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Sample Information
 Analyzed by : Admin

 Analyzed : 17.03.2025 16:59:22
 Sample Type : Unknown

 Level # : 1
 Sample Name : 5511-1 Estradiol En.40mg/mL,oil metod: AAS oils or raws

 Sample ID : 
 IS Amount : [1]=1

 Sample Amount : 1
 Dilution Factor : 1

 Vial # : 3
 Injection Volume : 0.50

 Data File : C:\GCMSsolution\Data\Project1\5511-1 Estradiol En.40mg$mL,oil metod$ AAS oils or raws_2.qgd
 Org Data File : C:\GCMSsolution\Data\Project1\5511-1 Estradiol En.40mg$mL,oil metod$ AAS oils or raws_2.qgd

 Method File : C:\GCMSsolution\Data\Project1\AAS screening.qgm
 Org Method File : C:\GCMSsolution\Data\Project1\AAS screening.qgm

 Report File : C:\GCMSsolution\Data\Project1\Simple Qualitative.qgr
 Tuning File : C:\GCMSsolution\System\Tune1\HIGH CONCENTRATION TUNE.qgt
 Modified by : Admin

 Modified : 17.03.2025 17:03:34 

Peak Report TIC
 Peak#  R.Time  Area Area%  Name 

 1  1.236  21717  0.06  Cyclohexanecarboxylic acid, 2-ethylcyclohexyl ester 
 2  1.257  128262  0.38  1-Hydroxy-3-(octanoyloxy)propan-2-yl decanoate 
 3  1.299  22777  0.07  2-Pentenoic acid, 2,3-dimethyl- 
 4  1.445  219472  0.64  1-Hydroxy-3-(octanoyloxy)propan-2-yl decanoate 
 5  1.850  6549363  19.20  Glycerol tricaprylate 
 6  1.968  77964  0.23  1-(Nonanoyloxy)-3-(octanoyloxy)propan-2-yl decanoate 
 7  2.033  8057  0.02  Azuleno[4,5-b]furan-2(3H)-one, decahydro-8,9-dihydroxy-6,9a-dimethyl-3-methylene-, [3aS-(3a.alpha.,6.beta.,6a.alpha.,8.alpha.,9 
 8  2.039  29411  0.09  Azuleno[4,5-b]furan-2(3H)-one, decahydro-8,9-dihydroxy-6,9a-dimethyl-3-methylene-, [3aS-(3a.alpha.,6.beta.,6a.alpha.,8.alpha.,9 
 9  2.088  13443472  39.42  2-(Decanoyloxy)propane-1,3-diyl dioctanoate 

