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E S & A E I (JLIST, RLIST), B4 & & 3 6k 8 3 (MWSER, MFSER,
MISER, NLSER) , 1 =4 3 45 ¥ (14 th 45 X P REBL L (MLIST, BPLOT), HIEEM KA
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DILIST 1 RLIST— F 5 FEH R R
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FEME, H/PFIRFF, ILISTHRERXHFRUST R RMR SR ETFHAENSE X
R B SR FRERAL B P B FFA R (NAME SEARCH) , B IE R4 FIHF& 1.2,

*1 WISTE#

LIST OF SPFCTRA INDEXED BY ID#; 1—3

TOTAL NO CF SPECTRA IN THE FILE. 1597

iD# MW MF NAMES

1 174 CHyN: N—METHYLTRYPTAMINE
2 196 CisH,N, 1—ETHYL—B—CARBOLINE
3 198 CyH Ny 6 —HYDROXYHARMANE

LIST OF SPECTRA INDICATE BY MW 502—510

TOTAL NO OF SPECTRA IN THE FILE, 1597

ID# MW  MF NAMES
1569 502  CyHuN,Os  N(A)—CINNAMOYL— 20-- OH— CYLINDROCARINE
575 504 CyHyN:O; 0— (3,4—DIMETHOXYBENZOYL)VOACANGINOL
1570 504  CyHuN:Os N(A)—DI—H~CINNAMOYL — 20— OH —CYLINDROCARINE
892 510 CuHuN.©O; N{B’ )~CO2ET—TETRA —H~— 17R—USAMBARENSINE
¥ 2 RLISTE#

NAME SEARCH: CANTHIN—6—ONE

TOTAL NO OF SPECTRA IN THE FILE. 1597

ID# MW MF ~ NAMES REF.

7 220 CiHiN:O CANTHIN—6—ONE PLMEAA 46(3), 187(1982)
8 220 CiHsN;O CANTHIN-—6—ONE PLMEAA 36(2), 113(1979)
9 220 CiHN,O CANTHIN-—6—ONE LLOYA2 46(3), 374(1983)
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MW SEARCH; 642

TOTAL NO OF SPECTRA IN THE FILE. 1597

ID# MW MF NAMES

627 642 CuH«uN.O; MACROCARPAMINE

628 642 CuHuN,O; MACRALSTONIDINAL

911 624 CuH«NOs MACROCARPLAMINE

913 624 CaHNO:y DECARBOMETE.OXY -- ANHYOKOVOBTUSIN

%4 MISERBRES

MF SEARCH, CyHN.O;

TOTAL }9Q OF SPISCTRA IN THE FILE, 1597

D# MW MF NAMES

627 642 CyHuN.O; MACROCARPAMINE

628 642 CuHuN.Os MACRALSTONIDINAL

911 642 CuHuN,Os MACROCARPAMINE

913 642 CuHN.,O; DECARBOMETHOXY — ANHYDROVOBTUSIN

3) MISER—HER TR X

FHSHTETARANRFRELE 5.H 2.

APrERERFTHARRSERRBEEU THAN2H:

a. “By {4 iy P ¥ 7 (MINIMUM NUMBER OF FITS), R#5“k 4”5 FE 75 i o 80 nd , B
ICAE BRI BN S TR THE A BANFH L~ X—2RENKD REH
REAS—BENEEK.

b. “ig 3 AT ” (INTENSITY FACTOR 1—10), 3 TH AR BIER LR BN KD
B, i—AN SRR TS R P S EARE AR, B R R/ B F <P BT
<FFRBEBRXEF. WEBFN 2, REREMREN 20%, MEFE+F LBRELE 10~
409 AAE R BN N B — B H . BRETF—RIEER 2. LR S HRRM LR ¢
BIEEXEFIKTF 100%5, U4 H%ET 100% 4.

*5 MISERIZER

MASS—INT SEARCH.: 121, 144, 265

TOTAL NO OF SPECTRA IN THE FILE: 1597

D MW MF NAMES

665 702 CuHeNOs O—ACETYL—UMBELLAMINE

121(29), 144(11), 265(7).

