)
(Manguro et al.,
2010)

(dos Santos et al.,
2014)
(Gonzales &
Valerio, 2006)
(Gonzales &
Valerio, 2006)
(Manguro et al.,
2010)

(Lock et al.,
2016)
(Torrenegra-
Alarcon et al.,
2016)

(Innok et al.,
2009)
(Torrenegra-
Alarcon et al.,
2016)

(Innok et al.,
2009)
(Sifuentes-
Penagos et al.,
2015)

(Lock et al.,
2016)

(Brandao et al.,
2009)

(dos Santos et al.,
2014)

(de Carvalho-
Cursino, Nunez,
de Paula, Alves-
do Nascimento,
& dos Santos,
2012)
(Gonzales &
Valerio, 2006)
(Manguro et al.,
2010)
(Blackledge &
Taylor, 2003)
(El-Beltagi et al.,
2018)

(Lajter et al.,
2014)

(Lajter et al.,
2014)

(Lock et al.,
2016)

(Cioffi et al.,
2011)


https://pubchem.ncbi.nlm.nih.gov/compound/10405046
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(Gonzales &
Valerio, 2006; de
Carvalho-Cursino
etal.,, 2012)

(dos Santos et al.,
2014)

(Innok et al.,
2009)

(Vera Saltos et
al., 2014)

(Torrenegra-
Alarcon et al.,
2016)

(dos Santos et al.,
2014)

(dos Santos et al.,
2014)

(Murauer &
Ganzera, 2018)
(Murauer &
Ganzera, 2018)
(Gonzales &
Valerio, 2006)
(Vera Saltos et
al., 2014)

(Gonzales &
Valerio, 2006)
(Lock et al.,
2016)

(Toro, Aragon,
Ospina, Ramos,
& Castellanos,
2014)

(Innok et al.,
2009)

(Lock et al.,
2016)
(Gonzales &
Valerio, 2006)
(de Carvalho-
Cursino et al.,
2012)
(Gonzales &
Valerio, 2006;
Sifuentes-
Penagos et al.,
2015)

(Lock et al.,
2016)
(Gonzales &
Valerio, 2006)
(Lock et al.,
2016)
(Gonzales &
Valerio, 2006)
(Gonzales &
Valerio, 2006)
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Figure S1. Backbone root mean square deviation (RMSD) of the 3CLpro (A) and RdRp (B) of SARS-CoV-2 in complex
with phytochemicals, during 200 ns of the molecular dynamics simulation period. Backbones with mean RMSD higher
than free protein are plotted.
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Figure S2. Backbone root mean square deviation (RMSD) of phytochemicals from complexes with 3CLpro (A) and RdRp

(B), during 200 ns of the molecular dynamics simulation period.
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Figure S3. Conformational evolution of secondary structure elements of 3CLpro in complex with hesperidin
(A) and lupinifolin (B) during the molecular dynamics simulation period.
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Figure S4. Conformational evolution of secondary structure elements of RdRp in complex with hesperidin
during the molecular dynamics simulation period.
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