 10  2.186  68647  0.20  4-(1'-Pyperidinocarbonylpropyl)-2-methylpyridine 
 11  2.209  109135  0.32  5,5-Diethylheptadecane 
 12  2.296  6965  0.02  3-Buten-2-amine, 4-(2,6,6-trimethyl-1-cyclohexen-1-yl)- 
 13  2.349  9239334  27.09  3-(Octanoyloxy)propane-1,2-diyl bis(decanoate) 
 14  2.422  66962  0.20  Thiocyanic acid, (1Z)-1-[(phenylthio)methylene]hexyl ester 
 15  2.454  43534  0.13  1-Ethynyl-3,trans(1,1-dimethylethyl)-4,cis-methoxycyclohexan-1-ol 
 16  2.487  30157  0.09  Cyclohexanol, 3-(acetyloxymethyl)-2,2,4-trimethyl- 
 17  2.513  933408  2.74  Estra-1,3,5(10),16-tetraen-3-ol 
 18  2.553  5876  0.02  N-(7-Hydroxy-5-methoxymethyl-[1,2,4]triazolo[1,5-a]pyrimidin-2-yl)-propionamide 
 19  2.650  2206155  6.47  Decanoic acid, 1,2,3-propanetriyl ester 
 20  2.686  5700  0.02  9-Octadecenoic acid, 1,2,3-propanetriyl ester, (E,E,E)- 
 21  2.704  2360  0.01  Bicyclo[3.3.1]nonan-9-one, 1,2,4-trimethyl-3-nitro-, (2-endo,3-exo,4-exo)-(.+-.)- 
 22  2.708  1784  0.01  Bicyclo[3.3.1]nonan-9-one, 1,2,4-trimethyl-3-nitro-, (2-endo,3-exo,4-exo)-(.+-.)- 
 23  2.736  14331  0.04  1H-Pyrazole, 1-(3-methylbutyl)-5-(4,4,5,5-tetramethyl-1,3,2-dioxaborolan-2-yl)- 
 24  2.814  17151  0.05  1,3,5-Tris(cyclohexyl)hex-1-ene 
 25  2.869  13529  0.04  Dotriacontyl isopropyl ether 
 26  2.889  18070  0.05  Z-7-Pentadecenol 
 27  2.922  16594  0.05  Tricosanoic acid 
 28  2.944  40534  0.12  E,Z-3,13-Octadecadien-1-ol acetate 
 29  2.972  56937  0.17  Butanamide, 3-spiro[2,3]hex-1-ylcarbonylhydrazono-N-(4-nitrophenyl)- 
 30  2.987  20446  0.06  Neointermedeol 
 31  3.004  22967  0.07  2-Cyanomethyl-hexahydro-pyrimidine-4,6-dicarbonitrile 
 32  3.025  30884  0.09  4-Trifluoromethylbenzoic acid, 3,5-dimethylcyclohexyl ester 
 33  3.056  47237  0.14  Isocalamendiol 
 34  3.071  23508  0.07  Z,Z-3,13-Octadecedien-1-ol 
 35  3.088  26261  0.08  2,2,4a,7a-Tetramethyldecahydro-1H-cyclobuta[e]inden-5-ol 
 36  3.119  45192  0.13  3-Hydroxybenzoic acid, 2TMS derivative 
 37  3.132  6004  0.02  1,3,5,7-Tetraethyl-1,7-dibutoxytetrasiloxane 
 38  3.157  48637  0.14  1,4-Cyclohexadiene, 1,3,6-tris(trimethylsilyl)- 
 39  3.171  39877  0.12  2,6-Lutidine 3,5-dichloro-4-dodecylthio- 
 40  3.203  30427  0.09  2-propenoic acid, 3-(2-oxo-2H-naphtho[1,2-b]pyran-3-yl)-, ethyl ester 
 41  3.214  11572  0.03  Cyclohexa-2,5-diene-1,4-dione, 2-methyl-5-(4-morpholinyl)- 
 42  3.271  4866  0.01  [1,2,4]Triazolo[1,5-a]pyrimidine-6-carboxylic acid, 4,7-dihydro-7-imino-, ethyl ester 
 43  3.374  34969  0.10  Ginsenol 
 44  3.396  28906  0.08  Silane, chlorodiethylheptyloxy- 
 45  3.411  33602  0.10  2,2,7,9-Tetramethyl-3-oxatricyclo[6.3.1.0(4,9)]dodecane 
 46  3.427  59118  0.17  2H-3,9a-Ethanocyclopent[b]oxocin-2-one, octahydro-5,5,7,11-tetramethyl-, (3S,6as,7R,9as,11R)- 
 47  3.446  52512  0.15  E,Z-1,3,12-Nonadecatriene 

min

14,024,604
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 Peak#  R.Time  Area Area%  Name 
 48  3.486  19900  0.06  Benzoic acid, 4-methyl-2-trimethylsilyloxy-, trimethylsilyl ester 
 49  3.496  9031  0.03  1-(6-Methoxytricyclo[8.2.2.24,7]hexadeca-1(13),4,6,10(14),11,15-hexaen-5-yl)ethanone 
 50  3.507  3077  0.01  3-Methoxy-4-(morpholin-4-yl)aniline 
 51  3.514  3079  0.01  3-Methoxy-4-(morpholin-4-yl)aniline 
 52  3.696  17512  0.05  Methyl 3-hydroxyoctadec-9-enoate 
 53  3.706  21036  0.06  4-Hydroxy-.beta.-ionone 
 54  3.731  16098  0.05  [1,1'-Bicyclohexyl]-4-carboxylic acid, 4'-propyl-, 4-fluorophenyl ester 
 55  3.764  16846  0.05  2H-3,9a-Methano-1-benzoxepin, octahydro-2,2,5a,9-tetramethyl-, [3R-(3.alpha.,5a.alpha.,9.alpha.,9a.alpha.)]- 
 56  3.965  31692  0.09  13-Methyl-12-tetradecen-1-ol acetate 

 34102914  100.00 
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Line#:1   R.Time:1.236(Scan#:164)
MassPeaks:210
RawMode:Averaged 1.235-1.237(163-165)  BasePeak:55(3637)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:2   R.Time:1.257(Scan#:189)
MassPeaks:217
RawMode:Averaged 1.256-1.258(188-190)  BasePeak:127(9115)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:3   R.Time:1.299(Scan#:240)
MassPeaks:192
RawMode:Averaged 1.298-1.300(239-241)  BasePeak:55(2838)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:4   R.Time:1.445(Scan#:415)
MassPeaks:244
RawMode:Averaged 1.444-1.446(414-416)  BasePeak:57(11635)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:5   R.Time:1.850(Scan#:901)
MassPeaks:322
RawMode:Averaged 1.849-1.851(900-902)  BasePeak:127(1568966)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:6   R.Time:1.968(Scan#:1042)
MassPeaks:228
RawMode:Averaged 1.967-1.968(1041-1043)  BasePeak:57(11395)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:7   R.Time:2.033(Scan#:1120)
MassPeaks:227
RawMode:Averaged 2.032-2.033(1119-1121)  BasePeak:207(2814)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  

