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Abstract

C4H;;CIN,0, orthorhombic, P2;,2:2; (no. 19), a = 4.9699(1) A,
b = 7.5867(2) A, ¢ = 17.37194) A, V = 655.013) A’ Z = 4,
Rg(F) = 0.0286, eref(Fz) =0.0796, T = 200 K.

CCDC no.: 2411364

Table 1 contains the crystallographic data. The list of the atoms
including atomic coordinates and displacement parameters.

1 Source of materials

The compound was obtained commercially (Sigma—Aldrich).
Crystals suitable for the diffraction test were taken directly
from the provided product.
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Table 1: Data collection and handling.

Crystal: Colourless block

Size: 0.20 x 0.15 x 0.12 mm
Wavelength: CuKa radiation (1.54178 A)
v 4.43mm™

Diffractometer, scan mode:
Bmax, COMpleteness:

N (hkDmeasures N(hkDuniques Rint: 2,585, 1,307, 0.022

Criterion for Iops, N(hkl)g: Iobs > 2 0(Iops), 1,289
N(param)refined: 89

Programs: CrysAlis™®" Olex2,? SHELX*

Rigaku Synergy, w scans
75.4°,100 %

2 Experimental details

The positions of hydrogen atoms on carbon atoms were
calculated geometrically and refined using the riding
model. All the hydrogen atoms on nitrogen atoms were
located from difference Fourier map and refined with
Uiso(H) = 1.5U¢q(N). The distance between the hydrogen
atoms and the nitrogen atoms were refined freely. A DFIX
restrain was used to get a better model for the hydrogen
atoms. The absolute structure was established by refine-
ment of the Flack parameter (0.016(12) from 489 selected
quotients) using Parsons’ method.?

3 Comment

The title compound can be used for the synthesis of leve-
tiracetam,® and brivaracetam.” Despite an extensive search
through the Cambridge Structural Database, no reports on
the single crystal structure of title compound were identi-
fied. The structural analogue, 2-aminobutanoic acid was
reported as nitrate,® and dihydrogen phosphate.”**

The title compound crystallized in P2,2,2; space group
with one 2-aminobutanamide cation and one chloride anion
in its asymmetric unit, forming a 1:1 organic salt. All bond
lengths fall in the normal range. The carbon chain exhibits a
typical zig-zag-like conformation. The twist angle between
C1-C2-C3-C4 is 178.04 (18)°, suggesting that above atoms are
nearly coplanar. Protonated amino groups establish
hydrogen bonds with two chloride ions and an amide group
nearby. H1A atom on the terminal amide group also engages
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in hydrogen bonding with a chloride ion, characterized bya 4.

DA distance of 3.250 (2) A.
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