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AnHoOTanus. BriepBele BBHINOJNHEHA XPOMATO-MacC-CIEKTPOMETPUSl CIHMPTOBOTO AIKCTpakTa Makiropsl
(MHAMACKUN M KUTAWCKUH aneibcuH, 00kuit nap). OmnpeneneHsl KaueCTBEHHBIH COCTAaB M KOJMYECTBEHHOE CO-
Jep)KaHHe, a TAKXKe CTPYKTYpa COeIMHEHHH OpraHMYecKoro BemecTBa Makuopul. CaenaHsl IpeaBapUTEIbHbBIE
BBIBOJIBI O HAIIPABJIEHHOCTH (PU3HMOIOTUYECKOTO JEHCTBHS TOCIETHEH.

KaroueBble c10Ba: MakiIopa, XpoMaTo-Macc-CIIEKTPOMETPHsI, (PUTONIpEnapaThl.

CHROMATO-MASS-SPECTROMETRY OF ALCOHOL EXTRACTION OF MACLURA
V.V.PLATONOV, A.A. KHADARTSEV, L.I. BELOZEROVA
Tula State University, Lenin av., 92, Tula, 300012, Russia

Abstract. For the first time, the chromato-mass spectrometry of the alcoholic extract of Maclura (Indian
and Chinese orange, God's gift) was carried out. The qualitative composition and quantitative content, as well as
the structure of compounds of organic matter of Maclura, were determined. Preliminary conclusions have been
drawn about the orientation of the physiological action of Maclura.
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Beenenue. Makuiopa (nat. — maclura pomifera), Ha3BaH B 4eCTh aMEPHKaHCKOTr0 Harypanucra Makio-

PBI, IMEET TAKXKE HA3BaHUS: a[aMOBO SI0JIOKO, JDKeaneIbCuH, KUTAHCKUI WIM HHAWNHCKU anenbcul, boxxuii nap.
Maxniopa opanxeBasi WM S0JIOKOHOCHAsI — pacTeHHE, MPUHAJUIEKalllee K CEMEHCTBY TyTOBBIX, CIOCOOHA JI0CTH-
rath 20 METpOB B BbICOTY. MOPLIMHUCTBIE CO3PEBLINE IUIOJIBI MAKIOPbI BHEITHE CXOIHBI C allelIbCHHAMU, a 3a-
nax X MSKOTH HalloMHHaeT orypen. Ho maxniopa, B oTnnune OT anesbCHHOB M OTYPILIOB, Hechel00Ha. 3aTo ee
SJIOBUTBIE TUIOJBI O0JIAIAI0T JIEKapCTBEHHBIMH CBOWCTBaMH. Apean oouranusi — CeBepHas Amepuka, CpeaHsist
Azus, Appuka u Kpeim.

Maxnropa 6orata BUTaMHHAMH, OPTaHHYSCKUMH KHCIIOTAMH W UX d(upaMu, pepMeHTaMH, CallOHWHA-
MU, (JIABOHOMIAMH, MEKTHHOBBEIMH BEIIECTBAMH, MaKpO- U MHUKPO3JIEMEHTAMH. XUMHUYECKUH COCTaB alaMoBa
s10JI0Ka IMMOX0X HAa COCTAB TUIOIOB MIETKOBUIIBI. CXOMHBI M CBOWCTBA ATHX PACTEHUH. DTO — MOITHBINA TPUPOTHBIH
AQHTHOMOTHK, IMMYHOMOYJISITOP M aHTHOKCUAAHT [5]. CunTaroT, 4To OHa 00Ja1aeT CBOMCTBAMU: MTPOTHBOCKIIE-
POTHYECKUMH, TPOTHBOKAHIIEPOTCHHBIMH, OOJIEYTONSIONIMMH M IPOTHBOBOCIIANUTEIFHBIMH, yCIIOKAaHBAIOITUMH
u 6aKTepI/IHPIZLHbIMM, PAHO3AKUBJIAIOINIUMU U PETCHEPUPYIOMIUMHU; BHIBOOAUT COJIM U TOKCHYCCKHUE BCUICCTBA U3
OpPraHM3Ma; CHUMAET YCTaJIOCTh, YKPEIUIIEeT HEPBHYIO U CEpACYHOCOCYTUCTYIO CUCTEMBbI; IPEJOTBPALIAET 3apo-
JKJICHUE 37I0KaYeCTBEHHBIX OIyXOJIeil; YHUYITOXKAET BUPYCHI, YKpeIsieT UMMyHHUTET [1-4].

Makniopy B HapOIHOW MeIUIMHE NMPUMEHSIOT NPH 3a00JI€BaHMSIX CEp/ua, eYeHH, MOJIHapTPUTE, IOo-
Jlarpe, 0CTEOXOHpO3e, raiMOpHTE, apTepHAILHON TMIIEPTOHHH, JTUM(pOAJIEHUTOB, KOXKHBIX 3a00JICBAHUIX, MBI-
IIEYHBIX OOJISIX, ITIOPaX, MEKIO3BOHOUHBIX IPBIKaX, FeMOPPOE, paKe JIETKHX U IPeCTaTeIbHON JKEeJIe3bl.

[Ipemapats! U3 TWIOHOB (HACTOMKH, OTBApHI, Ma3H) SIKOOBI 00IaJAIOT YHUKAIBHON CIIOCOOHOCTBIO Kall-
CYIHpOBAaTh HOBOOOPA30BaHUS U paccachlBaTh OMyXOJH. Maxkuopy B HapoJe 3a 3TO CBOHCTBO HA3BIBAIOT Oepe-
60M OMYAABUWIUXCA, 32 CIOCOOHOCTH MIPOTHBOCTOSATH PA3BUTHIO 3TIOKAYECTBEHHBIX M TOOPOKAaYeCTBEHHBIX HOBO-
o0pa3oBaHUH Jake Ha TMO3THHUX Cpokax. JlelicTBUe JedeOHBIX COCTaBOB MAKIOpbl OCHOBAHO Ha OJOKHPOBKE
OITyXOJIM TIUTATEIFHBIMHU BEIIECTBAMH 3a CUET €€ KalCyJIUPOBaHUA (BHYTPH KaIlCyJIbl OITyXO0JIb IIOTH0AET OT «To-
nonay»). Ilpu oHKOJIOrHYeCKHX 3a00JIeBaHUAX MPUHUMATH JieUeHHEe HEOOXOIMMO TOJBKO MO KOHCYJIBTATHBHBIM
IMPUCMOTPOM Bpayda 1 IMpU 3TOM OTKaA3aTbCAd OT aHTl/I6I/lOTl/IKOB, AJIKOI'0JIA, ApYTruXx JICKapCTB. KOHCyJ’leaLII/IH Bpa-
Ya U ero MOCTOSIHHOE HalJroJieHne 00s3aTenbHbl. Hu B KOM cllydae He NPUMEHSETCS JISUSHUE MaKuiopoli TP
caxapHOM Juabere.

Jlist ycuseHus ee JeKapCTBEHHBIX CBOMCTB NPHMEHEHUE MAKIIOpbl COBMEIIAIOT C COKaMH MOpPKOBH,
CBEKJIBI U KaIrycThl. 113 MJI010B rOTOBAT Ma3b, HACTOMKY M Macino. [Ipenaparsl n3 3TOro pacTeHust IPUMEHSIOTCS
KaK Hapy>XHO, TaK W BHyTpeHHEe. HapoaHas MenuIiHa M34aBHA UCIIONB3YET MAKIOpy, HO B OQUIIMAIBFHON Me-
TUIMHE OHA HE MPHUMEHSETCS BBUAY OTCYTCTBHUS ITOAPOOHBIX CBENEHUH O CTPYKTYpE COCIWHEHHH, OTpeaeIsIio-
[IMX COCTaB €€ OPraHWIECKUX BemecTB [6-9].

Henab ucciaeqoBaHusi — H3y4eHHE 0COOEHHOCTEH CTPYKTYpHOW OpraHU3allié COCTUHEHUH CIHUPTOBOTO
9KCTPaKTa MaKuopsl C HCTIOIB30BAHNEM XPOMATO-MaCcC-CIEKTPOMETPHH.
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Martepuaiabl U MeTOABI HcCAeI0BaAHHSA. [IPOMOHKATEIFHOCTS IKCTPAKIIMHA MEIKOPa3MeTbueHHOTO
MaTepuaia maxkuopsl B 3taHoie (97,5%) cocraBmna — 8 mecsmes mpu Temmeparype 25°C. s ocBoOOKICHNS OT
pacTBOpUTENS C IMOIyYEHHEM KOHIICHTPATa HMCIIONB30BANICS POTAUMOHHBINA ucmapurens UL-2000E. DKcTpakT B
BUJIE TEMHO-KPACHOM KHUKOCTH JIJIsl OCBOOOXKICHHUSI OT MEXaHUUYECKHX YaCTHI] MMOJBEprayics neHTpudyruposa-
HUIO Ha HeHTpudyre CM-12, nociie KOTOPOro BBIMOJIHSUIICS aHAIU3 Ha XPOMAaTO-MacC-CIIEKTPOMETPE.

OO0pasipl aHAIM3UPOBAIM C HCIOJIB30BaHHEM Tra3oBoro xpomarorpadpa GC-2010, cCOeAUHEHHOTO C
TPOMHBIM KBaJpyNoOJbHBIM Macc-criekTpoMerpoM GCMS-TOS8030 non ynpaBieHUEM npocpamMmHo2o obecneye-
nus (IIO) GCMSsolution 4.11.

Jnst naeHTH(UKaIMU 1 KOJIMYECTBEHHOTO OIPEEsICHUs] COAEp)KaHUsSI COCIMHEHNIH MCIIONb30BaIN Cle-
IYIOIUE YCIOBUS XpoMaTorpadupoBaHHs: BBOJ MpoObI ¢ jgencHueM motoka (1:2), komonka ZB-5MS
(30Mx0,25MM*0,25MKM), TemIiepaTypa uHxekropa 280°C, ra3-HOCHTENb — TeNNi, CKOPOCTh T'a3a Yyepe3 KOJIOHKY
0,90 mu/MuH.

Jns peructpanmmy aHATUTHYECKHX CHUTHAJIOB HCIIOJNB30BAIM  CIIEAYIOIIME MapaMeTpsl Macc-
CHEeKTPOMETpa: TemIeparypa nepexonnont muaun — 280°C, temnepatypa uctounnka nonos 200°C, anexmponnas
uonuzayus (OW). lmanazon perucrpupyemsix mace ot 50 1o 500 [la. 3ameprkka BbIX0/Ia paCTBOPUTENS 5 MUH.

Pe3yabTaTsl U uX 00cy:xaenune. MaentudunypoBana mupokas raMMa COEIMHEHHH, KOJMYECTBEHHOE
COJIepKaHNe KOTOPBIX, & TAK)KE UX MACC-CIIEKTPhI U CTPYKTypa NPUBEICHBI B TA0JIUIIE U HA PUCYHKE.

Tabauya
HNnenTuduumpoBannble coeHHEHHsI
Ne | Ret.Time | %S Compound Name
1. 9.053 4.10 2(3H)-Furanone, 5-methyl-
2. 10.545 | 0.38 Paromomycin
3. 16.786 | 3.61 4H-Pyran-4-one, 2,3-dihydro-3,5-dihydroxy-6-methyl-
4. 19.676 | 3.15 4,4-Dimethyl-cyclohex-2-en-1-o0l
5. 21.083 | 0.21 7-Hexadecenal, (Z)-
6. 21.259 | 1.55 11-Oxa-dispiro[4.0.4.1]undecan-1-ol
7. 23.447 | 1.95 2(5H)-Furanone, 4-methyl-3-(2-methyl-2-propenyl)-
8. 26.294 | 1.58 Sarreroside
9. 26.524 | 0.05 Estra-1,3,5(10)-trien-17.beta.-ol
10. | 26.646 | 0.01 9-[2-Deoxy-.beta.-d-ribohexopyranosyl[purin-6(1H)-one
11.| 26.840 | 1.75 Ethyl iso-allocholate
12. 27.183 0.33 | Spirofandrost-5-ene-17,1"-cyclobutan]-2"-one, 3-hydroxy-, (3.beta.,17.beta.)-
13.| 27.325 | 0.66 Stevioside
14. | 27411 | 0.29 .alpha.-D-Glucopyranoside, methyl 4,6-O-nonylidene-
15.| 27.467 | 035 Undecanoic acid
16. | 27.508 | 0.41 Pentadecanoic acid
17.| 27.707 | 0.78 9,9-Dimethoxybicyclo[3.3.1]nona-2,4-dione
18. | 29.029 | 0.29 1-Heptatriacotanol
19.| 29.089 | 0.28 Retinal
20. | 29.187 | 0.73 3.alpha.-(Trimethylsiloxy)cholest-5-ene
21. | 29.868 | 0.25 2-(4-Hydroxybutyl)cyclohexanol
22.| 30422 | 042 Desulphosinigrin
23. | 30.466 | 0.75 .beta.-D-Glucopyranose, 4-O-.beta.-D-galactopyranosyl-
24. | 30.537 | 0.18 2-Acetylamino-3-hydroxy-propionic acid
25.| 30.579 | 0.48 n-Decanoic acid
26. 30.604 | 0.05 1,2,3,5-Cyclohexanetetrol, (1.alpha.,2.beta.,3.alpha.,5.beta.)-
27.| 30.646 | 0.20 d-Glycero-d-galacto-heptose
1,2,3,4-Cyclopentanetetrol,
28.1 30701 1 0.01 (1.alpha.,2.b)e}ta.f?.beta.ﬂ.alpha.)-
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29. | 30.752 | 0.24 1,6-Anhydro-.beta.-d-talopyranose
30. | 30.800 | 0.46 d-Glycero-d-ido-heptose

alpha.-D-Glucopyranoside, O-.alpha.-D-glucopyranosyl-
(1.fwdarw.3)-.beta.-D-fructofuranosyl

31. ] 30.943 | 0.18

32. | 31.002 | 0.26 3-Deoxy-d-mannoic lactone

33. | 31.139 | 0.11 3-Deoxy-d-mannonic acid

34. | 31.240 | 0.46 1-[N-Aziridyl]propane-2-thiol

35. | 31.367 | 0.36 I-Gala-l-ido-octose

36. | 31.506 | 0.11 Octadecanoic acid

37. 1 31.545 | 0.19 9-[2-Deoxy-.beta.-d-ribohexopyranosyl]purin-6(1H)-one
38. 1 31.615 | 0.44 Decanoic acid, 2,3-dihydroxypropyl ester

9,12,15-Octadecatrienoic acid, 2-[(trimethylsilyl)oxy]-1-[[(trimethylsilyl)oxy

.| 31, .
39. ] 31688 1030 [methyl]ethyl ester, (Z,Z,7)-

40. | 32.150 | 0.10 trans-Z-.alpha.-Bisabolene epoxide

41. | 32.249 | 0.80 9,10-Secocholesta-5,7,10(19)-triene-3,24,25-triol, (3.beta.,5Z,7E)-
42.132.997 | 0.29 Pseduosarsasapogenin-5,20-dien

43. | 33.263 | 0.41 [1,1-Bicyclopropyl]-2-octanoic acid, 2'-hexyl-, methyl ester
44. 1 33415 | 0.54 9-Octadecenoic acid, (2-phenyl-1,3-dioxolan-4-yl)methyl ester, cis-
45. 1 33.518 | 0.44 Pterin-6-carboxylic acid

46. | 34.188 | 0.59 Pseduosarsasapogenin-5,20-dien methyl ether

Ergostane-5,25-diol, 3,6,12-tris[(trimethylsilyl)oxy]-,
25-acetate, (3.beta.,5.alpha.,6.beta.,12.beta.)-
[1-(3,3-Dimethyloxiran-2-ylmethyl)-3, 7-dimethylocta
-2,6-dienyl]trimethylsilane
Dodecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)

47. | 34.299 | 0.06

48. | 34.704 | 0.57

49. | 34.789 | 0.10

methyl]ethyl ester
50. | 35.038 | 0.43 25-Hydroxycholesterol, dimethyl ether
51. | 35346 | 0.77 Allo-Inositol
52. 135453 | 0.34 1,2,3,4,5-Cyclopentanepentol
53. | 35.453 | 0.24 Dodecanoic acid, 2,3-bis(acetyloxy)propyl ester
54. | 35.542 | 0.18 Neo-Inositol

