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Table S1. List of marine compounds and docking energy to SARS-CoV-2 Mpro.

NO Name SMILES AGpock Marine source
Cclcc2c(c(c1)0)C(=0)clc(cec(c3c(C)ec(cdc3C(=0)c3cccc(c3C4=0)0)0)c10)C2
1 M1 -10.6 Laurenica spectabilis
=0
Cl(=C)C[C@@H]2[C@@H]3[C@]4([C@@H]1C[C@H]4C(O[C@@H]1[C@H]4[
C@@H]3[C@@H](C[C@@H]2CI)[NH2+][C@H]4[C@]2([C@H]1CC[C@@]1([C ) )
2 M2 -10.2 Mucor irregularis
@]2(C)CcC[C@H]2[C@@]31[C@@H]([C@H]([C@H](02)C(=C)C)0)03)0)C)(C)C
)O
cleee2c(c1)N=C([N+](C2=0)[C@H]1C[C@]2(0C1=0)c1c(N3[C@H]2NC2(C3=0
3 M3 -9.9 Aspergillus versicolor LZD-14-1
)CC2)ccecl)C(=0)N
C1(=C)C[C@@H]2[C@@H]3[C@H]4[C@@H]1C[C@H]4C(O[C@@H]1[C@H]4
[C@@H]3[C@@H](C[C@@H]2CI)[NH2+][C@H]4[C@]2([C@H]1CC[C@@]1([ ) )
4 M4 -9.9 Mucor irregularis
C@]2(C)cC[C@H]2[Ce @]31[C@ @H]([C@H]([C@H](02)C(=C)C)0)03)0)C)(C)
C
clcec2c(c1)N=C1[N+](C2=0)[C@ @H]2C(=0)N[C@ @H]1N1[C@ @H]3[C@](C2
5 M5 -9.8 Aspergillus versicolor LCJ-5-4
)(c2c(N3C(=0)C31CC3)cccc2)0
[C@H]12N3C(=0)[C@ @H](N(C(=0)[C@ @H]3C[C@]1(clcccccIN2)[C@]12[C
Mangrove endophytic fungus
6 M6 @H](N3C(=0)[C@@H](N(C(=0)[C@@H]3C1)C)Cclccccecl)Nelc2ececl)C)Celc -9.8
Gx-3a
ccecl
clccc2c(c1)N=C1[N+](C2=0)[C@ @H]2C(=0)N[C@H]10[C@@]1([C@ @H]3NC
7 M7 -9.7 Aspergillus versicolor LZD-14-1
4(C(=0)N3c3clcccc3)CCs)C2
c1(c(cc(c2clcecc20)0)clececcl)C1=CC(=C(C(=0)[OH+]1)CC1=C(C=C([OH+]C1
8 M8 -9.7
=0)[C@@H]1[C@](CC(=0)c2c1cccc20)(cleceeel)0)0)O Streptomyces sp.
c1(c(cc(c2cleccc20)0)cleccecl)C1l=CC(=C(C(=0)[OH+]1)CC1=C(C=C([OH+]C1
9 M9 -9.7 Streptomyces sp.
=0)[C@H]1[C@](CC(=0)c2clccec20)(clececc1)0)0)0
clccc2c(c1)N=C1[N+](C2=0)[C@@H]2C(=0)N3[C@H]10[C@@]1([C@ @H]4N
10 M10 -9.6 Aspergillus versicolor LZD-14-1
(C3)[C@H](C(=0)N4c3clccec3)C)C2
cleec2c(c1)N=C1[N+](C2=0)[C@ @H]2C(=0)N[C@ @H]IN1[C@ @H]3[C@](C2
11 M11 -9.6 Aspergillus versicolor LCJ-5-4
)(c2c(N3C(=0)[C@H]1C)cccc2)0
C1CC[C@H]2[C@@H](C1)[NH2+]C[C@H]2[C@@]12[C@@H]3[C@H](CCCC3)
12 M12 -9.6 Acrostalagmus luteoalbus
N[C@@H]IN1[C@]3([C@H]20)C(=0)N([C@@](C1=0)(C)SSS3)C
[C@]12([C@H]3C(=C)C[C@@H]4[C@@H]1[C@H]1[C@@H](C[C@H]4CI)[NH2
+][C@@H]4[C@H]1[C@@H](OC([C@H]2C3)(C)C)o[C@]1([C@]4([C@@]2([C ) )
13 k] -9.5 Mucor irregularis QEN-189
@@](CCl)([C@]13[C@H](CC2)0[C@@H]([C@@H]([C@H]103)0)C(=C)C)0)C)
C)oc)o
L clccc2c(cl)[nH+]clc2cc([nH]c1C(=0)C)C(=0)NCC[C@H]1[C@H]2[C@H]([NH2 9 Marinactinospora
14 M14 9.4
+]C1)CCCC2 thermotolerans SCSIO 00652
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Clice@H]([ce@H]([C@H]([C@@H](01)0[C@@H]1[C@H]([C@@H]([C@H]

15 M15 9.4 Phomopsis sp. ZH76
([C@@H](01)Oclc(c2c(c(c1)OC)C(=0)clc([OH+]2)ccec1)0C)0)0)0)0)0)0
[C@@]1230C(=0)CC/C=C(/C(=0)[C@H](C/C=C/[C@H]1[C@@H](C(=C)[C@H] o o
16 M16 -9.4 Arthrinium arundinis ZSDS1-F3
([C@H]2[C@@H](NC3=0)Cclcccccl)C)O)C)\C
01[CE@®@]2([C@@H]3N(c4c2ccccd)C(=0)[C@@H](N3)C)C[C@H]2[N+]3C(=Nc
17 mM17 9.3 Aspergillus sp.
4¢(C3=0)ccecd)[C@]1(NC2=0)C
c12c(cc(cc1[OH+]c1c(C2=0)c(cc(c1)OC)[C@H]1[C@@H](c2c(C1=0)cc(cc20)0
18 M18 9.3 Ascomycota sp. SK2YWS-L
C)clc(cc(cc10)C)0)C)0
0=C1c2cc(0C)cc(0)c2[C@H](c2¢c(0)cc(C)cc20)[C@H]1clcc(OC)cc2c1C(=0)cl
19 M19 -9.3 Ascomycota sp. SK2YWS-L
¢([OH+]2)cc(C)cc10
clec(cecl)C[C@@H]LNC(=0)CN(C(=0)[C@H]2N(C(=0)[C@H](N(C(=0)[C@ @
20 M20 | H](NC(=0)[C@@H](NC(=0)[C@ @H](N(C1=0)C)Cclccc(ccl)0)C(C)C)CC(C)C)C) 9.2 Acremonium persicinum
SCSI0115
Cclccc(ccl)O)CCC2)C
Cl=C[C@H]2[C@@H](OC1(C)C)C[C@@H]1[C@H](C2)[C@@H]([C@H]([NH2+
21 mM21 -9.2 Aspergillus versicolor
]11)C(C)(C=C)C)/C=C\1/C(=0)N2[C@ @H](C(=0)N1)CCC2
C1C[C@H]2[C@@H](CC1)[C@H](C[NH2+]2)C[C@@H]1[C@H]2[C@@]3(C(=0
22 M22 IN1)[C@H]([C@@H]([C@@]([C@H]2C)(C)O)C)/C=C/C[C@H](C)/C=C(/C(=0)[C -9.2 Chaetomium globosum
@@H](0)CCC3=0)\C
O=clc2ccecec2nenl[C@@H]1C[C@]2([C@H]3N(C1=0)[C@H](C(=0)N3clc2ccc
23 mM23 -9.2 Penicillium sp.
c1)C)o
CiC[C@@H]2[C@@H](CC1)[C@@H](C[NH2+]2)C[C@ @H]1[C@H]2[C@@]3(
24 M24 | C(=O)N1)[C@H]([C@ @H](C(=C2C)C)0)/C=C/C[C@H](C)/C=C(/C(=0)[C@@H]( 9.1 Chaetomium globosum
0)CCC3=0)\C
o1l[ceH]([c@H]([C@H](C[C@@H]10[C@@H]1C[C@@](O[C@@H]([C@H]1
co))([ceH]([Ce@H]([Ce@H]([C@@H]1[C@H](/C=C/C=C/C(=C)O[C@@H](
25 M25 [C@H](/C=C/C=C/C(=0)01)C)[C@H]([C@H]([C@@H](C1=C[C@H]([C@@H]([ 9.1 Streptomyces sp.
C@H](01)C)cC)o[C@H]1C[C@@H]([C@@H]([C@@H](01)C)0)0)C)O)C)C)C)
0)C)0)0)0)C
clccec(c10)C1=N[C@@H](CO1)[C@@H]1SC[C@@H](N1C)CN1[C@@H]2C(=
26 M26 O)N([C@H](C1=0)CSSC2)C[C@@H]1N([C@@H](SC1)[C@H]1N=C(OC1)c1c(O) 9.1 Streptomyces olivaceus
ccecl)C
[C@]123[C@@H]4CCIC@@H]([C@]4(CCI[C@@H]1[C@]1(CC[C@@H](CIC@] ) o
27 M27 -9.1 Paecilomyces lilacinus ZBY-1
1(002)C=C3)0)C)C)[C@H](C)/C=C/[C@@H](C(C)C)C
C1CC[C@H]2[C@@H](C1)[NH2+]C[C@H]2[C@@]12[C@ @H]3[C@H](CCCC3) Acrostalagmus luteoalbus SCSIO
28 M28 9.1
N[C@@H]1IN1[C@]3([C@H]20)C(=0)N([C@ @](C1=0)(C0)SSS3)C F457
C/C=C/[C@@H]1[C@H]2C[C@H](CC[C@@H]2C(=C[C@H]1C(=0)C1=C(C(=C[N
29 M29 -9.1 Campylocarpon sp. HDN13-307

H+]C1=0)clccc(ccl)0)0)C)C
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[C@]12([C@H]3C(=C)C[C@H]4[C@@H]1[C@@H]1[C@@H](C[C@H]4CI)[NH2
+][C@@HJ4[C@H]1[C@@H](OC([C@H]2C3)(C)C)o[C@]L([C@l4([C@@]2([C

30 M30 9.1 Mucor irregularis QEN-189

@@](CCl)([C@e]13[C@H](CC2)0[Ce @H]([C@@H]([C@H]103)0)C(=C)C)0)C)
C)0)o

C1(=C)C[C@@H]2[C@@H]3[C@H]4[C@@H]1C[C@H]4C(O[C@@H]1[C@H]4

31 M31 [C@@H]3[C@@H](C[C@@H]2CI)[NH2+][C@H]4[C@]2([C@H]LCCIC@@]L([ 9.1 Mucor irregularis QEN-189

C@]2(C)CC[C@H]2C1=C([C@H]([C@H](02)C(=C)C)0)0)0)C)(C)C

[Ce@H]1([C@H](C[C@@H]2[C@H](C1)[C@@H](C[NH2+]2)[C@@H]1[C@H]

