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S.No Compound name RT Mass Formula DB Diff (ppm)
(min)
1 5-MOT /5 3.235 190.1104 C11 H1aN2O 1.3
Methoxytryptamine
2 Cadiamine 4.042 282.193 Cis Has N2Os 4.92
3 19-Noretiocholanolone 4.925 276.2055 CisH2s O 12.24
(10Z,14E,16E)10,14,16
4 Octadecatrieri2-ynoic 5.108 274.1902 CisH2 O 11.34
acid
5 Formononetin 6.134 269.0805 C H ( -2.20
6 Apiosylglucosyl 4 6.345 432.1241 CisH24 012 6.09
hydroxybenzoate
7 arArtemisene 6.346 270.2319 C20 Hzo 104
8 Kaur-16-en-18-ol 6.431 288.2422 Cz0 H320 10.93
9 Axisothiocyanate 3 6.451 263.1747 CisHsN S -14.78
10 (+)-Mahanimbicine 6.498 331.1981 Ca3Has NO -13.53
11 Retinol / Retinokkeleton 6.553 286.2259 CaoH30 O 13.24
12 3-Hydroxyropivacaine 6.593 290.1973 Ci7H26N2 O, 7.42
13 Retinaldehyde 7.244 284.2116 CooH2s O 8.42
14 7-Dehydrologanin 7.31 556.1787 Co5 H32 O14 0.86
tetraacetate




15 Smyrindioloside 7.936 4241372 C20H24 010 -0.56
16 Neogrifolin 8.619 328.2373 Co2H32 02 8.83
17 Lippioside Il 8.942 554.1637 Co5 Hz0 O14 -0.32
18 Oleuropein 9.051 540.1844 CasH32 013 -0.25
19 Sakacin A 9.186 288.1835 Ci12H24 N4 O4 -13.14
20 Azidopine 9.368 557.1873 C27H26F3 N5 Os 2.34
21 Orientaloside 9.426 540.1841 Cos5 H32 On3 0.35
22 Convalloside 9.823 712.3207 CssHs52 015 13.95
23 Prunetin 10.26 284.0676 Ci6 H120s 3
24 Orientalone 10.682 260.0695 Ci14H12 Os -4.03
25 Armillarilin 11.619 430.1993 Ca4 Hzo O7 -0.45
26 Clerodin 11.675 434.2304 C2aH34 O7 0.09
27 Lagerstroemine 12.424 437.218 CosHz1 N Os 5.12
28 3-O-Methylcoumestrol 12.638 282.052 Ci6 H10Os 2.87
29 9,10,13trihydroxy-11- 12.981 330.2389 Ci8 Hz4 Os 5.34
octadecenoic acid

30 Gibberellin A45 13.055 332.1634 Ci9 H24 Os -3.13
31 Sulfolithocholylglycine 13.493 513.2728 Cas HasN O/S 6.35
32 Piscerythramine 13.791 451.1973 C26H29 N Os 4.95
33 Kurarinone 14.464 438.2033 Ca6 Hz0 Os 2.2




34 4-O-Methylmelleolide 14.9 414.2036 C24 Hz0 Os 1.45
35 Diasarone 2 14.793 416.2206 C24 Hz2 Os -1.61
36 1-Dehydra9-fluoro- 15.126 332.1451 CioHuF Oy -8.3
11-oxotestololactone

37 Staurosporine 15.332 466.1987 Cas H26 N4 O3 3.87
38 Lucidone B 15.619 400.2257 C24H32 05 -1.81
39 10-Hydroxymelleolide 15.879 416.1848 CazHas O7 -3.03
40 Corrinoid 15.891 306.1844 CroH22 N4 0.2

41 Citreoviridin 16.034 402.2048 C23 Hz0 Os -1.47
42 Kanzonol K 16.303 436.1875 Ca6H28 Os 2.61
43 Osajin 16.401 404.1605 Co5 H24 Os 4.62
44 Cinegalline 16.721 430.2071 Ca3 Hzo N2 Os 7.76
45 Fluocinolone acetonide | 20.059 452.1988 Co4Hszo F2 Os 491
46 Schizandrin 11.33 432.2139 C2aH32 O 1.98