m/z

100

80

60

40

20

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

50

55
67

77

91
109

122
149

155

171

191

207

221

234242 260

267

280 308

318

343

355
367

385 395
416 430

440
461 476

480
498

Line#:8   R.Time:2.039(Scan#:1128)
MassPeaks:212
RawMode:Averaged 2.038-2.040(1127-1129)  BasePeak:83(2314)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:9   R.Time:2.087(Scan#:1186)
MassPeaks:365
RawMode:Averaged 2.087-2.088(1185-1187)  BasePeak:127(2546078)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:10   R.Time:2.186(Scan#:1304)
MassPeaks:244
RawMode:Averaged 2.185-2.187(1303-1305)  BasePeak:127(3005)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:11   R.Time:2.209(Scan#:1332)
MassPeaks:253
RawMode:Averaged 2.208-2.210(1331-1333)  BasePeak:57(12663)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:12   R.Time:2.296(Scan#:1436)
MassPeaks:235
RawMode:Averaged 2.295-2.297(1435-1437)  BasePeak:147(3196)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:13   R.Time:2.349(Scan#:1500)
MassPeaks:355
RawMode:Averaged 2.348-2.350(1499-1501)  BasePeak:155(1380771)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:14   R.Time:2.422(Scan#:1588)
MassPeaks:227
RawMode:Averaged 2.422-2.423(1587-1589)  BasePeak:57(2424)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:15   R.Time:2.454(Scan#:1626)
MassPeaks:253
RawMode:Averaged 2.453-2.455(1625-1627)  BasePeak:98(2404)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:16   R.Time:2.487(Scan#:1666)
MassPeaks:234
RawMode:Averaged 2.487-2.488(1665-1667)  BasePeak:155(3150)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:17   R.Time:2.513(Scan#:1696)
MassPeaks:298
RawMode:Averaged 2.512-2.513(1695-1697)  BasePeak:384(66214)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:18   R.Time:2.553(Scan#:1744)
MassPeaks:228
RawMode:Averaged 2.552-2.553(1743-1745)  BasePeak:96(2245)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:19   R.Time:2.650(Scan#:1861)
MassPeaks:331
RawMode:Averaged 2.649-2.651(1860-1862)  BasePeak:155(472743)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:20   R.Time:2.686(Scan#:1904)
MassPeaks:230
RawMode:Averaged 2.685-2.687(1903-1905)  BasePeak:55(4136)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  

m/z

100

80

60

40

20

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

50

55

67

83

97

109

112

137

152

163

177
185 207

220 235
247

263

274

281

296
317

324

341
355

367 388 401 415 431

445 457

475

487

493



17/03/2025  17:03:35 

8 / 16 

Line#:21   R.Time:2.704(Scan#:1926)
MassPeaks:216
RawMode:Averaged 2.703-2.705(1925-1927)  BasePeak:95(1728)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:22   R.Time:2.708(Scan#:1930)
MassPeaks:217
RawMode:Averaged 2.707-2.708(1929-1931)  BasePeak:95(3615)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:23   R.Time:2.736(Scan#:1964)
MassPeaks:232
RawMode:Averaged 2.735-2.737(1963-1965)  BasePeak:208(5401)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:24   R.Time:2.813(Scan#:2057)
MassPeaks:216
RawMode:Averaged 2.813-2.814(2056-2058)  BasePeak:96(5705)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:25   R.Time:2.869(Scan#:2124)
MassPeaks:212
RawMode:Averaged 2.868-2.870(2123-2125)  BasePeak:67(5870)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:26   R.Time:2.889(Scan#:2148)
MassPeaks:211
RawMode:Averaged 2.888-2.890(2147-2149)  BasePeak:267(2324)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:27   R.Time:2.922(Scan#:2187)
MassPeaks:238
RawMode:Averaged 2.921-2.922(2186-2188)  BasePeak:73(2385)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:28   R.Time:2.944(Scan#:2214)
MassPeaks:229
RawMode:Averaged 2.943-2.945(2213-2215)  BasePeak:67(3601)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:29   R.Time:2.972(Scan#:2247)
MassPeaks:246
RawMode:Averaged 2.971-2.973(2246-2248)  BasePeak:81(5854)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:30   R.Time:2.987(Scan#:2266)
MassPeaks:227
RawMode:Averaged 2.987-2.988(2265-2267)  BasePeak:68(2745)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:31   R.Time:3.003(Scan#:2285)
MassPeaks:237
RawMode:Averaged 3.002-3.004(2284-2286)  BasePeak:81(6772)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:32   R.Time:3.025(Scan#:2311)
MassPeaks:234
RawMode:Averaged 3.024-3.026(2310-2312)  BasePeak:81(2398)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:33   R.Time:3.056(Scan#:2348)
MassPeaks:237
RawMode:Averaged 3.055-3.057(2347-2349)  BasePeak:55(2346)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  

