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Table S1: Marine natural products isolated from Scleractinia-associated organisms

Chemical . Biological Geographical
No. Name Source organism  Host . .g g P Reference
category activity location
12-Dimethoxy- . . Red sea, Egypt,
1 . .
pinselin Xanthone Scopulariopsis sp Stylophora sp Not mentioned Africa [1]
Red Egypt
2 12-O-acetyl-AGI-B4  Xanthone Scopulariopsis sp. Stylophora sp. Not mentioned Airics:a, 8yPY [1]
R E
3 AGI-B4 Xanthone Scopulariopsis sp. Stylophora sp. Cytotoxic Aiiffa' 8YPY [1]
Red Egypt
4 Hyperxanthone C Xanthone Scopulariopsis sp. Stylophora sp. Not mentioned Airics:a, 8yPY [1]
I - R E
5 Pinselin Xanthone Scopulariopsis sp. Stylophora sp. mmuno' ed. sea, Lgypt [1,2]
suppressive Africa
. L Immuno- Red sea, Egypt,
6 Sydowinin B Xanthone Scopulariopsis sp. Stylophora sp. suppressive Africa [1,3]
13-O-acetyl- Lo o Red sea, Egypt,
7 . .
sydowinin B Xanthone Scopulariopsis sp Stylophora sp Antioxidant Africa [1,4]
2,11-Dihydroxy-1-
R E
8 methoxycarbonyl-9-  Xanthone Scopulariopsis sp. Stylophora sp. Not mentioned Aificsaea, 8yPY [1]
carboxyl-xanthone
. oo Immuno- Red sea, Egypt,
9 Sydowinin A Xanthone Scopulariopsis sp. Stylophora sp. suppressive Africa [1,3]

