24k 1997 55 (1): 30-36  1SSN: 0567-7351 CN: 31-1320/06

¥R

WA AT B0 3 1 1 TR DU e 1 49 T 45 # P Ng'E =
Wit s 5 VR R A 4 » Supporting info
JEs kTR » PDR(327KB)
BRI BRI R A L B :fﬁ%fﬂw@)
WEBE XTI 7 P BB PR3- MR 2 (L 1 T 3500 -3, 2P 5 | =
i M A B M) 0 4 746K, JFHICNDOIZ i 1 T IR i, 4 & WIRAL W55 5 15
R A A P T S 3 4 T8 5 T TR P S I £ 28 I C-NRTC- b RS
O L HI 7 24050 M ACRALIEIHE R TR 7 1R T Hobei tE B . RS -
WU BB A T B E B4 TR - pp—
KB NTEM XWRGEAN W P M ESLANGTE BRI Fbuntt DO 5 B

F Email Alert

. . . - ¥ SCE A
Molecular structures of two 3-pyrazolidone compounds with potent anticonvulsant activity . ‘ﬂ‘(ﬂ”"‘}i;f“ =
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Abstract The crystal and molecular structures of two potent anticonvulsant compounds: 1-(n-butyl)-5-(p-fluorophenyl)- AR

3-pyrazolidone (1) and 1-(n-propy!)-5-(p-methyl phenyl)-3-pyrazolidone (2) were determined by X-ray diffraction PR SCAE AR SO

method. The atomic net charges were calculated by CNDO/2 method. It is shown that the bond lengths of C-N and C-O

of the conjugated amido groups and the atomic net charges in the five membered rings of 3-pyrazolidones are affected by w
the electronreleasing capabilities of R*1 groups. It is considered that a substituent being more electron-releasing at -
position 1 of the five membered ring of 3-pyrazolidone is favorable on enhancement of the anticonvulsant activity, and - EE
the substituent at position 5 might mainly affect the molecular steric shape and the hydrophobic property. - IR
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