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Abstract 
C 1 7 H ] 7 N 0 3 , monoc l in ic , P\2\ln\ (No . 14), a = 13 .227(5) Ä, 
b = 5 .083(1) Ä, c = 22 .472(7) Ä, β = 106.16(3)° , 
V = 1451.2 Ä 3 , Ζ = 4, Rgl(F) = 0 .058 , wRKf(F2) = 0 .177 , 
Τ = 2 9 3 Κ. 

Source of material 
T h e title c o m p o u n d was p repared in 75 % yie ld by O - and 
N-deace ty la t ion through solvolys is of ethyl l - ace toxy-9 -ace ty l -
9W-carbazole-3-carboxyla te [1] wi th e thanol and K2CO3 fo l -
lowed by O - and N-methy la t ion us ing d ime thy l su l f a t e / K2CO3 in 
ace tone . 

Table 1. Data collection and handling. 

Crystal: colorless, lath, size 0.15 χ 0.2 χ 1.7 mm 
Wavelength: Mo Ka radiation (0.71073 A) 
μ: 0.89 cm"1 

Diffractometer, scan mode: Broker AXS P4, ω 
20ma*: 55° 
AWOmeasured, N(hkl)a„ique: 3488, 3346 
Criterion for /obs, N(hkl)gc. /cbS > 2 a ( W , 1914 
N(param)Kf,„ed: 190 
Program: SHELXTL-97 [2] 

Table 2. Atomic coordinates and displacement parameters (in Ä2). 

Atom Site χ y ζ U\, 

H(2) 4e 0.1351 0.7698 1.0344 0.08 
H(4) 4e 0.4222 0.4332 1.0835 0.08 
H(7) 4e 0.6048 0.4673 1.1866 0.08 
H(8) 4e 0.7254 0.5662 1.2802 0.08 
H(9) 4e 0.6907 0.8894 1.3437 0.08 
H(10) 4e 0.5350 1.1259 1.3158 0.08 
H(14A) 4e 0.2622 1.2868 1.2137 0.08 
H(14B) 4e 0.3760 1.3979 1.2421 0.08 
H(14C) 4e 0.3296 1.1901 1.2789 0.08 
H(15A) 4e 0.0187 1.2554 1.1034 0.08 
H(15B) 4e 0.0216 0.9585 1.0850 0.08 
H(15C) 4e 0.0606 1.1759 1.0471 0.08 
H(17A) 4e 0.2619 0.1876 0.8938 0.08 
H(17B) 4e 0.2330 -0.0347 0.9350 0.08 
H(18A) 4e 0.3680 -0.1808 0.8951 0.08 
H(18B) 4e 0.4095 -0.1627 0.9675 0.08 
H(18C) 4e 0.4380 0.0579 0.9261 0.08 

Table 3. Atomic coordinates and displacement parameters (in Ä2). 

Atom Site χ y ζ U11 U22 t/33 i/12 U13 i/23 

C(l) 4e 0.2270(2) 0.9236(5) 1.1133(1) 0.058(1) 0.054(1) 0.050(1) 0.009(1) 0.023(1) 0.006(1) 
O(l) 4e 0.1609(1) 1.1019(4) 1.12817(8) 0.063(1) 0.075(1) 0.064(1) 0.0204(9) 0.0205(8) -0.0019(9) 
C(2) 4e 0.2020(2) 0.7593(5) 1.0621(1) 0.055(1) 0.063(2) 0.050(1) 0.006(1) 0.014(1) 0.006(1) 
C(3) 4e 0.2745(2) 0.5770(5) 1.0506(1) 0.057(1) 0.057(1) 0.041(1) 0.000(1) 0.014(1) 0.001(1) 
C(4) 4e 0.3744(2) 0.5540(5) 1.09089(9) 0.056(1) 0.055(1) 0.044(1) 0.002(1) 0.018(1) -0.001(1) 
C(5) 4e 0.4017(2) 0.7175(5) 1.14315(9) 0.053(1) 0.050(1) 0.043(1) 0.001(1) 0.0191(9) 0.002(1) 
C(6) 4e 0.4949(2) 0.7344(5) 1.19482(9) 0.054(1) 0.052(1) 0.042(1) -0.003(1) 0.0185(9) -0.000(1) 
C(7) 4e 0.5901(2) 0.5970(5) 1.2122(1) 0.059(1) 0.061(2) 0.048(1) 0.002(1) 0.014(1) -0.005(1) 
C(8) 4e 0.6621(2) 0.6573(5) 1.2680(1) 0.060(1) 0.067(2) 0.056(1) 0.000(1) 0.009(1) 0.000(1) 

* Correspondence author 
(e-mail: peters@vsibm I .mpi-stuttgart.mpg.de) 



120 C12NH6(OCH3)(CH3)C02(C2H5) 

Table 3. Continued. 

Atom Site X V c Uu Ü22 t/33 Un Um 

C(9) 4e 0.6409(2) 0.8529(5) 1.3063(1) 0.071(2) 0.067(2) 0.048(1) -0.009( 1) 0.010(1) -0.005( 1) 
C(10) 4e 0.5482(2) 0.9937(5) 1.2904(1) 0.072(2) 0.058(2) 0.050* 1) -0.008(1) 0.021(1) -0.008(1) 
C( l l ) 4e 0.4750(2) 0.9300(5) 1.2346(1) 0.059( 1) 0.048(1) 0.045(1) -0.004(1) 0.020(1) -0.001(1) 
N(12) 4e 0.3748(1) 1.0341(4) 1.20926(8) 0.062( 1) 0.050* 1) 0.049(1) 0.001(1) 0.0229(9) -0.0047(9) 
C( 13) 4e 0.3292(2) 0.9029(4) 1.15409(9) 0.059(1) 0.050(1) 0.042( 1) -0.002( 1) 0.022( 1) 0.002( 1) 
C(14) 4e 0.3320(2) 1.2451(5) 1.2385(1) 0.075(2) 0.057(2) 0.071(2) -0.001(1) 0.037( 1) -0.012(1) 
C(15) 4e 0.0569(2) 1.1248(7) 1.0876(1) 0.064(2) 0.100(2) 0.083(2) 0.024(2) 0.022(2) -0.007(2) 
C(16) 4e 0.2395(2) 0.4111(5) 0.9943(1) 0.064(2) 0.061(2) 0.045(1) 0.004( 1) 0.014(1) 0.002(1) 
0( 16) 4e 0.1510(1) 0.4098(4) 0.95959(8) 0.068(1) 0.101(2) 0.060(1) 0.014(1) -0.0032(9) -0.016(1) 
0(17) 4e 0.3166(1) 0.2595(4) 0.98497(7) 0.065(1) 0.072(1) 0.0496(9) 0.0024(9) 0.0101(8) -0.0173(9) 
C(17) 4e 0.2878(2) 0.0859(6) 0.9315(1) 0.079(2) 0.072(2) 0.046(1) 0.006(2) 0.008(1) -0.012(1) 
C( 18) 4e 0.3845(2) -0.0633(7) 0.9299(1) 0.080(2) 0.094(2) 0.062(2) -0.001(2) 0.021(1) -0.024(2) 
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