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AHHOTauMs1. BriepBbie BBIIOIHEHA XPOMATO-MAacC-CIIEKTPOMETPHS CIIPTOBOIO IKCTPAKTA IOYEK Oepe3bl
nosucioit (Betula pendula Roth). Unentudunuposano 107 coequHeHus, Uil KXKIOTO U3 HUX OINPEAEIEHO KO-
JIMYECTBEHHOE COMEPIKaHHE, PACCUUTAH CTPYTYPHO-TPYIIIOBOI COCTAB IKCTPAKTA, MOIYUEHBI MAcC-CIEKTPBI U
CTPYKTYpHBIe GopMyIibl coeanHeHni. [IpoBeieHa KOPPEIAIUS XUMHYECKOTO COCTaBa IKCTPAKTa C HAIpPaBIICH-
HOCTBIO (DU3HOJIOTMYECKOTO ICHCTBHI PENapaToB Ha OCHOBE MOYEK Oepe3bl MOBHCIION.
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Abstract. Chromato-mass spectrometry of alcoholic extract of birch buds (Betula pendula Roth) was per-
formed for the first time. 107 compounds were identified, the quantitative content was determined for each of
them, the structural group composition of the extract was calculated, the mass spectra and structural formulas of
the compounds were obtained. The correlation of the chemical composition of the extract with the direction of
the physiological effect of preparations based on Betula pendula Roth has been carried out.

Keywords: chromato-mass spectrometry, hung birch buds (Betula pendula Roth), structural formulas.

Beenenne. CoriacHo M3BECTHBIM JHTEpaTypHBIM HaHHBIM [1-10] moukm Oepessl Betula pendula Roth
cojiepKat (pJIABOHOHUJIBI, B TOM YHUCIIE S-THIPOKCH-7,5-nuMeTokcu¢iaBoH, 5.3% 3dupHOro mMacia, B COCTaB Ko-
TOPOTO BXOAUT OMLIMKINYECKUH CECKBUTEPIIEHOBBIN CIIUPT OETYIEHOII.

IIpenapatsl Ha OCHOBE MOYEK OEpe3bl 00JIANAIOT JUYPETHUCCKUM, KETUCTOHHBIM U aHTHCEIITHUCCKUM,
OOILETOHU3NUPYIONMM M OOJEyTOJNSIOMUM JieiicTBHEeM; S(GQEKTUBHBI NPU OTEKaxX IOYEYHOTO M CepledHO-
COCYIMCTOTO MPOMCXOKAEHH. B HapoaHOW MeaMIIMHE ropsidie BaHHBI C MCIOJIb30BaHUEM HACTOMKH M3 MOYEK
MPUMEHSIOT NIPU JEUCHUU OCTPBIX U XpOHUUYECKHX 3Kk3eM [1-10].

Ieap uccaeaoBaHusi — C TPUBICUYCHUEM XPOMATO-MAaCC-CIIEKTPOMETPHH PACIIMPHUTh CIIEKTP COEIMHE-
HUH, ONPENeIIIONX 0COOEHHOCTH XUMHYECKOTO COCTaBa OPraHMYECKOTO BEIIECTBA MOYEK Oepe3bl MOBUCIION;
MOJIYYUTh NOJAPOOHYIO HACHTH()UKAIIMIO KAYECTBEHHOT'O COCTaBa U KOJIMYECTBEHHOTO COAEPKaHUS COCTMHEHNH,
a TaKXKe YCTaHOBJIEHHE UX CTPYKTYpBI, YTO BEChbMa Ba)KHO IJIsl OOBSCHEHHUs (hU3MOIOTHYECKOro AEHCTBHS Ipe-
apaTosB.

O0beKT U MeToIbI HcciaenoBaHus. [Ipon3BOANTETH UCXOAHOTO CHIPhs (MOYKH Oepesbl moBucioi) OO0
®dupma «310poBee» Poccus.

DKcTpakiys ocyliecTsisuiachk B anmnapare CockiieTa B MPUCYTCTBUHM STHIOBOTO CITUPTa C MaccoBOi J0-
ne#t 97,5%; maccoBoe cooTHomenue coipbe: cnupT 1:10. IIpouecc skCTpakuy 3aKaHYUBAJICS IPU JOCTHKEHUH
TIOCTOSIHCTBA TOKa3aHWsI KO3(QUIMEHTa MpeNoMIIEHHSI pacTBOpa, PaBHOIO HMCXOMHOMY 3HAYEHUIO PACTBOPUTEIIL
Cnupt OTroHsICs HOJ BaKyyMOM B POTOPHOM ucmnapurene moaenu RE-524A4 Rotary Evaporator. OctaTok
B3BEIINBAJICS W MOJBEPTAIICS XPOMATO-MACC-CIIEKTPOMETPHUH. Y CIIOBHSI aHAJIN3a: XPOMATO-MacCC-CIIEKTPOMETPHS
OCYIIECTBIIIACH C WCIOJNB30BaHUEM ra3oBoro xpomartorpada GC-2010, coemuHEHHOTO ¢ TPOHHBIM KBapy-
MOJBHBIM Macc-criekTpoMerpoM GCMS-TQ-8030 mox ympaBieHueM npozpammuoco obecnevenus (I10) GCMS
Solution 4.11.
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Upentudukanuss U KOJIUYECTBEHHOE OIPEICICHUE COACPIKAHUS COCAMHEHHI MPOBOAMIMCH MPHU Clie-
OYIOIMX YCIOBHAX XpoMaTorpapupoBaHusA: BBOA NpoObl ¢ neneHmeM mortoka (1:10), xomonka ZB-5MS
(30Mx0.25 mm*0.25 MxM), TemriepaTypa urxekropa 280°C, ra3-HOCUTEIh — TeJIHid, CKOPOCTh Ta3a depe3 KOJIOH-

Ky 29 MJ1/MUH.

Peructpaiusi aHaTUTHYECKUX CUTHAJIOB ITPOBOMIIACH IIPH CIEAYIOIIUX TapaMeTpax Macc-CleKTpoMeTpa:
TeMIepaTypa MepexoIHON JTHHUU U UCTOYHHKA HOHOB 280 n 250°C, COOTBETCTBEHHO, 91eKMPOHHAS UOHUZAYUS
(BN), nnana3zoH peructpupyemsix Macc ot 50 go 500 [la.

PesyabraTsl U MX 00cy:xkaeHme. XpomarorpaMMa 3TaHOJBHOTO SKCTpPaKTa IMOYEK Oepe3bl MMOBHCIION
IpUBeJIeHa Ha puc. 1.
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Puc. 1. XpomaTorpaMmMa 5KCTpaKTa Mo4eK Oepe3bl MOBUCIION

[Tepeuenp naeHTHULNPOBAHHBIX COSANHEHUI U UX KOJIMUYECTBEHHOE coJiepikaHue (Macc. % OT 9KCTpak-

Ta) AaHbl B TaOII.

I/II[eHTl/l(l)l/lKa].[PIOHHLIe COCIMHCHUSA, UX KOJTUIECCTBCHHOEC COIepKaHue

Tabruya

Reten- Area
Ne tf'on o Compound Name
time

1 6.563 0.02 Cyclopentene, 1-ethenyl-3-methylene-

2 7.849 0.03 Ethanamine, 2,2-diethoxy-

3 9.079 0.04 Ethanedione, di(2-pyrrolidinyl)-

4 9.719 0.01 2(5H)-Furanone, 5,5-dimethyl-

5 10.428 | 0.10 Ethyl(dimethyl)isopropoxysilane

6 11.660 | 0.07 Hexanoic acid

7 22.586 | 0.45 Benzofuran, 2,3-dihydro-

8 27918 | 0.08 2-Methoxy-4-vinylphenol

9 29.495 | 0.03 .alpha.-Cubebene

10 | 30.802 | 0.12 Bicyclo[2.2.1]heptane-2,5-diol, 1,7, 7-trimethyl-, (2-endo, 5-exo)-
11 30.921 | 0.11 .alfa.-Copaene

12 | 32.845 | 0.21 Caryophyllene

13 33.269 | 0.05 Benzene, 4-methoxy-1-methyl-2-nitro-

14 | 33.698 | 0.89 1H-3a,7-Methanoazulene, octahydro-1,4,9,9-tetramethyl-
15 33.937 0.10 1,2,3-Benzenetriol
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16 | 34.235 | 0.38 4a,8a-Ethenonaphthalene, 1,2,3,4,5,8-hexahydro-

17 | 34.430 | 0.10 Bicyclo[2.2.1]heptane, 2-cyclopropylidene-1,7,7-trimethyl-

18 | 35.032 | 0.09 Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-

19 | 35.241 | 0.06 1,6-Cyclodecadiene, 1-methyl-5-methylene-8-(1-methylethyl)-, [S-(E,E)]-

20 | 36.519 | 0.12 .beta.-copaene

21 36.720 | 0.20 Naphthalene, 1,2,3,5,6,8a-hexahydro-4, 7-dimethyl- 1-(1-methylethyl)-, (1S-cis)-

22 | 37.526 | 0.04 .beta.-ylangene

23 39.635 | 0.61 Caryophyllene oxide

24 | 40.134 | 0.38 1-Propanone, 3-hydroxy-1-(4-hydroxy-3-methoxyphenyl)-

25 41.142 | 0.57 Kauran-18-al, 17-(acetyloxy)-, (4.beta.)-

2 41.641 0.03 Cyclodecacyclotetradecene, 14,15-didehydro-1,4,5,8,9,10,11,12,13,16,17,18,19,20-

tetradecahydro-

27 | 42.183 | 0.06 cis-Thujopsene

28 42.670 | 0.21 cis-p-mentha-1(7),8-dien-2-ol

29 | 42989 | 3.83 Alloaromadendrene oxide-(1)

30 43.380 0.57 4,7,10,13,16,19-Docosahexaenoic acid, methyl ester, (all-Z)-

31 44,130 | 0.33 .alpha.-Cadinol

32 | 44415 | 0.20 2-Methyl-4-(2,6,6-trimethylcyclohex-1-enyl) but-2-en-1-o0l

33 | 44.704 | 2.05 cis-Z-.alpha.-Bisabolene epoxide

34 | 45264 | 0.26 3.beta.,17.beta.-dihydroxyestr-4-ene

35 | 45.559 | 0.07 2-Isopropylidene-3-methylhexa-3,5-dienal

36 47033 0.05 1,4-Methanocycloocta[d]pyridazine, 1,4,4a,5,6,9,10,10a-octahydro-11,11-dimethyl-,
) ) (l.alpha.,4.alpha.,4a.alpha., 10a.alpha.)-

37 47.444 0.06 10,12-Tricosadiynoic acid, methyl ester

38 47740 0.09 Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dimethyl-2-(1-methylethenyl)-, [2R-
) ) (2.alpha.,4a.alpha.,8a.beta.)]-

39 | 49.711 | 0.56 Cyclohexane, 1,2-diethenyl-4-(1-methylethylidene)-, cis-

40 | 50.258 | 0.09 7-Acetyl-2-hydroxy-2-methyl-5-isopropylbicyclo[4.3.0]nonane

41 51.207 | 0.89 10-12-Pentacosadiynoic acid

42 | 51.764 | 0.17 1,8-Cyclotetradecadiyne

43 52.072 | 0.84 9-Dodecyn-1-o0l

44 | 52715 | 0.55 geranyl-.alpha.-terpinene

45 53913 | 7.12 Bicylo[4.1.0] heptane, 7-bicyclof4.1.0]hept-7-ylidene-

46 54.419 | 0.82 cis-3,8,11,14,17-Eicosapentaenoic acid

47 | 55.715 | 0.63 6-(p-Tolyl)-2-methyl-2-heptenol, trans-

48 56.652 | 0.17 5-Hepten-3-yn-2-ol, 6-methyl-5-(1-methylethyl)-

49 | 57.236 | 0.61 Isoaromadendrene epoxide

50 | 57.848 | 0.19 Aromadendrene oxide-(2)

51 59.042 | 0.07 Thunbergol

52 | 60.279 | 0.36 Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-propen-1-yl)-1-vinyl-