Page 2 of 18



8-(Methoxy-

carbonyl)-1-hydroxy- . . Red sea, Egypt,
10 9-ox0- 9H-xanthene- Xanthone Scopulariopsis sp. Stylophora sp. Not mentioned Africa [1]
3-carboxylic acid
Methyl-3,8-
dihydroxy-6-methyl- S . Red sea, Egypt,
11 9-0x0-9H. xanthene- Xanthone Scopulariopsis sp. Stylophora sp. Cytotoxic Africa [1,5]
1-carboxylate
L . Lo Anti-phyto- Red sea, Egypt,
12 Sydowic acid Sesquiterpene Scopulariopsis sp. Stylophora sp. pathogenic Africa [1,6]
R . o Anti-phyto- Red sea, Egypt,
1 . .
3  Sydonic acid Sesquiterpene Scopulariopsis sp Stylophora sp pathogenic Africa [1,6]
11-Hydroxysydonic . L . Red sea, Egypt,
14 acid Sesquiterpene Scopulariopsis sp. Stylophora sp. Not mentioned Africa [1]
11,12- Red sea, Egypt
15  Dihydroxysydonic Sesquiterpene Scopulariopsis sp. Stylophora sp. Not mentioned Africa » B8YPY [1]
acid
1-Hydroxy- . . . Red sea, Egypt,
16 boivinianic acid Sesquiterpene Scopulariopsis sp. Stylophora sp. Not mentioned Africa [1]
. Phenyl ether oo Cytotoxic and Red sea, Egypt,
17 . .
Violaceol I derivative Scopulariopsis sp Stylophora sp antioxidant Africa [1,4]
. Phenyl ether . Cytotoxic and Red sea, Egypt,
18  Violaceol II derivative Scopulariopsis sp. Stylophora sp. antioxidant Africa [1,4]
. Phenyl ether Lo . Red sea, Egypt,
19  Diorcinol derivative Scopulariopsis sp. Stylophora sp. Antioxidant Africa [1,4]
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. Phenyl ether S . Red sea, Egypt,
20  Rikuzenol derivative Scopulariopsis sp. Stylophora sp. Not mentioned Africa [1]
21  Scopulamide Alkaloid Scopulariopsis sp. Stylophora sp. Not mentioned iii;aea' Egypt, [1]
R E
22 Lumichrome Alkaloid Scopulariopsis sp. Stylophora sp. Not mentioned Aificsaea’ 8yPY [1]
23 WIN 64821 Alkaloid Scopulariopsis sp. Stylophora sp. Not mentioned iiij:a' Egypt, [1]
. . . o . Red sea, Egypt,
24  Scopularide A Cyclodepsi-peptide  Scopulariopsis sp. Stylophora sp. Cytotoxic Africa [1]
Scopulariopsis Sp. R E
25  Scopularide B Cyclodepsi-peptide P peis op Stylophora Sp. Anticancer Ai]crlicsaea, gYPY [1,7]
a-Pyrone oo . Red sea, Egypt,
2 . .
6  Scopupyrone derivative Scopulariopsis sp Stylophora sp Not mentioned Africa [1]
L Benzoic acid . . Red sea, Egypt,
27  Pyrenochaetic acid derivative Scopulariopsis sp. Stylophora sp. Cytotoxic Africa [1,8]
7-OH-2,5-Dimethyl- ~ Chromone oo . Red sea, Egypt,
28 chromone derivative Scopulariopsis sp. Stylophora sp. Not mentioned Africa [1]
E
29  Ergosterol Sterol Scopulariopsis sp. Stylophora sp. Not mentioned iififaea, 8yPY [1]
- - idusi idusi Aspergillus tritici Cytotoxic
30 4-Methyl-candidusin Car}dld'usm perg Gal{?xea ‘ y Malaysia, Asia 9]
A derivative SP2-8-1 fascicularis Antibacterial
i Aspergillus tritici Cytotoxic
31  Aspetritone A Ant.hra.qumone Pers Gal{?xea . Y Malaysia, Asia [9]
derivative SP2-8-1 fascicularis Antibacterial
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Anth i Aspergillus tritici Cytotoxic
32 Aspetritone B nt. ragumone Pers Galffxea . Y Malaysia, Asia [9]
derivative SP2-8-1 fascicularis Antibacterial
34-Dimethyl-3"- i i Aspergillus tritici Cytotoxic
33 prenylcandidusin Prehylc'andldusm perg Galc?xea ) y Malaysia, Asia [9]
A derivative SP2-8-1 fascicularis Antibacterial
_ 37 i i Asperqillus tritici Cytotoxic
34 4-Methyl 3‘ ‘ Preflylc‘andldusm perg Gaqueu ' y Malaysia, Asia [9]
prenylcandidusin A derivative SP2-8-1 fascicularis Antibacterial
34- Candidusin Aspergillus tritici Galaxea
35  Dimethylcandidusin . . ) Not mentioned  Malaysia, Asia 9]
A derivative SP2-8-1 fascicularis
i i Asperqillus tritici i
36 Candidusin A Car.ldld.u St Pers Gaquea . Cyt.OtOXIC .a nd Malaysia, Asia [9]
derivative SP2-8-1 fascicularis antibacterial
44'- Terphenylli Aspergillus tritici
37 ! . crphenysim per Gaquea . Not mentioned ~ Malaysia, Asia [9]
Deoxyterphenyllin derivative SP2-8-1 fascicularis
4"- Terohenvlli Asperqillus tritici Cytotoxic
38 . erP e1‘1y m perg Gaquea . y Malaysia, Asia [9]
Deoxyterphenyllin derivative SP2-8-1 fascicularis Antibacterial
Terohenvlli Asperqillus tritici Gal Cytotoxic
39  3-Prenylterphenyllin erP el.ny n pers e Y Malaysia, Asia [9]
derivative SP2-8-1 fascicularis Antibacterial
Terohenvlli Asverqillus tritici Gal Cytotoxic
40  Terphenyllin erP el.ny mn pers e Y Malaysia, Asia [9]
derivative SP2-8-1 fascicularis Antibacterial
_ i Aspergillus tritici Cytotoxic
1 3 . Terpheflylhn perg Gaquea ' y Malaysia, Asia 9]
Hydroxyterphenyllin  derivative SP2-8-1 fascicularis Antibacterial
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3-Hydroxy-3"-