32 M32 (CINH2+]C1)[C@@H]1[C@@H]2[C@@H]([NH2+]C1)C[C@ @H]([C@@H](C2) 9.1 Marine actinomycete NPS12745

chancncl

clec(cecl)C[C@@H]LNC(=0)CN(C(=0)[C@H]2N(C(=0)[C@H](N(C(=0)[C@ @

33 M33 | H](NC(=0)[C@®@H](NC(=0)[C@ @H](N(C1=0)C)Cclcecc(ccl)O)[C@H](C)CC)CC 9 Acremonium persicinum

SCSI0115
(C)C)C)Cclccec(cc1)O)CCe2)C

34 M34 clccc2c(c1)NC(=0)[C@H]2[C@@H]1C(=0)Nc2clcccc2 -9 Shewanella piezotolerans
cleec2c(c1)N=C1[N+](C2=0)[C@@H]2C(=0)N[C@ @H]IN1[C@ @H]3[C@](C2

35 M35 -9 Aspergillus versicolor LCJ-5-4

)(c2¢(N3C(=0)[C@ @H]1C[C@H](CC)C)cccec2)0

[C@]123[C@@H]ACC[C@@H]([C@]4(CC=Cl[C@]1(CC[C@@H](C[C@]1(002

36 M36 -9 Paecilomyces lilacinus ZBY-1

)C=C3)0)C)C)[C@H](C)/C=C/[C@H](C(C)C)C

C1CC[C@H]2[C@@H](C1)[NH2+]C[C@H]2[C@@]12[C@@H]3[C@H](CCCC3) Acrostalagmus luteoalbus SCSIO

37 M37 -9

N[C@@H]1IN1[C@]3(C2)C(=0O)N([C@@](C1=0)(C0O)SSS3)C F457

C1(=0)[C@H]2N(C(=0)[C@H](NC(=O)[C@H]([C@H](OC(=0)[C@ @H](N(C)C(=
0O)CN1C)C(C)C)C)NC(=0)clccc(c3cINclc(03)c(c3c(c1C(=0)N[C@H]1[C@@H](

38 mM38 -8.9 Streptomyces sp. IMB094
C)OC(=0)[C@H](C(C)C)N(C(=0)CN(C)C(=0)[C@@H]4CCCNAC(=0)[C@@H](C(

C)C)NC1=0)C)nc(03)C)C)C)C(C)C)CCC2

clccc2c(c1)N=C1[N+](C2=0)[C@ @H]2C[C@H]([C@]3(O[C@H]1NC2=0)[C@H

39 M39 -8.9 Aspergillus versicolor LZD-14-1

JIN(c2c3ccec2)C(=0)[C@@H](N1)[C@@H](C)CC)O

C1=C[C@H]2[C@H](OC1(C)C)C[C@@H]1[C@@H](C2)[C@H]2C[C@]34[C@H]

40 M40 -8.9 Aspergillus versicolor

(C[C@]5(N(C3=0)CCC5)C(=0)N4)C([C@ @H]2[NH2+]1)(C)C

[Ce@H]12CC[C@I3([C@H]([C@]1(CCIC@@H](C2)C(C)(C)O)C)C(=0)C1=C(03 .

41 mM41 -8.9 Nigrospora sp. MA75

)C(=0)C(=CC1=0)[C@@H](C(=0)/C(=C/C)/C)C)C

Cl[C@H2[C@@](0[C@@]31clcccccl[C@@H]1[C@@H]3CC(C1=C)(C)C)(C(C

42 M42 -8.9 o

)(C(=0)C1=Nc3cccce3C(=0)[N+]21)C)0 Neosartorya Fischeri

N1=C2[N+](C(=0)c3cccccl3)[C@@H](C(=0)N[C@H]2C(C)C)C[C@H]1C[NH2+]

43 M43 -8.9 Neosartorya Fischeri

[C@@H]2[C@H]1CcCee2

C1CC[C@H]2[C@@H](C1)[NH2+]C[C@H]2[C@ @]12[C@ @H]3[C@H](CCCC3) Acrostalagmus luteoalbus SCSIO

44 M4a4 -8.9

N[C@@H]1IN1[C@]3([C@H]20)C(=0)N([C@@](C1=0)(C)SS3)C F457
45 Ma5 c12c([NH+]C(=0)[N+](C1=0)[C@@H]1c3ccccc3NC1=0)cccc2 -8.8 Shewanella piezotolerans
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clecc2c(c1)N=C1[N+](C2=0)[C@H]2C[C@]3([C@@H]4N([C@ @H]1NC2=0)[C

46 M46 -8.8 Aspergillus versicolor LZD-14-1
@@H](C(=0)N4clc3cecccl)C)0
C1(=0)oC(C2=C[C@ @H]3[C@]4([C@H]([C@@]5(C2=C1)CO5)C[C@@]1([C@
47 mMa7 -8.8 Talaromyces amestolkiae YX1
@H]2C4=C(C(O[C@@H]20C1=0)(C)C)03)C)C)(C)C
. g C1[C@H]2[C@@](O[C@]31clccccclCC3=0)(C(C)(C(=0)C1=Nc3ccece3C(=0)] .
4 M4 -8. < cheri
N+]21)C)0 Neosartorya fischeri
C1CC[C@H]2[C@@H](C1)[NH2+]C[C@H]2[C@@]12[C@ @H]3[C@@H](CCCC Acrostalagmus luteoalbus SCSIO
49 mM49 -8.8
3)N[C@@H]IN1[C@]3(C2)C(=0)N([C@@](C1=0)(CO)SS3)C F457
0=CIN2[C@@H](CCC2)C(=0)N[C@H]1C[C@@H]1[C@H]([NH2+][C@@H]2[C
50 M50 -8.7 Penicillium sp.
@@H]1CCCC2)CC=C(C)C
N1c2c(C(=C)N[C@H](C(=0)N3[C@H](C(=0)Nc4c(C(=0)N([C@H](C1=0)C)C)ccc
51 M51 -8.7 Aspergillus versicolor LZD-14-1
c4)CCC3)C)ccec2
Marinactinospora
52 M52 clccc2c(cl)[nH+]clc2cc([nH]c1C(=0)C)C(=0)NCCclccc(ccl)O -8.7
thermotolerans SCSIO 00652
clcc(c2¢(c1)C(=0)clc(C2=0)c(c2c(c10)clc(C[C@H]20)cc2c(c10)C(=0)0[C@
53 M53 -8.7 Streptosporangium sp.
@](c2)(o)c)joc)o
clcc(c2c(c1)C(=0)clc(C2=0)c(c2c(c10)cic(C[C@H]20)cc2c(c10)C(=0)0[C@
54 M54 -8.7 Streptosporangium sp.
@](c2)(oc)cjoc)o
C1[C@H](OC(=0)C[C@H](OC(=0)c2c(cc(cc20)0)C[C@H](OC(=0)C[C@ @H](C)
55 M55 -8.7 Hansfordia sinuosae
0C(=0)c2c(cc(cc20)0)CC1=0)C)C)C
Cclee(c2c(c1)[OH+]C1=C([C@ @H]3[C@@H]4[C@H](C1)[C@](C(=0)OCC)(O)
56 M56 -8.7 Penicillium purpurogenum G59
O[C@ @]4(C1=C3[OH+]c3cc(C)cc(c3C1=0)0)C(=0)0C)C2=0)0
57 M57 clccc2c(cl)[nH+]clc2cc([nH]c1C(=0)C)C(=0)NCCclccc(ccl)0C -8.6 Streptomyces sp. CMN-62
Marinactinospora
58 M58 clccc2c(cl)[nH+]clc2cc([nH]c1C(=0)C)C(=0)NCCclcccecl -8.6
thermotolerans SCSIO 00652
CiC[C@@H]([C@H]2[C@H]3[C@@H]IN[C@H](C(=0)N[C@@H](C[C@H]3C[ o
Marinactinospora
59 M59 NH2+]2)CC[C@H]10[C@H]([C@@H]([C@H]([C@@H]10)0)0)CO)C(CC)(C)C)C -8.6
thermotolerans SCSIO 00652
(c)(cyc=c
clcee2e(c1)N=C1[N+](C2=0)[C@H](C(=0)NC1)C[C@ @]1(c2c(cccc2)N2[C@H]
60 M60 -8.6 Aspergillus versicolor LZD-14-1
1IN[C@H](C2=0)C)0
[Ce@H]1(C[Ce@H]([C@@H]2[C@@H](C1)[C@@H]([C@@H]([NH2+]2)C(C)
61 Mé1 -8.6 Eurotium cristatum
(C)C=C)C[C@H]1C(=0)N[C@H](C(=0)N1)C)C/C=C(\C)/CO)CC=C(C)C
Cl=C[C@H]2[C@H](OC1(C)C)C[C@@H]1[C@@H](C2)[C@@H]2C[C@]34[C@
62 M62 -8.6 Aspergillus versicolor
@H](C[C@]5(N(C3=0)CCC5)C(=0)N4)C([C@H]2[NH2+]1)(C)C
clecee(c10)C1=N[C@ @H](CO1)[C@ @H]1SC[C@ @H](N1C)CN1[C@ @H]2C(=
63 M63 | O)N([C@H](C1=0)CSSC2)C[C@@H]IN([C@H](SC1)[C@H]1N=C(OC1)clc(O)cc -8.6

ccl)C

Streptomyces olivaceus
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Cll[c@@H](C[C@]2([c@](Cl)([C@@H]l[C@@H](CC2=0)[C@H]2[C@](CC1)([