53 60.693 | 0.30 i-Propyl 7,10,13,16,19-docosapentaenoate

54 61.873 1.76 n-Propyl 5,8,11,14,17-eicosapentaenoate

55 | 63.226 | 0.04 10,12-Tricosadiynoic acid

56 | 63.861 | 0.30 Andrographolide

57 64.759 | 1.34 Pentadecanoic acid

58 | 65.658 | 1.02 Globulol

59 67.300 0.07 Butyl 4,7,10,13,16,19-docosahexaenoate

60 68.980 | 0.13 1-Heptatriacotanol

61 70.327 0.10 Heptadecane, 2,6,10,15-tetramethyl-

62 72.584 1.09 1,E-11,Z-13-Octadecatriene

63 72.945 1.60 9,12,15-Octadecatrienoic acid, (Z,2,7)-

64 73.490 0.21 Z,7-6,13-Octadecadien-1-ol acetate

65 74.367 | 0.09 Octadecanoic acid

66 | 76.171 | 0.04 Sulfurous acid, dodecyl 2-propyl ester
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67 | 83.168 | 0.08 n-Pentadecanol

68 84.192 | 1.01 Tetratetracontane

69 92.569 0.08 Heptadecane, 9-octyl-

70 93.203 | 0.10 Heptadecyl acetate

71 97.702 | 0.41 1-Heneicosanol

72 99.110 | 0.07 Bis(2-ethylhexyl) phthalate

73 99.948 | 0.06 9-Tricosene, (Z)-

74 | 101411 | 0.11 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetramethyl-, acetate, (E,E E)-

75 | 102.230 | 0.28 Octacosane

76 | 102.629 | 0.08 Tricosyl acetate

77 | 105.343 | 3.62 S5-Hydroxy-4',7-dimethoxyflavanone

78 | 106.163 | 7.59 2-methyloctacosane

79 | 109.737 | 8.35 Sakuranin

80 | 110.623 | 0.51 Heneicosane

81 110.820 | 0.27 5,9,13-Pentadecatrien-2-one, 6,10, 14-trimethyl-, (E,E)-

82 [ 111.210 | 0.19 1-Docosanol, acetate

83 | 112.573 | 0.17 Pentadecanal-

84 | 116.320 | 0.66 Hexacosane

85 [ 117.458 | 4.00 4H-1-Benzopyran-4-one, 5-hydroxy-7-methoxy-2-(4-methoxyphenyl)-

86 | 124.457 | 0.19 Octacosyl acetate

87 | 126.903 | 0.19 Oxirane, hexadecyl-

88 | 131.044 | 0.76 Benzoic acid, 2,4,6-trimethyl-, 2,4,6-trimethylphenyl ester

89 | 132.651 | 0.12 Tetracontane

90 | 135.300 | 0.59 (4,4-Dimethyl-2,4,5,6-tetrahydro-1H-inden-2-yl)acetic acid

91 | 136.146 | 027 Oct-5-en-2-0l, 8-(1,4,4a,5,6,7,8,8a-octahydro-2, 5, 5, 8a-tetramethylnaphth-1-yl)-6-
methyl-

92 | 136.751 | 0.38 1H-Inden-1-one, 5-amino-2,3-dihydro-

93 | 139478 | 0.53 9,19-Cyclolanost-23-ene-3,25-diol, (3.beta.,23E)-

94 | 145.703 | 0.29 .beta.-Guaiene

95 | 146.226 | 0.42 Octacosyl acetate

96 | 148.500 | 0.25 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene-1-yl)-4-vinyl-

97 | 149.887 | 2.29 2,6,6,9,2",6',6'9'-Octamethyl-[8,8']bi[tricyclo[5.4.0.0(2,9) Jundecyl]

6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1.beta.-isopropenyl-
98 | 150.680 | 4.81 4.alpha.,5.alpha.-dimethyl-,

99 | 155.643 | 8.01 4-(2,2-Dimethyl-6-methylenecyclohexylidene)-3-methylbutan-2-one

100 | 164.229 | 0.53 Lup-20(29)-ene-3,21-dione, 28-hydroxy-

101 | 173.292 | 0.37 9,19-Cycloergost-24(28)-en-3-o0l, 4,14-dimethyl-, acetate, (3.beta.,4.alpha.,5.alpha.)-

102 | 175.229 | 2.33 5-(1-Isopropenyl-4,5-dimethylbicyclo[4.3.0]nonan-5-yl)-3-methyl-2-pentenol acetate

103 | 179.191 | 0.95 S.alpha.-Hydroxy-4.alpha.,8,10,11-tetramethyltricyclo[6.3.0.0(2,4) Jundec-10-ene

2H-Pyran-3-ol, tetrahydro-2,2,6-trimethyl-6-(4-methyl-3-cyclohexen-1-yl)-, [3S-
104 | 186.187 | 4.65 [3.alpha.,6.alpha.(R*)]]-

105 | 193.984 | 8.48 Humulane-1,6-dien-3-ol
106 | 196.790 | 0.44 2,2-Dimethyl-3-(3,7,16,20-tetramethyl-heneicosa-3,7,11,15, 1 9-pentaenyl)-oxirane
107 | 209.627 | 1.68 Betulin

JlarHble TaOIMIBI OBUTH HMCTIONB30BaHBI UISI pacdeTa CTPYKTYpPHO-TPYIIIIOBOTO COCTaBa KCTPAKTa, CO-
TJIACHO KOTOPOTO OCHOBY OPTaHMYECKOTO BEIIECTBA IMOYEK Oepe3bl IOBUCIION COCTABISIOT (Macc. % OT 3KCTpaK-
Ta): crepounusie coeauaeHus (33,96); yrneromoponst (31.02); xeronsr (13.09); a¢upsr (8.11); cuptsr (7.87);
KapOoHOBbIE KUCIOTHI (4.85); denounsr (0.18). B coctaBe s3kcTpakTa moUeK MPaKTUIECKH OTCYTCTBYIOT TIIMKO3H/IBL.

Cpenu yriaeBOAOPOAOB OTMEYAETCS 3HAYMTEIBHOE MPEOoOJialaHue CTPYKTYp, conaepkamux oT 1 1o 6
JIBOMHBIX ¥ 1,2—TpOWHBIX CBsI3€H, UTO TAKXKE XapaKTEPHO U Ul KapOOHOBBIX KHUCIIOT, 3()UPOB, 00Opa30BaHHBIX
MMH; TUAPUPOBAHHBIX HATAINHOB, a3yJICHOB.

OCHOBY CTEpOUIHBIX COEANHEHUH ATAHOIBHOTO SKCTPAKTa IOYeK Oepe3bl MOBHUCIION COCTABIAIOT (Macc.
% ot oakctpakra): Humulane-1,6-dien-3-ol (8.48); 5-Hydroxy-4',7-dimethoxyflavanone (3.62); cis-Z-a-
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Bisabolene epoxide (2.05); Alloaromadendrene oxide-(1) — (3.83); Betulin (1.68); Sakuranin (8.35); Kauran-18-
al, 17-(acetyloxy)-, (4.8) — (0.57); Globulol (1.02); Lup-20(29)-ene-3,21-dione, 28-hydroxy (0.53).
Macc-cneKkTpbl ¥ CTPYKTypHbIE (pOPMYyIIbl OTIENbHBIX COSIMHEHHI IKCTpaKTa MoveK Oepesbl MOBHUCIIOM

MIPUBEICHBI HA PHC. 2.

1. Cyclopentene, 1-ethenyl-3-methylene-
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[mainlib) Cyclopentene, 1-ethenyl-3methylene-
Mame: Cyclopentene, 1-sthenyl-3-methylene- s
Formula: CgH1p
MW: 106 Exact Mass: 106.0782504 CASH: 61142-07-2 NIST#: 60952 |D&: 55551 DB: mainlib
2. Ethanamine, 2,2-diethoxy-
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{mainlib} Ethanamine, 2, 2-diethoxy-
Mame: Bthanamine, 2.2-diethoxy- ~
Fomnula: CgH15NO2
MW: 133 Exact Mass: 133.110279 CAS#: 645-36-3 NIST#: 75341 |D#: 16874 DB: mainlib
3. Ethanedione, di(2-pyrrolidinyl)-
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[mainlib) Ethanedione, di2-pymalidiny)-
Mame: Ethanedione, di{2-pymolidinyl}-
Formula: CqgH1gNz07

MW: 196 Exact Mass: 196.121178 NIST#: 151780 1D&: 34098 DB: mainlib

4. 2(5H)-Furanone, 5,5-dimethyl-
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{mainlib} 2(5H)-Furanone, 5.5-dimethyl-
MName: 2(5H}-Furanone, 5,5-dimethyl-
Fomula: CgHgO2
MW: 112 Exact Mass: 112.0524297 CASH: 20015-64-1 NISTH: 154373 [D&: 63620 DB: mainlib
5. Ethyl(dimethyl)isopropoxysilane
100 7
17
L~
- |
504
55 61 .
@ 85
131
43
27 47 58/en) 76
5 N AT H‘ sl sisae] [ [[2 ey 271 s s F w | . 15
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{mainlibs) Ethyl {dimethyl isopropoxysilane
Mame: Ethylidimethylisopropoxysilane -~
Formula: C7H1g05i
MW: 146 Exact Mass: 146.112692 CASH: 60592-86-1 NIST#: 278588 |D#: 41540 DB: mainlib
6. Hexanoic acid
1004 B0
(|:|
501 - \/\)\w
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15 18 % 2‘3‘3{’,32 37|40 | ‘45 53 ‘ | 59| 6269 67 ‘" 72(|75  so % es |s8 57 99 116
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[mainlib) Hexanoic acid
Name: Hexanoic acid
Fommula: CgH1203
MW: 116 Exact Mass: 116.0837297 CASH: 142-62-1 NISTH: 20326 |D&: 28423 DB: mainlib

7. Benzofuran, 2,3-dihydro-
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{mainlib) Benzofuran, 2, 3-dihydro-
Mame: Benzofuran, 2,3-dihydro- A
Fomula: CgHg0
MW: 120 Exact Mass: 120 0575147 CAS# 496-16-2 NIST#, 229752 |D#. 90507 DB; mainlib
8. 2-Methoxy-4-vinylphenol
100 e 150
OH
77 107
or
50
51 o
15 19 53 7
50 & 78
27 55 €5 89
26| 28 3 o 75
oL Moe LT A 1 o sk 1T ) k2 L ERE ], 147
10 Fil 0 i) 50 60 70 8D 30 100 110 120 130 14D 150 160
[mainlib) 2-Methoxy-4-vinylphenol
Name: 2-Methoxy-4-vinylphenol s
Formula: CgH1p02
MW: 150 Exact Mass: 150.06808 CAS#, 7785-61-0 NIST#, 135956 |0 107791 DB; mainlb
9. .alpha.-Cubebene
100 105 161
119
5
41
81 .
55 -
- » 68 77 107
J25 ‘ 5 & 95 e P 14
4 5 ‘ - ‘ 103) ‘ | 7 159
o | i L S‘3|‘| I im i iR ||‘II|. NIRRT Ll 11 sl |
20 30 0 50 &0 70 80 30 100 110 120 130 140 150 160 170 180 190 200 210
{mainlib) a-Cubebene
Mame: aCubebene
Formula: C15Hz4
M- 204 Exact Mass: 2041878 CAS#: 17699148 NISTéz. 70221 |0: 133142 DB: mainlib
10.

