BURCU S. TUZUN et al. PHYTOCHEMICAL AND BIOLOGICAL STUDIES OF Peltigera

SUPPLEMENTARY MATERIAL

Table SI. List of compounds detected by LC/MS.

PP PE PP | PE
5-Hepten-3-yn-1-ol, 2,2- dimethyl-7-
1 Dichloroacetate + + 36 [methyl(1- naphthalenylmethyl)amin + -
ol-, (E)-
2-Amino-3-
2 Hydroxyisovalerylcarnitin + + 37 Tymazoline + -
e methyl- 1-butanol
3 2-Bromomaleylacetate + + 38 GW1843 + -
5"-(4-Hydroxy-(E)- cinnamoyl) alpha-
4 | Methyl 1-propene-1- sulfenoselenoate | + + 39 Larabinofuranosyl-(1->3)- beta-D- +
xylopyranosyl-(1- >4)-D-xylopyranoside
5 2,2-Dichloro-11- ethanediol + + 40 Leu Arg Th + -
6 Feruloylagmatine - + 4 Tetrabutylammonium + +
; Nigrifactin ) . 1 (R)—1—O—b—Dglucopyranosyl—1,3— . .
octanediol
7-Hydroxy-2-methyl-4-

0x0-4H-1-benzopyran-5- ) " . .

8 carboxylic acid 7- + 43 Palmitic amide +

glucoside

9 Clusianose - + 44 Hexyl glucoside + -
10 Pantothenamide - + 45 3R-Hydroxybutan-2-one + -
M D-Maltose + - 46 L-Tryptophanamide + -
12 Trimethylammonioacetate + - 47 2-Hexyl-6- pentylpiperidine + +
13 D-Gluconic Acid + - 48 Arg Gln Arg + -
14 2-Ethyl-5-methylpyridine + - 49 Isometheptene + -
. . ) Glucosyl (2E,6E10x)- )

1 lodic Acid * 50 10,11-dihydroxy-2,6- farnesadienoate ’
16 2-Amino-3-methyl-1- butanol + - 51 C16 Sphinganine + +
17 D-Gluconic Acid + - 52 Toyocamycin + o+
18 N-Methylcalystegine C1 + - 53 Naltrindole + -
19 Melizame + - 54 Xestoaminol C + +

6 (5-Heptyl-6-
20 N'-Nitrosonornicotine + - 55 methyloctahydroindolizin -8-yl) + -
methanol
(8R)-9-((15,2)-1- Hydroxy-1-
21 Dambonitol + - 56 | methylhexahydro-2Hquinolizin-3(4H)- = + | -
ylidene)-5,8- dimethylnonane-34-diol

22 6-Acetyl-D-glucose + - 57 Prosopinine + +
23 Pirimicarb + - 58 6-Tridecene + o+
24 2,3-Butanediol glucoside + - 59 Mebeverine + -
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Table SI. Continuation.

25
26
27
28

29

30

31

32
33
34
35
71
72
73
74
75
76
77

78

79
80
81

82

83

84
85
86
87
88

89

0O-hexanoyl-R-carnitine
Flutriafol
Ser Ser Arg

Istamycin AP
m-Chlorophenylbiguanide
Gln Leu Lys
Asp Asn Lys

1-epi-Fortimicin B
N2'-Acetylgentamicin Cla
Glutamyl-cysteine
Istamycin C1
[4]-Gingerdiol 3,5- diacetate
Edrophonium
Thr Cys Arg
3 Arg Gln Arg
Pro Lys Gln
N-(3S-hydroxydecanoyl)- L-serine
Ceanothine E

gamma-L-Glutamyl-Lmethionine
sulfoxide

PE(18:4(62,92,122157)/ 20:3(8211Z,14Z))
Lys Cys Ser
PS(22:6(42,72102,13Z,1 62,19Z)/19:0)

Leu Ser Cys

6'-O-Formylmarmin

Chlorhexidine
Thiopurine
Panaxydol chlorohydrine
(+)Fenfluramine

1-Dodecene

Hexadecan-3-one

60
61
62
63

64

65

66

67
68
69
70
116
17
118
119
120
21
122

123

124
125
126

127

128

129
130
131
132
133

134
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Tetradecylamine
Perilloside C
PE(16:0/18:2(92127))
Dehydrophytosphingosin e

(8R)-9-((1S,2)-1- Hydroxy-1-
methylhexahydro-2Hquinolizin-3(4H)-
ylidene)-5,8- dimethylnonane-3 4-diol

S-Succinylglutathione

alpha-Butyl-
omegahydroxypoly(oxyethylene )
poly(oxypropylene)