Terphenyllin

Aspergillus tritici

Galaxea

42 Not tioned  Malaysia, Asi 9
deoxyterphenyllin derivative SP2-8-1 fascicularis ot mentione alaysia, Asta ]
" Terphenvlli Aspergillus tritici Cytotoxic
43 3 . erP efly o per Gaquea . Y Malaysia, Asia [9]
Prenylterphenyllin derivative SP2-8-1 fascicularis Antibacterial
Anth i Aspergillus tritici Cytotoxic
44  Emodin nthraquinone per Galaxea y Malaysia, Asia 9]
derivative SP2-8-1 fascicularis Antibacterial
3-Hydroxy-1,2,5,6- Anthraquinone Aspergillus tritici Galaxea Cytotoxic : :
45  tetramethoxyanthrac .. . . Malaysia, Asia [9]
) derivative SP2-8-1 fascicularis Antibacterial
ene-9,10-dione
3-Hydroxy-2-
h hyl-1- Anth i Aspergillus tritici
46 ydroxymethy nt- raqimone pers Gah?xea . Not mentioned  Malaysia, Asia [9]
methoxyanthracene-  derivative SP2-8-1 fascicularis
9,10-dione
1,2,3-Trimethoxy-7- : . s
e Anth Asperqillus tritici
47  hydroxymethylanthr nt_ raquinone Pers Gaquea . Not mentioned  Malaysia, Asia [9]
. derivative SP2-8-1 fascicularis
acene-9,10-dione
363,78,15c,24-
Red Egypt
48  Tetrahydroxyolean-  Triterpene Scopulariopsis sp. Stylophora sp. Not mentioned Airicsaea, 8YPY [10]
12-ene-11,22-dione
15a,223,24-
Red Sea, Egypt,
49  Trihydroxyolean- Triterpene Scopulariopsis sp. Stylophora sp. Not mentioned © . ©a, BEYP [10]
. Africa
11,13-diene-3-one
7(,15a,24-
Red Sea, Egypt,
50  Trihydroxyolean-12-  Triterpene Scopulariopsis sp. Stylophora sp. Not mentioned Airicaea YP [10]

ene-3,11,22-trione
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15a,24-

Red Sea, Egypt,

51  Dihydroxyolean-12-  Triterpene Scopulariopsis sp. Stylophora sp. Not mentioned Africa [10]
ene-3,11,22-trione
Antimutagenic,
iviral R E
52 Soyasapogenol B Triterpene Scopulariopsis sp. Stylophora sp. :Egjnra and Aificsaea, gypt, [10,11]
inflammatory
53 gf};;ci)(;ik_laseic acid Sesquiterpene Scopulariopsis sp. Stylophora sp. Not mentioned ii]ics:a' Egypt, [10]
27, 4E)-4'- . L . Red Sea, Egypt,
4 . . 1
5 Dihydrophaseic acid Sesquiterpene Scopulariopsis sp Stylophora sp Not mentioned Africa [10]
6-Hydroxy-2,7-
Red Egypt
55  dimethyl-1,4- Polyketide Scopulariopsis sp. Stylophora sp. Not mentioned Airicsaea, 8YPY [10]
naphthoquinone
Antioxidant and
6—'Hydroxy—2,2— . o cancer Red Sea, Egypt,
56  dimethyl-2H- Polyketide Scopulariopsis sp. Stylophora sp. . . [10,12]
chromene protecting Africa
effects
Immuno-
57 Scoparone Polyketide Scopulariopsis sp. Stylophora sp. erfi};islffl;,:;tive iiiiea' Egypt, [10,13-15]
and antioxidant
. Nitrogenous oo . Red Sea, Egypt,
58 5-Methyluracil compound Scopulariopsis sp. Stylophora sp. Antitumor Africa [10,16]
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4-Hydroxy-3-

i Red Sea, Egypt,
59 me.tho>.<y—2(1H)— I;I)I:;;i::;us Scopulariopsis sp. Stylophora sp. Not mentioned Aef)ricaea YP [10]
quinolinone
B - i Red Sea, Egypt,
60 4 Hydr.oxy}.)heny.l Nitrogenous Scopulariopsis sp. Stylophora sp. Not mentioned ec oea, BeYP [10]
glyoxylic acid amide =~ compound Africa
Indole-3- Nitrogenous o . Red Sea, Egypt,
. . 10
61 carboxaldehyde compound Scopulariopsis sp Stylophora sp Not mentioned Africa [10]
N . . Red Sea, Egypt,
62 Z?;le 3-carboxylic ﬁ;;iiizus Scopulariopsis sp. Stylophora sp. Not mentioned Airicaea 8yP [10]
-Indol-3-yl)-oxo- i . Red Sea, Egypt,
63 a(ggar;lidd(; Syl-oxo Zlggiir;;us Scopulariopsis sp. Stylophora sp. Not mentioned Airicaea gYP [10]
g -B-0XO- i Red Sea, Egypt,
64 N Acety-l p-oxo Nitrogenous Scopulariopsis sp. Stylophora sp. Not mentioned ¢ . ca, BEYP [10]
tryptamine compound Africa
) . Hydroquinone . ) . Red Sea, Egypt,
. . 17
65  Gliomastin A derivative Gliomastix sp Stylophora sp Cytotoxic Africa [17]
i Red Sea, Egypt,
66  Gliomastin B Hy(-:lrocllumone Gliomastix sp. Stylophora sp. Not mentioned ¢ . ca, B8YP [17]
derivative Africa
. . Hydroquinone ) ) . Red Sea, Egypt,
. . 17
67  Gliomastin C derivative Gliomastix sp Stylophora sp Antitubercular Africa [17]
i Red Sea, Egypt,
68  Gliomastin D Hyc-iroc.{umone Gliomastix sp. Stylophora sp. Not mentioned ec oea, Beyp [17]
derivative Africa
-O- - i Red Sea, Egypt,
69 2 O Metbyl Hyc'iroq'umone Gliomastix sp. Stylophora sp. Not mentioned ec oea, BeyPp [17]
gliomastin C derivative Africa
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Acremonin A 1-O-§3-

