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u-3000 - :
12 5 2- 1H- (1) 5- 2- H- (2)
0. 28 g(2 mmol) 0. 34 g(2 mmol) 5- -2- 50 mL ,
15 mL , 0. 42 g(2 mmol)DCC 10 mL.
, 24 h , 20 mL, ,
[ SV ( ) V( ) =10 1],
1 , 35%, © >250 ; ‘HNMR(300MHz, DMS0-d;),d: 3.82(s

3H, CH;), 6.888(s 1H, PyCH), 7.07(s 1H, PyCH), 7.98(d, J=4.5Hz, 2H, AH), 8.271(d,
J=4.5Hz, 2H, AH), 10.57 (s 1H, anideNH), 12.56 (s 1H, pyrole NH); *C NMR (75 MHz,
DMS0-d;),0: 79.8, 115.0, 116, 120.1, 125.6, 126.4, 130.7, 143.1, 145.8, 158.9, 161.1; ESI-

MS, m/z 289 (100, M"); (%) (Ci3 Hi1 N3 Os ): C54.06(53.98); H 4.00
(3.83); N 14.55(14.53).
2 , 40 %, : 215 216 ; 'HNMR (300MHz, DMS0-d;), d: 3.83

(s 3H, CH;), 6.90(s 1H, PyCH), 7.06(s 1H, PyCH), 7.69(t, J=8Hz 1H, ArH), 7.96(d,
J=8Hz 1H, AH), 8.13(d, J =8 Hz 1H, AH), 8.71(s 1H, AH), 10.48(s 1H, anideNH),

12.50(s 1H, PyNH); ESHVS m/z 290(100, M +H"): (%) (CisHuN;Os ):
C53.81(53.98); H 4.07(3.83); N 14.62(14.53).
13 2
2 / ( 12) , 7d , 0. 40
mm X0. 30 mm %0.20 mm . , B ruker MART CCD X
: Mo Ki A =0.071073 M), w /B . 1.95°<0 < 26.53°
3031 , 2400 122 (1) .

, P-1 , a=0.7603(3) nm, b=0.8102(3) nMm, ¢=1.100 4(4) mMm, a =95.776
(2)°,B =106.593(6) °,y =97.907(7)°, V =0.636 4(4) m’, z=2,p =1.509 Mg/m’, 4 =0.119
mm’*, F(000) =300, R, =0.083 7, wR, =0.123 9
14 - (UV-Vig
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Fig 1 Onedmaensional structure of canpound 2 via hydrogen bonds
with 30% probability thermal ellipsoids
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, 1 DMD 350 m . ,
1 , 350 M , 300 400 mM
, , 320 375 m ,
, B 400 m (1), 1/(A -A)
1[G ] , , 11
2 1 1/ (A -A) 1/[G]
(1) 1 3.7 x10' L /mol , 1

1 3 1
1.5 x10° L /mol

| ;318.5 F=0. 999 43 o.20f | i. 1.60 [ r=0. 999 43
| 17.5 El Q 1. 20
0.14 0.25 2L
0. 20 & S 0.80
5 0.10 12 15 18 5 2 0.0
< 10—3x1/[Go] s 0.15 2 0. 04 0.14
; 0. 06 ; 103Xx1/[Go]
0.10
0. 02 0. 05
—0.02F , , . 0.00f . . .
300 400 500 300 400 500
A/nm A/nm
Fig 2 UV-Vis gectra of canpound 1 changed with Fig 3 UV-Vis gectra of canpound 2 changed with
the addition of F~ n DM SO at 20 the addition of F© n DM SO at 20
c(1) =1.0x10"® mol/L. ¢(2) =1.0x10" % mol/L.
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Studies on Anions Recognition of N -Nitrophenyl-1H -pyrrole-2-car boxam ide

YN ZhenM ing, HE JiaQi, CHENG Jin-Pei’
(Deparment of Chamistry, State Key Laboratory of Elenento-O rganic Chenistry, Nankai U niversity,
Tianjin 300071, China)

Abstract Molecular recognition of anion is currently an expanding area of research egecially in the context
of designing anion enors Herein, wo nitrophenyl pyrrolic anide receptors, p-nitrophenyl-1H-pyrrole-2-car-
boxanide(1) and m-nitrophenyl-1H-pyrmole-2-carboxanide (2) , were synthesized by coupling pyrole-2-car-
boxylic acid with nitroaniline in the presence of dicyclohexylcarbodimide (DCC). The structure of compound 2
was characterized by X-ray crystallogrgphy. It is revealed that hydrogen bonding interaction andTt T stacking
played an mportant mole in the slf-assambly of campound 2 The anions recognition of the wo campounds
were studied by the UV -V ismethod in highly polar ©lvent of DM 0. Both campounds show a significant color
changewhen F° and H, PO, were added indicating they would be newv colormetric ssnsrs for the o anions

Keywords N-Nitrophenyl-1H-pyrmole-2-carboxamide; Crystal structure; Anions recognition
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