7 1-Palmitoyl-2-linoleoyl PE
Eudesmin
TGX-221
6Z-Nonen-2-one
Ala Arg Pro
2- (Ethylamino)propiopheno ne
Mebeverine
Valdiate
Tyr Met Ile
Dehydrophytosphingosin e

n-Pentadecylamine
1-Palmitoyl-2-linoleoyl PE

Montecristin
1-Eicosene
1-Hexadecylamine

(7R,8R,E)-6-((2R)-6- Hydroxy-2,5-
dimethyloctylidene)-8-
methyloctahydroindolizin e-7,8-diol

(2R,6R,7S,85)-7-Ethyl-2- propyl-1-
azaspiro[5.5]undecan-8- ol

PA(18:1(92)/18:2(92,12 7))
PE(18:0/18:3(92,12Z,15 Z))[U]
PE(16:1(92)/18:1(112))
Hexyl 2E-hexenoate
Lauroyl diethanolamide

2a-Fluoro-19-nor-22- oxa-1a,25-
dihydroxyvitamin D3
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Table SI. Continuation.

90

91

92

93

94

95

96

97

98
99

100

101

102

103

104

105
106
107
108

109

110

m

12

13

1,2,3-Tris(1- ethoxyethoxy)propane
2-(4-Methyl-5- thiazolyl)ethyl
propionate
Ile Val Arg

12,13-dihydroxy-11- methoxy-9-
octadecenoic acid

5-(4-hydroxy-2,5-
dimethylphenoxy)-2,2- dimethyl-
Pentanoic acid (Gemfibrozil M1)

PE(16:1(92)/18:1(112))
PE(18:0/18:3(92,122,15 Z))[U]
Santin

9-Nonadecene
PE(16:0/18:2(92122))

1- Naphthylacetylspermine

LY255283

Diisobutyl phthalate
Nonoxynol-9
Acetyl tributyl citrate

5S-HETE diendoperoxide
6-hydroxy buspirone
Montanol
DG(24:1(152) /18:4(6Z,9 7,12Z,15Z)/0:0)

N-(3E-hexadecenoyl)- deoxysphing-4-

enine-1- sulfonate

Quercetin 3-(2"-phydroxybenzoyl-4"-

pcoumarylrhamnoside)

8-Acetylegelolide
PG(15:0/12:0)

Acetyl tyrosine ethyl ester

135

136

137

138

139

140

141

142

143
1444

145

146

147

148

149

150
151
152
153

154

155

156

157

158
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N-(1-Deoxy-1-
fructosyl)phenylalanine

DL-Phenylalanine

Sapidolide A

Tranylcypromine
glucuronide

Succinoadenosine

Eseridine

N(alpha)-
Benzyloxycarbonyl-Lleucine

3_
Hydroxyisovalerylcarnitin
e
Ethyl 2-furanacrylate
Methitura

N-Histidyl-2-
aminonaphthalene (BNA)

4-(34-
Methylenedioxyphenyl)-
2-butanone

6,8a-Seco-6,8a-deoxy-5-
oxoavermectin “2b”
aglycone

D-Tyrosine t-butyl ester

(S)-2,3-Dihydro-5-
hydroxy-2-methyl-1,4-
naphthoquinone

(Z)-3-Phenyl-2-propenal
Met Glu Gly
tetranor-PGDM lactone

Azidocillin

PI(20:2(11214Z)/ 0:0)

11-Tetradecynoic acid

Ll-Homoserine lactone

ethyl 6,7-dimethoxy-4-
ox0-2,3-dihydro-1Hnaphthalene-2-
carboxylate

Bethanidine
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Table SI. Continuation.

M4 Ser Ser Arg + - 1159 6"-0-Acetylholocalin - +
115 14-Cyclohexanedione + - 160 Atraric Acid - +
161 Spirolide E + |- 205 Methyé&%;yrgaaggosyiébeeta_D' S
162 Thermocryptoxanthin-13 + - | 206 Bz-Arg-OEt - +
163 3'-HydroxylIndinavir + - | 207 His-Lys-OH - -

Hexadecanoic acid, 16- iodo-
164 Harderoporphyrin + + 208 ; omegalodohexadecanoic acid; - +
16-lodohexadecanoic acid