D-chiro-Inositol, 3-O-(2-amino-4-((carboxyiminomethyl)amino)-

. . .54
55. 1 35.665 | 05 2,3,4,6-tetradeoxy-.alpha.-D-arabino-hexopyranosyl)-

56. | 35.762 | 0.76 L-Lyxose

57. | 35.851 | 0.54 Myo-Inositol

58. | 36.016 | 0.49 Scyllo-Inositol

59. | 36.060 | 0.16 D-Galactose

60. | 36.128 | 0.27 d-Arabinose

61. | 36.369 | 0.79 I-Inositol

62. | 36.683 | 0.27 .alpha.-Linolenic acid, trimethylsilyl ester
63. | 37.110 | 0.33 12-Hydroxy-3-keto-bisnor-4-cholenic acid
64. | 37.593 | 5.31 Eicosanoicacid

65. | 37.699 | 0.27 .beta. Carotene

66. | 37.849 | 0.11 cis-5,8,11-Eicosatrienoic acid, trimethylsilyl ester

3.beta.-Hydroxyguaia-4(15),10(14),11(13)-trien-6,12-olide 8

67. | 38019 ) 0.28 -(.alpha.,.beta.-dihydroxybutyrate)
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68. | 38.235 | 7.54 Hexadecanoicacid, ethylester
69. | 38.476 | 0.35 Bicyclo[4.4.0]dec-2-ene-4-ol, 2-methyl-9-(prop-1-en-3-ol-2-yl)-
70. | 38.679 | 0.87 Kauren-18-ol, acetate, (4.beta.)-

Carda-4,20(22)-dienolide, 3-[(6-deoxy-3-O-methyl-.alpha.-D-allopyranosyl)
oxy]-1,14-dihydroxy-, (1.beta.,3.beta.)-
30-Norlupan-28-oic acid, 3-hydroxy-21-methoxy-20-oxo-,
methyl ester, (3.beta.)-

73. | 39.007 | 0.10 Isoaromadendreneepoxide
1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-4-methylene-,
(l.alpha.,3a.alpha.,7.alpha.,8a.beta.)-

75. 1 39.213 | 0.15 Andrographolide
3H-Naphtho[2,3-b]furan-2-one, 4-hydroxy-4a,
5-dimethyl-3-methylene-3a,4,4a,5,6,7,9,9a-octahydro-
2-[4-methyl-6-(2,6,6-trimethylcyclohex-1-enyl)
hexa-1,3,5-trienyl]cyclohex-1-en-1-carboxaldehyde

71. | 38.837 | 0.75

72. | 38.972 | 0.06

74. | 39.106 | 0.51

76. | 39.249 | 0.18

77. | 39.498 | 0.26

78. | 39.718 | 0.10 9,19-Cyclolanostan-3-ol, acetate, (3.beta.)-

79. | 39.768 | 0.16 Murolan-3,9(11)-diene-10-peroxy

80. | 39.930 | 0.42 4,8,13-Cyclotetradecatriene-1,3-diol, 1,5,9-trimethyl-12-(1-methylethyl)-
81. | 40.164 | 0.89 13,15-Octacosadiyne

82. | 40.365 | 0.82 Globulol

83. | 40.451 | 4.16 2(3H)-Furanone, 5-dodecyldihydro-

4.alpha.,23,24-Trimethyl-5.alpha.-cholest-22-en-3.beta.

4. | 40. .
8 0.535 | 0.63 -oltrimethylsilyl ether

85. | 40.618 | 0.01 Aromadendreneoxide-(1)

86. | 41.075 | 3.03 Dichloroacetic acid, tridec-2-ynyl ester

87. 1 41.192 | 0.82 Trichloroacetic acid, tridec-2-ynyl ester

88. | 41.317 | 0.55 Aromadendreneoxide-(2)

89. | 41.492 | 7.16 9-Methyl-10, 12-hexadecadien-1-ol acetate

90. | 41.605 | 6.72 cis,cis,cis-7,10,13-Hexadecatrienal

91. | 41.701 | 0.48 cis-Z-.alpha.-Bisabolene epoxide

92. | 41.790 | 0.52 Trilostane

93. | 42.276 | 0.17 15,17-Dotriacontadiyne

94. | 42.409 | 1.14 (-)-Spathulenol

95. | 42.524 | 0.24 Androstan-17-one, 3-ethyl-3-hydroxy-, (5.alpha.)-

96. | 42.882 | 0.35 Methyldihydroisosteviol

97. | 42.939 | 0.13 Androstane-3,17-diol, 17-methyl-, (3.beta.,5.alpha.,17.beta.)-
98. | 43.539 | 0.22 3-0-Acetyl-6-methoxy-cycloartenol

99. | 43.602 | 0.07 Aromadendreneoxide-(2)

100. | 43.653 | 0.19 Caryophylleneoxide

101. | 44.160 | 0.62 Thunbergol

102. | 45.003 | 0.06 22,23-Dibromostigmasterol acetate

103. | 45.642 | 1.09 9,19-Cyclolanost-24-en-3-ol, acetate, (3.beta.)-

104. | 45.741 | 0.45 25-Nor-9,19-cyclolanostan-24-one, 3-acetoxy-24-phenyl-

Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7-

105. | 45.829 | 0.39
(1-methylethenyl)-, [1S-(1.alpha.,7.alpha.,8a.beta.)]-
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S.alpha.-Hydroxy-4.alpha.,8,10,11-
tetramethyltricyclo[6.3.0.0(2,4) Jundec-10-ene
107. | 45.999 | 0.82 Resibufogenin
108. | 46.200 | 0.38 Glaucylalcohol
Azulene, 1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7-(1-methylethenyl)-,
[IR-(1.alpha.,3a.beta.,4.alpha.,7.beta.)]-
110. | 47.067 | 0.35 .beta.-Humulene
111. | 47.769 | 0.85 (-)-Isolongifolol, methylether
Pentacyclo[9.1.0.0(2,4).0(5,7).0(8,10)]dodecane, 3,3,6,6,9,9,12,12-
octamethyl-, anti,anti,anti-
Bufa-20,22-dienolide, 14,15-epoxy-3,11-dihydroxy-,
(3.beta.,5.beta.,11.alpha.,15.beta.)-
114. | 48.148 | 0.43 Cholest-5-en-3-ol (3.beta.)-, carbonochloridate
6-(1-Hydroxymethylvinyl)-4,8a-dimethyl-
3,5,6,7,8,8a-hexahydro-1H-naphthalen-2-one
116. | 48.994 | 0.38 Silane, trimethyl[(4.alpha.-methylergosta-7,24(28)-dien-3.beta.-yl)oxy]-

106. | 45.907 | 0.47

109. | 46.336 | 0.80

112. | 47.957 | 0.10

113. | 48.041 | 0.32

115. | 48.866 | 0.48

117. | 49.078 | 0.76 Andrographolide

118. | 49.465 | 0.45 Murolan-3,9(11)-diene-10-peroxy

119. | 49.611 | 0.40 Calusterone

120. | 49.799 | 0.40 Pregnane-3,11,20-triol, (3.alpha., 11.beta., 20.beta.)-

121. | 50.191 | 0.58 Methyl (25rs)-3.beta.-acetoxy-5-cholesten-26-oate

122. | 50.284 | 0.24 S.alpha.-Androstane-3.alpha., 17.beta.-diol, bis(trifluoroacetate)

2-Phenanthrenol, 1,2,3,4,4a,4b,5,6,8a,9,10,10a-dodecahydro-4a

123. | 50.410 | 1.20
, 7-dimethyl-8-[3-cyano-3-(trimethylsilyloxy)propyl]-, acetate

124. | 50.656 | 0.51 Verrucarol

125. 1 50.799 | 0.36 Ethisterone

126. | 50.944 | 0.26 Cholest-1-eno[2,1-aJnaphthalene, 3'4'"-dihydro-

127. | 51.440 | 0.53 Cholesta-3,5-diene

128. | 52.074 | 0.53 Betulin

129. | 52.565 | 0.75 | 9,19-Cyclo-27-norlanostan-25-one, 3-(acetyloxy)-24-methyl-, (3.beta.,24R)-
130. | 54.473 | 0.37 Androstan-17-0l, 2,3-epoxy-, (2.alpha.,3.alpha.,5.alpha.,17 beta.)-
131. | 55.812 | 0.19 5.beta.-Pregnane-3.alpha.,20.alpha.-diol, bis(trifluoroacetate)
132. | 59.780 | 0.96 Lupeol

133. | 59.900 | 0.29 (-)-Isolongifolol, acetate

134. | 67.141 | 0.23 2-Butenal, 2-methyl-4-(2,6,6-trimethyl- 1-cyclohexen-1-yl)-
135. | 71.540 | 1.03 Guaia-9,11-diene

136. | 85.905 | 0.75 .beta.-Sitosterol

YcranosneHa cTpykTypa 136 coenunenuit (puc.)
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1. 2(3H)-Furanone, 5-methyl-
100+ 55
98
43
504 |
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26 39 7’
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N 1z 1218 25 2|B,3D 3z 34 37, | ] | 2,5 5|E 60 ez Tlm 7 79 82 @ 95 57| [100
10 15 20 25 30 35 40 45 50 60 65 70 75 80 85 90 95 100 105 110
[mainlib) 2(3H)-Furanane. S-methyl-
Name: 2(3H)}-Furanone. S-methyl -
Formuia: C5HgO2
MW: 98 Exact Mass: 58.0367794 CASH: 591-12-8 NIST#: 234785 |D: 19807 DB: mainlib D
2. Paromomycin
o] ¥
OH
—0,  NH2
m
HOw oH o
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504 Ha. iy NHz
1 ) OH
o
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133 2
4B 1E2173 191 o o07omgosn o6y 277 252 305 323
40 60 80 100 120 140 160 180 200 220 240 260 260 300 320 340 360 380 400 420 440 260 480 500 520 540 560 580 600 620
{mainlib) Paromomycin
Name: Paromomycin -
Fommula: C23H45N5014
MW: 15 Fxact Mass: 615 296303 CAS: 7542-372 NISTA: 116563 1D 4301 D: mainl |_|
3. 4H-Pyran-4-one, 2,3-dihydro-3,5-dihydroxy-6-methyl-
1004 4
laa
0
HO H H
. e
he .
0 )
45 55
27 29 7
2 | 3a *®
! ] .35‘I| T FUEE A i ® 1 s 128 !
20 0 4 50 60 7 80 50 100 110 120 130 10 150
{mainlib) 4H-Pyran-4-one, 2,3-dihydro-3, 5-dihydraxy-6-methyl-
Mame: 4H-Pyran-4-one, 2.3-dihydro-3. 5-dihydroxy-6-methyl- F
Formula: CgHgO4
1AW, 144 Exact Mass: 144042268 CAS#; 28564-83-2 NIST#: 156511 1D, 6436 DB. mairii D
4. 4,4-Dimethyl-cyclohex-2-en-1-ol
55
e I m
69
93
57 -
504 &7 | 7 126
[ | B 97
77
53 |56 & 8 OH
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51 58 - i s |T .
A Y o O N il
| | L | [ I I |
@0 45 50 55 60 &5 70 75 80 85 0 % 100 105 110 115 120 125 130 135 140
{mainlib} 4,4-Dimethyl-cyclohex-2-en-1-ol
Mame: 4 4-Dimethyl-cyclohex-2-en-1-l
Formula: CgH140
MWW; 126 Exact Mass: 126104465 NIST2#, 143725 D& 18233 DB: mainib




5.
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7-Hexadecenal, (Z)-
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[mainlib) 7-Hexadecenal, (7}
Name: 7-Hexadecenal, (Z)- | =
Formula: CgH300
MW: 238 Exact Mass: 238 229666 CASH: 56757-40-1 NISTH: 130864 |D&: 17856 DB: mainlib m
6. 11-Oxa-dispiro[4.0.4.1]undecan-1-ol
100] B
o
HO.
41 55 &7
504 _ &
! 39
23 43
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69
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\ - 9 95 12 124
‘ ‘ - H ‘ & 9 - 108
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[mainlib} 11-Cxa-dispiro[4.0.4.1undecan-1-ol
Name: 11-Oxa-dispira[4.0.4. 1undecan-1-ol
Fomula; C1gH1602
MW: 168 Exact Mass: 168.115029 MISTH: 190185 |D&: 43022 DB: mainlib
7. 2(5H)-Furanone, 4-methyl-3-(2-methyl-2-propenyl)-
107
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23 2 40 " 50/52(54 o 65 70| o3 92)q, s o
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20 30 0 50 A 8l 50 100 110 120 130 140 150 160
{mainlib) 2(5H}-Furanone, 4-methyl-3-{Z-methyl-2-propenyl)-
MName: 2(5H}-Furanone, 4-methyl-3-2-methyl-2-properyl)-
Fomula: CgHy
MW 152 Exact Mass; 152.08373 CASH, 89902-23-8 NIST#. 151043 |D#; 75168 DB: mainib
8. Sarreroside
100] "
43 /C'
<
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i 209 229 o5 309 37 T i “
257 271 327337 ‘ 365
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40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 36D 380 400 420 440 460 480 500 520 540 560
[mainlib) Sameroside
Name: Sareroside
Formula: C3gH42010
MW: 562 Exact Mass: 562 277798 NISTH: 128184 |D: 40520 DB: mainlib
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9. Estra-1,3,5(10)-trien-17.beta.-ol
wl @ 57
OH
55
41
50{ 7
45
69 - 25
60
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& 103 |
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0 50 50 ) D S0 100 HD 120 130 140 150 160 170 180 180 200 210 220 230 24D 250 260 270
{mairllib) Estra-1,3,5(100ren-178-0l
Name: Estra-1,3,5(10Hrien-175-ol B
Fomula: C1gHz40
MW: 256 Bxact Mass: 256.182714 CAS#: 2529-64-8 NIST#: 254855 ID#. 7345 DB: mainlib H
10. 9-[2-Deoxy-.beta.-d-ribohexopyranosyl]purin-6(1H)-one
100{ 73
0
57 ‘
M
13 Hr|4 \\\\
e /
T N
o B
60
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L 111 Y “ A .\l NI || I‘ \|| 157088 173 w127 2 =8 282
o 50 e 7D BD %0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290
{mainlib) 8-[2-Deaxy-B-dibohexopyranosy purin-6{1H}-one
Mame: 92-Deaxy-f-d-ibohexopyranosyljpurn-6{1H}-one
Formula: C11H14N405
1AWV: 282 Exact Mass: 282 09642 CAS#: 107712-13:0 NIST#: 212232 |D#: 37328 DB: mainib
11. Ethyliso-allocholate
100] 4
5
69
81
5 17 29 o5
g1 107
74 121
60 12 s HO
143
" 188 4
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400
185 107 = po % ET I
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€0 70 20 S0 100 110 120 130 140 150 160 170 180 150 200 210 ED 230 240 250 260 270 280 290 300 310 320 33D 340 350 360 370 380 390 400 410 420 4307440 450
(mainlib) Ethyl iso-allocholate
MW: 436 Exact Mass: 436 318874 NIST#: 43053 |D£. 6654 DB: mainlib

Name: Ethyl iso-allocholate
Fomula: CagH4405

Ll o ‘I n |I|| ‘| 418
100] 4

12. Spiro[androst-5-ene-17,1'-cyclobutan]-2'-one, 3-hydroxy-, (3.beta.,17.beta.)
55
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{mainlib) Spira[androst-5-ene-17,1 tyclohutan] 2-\:ne :H'vy\:lrmq. ISB.W’E)-
Name: Spiro[androst-5-ene-17,1cyclobutan]-2-one, 3ydroxy-, (38, 178k
Formula: CzzH3202
MW 328 Exact Mass: 328.24023 CASH: 60534-16-9 NISTH: 55793 |D&. 2253 DB: mainlib
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13. Stevioside
B
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{mainib) Stevioside
Name: Stevioside
Formula: CagHga218
MW: 804 Exact Mass: 804 377964 CASH: 77-05-4 NISTH: 256052 |D#: 28341 DB: mainiib
14. .alpha.-D-Glucopyranoside, methyl 4,6-O-nonylidene-
100 o
o 5 e
60
o)
OH
A \c >
31 55|
504 OH
127 205
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e 81| 87 i
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{mainlib) a-D-Glucopyranoside, methyl 4,6-0-nonylidene-
MName: a-D-Glucopyranoside, methyl 4,6-0-nonylidene-
Formula: C1gH3p0g
MW: 318 Exact Mass: 318.204239 CASH: 123828-45-5 NIST#: 156011 ID#: 37331 DE: mainib
15. Undecanoicacid
100 & 7
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4
57 71
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10 20 30 40 50 60 70 20 50 100 110 120 130 140 150 160 170 1800 180 200
{mainlib) Undecanoic acid
Name: Undecanoic acid [=
Formula: C11Hz2072
MW: 186 Exact Mass: 186.16198 CASH: 112-37-8 NISTH: 229862 |D#: 28434 DB: mainlib 3
16. Pentadecanoicacid
73
1004 2 o
4 35 O% (\/\A/W\\/\
OH
5 125
69
23 23
& g 195
sollles ! 115 143 . 247
= LT 157 m
1 125 213
N N 102 1P T O O O o S S L 0 R0 k= |
10 20 30 40 50 60 70 80 50 00 10 1200 130 140 150 16D 170 180 150 200 210 220 230 24D 250
{mainlib) Pentadecanoic acid
Name: Pentadecanoic acid
Formula: C15H3002
MWW: 242 Exact Mass: 242 72458 CASH: 1002-84-2 NIST#: 352553 |D#: 36988 DB: mainlb