Bicyclo[2.2.1]heptane-2,5-diol, 1,7,7-trimethyl-, (2-endo,5-exo)-
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1004 4
108
93
a9 55
&7 HO.
7 N
50 4 69
95
= 81 91
53 77
57 83
65
119 -
3 5 7 123 137
5 55 57 105 132
2] ‘ | | 63 b 85 | | 125
ol [RTEN \“_l ! -I!"'-.J"HH -|".‘H I| il . b . i
20 30 40 50 60 0 80 50 100 110 120 130 140 150 160 170 180
‘mainlib) Bicyclo[2.2. 1lheptane-2 5-diol, 1,7. 74rimethyl-, {2-endo 5exa)
Name: Bicyclo]2.2.1heptane-2 5-diol, 1,7, 74imethyl-, (2-endo,5-exo)- ~
Fomula: C1gH1202
MW: 170 Exact Mass: 170.13068 CAS#: 10355-41-8 NIST#: 187344 |D&: 3635 DB: mainlib
11. .alfa.-Copaene
1004 181
19
105
50 PNy
91
4 7 8 204
107
55 17 133
43 7
¥ | 53‘ 5 € 103 H | ‘ 3 ‘ 147 ‘ 189
> ‘Iln h‘.lu E‘FHM B, 8 || Aniin \|II| |||\||| ML, NN s |. Al
0 40 50 60 70 80 50 100 o 120 130 140 150 160 170 180 150 200 210
[mainlib) .afs.-Copaene
Mame: afa.Copasne
Formula: C15Hz24
MW: 204 Exact Mass: 204.1878 NIST#: 360330 |D#. 133204 DB: mainlib
12. Caryophyllene
100+ 5
133
91
4 69 79 \
105 =
107
5 77 120
67 21
5 161
3 53 147
95 109
&5 189
27 175
43 8 103 7 204
] llss 5l A, e A O |
o |15| ; ‘.l 1|55‘M !I‘ I| .I__I\Ill_!| |||‘.|||“ L il L . L | —a .
10 20 kil 40 50 60 7 80 50 100 110 120 130 140 150 160 170 180 150 200 210
‘mainlib) Caryophyllene
Mame: Caryophyllene
Formula: C15Hz4

MW: 204 Exact Mass: 204.1878 CASH: 87-44-5 NISTH: 291486 |D#: 60555 DB: mainlit

13.

Benzene, 4-methoxy-1-methyl-2-nitro-
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1004 150
\c|- 122
O ‘
504 ]
N/C 91
0
65 120
5 106
95
3‘541 63 29 135
28 55 - 118 7
B 0, Aol 45|_||53 |||\|.u1 I ||||| 1[?2|_|u | | |1.% |
10 20 30 40 50 0 80 90 100 110 120 130 140 150 160 170 180
{mainlib) Benzene, 4-methoxy-1-methyl-2-nitro-
Mame: Benzene, 4-methoxy-1-methyl-2-nitro- -
Formula: CgHgNO3
MW 167 Exact Mass: 167.058243 CASH: 17484-36-5 NISTH: 239381 |D#: 124263 DB: mainlib
14. 1H-3a,7-Methanoazulene, octahydro-1,4,9,9-tetramethyl-
4
1004
55
50 ke i
67
2 e 91
53 i 07
]
G 69 95 105 121
65
13 135
51 149 163 19
: . |‘ Wl sl ||‘| o P o L oo "
20 30 40 50 60 70 80 50 100 o 120 130 140 150 160 170 180 150 200 210 220
mainlib) 1H-3a,7-Methanoazulene, octahydro-1,4,9,%4etramethyl-
Mame: 1H-3a,7-Methanoazulene, octahydro-1.4,9, 94etramethyl- ~
Formula: C15H2g
MW: 206 Exact Mass: 206.203451 CASH: 25451-20-7 NISTH: 9378 |D&: 2682 DB: mainlio
15. 1,2,3-Benzenetriol
1004 128
OH
HO. o
504 O 52
20
51 108
53 73 7
39 50 3
38 54 63
14 13 %SI 2|5 3134 4ID\4\2|44 46 4‘5‘ ‘| 156568 | EIEISFI?I} 74 77 S|1 89919395 |38 1, 121 | | R
10 20 30 40 50 60 70 30 50 100 110 120 130 140
{mainlib) 1,2,3-Benzenetriol
Name: 1,2,3-Benzenetriol
Formula: CgHgO3
MW: 126 Exact Mass: 126.031694 CASH: 87-66-1 NISTH: 352473 [D#: 58188 DB: mainlit
16. 4a,8a-Ethenonaphthalene, 1,2,3,4,5,8-hexahydro-
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1004 o
[ |
504 132
104
39 78 o2
41
7 51 &5 115 145 .
52 63 | 57
! 93
S I i R A i T A |
0 i | [P il it [ AL L
20 i) 40 50 &0 0 20 50 100 110 120 130 140 150 160 17
[mainlib) 4a,8a-Ethenonaphthalene, 1,2.3.4.5 B-hexahydro-
MName: 43 8a-Ethenonaphthalene, 1.2.3.4.5.8-hexahydro-
Formula: C12H16
MW: 160 Exact Mass: 160.1252 CAS#: 2413%-32-0 NIST#: 37091 1D#: 558594 DB: mainiib
17. Bicyclo[2.2.1]heptane, 2-cyclopropylidene-1,7,7-trimethyl-
105
1004
91
133
41 PN
161
50 119
93
39 .
) 75
7 5
53
2 4 & .
51 117 . 176
147 7
‘ 5 8|7 ‘ B H 103 131 ‘
7 N7 128
o Bo A A1 PR A PR 111 OO || |\I.| GATITRG I 159 L
20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150
mainlib) Bicycla[2.2. 1heptane, 2-cyclopropylidene-1.7. 74imethyl-
Name: Bicyclo[2.2.1heptane, Z-cyclopropylidene-1,7, 74rimethyl-
Fomula: C13Hzp
MW: 176 Exact Mass: 176.156507 NIST#: 159457 ID#: 72510 DB: mainlib
18. Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-1-(1-methylethyl)-
100 105
504 161 Ry
1 54
81 91 204
79 19
27 ? 5
2 33 53 69 121 133 147 189
51 |57 o | 103 ‘ 117 | | ‘ }
. \ | . LT ez mlll, sl sl [T A T1 PR | TR T ! 15 . 1l
20 0 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 150 200 210
{mainlib) Maphthalene, 1.2,4a 5,6, 8a-hexahydro-4, 7-dimethyl-1-(1-methylethyl)-
Mame: Naphthalene, 1.2.4a.5.6.8a-hexahydro-4, 7-dimethyl-1-{1-methylethyl}-
Fomula: C15Hz24

MW: 204 Exact Mass: 204.1878 CAS#H: 483-75-0 NIST#: 245589 ID#: 73360 DB: mainlib

19. 1,6-Cyclodecadiene, 1-methyl-5-methylene-8-(1-methylethyl)-, [S-(E,E)]-
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1004 161
105
91
41 119
504 -
79
77 53
o 3
55 133
43 & 107
29 53 65 69 ’ 204
n7z
51 N 131 7
i 1 I O N T |
S T T O L O e
10 20 0 40 50 60 70 20 50 100 10 120 130 140 150 160 170 180 150 200 210
{mainlib) 1.6Cyclodecadiens. 1-methyl-5-methylens-8-{1-methylethyl)-, [S-E.Ell-
Mame: 1,6-Cyclodecadiens, 1-methyl-5-methylene-8+{1-methylethyl}-, [SHE.E]J- A
Formula: C15Hz4
MW: 204 Exact Mass: 204.1878 CASH: 23986-74-5 NIST#: 221563 |D#: 133132 DB: mainlib
20. .beta.-copaene
1004 181
H
105
1
50 41 /
H
19
73
93
55
39 |43 67 133
53 107
51 |57 T 35 17 147 4
ez Ml ellLall, | P et
o A Y RN 8 1411 oo A |\II1|-T}3 Al b M dp,se Gl tes 3 1es T Al
0 40 50 60 0 80 50 100 110 120 130 140 150 160 170 180 150 200 210 220
{mainlib) Bcopaene
Mame: f-copaens
Formula: C{5Hz24
MW: 204 Exact Mass: 204.1878 NIST#: 374189 1D&: 133130 DB: mainiib
21. Naphthalene, 1,2,3,5,6,8a-hexahydro-4, 7-dimethyl-1-(1-methylethyl)-, (1S-cis)-
1004 T
134
50 105 119 -
204
1
a1 91
58 53
. ” P 189
53
29 ‘ 43 65 ‘ | 95 131 147 159
51 |57 103| | 141 .
N Ot Y O A O 1 P10 OO O Oy 0 S o OO AN AN | I
20 0 40 50 0 ] 90 100 110 120 130 140 150 160 170 180 150 200 210
mainlib) Naphthalene, 1,2,3,5,6,8a-hexahydro-4, 7-dimethyl-1-(1-methylethyl}-, (15-cis)-
Mame: MNaphthalene, 1,2,3,5,6,8a-hexahydro-4, 7-dimethyl-1-{1-methylethyl}-, (15-cis)
Formula: C15Hz4

.beta.-ylangene
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100] i ‘
105
91
1
H
73
504 - 93 /
a1 H
55
43 7
] 107
133
67
53
65 _
117, 147 204
51 57 103 189
1121 O PO E )
i ,|I|||..,‘.|.I|!I...'.5._‘||....|, T T 1 e 1 T T T TR T == AT A UL ol ,
0 40 50 60 0 80 50 100 110 120 130 140 150 160 180 150 200 210 220
{mainlib) B-ylangene
Name: Bylangene
Formula: C15H24
MW 204 Exact Mass: 204.1878 NISTA: 374197 |D#: 91034 DB: mainlit
23. Caryophyllene oxide
1004 4@
41
]
93
|
50+ O
95
55 63
(¥ 108 \
- 39
= 53 121
- il 123
135 149
59 | ‘ 85 ‘ | . ‘ ‘ 161 177 05 220
103 7 H | 187
5 R PO 0 o e 1 oo e M R I i I
20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 190 200 210 220
[mainlib) Caryophyllene oxide
Mame: Caryophyllene oxide
Formula: C15Hz40
MW: 220 Exact Mass: 220.182715 CAS#: 1139-30-6 NISTH: 156329 |D#: 5928 DB: mainlb
24. 1-Propanone, 3-hydroxy-1-(4-hydroxy-3-methoxyphenyl)-
1004 i
)/ IH
0O
S
504
\o 196
123
52 OH
3 5 55 & 77 08 178
33 63 |67 30
I [ I i
N e | s | " S E—
20 30 40 50 60 0 80 50 100 110 120 130 140 150 160 1 180 150 200 210
mainlib} 1-Propanone, 3hydroxy-1-{d-hydroxy-3methoxyphenyl)-
Name: 1-Propanone, 3Hydroxy-1-{4-+ydroxy-3-methoxyphenyl -
Fomula: C1pH1204
MW 196 Exact Mass: 196.073559 CAS#: 2196-18-1 NIST#: 8701 |D#: 125508 DB: mainlb

25.

Kauran-18-al, 17-(acetyloxy)-, (4.beta.)-
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100+ 42
J
504 55 el
8 - 123
! L1l
95 109
105 —
19
135
149 286
n la5 ‘ 61 ‘ ‘ ‘ ‘ | s w7 w3 B a7
oL LI sl 1001 Y O 0 o
3 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 230 290 300 310 320 330 340 350 360
[mainlib) Kauran-18-al, 17-{acetyloxy)-, (46}
Name: Kauran-18-al, 17-acetyloxy}-, (4B}
Formula: CpH3404
MW 346 Exact Mass: 346 250795 CASH: 55502-84-6 NIST#: 27107 |D#: 5686 DB: mainiib
26. Cyclodecacyclotetradecene, 14,15-didehydro-1,4,5,8,9,10,11,12,13,16,17,18,19,20-tetradecahydro-
1004 o
>9SS
67 e
41
50 _ 105 3 145
77 93 17
55
159
53 65
25 3 55 185
ks ‘ ‘ 153
#3151 83 n 225 239 253 296
ol ‘ , |\| ‘|| 5|TI H|’1 ! |S|5;_‘I| . ||‘||,.. ‘ Hlu || ‘”.Mln ||\|||I|||||.‘!|‘|I| Iu‘||||= ..‘I‘“Iu I|||III . |II|\| |H. . ‘.. . eru'l 2%1 ki .
20 0 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 230 250 300 310
mainlib) Cyclodecacyclotetradecene, 14,15-didehydro-1,4,5,8,9,10,11,12,13,16,17,18,19, 204etradecahydro-
Mame: Cyclodecacyclotetradecene, 14,15-didehydro-1,4,5,8,9,10,11,12,13,16,17,18,19, 2(4etradecahydro-
Formula: CzpH32
M- FOE Cwnrt Maoos: FGC IRNA CACH. 14112017 MISTH. 1RRAI IMH- RATTA NI mainkk
27. cis-Thujopsene
100 e
123
105 121
93
41
504
55 L] 107
& 81 11 ¥
109 204
19 53
23 43 67 .
o5 ‘ . ‘ 147 161 189
51 83 109 ! 3 | ‘ .
oL ‘ L Ll Sﬁ‘nn. a1 A0 e A |||\,_| il el i L | |l
10 20 30 40 50 60 70 80 30 100 110 120 130 140 150 160 170 180 190 200 210
mainlib) cis-Thujopsene
Name: cis-Thujopsene -~
Formula: C15Hp4
MW: 204 Exact Mass: 204.1878 CAS#H: 470-40-6 NIST#: 9253 ID#: 83578 DB: mainlib
28.