165 2-Methylpyridine + - | 209 Gamma-Glu-Leu - +
166 2,5-Dichloro-4-oxohex-2- enedioate + - | 210 Glu Arg Pro - +
167 L-Valine + - 2N Levosimendan - +
168 2-Aminohexadecanoic acid + - 212 Pyridylnicotine - +
169 Methamidophos + + 213 1,8- Diazacyclotetradecane2,9-dione - +
170 Neoglabrescin A - + 214 Donepezil - +
71 Methapyrilene - + 215 N-D-Glucosylarylamine - +
6,8a-Seco-6,8a-deoxy-5-
172 oxoavermectin “2b” - + 216 Trandolaprilat glucuronide - +
aglycone
173 Pendimethalin - + 217 Reduced coenzyme F420 - +
174 Neolinustatin - + 218 Nitrendipine - +
4-(2-Hydroxy-3-
175 isopropylaminoproxy)- - + 219 Austin - +

benzyloxy acetic acid

[-gamma-Glutamyl-betaphenyl-beta-

176 Chavicol O-betaglucopyranoside - + 220 L-alanine +
177 Dehydrofalcarinone - + 221 Pemetrexed - +
78 pyrimidi?l_—g}/;{m(glhny_lﬁrycf[z)zignic Acid ) v 22 PIF103 B
179 5-Hydroxysebacate - + | 223 N-Acetylpyrrolidine - +
180 L-Tyrosine - + | 224 Tryptophyl-Aspartate - +
181 Hypoxanthine - + 225 Anabsin - +
182 Nicotinic Acid - + 226 Avenanthramide A2 - +
183 Isopropyl B-DThiogalactoPyranoside - + 227 4-Hydroxyoxprenolol glucuronide - +

B-DGlucopyranosiduronic acid,
184 Ethyl 2-furanacrylate - + 228 2-(TH-indol-4- yloxy)-1-[[(1- -
methylethyl)amino]meth yl]ethyl

185 Hypaphorine - + | 229 Tifluadom - +
o ) Delphinidin 3-[6-(3- acetylrhamnosyl)

186 Tocopheronic Acid + 230 slucosid e] +

187 URB937 - + 231 Actinonin - +
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Table SI. Continuation.

(25S)-5alpha-cholestan3beta 4beta,6al

188 | 2,3,4,52'3'4,6'- Octamethoxychalcone - + | 232 oha,8bet a5alpha6beta,26- heptol - +

189 (+)- Desethylhydroxychloroqu ine - + 233 PG(18:3(92,122,152)/0:0 ) -+
1-(2H-1,3-Benzodioxol-5- yl)-2-[2,6- e o7 ) -

190 dimethoxy-4- (prop-2-en-1- yl) . + | 34 NCis octadec-9Z-enoyll-Homoserine .

phenoxylpropyl benzoate lactone

: : i (E,E)-3,711-Trimethyl2,6,10- i
191 Phenethylamine glucuronide + | 235 dodecatrienyl butyrate +

5-Hydroxy-7,4- dimethoxy-6,8-di- ) . . )
192 Cprenylflavanone 5-Ogalactoside * 236 PI(14:0/18:4(62,92,122, 152)) *

193 | N-(1-Deoxy-1- fructosyl)phenylalanine | - + 237 [10]-Paradol -+

. ] DG(22:6(42,7210213Z, ]
194 Hordatine B v 238 162192)/22:2(132162)/ 0:0) *

195 Glycylserylprolylmethipny - + 239 Annosquamosin B - +
[phenylalanylvalinamide

196 Quinoline alkaloid - + 240 Polidocanol - +
197 Propranolol glucuronide - + 241 Aeglin - +

. . . 17-phenyl trinor Prostaglandin F2a .
198 (25,4S)-Monatin + 242 cyclopropyl amide +

(8R,8'R)- Secoisolariciresinol 9-

199 3-Hydroxymorphinan glucuronides - + | 243 alucoside - +
200 5,6,7- Trimethoxycoumarin - + 244 Pro Cys Asn - +
201 Tyrosyl-Alanine - + | 245 1-Oleoyl-2-acetyl-snglycerol - +
202 Thesinine 4-0O-glucoside - + 246 Phosphoramidon - +
203 Mycophenolate mofetil - + 247 2:5(72%((5)(22,123:32(,11221132251%:)(g)z[isoz] - +
204 Gly Phe Phe - + | 248 PA(10:0/10:0) -+
249 N-Lactoyl-phenylalanine - + 300 PG(21:0/0:0) -
250 Nalbuphine-6- glucuronide - + | 301 PG(15:0/12:0) - +
251 Pimethixene - + 302 DG(19:1(92)/18:0/0:0)[i s02] - +
252 xi-5-Hydroxydodecanoic acid - + | 303 Bolegrevilol - +
253 Dictyoquinazol C - + | 304 Pheophorbide a - +
254 Sorbitan laurate - + | 305 Ginsenoside Rh4 - +

o ) . 2-(8-[3]-ladderaneoctanyl)-sn- .,
255 Isoamyl p-anisate 306 glycero-3- phosphocholine

