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Single crystal culture and structure confirmation of Blonanserin

LI Yu-quan, WANG Ya-jiang, LIU Zhi-you, YE Jun-jie, MIAO Zi-jing
Tianjin Pharmaceutical Tech-Development Co., Ltd., Tianjin 300193, China

Abstract: Objective To cultivate the single crystal of Blonanserin, and to establish the structure of Blonanserin. Method To
selected the best condition by inspecting the different temperature, concentration, and solution. At this condition the single crystal size
of Blonanserin fit for X-ray analysis. Results The structure of Blonanserin was accurate and the data was the same with the literature

report. It proved that the structure of Blonanserin was right. Conclusion The single crystal size of Blonanserin obtained is fit for

X-ray analysis and the space structure is proved right. And it suggests the structure that synthesized by our corporation be exact.
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Fig. 1 Chemical structure of Blonanserin
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Table 1 Final atomic coordinates and equivalent isotropic atomic displacement parameters (Ueq)

JRT x/nm y/nm z/nm Uyy/ nm?’ JRT x/nm y/nm z/nm U/ nm’
F1 12993 774.7 902.3 0.46 Cl1 1058.1 798.6 439.3 0.20
N1 919.8 789.8 214.0 0.22 Cl2 1126.4 794.7 561.7 0.21
N2 674.2 685.2 281.4 0.22 Cl13 1158.9 907.9 643.1 0.30
N3 353.9 535.9 222.0 0.23 Cl4 1218.8 902.6 757.7 0.34
C1 11494 862.2 347.7 0.20 CI15 12435 782.1 789.2 0.31
C2 1324.0 942.1 363.2 0.24 Cl6 12129 667.8 712.5 0.31
C3 1369.3 1101.2 392.1 0.26 C17 1 154.6 675.4 598.1 0.25
C4 1291.9 11783 306.3 0.26 CI18 571.3 600.2 369.3 0.23
Cs 1324.0 1167.4 174.3 0.26 C19 408.2 592.3 3423 0.25
C6 11923 1061.5 97.0 0.25 C20 452.9 632.1 138.3 0.25
C7 1156.6 904.0 120.2 0.24 C21 616.4 639.9 158.2 0.25
C8 10733 850.5 23222 0.21 Cc22 191.1 513.9 197.7 0.32
C9 832.6 735.0 306.2 0.20 C23 122.0 428.2 86.6 0.38
C10 900.1 733.7 420.1 0.22
F2 KRR
Table 2 Data of bond distance
Ji Tt B /nm J B /nm R K /nm A5 K /nm
F1-C15 0.136 1 C5-C6 0.1523 N3-C22 0.145 8 Cl14-C15 0.136 5
N1-C8 0.1338 C6-C7 0.1529 Cl-C11 0.139 8 Cl15-Cl16 0.136 5
N1-C9 0.1339 C7-C8 0.150 5 CI1-C8 0.1399 Cl16-C17 0.1383
N2-C9 0.138 6 C9-C10 0.139 8 Cl-C2 0.1502 C18-C19 0.150 7
N2-C18 0.1459 C10-Cl11 0.1379 C2-C3 0.1533 C20-C21 0.150 2
N2-C21 0.146 3 C11-C12 0.149 3 C3-C4 0.1522 C22-C23 0.150 4
N3-C19 0.1450 C12-C17 0.138 4 C4-Cs 0.1532
N3-C20 0.1454 C12-C13 0.138 8 C13-C14 0.138 6
x3 HEARHEE
Table 3 Data of torsion angles
T FE /() JRT FE /() 7 A HLEE /() 7 A HLEL /()
C8-N1-C9 119.49 C4-C3-C2 115.08 C11-C10-C9 119.40 C16-C15-C14 122.83
C9-N2-C18 119.23 C3-C4-C5 115.51 C10-C11-C1 119.94 C15-C16-C17 118.19
C9-N2-C21 118.07 C6-C5-C4 115.61 C10-C11-C12 118.00 C16-C17-C12 121.34
C18-N2-C21 112.73 C5-C6-C7 116.23 C1-C11-C12 122.04 N2-C18-C19 110.55
C19-N3-C20 108.15 C8-C7-C6 115.23 C17-C12-C13 118.34 N3-C19-C18 111.19
C19-N3-C22 111.39 NI1-C8-C1 123.19 C17-C12-C11 120.49 N3-C20-C21 110.29
C20-N3-C22 112.70 N1-C8-C7 113.64 C13-C12-C11 121.14 N2-C21-C20 111.06
C11-C1-C8 116.80 C1-C8-C7 123.16 C14-C13-C12 121.05 N3-C22-C23 112.89
Cl11-C1-C2 121.72 N1-C9-N2 115.62 C15-C14-C13 118.25
C8-C1-C2 121.47 N1-C9-C10 120.97 F1-C15-C16 118.49
C1-C2-C3 113.57 N2-C9-C10 123.39 F1-C15-C14 118.67
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[17] Suzuki K, Hiyama Y, Une T, et al. Crystal structure of an

antipsychotic agent, 2-(4-ethyl-1-piperazinyl)-4-(4-fluoro
. phenyl)-5,6,7,8,9,10-hexahydrocycloocta  [b] pyridine
B2 eIl (Blonanserin) [J]. Anal Sci, 2002,18:1289-1290

Fig.2 Stereostructure of Blonanserin [2] OkaM, Hino K. AD-5423 [J]. Drugs Fut, 1992, 17(1): 9- 11.
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