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Abstract: The molecular structures and mechanism for the fragmentations of the related im-
purities were proposed by the MS" and HRMS results obtained by high performance liquid
chromatography-ultraviolet detector-fourier transform ion cyclotron resonace mass spec-
trometry(HPLC-UV-FTICRMS/MS"). The molecular compositions of the related impuri-
ties and some of the fragmentations were confirmed by the HRMS datas. Four related impu-
rities in puerarin bulk drug were separated. Their [ M+H]" ion peaks are m/z 433.112 95,
433.112 92, 417.118 01 and 417.118 01, respectively. They are identified as 3-hydoxypu-
erarin, genistin-8-C-glucoside, neopuerarin B and neopuerarin A on the basis of fragmenta-
tion mechanism and reference data.
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6. S2 m/z 191 uv ,S1
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m/z 203 161, R La-4.11-12] S1 3’
S1 B ,S2 -8-C- 0
1 ( 1 ) HPLC-MS
Table 1 HPLC-MS" analysis of puerarin bulk drug(Batch No. 1)
/min [M+H]" MS» /(m/=z) /nm
MS?[417]: 399 (100), 381 (26), 363 (8), 351 (32), ~
9.51 417 250, 305
321 (7), 297 (23), 267 (0.3)
MS*[3997]: 381 (100), 363 (23), 351 (96), 321 (88)
MS'[381]: 363 (28), 351 (100), 321 (91)
MS°[351]: 267 (100)
MS?[433]: 415 (100), 397 (32), 379 (8)., 367 (34),
S1 7.79 433 231, 288
351 (3), 337 (8), 313 (21), 295 (0.3), 269 (14)
MS?*[415]: 397 (68), 379 (20), 367 (71), 351 (2),
337 (100), 313 (3), 295 (5)
MS![3377: 319 (7). 309 (100), 281 (7). 203 (10). 161 (7)
MS°[309]: 291 (80), 281 (100), 263 (15), 253 (14),
175 (48)
MS2[4337: 415 (100). 397 (26). 379 (9). 367 (35),
S2 14.61 433 261
351 (2), 337 (13), 313 (22), 295 (6), 269 (15)
MS?[415]; 397 (83), 379 (20), 367 (98), 351 (2),
337 (100), 313 (4), 295 (42)
MS*[337]: 319 (1), 309 (100), 281 (5)
MS’[309]: 291 (47), 281 (100), 263 (9), 253 (79),
191 (53), 163 (3)
MS?[417]: 399 (100), 381 (24), 363 (7), 351 (31),
S3 15. 25 417 250, 304
321 (7), 297 (22), 279 (0.2)
MS?[399]: 381 (81), 363 (23), 351 (99/100),
321(100/94)P
MS'[351]: 267 (100)
MS*[321]: 293 (100)
MS°[293]: 275 (100)
MS?[417]; 399 (100), 381 (26), 363 (7), 351 (33),
S4 16. 37 417 250, 304
321 (7), 297 (22), 279 (0.4
MS?*[399]: 381 (82), 363 (24), 351 (99/100),
321 (100/96)1
MS!'[351]: 267 (100)
MS*[3217: 293 (100)
MS®[293]: 275 (100)
: 1) m/z 351 m/z 321 s
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Fig.8 a. HR-MS' spectrum of puerarin; b. HR-MS? spectrum of puerarin [M+H]t m/z 417;
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2 (T ) ESI-FTICR-MS"
Table 2 ESI-FTICR-MS" analysis of puerarin bulk drug(batch No. 1)
MS? /(m/z) /(m/z) /1076
399.108 06 C21 Hi9Og H,O 399.107 44 1. 54
381.097 20 Co1Hi7 07 2H,0 381.096 88 0. 84
363.086 55 C21 Hi5 06 3H,0 363.086 31 0. 65
351.086 64 Cz0Hi5 06 CH,O+2H,0 351. 086 31 0.93
321.075 71 CisHi305 2CH,O0+2H;0 321.075 75 —0.12
297.075 93 Ci7Hi505 CyHs Oy 297.075 75 0.61
S2 415.102 51 Co1 Hig Oy H.0O 415.102 36 0.36
397.092 01 C21 Hi7Og 2H,0 397.091 79 0. 54
367.081 27 Cz0Hi507 CH;O+2H,0 367.081 23 0.11
337.070 92 CisHi306 2CH;0+2H,0 337.070 66 0.76
313.071 01 Ci7Hi1306 CyHs Oy 313.070 66 1. 10
S3 399.107 48 Cy1 HigOg H,O 399.107 44 0.09
381.097 53 Co1 Hi7 Oy 2H,0 381.096 88 1.71
363.086 24 Co1 Hi5 O 3H,0 363.086 31 —0.21
351.085 82 Cz0Hi5 06 CH,O-+2H,0 351. 086 31 —1.41
S4 399.107 18 C21 Hig Og H,O 399.107 44 —0.66
381.096 89 Co1 Hi7 07 2H,0 381.096 88 0.03
351.086 15 Cy0 Hi5 04 CH,O-+2H,0 351. 086 31 —0.47
297.075 78 Ci7Hi30;5 CiHg O, 297.075 75 0. 10
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