[«
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17. 9,9-Dimethoxybicyclo[3.3.1]nona-2,4-dione
w| % 57
11 5 6
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sl = o 11
1 85 % 1o 114 h
67 129 212
77 o7 95
A
a0 50 60 70 i 0 Lu 120 150 180 70 180 130 200 20 20
{mainlib) 3.5-Dimethoxybicyclo[2.3.1inona-2.4-dione
Mame: 9,5-Dimethoxybicyclo[3.3.1jnona-2 4-dione
Fomula; C11H1604
WIW: 212 Exact Mass: 212104359 CASH: 117132-08-8 NIST#: 106223 1D#: 7335 DB: mainiio

18. 1-Heptatriacotanol

wo] %
55 .
B e o N
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40 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
{mainlib) 1-Heptatriacotanol
Mame: 1-Heptatriacotanol
Fomula: C37H7
MVV: 536 Bxact Mass: 536 58962 CASH: 105794-58-9 NIST#: 127968 |0 6504 DB: mainlib
19. Retinal
100{ 51
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63 105 11 ) \)
55 B S S Sy
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{mainlib) Retinal
Name: Retinal [«
Formula: CapH220
MWV: 284 Exact Mass: 284214016 CASH: 116-31-4 NIST#: 68281 |D#: 55230 DB: mainlib =
20. 3.alpha.-(Trimethylsiloxy)cholest-5-ene
100 57 73 129
81 95
33
~./
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217 ‘ ‘ | s 458
|I‘I|| syl | \| L m || ! I
50 60 70 B0 90 100 170 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 330 400 470 420 430 440 450 460 470
{mainlib) 3a-Timethylsiooicholest-5ene
Mame: 3a-{Trimethylsiloxyjcholest-3-ene
Formula: CagHg405i
MW: 458 Exact Mass: 458.334332 CASH: 16134-40-0 NIST#: 33657 ID#: 24620 DB: mainlib
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21. 2-(4-Hydroxybutyl)cyclohexanol
100 &7 81
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imainiib) 2-4-Hydroseybuylloyclohesans]
Name: 2 & Hydrowybutylicyclohexansl
Formuia: C1gHzp02
M- 172 Bxact Mass: 172 14633 NIST#: 185446 ID#: 30135 DB: mainlib
22. Desulphosinigrin
100 & }
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{mainlib) Desulphosinigrin
Mame: Desulphosinigrin
Fomula: C1gH17NOgS
MW: 279 Exact Mass: 279.077658 CAS#: 5115-81-1 NIST#: 74072 |D4: 28432 DB: mainlb

73

23. .beta.-D-Glucopyranose, 4-O-.beta.-D-galactopyranosyl-
1004

LK) 145 15
L “| ||1{~‘5' | 173131 W1 155 207 215222 23 25 265
10 20 30 40 50 6 70 80 50 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350
{mainlib) B-D-Glucopyranose, 4-0-f-D-galactopyranosyl-
Name: B-D-Glucopyranose, 4-0-8-D-galactopyranosyl-
Formula: C12H22011
MWW 342 Exact Mass: 342 11621 CASH: 5965-66-2 NISTH: 236508 |D#: 36983 DB: mainlb

24. 2-Acetylamino-3-hydroxy-propionic acid
109 A
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[mainlib} 2-Acetylamino-3hydraxg-propionic acid
Name: 2-Acetylamino-3-+ydroxy-propionic acid
Fomula: CgHgNO4
MW 147 Expct Mass: 147053158 NIST#: 190204 ID#2: 6510 DB: mainlib
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25. n-Decanoicacid

100 &0
7
I
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10 E) 30 0 50 &0 70 20 50 100 110 120 130 140 150 160 170 180
{mainlib) n-Decanoic acid
Name: n-Decanoic acid -
Formula: C1pH2002
MVW: 172 Exmct Mass: 172.14633 CASH: 334-48-5 NIST#: 228813 |D#: 28425 DB mairlib Q
26. 1,2,3,5-Cyclohexanetetrol, (1.alpha.,2.beta.,3.alpha.,5.beta.)-
100 s
OH
HO. H
504
57
73
12
45 86 OH
1 .
55 by
4 |y &
33 &7 51 59 . %7 102 130
. T s sl s flelmy ol m7sn sTs T 1 198
D 4 50 &0 70 R 100 10 120 130 140 150 160
(mainlib} 1,2,3,5-Cyclohexanetetrol, (1a,2B, 30,56
Name: 1.2.3 5-Cyclohexanetetrol. (1a.28.3a 56)
Formula: CgH1204
IMW: 148 Exact Mass: 148.073559 CASH: 53585-08-3 NIST#: 4539 ID#: 28391 DE: mainiio
27. d-Glycero-d-galacto-heptose
o] %
7
(o}
HO
&0 H
50 H
HO
57
7
H
63 85 )
& g M 133 -
7 ] 90 7
53 77 I P 149 - " 17
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0 50 50 70 80 50 100 110 120 130 140 150 160 170 180 150 200 210 230
{mainlib) d-Glycero-d-galacto-heptose
MName: d-Glycero-d-galacto-heptose
Formula: C7H1407
1MW: 210 Exact Mass: 210073853 CAS#: 77770515 NIST# 130144 ID#: 8590 DE: mainlib
28. 1,2,3,4-Cyclopentanetetrol, (1.alpha.,2.beta.,3.beta.,4.alpha.)-
100 i
50
OH
HO: H
54 57 98
44
43 HO
45 ™ 97
4 56 [su]
|74
72
&) 47 58 |61 & 95 e
. e B X R A A R K | . o[
S 50 55 &0 8 70 75 & : o 85 100 105 110 15 120 125 130 335 140
{mainlib) 1,2,3.4-Cyclopentanetetrol, (1a,28.3p 4a)-
MName: 1,23 4-Cyclopertanetetrol, (1,28 .35, 4a)
Formula: CgH{g04
MW: 134 Exact Mass: 134.057309 CAS#: 14003-71-5 NIST#: 37785 D#: 37483 DE: mainlib




1004
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29. 1,6-Anhydro-.beta.-d-talopyranose
60

I~

HO
56

48 47

4

W e =
0 | |

J o
40 50 60
{mainlib) 1,6-Anhydrof-d4alopyrancse

70
Mame: 1.6-Anhydrofd4alopyranose
Formula: CgH1g0s

7072

MW: 162 Exact Mass: 162.062823 NIST#: 133058 |D4: 28440 DE: mainlio

30. d-Glycero-d-ido-heptose
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{mainlib) d-Glycero-dido-heptose

Mame: d-Glycero-dido-+eptose
Fommula: C7H1407

70
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- Chi / wm|
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II.||\M|HI 851y, 11,107
80

100
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110

140 160
{mainlib) a-D-Glucopyranoside, O-a-D-glucopyranosyl-{1 fwdarw. 2}3-Dfructofuranosyl

Mame: a-D-Glucopyraneside, O-a-D-glucopyranosyl-(1 fwdarw. 3H3-D4ructofuranosyl
Formula: C1gH32015

1004

MW: 210 Exact Mass: 210.073953 NIST#: 130143 104 8686 DB: mainib

120

125

140

150

133
L t3r 13 M8 g 161
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200
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126

MW: 504 Exact Mass: 504 165035 CASH: 537-12-6 NISTH: 75514 |D&: 37482 DB: mainlib
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31. alpha.-D-Glucopyranoside, O-.alpha.-D-glucopyranosyl-(1.fwdarw.3)-.beta.-D-fructofuranosyl
73

32. 3-Deoxy-d-mannoic lactone
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504
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40

{mainlib) 3-Decxy-d-mannoic lactone

50
Mame: 3-Deoxy-d-mannoic lactone
Fomula: CgH1005
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MW: 162 Exact Mass: 162 052823 NIST#: 127871 1D&: 14433 DB: mainlib
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33. 3-Deoxy-d-mannonic acid
a4
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1004
54
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{mainlib) 3-Decxy-dmannonic acid
Mame: 3-Deoxy-d-mannonic acid
Formula: CgH120.
MW/ 180 Exact Mass: 180.063388 NIST#: 127872 ID#: 14573 DB: mainlib
34. 1-[N-Aziridyl]propane-2-thiol
we| A
44
SH
56 f )
2 |4 N
43
-
50+ o - " " 102
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7
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2 o i
55 2 101 116
4 5 B3 8 & | m|| T 2 &
Il L o T
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40 45 50 55 60 65 70 75 80 85 50 95 100 105 10 118 120 125 130
{mainlib) 1-[N-Azirdyljpropane-2thiol
Name: 1{N-Azindylpropane-24hiol
Formula: CsH11NS
MW: 117 Exact Mass: 117.06122 NIST#: 255075 |D#: 2405 DB: mainlip
35. I-Gala-l-ido-octose
wo|
O
HO.
73 H
54 57 H
41 HO'
50 71 HO
7 8 57
91 oH
i | ‘ ‘ ‘ ‘ if ‘ ‘55 T e s T 145 163 175
115 135135 154 1
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40 50 60 70 80 S0 100 110 12 30 140 150 160 170 180 150 200 210 220 230 240 250
(mainlib) Hzalz4-do-octose
Name: [-Gala{4do-octose
Formula: CgH1608
MVY: 240 Exact Mass: 240.0845175 NIST#: 130121 |D#: 6338 DB: mainlib
36. Octadecanoicacid
43
100+
73
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Vi
41
OH
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69
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27 39|45 81 143 7 189
[t 3] ‘ - WL H | 139 187 o 255
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10 20 30 40 50 60 70 80 50 100 110 1200 130 140 10 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300
{mainlib) Octadecanoic acid
Name: Octadecancic acid
Fomula: CqgH3502
MW: 284 Exact Mass: 284 27153 CAS#: 57-11-4 NISTH: 290961 |D&: 86591 DE: mainlib
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37. 9-[2-Deoxy-.beta.-d-ribohexopyranosyl]purin-6(1H)-one
1004 s
o
57 |
I,
136 HT ) \\
sy A Sy, N
60
o H
41(45
. 57
i 5 81 102
83 147 HO OH
E7 g1 m 128
B A e s IR A Ll il LAl we o m ooy o = 2
40 50 60 70 80 50 100 10 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 230
[mainlib) 9-[2-Deaxy-f-d-ribohexopyranosyllpurin-6(1H)-one
Name: $-2-Deoxy f-d-ibohexopyranosyljpurin-5{1Hyone
Formuls: C11H14N4Os
MW: 282 Exact Mass: 282 09642 CASHE: 107712-13-0 NIST#: 212232 |D&: 37328 DB: mainlib
38. Decanoicacid, 2,3-dihydroxypropyl ester
100] 15
OH
\/W\/\/CI\/XVCH
7 I
o
L P 12
57 58 & 215
41 55 ?
- 126
& & 112
7731 ‘ I ‘ 81 % | | 128 ‘43W ‘ ‘
- 5 Ll | |||4? | n‘|53 ‘|‘|‘ ||| .|BI5 Erlg‘ll‘l nimin 1‘2|E N | Ll [ 1190 158 203 | 227 242
10 20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150 200 210 20 230 240 250 260
{mainlib) Decanoic acid, 2,3-dilydroxypropyl ester
Mame: Decanoic acid, 2, 3-dinydroxypropyl ester -
Formula: C13H2604
MW: 246 Exact Mass: 246.183109 CAS#: 2277-23-8 NIST#: 237265 |D#: 127821 DB: mainlib
39. 9,12,15-Octadecatrienoic acid, 2-[(trimethylsilyl)oxy]-1-[[(trimethylsilyl)oxy]methyl]ethyl ester,
(2.2.2)-
100 4
73
5 )
J o
5H 143 (i
_T_
7 221
155 11 G ‘
169 281
o g il 1oty |\||n| il 2’?5 %2 L 2P
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
[mainlib) 9.12,15-Octadecatrienoic acid, 2-[trimethysiyljocy]-1-[[fimethylsind oy Imethyllethnd ester, (Z,.2.2)-
Name: 9,12,15-Octadecatriencic acid, 2-[¢rimethylsitjooey]-1-[[frimethyisityljooyimethyllethyl ester, (22,2}
Formula: Ca7H57045i7
MWV 496 Exact Mass: 496 340414 CASH: 55521-23-8 NISTH: 18114 |D&: 3361 DB: mainlib
40. trans-Z-.alpha.-Bisabolene epoxide
41
1004
41
O\
5
55
& 57 53 19 )
107 T
53 £ I N 7
82 105
‘ 71 " 121 1o 1
&5 118 159
5 . 85 ‘57 123 | ‘ 149 164 _ )
! |l ‘ O3 L 110 A 1 RO 0. LR OO OO VY. R . =
40 50 60 0 80 o 120 130 140 150 160 170 180 150 200 210 20 30
[mainlib) trans-Z-c-Bisabolene epoxide
Mame: trans-Z-a-Bisabolene epoxide
Formula: C15H240
MW: 220 Exact Mass: 220.182715 NIST#: 131711 |D#: 5594 DB: mainlib
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41. 9,10-Secocholesta-5,

7,10(19)-triene-3,24,25-triol, (3.beta.,5Z,7E)-
100d 4 55 136
18
OH
59
65 oy
91
50 |
105
145 158
ki 207 =
176
253 7
189 199 11 221 2 21 9e1 HO -
i Ll || ik il I
40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 330 400 410 420 430
{mainlib) 3,10-Secocholesta-5,7,10(19)4rene-3.24,25+riol, (33.5Z.7E)-
Name: 9,10-Secocholesta-5.7, 10{19)4riene-3,24 254riol, {3352 7E)
Fomula; Co7H4403
MW: 416 Exact Mass: 416.329044 CASH: 40013-87-4 NIST#: 28309 |D#: 6382 DB: mainlib
42. Pseduosarsasapogenin-5,20-dien
wo] ¥