64 Meé4 -8.6 Aspergillus terreus GX7-3B
C@H](CC2)[C@@H](/C=C/[C@@H](C(C)C)C)C)C)C)0)O
CC(=CC[N@H+]1[C@H]2C[C@H](CC[C@H]2[C@H]2[C@@H]1[C@H](C=C(C)C Neosartorya laciniosa KUFC
65 M65 -8.6
)N1C(=0)[C@ @H]3CCCN3C(=0)[C@@]1(C2=0)0)0C)C 7896
[Ce@@H]1([C@H](C[C@@H]2[C@H](C1)[C@@H](C[NH2+]2)[C@@H]1[C@H]
66 M66 | ([C@H](INH2+]C1)C(=0)OC)[C@@H]1[C@@H]2[C@H]([NH2+]C1)CC[C@®@H] -8.6 Marine actinomycete NPS12745
(c2)cnenal
67 mMé67 clccc2c(c10)C(=0)clc([OH+]2)cc(c2c10[C@@H]1[C@H]2C=C01)0C -8.6 Aspergillus sp. MF-93
cleee2c(cl)[C@@]1([C@@H]3N2C(=0)[C@H](N3C(=0)[C@H](C1)[N+]1C(=0)
68 M68 -8.5 Aspergillus versicolor LZD-14-1
c2c(N=C1)cccc2)[C@H](CC)C)O
Cl(=C2[C@]34[C@H](C(=0)[C@H](CC1)C)[C@H]([C@@H]1[C@@]3(0C2=0)
Streptomyces koyangensis SCSIO
69 M69 Cl[C@@H]([C@]([C@H]10)(C)04)C)S[C@@H]1CC(=0)[C@H](CCC(=0)C2=C3][ -8.5
5802
C@l4([Ce@H]l[C@@H]([C@@]([C@H](C4)C)(C)03)0)0C2=0)C)0
C1=Cc2¢(0C1(C)C)ccle(c2)[C@12(C(=N1)C([C@H]1[C@]3(C2)C(=0)N2[C@](C
70 M70 -8.5 Aspergillus versicolor
1)(C(=0)N3)CCC2)(C)C)O
Penicillium commune
71 mM71 c12ccee3clc(c(=0)[n+]2C)clc(c3)C([N+]2C1=NC(=CC2=0)C)(C)C -8.5
DFFSCS026
[C@@H]1(CC[C@@H]2[C@H](C1)[C@H]([C@H]1[C@H]([C@@]2(C)0)0C2=C
72 mM72 -8.5 Campylocarpon sp. HDN13-307
(C1=0)C(=0)[NH+]C=C2clccc(cc1)0)/C=C/C)C
C/C/1=C/C[C@@H](/C(=C\[C@@H]2[C@H](C=C(C[C@]32C(=0)/C(=C(\[C@]2
(C)[c@H]1C=C[C@H]1[C@H]2[C@@H](C)C[C@H](C)[C@@H]10[C@H]1C[C
@H]([C@H]([C@H](COC(=0)C)01)0C(=0)C)O[C@H]1CC[C@H]([C@H](C)O1) Micromonospora carbonacea
73 M73 -8.5
O[C@@H]1C[C@H]([C@H]([C@H](C)01)O[C@H]1CC[C@H]([C@H](C)01)0)O LS276
)/0)/C(=0)03)C=0)0)/C)0[C@H]1C[C@@](C)([C@H]([C@@H](C(=0)0C)01)
N)N(=0)=0
Cclcc(c2c(c1)[OH+]C1=C([C@@H]3[C@@H]4[C@H](C1)[C@](C(=0)OC)(0)O[
74 M74 -8.5 Penicillium purpurogenum G59
C@@]4(C1=C3[OH+]c3cc(C)cc(c3C1=0)0)C(=0)0C)C2=0)0
C1C[C@H]2[C@H](CC1)[C@H](C[NH2+]2)[C@@]1([C@@H]2CCCC[C@@H]2
75 M75 -8.4 Shewanella piezotolerans
NC1=0)C1=CN[C@H]2[C@ @H]1C=CC=C2
clcec2e(cl)[C@@]1([C@@H]3N2C(=0)[C@H](N3C(=0)[C@H](C1)[N+]1C=Nc
76 M76 -8.4 Aspergillus versicolor LZD-14-1
2¢(C1=0)cccc2)[C@H](CC)C)O
¢1(=C)c(=C)c(=C)[n+]2¢c([nH]1)[C@H](NC(=0)[C@H]2C[C@@]1([C@H]2N(c3c
77 M77 -8.4 Aspergillus versicolor LZD-14-1
1ccec3)C(=0)[C@@H](N2)[C@@H](CC)C)O)C
C1=C[C@@]23C(=NC4=C(NC(=C)[C@® @H](N4[C@® @]420[C@H](CO3)C(04)(C)
78 mM78 -8.4 Paecilomyces variotii
C)Cc2cccec2)C(C)C)oC=C1
C1=Cc2c(0C1(C)C)cclc(c2)[C@@]2(C(=O)N1)C([C@@H]1[C@@]3(C2)C(=O)N
79 M79 -8.4 Aspergillus versicolor

2[C@@](C1)(C(=0)N3)Cccc2)(C)C

S6




Cl1=C[C@H]2[C@H](OC1(C)C)C[C@H]1[C@@H](C2)[C@H]([C@H]([NH2+]1)C(

80 M80 -8.4 Aspergillus versicolor
C)(C=C)C)C[C@H]1C(=0)N2[C@ @H](C(=0)N1)CCC2
[C@@H]1(CC[C@H]2[C@H](C1)[C@H]([C@@]1(C=C2C)C(=0)C2=C(01)C(=C[
81 mM81 -8.4 Campylocarpon sp. HDN13-307
NH+]C2=0)c1ccc(cc1)0)/C=C/C)C
Cl[C@H]2[C@H]3[C@@]4(C(=0)N2)[C@H](C=C([C@]3([C@@H]2[C@@H]1[
82 M82 | C@@H]L1[C@H]([NH2+]2)CCCC1)C)C)/C=C/C[C@H](C)/C=C(/C(=0)C(=0)CCC4 8.4 Penicillium chrysogenum V11
=0)\C
01C(=0)CC[C@]2([C@](CL(C)C)([C@@H](C[C@]1([C@@H]2Cc2c(01)c(clc(c Aspergillus aureolatus HDN14-
83 m83 -8.4
20C)C(=0)0C1)C)C)0)0)C 107
C1CC(=0)C=C2[C@]1([C@@H]1C(=C3[C@](CC1)([C@H](CC3)[C@H](/C=C/C(=
84 mM84 -8.4 Aspergillus sp.
C)C(C)C)C)C)C=C2)C
clcce(c2c(c1)C(=0)clc(C2=0)c(c2c¢(c10)clc(C[C@H]20C(=0)C(C)C)cc2c(c10)C
85 M85 -8.4 Streptosporangium sp.
(=0)O[C@H](C2)C)0C)0
clce(c2¢(c1)C(=0)clc(C2=0)c(c2c(c10)clc(C[C@H]20C(=0)CC)cc2c(c10)C(=
86 M86 -8.4 Streptosporangium sp.
0)O[C@H](C2)C)0C)0
Cladosporium cladosporioides
87 ms7 c12¢(c(ccc10)[C@@H]1CCC(=0)c3clcecec30)C(=0)[C@](C2=0)(CC(=0)C)O -8.4
HDN14-342
N1C(=0)[C@ @H](N(C(=0)[C@@H](NC(=0)[C@@H]2N(C(=0)[C@@H](OC(=0
88 mM88 JIC@@H](N(C(=0)[C@@H]1Cclcce(cc1)OCCC(=C)C)C)C)Cclcceeccl)CCC2)C)C) -8.4 Bionectria ochroleuca
[C@H](cC)C
C[C@H]1C/C=C/[C@H]2[C@H]3[C@@](C)([C@@H](C)[C@H]4[C@H](Cc5cccc
89 mM89 -8.4 Jishengella endophytica 161111
c5)N=C([C@ @]24C(=0)/C=C/C(=0)[C@@H](/C(=C/1)/C)OC(=0)C)0)03
90 M90 Cclec(ce(c1C(=0)c1c2c3cc(cc(c3c(=0)c3c(cc(C)c(c23)[oH+]c1=0)0)0)0)0)0 -8.4 Aspergillus glaucus
o1 o1 N1C(=0)[C@@]2(c3cc(clc(c13)C=CC(04)(C)C)Cl)C([C@H]1[C@]3(C(=0)N4CC 84 Aspergillus westerdijkiae
M -8.
C[C@]4(C1)C(=0)N3)[C@H]20)(C)C DFFSCS013
92 M92 clc(c(ceec1)0)/C=C/1\NC(=0)[C@@]2(NC1=0)Cclc(02)ccccl -8.4 Hansfordia sinuosae
clccc2c3c10[C@]14c5¢(C(=0)[C@@H]6[C@H]106)c(ccc50[C@]3([C@@H]( Lasiodiplodia theobromae ZJ-
93 M93 -8.4
CC2=0)0)04)0 HQ1
94 M94 clcc(c2c3clclcdc(c3C=CC2=0)[C@H]([C@H](Oc4c(cc1)0)C(=0)0)0)0 -8.4 Alternaria sp.
95 M95 clec(c2c3clclcdc(c3C=CC2=0)C[C@](Oc4c(cc1)0)(C(=0)0)0)0 -8.4 Alternaria sp.
96 M96 Cclec(ce(c1C(=0)c1c2c3cc(cc(c3c(=0)c3c(cc(C)c(c23)[oH+]c1=0)0)0)0)0)0 -8.4 Aspergillus glaucus
C[C@H]1C(=O)N2[C@@H]3N1[C@H]1C4=Nc5ccccc5C(=0)[N+]4[C@@H](C[C Aspergillus versicolor MST-
97 mM97 -8.4
@]3(c3cceec23)0)C(=0)N1 MF495
c1(cce(ccl)C[C@@H](C(=0)N[C@H](C(=0O)N[C@@H](C(=0)0)C(C)C)C[C@H]1
98 M98 -8.3 i
[C@@HI2[C@H](INH2+]C1)CCCC2)N)O Aspergillus sp. SCSI0 41501
99 M99 clccc2c(cl)cle([nH+]2)c([nH]c(c1)C(=0)0)clcc(ocl)CO -8.3 Jishengella endophytica 161111
clcec2c(c1)N=C1[N+](C2=0)[C@H]2C[C@]3([C@ @H]4N([C@ @H]1NC2=0)[C
100 M100 -8.3 Aspergillus versicolor LZD-14-1