Hydroquinone

Red Sea, Egypt,

7 1 ] . . i 17
0 D-gluco- pyranoside  derivative Gliomastix sp Stylophora sp Not mentioned Africa [17]
71 Gliomastin E 1-O—. B- Hy(;lroqulnone Gliomastix sp. Stylophora sp. Not mentioned Red. Sea, Egypt, [17]
D-gluco -pyranoside  derivative Africa
6’-O-Acetyl- Hydroquinone ) : . Red Sea, Egypt,
72 isohomoarbutin derivative Gliomastix sp. Stylophora sp. Not mentioned Africa [17]
73 Isohomoarbutin Hy(.iroc‘lumone Gliomastix sp. Stylophora sp. Not mentioned Red. Sea, Egypt, [17]
derivative Africa
Cytotoxic
2-Methyl-1,4- Hydroquinone ) ) . Red Sea, Egypt,
74 . .
benzenediol derivative Gliomastix sp Stylophora sp Antitubercular Africa [17]
Antibacterial
. Hydroquinone . . Cytotoxic Red Sea, Egypt,
75  Acremonin A derivative Gliomastix sp. Stylophora sp. Antitubercular Africa [17]
Prenylhyd Hydroqui Cytotonde Red Sea, Egypt
76 reny iy dros yeroquhone Gliomastix sp. Stylophora sp. Antitubercular oc o, BEYPY [17]
quinone derivative Antibacterial Africa
ntibacteria
Hydroquinone . ) Cytotoxic Red Sea, Egypt,
77  F-11334A: derivative Gliomastix sp. Stylophora sp. Antitubercular Africa [17]
(R)-2-(2-Hydroxy-
propan2-yl)-2,3- Hydroquinone ) ) . Red Sea, Egypt,
7 . .
8 dihydro-5- derivative Gliomastix sp Stylophora sp Not mentioned Africa [17]
hydroxybenzofuran
2,2-Dimethyl- Hydroquinone ) ; . Red Sea, Egypt,
7 . . 17
9 chroman-3,6-diol derivative Gliomastix sp Stylophora sp Not mentioned Africa [17]
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ligophen-al T h Chi
80 Verruculosin A O rgophien-aienone alaromnyces Goniopora sp. Antitumor SOl,lt C 1.na Sea, [18]
dimer verruculosus China, Asia
Oligophen-al Tal South China S
81  Verruculosin B . ‘gopheni-atenone warontyces Goniopora sp. Antitumor 01,1 1‘na e [18]
dimer verruculosus China, Asia
. . Oligophen-alenone  Talaromyces ) . South China Sea,
2 Bacill F . A 1
8 acillisporin dimer verruculosis Goniopora sp ntitumor China, Asia [18]
83  Duclauxin Qligophen—alenone Talaromyces Goniopora sp. An’Fitumor .and 501‘1th Chi'na Sea, [18]
dimer verruculosus antileukemia China, Asia
ligophen-al T h Chi
84  Xenoclauxin O ‘sophen-atenone alaromyces Goniopora sp. Antitumor SOI.H ¢ ma Sez, [18]
dimers verruculosus China, Asia
Eryth thi
85 Slll"iffatzoxan n Carotenoid Erythrobacter flavus Acropora nasuta Not mentioned  Indonesia [19]
86  Ketonostoxanthin Carotenoid Erythrobacter flavus Acropora nasuta Not mentioned  Indonesia [19]
87  Nostoxanthin sulfate ~ Carotenoid Erythrobacter flavus Acropora nasuta Not mentioned  Indonesia [19]
88  Caloxanthin sulfate Carotenoid Erythrobacter flavus Acropora nasuta Not mentioned  Indonesia [19]
89  Nostoxanthin Carotenoid Erythrobacter flavus Acropora nasuta Not mentioned  Indonesia [19]
90  Zeaxanthin sulfate Carotenoid Erythrobacter flavus Acropora nasuta Not mentioned  Indonesia [19]
91  Caloxanthin Carotenoid Erythrobacter flavus Acropora nasuta Not mentioned  Indonesia [19]
Bacterio- . . .
92 ) . Carotenoid Erythrobacter flavus Acropora nasuta Not mentioned  Indonesia [19]
rubixanthinal
. . Radioprotectant _
93  Zeaxanthin Carotenoid Erythrobacter flavus Acropora nasuta Indonesia [19-21]