55

504

oH
HO T
121133 445153
181 - 215 317 i
175 185 . - w3 357
197 2 - s -
|‘||| ‘ Wbl Lo Llily .I.M.m ol 24 2.?’ ul ZI%? 299 al 327 Al \|| 3?5 Eind 3%8 n
40 50 B0 70 B0 S0 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 290 300 210 320 330 340 350 360 370 380 390 400 410 420
[mainlib) Peeduosarsasapogenin-5,20-dien
Mame: Pseduosarsasapogenin-5,20-dien
Formula: Ca7H4;
MW: 414 Exact Mass: 414.313395 NIST#: 214845 |D#. 6634 DB: mainib
' o . . ,
43. [1,1'-Bicyclopropyl]-2-octanoic acid, 2'-hexyl-, methyl ester
100{ . 7
ﬂ
A /\/W
55 \‘C
59 o
504 & 81
63 95
39 57 71
73 109
£
‘ ‘ Bl 51‘ i g 137 151 165 2
51 | | | | H | 125 7143 7 ; - 531
Sl HLH“ ||\I_|||||II -|!|"|'||.”“““1|‘ Mm\Ilnl”l“!nI IO SR [ ].'Dl'%u . .2[3.;215 A 1 S ! . o } 1
30 40 50 60 70D 8 90 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 290 300 310 320
{mainlib) [1.1"-Bicyclopropyl]-2-octancic acid, 2-hexyl-. methyl ester
Mame: [1.1-Bicyclopropy|-2-octancic acid, 2-hexyl-, methyl ester
Formula; Cz1H3802
MV/: 322 Exact Mass: 322 28718 CAS#: 56687-68-4 NISTé: 35865 |02 37105 DB: mainib
44. 9-Octadecenoic acid, (2-phenyl-1,3-dioxolan-4-yl)methyl ester, cis-
100 i3
45 €L
]
L
504
28 RN
122 935
129‘ 149 . 264 i
Bl o J55 185 13 497 357 991 g39 283 1T gpaomeasy 309 33 33 am 36T am
2030 40 50 60 70 80 30 100 110 120 130 140 150 160 170 180 190 200 210 220 230 24D 250 260 270 230 290 300 310 320 330 340 350 360 370 380 330 400 410 420 430 440 450
[mainlib) $Octadecencic acid, {2phermyl-1, 3dioxolan-4+l)methyl ester, cis-
Mame: $-Octadecencic acid, (2-phenyl-1,3-dioxolan-d+yljmethyl ester, cis-
Formula: CpgH4404
MW 444 Exact Mass: 444 32396 CASH: 56535452 NIST#: 36519 ID#: 37112 DB mairlib
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45. Pterin-6-carboxylic acid

w] %

504

HN/:\|/O IH
HaN %
41

1 M
69
. 163
60 73
49 53‘ ‘ | 67 77 85 B g 105 122 131 125 148
7100 13 126 177 207
N ‘ |.‘|IHI||\II RN O P P e P PRI s R I R [ 188 1
P 50 €0 i &0 50 10 10 120 130 120 150 180 170 180 150 200 210 220
[mainlib) Ptern-E-carboxylic acid
Mame: Pterin-G-carboxyic acid F
Formulz: C7H5N503
MVV: 207 Exact Mass: 207.039239 CAS#: 948-60-7 NISTe: 127363 |D&: 14425 DB: mainlib
46. Pseduosarsasapogenin-5,20-dien methylether
100{ 7
55
ol 2 o
HO TR
7w o
85 121133 g5 161
oL UL

n
267
175 125 253
ool e 233, 225, 280 Qo Ll L | we 3w 3
“ar
40 50 60 70 80 S0 100 170 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 350 400 470 420 430 440
Mame: Peeduosarsasapogenin-5,20-dien methyl ether
Formula: CogH4403

42
L, 37 38 36 a0 |
MW: 428 Bxact Mass: 428.329044 CASH: 7604-99-1 NIST#: 214842 |D#t: 37268 DB: mainiib

[mainlib) Pseduosarsasapogenin-5, 20-dien methyl ether

355
285 300

1004

47. Ergostane-5,25-diol, 3,6,12-tris[(trimethylsilyl)oxy]-, 25-acetate, (3.beta.,5.alpha.,6.beta.,12.beta.)-
73

0
504

/
g
/o
/
\Si\t
429 ;o o
o/
433 s
1 o 415 I
[ | L L 502 544 574 B4
40 &0 80 100 120 140 160 180 200 220 240 260 230 300 320 340 360 380 400 420 440 460 480 500 520 540 560 580 600 620 640 660 680 FOO 720
{mainlib) Ergostane-5,25-diol, 3,8, 124ris[trimethylsilyljoxy]-, 25-acetate, (3B,5a,68.128)
MName: Ergostane-5,25-diol, 3,6,124nis[frimethylsitdjoxy]-, 25-acetate, (33 5,68, 125}
Formula: CagH760g5i3
MW: 724 Exact Mass: 72449497 CASH: 56053-01-1 NIST4: 49292 |D#: 36962 DB: mainlib
48. [1-(3,3-Dimethyloxiran-2-ylmethyl)-3, 7-dimethylocta-2, 6-dienyl] trimethylsilane
100 i
|
)\/\) T i
504 Ty M
69
41
75 93 144
3 21 7
55 107
59 7 135
67 ‘Ml 91[95 1%
23 38| |- 53‘ ‘ - 161 7 7 -
o ul | |IL1’ | \‘|E|1 \||||\ ||”\||IS" |\|||I\|||w|| \\llll\\ I\‘I‘Il ‘H_lui‘l‘\ﬁ ol "HI:'S 173,188 195 2?’ 225 2?1 261 278
200 30 40 0 60 70 80 % 100 110 120 130 140 150 16D 170 180 150 200 210 220 230 240 250 260 270 280 290 300
{mainlib} [14(3,3-Dimethyloxiran-23dmethyl}-3, 7-dimethylocta-2 6-dienyl timethylsilane
MName: [1-3,3-Dimethyloxiran-2+imethyl}-3, 7-dimethylocta-2, 6-dienyltrimethylsilane
Fomula: C1gH3405i
MW: 234 Exact Mass: 294, 237892 NIST#: 192030 |D£: 37529 DB: mainlib
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49. 25-Hydroxycholesterol, dimethylether
73

1004

5H

55 gg| 81 g5 107
) ‘ ‘ | m e 173 213 20 351 383 e
85 | ! 7 273 7 366
142 |\. A ||I|“H ||||.I Ll .\LI. uly IJJH' I IR~ L5 O OO Al A N M l 403 415 430
10 20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 350 400 410 420 430 440
mainlib) 25-Hydroxpcholesterol, dimethyl ether

Name: 25-Hydroxycholesterol, dimethyl ether
Formula: CgH5002

MW: 430 Bxact Mass: 430 38108 NIST#: 365567 |D#: 37288 DB: mainlb

50. Dodecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)methyl]ethyl ester

h

100 7
45 P )
0
504 o
c./k
29 55 149
8. 8 ‘ 153 e
60 fn I
o || ‘ Il H'l |‘ 'UJ,]J\ ||‘I”| (HNAN m12|1\ 1llﬁ | I| 187, 17 | 05 218 285
20 30 40 50 60 70O 80 50 100 MO 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 3T
imainlib) Dodecancic acid, 2-acetyloxy)-1-{{acatyloxy)methyllethy ester

Name: Dodecanoic acid, 2-acetyloy)-1-[(@cetyloxy)methyljethyl ester
Formula: C1gH240¢

MW: 358 Exact Mass: 358.235538 CASH: 55191430 NIST#: 16126 ID#: 37110 DB: mainlib

51. Allo-Inositol

100] 7
OH
HO- H
50
HO" H
OH
80
43 71 102
45 57
. UL Lol 8l & & 8 87 10 115 118 138 84 1ag 182 187
30 40 50 60 70 80 30 100 10 120 130 140 150 160 170 180 190
[mainlib) Allo-Inositol
Nazme: Allo-Inositol -
Formula; CgH120g
MW: 180 Exact Mass: 180.063388 CAS. 643-10-7 NIST#; 7492 ID&: 37483 DB: mainfib
52. 1,2,3,4,5-Cyclopentanepentol
100 i
OH
HO H
504
60 HO' OH
43 57 7
45 55 |7 143
4 | | Y B9 |2 o pi8385875530 a1 o7 105
o #0 A WA W N R R i - R L A L 1z [,
30 4 60 70 80 100 110 120 130 140 150 160
[mainlib) 1,2,3.4 5-Cyclopentanepertol
MName: 1.2.3.4,5Cyclopertanepentol
Formula; CsH1p05
MVY: 150 Exact Mass: 150.052823 CAS#: 56772-25-9 NIST#: 37786 ID#: 37451 DB: mainlib
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1004

53. Dodecanoic acid, 2,3-bis(acetyloxy)propyl ester
73

5

I
50 . )

A
2 55

69 87
i3 117 18 ug 18 WS 218
il il s | g 208 L 227 233 755 264 285 298 313 M1
20 30 40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 380 370
{mainlib) Dodecanoic acid, 2,3-bis(acetyloxy)propyl ester
Name: Dodecanoic acid, 2,3-bis{acetyloxy)propyl ester
Fomula: C1gH340g
MW 358 Exact Mass: 358.235538 CASH:, 55191-44-1 NIST#. 16127 |D#: 37111 DB. mainiib
54. Neo-Inositol
1001 7
OH
HO! H
50|
HO H
OH
50
43 71 102
57
30 40 50 80 70 80 50 100 110 120 130 140 150 160 170 180 150
{mainlib) Neo-Inositol
Name: Neo-Inosital
Formula: CgH120g
MW: 130 Exact Mass: 180063388 CAS#: 483540 NIST#: 7495 | D& 37431 DB: mairlib
55. D-chiro-Inositol, 3-O-(2-amino-4-((carboxyiminomethyl)amino)-2,3,4,6-tetradeoxy-.alpha.-D-arabino-
hexopyranosyl)-
100 i
50

9 OH
NH NH32 HO H
A .
NH )\
) H
' OH
& 102
43

22 91 g7 111 120 _ 144
Sl la o WL MM ;S
40 50 &0 70 80 S0 100 MO 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 230 300 310 320 330 340 350 360 370 380 330
{mainlib) D-chiro-Inositol, 3-0-(2-amino-4-{{carboxyiminomethyljamino)-2 3.4, E4etradeoxy-a-D-arabino-hexopyranosyl)-
Mame: D-chiro-Inositol, 3-0-{2-amino-4-{{carbexyiminomethyllamino)-2.3.4 6+etradecxy-a-D-arabino-hexopyranosyl} F
Formula; C14Hz5N30g
MW; 379 Exact Mass: 379155079 CAS: 6980-18-3 NIST#: 131435 |D&: 37450 DB: mainlb |_|
56. L-Lyxose
100{ 7
COH OH
i ¢ )\)\/DH
504 S ‘
OH
43
23 51
57 i
55
4 47 69 2 gy m
o 1a R s m‘ ‘| o [lLle Jlle ol ey e Tm mmw e W w
10 20 30 50 70 20 50 100 10 120 130 140 150 160 170
{mainlib) L-Lyxose
Mame: L-Lyxose
Formula: C5H1g05
MW: 150 Bxact Mass: 150.052823 CASH: 1945-78-6 NIST#: 76416 |D#: 37448 DB: mainlib
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100 7
oH
HO. H
504
Hor H
&0
OH
e 7 102
4l 53 57 63 85
. LT N 9 ||ls 81 85 B o197 109 115 125 144 162 181
il 40 50 Eil 70 80 90 100 110 120 130 140 150 160 170 180 150
{mainlib) Myo-Inositol
Name: Myo-Inositol -
Formula: CgH1206
W 180 Exact Mass: 180.063388 CAS#: 87-89-8 NIST#: 7496 Dt 37475 DB: mairlib Q
58. Scyllo-Inositol
100] s
OH
HO H
504
HO H
OH
i)
43 A 102
e 57 e o5 89 -
o L Aol 3 ]| 5 T, 97 08 115 118 12 144 149 162 181
30 40 50 B0 70 80 30 100 110 120 130 140 150 160 170 180 190
[mainlib) Scyllo-Inositol
Mame: Scyllo-Inositol -
Formulz: CgH120¢6
MW 180 Exact Mass: 180.063388 CAS#; 488-58-5 NIST#: 7434 |D; 37480 DB mailib ﬂ
59. D-Galactose
1004 7
/
&0 H
HO
50|
H
7 HE
43
57 /
2 HO
101
5 & 8 91 g 119 3
0 15 1|5 I|‘\|| 3|8\|| 4{ \||‘\ ! \‘I‘||\ \:ll\l:‘s3 ‘l Hl 108 11\5 | 125 ‘I 135 144 145 168
20 n 40 50 60 70 80 %0 100 10 120 130 140 150 160 170 180 130
{mainlib) D-Galactose
Name: D-Galactoss -
Fommula; CgH120g
WY 180 Exact Mass: 180.063388 CAS#: 53-23-4 NIST#: 76356 |D#: 37476 DB: mainlib H
60. d-Arabinose
100 B
60 Ho— H
504
HO OH
43
42
71
45 _— o
47 5 |sg 72|74 85 a1 b e 1w
N ‘ [ a9 5| | |7 | |s26068 || 75, 78 @183 T|87897 g3g56799 | | 106 109 114 197 | 121 124 127 130 | 135 138 145 149 152
40 7 20 90 100 110 120 130 140 150 160
{mainlib) d-Arabinose
Name: d-Arabinose
Fommula: CsH1g05

MW: 150 Exact Mass: 150.052823 CASH: 10323-20-3 NIST#: 124379 |D&: 37442 DE: mainlib
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61. [-Inositol

108 7
OH
HO. H
T
504
HO H
OH
&0 102
43 bl
45 57
o m“” Ll olllp o5 P 7 | e 18 12 b
0 40 50 60 7l 80 90 100 10 120 130 140 150 160 170 180 130
{mainlib) -nositol
Name: -Inositol
Fomula: CgH120g
MW: 180 Exact Mass: 180.063388 NIST#: 7451 ID#: 37488 DB: mainlib
62. .alpha.-Linolenic acid, trimethylsilyl ester
100 ®
7 I
o e \
57 95
504
335
5 14
‘ ‘ BT e st 320
bl vl e 198, 2 il 260 273 A L
10 20 30 40 50 60 70 20 S0 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360
[mainlib) a-Linolenic acid, trimethylsik ester
Mame: o-Linolenic acid. timethylsilyl ester
Formula: C31H3g025i
MWW: 350 Exact Mass: 350.264107 CASH: 97844-13-8 NIST#: 73020 |D#: 41218 DB: mainlib
63. 12-Hydroxy-3-keto-bisnor-4-cholenic acid
0] %

55

I
0
I
81

OH H
504 67
91 107 K
C/ 255
342
147 271
159
7 213 7
| “ 73430 g7 200 | = oW g, | 380
LWL |.II|.| ‘|\“|I|I L1 ||| i ‘l‘ll n || | [ i I ||I .
40 50 60 70 80 S0 100 M0 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 3N
{mainlib} 12-Hydraxy-Hceto-bisnor-4-cholenic acid
MName: 12-Hydroxy-3Hceto-bisnor-4-cholenic acid
Formula: CopH3204
VY- 360 Exact Mass: 360 230059 NIST2: 252015 |D#: 5620 DE: mainkb
64. Eicosanoicacid
100 4
57
7 0
4 55
60
7 W\\/W\\/\\/\/\/\CH
504
7
65
29
8 97 129
145 7
a0y i 125 w1 b CICH - A Y - T
i ‘ || || ‘ 189 7 25 283
o N T ...|‘\‘. .H‘ il |.||_||‘IH.|\|I ORI [ ...|| Lt A A | L8 22 32
20 30 4 50 60 7 80 S0 100 10 120 130 14D 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320
[mainlib) Eicosanoic acid
Nazme: Eicosanoic acid
Formula; CapH4p02
MW: 312 Exact Mass: 312.30283 CASH: 506-30-5 NIST#: 160470 |D#: 7492 DB: mainlio




w %
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65. .beta. Carotene

536
s 105 e Y\/\K\/\/K/”\\/K/
L 51 )
s
81 (85
133 145 157
17

Lis
' 183 197 209 268
7 3 2 255 | - . Ky} 257 430 ‘ .
o ‘Hh“\ II‘HH LIlJU [ 2?3 I 3‘15 I ||u||n |‘I Ll M\B || i 4'?" Il
40 60 80 100 120 140 160 180 200 220 240 26D 280 300 320 340 360 380 400 420 44D 460 480 500 520 540

{mainlib) B Carotene

Mame: B Carotene [
Formula: C4pHsg

MW 536 Exact Mass: 536.4382 CASH: 7235-40-7 NISTH: 68285 |D#: 14154 DB: mainlb ﬂ

66. cis-5,8,11-Ficosatrienoic acid, trimethylsilyl ester
100] 7
I\
\/\) Si/
N L o~ \
o || nr
504

. i\ i N N
157‘ 171 192
ol 15
10 20 30 40 50 &0 70 80
{mainlib) cis-5.8.11-Eicosatriencic acid, timethylsityl ester

233 248 363
Dl o | 8 me  BEER ey o7iam 2Baes 37 ma 33 5 > I
30 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350 360 370 380 390
Name: cis-5.8.11-Eicosatriencic acid, timethylsityl ester
Formula; Cz3H42025i
MW: 378 Exact Mass: 378.295406 NIST#; 333536 |D#; 37652 DB: mairlib

1004

| =
67. 3.beta.-Hydroxyguaia-4(15),10(14),11(13)-trien-6,12-olide 8-(.alpha.,.beta.-dihydroxybutyrate)
5

75
HC'\ ] OH
o 91 |
50| e
= OH
w 105
53 244
o 95 19 129
! 83 148 7
& 155
) LI T
50 60 70 80 90 100 110 120 130

160 170
Mame: 33-Hydroxyguaia-4(15),10(14).11(13Hrien-6.12-lide 8-{a B-dihydroxybutyrate)
Formula; C1gHz407