SFEXT ©®F

f | arvoeosMEe.n sd

Compound nam| RT Ma s s For mul (DB Di f f
( mi
1 Brompheniram 1.8 318. 0 CiHiBr 2 N 2. 42
2 (RO+*2Pyrr o i do| 2. 4 129.( CsHsN 30 4. 61
5car boxylic
3 Fukiic acid 4.1 272.0 C11H1 Os -0. 35
4 Mol Il'icellin| 4.2(404.0 C:H,Cl g O 13. 77
5 DLombricine| 4. 3{270. 0 CsHiNsOsP 6. 19
6 Sophocarpinjy 3.5} 249.1 C1 H2 N2O 1.3
7 3Phenoxypropio 4.7 166.0 CoHi O3 2.21
8 5Hydroxyferul 4.7(210.0 C1 oH1 Os 0.64
9 ( Z22Met 29 LU t -& podi oO-b- |
Dgl ucopyrano{5.1{ 264. 1 C1 1H2 O -0.98
10 7T-Hy dr-oxHy drd xy
oxopedmeytlhy!| cfi-r o 5. 5 438. 1 CoH26010 -3. 26
glucosi de
11 Il ri g®©Omilncobsid 6.0} 522.1 CoHz 013 4. 27
12 Monomet hyl ph| 6.17 180.0 CoHgOs 3.17
13 (1R, 68HR)D r-»xyccd n4 6. 4( 240. 0 C1 1H1 0s 0. 08
cycl ohelxadibeonxey
14 Gentisic ac| 6.6! 154.0 C7He O4 2.33




15 Neocarthamii 6. 450. Cz1H2 011 -3.45
16 Eriocitrin| 6. 596 . CoH3 D15 4. 41
17 | sor hardm-i n
gl ucopwrtazghsyl | 7. 624. CodHs D16 5.72
rhamnopyr ano
18 Norrubrefusayl 7. 582. CodHz O1 5 5.02
beganti obi os
19 Piperenol C 8. 448. CaH2010 -4.01
20 Chamaemel osi| 8. 7| 576. CaH2601 4 5. 72
21 Ginkgetin 8 . 566 . C3H2010 1.53
22 7-Hy d r-dmegt h-b xy 9. 552. Cz sH2 601 4 12.21
pri meverosyl ox
23 Kaempf-erol 3§ 9. 580. CaeH24015 4. 66
xyl osylgluco
24 Mul berrosideg 9. 4 566. Co eHz 01 4 4. 71
25 Camellianin| 9. 578. Co Hz O1 4 -5.99
26 1-Oc t-3ynl pri meve 9. 42 2. CidHz3 010 5.26
27 Tri cgilnucbosi de 10. 2 49 2. CoH 4012 4. 64
28 7Chl 8r 8" ,-4' ,5/10. 2 436. CH2.Cl g O 4. 94
hexamet hoxyf |l
29 Deacetylnomi|10. 3 472. Cz éH3 0s 4.19
30 Wogonin 10. 5 284. C1 éH1 Os 2.28




31 Butyrylmallotgl0.§ 470. Cz éHs Os 4. 41
32 O9Hydr oxyrispe|10. 9 426. CoHo A 405 0.98
33 Austinol 11. 0 458. Cz Hs Os 4. 68
34 Sami din 11. 2 386. Cz H2 O 4. 13
35 Tricoccin S|{11.3 454. Cz 6H3z 7 4. 25
36 Kurarinol 11.595 456. Co eHz 2O7 -0.22
37 Baical ein 11.5 270. C1 sH1 05 -1.19
38 Bi sindolylmal|1l1.6¢ 412. Co sHz N4 O -1.16
39 Phrymarolin|11.8 488. CoH24011 5.29
40 Rheidin A 11.§ 524. Cs oH2 6Oo 2.93
41 Fragransol 11. 9 370. Cz 1H2 O -2. 85
42 (9S,12S,13S)Yrihydroxy-10E 12.(0 330. C1 8H3 Os -2.65
octadecenoic acid