cis-p-mentha-1(7),8-dien-2-ol
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1004 4 55 109
|
39 91 H
73
50+ 43 93 113
53 a1 s
83
70 77 52 105 134 \\\
g3 82|34 %6
ap| 2 56 85 _ h 123
51 ey - el | | |71 . 30 . 137
52 Y !
al ||| % 50 6 ‘ ; 85 103 ‘ ‘ "7 ‘ 152
> ||‘ ||4|EAEE| _|‘H||I _‘lem ||ETS|5 __B\E | .|' le || ! 3 | 1y |l\
0 40 50 70 80 100 110 120 130 140 150
{mainlib) cisp-mentha-1(7),8-dien-2-ol
Mame: cis-p-mentha-1(7),8-dien-2-ol
Formula: C1gH160
MW: 152 Exact Mass: 152.120115 NIST#: 374168 |D#: 2735 DB: mainlib
29. Alloaromadendrene oxide-(1)
41
100
H
91
50 105
79 A
55 555 95 109 A
27 ' 107
29 a5 4 - 53 H‘I:‘I 135 177
53 147
al ls7 & |5 ‘ ‘ ‘ 131] a7 s 159 13‘}5 00 .
7 7 a5 7
X T 1o OO P s s
2 0 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150 200 210 220 230
[mainlib) Alloaromadendrene oxide-(1)
Mame: Alloaromadendrene oxide-{1)
Formula: C15Hz40
MVV: 220 Exact Mass: 220.182715 NIST#: 156128 IDz: 3554 DB: mairiib
30. 4,7,10,13,16,19-Docosahexaenoic acid, methyl ester, (all-Z)-
100 7
L]l
© L/‘
= = =
67
50|
41
55
145
59 7 159
29 166 173 185 199
ol Bl |.|\. ullly Dol 53 TSR 215 53753 241 s8 ps50e0 273 amome 288 3]
10 20 30 40 50 60 V0O 8 90 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350
mainlib) 4,7,10,13,16,1%-Docosahexaencic acid, methyl ester, {al-Z)
Mame: 4,7,10,13,18,15-Docosahexaencic acid, methyl ester, (all-Z}-
Formula: Cp9H3402
MW: 342 Exact Mass: 34225588 CASH: 2566-30-7 NIST#: 333233 ID#: 44576 DB: mainlib
31.

.alpha.-Cadinol
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1004 4
OH
55
504
1 1
73 204
7 93 105 109 161
5B 58 &7 77 91 164
53 - ’ ‘ 119 137
45 51‘ | |‘ ‘ 127 135‘ 14 o 189 i} m
Nt Y O NP St 20 1 O N IO KT [ X PP A N e 1
40 50 60 70 80 50 100 10 120 130 140 150 160 170 180 150 200 210 220
{mainlib) a-Cadinol
Name: a-Cadinol
Formula: C15Hz0
MW: 222 Exact Mass: 222.198365 CASH: 481-34-5 NISTH: 140950 ID&: 5757 DB: mainlib
32. 2-Methyl-4-(2,6,6-trimethylcyclohex-1-enyl) but-2-en-1-o0l
100+ 188
a0
19123
il = "
55 g1 107
504 55
] 7!
ag |42 ’ 121 133 175
29 53 67 130
109 - 208
&5 14
57 81 177
i ‘ A i ‘ 103 hs o 125 93
s 2l i 1 |
- |;‘ 3\E|I|_| !‘HHL |I‘|!I|‘|5|l_|\ ||__ |'.'||--“| ||I ||\||!\_| IIIw||||||!I\| |!|\I| . |||II I ||| ; |.|I .
20 0 40 50 &0 70 80 50 100 110 120 130 140 150 160 170 180 150 200 210 220
[mainlib) 2-Methyl-4-(2.6.64rimethylcyclohex-1-enylbut-2-en-1-ol
MName: 2-Methyl-4-(2,6 G4rimethylcyclohex-1-enyljbut-2-en-1-0l s
Formula: C14Hz40
MW: 208 Exact Mass: 208.182715 CASH: 62524-17-8 NIST#: 192577 |D&; 70256 DB mainlib
33. cis-Z-.alpha.-Bisabolene epoxide
43
100+
4
o
50 109
55
67 # )
81
. 91 \\\\/\\\/\
53 |5 8 . 107
105 121
123
||, 119 133 .
51 ' 97 ‘ ‘ 131| [137 147 159 163 17 157 0
MI .|I\!I. 5.3‘||| ||M|u85| e L IO TNty L T Toer T e 197 22 1
40 50 60 70 80 50 100 o 120 130 140 150 160 170 180 150 200 210 220 230
{mainlib) cis-Z-c-Bisabolene epoxide
Mame: cis-Z-a-Bisabalene epoxide
Formula: C15Hz40
MW: 220 Exact Mass: 220.182715 NIST#: 131712 |D&: 6028 DB: mainlib
34.

3.beta., 17 .beta.-dihydroxyestr-4-ene
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100 o
OH
79
504
55 67 B s )\
4 7lgq 35 o
n7
41 53|57 258
65 276
214 225
51 243
2 1 TR 111 _l”n.g? ‘\ .|‘ | \‘ ||..|IH | ||..|.||m\\\ ||I||I.. |.|||| e O O < Il i
i) 40 50 60 70 80 90 mo 1 1|} 12D 13I} 140 180 160 170 190 200 210 220 230 240 250 260 270 280
{mainlib) 33.17B-dihydroxyestr-d4-ene
Mame: 3B, 17Bdihydroxyestr-d-ene
Fomnula: C1gHz303
MWV 276 Exact Mass: 276.208931 CASH: 19793-20-5 NIST#: 379910 |D&: 54791 DB: mainlib
35. 2-Isopropylidene-3-methylhexa-3,5-dienal
91
100
o]
. 121
79 107 T "
105
1, N
504 W
135 150
53
27 93
51 &8 iyl
23 55 &7 92
2 63 73(a0) e 17
al? L4 50|52 & e 66| oo | | " 115‘ 123 122
P ) N |\2 45! if \\'.ﬁD.|‘|| TR s Al ||5"55'E |I ‘ , \\.‘! l, ol |AI. i
2 0 40 50 ) 70 80 50 110 120 130 140 150 160
mainlib} 2-lsopropylidene-3-methylhexa-3,5-dienal
MName: 2-lsopropylidene-3methylhexa-3, 5-dienal rs
Fomula: C1pH140
MW: 150 Exact Mass: 150.1044655 NIST#: 191765 |D&: 56171 DB: mainlib
36. 1,4-Methanocycloocta[d]pyridazine, 1,4,4a,5,6,9,10,10a-octahydro-11,11-dimethyl-
(1.alpha.,4.alpha.,4a.alpha., 10a.alpha.)
107
1004
53
N
79 91 W
4
105 /
504 133
&7
119
*® | 161
55 81
&5 121 147
43 69 ‘ ‘
51
alll sl elll, ll gl
‘ ||| I||‘|‘.S'3'||‘I «.5“|. G |11y 111 RN bl sl TN v S , ,
0 40 50 60 70 80 50 100 110 WZD 130 140 150 160 170 180 150 200 210
mainlib) 1,4-Methanocyclooctaldipyridazine, 1.4.4a,5,6,9,10,10a-octahydro-11,11-dimethyl-, (10,4, 4aa, 10aa)-
Mame: 1.4-Methanocycloocta[djpyridazine, 1.4.4a,5.6.9.10,10a-octahydro-11.11-dimethyl-, {1a.4a 4aa.10aa)-
Fomula: C13HagM2
MW: 204 Exact Mass: 204.162648 NISTH: 221859 |D#: 75592 DB: mainlib
37.

10,12-Tricosadiynoic acid, methyl ester
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100 8
118
0
105 /\/\/QLC/
Z
13 79 133
I \/W\ %
75187 204 9
15 M || A 219 231 248 g5y 271 285 299 311319 360
o . + | + sty I et + v T + i T " : T T
10 20 30 40 50 60 70 380 S0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370
[mainlib) 10,12-Tricosadiynoic acid, methyl ester
Name: 10,12-Tricosadiynoic acid, methyl ester s
Formula: C24H4002
MW: 360 Exact Mass: 360.30283 NIST#: 333584 |D& 56028 DB: mainlib
38. Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-dimethyl-2-(1-methylethenyl)-, [2R-
(2.alpha.,4a.alpha.,8a.beta.)]-
189
1004
33 204
41 81 107 /
105 w
504 55 o1 133
7 109
s 95 161
67 121 . 175
53 6% 77 147
29 39 145
7 43
65
51 [57 ‘ ‘ | ‘ 57 ‘ 117, 131 145‘ 192 ‘
vl 7 87 103
T I L ] it Ho L | 1l Ll L il L L
N 17 L lse sl |‘| 0 11 L | s | Ll
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 130 200 210 220
[mainlib) Naphthalene, 1,2,3.4 4a,5,6,8a-octahydro-4a, 8-dimethyl-2-(1-methylethenyl)-, [2R-{2a dac, 8aB))-
MName: Naphthalene, 1,2.3.4.4a 5 6. 8a-octahydro-4a B-dimethyl-2-{1-methylethenyl)-, [2R-20 4dac BaB) s
Formula: C15Hz4
MW: 204 Exact Mass: 204.1878 CASH: 473-13-2 NIST#: 63485 |D#: 155553 DB: mainlb
39. Cyclohexane, 1,2-diethenyl-4-(1-methylethylidene)-, cis-
100] 7
91 =
41
107
87 /
9 105
w0l 55 Sy
133
o 122 178
39
5 B0
27 43 - 1 161
23
29 65 | gy 147
51 ‘ ‘
n7
63 | T | 103 ‘ 131 ‘ | 159
0 . “E‘DBJ |I|45 !|||HHE}D\|| ooy I BF; _|. ."“--I |\|\ | | lelI ‘.1:}5'..1‘?? ; .\‘=| ‘IEEII‘IA . .
20 30 40 50 60 70 30 50 100 110 120 130 140 150 160 170 180 190
{mainlib) Cyclohexane, 1,2-diethenyl-4-(1-methylethylidene)-, cis-
Mame: Cyclohexane, 1,2-diethenyl-4-{1-methylethylidene)-, cis- A

Formula: C13H2g

MW 176 Exact Mass: 176156501 CASH, 34528-95-5 NISTE: 60719 |DH: 44554 DB: mainlib

7-Acetyl-2-hydroxy-2-methyl-5-isopropylbicyclo[4.3.0]nonane

40.
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1004 4
CH
50
153 ]
P
135
41 m
55 &7 3 93 m 238
| Ll T ]l L Il
40 50 60 70 80 50 100 1o 120 130 140 150 160 170 180 150 200 210 20 230 240 250
(mainlib) 7-Acetyl-2-hydroxy-2-methyl-54zopropylbicyclo[4.3.0jnonans
Mame: 7-Acetyl-2-hydroxy-2-methyl-SHsopropylbicycla[4. 3. 0Jnonane ~
Fomula: C15H2602
MW: 238 Exact Mass: 238.19328 CAS#H: 96093-81-1 NIST#: 101184 |D#: 11894 DB: mainlb
41. 10-12-Pentacosadiynoic acid
1004 N
91
55
e}
7 i ||
g 2
81 N N
105 H
133 4
50 ~ 4
147
161
60 175 - 7 232
le8 I 187 257 61 3775 289 74
TN in \l ‘II | | 1 |
40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 250 300
‘mainlib) 10-12-Pentacosadiynoic acid

Name: 10-12-Pentacosadiynoic acid
Formula: Ca5H4202

310 320 330 340 350 360 370 380

MW, 374 Exact Mass: 374.318481 CASH; 66550-32-7 NISTH: 254265 |D&: 9617 DB: mainlb