180
MW: 364 Exact Mass: 364.152203 NIST#: 105322 |D&: 23788 DB: mainlib

1T 181 ‘ 2[‘51
1407 150 )
{mainlib) 33-Hydrocerguaia-4(15),10(14),11{13}rien-6,12-olide 8-{o B-dihydroceybutyrate)

364
190 200 210 220 230 240 250 260 270 280 280 300 310 320 330 340 350 360 370

68. Hexadecanoicacid, ethylester
1004

23

504

il

43
41
2 55
-
3
g1 69 157
i : ” 5 ‘ i i 1 123 142 185 198 213 = i
7 ! 71177 7 <
0 18 ‘\31 ] |.|4’ \I||| (1IN I.|||| \“\ [N ‘ sl ‘. 49 | 183 M e 1205 2021 22 |.|. 2?5 267 L
m 20 30 40 5 e 70 80 % 100 110 120 130 140 150 160 170 180 180 200 210 220 230 240 250 260 270 280 250 300
{mainlib) Hexadecanoic acid, sthyl ester
Mame: Hexadecanoic acid, ethyl ester
Formula; C1gH3y
MW: 284 Exact Mass: 284.27153 CAS#: 628-97-7 NISTH: 233204 |D#: 52733 DEB: mainlib

»

i
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69. Bicyclo[4.4.0]dec-2-ene-4-ol, 2-methyl-9-(prop-1-en-3-ol-2-yl)-
100{ 4
HC.
105 ns
55 143
91 187 T T
73 93 H ‘
504 43
69
— |81 95
n 185
23 33 v}
53|57 o 57 1323 -
27 &l |7 03 218
135
[ e e bl D, A, 1Ll
60 73 190
I .\| .||\| ‘|I||MI.|.|‘||\.|“_..‘ |‘| |\_‘||\|\|I|\.|‘|_‘|HI||||‘\|.\Ill|..\|I\.|.||‘.||wl.155 ||\ Ll 235
20 30 40 50 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
[mainlib) Bicyclo[4 4 0ldec-2-ene-4-ol, 2methyl-9-prop-1-en-3-ol-2+d)-
MName: Bicyclo]4.4 Ojdec-2-ene-4-ol, 2-methyl-3-prop-1-en-3-ol-23)-
Formula; C15H2402
MWV 236 Exact Mass: 236.17763 NIST#H: 196797 |D#: 3766 DB: mainlb
70. Kauren-18-ol, acetate, (4.beta.)-
100 N
g
a1 65 —_
504 31 o]
55 93 //
67 79 h
b5 105 o
123
| 13 330
47 53 M leg - 145 139 187 257
o 1 O O o
oLl ‘\m||,||| 1P 1 RN \ % t
30 4 5 & 70 8 9 100 10 120 130 140 150 60 170 180 150 200 210 220 230 240 250 260 27D 280 280 300 310 320 330 340
{mainlib) Kauren-18-ol, acetate, (45)-
Mame: Kauren-18-0l, acetate, (45)-
Formula; CapH340:
MW: 330 Exact Mass: 330.25588 CASH: 72150-74-4 NIST#: 27058 |D#: 8051 DB: mainiib
71. Carda-4,20(22)-dienolide, 3-[(6-deoxy-3-O-methyl-.alpha.-D-allopyranosyl)oxy]-1,14-dihydroxy-,
(1.beta.,3.beta.)-
100{ 4
gy 91
a7 120
107
504 67 HO.
a1 57 | 74 131
125 B ™y
159
73181 o
159 335 mn
Myes 28 B 28 o e | ||\ Bl w0 T g 522 542
20 40 &0 80 100 120 140 16D 180 200 220 240 260 280 300 320 340 36D 380 400 420 440 46D 480 500
{mainlib) Carda-4,20{22)-dienclide, 3{{6-deoxy-3-0-methyl-a-D-allopyranosyljoxy]-1,14-dibydrooer-, (15.38)-
Name: Carda-4.20(22)-dienclide, 3-[{6-deoxy-3-0-methyl-c-D-allopyranosyljooy]-1,14-dibydrecy-, (18.38)-
Fomula: CapH440g
MW: 548 Exzct Mass: 548.298534 CAS#H: 56701-08-7 NIST#: 18343 |D&: 9637 DB: mainlib

520 540 560
1004

72. 30-Norlupan-28-oic acid, 3-hydroxy-21-methoxy-20-oxo-, methyl ester, (3.beta.)-
43

[0 ]
S
55
54
B . e

s 182
75

207
15 175

-
470 502
HO
215 S 434
Ly 2, 3 2 2, E R L - S L B
40 60 80 100 120 140 160 180 200 20 240 260 280 300 320 340 360 320 400 420 440 460 4280 500
{mainlib) 30-Morupan-28-vic acid, 3Hydroxy-21-methaxy-20-oxo-, methyl ester, (3f)
Mame: 30-Norupan-28-ic acid, 3mydraxy-21-methowy-20-0xa-, methyl ester, (38}
Formula; C31H5005
MW 502 Bxact Mass: 502.365826 CAS#: 55401-91-7 NIST#: 43201 |D#: 6782 DB: mainib




BECTHUK HOBbIX MEOWULMHCKUX TEXHOJIOTUWN, aneKTPOHHbII XypHan — 2017 —N 2

JOURNAL OF NEW MEDICAL TECHNOLOGIES, eEdition — 2017 — N 2
73. Isoaromadendreneepoxide

101 4
0
43
55
504
27 53
81 7
z » 67 91 1
79
53 - 9 108 s /\
i 2 123 149
57 65 123 162 177
51 ‘ 71 111 131 151 I 187 220
5 53‘ 5 55 ‘ | | ‘125 ‘ / 205
3|1 |||I\ \|\|||| \|||| "5|| Il 3‘5| |||| 1?? H. \|||| \|Im‘|||“ ||\“|I |_|| vally il L. ar
20 30 40 50 & 70 20 50 100 110 120 130 140 150 160 170 180 150 200 210 0 230
{mainlib) Isoaromadendrene epoxide
Mame: Isoaromadendrene epoxide F
Formula: C15H240
MW: 220 Exact Mass: 220.182715 NIST#: 155366 |D#: 2203 DB: mainlip ﬂ
74. 1H-3a,7-Methanoazulene, octahydro-1,9,9-trimethyl-4-methylene-,
(1.alpha.,3a.alpha.,7.alpha.,8a.beta.)-
100 e
31 121
161
A 107
7 i 118 1
4 57 189
504
77 94
55
147
65
£ 5 85 |
115
2 PO ‘ & ‘ m ‘ ‘ . .
: iz L2 L |
o || '|||‘15 |‘|I|| & I | S 1IN ||| C T NI | I .
20 30 40 50 &0 70 80 50 o0 110 120 130 140 150 160 170 180 130 200 210 220
[mainlib) 1H-3a,7-Methanoazulene, octahydro-1,9 Strimethyl-4-methylene-, (1o, 3aa 7a.8af)-
Mame: 1H-3a,7-Methanoazulene, octahydro-1,9.54rimethyl-4-methylene-, (1o, 3aa. 7a.8aB)- -
Formula: C15H24
MW: 204 Exact Mass: 204.1878 CASH: 508-55-4 NIST#: 378240 |D#: 164651 DB: mainlib
75. Andrographolide
1] #
41 HO
79 HO.
F 105
143 119
oH
50
67
il 05 123 ‘
g1 //
s &
w1
167 | _ 02 332
I L ||| ‘.l I | |“||| [ Z | |
30 40 50 €0 T0 8O 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
{mainlib) Andrographolide
Mame: Andrographolide
Formula: CagH3005
MW 350 Exact Mass: 350 209324 CAS#: 5508-58-7 NIST&: 301124 |D&: 53593 DB: mainlib
76. 3H-Naphtho[2,3-b]furan-2-one, 4-hydroxy-4a,5-dimethyl-3-methylene-3a,4,4a,5,6,7,9,9a-octahydro-
100 4
=
—
504
33 B 91 \
43 55 79 93 107 OH
53 77 139 230
145
65
57 215
45 T s ‘ ‘ T 159 169 1%
i 150 173 ‘ 197 248
- 63 - 212 | 218
3 |4" |5|5 | ‘h N ||| E\S ‘I | | || |I‘ Hl\ |‘|\||H|I‘\ \||| ‘l\llll\ |‘|||HI| ‘I' “Iu | I‘|I ‘ 1 Ll I‘I l
30 40 70 80 50 100 1o 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260
{mainlib) 2H-Naphtho[2,3-bFuran-2-one, 4-ydroxy-da S-dimethyl-3-methylene-3a,4 4a,5,6,7,9,9%a-octahydro-
Mame: 3H-Naphtho[2, 3-bfuran-2-one, 4-+ydroxy-4a,5-dimethyl-3-methylene-3a.4,45,5,6,7.9 Sa-octahydro-
Formula: C15H2p03
MW 248 Exact Mass: 248.141245 NIST#: 310157 |D&: 2031 DB: mainlib
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77. 2-[4-methyl-6-(2,6,6-trimethylcyclohex-1-enyl)hexa-1,3,5-trienyl]cyclohex- 1-en-1-carboxaldehyde
1004
41
504

55

] 3 135
78 105
5 118
67 T

=

o7
53 149 m
&5 33 - 159 oy 324
T O O
I ||‘ ‘l \‘HHM MlHn. ||‘||II | ||||I||||| ||||||| ||||||| |||||||| |H|‘I|\||H thl\H i ‘H‘ml\ll ||\|I\|| TR RN ARRAM ot 280208 A nik
30 40 5 6 7O 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
imainlib) 2-[4-methd-6-2.8. 64imethylcyclohex-1-emyhexz-1.2.54renyjeyclohex-1-en-1carboxaldehyde
Name: 2-[4-methyl-6-2 6. &4rimethyleyclohex-1-emylhexa-1.3 5rienyleyclohex-1-en-1carboxaldehyde
Formula; C23H330
MW 324 Exart Mass: 324245316 NIST#: 216092 ID#: 5606 DB: mainlb
78. 9,19-Cyclolanostan-3-ol, acetate, (3.beta.)
] 42
Vi
o —
50+ 57
&9 95
410
143
8 109 288
121 175
60 135 -
153 0 297 . 4
2% 279 M2 357 367 ‘ 455
3
||| s ‘|H \|||I| lm I\Ihnz% I 2%5 \lun il | B9 315 32|5 i | I 38, | 42|4 | A\
40 50 &0 70 80 S0 100 170 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 230 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480
[mainlib) 9,15-Cyclolanostan-3-ol, acetate, (3B}
Mame: §,19-Cyclolanostan-3-ol, acetate, (3f)- -
Formula; CapHR402
MWW: 470 Exact Mass: 47041238 CASH: 4575-74-0 NIST#: 45111 [D&: 7369 DB: mainlib ‘ |
79. Murolan-3,9(11)-diene-10-peroxy
104 4
41 159
59 91
e 55 ///
175
s 177
o]
77 147 N
& m2
8 ] . 218
& 165
e A1 1 il M\ i Al Al I
. | | \ \ | il I x
30 40 50 60 70 HD 12[) MD 15D 170 1 BD 2DD 210 20 230 240 250
{mainlib) Murolan-3,9(11}-diene-10-peroxy
Name: Murolan-3.5(11}-diene-10-peroxy
Formula: C15Hz402
MW: 236 Exact Mass: 23617763 NIST#: 140333 ID#: 6089 DB: mainlib
80. 4,8,13-Cyclotetradecatriene-1,3-diol, 1,5,9-trimethyl-12-(1-methylethyl)
81
1004 5
—
107
. 95 ‘
504 e
= wmo
Il . Ho /
a3 157
53 BH 245
3 ‘ ‘ M7 27 0 288
k15 25 (. |
o ||| ‘HII |I|||||I ||||I |! |SE' |\ h Hu\‘ ”‘IHI‘ ||H||| ||II || | ||||I|u ||||||I|| |\|H|I\ |H }2\:\5\[\)w | 253 ||||2’g |
10 2[) 40 50 60 70 80 100 190 120 130 140 150 180 170 180 150 200 210 220 230 24D 250 EED 270 280 290 300 310 320
{mainlib} 4‘8.1Rwlmelmdecatnene-'lidml. 1,5, 94rimethyl-12+ \1-111&1hf|e'lhvl}—
Mame: 4,8,13Cyclotetradecatiene-1,3-diol, 1,5 $4rimethyl-12+{1-methylethyl}-
Formula; CagH3402
MWY: 306 Exact Mass: 306.25588 CASH: 7220-78-2 NIST#: 42995 |D#: 45385 DB: mainlb

o~



BECTHUK HOBbIX MEOWULMHCKUX TEXHOJIOTUWN, aneKTPOHHbII XypHan — 2017 —N 2

JOURNAL OF NEW MEDICAL TECHNOLOGIES, eEdition — 2017 —N 2

81. 13,15-Octacosadiyne

1004
81
91

55
55

]

15

10 20 30 40 50 60
{mainlib) 13,15-Octacosadiyne

Name: 13,15-0ctacosadiyne
Fommula: CagHsg

12
133 % -
147 181
75 217 Fre)
192 28 e 250 287
245 315 3p9 386
343 7 -
I ||| H‘ ‘u |M |I ‘h “u ‘h |\ 1 3?" 37 wll
70 80 950 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 250

300 310 320 330 340 350 360 370 380 350 400

MW 386 Exact Mass: 386.391253 CASE: 24643-46-7 NIST#: 237190 |D&: 91710 DB: mainlib

82. Globulol

0] 2
HO,
H
4
504
(]
81 108 H
85 i 95
6 107 /\
79 122 161
29 - 105
3 . T 91 s 1 ] . -
g 119 133 147
s o) |75 ‘85 ‘53 ‘ ‘ ‘ ‘ i 207 222
¢ “%1 AN 83|\II.. i gs||H, T inm .|\|I|. ‘45“1‘5?1 Al [ | Ii1, i
20 30 40 50 70 80 50 100 10 120 130 140 150 160 170 180 150 200 210 220 230
{mainlib) Globulal
Name: Globulal -
Fomula: C15Hz0 T
MW 222 Exact Mass: 222198365 CAS#. 51371-47-2 NIST#: 150050 1D#: 5859 DB: mainiiy ‘E|
83. 2(3H)-Furanone, 5-dodecyldihydro-
100 &
o W\/\
o
504 1 43 55
57 & el _
2 &
2 23
m
81
&ls o s ks 128 152 b ne
o L TR T : 7
I Al L I||\ \‘_\I i .“ g 11117 Y _|‘ |||I|‘ |I\ |‘m”|||| I‘Il”‘lh N P il T | | l
10 20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260
{mainlib) 2{2H)-Furanone, 5-dodecyldinydro-
Name: 2{3H}-Furanone, 5-dodecyldinydro- |-
Fomula: C1gH3p02
VY- 254 Exact Mass: 254 72458 CASH: 730-46-1 NISTs: 12354 |D&: 45760 DB: mainlib
84. : 4.alpha.,23,24-Trimethyl-5.alpha.-cholest-22-en-3.beta.-ol trimethylsilyl ether
€9
1004
E 7
5h
8 \]Jw/
95
a2 N
107 139 359
121 v 388
S\\C
B 1ag / . 500
161
175
73
223
61 283 339 7
LT . 298 . 457 .
19 243 398
| | I L[
o 1L |||| un‘l”u L L u||m L \|\|| il Ll |||\ | |1 \|‘I
20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 34 360 380 400 420 440 460 480 500
{mainlib) 4a,23.24-Trimethyl-5a-cholest-22-en-38-ol timethylsilyl ether

Mame: 4a,23 24-Timethyl-5a-cholest-22-en-35-ol timethylsiyl ether
Formula: C33HgpOSi

MV 500 Exzct Mass: 500641343 ST 74745 10 31610 DB: it _
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85. Aromadendreneoxide-(1)
4

1004
H
55
50 g1
i 67 gl 95 "
29 15 105
69 o7
4 53 77 S 189
. g
65 123 3136 147 159 177 20
- 17 - 145
- 51| |57 ‘ - 125 137 163 205
2 2y sl e s, . Lo L
o P 1 e PR R G T PP O 0 R o O 1 Ll L
20 k] 40 50 60 70 80 50 100 10 120 130 140 150 160 170 180 150 200 210 220 20
{mainlib) Aromadendrene oxide-{1)
Mame: Aromadendrene oxide-{1) [E
Formula: C15H240
MW: 220 Exact Mass: 220.182715 NIST: 151984 D& 2710 DB: mainkib

