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62 63 : 051 147 03 04 HMBC , 26-H,07 11(J =3 20 Hz) 25 H,
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051 147 18, 20-C , 0263 17,21-H, 0151 134 26,27-H ,
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OH ) OH
9. 52 1 S 1-H
7. 12 1 d 26-H 7.11,6 93 6 25
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7. 00 1 d 6 H 6 49, 2 86 8 24
6 93 1 dd 27-H 7.12,7 11 6.25,3 20
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6. 42 1 d 9H 6. 49 2 44
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Table3 *C NMR data of aripiprazole (CDCls as solvent)
3¢ L
HSQC HMBC
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447, EFMS 3
447 | 449(M +2) 451 (M +4) ,
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Spectroscopic Studies of Aripiprazole
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Abgtract The ultraviolet spectrum (UV) , infrared spectrum (IR) , nuclear magnetic resonance (NMR) and mass spectrum
(M9 of aripiprazole, a new antipsychotic drug, were reported and interpreted. The structure of aripiprazole in solution was
studied according to the UV spectra detected in solution with different pH values. The vibrations of functiona groups of this
compound in IR and the i sotopic ion peaksin M S were discussed. Moreover , the 2D-NMR techniques, including * H-* H correla
tion spectroscopy (* H-'H cosy) , heteronuclear single-quantum coherence (HSQC) , and heteronuclear multiple-bond correlation
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(HMBC) , were used to deduce the structure of thiscompound. All the® H NMR and ®*C NMR signals were assigned. Especial-
ly, the ten different methylenesin this structure were analyzed according to the chemica shifts, coupling constants and correla
tionsin 2D-NMR spectrum. By all these spectral techniques, the structure of aripiprazole was identified.

Keywords Aripiprazole; Ultraviolet spectrum; Infrared spectrum; Nuclear magnetic resonance; Mass spectrum; Structureiden-

tification
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