944 688 CH.N.Os 3R—AC—EPI—ERVAFOLIDENE

121(80), 144(70), 265(66).

947 688 CaHuN©O; 3S—AC—2,16—DIHYDRO—ERVAFOLIDENE
121(58), 144(78), 265(90).
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W= LR (NLDBUE, HERFIER. BORREREBFIBEE L% 6.H 3.

%6 NLSERKEE

NEUTRAL LOSS SEARCH.; 17, 29, 73
TOTAL NO OF SPECTRA IN THE FILE, 153/
ID# MW

63 294

17(13, 26(14),

94 298

17(2), 29(4),

139 310

17(7), 29(5),

284 362

17(15), 29(23),

MF NAME®

CyH2:2N0  TETRADEHYDRO—18,19— 2H— CORYNANTHOL
73(57).
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73(45).

CzH N0 21-DESOXY-AJMALINE

73(7).

CzH,N;,0; 19— HYDROXY —CORONARIDINE

73(13).
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1. N—CARBOMETHOXY — 11 —HYDROXY — 12 —~METHOXYKOPSINALINE (1).4
& b B = ¥ & A (KOPSIA OFFICINALIS) 9 R 32 R4y B 65 — A nalng 4 593, 40 F & 458
(C2HsoN:0:) , LB I 6 iR -

Unknown (1)
10 458
0] 10
1l
) t
i |
?Ol.mll&’l ' o Iz'Iu; L‘zlgojm : ;i Jlﬁoh o }4’50 300 550 s;
B “skamm”(HHRME
HAMS TERR BRZE SN (EB).
%8 XAHOHHAFEEER
MW SEARCH. 458
TOTAL NO OF SPECTRA IN THE FILE; 1597
DH# MW MF NAMES
567 458 C:HwN;O;  DIHYDROKOPSINGINE
1085 458 C,HyN,O, N—CO2ME—11—MEO— 12— OH —KOPSINALINE
1091 458 C;HiN,0, N—CO2ME—11—0OH~— 12—-MEO—KOPSINALINE
1558 458 CaH2N:0s DIHYDROVINDOLINE
1559 458 CsHyN:Os 14,15-—-DIHYDROVINDOLINE

gk SR R, RIS IEHRE 9 & —m/z 458, 457, 443, 339, 367, 356, 275,
124, 109, EfRETHEERSHARRMIERF ., W/ zEEXRAEERNEA L
EWREBETFR 2, AP IAMULEENRRERLEKI.
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MASS—INT SEARCH,;

TOTAL NO OF SPECTRA IN THE FILE. 1597

IDz MW MF NAMES

470 384 C::H.N: 0, (—)-12-METHOXYKOPSINALINE

108(99) 124(99)  356(99)

567 458 C.HyN:0;  DIHYDROKOZSINGHVE

109(99) 124(99)  399(8% 243(00)  453(9

569 472 ZusHeaN.Oy (—3-N-CO2ME-11, 12-DI-OME-KOPSINALINENE
109(99) 124(9%)  457(99)

1677 472 CisHi:N.0;  N-CARBOMETHOXY-11,12-DIMETHOXY-KOPSINALENE

109(20) 124(11)  457(54)

1085 458 C2HaN2O, N-CO2ME-11-MEO-12-OH-KOPSINALINE
109016) 124(8) 356(34) 367(17) 399(28) 457(56) 458(1C0)
1091 458 C: H N0, N-CO2ME-11-OH-12-MEO-KOPSINALINE

108(17) 124(7) 356(27) 399(34) 443(84) 457(46) 458(100)

®I0 BRGURE

R’ R? R’ R* COMPOUND
CH,0 H H H 1470
CH,0 H CO,CH; ’ OH 7567
CH,0 ~ CHsO CO.CH, H #569=2#]10
HO CHsO CO.CH, H #1085
CH,0 HO CO,CH, H #1091

#1085 H#1091 5RO HIFUE R A RAEUNEE . FENEE"HREE A
—B—C—D=E—-FHEHMNEH . FRMVKE XS HRERIETRNE K ENESS
HUAFH REERAHBAGHEE, SRS EE G8EE 22K UFT D
WASTBHOPUELUE, E XIS, RAEFEEORETN A Mg R E (RS X Eig
FISREAREN 99%) . HAFMUR L  FELZ2NEETUREFHLSS2 S NMENS
MEB(ER 10,