42. 1,8-Cyclotetradecadiyne
1004 41 o
145
79 131
17
39 67 105
504
27 B5 n
53
29
15%
® a1 i 115
13 63 134
8 ‘ 95 H 143 B 173 188
o i |_\ 58 .|\||\ ] B | 1l |_| \H S 157, ] 1],
20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 190 200
[mainlib} 1.8-Cyclotetradecadiyne
Name: 1,8-Cyclotetradecadiyne
Fomula: C14Hz2g

MW: 188 Exact Mass: 188.156501 CASH: 1540-80-3 NIST#: 155380 |D#: 53608 DB: mainib

43. 9-Dodecyn-1-o0l
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1004 &
5o 55 82 HO
41
95
93
109
53 -
38 |43 77 107
T Ll ally el Tlls T doowf %
ol |\|| fs |53|| i JULE | HI.I i, 17 N 149 _ 164 i
20 30 40 50 60 70 30 50 100 110 120 130 140 150 160 170 180
{mainlib) $-Dodecyn-1-al
Mame: $-Dodecyn-1-ol
Formula: C12H220
MW: 182 Exact Mass: 182.167066 CAS#: 71084-08-7 NIST#: 376712 ID#: 30727 DB: mainlb
44, geranyl-.alpha.-terpinene
1004 6
a1 113
93 105 ‘
91
504
55 79 e /R/\\/\K
67 95
43 159
33 5B 125 187
65
51| 7 ‘ HEF ‘ ‘ 175 203 229 i
. as|[||[57 ‘ 128 75 183 257
|||I| ||II|| |w\HI ’5||||| 1 Il ||I ‘ll ‘\| || nIninin ||I|||||muh||lu1|l;’su A 1] il 21||5| M 2}\13 In [l
I T + T ) T T T T T + T + T T T T T T T T T T = T
30 40 50 60 70 80 90 00 10 120 130 140 150 16D 1¥D 180 180 200 210 220 230 240 250 260 270 280
‘mainlib) geranyl-c4empinens
Mame: geranyl-cteminene
Formula: CapHaz
[W: 272 Exact Mass: 272.2504 NIST4: 374188 1D&: 33031 DB: mainlib
45. Bicylo[4.1.0]heptane, 7-bicyclo[4.1.0]hept-7-ylidene-
91
1004
145
79
41 13
105
504 67 17
39 77
115
65
- 159
27 53 7
29 134 173 188
‘ 63 ‘ 129
wlie M ellll, L el
@ ‘ AN IHH .‘I|||. i ||. P L R 111111 O 1 570 ! il
20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150 200
[mainlib) Bicyla[4.1.0heptane, Thicyclo[4.1.0hept-74lidene-
Mame: Bicylo[4.1.0lheptane, 7bicycla[4.1.0lhept-T4lidene-
Formula: Cq4Hz2p
MW-: 188 Exact Mass: 188.156501 NIST#: 152399 |D#: 56621 DB: mainlib

cis-5,8,11,14,17-Eicosapentaenoic acid
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1004 7
91 —
/S ;
. /
41 55
50{ 3 OH
- 105
1% \\_\I/
B3 53 65| 133
] 83
> 51 I ‘ ‘ W 159 168
175 7
> 13 |‘31 ALl | H.l‘ﬁ.3 H |.. ||| I ‘| |||I||| “ll\hl\‘l Hnn I |.‘I||Im. N “u il E1193 2?5 215 233,241 248 255261 273 280 292 322
020 i 40 50 60 0 80 50 0 120 130 140 150 160 170 180 180 200 20 220 230 240 250 260 270 230 230 300 310
mainlib) cis-5.8.11,14,17-Eicosapentaenaic acid
MName: cis-5,8,11,14,17-Eicosapentaenaic acid -~
Fomula: CapH3002
MW 302 Exact Mass: 302.22458 CASH: 10417-54-4 NIST# 333525 |D#; 44570 DB: mainlib
47. 6-(p-Tolyl)-2-methyl-2-heptenol, trans-
100 he
ky J\/\)\/}H
" O
91 108
43
93
- 7 145
B5 15 - 200
7 107 157 218
8| |5 | &9 ‘ 1 | ‘ 129 ‘ 3 7 185
o i =|||. Ao 8 .‘Ih\ B L |.\ |\ ||||.. | ULt || i “|1E1 A L 2|[|}2 i i i
50 60 70 120 130 140 1 SD 170 180 150 200 210 220 230
mainlib) 6-{p-Talyl}-2-methyl-2-heptenal, trans
MName: &-{p-Tolyl}-2-methyl-Z-heptenal, trans- -
Fomula: C15H220
MW: 218 Exact Mass: 218167066 CAS#: 39595-18-3 NIST#: 141052 |D&: 85596 DB: mainlb
48. 5-Hepten-3-yn-2-ol, 6-methyl-5-(1-methylethyl)
43 151
1004
H >f
166
504
123
n 21 109
91
395 55 51 L] 107
27
L L el ] L 7]
o I‘S\‘I ] |II.|I| || ||| L II‘\ Ssll“‘ L |||||||I.12.5. |||||||11|11 || 1 1?‘? .
il 30 40 50 60 0 20 50 100 110 120 130 140 150 160 170 180
mainlib} 5-Hepten-3yn-2-ol, G-methyl-5-{1-methylethyl}-
Mame: 5-Hepten-34m-2-ol, E-methyl-5-{1-methylethyl}- ~
Fomula: C11H180
MW 166 Exact Mass: 166.135765 CASH: 63922-41-8 NISTH: 187780 ID#: 124514 DB mainlib
49.

Isoaromadendrene epoxide
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1004 4
Q
41
55
504
27 93
&l 107
5 3 &7 ., g1 /\
53 e 5 108
= 138
1 149
ST e y 123 . 162 ~
y n 187 220
ol 0l T sl bl el e ol L L, T
W L G T 7 I ‘u. 1L N i, |. I || A, 1l uly L L
20 0 40 50 1) 70 20 50 100 110 120 130 140 150 160 170 180 150 200 210 220 230
{mainlib) Isoaromadendrene epoxide
Mame: lsoaromadendrene epoxide ~
Formula: C15Hz40
MW: 220 Exact Mass: 220.182715 NIST#: 155366 |D#: 2203 DB: mainlib
50. Aromadendrene oxide-(2)
100+ 4
H
35
504 31
81 H
27 67 o
3 95 107 177 A
@ 53 g 5
133
109 1 147
65
] 1% 5 i 189
1 |57 17 163 208 220
3 e T, sl 0w, 00, ol AR by L el
G 11 11 a1 T 1 1 1l P O A T Y Y YL A T R A L .
20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150 200 210 paii] 230
{mainlib) Aromadendrene oxide-{2)
MName: Aromadendrene oxide-{2) -
Formula: C15Hz40
MWW 220 Exact Mass: 220.182715 NIST#: 151986 [D#: 2711 DB: mainlb
51. Thunbergol
100 4@
v,
81
55
69
504 93 107
5 121
41
67 - 147
ol
. 135
te) ! 229 r
91 161 183
¥ i 65 ‘ ‘ ‘ s 20 M4 B i
o sl . | Ll T
AN ‘l 100 O O P P PO 2 T ] 20
30 40 50 60 0 80 90 00 110 1200 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 230 300

[mainlib) Thunbergal

Mame: Thunbergol
Fomula: CapH340
MW: 290 Exact Mass: 250.260965 CASH: 25269-17-4 NISTH: 109347 |D#: 8972 DB: mainlib

52. Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-propen-1-yl)-1-vinyl-
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1004 93 w
4
81
\
1
55 B9 105
50 ‘
15
7 % 121 b 161
43
53 109
e - 147 189
27
65 ‘ 16
51| |57 ‘ ‘ 17 ‘ 131 | o
L A T esflly e UL s Il CEL RN el ll | )
20 k1] 40 50 60 0 80 50 100 110 120 130 140 150 160 170 180 150 200 210
mainlib} Cycloheptane, 4-methylens-1-methyl-2-2-methyl-1-propen-14d}-1-viryl-
Mame: Cycloheptane, 4-methylene-1-methyl-2-{2-methyl-1-propen-1-f}-1-vinyl-
Fomula: C15H24
MW: 204 Exact Mass: 204.1878 NIST#: 155385 |D#: 75585 DB: mainlit
53. i-Propyl 7,10,13,16,19-docosapentaenoate
1004 7
0
o, H
\\ \
183 21

50 60 70

7

80 90 100 110 120 130 140 150
{mainib) -Propyl 7.10,13,16,15-docosapentasnoate

Name: i-Propyl 7,10,13,16,13-docosapentaencate

| ‘ 207 21 233 5
FTRUN[¥ AT T il
Fomula: CosHap02

|| | ‘ 2I|51 le5 283 250 3[|)3 313 39

43 72
Ly ' L L
160 170 180 180 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380

MW: 372 Exact Mass: 37230283 NIST#: 336772 |D#: 44566 DB: mainlib

54. n-Propyl 5,8,11,14,17-eicosapentaenoate
100 5
Ell
67
93
50 TR, =N
105
115
55
1
i 147 B}
53 65 161 175 20
7 187 2p8 215
el all el ol el 7 7w
o ,I\‘M..!\. |\| Lo, H||.|E.Ef__\|..lu|‘_ ,.||I|I|I..Il|}| |..|I.“| |,..\.||!||u .‘I,|‘|I..,‘.I.M|I|,...|‘\, '"‘|'.‘ |.|| .%%.2 il 2.fil.E ;05261267 ) A7 4 s i i
50 60 70 80 S0 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350
{mainlib) n-Propyl 5,8,11,14,17-eicosapentaenoate
MName: n-Propyl 5,8,11,14,17-icosapentaenoate
Formula: C33H3g07
MW: 344 Exact Mass: 344 27153 NISTH: 336740 |D#: 44563 DB: mainib
55.

10,12-Tricosadiynoic acid
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] # ot
119
55 o
/
HO
105 S
E7 79 133 \\
50 \\\\
57 a5
&0
s
7 ||(IE
| 63 8|
WL AL
4 50 & 70 80 90 100 110 120 130 140 150 160 170 180

150 200 210 220 230 240 250 260
mainlib) 10.12-Tricosadiynoic acid

270 280 250 300 310 320 330 340 310 360

Name: 10,12-Tricosadiynoic acid A
Fomula: Ca3H3002
MW: 346 Exact Mass: 346.28718 CAS#: 66950-30-5 NIST#: 211673 |D#: 9656 DB: mainiib
56. Andrographolide
100 A
41
- HO
79 HO
5 105
119
OH
504
67
31 \ O/
65|
187
51 181 o 302 332
o LLLL, r T T T T T T — T T T T T T T
30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360
[mainlib) Andrographolide
Mame: Andrographolide A
Fomula: CapH3005
MW: 350 Exact Mass: 350.203324 CASE: 5508-58-7 NIST#: 301124 ID#: 53533 DB: mainlib
57. Pentadecanoic acid
73
1004
43 50
41 I}
55 \\ (\/\/\ /\//\/\/\
OH
504
1259
6%
29 83
v 57 199
' 115 143 1 242
7 33||[45 101 4qq 157 m
sl ol U 2L T L sl T T
N R 10 10 O OO < D U PR [t
10 20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180
mainlib) Pentadecancic acid

Name: Pentadecanoic acid
Fomula: C15H3p02

~
MW 242 Exact Mass: 242 22458 CASH: 1002-84-2 NISTH: 352553 |D&: 36588 DB: mainlb

58. Globulol
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100+ 4
HO
H
4
50
] H
& 109
T A
& 107
75 122 161
2 - - . 105
- 135 204
53 i i 119 kg 147 189
P ‘Es ‘EE ‘ ‘ 175
. 165 7 207 222
> \|3|1 i ‘I|||H E3|||||'|3 ||_|||SB|| ||| 1|‘}3|.|| i |‘|||I| 143 ||I iy Il | 11 1L
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230
[mainlib) Globulol
Name: Globulol A
Formula: C15H260
MW: 222 Exact Mass: 222198365 CASHE: 51371-47-2 NIST#: 150050 |D&: 5859 DB: mainlib
59. Butyl 4,7,10,13,16,19-docosahexaenoate
1004 7
o P i L .
199
215
bl e, T, W s, 5
50 60 70 80 80 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 230 250 300 310 320 330 340 350 360 370 380 390
{mainlib) Butyl 4,7.10,13,16,1%-docosahexaenoate
Mame: Butyl 4,7,10,13,16,19-docosahexaenoate
Fomula: CagH4p02
1MW: 384 Exact Mass: 38430283 NIST#:, 336803 |Di%; 44567 DB: mainip.
60. 1-Heptatriacotanol
43
100
55 &9
B I
81
95
504 Ll
107
147
121
133 161
175 150
20 22 57 772
) O W .-
40 60 20 100 120 140 160 180 200 220 240 260 280 300 320 U0 360 80 400 420 440 460 480 500 530 540
{mainlib} 1-Heptatiacotanol
Mame: 1-Heptatriacotanol
Fomula: Ca7H7
MW: 536 Exact Mass: 536.58962 CAS#: 105794-58-9 NIST#: 127968 ID#: 6304 DB: mainib
61.