@H](C(=0)N4clc3ccccl)CO)O

S7




[C@@H]1(CC[C@H]2[C@H](C1)[C@H]([C@]1(C=C2C)C(=0)C2=C(01)C(=C[NH

101 M101 -8.3 Campylocarpon sp. HDN13-307
+]C2=0)c1ccc(cc1)0)/C=C/C)C
[C@@H]1(CC[C@@H]2[C@H](Cl)[C@H]([C@H]1[C@H]([C@]2(C)0)O0C2=C(C
102 M102 -8.3 Campylocarpon sp. HDN13-307
1=0)C(=0)[NH+]C=C2c1ccc(cc1)0)/C=C/C)C
03 03 c12c¢(c(cccl10)[C@@H]1CCC(=0)c3clcccc30)C(=0)[C@H]([C@@H]([C@@H]2 3 Cladosporium cladosporioides
1 M1 -8.
oc)o)cl HDN14-342
c12¢(cc(cc1[OH+]C1=C(C2=0)[C@]2([C@H]3[C@ @H]1C1=C(C[C@H]3[C@ @]
104 M104 -8.3 Penicillium sp. 2J-SY2
(02)(C(=0)0C)0)[OH+]c2c(C1=0)c(cc(c2)C)0)C(=0)0C)C)0
[C@@]123[C@H]([C@@]4(c5cccccSN[C@ @H]4N1C(=0)[C@](SS2)(N(C3=0)C
105 M105 )JIC@H](C)O)[C@]12[C@@H]([C@]34N([C@H]2Nc2clcccc2)C(=0)[C@](SS3)( -8.3 Bionectria ochroleuca
N(C4=0)C)[C@H](C)0)0)O
[C@@H]12C[C@H]3[C@@H]4CC[C@@H](C[C@@H]4[NH2+][C@@H]3[C@ )
106 M106 -8.3 Aspergillus sp. BRF 030
@H](N1C(=0)[C@@H]1CCCN1C2=0)C=C(C)C)OC
107 M107 Cl[Cce@H](C[C@]2([ce](Cl)([C@@]1([C@@H](CC2=0)[C@@H]2[C@](CC1) g3
(IC@H](CC2)[C@@H](/C=C/[C@@H](C(C)C)C)CIC)0)C)0)O ‘ Aspergillus versicolor ZBY-3
clccc2c3c10[C@]14c5¢(C(=0)[C@H]([C@H]10)Cl)c(ccc50[C@]3([C@@H](C Lasiodiplodia theobromae ZJ-
108 M108 -8.3
€2=0)0C)04)0 HQ1l
clccc2c3c10[C@]14c5¢(C(=0)[C@@H]6[C@H]106)c(ccc50[C@]3(CCC2=0)0 Lasiodiplodia theobromae ZJ-
109 M109 -8.3
4)0 HQ1
clccc2c3c10[C@]14c5¢(C(=0)[C@@H]6[C@H]106)c(ccc50[C@]3(C=CC2=0) Lasiodiplodia theobromae ZJ-
110 M110 -8.3
04)0 HQ1
[C@@H]1(CC[C@@H]2[C@H](C1)[C@@H](C[NH2+]2)[C@@H]1[C@H]([C@H
111 | M111 | ]([NH2+]C1)C(=0)0OC)[C@@H]1[C@@H]2[C@H]([NH2+]C1)CC[C@@H](C2)Cl 8.3 Marine actinomycete NPS12745
)Cl
N1([C@H](C(=0)Nc2¢c(C(=0)N3[C@H](C(=0)Nc4c(C(=0)N[C@H](C1=0)C)ccce
112 M112 -8.2 Aspergillus versicolor LZD-14-1
4)CCC3)cccc2)C)C
113 113 C1(=0)C[C@H]([C@@H]2[C@@]34C(=C(C(=0)CC[C@@H]1C)C(=0)03)0[C@ 82 Streptomyces koyangensis SCSIO
M -8.
@]([C@H](C4)C)([C@H]20)C)[C@@H]1C(=0)C(=C(01)0)C 5802
C1CC[C@@H]2[C@H](C1)[C@@H]([C@H]([NH2+]2)C(C)(C=C)C)/C=C\1/[NH+]
114 M114 -8.2 Eurotium sp. SCSIO F452
C(=0)/C(=C/C)/[NH+]C1=0
C1=Cc2c¢(0C1(C)C)cclc(c2)[C@](C(=0)N1)(C[C@H]1C(=0)N2[C@H](C(=0)N1)
115 M115 -8.2 Aspergillus versicolor
CCC2)c(c)(c)c=C
Penicillium commune
116 | M116 c12ccec3c1[C@@)(C(=0)N2)([C@H]1[C@ @H](C3)CNC1=0)0 8.2
DFFSCS026
Cl{[C@@H](CC[C@]2([C@@H]1CC[C@@]1([C@@H]2Cc2c(01)c(clc(c20)C( Aspergillus aureolatus HDN14-
117 M117 -8.2
=0)0C1)C)C)C)0)(C)C 107
[C@@H]1(C([C@H]2[C@](CCl)([C@@]1([C@@H](CC2)C)Oc2c(C1)c(cclc2CN
118 M118 -8.2 Stachybotrys chartarum 952

(C1=0)CCCC(=0)0C)0)C)(C)C)O

S8




119 M119 C1(=C([C@H](0C1=0)0)clccc(cc1)0)Celcec2c(c1)CCC(02)(C)C -8.2 Aspergillus terreus
N12C(=0)[C@H](OC(=0)[C@ @H](N(C(=0)[C@@H](NC(=0)[C@@H](N(C(=0)[
120 M120 C@@H](NC(=0)[C@@H]1CCC2)CO)C)C(C)C)Cclccc(ccl)OCC=C(C)C)C)C)Cclcc -8.2 Bionectria ochroleuca
cccl
CC[C@@H](C)[C@@H]1C(=0)N(C)[C@H]([C@H](c2cccec2)0)/C(=N/c2cccec2
121 M121 -8.2 Aspergillus terreus SCSGAF0162
/C(=N/[C@H](C)/C(=N/1)/0)/0)/0
C[C@]1(c2cecc(c2C(=C2[C@ @H]1C[C@H]1[C@ @H](C(=0)C(=C([C@]1(C2=0)
122 M122 -8.2 Streptomyces BL 567201
0)0)C(=N)O)N(C)C)0)0)O
ClC2=C[C@@H]([c@@H]3[C@@H]([C@]2(CC[C@@H]10)C)CC[C@]1([C@H]
123 mM123 -8.1 Aspergillus sp.
3CC[C@H]1[C@@H](/C=C/[C@H](C(C)C)C)C)C)O
[C@H]1(C(=0)NCC(=0)N([C@H](C(=0)N[C@H](C(=0)N1C)C)clccccc1)C)Celce
124 M124 -8.1 Aspergillus versicolor LZD-14-1
cccl
125 M125 c1(cccecl)C[C@@H](N(C(=0)[C@@H](N)[C@@H](CC)C)C)C(=0)N[C@H](C(= 81 Simplicillium obclavatum EIODSF
O)NclcceeclC(=0)0)C(C)C 020
N1[C@H](C2=Nc3c(C(=0)[N+]2[C@ @H]2[C@ @H](C1=0)C=CC=C2)cccc3)CCC(
126 M126 N -8.1 Penicillium aurantiogriseum
=0
clccc2c(cl)[C@@]1(C(=N2)C([C@@H]2[C@@]3(C1)CN1[C@@](C2)(O[NH2+
127 mM127 -8.1 Penicillium purpurogenum G59
13)ccc1)(c)c)o
cleec2c(cl)[C@@]13C(=N2)C([C@H]2[C@](C1)([C@@H](N1[C@H](C2)CCC1)
128 M128 -8.1 Aspergillus versicolor
CH#N)NC(=0)03)(C)C
C(C[C@@H](CCCCCC/C=C/C(=0O)N[C@@H]1[C@H](O[C@@H]([C@@H]([C@
@H]10)0)C[C@@H](0)[C@@H]1[C@@H]([C@@H]([C@@H](O1)[N+]1C(=0 Streptomyces xinghaiensis SCSIO
129 M129 -8.1
)INH+]C(=0)C=C1)0)0)0[C@@H]10[C@H]([C@@H]([C@ @H]([C@@H]INC( $15077
=0)C)0)0)Co)C)C
Aspergillus westerdijkiae SCSIO
130 M130 C[C@@H]1C2=Nc3c(cccc30)C(=0)[N+]2c2ccccc2C(=0)N1 -8.1 05233
131 M131 CC(C)C[C@@H](c1lccec2c(c10C)C(=0)0Cclcc(C)ec(c102)0)0o -8.1 Penicillium sp. ZLN29
C1CC[C@H]2[C@H](C1)[C@H](CIN@H+]2C)C(=0)N1CCN(CC1)[C@ @H]1[C@
132 M132 -8.1 Aspergillus sydowii SCSIO 00305
H](cccc1)oc
COclccc2C=C(C(=0)[OH+]c2c10C)NC(=0)C1=NO[C@H]2[C@@H](C=C[C@H](
133 M133 -8.1 Trichoderma virens
[C@]2(C1)0)Cl)O
C1(=C)C[C@@H]2[C@H]([C@H]3[C@@H]1C[C@@H]3C(O)(C)C)[C@H]1[C@
134 M134 @H](CC2)[NH2+][C@@H]2[C@H]1[C@H]([C@H]1[C@]2([C@@]2([C@@](CC -8.1 Mucor irregularis QEN-189
1)([C@]13[C@H](CC2)0[C@@H]([C@@H]([C@H]103)0)C(=C)C)O)C)C)OC
CC[C@H](C)C(=0)0[C@H]1CCC=C2C=C[C@H](C)[C@H](CC[C@ @H]3C[C@H](
135 M135 -8.1 Penicillium solitum
CC(=0)03)0)[C@@H]12
c1(cceeccl)C[C@H]1IN(C(=0)[C@@H](OC(=0)[C@@H](NC(=0)[C@@H](OC(=0
136 M136 -8.1 Spicellum roseum

)[C@@H](N(C(=0)[C@H](NC1=0)C)C)C)C(C)(C)0)C)CC(C)C)C
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COclcec2c(cl)[nH]clc2[C@@H]([C@@]2(N([C@H]1C=C(C)C)C(=0)[C@@H]1

137 M137 -8 Aspergillus sp.
CCCN1C2=0)0)0

c1(cce(ccl)O)C[C@ @H](C(=0)N[C@H](C(=0)N[C@@H](C(=0)N[C@@H](C(=

138 M138 -8 Aspergillus sp.

0)0)C(C)C)C(C)C)C)N
139 M139 c1(cccecl)C[C@H](N(C(=0)[C@@H](N)C(C)C)C)C(=0)N[C@H](C(=0)Nclcccce 5 Simplicillium obclavatum EIODSF
1C(=0)0)Cc(C)C 020

clec(ceel)C[C@ @H] INC(=0)CN(C(=0)[C@H]2N(C(=0)[C@H](N(C(=0)[C@ @

140 | M140 | H](NC(=0)[C@®@H](NC(=0)[C@ @H](N(C1=0)C)Cclccc(ccl)0)C(C)C)CC(C)C)C) -8 Acremonium persicinum

SCSIO115
Cclcceecl)CCC2)C

141 M141 clccc2c(cl)clc([nH+]2)c([nH]ccl)clcc(ocl)CO -8 Jishengella endophytica 161111

142 M142 clcec(c(c1)C(=0)OC)[N+]1C(=Nc2c(C1=0)cccc2)[C@ @H]1CCC(=[NH2])N1 -8 Penicillium aurantiogriseum
Cl[Cee@H](C[C@H]2[C@@H](C1)[C@H]([C@H]([NH2+]2)C(C)(C)C=C)C[C@ @ ) )

