Table 1.

Identification code
Empirical formula
Formula weight
Temperature
Wavelength

Crystal system

Space group

Unit cell dimensions
Volume
Density (calculated)

Absorption coefficient

F(000)

Crystal size

Theta range for data collection
Index ranges

Reflections collected
Independent reflections
Refinement method

Data / restraints / parameters
Goodness-of-fit on F"2

Final R indices [I>2sigma (I) ]
Reflection observed [I>2sigma (I)]
(all data)

R indices

Largest diff. peak and hole

Table 2.
displacement parameters
pvrrole acetate. Ul(eq)

Atomic coordinates (
(A"2 x 1073)
is defined as one third of the trace

lH-pyrrole acetate

Crystal data and structure refinement for guanidinocarbonyl-

Guanidiniocarbonyl-1H-pyrrole acetate

C8 H12 N4 03 x H2 O

230.23

293(2) K

0.71073 A

triclinic

pP-1

a
b
C:

8.360(1) A
8.462(1) A
8.558(1) A

103.18(1)
105.09(1)
93.46 (1)

alpha =
beta =
gamma =

564.51(12) A"3

2

1.354 g/cm”3

0.110 mm~-1

244

0.25 x 0.20 x 0.15 mm

2.55 to 27.50 deg.
-10<=h<=10, -10<=k<=10, -1l<=1<=11
4483

2504 [R(int) = 0.0210]
Full-matrix least-squares on F"2
2504 / 0 / 201

1.031

Rl = 0.0366, wR2 = 0.0960,
2069

R1 = wR2 =

0.0464, 0.1027

0.177 and -0.173 e.A"-3

x 1074) and equivalent isotropic
for guanidiniocarbonyl-1H-

Q. 0 0



of the orthogonalized Uij tensor.

U (eq)
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for guanidinio-

[A] and angles [deg]

Bond lengths

Table 3.

carbonyl-1H-pyrrole acetate.
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118.61(11)

0(13)-C(14)-C(15)
0(12)-C(14)-C(15)

117.53(11)

for

(A”2 x 1073)
The anisotropic displacement

Anisotropic displacement parameters

guanidiniocarbonyl-1H-pyrrole acetate.

Table 4.

h"*2 a*"2 Ull + ...

[

-2 pi~2

factor exponent takes the form:

2 h k a* b*

]

Ulz

Ul2

Ul3

U23

U33

U22

Ull
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and isotropic
for guanidiniocarbonyl-

x 10"4)
(A”2 x 1073)

(

Hydrogen coordinates

displacement parameters
lH-pyrrole-acetate.

Table 5.

U (eq)
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