Heptadecane, 2,6,10,15-tetramethyl-
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100 5
7
4
. \\/\/\(\
8
55
41
69
" s 113
il SIS 7z e 5\,‘ 105 ||| 113 1,2|‘ 1,41 155 169 8 qgp a1 o 238 252 266 28D 296
40 50 & 70 80 S0 100 110 120 130 140 150 160 170 180 130 200 210 230 230 240 250 260 270 280 280 300
[mainlib) Heptadecane, 2,6,10,15tetramethyl-
Mame: Heptadecane, 2 6,10, 154etramethyl-
Formula: Cz1Ha4
LIW: 256 Exact Mass: 296.344301 CAS#: 54833-486 NIST#: 14103 |Dét: 23564 DB: mainlib
62. 1,E-11,Z-13-Octadecatriene
&7
1004
“ Y N N P
81
504 5 P
o 95
29 35 '3
- - 10
s & ‘ Y ‘ 121
N0 20 A 15
2 M 4 50 8

5 147
115 ‘\l\ " Lajs2 8
D 70 8 9 10 110 120 130 140 150 160 170

7

mainlib) 1,E-11,Z-13-Octadecatriens

Name: 1,E-11,Z-13-Octadecatriens
Formula: C1gH3z

177

191 206 221 248
180 150 200 2

240 280 260

210 220 230
MW: 248 Exact Mass: 248 2504015 CASH: B0625-36-1 NIST#: 58066 |D#: 25789 DB: mainlib

~
63. 9,12,15-Octadecatrienoic acid, (Z,Z,7)-
100] i
67 ‘
93
504 55
4l 108
0
o \\\K\N\/\/
69 T OH
hral
43
19 53 . 135
23 5 €0 73 149 ey
0 13 \.|31 35‘|| | 5|1| \|u|5.3|| 1LL _|HEI’ |_|||. \|.|\_I|.|I||‘\....|||‘||| . ||I‘ “:’3 173179185 191 15"72“295 217 |, 2327 249 261 ZTE
10 20 0 40 50 60 7 20 50 100 110 120 130 140 150 16D 1¥0D 180 150 200 210 220 230 240 280
mainlib} 9.12.15-Octadecatriencic acid, (Z2.2.2)-
Mame: 9,12,15-0ctadecatriencic acid, (Z.Z,2}
Formula: C1gH3002

260 270 280 290

MW: 278 Exact Mass: 278.22458 CASH: 463-4(H1 NIST#: 333201 1D&; 44302 DB: mainib

64. Z,7-6,13-Octadecadien-1-ol acetate
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1004 4@
o
ss Y
&7 /\/ I \__/\/\/\0
4
50 81
95
79
93|
51 ‘ W
&3\ 77|l|fs 51‘ | | | 149 166 1 - 08
||I ?1| ||55:‘| TN “. e L H II |||I : |I||‘ |!|\155 T 1i'l 1|5'1 . 205 ; 21?225 : 23‘| 24E| . 265 . : : — .
40 50 60 70 80 % 100 110 120 130 140 150 160 1¥D 180 150 200 210 220 230 240 250 260 270 280 250 300 30 320
[mainlib) Z.Z2-6,13-Octadecadien-1-ol acetate
Name: Z Z-6,13-Octadecadien-1-ol acetate
Formula: C2pH3602
MW: 308 Exact Mass: 308.27153 NIST: 131070 D& €878 DB: mainlio
65. Octadecanoic acid
43
1004
73
60
55 //C
41
OH
50 129
69
83
57 284
29 87 185
115 241
27 33 ‘45 81 ‘ 143 171 159
7 139 157 213 255
o 15 |3‘ 35|._I|‘f" ||_||..||‘||‘ \” bl |.|\ \|I\|| PO T P V- P L OV - T | 248 77 265 Al
0 2 30 40 50 &0 70 80 % 100 110 120 130 140 150 16D 17D 180 180 200 210 220 230 240 250 260 270 280 280 300
[mainlib) Octadecanaic acid
Name: Octadecancic acid ~
Formula: C1gH3502
MW: 284 Exact Mass: 284.27153 CASH: 57-11-4 NIST#: 250961 ID#: 8691 DB: mainlib
Sulfurous acid, dodecyl 2-propyl ester
1004 4
i
5
50+ 71 )\
85
1
55
63|
73 83 _
= i 113
il o
o “?‘ S | P N NS S - L S S - —
20 30 40 50 60 0 80 % 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300
[mainlib) Sulfurous acid, dodecyl 2-propyl ester
Mame: Sulfurous acid, dodecyl 2propyl ester
Formula: C15H320235
MW: 292 Exact Mass: 292.207216 NIST#: 309123 |DA: 7405 DB: mainib
67. n-Pentadecanol
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100 &
55
69
97
7 \/\//\/\\//\/\/\/\
) ¥ H
50
111
25 125
27 35‘ ‘ ‘ 140 15 182

s T L 5,D||_\‘ 1 1 | |‘.‘ 1 A .- S P 1. S

2 3’ 40 50 & 70 80 %0 100 110 120 130 140 150 160 170 18D 130 200 210 220 230 240
[mainlib) n-Pertadecancl
Mame: n-Pentadecanal -
Formula: C15H320
M. 228 Exact Mass: 228 245316 CAS#: 629-76-5 NIST# 351791 |D#: 47570 DB: mainiib

68. Tetratetracontane

100 5

50+ 5
13 437
2 127
155 155 133 -‘57 211
.| A I A, || A A 235 239 253 267 281 295 300 323 337 351 364 379 397 406 420 434 448 467 476 430 504 518 532 54 560 575 589 618
20 40 50 80 120 140 1ED 180 EDD 22[) 24[) EED 230 300 320 340 360 330 400 420 440 450 480 500 520 540 560 580 600 620
{mainlib) Tetratetracontane
Name: Tetratetracontane ~
Formula: C44Hgp
MW: 618 Exact Mass: 618.704254 CASH: 7098-22-8 NISTH: 154925 |D#&: 23587 DB: mainlib
69. Heptadecane, 9-octyl-
1004 5
43
il
P N N N
504
85
99
113 127 239
I qgs g -
B e I ‘ 3 197 210 293 |I 251 265 280 234 308 I3 352
30 40 50 0 70 80 %0 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360
mainlib) Heptadecane, S-octyl-
Name: Heptadecane, S-octyl-
Fomula: CosHgp
MW 352 Exact Mass: 352 406902 CASH: 7225-64-1 NIST#: 15551 |D#: 22572 DB: mainlb

- 70. Heptadecyl acetate
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100 42
o )
55
83
i 57 37
61 63
41
111
29 125
. 73
1 2. 3I?‘I || A ” L |‘| .I‘.HIE |||. Ui Tt e e 20 26 28 283
0 20 30 40 50 &0 70 80 S0 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 250 300 310
[mainlib) Heptadecyl acetate
Mame: Heptadecyl acetate -
Formula: C1gH3302
IW: 298 Exact Mass: 298 26718 CAS#: 822.20-8 NISTé: 351774 |Déf: 7005 DB: mainlib
71. 1-Heneicosanol
100 5
57
1 @
57
69
B i
11
0 m
71
125
29
31 139
ol s Al |‘| b zellsn el e TR w e a0 o a2 2
10 20 30 40 50 &0 70 B0 S0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320
{mainlib} 1-Heneicosanol
Name: 1-Heneicosanal
Fomula: C21H440
MW: 312 Exact Mass: 312.339216 CASE; 15594-90-8 NIST#: 351742 |D#. 18669 DB. mainlb
72. Bis(2-ethylhexyl) phthalate
149
1004

167
50 ) ]
C\\_/ 0
5 |
279
43 A
13
23
‘ 78 I n ‘ 121 132 ‘
LV | || L |‘| I, ||| L ‘I T I | 178 2] =0
10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 350 400
mainlib) Bis{2-ethylhexyl) phthalate
Mame: Bis(2-ethylhexyl) phthalate
Formuls: C34H3804
MW: 390 Exact Mass: 350.27701 CAS#: 117-81-7 NIST#: 229113 ID#: 122867 DB: mainib

73.

9-Tricosene, (Z)-
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100 o ¥
43 8
m
50 71
125
29 322
135
11 o M T T
27 167 -
oLl ol s Wl lle i 18 s 20 24 ms sy e 2 o |
20 30 40 50 6 V0 80 9 100 110 120 130 140 150 160 17D 180
mainlib) 3 Tricosene, (Z}-

190 200 210 220 230 240 250 260 270 280 290 300 310 320 330

Mame: 9-Tricozene, (Z)- A
Formula: C33Hag
MW: 322 Exact Mass: 322359951 CAS#: 27519-02-4 NIST#: 252019 1D#: 19760 DB: mainlit
74. 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetramethyl-, acetate, (E,E,E)-
63
1004

%
y ) /\):/\/\

4
53
95 107
121 136
55
204
29 53 ‘ 147 181
a9 | ‘ | 189 ‘ 72 332
a5 7 263
1 - ‘. |}I I| Ly SIS !. l lee |I‘= L '|“. nm I-II?‘ '|I" ‘ ||2D$215‘ 22|I5' IZASZ?D Lol I|. : ZEIE' -
20 30 4 50 60 70 8D 90 100 M0 120 130 140 150 160 170 130 190 200 210 220 230 240 250 260 270 280 230
{mainlib) 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,154etramethyl-, acetate, (E.E.E)-

B0 310 330 330 3d0
Name: 2.6.10.14-Hexadecatetraen-1-ol, 3.7.11.154etramethyl-, acetate, (E.E.E} -
Fomula: CyaH3602
MW: 332 Exact Mass: 332 27153 CASH: 61691-98-3 NISTH: 160947 |D#: 32436 DB: mainlib

75. Octacosane
10 of
43 71
50 a5
59
13
25 127
141
‘ 5 es 13 137 gy
PR | Y

394
I‘ | | 25 235 253 267 2m
. ully Il A Il

1 “ | | 1 |\ | 2?5 3[I)Ei 3%3 3%? B35 ‘I
20 30 40 50 &0 70 80 S0 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 350 400 410
imainlib) Octacosane
Name: Octacosane
Fomula: CpgHsg

-
MW: 394 Exact Mass: 394 453852 CAS#: 630-02-4 NIST#: 225447 |D#: 22545 DB: mainlib

76. Tricosyl acetate
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100 &
0

57

50

125
116 19 153
1l .|‘|\ L 'ST 81 134 203 222 235 250 264 273 2M 32 367
0 20 30 40 50 60 J0 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 230 300 30 320 330 340 350 360 370 380 30
mainlib) Tricosyl acetate
Name: Tricosyl acetate A
Formula: Ca5Hgg02
MWW: 382 Exact Mass: 382.38108 NIST#: 351778 ID&: 7540 DB: mainlib
’ .
77. 5-Hydroxy-4',7-dimethoxyflavanone
1004 124
OH (|:‘
50 121 ™
300
9 g5 166
110 138 19
65 69 77
i | B A i |
H— T T T T T T T r T T T T T T T T — T T L L r 5 T
60 70 80 50 100 110 120 130 140 180 16D 170 180 180 200 20 220 230 240 250 260 270 280 250 300 310
‘mainlib) 5-Hydroxy-4', 7-dimethoxyflavanone
Name: 5-Hydroxy-4', 7-dimethoxyflavanone -~
Formula: C17H1605
MW: 300 Exact Mass: 300.099773 CASH: 63097-96-7 NISTH: 90255 ID#: 105791 DB: mainlb
78. 2-methyloctacosane
1004 3
0 ol
50 85
59
113 127
23 T4 qs5
0 ||‘ I|| ! dlly ||‘ \.‘ | | 1?5 1?3 15;7 A1 205 238 253 267 281 295 309 3?5 3
20 30 40 50 &0 70 80 S50 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 350 400 410 420
{mainlib) 2-methyloctacosane
Mame: 2-methyloctacosane
Formula: CagHgn
MW 408 Exact Mass: 408 465501 NISTH; 376728 |D#; 23536 DB: mainlib