143 mM143 -8 Eurotium cristatum

H]1C(=O)N[C@ @](C(=O)N1)(C)OC)CcC=C(C)C
144 M144 0O1[C@@H](CC(=0)0[C@@H](CC(=0)Cc2c(C1=0)c(cc(c2)0)0)C)C -8 Hansfordia sinuosae
Cladosporium cladosporioides
145 M145 c12c¢(c(ccclO)[C@@H]1CCC(=0)c3clcccc30)C(=0)CC[C@@H]20C -8
HDN14-342

146 M146 clc(cc2c(c10)C(=0)clc(C2=0)cc(cc10)0)C[C@H](0)C -8 Penicillium sp. SCSGAF 0023

147 m147 clccc2c(c10)C(=0)clc(C2=0)cc(c(c10)[C@@H](CCO)CO)O -8 Aspergillus sp. F40
clec(c2c(c1)[OH+]clc(C2=0)c(cc2c1[C@]1([C@@](02)(O[C@@H](C1)OC)C)C

148 M148 -8 Aspergillus sp. F40

)O0C)O

149 M149 C1C[C@](c2c(C1)clc(c(c2)0)[C@@H]2[C@](CCl)([C@@H](CO2)0)C)(C)CO -8 Aspergillus wentii SD-310

150 M150 C1C[C@](c2c(C1)clc(c(c2)0)[C@@H]2[C@](CC1)([C@H](CO2)0)C)(C)CO -8 Aspergillus wentii SD-310
C[C@H]1C[C@H]2[C@H](C)Oc3c(cnc(c3[C@@H]2[C@@H](C)[C@@H]10)0)

151 M151 -8 Chaunopycnis sp. CMBMF028

clcec(ccl)O
152 152 N1C(=0)[C@@]2(c3cccdc(c13)C=CC(04)(C)C)C([C@H]1[C@]3(C(=0)N4CCC[C g Aspergillus westerdijkiae
5 M15 -
@]4(C1)C(=0)N3)[C@@H]20)(C)C DFFSCS013

clcee2c(c1)Cl=C(C2)[C@]2([C@H](Cl)CC[C@@H]1[C@@]2(CC[C@H]2C1=C[

153 M153 -8 Mucor irregularis QEN-189

C@H]([c@H](c2)c(c)(c)o)o)C)C

154 | M154 C[C@ @H]1CCC/C=C\[C@ @H]2CCC[C@H]2[C@H](/C=C\C(=0)01)O -8 Penicillium sp. PSU-F44
O=clc2cccee2nenl[C@H]1C(=0)N([C@ @H]2[C@@](C1)(O)clcccccIN2)[C@

155 M155 -8 Penicillium sp.

H](C)C(=0)oC

156 M156 c12c(ccecl)c(c[nH]2)C[C@H]1C(=0)N2[C@H](C(=0)N1)CCC2 -7.9 Aspergillus sp.
C1C[C@@H]2[C@H](CC1)[C@@H](C[NH2+]2)[C@]1([C@@H]2CCCC[C@H]2

157 M157 -7.9 Shewanella piezotolerans

NC1=0)0C

clccc2c(c1)N=C1[N+](C2=0)[C@H](C(=0)NC1)C[C@]12c3c(cccc3)N3[C@H]1

158 M158 -7.9 Aspergillus versicolor LZD-14-1

N(C1(C3=0)CC1)CO2
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[C@H]1([C@]23N([C@ @H]4[C@]1(c1c(N4)cceel)[C@@)14c5c(N[C@@H]IN

Acrostalagmus luteoalbus

159 | M159 | 1[C@]6([C@H]40)C(=0)N([C@@](C1=0)(CO)[S@ @]6=5=5)C)cccc5)C(=0)[C@ 7.9
HDN13-530
@](N(C2=0)C)(C)[S@]3=5=S)O
C1CC[C@H]2[C@@H](C1)[C@H](C[N@H+]2C/C=C(\C)/CO)C[C@H]1C(=0)N[C
160 M160 -7.9 Eurotium cristatum
@H](C(=0)N1)C
c12cccc3cl[C@@]1(C(=0)N2C)[C@H]2[C@@H](C3)C(N3[C@]2([C@](01)([C Penicillium commune
161 Mie61l -7.9
@](C3=0)([C@H](C)0)0)0)0)(C)C DFFSCS026
C1CC[C@H]2[C@H](C1)[C@H]L[C@H](INH2+]2)C([C@ @H]2[C@]3(C1)CN1[C
162 M162 -7.9 Penicillium purpurogenum G59
@@](C2)(O[NH2+]3)CCC1)(C)C
[CeH]1([C@H]([C@H]([C@@H]([C@H]2[Ce@]1(C=C([C@H]([C@@H]2/C=C
163 | M163 | (/C(=0)0)\C)/C(=C/C[C@@H](C[C@H]([C@@H]([C@H](C(C)C)O)C)0)0)/C)C) -7.9 Streptomyces sp. SCSGAA 0027
C)C)o)o)o
[C@H]1(CC[C@@H]([C@H]2[C@@]1(C=C([C@H]([C@@H]2/C=C(/C(=0)O)\C
164 M164 -7.9 Streptomyces sp. SCSGAA 0027
)/C(=C/C[C@@H](C[C@H]([C@@H](IC@H](C(C)C)0)C)0)0)/C)C)C)C)O
c1(c(cc2c(c1C)c(clc(c2)[C@@H](0C1=0)[C@]1([C@@H](C(=CC(=0)[C@ @H]
165 M165 -7.9 i
10C)0C)0)0)0)0C)C(=0)0C Saccharothrix sp. 10-10
166 M166 C1(=C([C@H](0C1=0)0C)clccc(ccl)0)Celecc(c(c1)CC=C(C)C)O -7.9 Asperdgillus terreus
clce(c2c(c1)C(=0)clc(C2=0)c(c2c(c10)clc(C[C@H]20)cc(c(c10)C(=0)0)CC(=
167 M167 -7.9 Streptosporangium sp.
0)C)0C)0
168 M168 clc(cc2c(c10)[OH+]C(=CC2=0)clc(c(cc(c1)0)0)0)0 -7.9 Penicillium sp. SCSGAF 0023
Cl(=0)[CeP®]([C@@H]([C@@H]2C(=C1)C=C(OC2)/C=C/[C@@]([C@H]([C@
169 M169 -7.9 Penicillium sclerotiorum M-22
H](CC)C)O)(0)C)0)(0)C
C(=0)(clcec(ccl)[N](=0)0)O[C@H]1[C@ @H]2[C@@]([C@@]3(C(=C1)C(=0)O )
170 M170 -7.9 Aspergillus ochraceus JcmalF17
C3)0)(CCcC[c@]2(C)co)C
N1C(=0)[C@@H](NC(=0)/C/1=C/[C@@H]1[C@H]([NH2+][C@H]2[C@@H]1C
171 M171 -7.9 Microsporum sp. MFS-YL
CCC2)c(C)(c=C)C)C
clccc2c3c10[C@]14c5¢([C@H]([C@@H]6[C@H]106)0)c(ccc50[C@]3(C=CC2 Lasiodiplodia theobromae ZJ-
172 M172 -7.9
=0)04)0 HQ1
Cl[C@@H](C(c2c(C1)clc(c(c2)0)[C@@H]2[C@](CCl)([C@@H](CO2)0)C)(C)C
173 M173 0 -7.9 Aspergillus wentii SD-310
174 M174 C1CC(c2c(C1)clc(c(c2)0)[C@@H]2[C@](CC1)([C@@H](CO2)O)C)(C)C -7.9 Aspergillus wentii SD-310
175 M175 COclcc2cc3COC(=0)c3c(c3cccdc(c3)0C04)c2ccl10C -7.9 Nocardia sp. ALAA 2000
CC(=C[C@H]1[C@]2(C=C3C(=0)N4CCC[C@H]4C(=0)N13)clcee(ccIN=C20)0C
176 M176 ) 7.9 Aspergillus sydowi PFW1-13
[C@@H]1(0)CC2=CC(=0)C3=C([C@]2(CC1)C)CC[C@]1([C@®@H]3CC[C@@H]1
177 M177 -7.8 Aspergillus sp.
[C@@H](/C=C/[C@@H](C(C)C)C)C)C
CC/C=C\[C@ @H]([C@ @H](C1=C(C(=0)[C@]2(01)C(=0)N([C@]([C@ @H]20)( )
178 M178 -7.8 Aspergillus sp.