256 [7]-Paradol ) . | 307 3-((3- Cholamidopropyl)dimeth .,
ylammonium)-1- propanesulfonate

257 3-Methylbutan-2-one - + 308 C-6 NBD-dihydroCeramide - +

258 11b,21-Dihydroxy-3,20- oxo-5b-pregnan- + 309 1—(O—alpha—Dglucopyranosy_l)—3—keto— .
18-al (1,25R)-hexacosanediol

259 Cyproterone acetate - + | 310 22:1(5Z)(9Me13Me17M e,21Me) - +

260 Dictyoquinazol B - + 31 Melilotoside A - +
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Table SI. Continuation.

261 Pro Pro Arg - + 312 - +
Hexacosanoic acid, 2- hydroxy-, (R)-;
262 Glu Tyr Pro - + 313 | (R)- alphaHydroxyhexacosanoic acid; = - | +
(R)-2- Hydroxycerotic acid

263 Leu Arg Thr - + | 314 Enalkiren - +
1-(beta-DGlucopyranosyloxy)-3- ) - . )

264 octanone + 315 Resiniferatoxin +

265 Chivosazole D - + | 316 PG(12:0/13:0) - +

(|- )= . - +

266 | 3(L-Menthoxy)-2 drigethylpmpa”e L2 L PE(20:4(52,82112142) ] 15:(9Z)) -

267 Arnamio - + 318 Arachidonic Acid-biotin - +
: i PA(18:4(62,92,12257)/ i

268 Lomustine + 319 18:4(62,92122157)) +

269 Apigenin - + 320 Pyrophaeophorbide a - +

270 | 9N05MRrihydroxyl2z-octadecenoic || .| 31 | MGDG(83(92122152) [16:3(7Z702732)) | - |+

271 2,5-Dibutylpyrrolidine - + | 322 Hexadecyl ferulate - +

272 Dihydroartemisinin - + 323 Diisononyl phthalate - +
L ) 7213Z2,16Z19ZDocosatetraenyl )

273 Khivorin + 324 isobutyrate +

4-[(2,4- Dihydroxyphenyl)azo]lbe ) ) . )
274 nzenesulfonic acid + | 325 13E-Docosenamide +

[P o s 1,2-Di~(92,12Z15Z0ctadecatrienoyl)-3-
275 (9R,1OSJ2€)C§é1(§)ecDelnhoyi<irgé<iyd8 ox0-12 - + | 326 (Galactosyl-alpha-1-6- Galactosyl- - +
beta-1)- glycerol

276 Avenanthramide G - + 327 Rhodopinal glucoside - +
277 Cappariloside A - + | 328 20-Deoxynarasin - +
278 9-methoxypentadecanoic acid - + 329 Methenamine - +
279 Fumonisin Al - + 330 Linezolid - +
280 Dibenzolh,rstlpentaphen e - + | 331 1,2-Di(2-pyridyl)ethylene -+
281 Alizapride - + 332 Protionamide sulfoxide - +
28y 9Hvd roxy'7'gﬂce§§iztégme“’3’0”6 e | 333 Bisthiosemi s
283 Atrazine - + | 334 N4-Acetylsulfadimidine - +
284 17-hydroxyheptadecanoic acid - + | 335 Pyriftalid - +
285 1417-Octadecadiynoic acid - + | 336 S-(4- Nitrobenzyl)glutathione -
236 8-HpODE ) . |3y S—(4,5—Dih(yéghr(a);wze—tnr’:ieot;tyel}fu ranyl) .,
287 Arborinine - + | 338 Borax - +
288 6-HpOME(7E) - + 339 2-Chlorobiphenyl -+
289 9Z12E,15EOctadecatrienoic acid - + | 340 Bis(2-chloro-1- methylethyl)ether - +
290 Corchorusoside E - + 341 Ptdins-(5)-P1 (1,2- dihexanoyl) - +
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Table SI. Continuation.

