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Abstract : A nisodamine shows activity as cholinoceptor blocking agent. Some new ani sodam-
ine derivatives were synthesized. To confirm the structures of those derivatives, their mass
spectrometries were studied through electrospray ionization-ion trap mass spectrometer.
The results indicated that anisodamine derivatives modified by benzyl , the quaternary am-
monium chloride, could form a molecular-related ion [M +35] "~ and producted ions through
elimination of methyl chloride or benzyl chloridein spectraof negativeion mode. In postive
ion mode, ESFMS spectra of three compounds all gave molecular-related ions [ M-35]".
Their MS™ spectra gave the characteristic product ions which were also formed by the
cleavage of CG-N bond accompanied with breaking of HO-C, H-C or RCOO-C bonds of the
quaternary ammonium cation of compound ac.
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Tablel Modecular masses of anisodamine derivatives

Compound Molecular formula m/u m(Postiveion) /u

a CoaHa1NOs* O - 431 396
b CaaHzoFNOs* O~ 449 414
c C2aH2BrNOs* G- 509 474
ESFMS' ,
abc ,
b

m/ z484 [M +35]° )
A+2(m/ z486) A +4(m z 488) ,
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m z 434
(100) 340(14) ( 2 2),
m/ z434[M + Cl~ - CHsCl ]~
, Mz 340 [M + C° -
FCs HaCH.Cl]" 4
ac b
[M+35] ,

[M+Cl" - CHsClI]
m/ z 340 ,
CHsCl

CHsCl



147

2

ESFMS'

Table 2 ESIFMS' of anisodamine derivatives in negative and positive mode

Negative mode Positive mode
MS (¥ 2) MS? MS(nv 2) MS? MS® 4
Compound
[M+35-] (m/ 2) [M-35] (m 2) (v 2)
a 466 416(100) , 396 366(3.7) , 304(31.7) , 288(12.3) , 304 -156 -138( -120) ,
340(17.5) 304(46.1) , 230(46.1) , 156(17.9) , 98;288 -258,140; 230 -
140(100) , 122(30.1) 91; 140 -122, 82
b 484 434(100) , 414 384(2.9) , 304(27.3) , 288(5.0) , 304 -156 -138( -120) ,
340(14.0) 248(28.7) ,204(2.2) , 156(9.7) , 98; 288 -258,140; 248 -
140(100) , 122(20.5) 109; 140 -122, 82
c 544 494(100) , 474 444(3.6) , 308(44.8) , 304(59.1) , 304 -156 -138( -120) ,
340(14.3) 288(5.3) , 169(100) , 156 (30.7) , 98;288 -258, 140; 308 —

140(84. 4)

169,140 -122, 82
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