C(=0)cl1cceccc1)0C)C(=0)Cclcccecl)0)0)o

S11




C1(=0)[C@H](NC(=0)CC(=0)/C=C/C[C@H](OC(=0)[C@ @H]2N1CCC2)CCC)Cc

179 M179 -7.8 Sarocladium kiliense HDN11-112
lcceecl
180 M180 C1(=0)[C@H](N(C(=0)[C@@H](NC(=0)[C@@H](NC(=0)[C@H]2N(C(=0)[C@ .
@H](N1)C(C)C)CCC2)Celece(cel)OC)Celece(cel)OC)C)Celece(cel)O ' Aspergillus sp. SCSI0 41501
Penicillium commune
181 M181 c12ccec3clc(c(=0)[nH+]2)clc(c3)C(N(C1=0)C(=0)CC(=0)C)(C)C -7.8
DFFSCS026
Penicillium commune
182 mM182 c12cccc3clc(c(=0)[nH+]2)clc(c3)C(NC1=0)(C)C -7.8
DFFSCS026
clec(ceclC(=0)OC[C@@]1([C@H]2[C@](CCCL)([C@@]1([C@ @H](C[C@H]20
183 m183 -7.8 Aspergillus ochraceus JcmalF17
)C(=0)0C1)0)C)C)[N](=0)O
c1(c(cc2c(c1C)c(clc(c2)[C@H](0C1=0)[C@]1([C@@H](C(=CC(=0)[C@@H]10
184 M184 -7.8 i -
10C)0)0)0)0C)C(=0)0C Saccharothrix sp. 10-10
[C@@H]1(CC[C@@H](O[C@@H]1C)O[C@H]1[C@](C[C@@H](O[C@@H]1C)
O[C@H]1[C@@H]([C@H](O[C@H](C1)clc(c2c(ccl)C(=0)C1=C(C2=0)[C@@H Streptomyces pratensis NA-
185 M185 -7.8
l([Ce@H]([Ce@]2([c@]1([C@H](C=C(C2)C)O[C@H]10[C@H]([C@H]([C@@ ZhousS1
H](C1)OC)0)C)0)0)CC(=0)C)C)0)C)0)(0)C)OC(=0)N
C1(=0)0C(C2=CC(=0)[C@]3([C@H]([C@@]4(C2=C1)CO4)C[C@@]1([C@@H] )
186 M186 -7.8 Talaromyces amestolkiae YX1
2[C@H]3C(=0)[C@H](O[C@@H]20C1=0)C)C)C)(C)C
clc(ce(c(c1CCC(=0)/C=C/C)C(=0)0[C@@H](CC(=0)0[C@@H](Cclc(c(cc(c1)O
187 m187 -7.8 Hansfordia sinuosae
)O)C(=0)0[C@ @H](CC(=0)0[C@@H](Cclcc(cc(c1)0)O)C)C)C)C)0)O
Cladosporium cladosporioides
188 M188 c12c¢(c(ccclO)[C@@H]1CCC(=0)c3clcecc30)C(=0)[C@ @](C2=0)(CC(=0)C)0 -7.8
HDN14-342
189 M189 [Ce@H]1([C@](C[C@H]2[C@]3(C([C@H](CC[C@]13C)Cl)(C)C)02)(C)OCclc(c .
2¢([C@H](0C2=0)0C)c(c10)C=0)0C)C(=0)0 ' Acremonium strictum
C12=CC(=0)OoC(C1=C[C@@H]1[C@]3([C@H]([C@H]2C)C[CR@]2([C@@H]4]
190 M190 -7.8 Penicillium sp. 303
Ce3([Ce@@]([C@@H](0[C@@H]40C2=0)C)(01)0)C(=0)OC)C)C)(C)C
[C@]12([C@H]([C@H]3[C@@H]4CC[C@@H](C[C@@H]4[NH2+][C@@H]3[C )
191 M191 -7.8 Aspergillus sp. BRF 030
@@H](N1C(=0)[C@H]1CCCN1C2=0)C=C(C)C)OC)0)0
192 M192 CC(=CCclccc2c(c10C)C(=0)0Cclcc(C)ec(c102)0)C -7.8 Penicillium sp. ZLN29
[Ce@H]12[C@H]3CC[C@@H]([C@]3(CCI[C@H]1[C@]1(CC[C@@H](C[C@]31
193 M193 -7.8 Paecilomyces lilacinus ZBY-1
O[C@H]3C2=0)0)C)C)[C@H](C)/C=C/[C@H](C(C)C)C
194 M194 c1(cc(cc2C(=0)c3cc(cc(c3C(=0)c12)0)C)0C)0 -7.8 Microsporum sp. MFS-YL
[C@@H]120C3=C(C(=0)[NH+]C=C3c3ccc(cc3)0)C(=0)[C@@H]1[C@@H]([C
195 M195 -7.8 Campylocarpon sp. HDN13-307
@H]1C[C@H](CC[C@@H]1[C@]2(C)0)C)/C=C/C
c1(ccceclO)C(=0)[C@@H]1[N@H+]([C@H]([C@H](C1)Cl)Cl)[C@@H]1[C@H](
196 M196 -7.8 i i -
[C@H](INH2+][C@ @H]1C(=0)[C@H]1CCCC[C@@H]10)CICl Actinomycete strain CNQ-418
CC(=CC(=0)[C@@H]1[C@H](C[C@H]2C(=0)N3CCC[C@H]3C(=N2)0)[C@@H]
197 M197 -7.8

2CC[C@@H](C[C@@H]2[NH2+]1)0OC)C

Aspergillus sydowi PFW1-13
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O=clc2cccec2nen1[C@H]1C(=0)N([C@ @H]2[C@@](C1)(O)clcccccIN2)[C@

198 M198 -7.8 Penicillium sp.
H](C)C(=0)O
O[C@@H]1CC2=CC=C3[C@H]4[C@@]([C@H](CC4)[C@H](C)/C=C/[C@@H](C .
199 M199 -7.7 Aspergillus sp.
(C)C)C)(CC[C@@H]3[C@]2(CC1)C)C
500 M200 C[C@@H]1CCC/C=C/C=C/[C@@H](C[C@H]([C@@H](/C=C\C=C\[C@@H](C/ 27 Bacillus amyloliquefaciens SCSIO
C=C/C=C\C(=0)01)0)0)0)0 o 00856
C[C@@H]1[C@H](OC=C2C1=C(C(=C(C2=0)CC1=C(C(=C([OH+]C1=0)C)C)0)0)
201 M201 -7.7 Aspergillus sp. 16-02-1
c)c
502 202 [C@@H]12[C@H](CC(=0)[C@H](CCC1=0)C)[C@@H]1[C@@]3(0C2=0)C[C@ Streptomyces koyangensis SCSIO
M -7.7
@H]([C@]([C@H]10)(C)0C3=0)C 5802
203 M203 c12c¢(ccccl)N=C([N+](C2=0)clc(ccccl)C(=0)0)[C@H]INC(=[NH2])CC1 -7.7 Penicillium aurantiogriseum
C[C@H]1/C=C/C(=0)0[C@H](C)[C@H](/C=C\C=C\C(=0)[C@](C)(C[C@H](C)[C
204 M204 @@H]10[C@H]1[C@@H]([C@H](C[C@@H](C)01)OC)0)0)CO[C@H]1[C@@ -7.7 Streptomyces sp. HK-2006-1
H]([C@ @H]([C@ @H]([C@@H](C)01)O)0C)OC
cl12ccecc3cl[C@@]1(C(=0)N2C)[C@H]2[C@@H](C3)C(N3[C@]2([C@](01)([C Penicillium commune
205 M205 -7.7
@](C3=0)(CC(=0)C)0)0)0o)(C)C DFFSCS026
c1(c(cc20[C@@13([C@ @H]([C@ @H]4c2c1[C@ @H]([C@H](04)C)C)C)C(=0)/ S
206 M206 -7.7 Penicillium citrinum
C(=C(\[C@ @H](CCCCCC)C)/0)/C(=0)N3C)0)C
207 M207 c1ccc2c(c1)N=C([NH+]C2=O)[C@]([C@](C(=O)Nc1c(cccc1)C(=O)N)(C)O)(O)C -7.7 Penicillium commune 366606
208 M208 Cl(=C[C@@H]2[C@]3(CCl)[C@@]1([C@]4([C@H](02)C[C@H]10C(=0)C/C= 27
C/C=C(/0CC/C(=C/C(=0)0C3)/C)\C(=0)C)CO4)C)C ' Stachybotrys chartarum
[C@]12([C@H]([C@H](C[C@H]10)C(C)C)CIC@]L([C@H](C2)[C@H](CC[Ce@
209 M209 -7.7 Alternaria alternata k21-1
H]2C3=C1C(=0)0O[C@]3(C[C@@H]2C)C)C)O)C
210 M210 O1[C@]2(CC[C@]3([C@](C1(C)C)([C@@H](C[C@]1([C@@H]3Cc3c(O1)c(clc( . Aspergillus aureolatus HDN14-
€30C)C(=0)0C1)C)C)C(=0)0C)02)C)O o 107
o1l[ceH]([c@H]([C@H](C[C@@H]10[C@@H]1C[C@®@](O[C@@H]([C@H]1
CC)C)([C@H]([C@@H]([C@@H]([C@@H]1[C@H](/C=C/C=C/C(=C)O[C@@H](
211 | M211 | [C@H](/C=C/C=C/C(=0)01)C)[C@H](IC@H]([C@@H](IC@IL(CIC@H]([C@@H |  -7.7 Streptomyces sp. 7-145
l([C@H](01)C)cC)o[C@H]IC[C@@H]([C@@H]([C@@H](01)C)0)0)0)C)O)C)
C)C)0)C)0)0o)o)C
[C@@H]1(CC(=C2[C@]([C@H]10)(0clc(C2=0)c(c(ccl)clcecc2c(c10)C(=0)C1=
212 M212 -7.7 Penicillium sp. SCSGAF 0023
C(C[Ce@H]([Ce@H]([C@@]1(02)C(=0)0C)0)C)0)0)C(=0)0C)0)C
>13 M213 Cl[C@@H](C[C@@]23[C@](C1)([C@@]1(C(=C4[C@](CC1)([C@H](C[C@@H] 27
40)[C@@H](/C=C/[C@@H](C(C)C)C)C)C)C=C2)003)C)0 ' Aspergillus niger MA-132
214 mM214 C[C@@]1(Cc2c(C[C@H]10)c(c1C(=0)C=C(C(=0)c1c20)0C)0)0 -7.7 Nigrospora sp. 1403
C(=0)([C@H](CC(C)C)NC(=0)[C@H](Cclccc(ccl)O)N(C)C(=0)[C@H]([C@ @H]( Simplicillium obclavatum EIODSF
215 M215 -7.7

CC)C)NC(=0)C)OC

020e
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clec(ccc1[N](=0)0)C(=0)OC[C@@]1([C@H]2[C@](CCCl)([C@@]1([C@@H](

216 M216 -7.7 Aspergillus ochraceus JcmalF17
C[C@H]20)C(=0)0C1)0)C)C

C[C@]1([C@@H](C[C@H]2[C@@H]([C@H]10)C(=0)c1c(C2=0)c(cc(c1)0C)0)

217 mM217 -7.7 Stemphylium globuliferum

0)o
) )18 c1(ccecec10)C(=0)[C@@H]1[N@H+]([C@H]([C@H]([C@@H]1Br)Cl)Cl)[C@@
18 M21 -7.7 i ;
H]1[C@H]([C@H](INH2+][C@ @H]1C(=0)[C@H]1CCCC[C@ @H]10)Cl)Cl Actinomycete strain CNQ-418

CC[C@H](C)C(=0)0[C@H]1C[C@@H](C)C=C2C=C[C@H](C)[C@H](CC[C@@H]

219 M219 -7.7 Aspergillus terreus

3C[C@H](CC(=0)03)0)[C@@H]12

O1[C@@]2(0c3ccecic3cleccdO)[C@@H]1[C@@H]([C@@H](c3c2c(ccc30)0

220 M220 -7.7 Ascochyta sp. NGB4

)0)o1

C/C=C/C=C/C=C/C(=0)0[C@@H]1C=C2COC(=0)[C@ @]2([C@ @]2(C)CCCC(C)(

221 M221 -7.7 Aspergillus ustus

C)[C@H]12)0

222 | M222 C1(=0)N[C@ @H](C(=0)N2[C@H]1CCC2)Cclcccecl 7.6 Aspergillus sp.
[C@@H]1(0)C[C]23=C([C@H](0)CA=C([C@]2(CC1)C)CC[C@]1([C@@H]4CC[C

223 mM223 -7.6 Aspergillus sp.