86. Dichloroacetic acid, tridec-2-ynyl ester

100] ®
4 e
55
o
81 95
a . 5 [
7
83 i \
- Y\C
54 121 c
m
2 57
o 135
19 7 9
27 145
% ‘ ‘ 180
194
57 | 117‘ 183 | 221
| |‘|| | .|II‘ 1 E?\‘ iy || i | | ||\_ ‘I Lt |||| 131 ‘||| I im | \\IJ‘\ ||| L1 n
20 30 40 50 60 70 20 50 W0 M0 120 130 140 180 160 170 180 150 200 210 220 230 240 250
‘mainlib) Dichloroacetic acid, tridec-2ymy ester

260 270 280 2% 300 310 320

Mame: Dichloroacetic acid, tidec-2ymyl ester [E
Formulz: C15H24C1202
MW 306 Exact Mass: 306.115335 NIST#: 299437 |D#; 44633 DB: mainlib
87. Trichloroacetic acid, tridec-2-ynyl ester
53
1004 73
43 55
55 - o]
41 e H
69 —
121 "o ™
Cl
504 a
o7
2 135
53| 91
27 145
145 7 214 228
163 178 195 207 255 286
ol a1 “ul | ‘I\ l I||m |M‘| . m|\u ‘\ m Lottty g 1] el ||z 202 7J1, 2w i
20 30 40 50 60 70 80 80 100 110 120 130 140 150 160 170 180 180 200 210 220
[mainlib}) Trichloroacetic acid, tidec-24myl ester

230 240 250 260 270 280 250 300 310 320 330 340 350

Name: Trichloroacetic acid, tidec-24myl ester B
Fomula: C15Hz3C1302
WW: 340 Exact Mass: 340.076363 NISTA: 299262 |0&: 60121 DB: mainlib
88. Aromadendreneoxide-(2)
1o 4
H
55
504 91
81 H
7 8 5 o 17 177
= 5 B 1 A
109 121 147
65
51| |57 17| 17 131135 115l5141551 159 189 220
7 . 163 i 208
;s T, shbly e sl sl e LD LR el
o il \H4|5\H||II|||H “”85 ‘u [l i ||I‘H||\IH|\|H|| Al Ll Ll A l
20 30 40 50 60 7 80 50 100 10 120 130 140 150 160 170 180 190 200 210 220
{mainlib) Aromadendrene axide-(2)

Mame: Aromadendrene oxide-{2)
Formula: C15Hz40

| =
MW: 220 Exact Mass: 220.182715 NIST#: 151986 |D#: 2711 DB: mainlib
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89. 9-Methyl-10,12-hexadecadien-1-ol acetate
we] 4

o
T \)\/\ ”
81
504
4 55 79
95
109
&9 121 -
- 135
57 1 -
el 7 ‘ STH H s 20
-7 7
oL e L L Ml e e ST e e e | m e ms =
40 50 60 70 80 50 100 10 1200 130 140 150 16D 170 180 150 200 210 220 230 240 250 260 270 280 290 300 310
{mainlib) $-Methyl-10,12-hexadecadien-1-ol acetate
Mame: 3-Methyl-10,12-hexadecadien-1-ol acetate
Formula; C1gH34072
MW: 294 Exact Mass: 294.25588 NIST#: 130877 |D4: 7940 DB: mainkb
90. cis,cis,cis-7,10,13-Hexadecatrienal
1004 TB
67
4 - \‘/\\‘/\‘//\/\/\\“
o
55
50 2
g1
43 ] 108
=
57 il %
5 121
71
1 O
7 7 2 17
L | T | L1yl T © 1@y 2
40 50 60 70 80 50 100 1o 120 130 140 150 160 170 180 150 200 210 220 230 240
[mainlib) cis cis cis-7.10,13-Hexadecatrienal
Name: cis.cis cis-7.10,13-Hexadecatrienal
Formula: C1gH20
MW 234 Exact Mass: 234198365 CASH: B6757-43-4 NISTH: 293043 |D&: 44270 DB: mainlib
91. cis-Z-.alpha.-Bisabolene epoxide
we| 4
41
fu}
T
501 109
55 . 53
a1 J
3 \\/\
53|57 g 5 %5 107 T s
105 121
123
8| | b i 151
51 ‘ | / ‘ - | ‘ 31‘ 137 147 159 183 17 127
! 220
. M\ 0 OO P21 Ot A X OGO 1 1 5 O OO PN IOOUOUO W A It 1o 22 1
40 50 60 70 80 50 100 1 120 130 140 150 160 170 180 150 200 210 220 230
[mainlib} cis-Z--Bisabolene epoxide
Name: cis-Z-a-Bisabolene epoxide -
Fomula: C15Hz40
MW, 220 Exact Mass: 220.182715 NIST#: 131712 |D#: 6028 DB: mainlib
92. Trilostane
100 4
OH
79 93 47
= 105
67 N;
Q‘\
81
504
s 121 )
143 232
2 133 HO
=7 173 a 329
271 57 151 165 . 215 o -
A el Ll i, o | AR Wl
! L H“ || | E|3| I | ||| ||| || .|Ih|. |||||“| ‘ll |I“ ‘|||\||IH||H|\|||H|| ||\||||‘|| |II‘||| h\ ||\|||| \‘IL ‘Il”H I ||I||H\ |I||MI Iy \‘I | ||\‘|I |\ .|' ‘\l _!
20 30 40 50 60 FO 8D 50 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340
[mainlib) Trilostane
Name: Trilostane
Formula: CogHazNO3
MW: 329 Exact Mass: 329.199093 CASH: 13647-35-3 NIST#: 298789 |D#: 3868 DB: mainlib
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100 121
43 %
s 161
3
175 245
29
188 20 2 259 315 329
N i i
o 13 ‘\ i T \|||I|\ I I.‘IH W, \ ||| ‘ |I| ‘h s |\ |\ || |\ ] W 413 427 all
10 20 30 40 5D B0 70 B0 S0 100 110 120 130 140 150 160 170 180 130 200 210 720 23D 240 250 260 270 280 250 300 310 320 330 340 350 36D 37D 380 350 400 41D 420 430 24D 450
{mainlib) 15.17-Dotriacontadiyne
Name: 15,17-Datiacortadiyne
Fomula; C3zHsg
MW/ 447 Feact Mass- 447 4R3857 CASHE R7AT1-17-4 NISTHE 237151 IN&E 91372 DR mainlih
94. (-)-Spathulenol
10 2
OH
2
504
51 s
- 105 1858 / 205
107
55 -
. gl e o 162
7 77 -
27 @ . s 187 202
‘ 109 1 177
7, =) I, all || \ .7 1
45 173
o 3\1 EATINAL ‘I\.||\ annnn || |.| 8 1L I|_‘\| 1 \l.l \I| H Iy 1L [T 182 Il | Al
20 ] 40 50 70 80 50 100 110 150 160 170 120 150 200 210 0 230
{mainlib) (-}-Spathulenol
Mame: (-}-Spathulenol -
Formula: C15H240
MW: 220 Exact Mass: 220.182715 CAS#: 77171-55-2 NIST#: 90666 |D#: 59971 DB: mainlib | ‘
95. Androstan-17-one, 3-ethyl-3-hydroxy-, (5.alpha.)
1og{ 8
93
7
81 o
55 105 /
67
iH 4 77
13
53
45 135 147
7
2 97 161 HO
3 B5|
= 300
2n 282
B il all | \HH\I\ \ |
1 PO RO o |\ UL ‘.. . o 1 H\.|H\|I| Al H.Mm A SO (R T \
10 20 30 40 50 &0 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 20 280 290 300 310 320 330
mainlib) Androstan-17-one, 3-ethyl-3-hydraxy-, (5a)-
Mame: Androstan-17-one, 3-ethyl-3ydroxy-, (5ol
Formula; C21H3402
MW: 318 Exact Mass: 318.25588 CASH: 57344-99-7 NIST#: 42880 |D#: 55206 DB: mainlib
96. Methyldihydroisosteviol
43
1004 21 55
123
81
93
79 H
&7 81 109
95
]
504 s
i 187 y
5| 77 159 o 16
m 133 145 O'//‘ \ s
f‘T el o7 22
177 201 257
B6
o 1 e ) Ll A | 7
P H|\ AR ”\l 1 | ||||\|\ HH|I|_| Ll ‘”\l.”ll|| ||\| B 11y Ll l, Al I‘%%.D 1T 302 | 4
40 50 60 70 80 50 100 110 120 130 140 150 1eD 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340
(mainlib) Methyl dibydroisosteviol
Name: Methyl dihydroisosteviol
Formula; C21H3403
MW: 334 Exact Mass: 334.250795 CAS#: 202577-02-4 MIST#: 255389 1D&: 6753 DB: mainlib
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97. Androstane-3,17-diol, 17-methyl-, (3.beta.,5.alpha.,17 .beta.)-
100{ @
107
OH
93
21
55 67
9n
i 121
165
41
504
- 135 147 215 HO 291
57 - 233
a| 161 _
53| - 273
57 306
5 175
13| - i . 20 246 288
e e WL WL, oD Ll L o R A =
Qi s L PN W 0 OO v 1 RO .y Wl
30 40 50 60 70 20 % 100 110 120 130 140 150 160 170 180 180 200 210 220 230 240 250 260 270 280 250 300 310 320
{mainlib) Androstane-3,17-dial, 17-methyl-, (3.5a.178)-
Mame: Androstane-3.17-diol, 17-methyl-, (38 5a, 178}
Formula: CogH3402
MW 306 Bxact Mass: 30625588 CASH: 641-83-8 NISTH: 375504 |D#: 10342 DB: mainlib
98. 3-O-Acetyl-6-methoxy-cycloartenol
100] 4
/
0—|
504 \\
&9 0
55
B s 107 AN
18%
18 2 H 181 977 03 7 4
284 - 451 ‘
ol il walll ol 216 7 201 e 288 2% apy W aman m we am am Y %
20 40 60 20 100 120 140 160 180 200 220 240 260 280 300 320 40 360 380 400 420 440 460 480 500
{mainlib) 3-0-Acetyl-6-methoxy-cycloartenol
MName: 3-0-Acetyl-6-methoxy-cycloartencl
Formula: C33H5403
MW: 438 Exact Mass: 438.407295 MIST#: 286403 |D#: 8070 DB: mainlib
99. Aromadendreneoxide-(2)
100.Caryophylleneoxide
100{ 4
4
73
53
91
50+ fa}
95
55 63
77|81 109 \
- 3
7 53 121
71 23
B 135 149
51 ‘ | |‘ 25 | ‘ . ‘ ‘ 151 161 177 - - 220
0 3 H|| H||||| 5.3‘ i | |‘ |. % | |I|‘|H.| ||H||\ I|‘I||. \.|\|\| |‘\ [ 192 1 i
20 kli} 40 50 60 70 20 50 100 " 120 130 140 50 160 170 180 130 200 210 0 230
{mainlib) Caryophyllene oxide
Name: Caryophyllene axide -
Fommula; C15Hz40
MW: 220 Exact Mass: 220.182715 CASH: 1139-30-6 NIST4H: 156329 ID4: 5528 DB: mainlib |E‘
101. Thunbergol
0] 4
V4
81 /
-
69 95
93] 107
5 5 121
4
67
. 147
! 135
o o7 29 }/
91 161 188
29 8357 ‘ ‘ ‘ ‘ 7 257 oz
&5 ‘ ‘ | ‘ | | 201 244 7 |
] 7
TalL: 5.‘.| Wl 1 O O A O O P U A zp
ki) 40 50 60 70 20 50 100 10 1200 130 140 150 160 170 180 180 200 210 220 230 240 250 260 270 280 250 300
{mainlib) Thunbergol
Mame: Thunbergel
Formula: CogH340
MW 230 Bxact Mass: 230260965 CASH: 25265-17-4 NISTH: 109347 |D&: 8572 DB: mainlib
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102.22,23-Dibromostigmasterol acetate
1004 43

Br
55 81 -
Br
147
50 63 . !
93
123
121 |C‘
-~ \\C Ty 554
‘ ‘ 213 285
1g7 2 | 71 84
o | | L \l Iul |‘I “u‘l H.\l”u |I\| i \|u |Ih z9. i 235207309 321 335 31 365377 430 448457 473 510 539 Ml
40 180 200 220 240 2ED 280 300 320 340 360 380 400 420 440 460 480 500 520 54D 560 5BO 60D 620
{mainlib) ZZ.Z}lerUmusllgmastsrul acetate
Name: 22, 23-Dibromostigmasterol acetate
Formula; C31HgpBrz02
MW: 612 Exact Mass: 612.217754 CASH: 50633-49-3 NISTH: 255391 |D#: 8933 DB: mainlb
103.9,19-Cyclolanost-24-en-3-ol, acetate, (3.beta.)
1004 4

%
—

L

157 203

408
| I A B g BTE | 453 482
ol all 0l 1 (Wil o, L L a3, 4 : |
T 25 3 40 55 65 70 £0 50 160 110 120 130 110 150 160 170 180 190 390 210 230 230 210 750 260 570 380 290 398 310 390 30 40 T 35[: 370 380 330 400 410 420 430 440 450 460 470 480
{mairllib) %.13-Cyclolanost-24-en-3-ol, acstate, (38)-
Mame: 5,19-Cyclolanost-24-en-3-ol, acetate, (38} -
Formula; Cq2H5202
MWV 468 Exact Mass: 46839673 CAS#: 1258-10-5 NISTé: 226402 |D4: 8042 DE: mainib ﬂ
104.25-Nor-9,19-cyclolanostan-24-one, 3-acetoxy-24-phenyl-
100 165
43 o
(|:|
/\ 458
218 257 336 415
2t | 323 ‘ 157 389 425
. .|L. .|n‘|| ..|||.. oo o e | Fom o 1 e “ 475455 500 518
20 40 €0 B0 100 120 14D 160 180 200  Z20 240 260 280 300 320 340 360 380 400 420 440 460 480 500  Ba
(mainlib) 25-Nor-9,15-cyclolanostan-24-one, 3-acetoxy-24-phenyl-
Mame: 75-Hor-9, 19-cyclolanostan-24-one, 3-acstoxy-24 pheryt
Formula: C35H5003
MV 518 Exact Mass: 518 375996 NIST#: 194002 ID&: 70324 DB: mairii
105. Azulene, 1,2,3,5,6,7,8,8a-octahydro-1,4-dimethyl-7-(1-methylethenyl)-, [1S-
(1.alpha.,7.alpha.,8a.beta.)]
100 X L
e
41 3
81 g1 105
95
50 55 135 P
189
- 77 121
67 1= 147
39 53 204
29
27 43 5 & e
‘ ‘ sl el Ll el kX
o 15 L i ‘||I| ||| T ‘|I i _|| o |I|\ T | 1411 min L, .‘
0 20 Eil 40 &0 70 80 90 100 110 120 130 1D 150 160 170 180 190 200 20 220
mairlib) Azulen, 1.23,56.7,8,8a-octahydro-1 4-dimethyl-7-{1-methyletheryi)-, [15-{1a. 7o SaB)}
MName: Azulene, 1.2.3.5.6.7.8.8a-0ctahydro-1.4-dimethyl-7-{ 1-methylethenyl)-. [15-{1a. 7a.8ap]}
Formula: C15Hz24
VY. 204 Exact Mass: 204.1878 CAS#: 3691-11-0 NIST# 8227 |D 75607 DB: mainib
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106.5.alpha.-Hydroxy-4.alpha.,8,10, 1 I-tetramethyltricyclo[6.3.0.0(2,4)]undec-10-ene
121