m/z

100

80

60

40

20

40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500

51

55

67

81 91
105

119

126

151 163

192 206

220

236
239 261

268

281
297

313

329

338 358

369
391 400

416
431

446
450

472

489

498

Line#:34   R.Time:3.071(Scan#:2366)
MassPeaks:225
RawMode:Averaged 3.070-3.072(2365-2367)  BasePeak:97(3266)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:35   R.Time:3.088(Scan#:2387)
MassPeaks:225
RawMode:Averaged 3.087-3.089(2386-2388)  BasePeak:69(3294)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:36   R.Time:3.119(Scan#:2424)
MassPeaks:221
RawMode:Averaged 3.118-3.120(2423-2425)  BasePeak:267(2790)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:37   R.Time:3.132(Scan#:2440)
MassPeaks:228
RawMode:Averaged 3.132-3.133(2439-2441)  BasePeak:55(3755)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:38   R.Time:3.157(Scan#:2470)
MassPeaks:240
RawMode:Averaged 3.157-3.158(2469-2471)  BasePeak:73(4767)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:39   R.Time:3.171(Scan#:2486)
MassPeaks:218
RawMode:Averaged 3.170-3.172(2485-2487)  BasePeak:207(4452)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:40   R.Time:3.203(Scan#:2524)
MassPeaks:210
RawMode:Averaged 3.202-3.203(2523-2525)  BasePeak:221(5119)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:41   R.Time:3.214(Scan#:2538)
MassPeaks:228
RawMode:Averaged 3.213-3.215(2537-2539)  BasePeak:207(2698)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:42   R.Time:3.271(Scan#:2606)
MassPeaks:200
RawMode:Averaged 3.270-3.272(2605-2607)  BasePeak:207(7023)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:43   R.Time:3.374(Scan#:2730)
MassPeaks:233
RawMode:Averaged 3.373-3.375(2729-2731)  BasePeak:207(8041)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:44   R.Time:3.396(Scan#:2756)
MassPeaks:235
RawMode:Averaged 3.395-3.397(2755-2757)  BasePeak:207(4569)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:45   R.Time:3.411(Scan#:2774)
MassPeaks:224
RawMode:Averaged 3.410-3.412(2773-2775)  BasePeak:55(3073)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:46   R.Time:3.428(Scan#:2794)
MassPeaks:225
RawMode:Averaged 3.427-3.428(2793-2795)  BasePeak:221(3281)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:47   R.Time:3.447(Scan#:2817)
MassPeaks:231
RawMode:Averaged 3.446-3.447(2816-2818)  BasePeak:96(2813)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:48   R.Time:3.486(Scan#:2864)
MassPeaks:237
RawMode:Averaged 3.485-3.487(2863-2865)  BasePeak:281(3729)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:49   R.Time:3.496(Scan#:2876)
MassPeaks:238
RawMode:Averaged 3.495-3.497(2875-2877)  BasePeak:281(3507)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:50   R.Time:3.507(Scan#:2890)
MassPeaks:231
RawMode:Averaged 3.507-3.508(2889-2891)  BasePeak:95(4167)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:51   R.Time:3.514(Scan#:2898)
MassPeaks:226
RawMode:Averaged 3.513-3.515(2897-2899)  BasePeak:98(3894)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:52   R.Time:3.696(Scan#:3116)
MassPeaks:221
RawMode:Averaged 3.695-3.697(3115-3117)  BasePeak:355(2210)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:53   R.Time:3.706(Scan#:3128)
MassPeaks:225
RawMode:Averaged 3.705-3.707(3127-3129)  BasePeak:355(2870)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:54   R.Time:3.731(Scan#:3158)
MassPeaks:214
RawMode:Averaged 3.730-3.732(3157-3159)  BasePeak:207(3458)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:55   R.Time:3.764(Scan#:3198)
MassPeaks:227
RawMode:Averaged 3.763-3.765(3197-3199)  BasePeak:207(5787)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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Line#:56   R.Time:3.965(Scan#:3439)
MassPeaks:219
RawMode:Averaged 3.964-3.966(3438-3440)  BasePeak:209(3894)
BG Mode:Calc. from Peak  Group 1 - Event 1 Scan  
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