291
292
293
294

295

296

297

298

299

351
352
353
354
355
356
357
358

359

360
361
362
363

364

365
366

367

368

369

13R-hydroxyoctadecanoic acid
Sphingosine
Oleamide
Tetranor-PGD1

(1xi,35)-1,2,3,4- Tetrahydro-1-
methylbeta-carboline-1,3- dicarboxylic
acid

Methyl (3b,11x)-3- Hydroxy-8-oxo-6-
eremophilen-12-oate

Vialinin A
13-Hydroxy-9-methoxy10-0x0-11-
octadecenoic acid

Heptadecanoyl carnitine

Rhizonin A
Palmitoyl Serinol
Gingerglycolipid B
gamma-Eudesmol rhamnoside
7,8-Dihydro-14- hydroxynormorphine

Corchorosol A

Arg Phe Ile

3,4-Dimethyl-5-pentyl-2-
furanheptanoic acid

Dodecylphosphocholine
all-trans-heptaprenyl diphosphate
Tetrahydropersin
Granisetron

(25R)-11alpha,20,26-
trihydroxyecdysone

Avocadyne 4-acetate
(R)-2-Hydroxysterculic acid

5,81113- Eicosatetraenoic acid,
15-hydroxy-, (E,Z,Z,2)-; 15-HETE;
15-Hydroxy5(Z),8(2),11(2),13(E)-
eicosatetraenoic acid;
15-Hydroxyeicosabs,8,11,13-tetraenoic
acid; 15- Hydroxyeicosatetraenoic acid

Delphinidin-3-0-(6-Oferuloyl)-5-
diglucoside

Kaempferol 3-[2"- glucosyl-6"-
acetylgalactoside] 7-glucoside

342
343
344
345

346

347

348

349

350

397
398
399
400
401
402
403
404

405

406
407
408
409

410

411
412

413

414

415
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Tetramethylquercetin 3- rutinoside
Uniconazole P
11-Dichloroethane

Clemastine

Buthidazole

Descarboethoxyloratadin e
Asn Asn Asn
Kanokoside A

Propyl 1- (propylsulfinyl)propyl
disulfide

Thiodiglycol
Kurilensoside G
Triacanthine
Nelarabine
Pranlukast
Trp Tyr His
Burimamide

Decarbamoylsaxitoxin
N-Succinyl-2-amino-6- oxopimelate

D-Glycerate 3-phosphate
(-)-Tortuosamine
Erythronolide B
6-(Pentylthio)purine

1419- Dihydroaspidospermatine

Talinumoside |

Schidigerasaponin B1

Fenpiclonil

Spongipregnoloside D

Chinenoside Il
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Table SI. Continuation.

370

37

372

373
374
375
376
377
378
379

380

381
382
383

384

385
386

387

388
389
390

391

392
393
394
395
396

27-nor-24Smethylcholestan3beta,4bet
a,5alpha,6alp ha,7beta,8beta,14alpha,
15alpha,24-nonol

Farnesyl acetone
Methyl acetyl ricinoleate

3'4- (Methylenedioxy)acetoph enone
alpha-kamlolenic acid
2-Stearyl citrate
Scytonemin monomer
(+)10-Gingerol
7-F2-dihomo-IsoP
MG(16:0/0:0/0:0)[rac]
2-deoxy-20-hydroxy5alpha-ecdysone
3- acetate
2-0x0-4- phosphonobutanoate
Lauryl hydrogen sulfate

4-Dodecylbenzenesulfonic acid
N-Undecylbenzenesulfonic acid

PI(P-16:0/0:0)
2,2'5-Trichloro-4- hydroxybiphenyl

Asp-Ile-OH

Cinnavalininate
Sulfur mustard
Fortimicin KL1

7-Epi-12- hydroxyjasmonic acid
glucoside

Levobunolol glucuronide
N-Desethylquinagolide glucuronide
10S11R-epoxypunaglandin 3
Stearic acid(d3)
PE-Cer(d16:1(4E)/24:0)

416

417

41

[0¢]

419
420
421
422
423
424
425

426

427
428
429

430

431
432

433

434
435
436

437

438
439
440
441
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Triclofos

Diospolysaponin A

0-Ethyl-0-(5-methyl-4- nitrophenyl)(1-
methylpropyl)phosphora midothioate

Trp Trp Lys
GW 7647
Sulfentrazone
Lys Lys Arg
N-Adenylylanthranilate
Xanthosine
tianeptine

8-Hydroxyluteolin 7-[6""-
acethylallosyl-(1->2)-3"-
acetylglucoside]

PS(018:0/20:3(82,112142))
Gly Met Lys
Arg Trp Trp

3,5-Dichloro-4-hydroxy2-methoxy-6-
methylbenzoic acid

Octafluorocyclobutane
6-Bromo-2-naphthol

2-(m-Chlorophenyl)-2-
(p-chlorophenyl)-11- dichloroethane

D-Glycerate 2-phosphate
Praziquantel

Sulfaphenazole
Inosine-5-carboxylate

7-Aminoflunitrazepam
Felodipine
Epoxiconazole

Rubroskyrin
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