43 Ol udbhp16U,-127012.1 396. CoHoF 60 0. 07

tetr ahy ddeond®y @Meqg
4 4 Cochliophilill2.5 282. C1 H1 Os -1.23
45 Casegravol i s| 12. 360. Cz H2 06 2. 36
46 Dal bergin 12. 7 268. C1 dH1 D4 -1.42
47 Triamcinolonnl2.§ 394. CHF 60O -1. 02
48 |2 ,-3Bi hydmeot h-B(x-Bet h-c

4 -"vet hyl ened3metyty 13. ¢ 354. Cz 1H2 Os -2.57

5(1proenyl ) be




49 PI'P(18:2(9Z,1]13.4 942. C4 sHs O1 2 2. 414
50 Cubebin 13.4 356. Cz oHz2 6 -2.58
51 Mol Il icell in|{13. 7% 368. Cz 1H2 Os -1. 37
52 5, 7Di hydroxycl|l13.9 178. Co Hg Os 1.37
53 Kanzonol G |14.4 438. Cz eHz iOs -4.39
54 Sugeonyl acell14. 4 276. C1 H2 O3 -1. 8
55 Sophoridine| 2. 249. C H -0. 8
56 1,-06i hy d3 ,ah yne t-2H(a3x| 1 4. 7 440 . Cz sH2 07 6.1

metRput ed(ydiydrdx

met B ut erayrd t) h o
57 Desmet hyl xantl|14.8§ 340. Co H2 Os 2. 77
58 Bakkenolide |15.0 408. C21H2606 S 0.93
59 Sesamin 15.1 354. Cs H1 €06 -2.59
6 0 Lipiferolid 15. 306. C1 H2 LOs 2.11
61 Gl yurallin 15.5 422. Cz H2 06 5.14
6 2 Fludrocortiso|15.¢ 422. CHsF 60O -0. 26
6 3 Artonin V 15. 7% 438. Cz sHz 07 -3.64

17-Ace-tyl

6 4 1,2,3,4,6U0,70,-1(15.¢§ 452. Cz Hz LOe 2.39

dodec a3blyyd mwlob,yt 3

di me-5bh y&lb h-& B-bl




cyclopental[#®&]-@h

di carboxylic an
65 3'‘Hydrgeayanyl hyd|16. 0 262. C1éH2 03 -0.69
6 6 6al-phaoropredn|16. (0 378. CH,F sO 1,17
67 |2 ,BBi hy®dmeot h-B(x3ne t h-¢
4 -mvet hyl ened3metydg 1 7. 4 354. C: 1H2 Os -3.08
5(prlemyl )benzo
6 8 3Hydr oxycouma 18. 3 162. CoHe O3 2.79
69 PD 123319 18.8 508. Cs 1H3 N4 Os -1.54
70 17 -2plo-9fyl vb¥ o 18. 9 362. CoH2F 40 0.52
hydr ox-$em3 gand o n ¢
71 Prosolanapyr¢19.5 304. Ci dH2 4O -0.78
72 Roxburghine |[20. 3 492. C3 1H3 N4 O, -0. 69
73 l&erul oyl oxyp|21. 7% 448. Cz dHa Os 2. 77
74 Et hyl -h2K,a4d2Z2cadi 23. 280. C1 8H3 02 -1.13




Table S2 Binding affinities (docking scores) of bioactive compounds frflavescensot
againstC. albicansCYP51 (PDB ID: 5V52).

S.No Compounds Binding Affinity (Kcal/mol)
1 (+)-Mahanimbicine -10.1
2 (10Z,14E,16E10,14,160ctadecatrieri2-ynoic acid -6.4
3 1-Dehydre9-fluoro- -9.7

11-oxotestololactone
4 3-Hydroxyropivacaine -7.5
5 3-O-Methylcoumestrol -8.3
6 4-O-Methylmelleolide -9.7
7 7-Dehydrologanin tetraacetate -7.0
8 9,10,13trihydroxy-11-octadecenoic acid -6.6
9 19-Noretiocholanolone -8.0
10 ar-Artemisene -8.3
11 Armillarilin -9.5
12 Axisothiocyanate 3 -7.6
13 Azidopine -8.0
14 Cadiamine -7.2
15 Cinegalline -8.0
16 Citreoviridin -7.9
17 Clerodin -7.4
18 Piscerythramine -8.5
19 Convalloside -8.5
20 Diasarone 2 -6.4
21 Fluocinolone acetonide -9.4
22 Gibberellin A45 -8.5
23 Kanzonol K -8.0
24 Kaur-16-en-18-ol -8.5