79. Sakuranin
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1004 286
H
167
Q
504

OH
o
180
153
HO H
138
268 eH
147 243 2858
™ L ‘. 208 217 229 | L 300 309 328 340 448
40 50 60 70 80 90 100 110 120 130 140 150 160 170 130 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 250 260
{mainlib) Sakuranin
Name: Sakuranin "
Formula: C2Hz2401p
MW: 448 Exact Mass: 448.136948 CASH: 529-39-5 NISTH: 128178 [D#: 194809 DB: mainlib
80. Heneicosane
100 5
7
43
504 85
4
55| 59
b N Mmooy
57 ! 41 155 169
27 ‘ ‘ | 18197 1 235 _ 29
RTINS O N O O e N - SO S
0 20 i 4 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 2%0 300 310
{mainlib} Heneicosane
MName: Heneicosane ~
Formula; C21Hg4
MW 296 Exact Mass: 296.344301 CASH: 629-34-7 NIST#: 230947 |D#: 23607 DB: mainlb
81. 5,9,13-Pentadecatrien-2-one, 6,10,14-trimethyl-, (E,E)-
100+ 4
69

Y\/\MM%
504 4

a1
- 83 107 136
55 67
23 39| 91 1 163 262
57 | ‘ s 161 175
ol LB Ll 5P|.‘m, B3I ||!‘\. Dl W.. , M_||., Rer O O I oL 23218 29035 24 - i
20 30 40 50 60 70 80 50 100 10 1200 130 140 150 160 170 180 150 200 210 220 230 240 250 260 20 280
[mainlib) 5.9.13-Pentadecatrien-2-one, §.10.144rimethyl-, (E.E}-
Mame: 59 13-Pertadecatrien-2-one, 6,10, 144rimethyl-, (E.E}
Formula: C1gH3p0
MW: 262 Exact Mass: 262 229666 CASH 1117-52-8 NIST#: 156075 |D&: 8040 DB: mainlb

1-Docosanol, acetate
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0 20

139
L e w e e o e 2 e W 0 5
30 40 50 &0 70 80 S0 100 110 120 130 140 150 16D 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380
{mainlib) 1-Docosanal, acetate
Mame: 1-Docosancl, acetate ~
Fomula: Cz4H4302
MW: 368 Exact Mass: 368 36543 CASH: B22-26-4 NIST#: 351770 ID5: 7546 DB: mainlib
83. Pentadecanal-
1004 57 &
43
55
1
68 %
50+ 71
29
& 105
7 35‘ ‘ ‘ ‘ ‘ 12 .
7 138 152
N e O O P - S 2 2
20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240
{mainlib) Pertadecanal-
Mame: Pentadecanal- ~
Formula: C15H3p0
MVV: 226 Exact Mass: 226.229665 CAS#: 2765-11-9 NIST#: 376698 [D 46614 DB: mainlb
84. Hexacosane
100 i
Eal
43
a5
504
99
"o 366
23 oM s .
| | ‘ | ‘ TT5 e e e s 323 7
o L [ A N O | | I| | I l I | \ | | | i 3 A
20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380
[mainlib) Hexacosane
Name: Hexacosane
Formula: CogHgg
MWV: 366 Exact Mass: 366.422552 CASH: 630-01-3 NIST#: 231554 |D&: 23633 DB: mainlib
85. 4H-1-Benzopyran-4-one, 5-hydroxy-7-methoxy-2-(4-methoxyphenyl)-



BECTHUK HOBbIX MEOULIMHCKUX TEXHOJIOMUW, 3neKTpOHHbIM XypHan — 2018 - N 6

JOURNAL OF NEW MEDICAL TECHNOLOGIES, eEdition — 2018 — N 6

1004 “
504 ‘/
OH 0
255
269
55
89 2 138
8 | ‘ 1.”} 11 123 ‘ | 166 22
S P P S/ —
40 50 60 0 80 5 100 11|} 12|} 130 MI} 180 180 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310

[mainlib) 4H-1-Benzopyran-4-one. Shydroxy-7-methoxy-2-{4-methoxyphenyl)-

MName: 4H-1-Benzopyran-£-one, S-hydroxy-7-methoxy-2-(4-methoxyphenyl}- A

Formula: C17H1405

MW 298 Exact Mass: 298.084124 CASH: 5128-44-9 NISTH: 125506 |D#: 197425 DB: mainlib

86. Octacosyl acetate
100 &8
57
a3 (ﬂ
51 /N/\N\/\/W\/WW\\//\\\/\
69
m
504
125
135
23
5 gl I |||. §7 181 135 03 22 23 250 254 278 232 08 30 33 mp B4 g 3 434 452
10 20 30 40 5D 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2I}I} 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 35|} 370 380 35D 400 410 420 430 430 450 460

[mainlib) Octacosyl acetate
Mame: Octacosyl acetate A
Formula: CapHgpO2
MW 452 Exact Mass: 452.453332 CASH. 18206-57-8 NISTH: 351783 |D&. 7543 DB: mainlb

87. Oxirane, hexadecyl-
100{ 55 no ¥
43
B 0
5 \/\/W\/\/\/VA
69 96
&7
504
85
109
23
5 39
7 7 137
7 sl e
oo L s DL ll . R o m om m m
10 20 0 40 50 ) 70 80 50 100 110 120 130 140 150 1860 170 180 190 200 210 220 230 240 250 260 270 280
[mainlib) Cirane, hexadecyl-
Mame: Oxirane, hexadecyl- ~
Formula: C1gH360
MW: 268 Exact Mass: 268.276615 CASH: 7390-81-0 NISTH: 291026 |D#: 46595 DB: mainlib

88.

Benzoic acid, 2,4,6-trimethyl-, 2,4,6-trimethylphenyl ester
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10 7
50 Q ki O
19
91
4 77
ol L s e [l b Waes ) s | 6 130 22
30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 180 200 210 230 230 240 250 260 270 280 290
mainlib) Benzoic acid, 2.4,64imethyl-, 2.4 G4rimethylpheny ester
Name: Benzoic acid. 2.4.6timethyl-, 2.4.64timethylpheryl ester A
Formula: C1gH3z202
MW. 282 Exzct Mass: 282.16198 CASH: 1504-38-7 NIST&: 217323 |D&: 119768 DB: mainlib
89. Tetracontane
100 5
s
71
43 a5
50+
141 455
169 183 197
2 187 211 225 5 281
s |0 233 293 267 471 295 308 323 337 351 365 379 393 407 421 435 449 463 477 431 505 g1g sz O
0 T 4l
20 4 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 480 500 520 540 560
mainlib) Tetracontane
Name: Tetracontane ~
Formula: C4pHgz
MW: 562 Exact Mass: 562 64165 CASH: 4181-95-7 NIST#: 234252 |D#: 23611 DB: mainlib
90. (4,4-Dimethyl-2,4,5,6-tetrahydro-1H-inden-2-yl)acetic acid
147
1004
Ti
105
50 e H
o 118
13
150
41 125, 206
77 17
1 55 77
3 129 . 191
53 173
hi Sepea| | ‘31 sy |33 | ||
> Sanl .|47 .|I‘. ||.F\D. L ||||\.’.3..‘ T AT |‘| ||.111 1. | ‘I 137 ‘ il 159183 167 179183187 1 2I}3‘|
40 0 7 8 00 110 120 130 140 150 160 170 180 150 200 210 20
mainlib) (4.4-Dimethyl-2,4,5,64etrahydro-1H-inden-2+l)acetic acid
Name: (4,4-Dimethyl-2.4,5 6tetrahydro-1H-inden-2+yl)acetic acid ~
Fomula: C13H1a02
MW: 206 Exact Mags: 206.13068 CASH: 113522-67-1 NISTH: 210374 |D#: 119698 DB: mainlb

91.

Oct-5-en-2-0l, 8-(1,4,4a,5,6,7,8,8a-octahydro-2, 5, 5, 8a-tetramethylnaphth-1-yl)-6-methyl-
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1004 4 69 &
55
5 19
&7
53]
3 137
75
504 lis 204
123
149 T
53] 17
57 w1 245
71 ‘ ‘ HO
299 332
217 232 257 275
I |33 !||. II|‘|MI ‘| |‘ H. I| ‘\II I||_H|I i ! ‘..u. |!..|.H .l" \,lh . \.|| ||I |.!|I I||‘ I, . '|'. MI|.. N |\ I wly 20 203 31‘4‘. ||
30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180

{mainlib} Oct-5-en-2-ol, 8-1.4.45.5.6.7 8 Ba-octahydro-2, 5. 5. Batetramethylnaphth-1+1)-6-methyl-

190 200 210 220 230 240 250 260 270 280 290 300 390 320 330 340

Mame: Oct-5en-2-ol, 841,4,4a,5,6,7.8,8a-octahydro-2, 5, 5, 8atetramethyinaphth-1-4)-5-methyl-
Fomula: C2aH4p0

Ll
MW: 332 Exact Mass: 332.307517 CAS#: 106932-50-5 NIST#: 265623 |D&: 3454 DB: mainlib
92. 1H-Inden-1-one, 5-amino-2,3-dihydro-
1004 147
HaM.
504
Q
119
91
65
63
2 3g| | - g9 (32 104
2 66 ooy T4 77 . - i
0 ‘|3D || I|4||115 ‘| \|55 5IE'\l ‘ |ES'D |\IHEID BBEES"' ‘|54 5758 L | ] ‘ 12’1:}[)133
20 3 40 60 70 80 30 100 110 120 130 140 150 160
mainlib) 1H-Inden-1-cne, 5-amino-2,3-dihydro-
Mame: TH-Inden-1-one, 5-amino-2, 3-dihydro- -~
Formula: CgHgNO
MW: 147 Exact Mass: 147.068414 CASH: 3470-54-0 NIST#: 151729 [D#: 119893 DB: mainlib
93. 9,19-Cyclolanost-23-ene-3,25-diol, (3.beta.,23E)-
100/ 43 55
81 OH
59 95 103 j[\
504
A
o o 424
407
325
297 o 156
255 269 28-4
| | ‘ ‘ 337 | 450 ‘ 484
I Ay I|. | o m.. Ll m... - | : \m.. I|‘ .36 u m|‘ Iy ! L h | i

40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 2[)[) 710 220 23[) 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 330 400 410 420 430 440 450 460 470 480 490

[mainlib) 5.19-Cyclolanost-23-ene-3,25diol, 3-acetate, (33.23E)-

Name: 9,19-Cyclolanost-23-ene-3.25-diol, 3-acetate, (35.23E)
Fomula: C32H5203

MW 484 Exact Mass: 484 391645 CASH: 54482-56-3 NISTH: 43150 ID#: 6966 DB: mainlib
94. .beta.-Guaiene
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100 105 b
,’< 204
11 o s
5H 93 107
4 55 o 133 1w 189
- 121
. o 77 o 143
3 5 - & hog 131135 159 s
7 187
51| | 58 103‘ ‘ ‘ 128 ‘ i 173 ‘ ‘
S 1O 1 O e L st | ||.M.... L i Ll |H| sl 11 A T Al | Wl
2 0 i 50 &0 70 30 0o 1o 120 150 160 170 180 200 © 20
[mainlib) B-Guaiene
Name: B-Guaiene
Fomula: C15Hz24
MY/ 204 Exact Mass: 204 1878 CASH: 88-84-5 NIST#: 9226 ID#: 133155 DE: mainlib
95. Octacosyl acetate
100 8 5
7
© 5
g1 /\/\/\/W\/\/WWW\/\
69
111
50
125
133
29 |
15 !