and antioxidant
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Antioxidant,

anti-
inflammatory,
94  B-Cryptoxanthin Carotenoid Erythrobacter flavus Acropora nasuta  anticancer, Indonesia [19,22]
homeostatic and
anti-
osteoporosis
95  Bacteriochlorophyll =~ Carotenoid Erythrobacter flavus Acropora nasuta Not mentioned  Indonesia [19]
Antioxidant and
96  [-Carotene Carotenoid Erythrobacter flavus Acropora nasuta MHoXIGantane  mdonesia [19,23]
anticancer
Anth li
97  Aranciamycin K ntaracyeine Streptomyces sp. Porites sp. Not mentioned  China [24]
analogue
) ) Tirandamycin . ) . )
98  Isotirandamycin B Streptomyces sp. Porites sp. Bacteriostatic China [24]
analogue
99 Rhodomycinone Anthracycline Streptomyces s Porites s Not mentioned  China [24]
Y y derivative promyces sp- P-
. Anthracycline ) . .
100  (-Rhodomycinone derivative Streptomyces sp. Porites sp. Cytotoxic China [24]
Anth li Antibacterial
101 262-6 rhracycine Streptomyces sp. Porites sp. nHbacieria China [24]
derivative Cytotoxic
Anth li Antibacterial
102  (-Rhodomycin-II n' ra'cyc e Streptomyces sp. Porites sp. m ac.erla China [24]
derivative Cytotoxic
. . Tirandamycin . . . .
103  Tirandamycin A . Streptomyces sp. Porites sp. Antibacterial China [24]
derivative
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Tirandamycin

104 Tirandamycin B derivative Streptomyces sp. Porites sp. Antibacterial China [24]
105  Pelopuradazole Imidazole alkaloid  Pelomonas puraquae Acropora sp. Not mentioned  South China Sea [25]
3H-Imidazole-4-
106 micazole Imidazole alkaloid  Pelomonas puraquae Acropora sp. Not mentioned  South China Sea [25]
carboxylic acid
2-Methyl-3H-
107  imidazole-4- Imidazole alkaloid  Pelomonas puraquae Acropora sp. Not mentioned  South China Sea [25]
carboxylic acid
1H-P le-2-
108 yrrotess Imidazole alkaloid ~ Pelomonas puraquae Acropora sp. Antibacterial South China Sea [25]
carboxylic acid
109  Pelopurin A Cyclodipeptide Pelomonas puraquae Acropora sp. Not mentioned  South China Sea [25]
110  Pelopurin B Cyclodipeptide Pelomonas puraquae Acropora sp. Not mentioned  South China Sea [25]
Different corals
Hyd -quinaldic  Streptomy . Northeast Atlantic,
111 Unnamed y roxy qu'ma € FepLofityceces belong to Cytotoxic ormeas ante [26]
acid derivative cyaneofuscatus . Europe
Scleractinia
Different corals
-quinaldi ptomy heast Atlantic,
112 Unnamed H}_Idroxy qu.ma dic  Streptomyceces belong to Not mentioned Northeast Atlantic [26]
acid derivative cyaneofuscatus . Europe
Scleractinia
Different corals
Hyd -quinaldi treptomy. theast Atlantic,
113  Unnamed yaroxy-quinaicic Slreplonyceccs belong to Not mentioned Northeas ante [26]
acid derivative cyaneofuscatus . Europe
Scleractinia
Different corals
-Hyd inaldi Hyd inaldi theast Atlantic,
114 3 Hy roxyquinaldic y roxyqu{na ic  Streptomyceces belong to Not mentioned Northeas antic [26]
acid acid derivative cyaneofuscatus Scleractinia Europe
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Different corals

