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Abstract: Eight novel N-benzoyl dehydroabietylamine derivatives with potential sterilization and antican-
cer biological activities were analyzed through electrospray ionization tandem mass spectrometry ( ESI-IT-
MS). The results indicated that three types of derivatives exhibited their own typical ionization and frag-
mentation process, due to their different 7-and 12-substituents on the dehydroabietylamine ring and differ-
ent substituents on the benzoyl ring. In ( +)-ESI-MS, the dimer ions of 7-oxime derivatives (A) and
12-nitro derivatives (C) could be more readily formed than that of 7-hydroxy derivatives (B). [M - H,0
+H] " of A was observed in the positive-ion mode. C were prone to be ionized in the negative-ion mode.

Two typical fragmentation peaks of [M =35 +H] ¥ and [M - H,0 + H] © were observed in ( +) -ESI-

« YRS EHEI: 2014 -02 - 18
BEE£WMB: ERARFFEILESEBIIE (41301264, 31170536) ; | A4 ARBIAIL4EBITIH (S2011010004991)
EHERINT: BRcH (1988 4EA4:), %y SRR AE: LW RGN HM SR, BIRIMEE: FWE;; E-mal: ghzhoulh@

gdut. edu. cn



108

bR E e (HARBHERR)

The ion of [M — H,0 + H] * formed from

18-acyl of (A) could induce some even fragmentation ion peaks by loss of substituted benzonitrile. The

MS/MS spectra of 7-oxime dehydroabietylamine derivatives .

ion of [M —H,0 + H] * formed from 7-oxime of (A) can induce some odd fragmentation ion peaks by
loss of substituted benzaldehyde. (B) showed more stability than (C) in ( - )-ESI-MS/MS process. Fe-
wer fragmentation ions of ( B) were obtained even though (B) derivatives were collided with higher ener-
gy. Ton fragmentation of (B) and (C) derivatives were induced by loss of neutral molecules of N-substi-
tuted benzoyl methylene amine, substituted benzaldehyde or substituted benzene. Due to the strong elec-
tron-withdrawing ability of 12-and 4’-nitro of ( C) derivatives, the neutral molecules lost from ( C) deriv-
atives can be ionized by capturing one electron.

Key words: electrospray mass spectrometry; ionization tandem; N-benzoyl dehydroabietylamine deriva-
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Fig. 1  Structures of dehydroabietylamine derivatives
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Table 1  Information of the peaks of dehydroabietylamine derivatives detected by ( + )-ESI-MS

e m/z ( +)-ESI-MS %55 ( —)-ESI-MS %55
[M+H]"(464.3)(100% ) [M-H] (462.1)(100% )
[M-H,0+H]"(446.4) [M+H,0-H] (480.1)
A, 463.2
[2M +H]*(927.0) [M+HCOOH -H] ~(508.1)
[2M +Na] *(949.1) [2M -H](925.1)
[M+H]"*(453.2)(100% ) [M-H] (451.2)(100% )
[M-H,0+H]"(435.4) [M+H,0-H] (469.2)
A, 452.2
[2M +H]*(905.1) [M+HCOOH -H] ~(497.1)
[2M +Na] *(927.1) [2M-H](903.1)
[M+H]*(453.2)(100% ) [M-H] (451.2)(100% )
[M-H,0+H]"(435.4) [M+H,0-H] (469.2)
A, 452.2
[2M +H]J " (905.0) [M+HCOOH -H] ~(497.1)
[2M +Na] *(927.1) [2M-H](903.1)
[M+H]"(419.3)(100% ) [M-H] (417.2) (100% )
[M-H,0+H]"(401.4) [M+H,0-H] (435.2)
A, 418.3
[2M +H] " (837.2) [M+HCOOH - H] ™ (463.2)
[2M +Na] * (859.3) [2M -H] (835.1)
[M-H] (438.2)(100% )
B, 439.2 [M+Na]*(462.1)(100% ) [M+HCOOH -H] ™~ (484.1)
[M+122 -H] (560.0)
[M-H] (404.5) (100% )
B, 405.3 [M+Na]*(428.1)(100% ) [M +HCOOH -H] ~ (450.0)
[M+122 -H] (526.0)
[M-H] (478.4)
, 479, [M+H]"(480.2)(100% ) [M+HCOOH -H] ~ (524.0) (100% )
[2M +H] " (959.2) [M+122 -H] (600.0)
[2M -H](957.0)
[M-H] (467.3)
, 168, [M+H]"(469.3)(100% ) [M+HCOOH -H] ™ (513.0) (100% )

[2M +H] " (937.2)

[M+122 -H] (589.0)
[2M -H] " (935.0)
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