@@H]1[C@@H](/C=C/[C@@H](C(C)C)C)C)C)03

0=CIN2[C@H]([C@]3(C=C2C(=0)N2[C@H]1CCC2)c1c(NC3=0)cc(OC)ccl)C=C(

224 M224 -7.6 Aspergillus sp.

C)C

c12c(cc(cc1[OH+]C1=C(C2=0)[C@]2([C@H]3[C@ @H]1C1=C(C[C@ @H]3[C@]

225 M225 -7.6 Penicillium sp. 2)-SY2

(02)(C(=0)0C)0)[OH+]c2¢(C1=0)c(cc(c2)C)0)C(=0)0C)C)0

C(=0)(/C=C/[C@@H]1[C@@]23C(=C(C(=0)CC[C@H](C)0)C(=0)02)0[C@@]([ Streptomyces koyangensis SCSIO

226 M226 -7.6

C@H](C3)C)([C@H]10)C)0 5802

227 mM227 c1(c(cc2c(c1)nclc(n2)C(=0)[NH+]C(=0)[NH+]1)C)C -7.6 Jishengella endophytica 161111
CI1C[C@H]2[C@@H](CC1)[C@@H](C[NH2+]2)[C@@]1([C@H]2CCCC[C@@H]

228 M228 -7.6 Shewanella piezotolerans

2NC1=0)0C

cleee2c(c10)N=C1[N+](C2=0)[C@H](C(=0)NC1)C[C@H]1[C@H]2[C@ @H](CC

229 M229 -7.6 Aspergillus versicolor LZD-14-1

CC2)[NH2+]C1

Cl[C@H]1cCC(=0)0[C@H](C)[C@@H](CO[C@H]2[C@@H]([C@@H]([C@@H]

230 | M230 | ([C@@H](C)02)0)OC)OC)[C@H]2[C@H](/C=C/C(=0)[C@](C)(C[C@H](C)[C@ 7.6 Streptomyces sp. HK-2006-1

H]10[C@H]1[C@@H]([C@H](C[C@@H](C)01)OC)0)0)02
231 M231 clc(c(c2c(c1C(=0)0C)C(=0)clc([OH+]2)cc(nc1)C)OC(=0)C)0C -7.6 Diaporthe phaseolorum SKS019
232 M232 Cl(=C[C@H]2[C@](CCl)([Ce@]1([C@](02)(CCCl)CO[C@H]10[C@@H]([C@ 6
H]([C@ @H]([C®@ @H]10)0)0)CO)C)C)C : Stachybotrys chartarum

c1(c(cc2¢(c1C)c(cle(c2)[C@H](0C1=0)[C@]1([C@ @H](C(=CC(=0)[C@ @H]10

233 M233 -7.6 ;

€)0C)0)0)0)0C)C(=0)0C Saccharothrix sp. 10-10

C([C@@H](CC/C(=C/[C@@H]10[C@H]2[C@@](C1)(0C1=C(C2)C(=0)[C@H](

234 M234 -7.6 Alternaria alternata k21-1

CC1)0)C)/C)o)(C)(C)o

C1(=0)0C(C2=CC(=0)[C@]3([C@H](C(=C2C1)COC(=0)CC(C)C)C[C@@]1([C@

235 M235 -7.6 Talaromyces amestolkiae YX1

@H]2[C@H]3C(=0)[C@H](O[C@@H]20C1=0)C)C)C)(C)C
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[Ce@H]1(C([C@H]2[C@](CCL)([Ce@@]1([C@@H](CC2)C)Oc2¢(Cl)c(cc1c2CN

236 M236 -7.6 Stachybotrys chartarum 952
(C1=0)CC(=0)0C)0)C)(C)C)O
cle(ce(c(c1CCC(=0)C[C@ @H](C)0)C(=0)0[C@ @H](CC(=0)0[C@@H](Cclc(c(
237 mM237 -7.6 Hansfordia sinuosae
cc(c1)0)0)C(=0)0[C@ @H](CC(=0)0[C@@H](Cclcc(cc(c1)0)O)C)C)C)C)0)O
’ 238 Cl{C@@]23[C@@H]([C@H]4/C(=C(\CC[C@H](C)OC(=0)C4)/0)/C(=0)02)[C Streptomyces koyangensis SCSIO
8 M -7.6
@H]([Ce@](0C3=0)([C@@H]1C)C)O 5802
Cl[ce@H](C[c@]2([c@](Cl)([C@@H]1[C@@H](CC2=0)[C@]2([C@](CC1)([ )
239 M239 -7.6 Aspergillus terreus GX7-3B
C@H](CC2)[C@ @H](/C=C/[C@@H](C(C)C)C)C)C)0)C)0)O
Mangrove endophytic fungus
240 M240 clcc(c2¢(c10)C(=0)clc(C2=0)cc(cc1)C)O -7.6
No.5094
CC1=CC(=0)C2=C([OH+]1)0[C@]1(CC[C@H]3[C@@](CC[C@H]AC(C)(C)[C@H] Neosartorya laciniosa KUFC
241 M241 -7.6
([C@H](C[C@]34C)OC(=0)C)OC(=0)C)([C@ @H]1C2)C)C 7896
242 M242 c1(c(cc(cc1)COclec(cecl[C@ @](CCCC(C)C)(C)O)CO)O)[C@@](CCCC(C)C)(C)O -7.6 Aspergillus sp.
243 M243 COC(=0)[C@H]1[C@@H](C=CC2=C1C(=0)clc(cc(ccl[OH+]2)CO)0O)O -7.6 Neosartorya fischeri 1008F1
244 | M244 [C@H]12N(C(=0)[C@H](NC1=0)Cclccc(cc1)0)CCC2 7.6 Aspergillus versicolor ZBY-3
C1(=0)C2=C(C(=C([OH+]1)C)C)O[C@@]1(C2)C(=C[C@H]([C@@H]2[C@]3(C=C
245 M245 -7.6 Penicillium sp.
C(=0)C([C@@H]3CC[C@@]12C)(C)C)C)O)C
C1(=0)C2=C(C(=C([OH+]1)C)C)O[C@@]1(C2)C(=CC[C@ @H]2[C@]3(C=CC(=0)
246 M246 -7.6 Penicillium sp.
C([C@@H]3CC[C@@]12C)(C)C)C)C
C12=C(C(=0O)[N+]3C(=N1)[C@](NC(=0)[C@ @H]3Cclcccccl)(C(C)C)OC)C=CC=
247 | M247 7.6 Paecilomyces variotii EN-291
Cco2
cl[c@]1([C@@H]([C@H](C2=C([C@H]10)C(=0)c1c(C2=0)c(cc(c1)0C)0)0)0)
248 M248 -7.6 Stemphylium globuliferum
(0]
249 M249 clc(c(c2¢(c1C(=0)0C)C(=0)C1=C([OH+]2)C=C(O[C@@H]10C)C)0)0C -7.6 Chaetomium sp. strain Gé 100/2
250 | M250 C[C@@H]1CCC/C=C/C(=0)c2c(cc(cc20)0)CC(=0)01 7.6 Curvularia sp. strain no. 768
C[C@@H]([C@@H](/C=C/C=C/C(=0)0[C@@H]1C=C2COC(=0)[C@@]2([C@
251 M251 -7.6 Aspergillus ustus
@]2(C)cccc(c)(c)[c@H]12)0)0)0
CC(C)C[C@H]1C(=0)N2CCCC[C@H]2/C(=N/[C@@H](CCCCCC(=0)[C@@H]2C
252 M252 -7.6 Petriella sp.
02)/C(=N/[C@H](Cc2cccec2)/C(=N\1)/0)/0)/0
CC(=CC[C@H]1CCC[C@H]2[C@@H](C[C@H]3C(=N[C@ @H](C)C(=0)N30)0)C
253 M253 -7.6 ; ;
[NH2+][C@ @H]12)C Aspergillus sydowi PFW1-13
254 M254 c12c(c[nH]c2ccecl)clc2c([nH]cl)ccec2 -7.5 Aspergillus sp.
C1(=0)/C=C/[C@@H]2[C@@]34C(=C(C(=0)CC[C@H](C)01)C(=0)03)0[C@@ Streptomyces koyangensis SCSIO
255 M255 -7.5
l([C@H](c4)C)([C@H]20)C 5802
C1(=0)[C@H]2N(C(=0)[C@H](NC(=0)[C@H]([C@H](OC(=0)[C@ @H](N(C)C(=
0)CN1C)C(C)C)C)NC(=0)clcec(c3c1Nelc(03)c(c3c(c1C(=0)N[C@H]1[C@ @H](
256 M256 -7.5 Streptomyces sp. IMB094

C)OC(=0)[C@H](C(C)C)N(C(=0)CN(C)C(=0)[C@ @H]4CCCNAC(=0)[C@ @H](C(
C)C)NC1=0)C)nc(03)CCC(=0)0)C)C)C(C)C)CCC2
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C1(=0)/C=C/[C@@H]2[C@@]34C(=C(C(=0)CC[C@@H]1C)C(=0)03)0[C@@](

Streptomyces koyangensis SCSIO

257 M257 -7.5
[C@H](C4)C)([C@H]20)C 5802

CiC[C@H]([Ce@H]2[C@H](C1)[C@@H]([C@@H]([NH2+]2)/C=C(/[C@ @H](

258 M258 -7.5 Streptomyces sp. CMN-62

CO)O)\O)N[C@@H]1[C@@H](C(=0)0)CCCC1)C(=0)0

Cl(=C2[C@]34[C@H](C(=0)[C@H](CC1)C)[C@H]([C@@H]1[C@@]3(0C2=0)
C[c@@H]([C@]([C@H]10)(C)04)C)S[C@ @H]1[C@ @H]2[C@® @]34[C@]5([C Streptomyces koyangensis SCSIO

259 M259 -7.5
@@H]1[Ce@H]([C@@]([C@H](C5)C)(C)03)0)0C(=0)C4=C(CC[C@@H](C2= 5802

0)C)o)o
Penicillium commune
260 M260 c12cccc3clc(c(=0)[n+]2C)clc(c3)C(N(C1=0)[C@@H](CC(=0)C)C)(C)C -7.5
DFFSCS026

C(C[C@@H](CCCCCC)C)C/C=C(/C=C/C(=0)[C@@H](CC[C@@H]1[C@H](C(=0)