2. TABENSONINE N — OXIDE (2) i /8 3 || K (MELODINUS HENRYI CRAIL) # 4
B, KE4Q2), MW 352 (C,H2N,0:) HFIERTFE 7.

FPFERR.BERON . 2F X IEHEEPREHANE. BUTLEIFLE
WA THEBERAYE ML E DRI ENE SEIBT EE R HIMIKE, R IIRET
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B MW LIS 45 E#E 8 4 (m/z 336, 229, 228, 168, 135, 122, 121, 107)% A m/z-
INT, {5 ERREFh 2, (EFERRR . S REH LG5 MR EHER, BE 11,
%11 HEREREE

MASS-INT SEARCH,
TOTAL NO OF SPECTRA IN THE FILE; 1597
D MW MF NAMES
57 292 CpH:MN:  §,18.-8ECO-DIENE
107(99) 121489)  i22(99) 135(99) 168(99)
231 336 CuH1N;0; TABERSONINE
121{31) 122(40) 135(100) 168(24) 229(24) 336(55)
233 336 CyH.N:O: 16-EPI-19S-VINDOLININE
12124, 122(23) 135(94)  229(28) 336(57)
934 808 CuHisNOs  ISOVINCATHICINE
107(99) 121(99)  122(99)  135(100) 168(99)
943 672 CHuNO, 2,16-DIHYDRO-N-AC-ERVAFOLENE
107(99) 212(99)  122(99) 135(99) 168(99)
944 688 CaHN,Os 3R-AC-EPI-ERVAFOLIDENE
107(99) 121(99)  122(99) 135(99) 168(99) 228(99)
945 690 CiHsoNOs 2,16-DIHYDRO-3R-AC-EPI-ERVAFOLIDENE
107(99) 121(99)  122(99)  135(99) 168(99)
947 688 CiH(NOs 3S-AC-2,16-DIHYDRO-ERVAFOLIDENE
107(99) 121(99) 122(99) 135(99) 168(99) 228(99)
1483 336 C:H:N;0; (4 )-PSEUDOTABERSONINE
107(99) 121(99) 122(99) 135(99) 168(99) 228(99) 336(99)
1485 336 CyH:N;0; VENALSTONINE
121(99) 122(99)  135(99)  229(99) 336(99)
1587 672 CaH.NO, 3-O-ACETYL-EPI-ERVAFOLIDENE
107(99) 121(99)  122(99) 135(99) 168(99) 228(99)
1588 672 CoHaNO, 3-O-ACETYL-ERVAFOLIDENE
107(99) 121(99)  122(99) 135(99) 168(99) 228(99)
1589 690 CiaH;oNO;: 3-O-ACETYL-ERVAFOLIDENE
107(89) 121(89) 122(99) 135(99) 168(99)
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A Comyputer System for Searching the Mass Spectra
of Indole Alkaloids

L.Z. Hsueh, L.Y. Huang, W.Z. Xu®, Y.L. Zhou" and Z. H. Huang
(Shanghai Institute of Materia Medica, Chinese Academy of Sciences, Shanghai)

Received 30, Aug. 1988
Abstract

A small-scale, home-made computer system for searching the mass spectra of indole alka-
loids has been built up which consists of a data file and a set of searching subroutines. Included in
this system are;

(1) A data file involving 1600 mass spectra of indole alkaloids taken from literature and
(partly ) measured in our laboratory in the abbreviated form after Biemann, i. e. , picking 2
peaks out of every 14-mass interval within the whole range of the spectrum.

(2) A search program capable of executing fingerprint match as well as spectra comparison
approached in different manners. molecular weight, molecular formula, selected ion peaks and
selected neutral Josses.

(3) The out-put of results is given in the form of numerical tabulation or bargraphs as re-

quested by the user. The data file can be modified easily by deleting or renewing modaules.

+« Computing Center, Shanghai Branch, Chinese Academy of Sciences

+»+ Author to whom correspondence should be addressed