115 3- .Hydr'oxyquinaldic H}.Idroxyqui‘naldic Streptomyceces belong to Cytotoxic Northeast Atlantic, [26]
acid amide acid derivative cyaneofuscatus . Europe
Scleractinia
. . . . Okinawa, Japan,
116  Nakienone A Cyclic C-11 Synechocystis sp. Acropora sp. Cytotoxic Asia [27]
o . . . Okinawa, Japan,
117  Nakitriol Cyclic C-11 Synechocystis sp. Acropora sp. Cytotoxic Asia [27]
. . . . Okinawa, Japan,
118 Nakienone B Cyclic C-11 Synechocystis sp. Acropora sp. Not mentioned Asia [27]
) . . . Okinawa, Japan,
119 Nakienone C Cyclic C-11 Synechocystis sp. Acropora sp. Not mentioned Asia [27]
Phormidi Anti- USA, North
120  Pitiamide A Fatty acid amide ormam Porites sp. i . NOr [28]
corallyticum proliferative America
Phormidi Anti- USA, North
121  1E-Pitiamide B Fatty acid amide OTHIATHI Porites sp. e ot 28]
corallyticum proliferative America
Florida, North
122 Looekeyolide A Macrolide Roseofilum reptotaenium  Montastraea sp. ~ Not mentioned Ar(:nr;riaca o [29]
Florida, North
123  Looekeyolide B Macrolide Roseofilum reptotaenium  Montastraea sp. Not mentioned Azf;riac’a o [29]
. . . . Cytotoxic and .
124  Alteramide A Tetracyclic alkaloid  Pseudoalteromonas sp. Montipora sp. . Japan, Asia [30,31]
antifungal
125  Alteramide B Tetracyclic alkaloid  Pseudoalteromonas sp. Montipora sp. Antifungal Japan, Asia [30,31]
27,4E)-3-Methyl-2,4-
126 (22AE)-3-Methyl-2, Fatty acid Microbulbifer sp. Porites sp. Antibacterial Japan, Asia [32]

decadienoic acid
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127  Nesteretal A Polyhemiketal, Nesterenkonia sp. Platygyra sp. RXRa activity China Asia [33]
Cytotoxic Cantabrian Sea
128  Lobophorin K Lobophorin Streptomyces sp. Lophelia pertusa . 34
p p ptomyces sp phenap Antibacterial North America i

129  Gorgosterol Sterol Zooxanthellae Oculina diffusa Not mentioned  Permuda, Europe [35]

130 23-Desmethyl- Sterol Zooxanthellae Oculina diffusa Not mentioned  Permuda, Europe [35]
gorgosterol

131  Dinosterol Sterol Zooxanthellae Oculina diffusa Not mentioned  Permuda, Europe [35]

132 Cholesterol Sterol Zooxanthellae Oculina diffusa Not mentioned  Permuda, Europe [35]
40-(24S)-Dimethyl-

133 0-(245)-Dimethy Sterol Zooxanthellae Oculina diffusa Not mentioned = Permuda, Europe [35]
cholesta-3(3-ol
4a-(24R)-Dimethyl-

134 a-(24R)-Dimethy Sterol Zooxanthellae Oculina diffusa Not mentioned  Permuda, Europe [35]

cholesta-22-en-3(3-ol
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Table S2: Docking energies (kcal/mol) of investigated compounds with different SARS-CoV-2 targets

6LU7 6W4H, nsp16 7BV2, nsp12 6VW1 6MO0J
Compound Number R r-bindin
’ Main protease, Mpr Methyl Transferase RNA?:;;:&?; RNA Human ACE2 doteI::iPnt (:R]];D)dof 2-
protein

3 -74 -7.1 -6.3 -5.6 -6.1

7 -6.9 -7.9 -7 -6.4 -6.4

17 -6.6 -7.6 -6.2 -5.8 -6.4

18 -7.7 -8.2 -6.3 -7 -6.7

31 -7.1 -7.3 -6.3 -5.2 -5.6

32 -7.4 -7.2 -6.3 -5.9 -5.9

39 -7.9 -8.0 -6.3 -5.8 -6.7

53 -6.1 -6.3 -5.9 -6.1 -59

77 -5.8 -6.5 -5.4 -5.3 -5.6

98 -7.8 -8.4 -7.6 -5.9 -6.8

103 -7.9 -8.5 -8.1 -6.3 -6.8

104 -7.8 -8.3 -7.9 -5.9 -6.8

120 -5.8 -5.8 -5 -5 -5.1

121 -5.2 -6.3 -4.8 -5.2 -4.8

124 7.1 -8.2 -9 -6.1 -74
Ligand -7.9 (N3) -8.1 (SAM) -7.0 (RemdesivirTP) - -
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