18
|\|. i

[mainlib) Octacosyl acetate
Mame: Cctacosyl acstate

Formula: CapHgp0

354
10 20 30 40 5D 60 70 80 90 100 110 120 130 140 150 160 170 180 15D ZI}D 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 35D 370 380 35D 400 410 420 430 440 450 460
2
MW 452 Exact Mass: 452455332 CAS#: 18206-57-8 NIST#: 351783 |D#: 7543 DB: mainlib

15‘5 2I?S 222 236 250 254 275 252 3I}E JZD 334 343

JEI} 352

434 452

~
96. 1-Cycloheptene, 1,4-dimethyl-3-(2-methyl-1-propene-1-yl)-4-vinyl-
1004 17
93
43
41
50 135
1 ‘
81
105
55 79 9 1]
. ~ 119
7 33 - 77 a5 123 161 189 20
147
| T allla sl il e
o 1] Wil |II| |\|‘3\|\gg _|| I | |||_| 1 [, 155 | |, 182 | ‘l

20 30 40 5[) 60 0 80 50 100 10 120 130 140 150 160 170 180 180 200 210 220
mainlib) 1-Cycloheptene, 1.4-dimethyl-3-{2-methyl-1-propene-1-}-d-vinyl-
Name: 1-Cycloheptene, 1.4-dmethyl-3-2-methyl-1-propene-T}-4-vinyl-
Fomula: C15Hz4
MW: 204 Exact Mass: 204.1878 NIST#: 155386 |D#: 75550 DB: mainlib

97.

2,6,6,9,2',6'6"9'-Octamethyl-[8,8'[biftricyclo[5.4.0.0(2,9) Jundecyl]
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1004 paltl
50

95

149

20 30 40 50 60

410
163 192 -
.l .J. U 217 B a5 g5y 273 25554 305313 W5 gprusasy K7 gp B )
70 80 90 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390 400 410 420
mainlib) 2.6.6.9.2.6 5 9-Octamethyl-[8.8'bifricycla[5.4.0.02 Hlundecy]
Name: 2.6.6.9.2 6 6 9-Octamethyl{8.8 bitricycio[ 4.0 012 9]undecyl]
Formula: CagHsp
MWY: 410 Exact Mass: 410391253 NIST#: 189482 ID#: 165093 DB: mainlib
98. 6.beta.Bicyclo[4.3.0]nonane, 5.beta.-iodomethyl-1.beta.-isopropenyl-4.alpha.,5.alpha.-dimethyl-,
100 18
g5
41
|
149 i
50
123 13 205
\
163
53
27 175 18
oL B L L T 2 P T ™ 7% om 3
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 34D
{mainlib) 63 Bicyclo[4.3.0lhonane. 53-Hodomethyl-1Bsopropenyl-da Sa-dimethyl-,
Mame: 6F Bicyclo[4.3. Olnonane, 5f-odomethyl-1B-4eopropenyl-da, Sa-dimethyl-,
Formulla: C15Hz2sl
MW: 332 Exact Mass: 332.1001 NIST# 195859 ID#: 77528 DB: mainlib
99. 4-(2,2-Dimethyl-6-methylenecyclohexylidene)-3-methylbutan-2-one
163

o]
43
107 =
\\
5 41 69 191
53
1
5 s B s
21
39 53
25 &7 119 133
‘ s - ‘ 8 17 149 208
[oe ; ‘ ‘ | ’ 131 ‘ 161 T |
ol |31 ‘!|M 1|||\|..|.||\|!| '.5. !I. B\E:“I. ‘.|I| |;‘ |\||!“. ‘||=|\I|I 1|‘?1‘|||!.. '\55‘“_, Lol 'IEEI L . e ;
20 0 40 50 60 70 20 50 100 110 120 130 140 160 170 180 150 200 210 220
[mainlib) 4-(2.2-Dimethyl-6-methylenecyclohexylidene)-3methylbutan-2-one
Mame: 442, 2-Dimethyl-6-methylenecyclohexylidens)-3-methyloutan-2-one -
Fomula: C14Hz20
MW: 206 Exact Mass: 206.167066 CAS#: 93175-74-7 NIST#: 195347 |D#: 134546 DB: mainlib
100.  Lup-20(29)-ene-3,21-dione, 28-hydroxy-
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100
& 205
55
SR
41
— 54
121
50 s 186
147 161 219
175 188 245 0=
233 %3
i 955 17 155 | 382 399 411 423 yap
[T 1 O I T A A 1 O

40 50 &0 70 80 50 100 110 120 130 14D 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 330 400 410 420 430 440 450 450 470
{mainlib) Lup-20{25}-ene-3,21-dione, 28-hydroxy-
HName: Lup-20(Z5}-ene-3.21-dione, 28-hydroxy- A
Formula: CagHa03
1MVY: 454 Exact Mass: 454 344696 CAS#: 13952-73-3 NIST#: 49062 1D1: 46358 DB: mainlib

101. 9,19-Cycloergost-24(28)-en-3-0l, 4, 14-dimethyl-, acetate, (3.beta.,4.alpha.,5.alpha.)-
100 4
55
69
50

J
~

AN

0

173
2
|1.IB I|‘ ! H‘.h

402
189
20 216 597 383
\.||I.\ Wil 2 25 2s M1 w0 o3m o3y moagm ap L s 451 483
20 40 60 20 100 120 140 160 180 200 220 240 260 280 300 320 340 360 380 400 420 440 460 48D
{mainlib) 5.19-Cycloergost-24(28}en-3-ol, 4,14-dimethyl-, acetate, (33 4a.5a)-
Mame: 9,19-Cycloergost-24(28)-en-3-l, 4,14-dimethyl-, acetate, (33.4a,5a)- A
Formula: C92H5202
MW: 468 Exact Mass: 468.35673 CASHE. 10376-42-8 NISTH: 286407 |D&. 6516 DB mainlib
102. 5-(1-Isopropenyl-4,5-dimethylbicyclo[4.3.0]nonan-5-yl)-3-methyl-2-pentenol acetate
1004 18
177 \/CW‘/
55
& 135 o
43 107
50
. 3 2 149
/\
63
—|[82 161
53| .
23 257 272
] Tl
71 203 217 229 ‘ - 132
ol ||I ‘; \?ls " ‘I I‘S;[\) ||||‘ ||‘ |\.;.| ‘Ih I\ ||‘ |; |h . l m ||I L II\|II il h‘ : %‘?5 . . . ZBIE ; . 31|JI i —
20 30 40 50 60 V0 BD S0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340
[mainlib) 51-lsopropenyl-4, 5-dimethylbicyclo[4.2.0jnonan-54l)-3-methyl-2-pentenol acetate
Name: 5{1-lsopropenyl-4,5-dimethylbicyclo[4.3.0lnonan-5+41)-3-methyl-2-pentenol acetate
Fomula: CpH3g02
MW: 332 Exact Mass: 332.27153 NIST#: 135698 |D#: 157108 DB: mainlib
103. S.alpha.-Hydroxy-4.alpha.,8,10,11-tetramethyltricyclo[6.3.0.0(2,4) Jundec- 10-ene
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Fomula: C15H260

MW 222 Exact Masgs: 222198365 NIST#: 140231 |D&: 77216 DB: mainlib

106.

2,2-Dimethyl-3-(3,7,16,20-tetramethyl-heneicosa-3,7,11,15, 19-pentaenyl)-oxirane

.
1004 1=
123
108
HO
504
4 -
91 1 187 202
a7 105
55 159
7 145
a1
53 - i % 174 20
a3 117]
AN ISR = | ol ll L
el iin LIy 53\|\|‘3 ||||\I | || [ |II||‘\ L1l L, 1?"“ L1l 25 Al
70 a0 50 100 110 120 13|} 150 160 170 180 190 200 210 220 230
Tainlib) Sa-Hydroxy-4a,8,10,114etramethyltricycla[6.2.0.0(2, 4)undec-10ene
Mame: 5a-Hydroxy-da 8,10, 114etramethyltricyclo[6.3.0. 02 4)undec-10-ene -~
Formula: C15H240
MW: 220 Exact Mass: 220.182715 CASH: 141922-47-6 NIST#: 140210 ID#: 92093 DB: mainlit
104. 2H-Pyran-3-ol, tetrahydro-2,2,6-trimethyl-6-(4-methyl-3-cyclohexen-1-yl)-, [3S-
[3.alpha.,6.alpha.(R*)]]-
1004 143
OH
43
fs)
50
93
7 125
" 134
55 59 197
2 53 k 136
T 7ol ‘ Ll \ |M L ol i w B m
o d 15 1NN AN ||| | m |I\ |I |||| ||\ H\|I||_||II| L il 1] 1 | i
20 30 40 50 60 70 SD 100 10 120 130 140 150 160 170 180 190 200 210 220 230 240 250
mainlib} 2H-Pyran-3-ol, tetrahydro-2, 2, 64rimethyl-6-{4-methyl-3-cyclohexen- W-yi}. [35{3a 6aiR")-
Mame: 2H-Pyran-3-ol, tetrahydro-2.2 64imethyl-6-{4-methyl-3-cyclohexen-1+/), [35-[3a.6a(R7)]- ”~
Fomula: C15H2602
MW: 238 Exact Mass: 238.19328 CASH: 22567-36-8 NISTH: 70253 |D#: 115836 DB: mainib
105. Humulane-1,6-dien-3-ol
1o 109
43 Ho
504
g5 204
a1
41
55 63 93
67 .
107 121 161 129
2 133
123
135 147
57 137 175 -
A T =
ol LIS e L 2 L il I 1 T I 1 I | i
40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 180 200 210 220 230
mainlib) Humulzne-1,6-dien-3-ol
Mame: Humulane-1,6-dien-3-l
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5
53
181 475 13‘;5
|

.||| 1 2'\}3 215223031 243 257 269 285 299 311 325 340 35] 369 373 334 412

1004 69 &

20 30 40 50 60 70 B0 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 330 400 470 420
[mainlib) 2,2-Dimethyl-3(3,7,16, 204etramethyl-heneicosa-3,7,11,15,1%pentaenyl }-oxirane

Name: 2,2-Dimethyl-343,7,16,204etramethylheneicosa-3,7,11,15,19-pentaenyl}-oxirane
Fomula: CogH480
MW 412 Exact Mass: 412 370516 NIST#: 194786 |D# 45724 DB: mainlb

107. Betulin

1004 123
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207
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81

504 &5

173 442

220 HO
55 161
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‘mainlib) Betulin

Name: Betulin ~
Formula: CagHgg02
MW: 442 Exact Mass: 442 38108 CASH: 473-98-3 NISTH: 63047 |D&: 155187 DB: mainlib

Puc. 2. CtpykTtypsl Hanbosee IpeaCcTaBUTENbHBIX COSTMHEHUH MoUeK Oepe3bl OBUCIIOM

BriBoabI:

1. BrepBbie BBINOIHEHO MOAPOOHOE HCCIENOBAaHME XMMHUYECKOTO COCTaBa OPraHMYECKOro BELIECTBA
No4eK Oepesbl MMOBUCIION METOJOM XpOMAaTO-Macc-CIIEKTPOMETPHH, MMO3BoNMBIIEH naeHTHdunmposars 107 un-
JUBUIYaIbHBIX COCTUHEHUI.

2. BeimonHeH pacyeT CTPYKTYpHO-TPYIIIIOBOTO COCTaBa 3KCTPAKTA, BBISBIEHBI OCOOCHHOCTH paclperie-
JIEHHS PA3JIMYHBIX IPYII COEAUHEHUI M0 UX KOIMYECTBEHHOMY COJIEPAKAHUIO.

3. CymiecTBEeHHO PacIIMpEH CIEKTP COSANHEHUH, ONpPEACIAIONINN XUMUIECKHH COCTaB OPTaHUIECKOTO
BEIIIECTBA MTOYEK Oepe3bl MOBUCIION, IT0 CPAaBHEHHIO C W3BECTHBIM B JINTEPATYpPE, YTO MO3BOJISET CHENATh OIpe-
JIETICHHBIN BBIBOJI O CIIENU(PUIHOCTH (PU3MOIOTNIECKOTO NEHCTBHS MPENapaToB HA OCHOBE JJAHHOTO PaCTHTEINb-
HOT'O CBHIPBSL.
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