25 Kurarinone -8.6
26 Lagerstroemine -7.5
27 Neogrifolin -7.8
28 Oleuropein -8.5
29 Orientalone -1.7
30 Osajin -8.3
31 Prunetin -8.2
32 Retinaldehyde -8.7
33 Retinol / Retinol skeleton -7.1
34 Schizandrin -6.6
35 Smyrindioloside -8.9
36 Sulfolithocholylglycire -9.2
37 Lucidone B -9.2
38 10-Hydroxymelleolide -7.9
39 | (1R,6R}6-Hydroxy-2-succinyt2,4-cyclohexadiend- -6.3
carboxylate
40 (2)-2-Methyl-2-butenel,4-diol 4-O-b-D- -6.2
glucopyranoside
41 1,6-Dihydroxy-3,7-dimethoxy2-(3-methyl2- -8.5
butenyl}8-(2-hydroxy-3-methyt3-butenyl}xanthone
42 2,3-Dihydro-7-methoxy2-(3-methoxy4,5 9.1
methylenedioxypheny}-methyt5-(prop-1-
enyl)benzofuran
43 3"-Hydroxy-geranylhydroquinone -8.0
44 3-Hydroxycoumarin -6.3
45 5,7 Dihydroxychromone -8.6
46 5-Hydroxyferulate -6.2
47 6alphaFluoroprednisolone -8.5
48 7-Chloro-3,3',4',5,6,8hexamethoxyflavone -7.5
49 | 9 tFluorol 1 b, 1 6 Utetrahydooxyprégat-ene -8.6
3,20dione
50 9-Hydroxyrisperidone -10.0
51 9S,12S,138rihydroxy-10E-octadecenoic -6.0

acid




52 Artonin V -8.8
53 Austinol -10.5
54 Baicalein 9.1
55 Bakkenolide D -7.3
56 Brompheniramine -6.9
57 Butyrylmallotochromene -7.9
58 Camellianin B -95
59 Casegravol isovalerate -7.4
60 Chamaemeloside -7.6
61 Cubebin -10.4
62 Dalbergin -7.6
63 Cochliophilin A -9.0
64 Deacetylnomilin -8.1
65 Desmethylxanthohumol -8.0
66 Eriocitrin -10.2
67 Fludrocortisoneacetate -9.0
68 Fragransol D -7.7
69 Fukiic acid -6.8
70 Ginkgetin -11.0
71 Glyurallin B -9.2
72 Irigenin 7-O-glucoside -7.9
73 Kaempferol 3xylosylglucoside -9.3
74 Kanzonol G -7.7
75 Kurarinol -8.7
76 Lipiferolide -8.0
77 Mollicellin D -6.9
78 Mollicellin H -94
79 Mulberroside F -10.5




80 Neocarthamin -8.1
81 PD 123319 -9.6
82 Phrymarolin | -8.3
83 Piperenol C -7.3
84 Prosolanapyrone Il -6.8
85 Rheidin A -9.4
86 Roxburghine B -10.7
87 Samidin -7.5
88 Sophocarpine -7.9
89 Sesamin -9.8
20 Sophoridine -7.3
91 Triamcinolone -8.6
92 Tricin 5-glucoside -7.4
93 Wogonin -7.7
94 7-Hydroxy-5-(4-hydroxy-2-oxopentyl}2- -6.6
methylchromone-glucoside
95 | Isorhamnetin 30-[b-D-glucopyranosy(1->2)-a -8.7
L-rhamnopyranoside]
96 Norrubrofusarin 6betagentiobioside -9.5
97 1-Octen3-yl primeveroside -7.9
98 Tricoccin S3 -8.6
99 Bisindolylmaleimidel -8.2
100 PIP(18:2(92,127)/18:0) -6.6
101 Control positive (Itraconazole) -9.3
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