123
108
HOr
504 " .
g1 7 202
133
41 105
55 155
77 146
53 &t 95 17 220
= 163 |
57 5 71 . 131
i il UL s L] L.l
Em L0y 53| ’73 ||\\ |‘|| I el il \ || 57, T | B 2l
40 50 S 50 100 110 120 120 140 150 160 170 180 180 200 210 220 230
{mainlib) Se-Hydrooy-da, 8, 1[)1Heﬂame¢hﬂtncyclo[8 3.0.02 undec-10-ene
Name: 5a-Hydroxy-4c. 8, 10,1 14etramethylticyclo[5.3.0.0(2,4)jundec-10ene
Formula: C15H240
MVY; 220 Exact Mass: 220.182715 CASH; 141922-47-6 NIST#: 140210 |D#; 52033 DE: mainlb
107.Resibufogenin
100] A
/°
73
9
55
95
H 41 i 124 161 28
2
147 B
204
173 366
B 187 g9 229
241 35 4 - o 351
i ‘I| | ol 320, 2 28 2 SI L 3274
20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 150 200 21D 220 230 240 250 260 ZTD 280 250 300 310 320 330 34[? 35D 360 TD 380 390
{mainlib) Resibufogenin
Mame: Resibufogenin [E
Fomula; C24H3204
MVY; 384 Expct Mass; 384.230059 CAS#; 465394 NIST# 291922 | 3 DB: mainlb
108.Glaucylalcohol
1004 183
107
21 5
105
121 133 147 HO,
504 123
7 o
67 131
5 113 127 220
57 63
3 109 135 155 [165
69 149 161
7
[l il | Ll = il
0 LLL | | | a il | il
40 50 60 70 80 50 100 110 120 30 140 150 160 170 180 150 200 210 220 230
{mainlib) Glaucyl alcohol
Mame: Glaucyl alcohol
Formula: C15H240
MW 220 Exact Mass: 220.182715 CASH: 87745-32-2 NIST#: 100069 |D#: 155211 DB: mainlib
109. Azulene, 1,2,3,3a,4,5,6,7-octahydro-1,4-dimethyl-7-(1-methylethenyl)-, [1R-
(l.alpha.,3a.beta.,4.alpha.,7.beta.)]
100 L 161
107
105
41 =
g1 121 N
204
L] 119
50 55 189
133 147
» 67 77 95
23 49 53 69
7 43
65 178
_ . 17
T O O PO O |
. 11,22 | .|I\|\|||. it T EA AT A T T ‘III I L Tl L Al
20 30 40 50 70 20 50 100 1o 120 130 150 160 170 180 150 200 210 220
{mainlib) Azulene, 1.2,3,33.4 5,6, 7-octahydro-1 Ardimemw—?rﬂmathyiethenyik [1R<{1a.3aB.4c. B)}
Mame: Azulene, 12,3 33,4 5,6 T-octahydro-1 4-dimethyl-7-(1-methylethenyl)-, [1R4{1a,3aB.4a, 78)]
Formula: Cq5Hp4
MW 2D4 Exadl Mass: 204 1878 CASH: 22567-17-5 NISTH: 9243 |D&: 133031 DB: mainlib
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110

..beta.-Humulene

1004 3 107
81 35 105, 119 m
4 51
5 67 123 204
121 135 48 181 15
5] .
55
23 19
‘ 43 ‘ 5 ‘ 175
17,
allz oAl O 0 e P P
0 . \| 0 T <A | |25 &g | I 1l o LI 1 15911) 173 | 202
El 30 40 50 &0 7 20 0 100 110 120 130 140 150 160 170 180 180 200 210 720
{mainlit) -Humulene
Mame: B-Humulene
Fomula; C15Hz4
MZ_DS Esact Mass: 204.1878 CASH: 116-04-1 NIST:: 158080 [D&: 75608 DB: mainlib
111.(-)-Isolongifolol, methylether
1004

»

108
81
53
7
91
4 135
50 121
&9
77 189 )
& o 148 R
3| 52 161
29 39 85| | 178 20
7 51| {|]se 23
o B ‘.31 AN |I|‘\| E.‘H’H||w7|3 ||_ | HI Iy _‘ll\‘\l_‘HIHl\_ |I |_H|| 155‘|‘||\ |HII 1T ||| 2%1 L
10 20 30 40 s 6 70 80 9% 100 110 120 130 140 150 160 170 180 180 200 210 220 230 240 250
[mainlib) {(-Flsolongffolal, methyl ether
Name: (Hsolongfolol, mefhyl ether I
Formuls C1gHos0
MWV: 236 Bract Mass: 236 214016 NIST#: 333808 (D 62214 DE: mainib
112.Pentacyclo[9.1.0.0(2,4).0(5,7).0(8,10)]dodecane, 3,3,6,6,9,9,12,12-octamethyl-, anti,anti,anti-
100{ 4
3 59
55 ne 147
50 162
91 105
81 55
. . o 133
] . 2 175
5357 110 203
i ¥ &5 o7 ‘ ‘ = 190
225
51 257
o , il Lilyllly |\I|\ ULy BEH\|. |\‘|‘II |I|I||‘ |H|‘I‘ | \I|\|||| Hl\m_| .‘\‘\ I |\|HI\ WLl i ‘. L. 272
200 30 40 50 60 70 80 9 100 110 120 130 140 150 160 170 180 180 200 20 220 230 240 250 260 2z:0 200
[mainlib) Pentacyclo[9.1.0.0(2,4).0{5,7).0(8,10)dodecane, 3,3,6,6,9.9,12,12-0ctamethyl-, anti anti,anti-
Name: Pertacyclo[3.1.0.0(2.2) 0(5.7) O[3, 10}dodecanc, 3,3.6.6.9.8.12, 12-octamethyl, arti ot -
Formuls: CogHao
MW 272 Exact Mass: 272 2604 CASH: 75349.96-1 NIST#: 152383 |0 3150 DB: mailib
113.Bufa-20,22-dienolide, 14,15-epoxy-3,11-dihydroxy-, (3.beta.,5.beta.,11.alpha.,15.beta.)-
1ol 107
o
;] ”
51 c/ﬁ\
&7 fa,
4 135
- HO
e 213
123 145
249
159 -
7 187 231
195 5n4 27| ;8 |y MO
0 50 & 70 80 90

s 382
254 e 3 e | 400
Ll Hllluh \‘\'II dﬂl || | ||| |\‘ |
100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 390 400 410
{mainlib) Bufa-20,22-dienclide, 14,15-epoxy-3,11-dihydroxy-, {3,568, 11a,156)-
Name: Bufa-20,22-dienolide, 14,15-epoxy-3,11-dibydroxy-, (38.58.71a,158)
Formula: Cp4H3705

.
268 2"3
Ll

i
MW: 400 Exact Mass: 400.224574 CASH: 35005-15-7 NIST#: 17005 |D#: 75442 DB: mainlb
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504

105
g7 B 9

7
|H ||‘\

43 %]
oLl Tudd) L
40 50 60

imainlib) Cholest-5-en-3-ol (38)-, carbonochloridate

145
133

AN

cl

o
15
B s

S

159

213 247
L |I| 2%8 27 |

114.Cholest-5-en-3-ol (3.beta.)-, carbonochloridate
o] %

ZEi'D

353
| 275224293 311 326335 | 404 431 48
70 80 S0 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 230 300 310 320 330 240 350 360 270 380 350 400 410 420 430 440 250 460
MName: Cholest-5-en-3-ol (3B} carbonochloridate |~
Fomula; C2gH45CI02
MW 448 Exact Mass: 448.310808 CASH. 7144-08-3 NIST#: 214183 |D#. 13959 DB: mainlib
115.6-(1-Hydroxymethylvinyl)-4,8a-dimethyl-3,5,6,7,8,8a-hexahydro-1 H-naphthalen-2-one
10 41 5
31 .
Ony,
-] T
105 H
159 2m
55
& 7781 % 131
' 135
504 ] " 216 m
39 53 121 145 s
29
37 43 65 57
21%
31 57
| [l ol LI H sl Ll H
- | HﬁS \‘|||| |I| ‘|:\3\. I ‘IBIET___|I |“ .|' |‘ \‘llh___ ||II|_ I”\le Illl‘ u__‘l. ‘|||I|\|||‘||.||||h |_| .|‘
20 30 40 50 60 70 80 50 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250
{mainlib) 6-{1-Hydrosxymethylviryd}-4, 8a-dimethyd-3,5,6, 7,8, 8a-hexahydro- 1Hnaphthalen-2-one
Mame: 6-{1-Hydrosymethylviryl}-4 Ba-dimethyl-3,5,6,7,8 Ba-hexahydro-1H-naphthalen-2-one B
Fomula: C15H22072
MW: 234 Exact Mass: 234, 16798 NIST#: 190514 |D#: 53848 DB: mainlib
116.Silane, trimethyl[(4.alpha.-methylergosta-7,24(28)-dien-3.beta.-yl)oxy]-
o 3
73
. 121 R
81
105 179
227
50H
159 21 3
133 145
\5(/ 453
173 /o
185 7
157 213 a9 ®
253 295 - %5
312 43 385 484
o \|||||H| i 2%\4 |I|\| w il h I”\ ||I Ll |\ || Ll L |I4I\}D .| s
50 60 70 80 S50 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 330 400 410 420 430 440 450 46D 470 480 430
[mainlib) Silane, timethyl[[da-methylergosta-7,24(28)dien-3p4ljaxy]-
Name: Silane, timethyl[(4a-methylergosta-7, 24(28)-dien-3B oy ]-
Formula; C3zH56050
MW: 484 Exact Mass: 484410044 CASH. 23648-45-5 NISTH: 18030 |D#: 19098 DB: mainlib
117.Andrographolide
100 s
41 Ho
73 HO
5 105
13
OH
L
67
19 - 133 //‘
128| 145 159 ¥
173 187
Ll e gl 1 e, S
30 40 50 60 70 80 S0 100 MO 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 230 300 310 320 330 340 350 360
{mainlib) Andrographolide
Mame: Andrographolide
Formula: C3pH3p05
MWW 350 Exact Mass: 350 209324 CASH: 5508-58-7 NIST#: 301124 |D#: 53533 DB: mainlib
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118 Murolan-3,9(11)-diene-10-peroxy
100{ N

£ 159
- 51
50 55 81 53 108 ///
97 175
13
0.
| 7 131 147 ~oH
E7 202
33
53 83 218
57 115
- - 191
O il \H |l
23
i | ) . O
0 40 50 60 70 80 so 100 110 120 130 130 150 160 170 180 190 200 210 220 230 240 250
{mainlib) Murolan-3,%(11)-diene-10-peroxy
Name: Murolan-3,5(11)-diene-10-peroxy
Fomula: C15H2403
MV; 236 Exact Miass; 236.17763 NIST#: 140333 |D# 6089 DB: mainlip
119.Calusterone
100] 4
H
91
79
124
i B3 105 135
oy 175 318
504 -] I35 119
41 n 151 258
147 o
30
= o 163 193 243
57 B9 '
a9 ‘ 23 ‘ ‘ “ ‘ e 231 283 298
- 216 ‘ | 246 288 ‘ ‘
ks 51 ;
5 |||w bl .|“| H\‘.\ ‘ |38 |\‘_||.‘H._ ||H\|h H‘I|_!|m‘||_”h\.|I|H\ |.|||||M‘|...||‘\‘\ e abee W s e 1T A
30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 180 200 210 220 230 240 250 260 270 280 =250 300 310 320 330
{mainlib) Calusterone
Name: Calusterone [=
Formulz: C21H3202
MV 316 Exagt Mass: 316.24023 CAS#. 17021-26-0 NIST#: 37503 ID#: 9636 DB: mirlb
120. Pregnane-3,11,20-triol, (3.alpha., 11.beta., 20.beta.)-
w %
HO.
HO.
81
50 ER L
91
1y 132 Ho 2% 00
55 67 145 174
159
124
53
4 67 7l ||l o i
_ 249
I e T R el
74 287
> I|\ |||| |\H| |.|H‘ |I| Il “nh | |I|\‘| |”||I||| ||h h|||||| |\|‘ ‘|I\ ||||||\I|M\|\|II|||I hH\‘hz?n”hl' |‘|I||||| |‘M || LAl h||255 ‘HI | 315
40 50 60 70 80 S0 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300 310 320 330 340 350
{mainlib) Pregnane-3,11,204riol, (3a, 118, 20B)-
Hame: Pregnane-3. 11 204l (3a, 11p. 208} [E
Formuls: C21H3503
MV/: 336 Exact Mass: 336 266445 CAS=: 10417.85.3 NIST: 117007 ID: 16238 DE: mainiib
121.Methyl (25rs)-3.beta.-acetoxy-5-cholesten-26-oate
55
100 o
|0 412
147 v
w18
50 &7 o of/’K:- =
133 5 s 281
22 213
59 .
|| 185 198
‘ n 101
ol it I |I‘

357

{mainlib) Methyl (25rs)-3p-acetaxy-Scholesten-26-oate

ze m 381
.|.‘||\\. .||h|.| ||\|‘u |\|‘|| %%TI |‘I|\|||| 3, |‘\ |“. 8

N
50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480
Name: Methyl (25rs)-35-acetoxy-5-cholesten-26-oate

i a1
Formula: C3pH4g04

W: 472 Bxact Mass: 472 35526 CASH: 103160-13-0 NIST#: 59776 ID&: 15215 DB: mainlib
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122.5.alpha.-Androstane-3.alpha.,17.beta.-diol, bis(trifluoroacetate)
100] Ey
. F
'5 107 j\F
370 0y
355
504 o]
Foodl H
EPS) F)(\C'
. 215 257 F
e o a1 |282 16
230 s e 344
\|‘|\ h|h h||. .|\ ‘|. |?4T ||\I|| Zi\l‘: 2%.’ 3:?2 \||‘| .\|‘ \l. ‘. I 427 442 485 | did
20 40 80 80 100 120 140 180 180 200 220 240 260 280 300 320 340 380 380 400 420 440 460 480 500
{mainlib) 5a-Androstane-3a, 17B-diol, bistriflucroacetate)
Mame: 5a-Androstane-3a, 178-diol, bisfrflucroacetate)
Formula: C2qH3gFg04
MWV: 484 Exact Mass: 484.204828 NIST#: 352243 |D#: 60137 DB: mainlib

1004

123.2-Phenanthrenol, 1,2,3,4,4a,4b,5,6,8a,9,10,10a-dodecahydro-4a, 7-dimethyl-8-[3-cyano-3-
(trimethylsilyloxy)propyl]-, acetate
43

504

215

04
o 21
187
. m 1
20 30 40 50 &0

2m
Jldl 1

356 - 431
250 263 7 | 7 418
Y O T A 2‘|.5. 269 |, 314 32 340 | ‘I 38 40 |, |
=
70 80 90 100 170 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 230 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440
{mainlib) 2-Phenanthrencl. 1,2,3.4.4a.4b,5,6,8a.9,10,10a-dodecahydro-4a, 7-dimethyl-8-[3-cyano-3-timethylsityl oy propyl]-, acetate
MName: 2-Phenarthrenol, 1.2.3.4.4a.4b.5.6.83.9.10, 10a-dodecahydro-da, 7-dimethyl-8-[3-cyano-3-fimethylsiioxylpropyl]-, acetate
Fomula; Ca5H41NO25
MW: 431 Exact Mass: 431.28557 NISTH: 192526 |D&: 9703 DB: mainib
124. Verrucarol
100 4
43
91
7 105
73
50 39 55 93
81 1%
&7 109 145 191
65 159
& % 131 174
5 177
.
I [ | I ‘ i ‘ ‘ m ‘ ‘ ‘ ‘ ‘ i i i 1
10 o0 o ]
30 40 50 60 0 80 90 100 110 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280
mainlib} Vemucarol
Name: Verucarol [
Formula: C15H2204
MWV: 266 Exact Mass: 266.15181 CASH: 2198-92-7 NIST#: 64346 |D#: 2357 DB: mainlib ﬂ
125. Ethisterone
100 §
79 OH
124
7
105
phal
53 67 a1 H 312
504 53
g G 29
95 123 129 245
-
55 161 =
- 173
4 ‘ » 1 2 2 P
- 7
o0 900 1O 0 P O |
0 43 H|I| i _:I‘ ._‘|...\Jn_ |n.||| | |.|.HI_ ‘|| I, H _|nh||l H.I||H ||I|.h“| ‘\mll”‘ ||..|‘\|||II ..|||H‘I|..\‘\I||_II“ ([T A | P Y 1302 Al
50 60 0 80 00 M0 1200 1300 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 230 300 310 320 330
[mainlib) Ethisterone
MName: Ethisterone
Formula: C21Hz802
MW: 312 Exact Mass: 312.208931 CAS#: 434-03-7 NIST#; 379225 |D#; 54817 DB: mainlb

»
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126.Cholest-1-eno[2, I-a]naphthalene, 3',4'-dihydro-

100 134

123

83 105 4y
81

396
T T @‘ ‘.
54 69

155
23

173
187 g 24
L Lllll |‘|| 1

H 227 | 84273 n ‘
TR T A TN, T O A = T
{mainlib) Cholest-1-ena[2, 1-ajnaphthalene, 3',4"diydro:

472
A N L ‘
20 30 40 50 60 70 80 S0 700 170 120 130 140 150 160 170 180 150 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 390 400 410 420 430 440 450 460 470 480
Mame: Cholest-1-eno[2.1-alnaphthalene. 3. 4™dihydro-