261 M261 -7.5 Diaporthe phaseolorum SKS019

NC(=C)C(=0)NC[C@ @H](C(=0)N[C@ @H](C(=0)01)CCC(=0)N)C)C)C)\C

[C@H]1(CC[C@@H]([C@H]2[C@@]1(C=C([C@H]([C@@H]2/C=C(/C(=0)O)\C

262 | M262 | )/C(=C/C[C@@H](C[C@H](C[C@H]([C@@H]([C@H](C(C)C)O)C)0)0)0)/C)C)C) 7.5 Streptomyces sp. SCSGAA 0027

c)o

[C@@]12(IC@H]3[C@](CC[C@@H]1C(0C(=0)C=C2)(C)C)([C@@]12[C@@](C o -

263 M263 -7.5 Penicillium brasilianum

(=0)[C@@](C3)(C)C2=C)(O)[C@@H](C)OC1=0)C)C

C1(=0)0C(C2=CC(=0)[C@]3([C@H](C(=C2C1)COC(=0)C)C[C@@]1([C@@H]2[

264 M264 -7.5 Talaromyces amestolkiae YX1

C@H]3C(=0)[C@H](O[C@@H]20C1=0)C)C)C)(C)C

265 M265 c1(cc(c2c¢(c1)CC(=0)0[C@H](CCC/C=C/C2=0)C)0)0 -7.5 Penicillium Sumatrense
clc(cc(c(c1CCC(=0)C)C(=0)0[C@@H](CC(=0)0[C@@H](Cclc(c(cc(c1)0)0)C(

266 M266 -7.5 Hansfordia sinuosae

=0)0[C@ @H](CC(=0)0[C@ @H](Cclce(ce(c1)0)0)C)C)C)C)0)O

clc(cc(c(clCCC(=0)C[C@@H](C)OC)C(=0)0[C@@H](CC(=0)O[C@@H](Cclc(

267 M267 -7.5 Hansfordia sinuosae
c(cc(c1)0)0)C(=0)0[C@@H](CC(=0)0[C@@H](Cclcc(cc(c1)0)0)C)C)C)C)0)O

268 M268 clc(cc2¢(c10)C(=0)c1c(C2=0)cc(ccl0)0)C -7.5 Penicillium sp. SCSGAF 0023
C1C[C@](c2c(C1)clc(c(c2)0)[C@@H]2[C@](CC1)([C@@H](CO2)O)C)(C)cOoC(

269 M269 -7.5 Aspergillus wentii SD-310

=0)C

270 M270 ¢12¢([OH+]C(=0)C=C1)c(c1c(c2C)ccol)CC=C(C)C -7.5 Penicillium sp. ZH16
N(C(=0)[C@@H](N(C(=0)[C@@H](NC(=0)[C@ @H]1N(C(=0)[C@H](O)Cc2ccc ) )

271 M271 -7.5 Bionectria ochroleuca

€c2)CCC1)CO)C)[C@H](CC)C)[C@H](C(=0)0)Cclccc(ccl)OCC=C(C)C

272 M272 clc(cc2c(c1C(=0)0C)C(=0)clc([OH+]2)cc(c(c1)0)C)0 -7.5 Phomopsis sp. SKZRN3G1
CC(=CCC/C(=C\COc1cc2[C@H](C)N(c3cee(cc30CC=C(C)C)OC)C(=0)c2¢(c1C)O

273 mM273 -7.5 Stachylidium sp.

C)/C)C

274 M274 CC(=CCc1c(C)cc(cc10cice(C)ec(c1)0)0)C -7.5 Aspergillus versicolor

275 M275 clccc2c(c1)C(=0)[N+]1c3ccccc3C(=N[C@ @H](CCC(=N)O)C1=N2)0O -7.5 Penicillium aurantiogriseum

276 M276 C[C@@]1(CC2=C(C[C@H]10)C(=0)c1c(C2=0)cc(cc10)OC)0 -7.5 Stemphylium globuliferum
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C1CC[C@H]2[C@H](C1)[C@H](C[NH2+]2)[C@@H]1[C@H]([C@H]([NH2+][C

277 | M277 | @@H]1C(=0)0C)C(=0)0C)[C@H]1[C@@H]2[C@H]([NH2+]C1)CC[C@@H](C2 7.5 Marinispora sp. NPS12745
)ClI
278 M278 ¢12c¢(cc(cc10)C)C(=0)clc(C2=0)c(cccl)OC -7.5 Nocardia sp. ALAA 2000
279 M279 ClC(C(CZC(C1C(=O)OC)C(=O)C1=C([OH+]2)C=C(OC1)C)O)OC -7.5 Chaetomium sp. strain GO 100/2
280 M280 c1(c(cc2c(c1C(=0)0)C(=0)C1=C([OH+]2)C=C(O[C@@H]10C)C)0)O -7.5 Chaetomium sp. strain G6 100/2
CC1(C)CCCIC@ @]2(C)[C@H]1[C@® @H](C=C1COC(=0)[C@]210)0C(=0)/C=C/
281 M281 -7.5 Aspergillus ustus
C=C/C(=0)0
282 mM282 [C@H]1(NC(=0)[C@H]2N(C1=0)C[C@H](C2)O)Cclcccccl -7.4 Aspergillus sp.
283 Mm283 ¢12c3c([nH]c2CCCC1)cnec3 -7.4 Asperdgillus sp.
C1C[C@H]([C@@H]2[C@@H]3[C@@H]IN[C@H](C(=0)N[C@ @H](C[C@ @H] Marinactinospora
284 M284 7.4
3C[NH2+]2)CO)[C@H](CC)C)C(C)(C)Cc=C thermotolerans SCSIO 00652
Penicillium commune
285 | M285 c12ccec3elc(c(=0)[nH+]2)cle(c3)C(N(CL1=0)[C@ @H](CC(=0)C)C)(C)C 7.4
DFFSCS026
Penicillium commune
286 M286 c12ccce3cl[C@@](C(=0)N2C)([C@H]1[C@@H](C3)CNC1=0)0 -7.4
DFFSCS026
287 M287 clc(cc2c(c1C(=0)0C)C(=0)clc([OH+]2)cc(ncl)CO)O -7.4 Diaporthe phaseolorum SKS019
288 M288 clc(cc2c(c10)C(=0)clc(C2=0)cc(ncl)C)0C -7.4 Diaporthe phaseolorum SKS019
Cl=C[C@]2([C@H]I3[C@]([C@@H]10)([C@@]1(C(=C[C@H]30C2=0)COC(=0)
289 M289 -7.4 Aspergillus wentii SD-310
C1)0)C)C
C([C@@H](CC/C(=C/[C@@H]10[C@H]2[C@@](C1)(0C1=C(C2)C(=0)CC[C@
290 M290 -7.4 Alternaria alternata k21-1
@H]10)C)/C)o)(C)(C)O
cl(cc(c2c(c1C=0)0[C@](C=C2)(CC/C=C(/C)\CC[C@@H](O)C(C)(0)C)C)O)CcOoC(
291 M291 \c -7.4 Stachybotrys chartarum 952
=0
292 M292 clc(cc(c(c10)C(=0)0)clcc(c2c(c1C)scn2)0)0C -7.4 Alternaria sp.
clc(cc(c(c1C)C(=0)0[C@@H](CC(=0)0[C@@H](Cclc(c(cc(c1)0)0)C(=0)0][C
293 M293 -7.4 Hansfordia sinuosae
@ @H](CC(=0)O[C@@H](Cclcc(cc(c1)0)0)C)C)C)C)0)0
clc(ce(c(c1CCC(=0)/C=C/C)C(=0)0[C@@H](CC(=0)0[C@@H](Cclc(c(cc(c1)O
294 M294 -7.4 Hansfordia sinuosae
)O)C(=0)0[C@ @H](CC(=0)0[C@@H](Cclc(c(cc(c1)0)0)C(=0)0)C)C)C)C)0)O
295 M295 clc(cc2c(c10)C(=0)clc(C2=0)cc(cc10)0)Co -7.4 Penicillium sp. SCSGAF 0023
C/C(=C/CC1=C(C=C(C)[OH+]C1=0)0)/CC/C=C(/C)\CC[C@@H]1C(=C)CC[C@@ Neosartorya laciniosa KUFC
296 M296 -7.4
H](C1(C)C)OC(=0)C 7896
297 M297 c1(c(cc(ce1)Celce(ce(c(c1)C(CCCC(C)C)(C)C)0)Co)0)[C@@](CCCC(C)C)(C)O -7.4 Aspergillus sp.
298 | M298 [C@H]12N(C(=0)[C@H](NC1=0)Cclccccel)CCC2 7.4 Aspergillus versicolor ZBY-3
O[C@H]1C=CC[C@@H]2C[C@]34SS[C@@]5(C[C@@H]6[C@@H](O)C=C[C@
299 M299 -7.4 Penicillium brocae MA-231
H](O)[C@H]6N5C3=0)C(=0)N4[C@H]12
clccc2c3c10[C@]14c5¢(C(=0)[C@H]([C@H]10C)Cl)c(ccc50[C@]3([C@ @H]( Lasiodiplodia theobromae ZJ-
300 M300 -7.4

CC2=0)0C)04)0

HQ1
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CC(=0)0[C@ @H]1[C@H](C2=C([C@H]([C@]1(C)0)O)C(=0)c1c(C2=0)c(cc(cl)

301 M301 -7.4 Stemphylium globuliferum
0C)0)o
C1C([C@@](C(=CC1=0)C)(0)/C=C/C(=C\C(=0)0[C@@H]1[C@H]([C@@H](C= )
302 M302 -7.4 Nigrospora sp.
C(C1=0)Cc0)0)0)/c)(C)C
C[C@H]1[C@H](C)OCc2c1c(C)c(c(clc(c(C)c3[C@H](C)[C@@H](C)OCc3c10)0)
303 mM303 -7.4 Aspergillus sp. MF-93
€20)0
c1(cceecl)C[C@H]1IN(C(=0)[C@ @H](OC(=0)[C@ @H](NC(=0)[C@ @H](OC(=0
304 M304 -7.4 Spicellum roseum
JIC@@H](N(C(=0)[C@H](NC1=0)C)C)C)c(C)C)C)cc(C)C)C
305 M305 clcec(cec1)CC1=CC(=0)C(=C[OH+]1)C(=0)N -7.4 Aspergillus carbonarius
306 M306 [C@H]1(NC(=0)[C@@H]2N(C1=0)CCC2)Cclccc(ccl)O -7.3 Asperdgillus sp.
307 mM307 0=C1IN2[C@H](CCC2)C(=0)N[C@@H]1Cclcccccl -7.3 Aspergillus sp.
C1CCC[C@H]2[C@@H]1[C@H](C[N@H+]2CC=C(C)C)C[C@ @H](C(=0)OC)NC(
308 M308 -7.3 i
~0)[C@H](CC1CCCCc)o Aspergillus sp. SCSIO XWS03F03
309 M309 clc(cc2c(c1C(=0)0C)C(=0)clc([OH+]2)cc(ncl)C)OC -7.3 Diaporthe phaseolorum SKS019
310 M310 clc(c(c2¢