283

355 367

381

443 457
Formula: C35HR2

L
MW 472 Exact Mass: 472 406302 NISTH: 210664 |D&: 105734 DB: mainlib

127.Cholesta-3,5-diene

100] ¢
il
43 147
55 107
95
504 67
120
247
123 TR Ry
159
] 213 255
173 135 s
7 253 v
Ll \hl\ |.||‘u||| ..||. I||H el ..||.| 24 L] AR ‘\
20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 10 200 210 220 230 240 250 260 Z’D ZED 250 300 310 320 330 340 350 360 S’D 380
[mainlib) Cholesta-3 5-diene
Name: Cholesta-3.5-disne -
Formuls; Ca7Has4 F
MVV: 368 Exact Mass: 368.344307 CASH: 747-90-0 NIST#: 187127 |D#: 207106 DB: mainlib ‘_|
128. Betulin
100] 188
95
207
135
41
g1
07 121
504 59
175 a2
147
161
43 5
383 424
245 257 ey ‘
- T . ‘ ‘ ‘
o 2 \||||| I‘\In I|Hu |u||h L, 328 ) Bwfl)lsl 25 Ll b |||,1LL| L |
20 30 40 50 60 70 80 S50 100 110 120 130 140 150 160 170 180 130 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 350 400 410 420 430 440 450
{mainlib) Betulin
Name: Betulin -
Formula: CagHgp02 T
MV 442 Bxpot Mass: 442.38108 CAS:: 473983 NISTE: 63047 |D 155187 DB: mairlio |_|
129.9,19-Cyclo-27-norlanostan-25-one, 3-(acetyloxy)-24-methyl-, (3.beta.,24R)
100{ s

" r
0]
o 107 135
504 5 a1 S om o
69
127 147 178 )|
7
85 203 o

42
409
161 /\
%
2

187 27
2 2 3% 331
227 260 ! 45y 484
o I| il |\|In L\ I ‘“”2‘?1‘ tin |‘ Ll 215 328 23T .|||3E3 L2340 Jl, L, 440 427 L ‘I
. F 3
20 40 1] 80 100 120 140 160 180 200 220 240 260 280 300 320 40 360 380 400 420 440 460 480 500
{mainlib} 9,15-Cyclo-27-nonanostan-25-one, 3Hacetyloxy)-24-methyl-, (33,24R}-
Mame: 9,19-Cyclo-Z7-noranostan-25-one, 3acetyloxy)-24-methyl-, (36.24R)-
Formula; C3pHgz03
MW: 484 Exact Mass: 484.351645 CASH. 83110-15-0 NIST#; 188399 |D# 9755 DB: mainkib
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130.Androstan-17-ol, 2,3-epoxy-, (2.alpha.,3.alpha.,5.alpha.,17.beta.)-
100{ A
81 93 oH
55 105
67
95
w ) 231
5 113 © 290
- 133 -
4 57 » " 183
213 220 27
41 97 . %2 s
&5\ 76 ey u
254
o HI I\||\I |_| ‘|I LAY ||‘| ‘| ,_|\“|‘_‘I.M“_Hlmh”||I|‘\|‘|II|‘\I|\I| I||||HI |||H|\ H\_‘\I‘ wll |I‘I (T A|
40 50 60 0 80 90 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 290 300
{mainlib) Androstan-17-ol, 2, 3epoxy-, (2a.3a.5¢, 178}
Mame: Androstan-17-ol, 2, 3-epoxy-, (2a,3a,5a,17)
Formuls: C1gH3p032
MWVY: 250 Exact Mass: 290 22458 CASH: 565-66-2 NISTH: 13550 | D& 54837 DB: mainlib
131.5.beta.-Pregnane-3.alpha.,20.alpha.-diol, bis(trifluoroacetate)
100 s
107
79
121 s
]
55
504 143 215
41
133 44
181
141
205 383
2 - 20 e 2
187 ‘ ‘ P e 369 ‘ 497
ol 13 TS0 R O < A -0 T e A P Y -0 A T a3 455 4 4| AL
20 40 60 20 100 120 140 180 180 200 220 240 260 280 300 320 340 360 380 400 420 440 450 480 500 520
{mainlib) 58-Pregnane-3a.20a-diol, bisrifluoroacetate)
Name: 53-Pregnane-3a,20a-diol, bistrflucroacetate) -
Fomula: Ca5H34Fg04
MW: 512 Exact Mass: 512.23613 NIST#: 352388 |D4: 60378 DB: mainlb ‘ ‘
132. Lupeol
o] 4 68
55 /
81
95
108
121 -
- 135 189 207
218
147 an
161 - .
175 HO 426
234
g BT 315 411
H mi | ‘Ilu Ll ||| Zuiwz 2 2&5 ||||\ 325 344 357 30 383 3 |‘\ A“
40 50 60 70 80 950 100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 310 320 330 340 350 360 370 380 350 400 410 420 430 440
{mainlib) Lupeol
MName: Lupeol ~
Formula: CapH5;
MV 426 Exact Mass: 426386166 CASH: 545-47-1 NIST#: 124852 |D#: 7380 DB: mainlib | ‘
133.(-)-Isolongifolol, acetate
100 4
161
% 109
504 -
‘ 189
4 67 133
85 119 5
63 7 204 //
147 g
175
R A o A i |
0 | |I‘31 |\|\ |.‘||\ | |H||w?5||_%5 25 ‘H ||__||. |\|I‘ |. L \._‘h |. |\ ‘ 1l 220 245
10 20 30 40 50 60 0 80 30 100 110 120 130 140 150 160 170 180 150 20 210 220 230 240 250 260 270
{mainlib) (-Hsolongifolol, acetate
MName: {-+sclongifolol, acetate
Formula; C17H2802
MWV; 264 Exact Mass: 264.2089371 NIST#: 352280 |D&. 12056 DE: mainlb
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134.2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohexen-1-yl)-

1004 107 =

H
2 % /K( 206
55 & ‘

0
93 108
504 162
Pe! .
3 3 53
131

143 173

57
51
85 g ® | 128 135143‘ ‘ ‘
|

ke
0 ; . !l" !| || |‘!‘||\‘I HI||\I | - I |\|H! | ||‘I\II
20 30 40 50 60 70 80 50 100 110 120 130 140 150
{mainlib) 2-Butenal, 2-methyl-4-(2,6,64rimethyl-1-cyclohexen-144)-
Name: 2-Butenal, Z-methyl-4-2,8 64imethyl-1-cyclohexen-14}-
Formula: C14H220
MW: 206 Exact Mass: 206.167066 CASH: 3155-71-3 NISTE: 192976 |D&; 75894 DB: mainlip

135.Guaia-9,11-diene

63
I Ly
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| Il

!II L ‘|| L .
160 170 180 150 200 210 220
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131 175
125 145 i
L |
@ ¥ 11 AR ‘|I i L \‘l 1] |||||‘ | H\Il“. i Il ‘\

30 40 50 60 70 80 50 100 10 120 130 140 150 160 170 180 150 200 210
[mainlib) Guaia-3,11-diens

65 | g9

43 51
\||

57 63
il Ly

Name: Guaia-9.11-diene
Formula: C15Hz4
MW: 204 Exact Mass: 204.1878 NIST#: 374158 |D#: 60381 DB: mainlib

136. .beta.-Sitosterol

w #
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o W 414

69 15 o \\
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40 50 60 70 80 90 7100 110 120 130 140 150 160 170 180 190 200 210 220 230 240 250 260 270 280 250 300 210 320 330 340 350 360 370 380 390 400 410 420 430
[mainlib) B-Sitosterol

Mame: B-Sitosterol -
Formula: CogH500
MW: 414 Exact Mass: 414 386166 CASH: 83-46-5 NISTH: 251915 |D&: 6717 DB: mainlib

m

Puc. Ctpykrypa coenuHeHHi

Hanuume B coctaBe OpraHMYecKOro BEIIECTBA MAKIIOPbl PA3IMYHBIX TIIMKO3U0B, HEHACBIIEHHBIX Kap-
OOHOBBIX KHCIIOT, JUNHUIOB, (DEHOJOB, BUTAMHHOB, T€TEPOIMKINICCKUX COCAMHEHHUA KUCIOPO/Ia, a30Ta, CEPhbl —
SIBJISIETCSI JI0Ka3aTelIbCTBOM BO3MOXHOCTH NPHUMEHEHUS IpernapaToB Ha 0CHOBe MakJiropa aiist JieueHus 3a00J1e-
BaHMH, NIEPEUNCIICHHBIX BHILIE.

Cmepouodv:  (IpOU3BOIHBIE LUKIIONIEHTAHTHIPOPEHAHTPEHA) U mpumepnervl, UX 3QUPHl ¢ caxapamu
(enuxo3uobl) — MPOSIBIISIIOT CIEAYIONIME ACHCTBUS: KapIUOTOHMYECKOE, CTUMYJIUpYIOLIEEe, aaanToreHHoe, I0-
BEIIIICHUE HECTIEHU(PUIECKON PE3UCTEHTHOCTH, (PU3NIECKON M YMCTBEHHON pPabOTOCIIOCOOHOCTH, YIIydIICHHE
(GYHKUMIA SHIOKPHHHBIX JKeJle3, CTHMYJIILHSA HMMYHUTETa, OTXapKUBAIOIIee, IPOTUBOCKIEPOTHYECKOE, CTHMY-
JSIUUH TTUILEBAPUTENBHOH (DYHKLIUH.

Kapomunouow: — obecnieunBaroT crienuduueckyro GyHKIMIO NaJ0YeK CeTYaTKH, y4acTHe B CHHTE3€ XOH-
JOpOUTHHCYNb(AaTa, ITOCTPOSHHE KIETOYHBIX MEMOpaH U TPO(UKY SIMTENIHS IbIXaTeNbHBIX ITyTeH, Oaiabp3amu-
PYIOLIHA, PAaHO3KUBIIAIONIIH, AMATEIN3NPYIOMHN 3P PeKT.

DenonvHbvle coedunenus — aHTHOKCHIAHTHOE (MEMOPaHOCTa0UIM3HUPYIOILEE, IIUTO3AIINTHOE) JISHCTBHE.



BECTHUK HOBbIX MEOULMHCKUX TEXHOJIOIUN, aneKTPOHHBbII XypHan — 2017 —N 2
JOURNAL OF NEW MEDICAL TECHNOLOGIES, eEdition - 2017 —N 2

Jlunudvl — NCTOYHHMK ICCEHIMANBHBIX MOJMHEHACHIIICHHBIX KUPHBIX KHCIOT, OKa3bIBAIOT MOCIAOIISIO-
mee, 0aKTEPUOCTATHUECKOE M OaKTEPHUIIMIHOE NHCTBHE.

Dghupnvle macra — npoctbie anudaTHIECKUe U HUKINYECKUE TEPIICHbI, UX CIUPTHI U KETOHBI, IIPOU3BO/I-
HbIe OCH30MHON KHCIOTH U (peHMImponana (0Ka3pIBAlOT MIPOTHBOMUKPOOHOE, STUTEIH3HPYIONIEe, CIIa3MOIUTH-
4eCKOe, OTXapKHBAIOLIEe, CTUMYJISILIUY MTUIEBAPUTENLHON (DYHKIIUMH U TPOTUBOBOCIIAIUTEIBHOE JICHCTBUE).

@Drasonoudbl — 00ECIeYNBAIOT KaWLLIpOyKperuisitoniee (P-BUTAMUHHOE), KapAUOTPOITHOE, CIIa3MOJIH-
THYECKOE, THITOTEH3UBHOE, MOYCTOHHOE, JKETYCTOHHOE U IeraTo3alluTHOES, KPOBEOCTAHABIMBAIOIICE) ICHCTBHE.

Kymapunvr — obecrieunBaroT (OTOCEHCHOMITH3UPYIOIICE, aHTUKOATYIISIIIMOHHOE, CIIa3MOJIUTHYECKOE, HH-
rudupyloniee nepokcudroe oxucnexue runudog (IIOJI), nporuBopakoBoe JeHCTBHE.

BeiBoabI:

1. BrepBbie BBINOJIHEHA XPOMATO-MACC-CIEKTPOMETPHS CIIUPTOBOTO KCTPAKTA MAKIIOPbl (AHANNUCKUN 1
KUTAUCKHiA aneibcut). OnpeieneHbl KaueCTBEHHbIN COCTAB M KOJIMYECTBEHHOE COJICPIKAHNUE, & TAKIKE CTPYKTypa
COE/IMHEHUI OPraHMYEeCKOTO BELECTBA MAKIIOPbL.

2. CoueraHKe B COCTABE MAKMIOPbl PA3IMYHBIX CaxapoB, IIMKO3W/I0B, HEHACKIIIEHHBIX KAPOOHOBBIX KH-
CJIOT ¥ UX Pa3IMYHbIX 3(QUPOB, JIUNHIO0B, (PEHOJOB, BUTAMHUHOB, FEeTEPOLUKINIECKIUX COSIUHEHHI KUCIOPO/a,
a30Ta, CCPhI ABIACTCA yGCJII/ITeIl])H])IM JA0Ka3aTeJIbCTBOM BO3MOKHOCTHU MPUMCEHECHUS ITPEapaToB Ha OCHOBE 3TO-
ro paCTCHUs AJId JICUCHUSA pa3/IMYHbIX 3a6OHeBaHHﬂ.

3. Macc-cekTpoMeTpusi — JI0Ka3aTeNIbHbINA CIIOCO0 YCTAaHOBJICHHS CTPYKTYPhI Pa3INYHbBIX (DUTOMPEIIapaToB.

JIutepatypa

1. Amues P.K., FO36ammnckas I1.A., PaxumoBa A.X. XUMHUYECKUI COCTAB IIOJOB MAKIIOPHI, KyJIHTH-
BUpyeMoil B AzpOaiimkane / YdeHbple 3anmucku A3zepOaiiKaHCKOTO MEIHWIMHCKOTO WHCTUTyTa. 1961. Ne 3.
C. 59-66.

2. AxwmanxomxkaeBa H.M. OuroxuMudeckoe H3yueHHE MaKIIOPhl OPaHKEBOH, KyJIbTHBHPYeMOl B ¥Y30e-
KHCTaHe: Aucc. KaHg. papmam. Hayk. M., 1972. 146 c.

3. Bexkkep H. I1. JIunumer Maclura aurantiaca / Xumust mpupoaabix coeauaenuin. 1999. Ne 1. C. 19-21.

4. Birenko, B. A. biomoro—ekomnoriuni ocobmuBocti Maclura pomifera (Rafin.) Schneid. npu
iHTpoaykuii B ymoBax IIpaBoOepexnoro Jlicocreny VYkpainu // ABTOXTOHHI Ta IHTPOJIYKOBaHI POCIHHH
VYxkpainu: 30. Hayk. np. 2005. Bun. 1. C. 155-161.

5. Koportkos B.A. Pa3zpaboTka cocTaBa u TEXHOJIOTHH CYNIIO3UTOPHEH C IKCTPAKTOM MAKJIIOPBI OpaHKe-
BOW: ucc. KaHA. ¢apmall. HayK. Xapbkos, 2016. 197 c.

6. Kopotko B.A., Jatimuk JI.M., Kyxteako O.C. AKTyanpHICTh PO3POOKH CYIIO3UTOPIiB 3 BMICTOM €K-
CTpaKTy MaKIIOPH IIOMapaH4deBoi / AKTyallbHi TUTaHHS CTBOPCHHS HOBHX JIIKAPCHKUX 3ac00IB : MaTepiain Bce-
VKp. HAyK.—TIPaKT. KOH(. CTY]. Ta MOJIOJIMX BYCHHX, M. XapkiB, 19. C.215.-20 ksit. 2012 p. X.,2012. T. 1. C. 215.

7. KopotkoB B.A., Kyxtenko A.C., Opgabaea C.K. AHanu3 3IeMEHTHOTO COCTaBa IUIOOB U IKCTPAK-
TOB MaKITIOpEI opamxkeBoii / Bectauk KasHMY. 2014. Ne.5(3). C. 51-53.

8. Koportkos B.A., Kyxtenko A.C., A6apaxumona I'. Unentudukanusi GUTOCTEPUHOB B MACIISIHOM JKC-
TpakTe Makmops! // Becthank FOKI'®A. 2013. T. 3, Ne 4 (65). C. 20-22.

9. Huxonos I'.K., ManyiinoB 5.M. OcuHoBsl coBpemennoii Tepanun. OAO M3matenscTBO «Menummnay,
2005. 520 c.
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