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Abstract
C37H43FN2O5, monoclinic, P21 (no. 4), a = 13.8818(6) Å,
b = 8.7373(4) Å, c = 15.6295(7) Å, β = 113.356(2)°, V = 1740.36(14) Å3,
Z = 2, Rgt(F) = 0.0527, wRref(F2) = 0.1346, T = 170 K.

CCDC no.: 2389999

The molecular structure is shown in the figure. Table 1
contains crystallographic data and Table 2 contains the list of

the atoms including atomic coordinates and displacement
parameters.

1 Source of materials

t-Butyl 7-[2-(4-fluorophenyl)-3-phenyl-4-(phenylcarbamoyl)-5-
(propan-2-yl)-1H-pyrrol-1-yl]-3,5-dihydroxyheptanoate (50.0mg,

Table : Data collection and handling.

Crystal: Colourless needle
Size: . × . × .mm
Wavelength: Ga Kα radiation (. Å)
μ: .mm−

Diffractometer, scan mode: Bruker D Venture, φ and ω
θmax, completeness: .°, >%
N(hkl)measured, N(hkl)unique, Rint: , , .
Criterion for Iobs, N(hkl)gt: Iobs > σ(Iobs), ,
N(param)refined: 

Programs: Bruker, Olex, SHELX,
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0.08mmol) was dissolved in the acetonitrile (3ml) at 50 °C and
water (1.5ml) in 10ml glass bottle. The glass bottle was covered
with a porous film. Single crystal of the title compound were
obtained after 7 days.

2 Experimental details

Absorption corrections were applied by using multi-scan
program.1 Using Olex2,2 the structure was solved with the
ShelXT3 structure solution program and refined with the
ShelXL4 refinement package.

3 Comment

Atorvastatin (Lipitor, Pfizer) is a safe and effective 3-hydroxy-
3-methyl-glutaryl–CoA (HMG–CoA) reductase inhibitor
(statin). It is the most potent currently available statin.5

Table : Fractional atomic coordinates and isotropic or equivalent
isotropic displacement parameters (Å).

Atom x y z Uiso*/Ueq

F . () . () . () . ()
O . () . () . () . ()
N . () . () . () . ()
C . () . () . () . ()
O . () . () . () . ()
H . . . .*
N . () . () . () . ()
C . () . () . () . ()
O . () . () . () . ()
H . . . .*
C . () . () . () . ()
O . () . () . () . ()
C . () . () . () . ()
O . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H −. . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
C . () . () . () . ()
H . . . .*

Table : (continued)

Atom x y z Uiso*/Ueq

C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
H . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
C . () . () . () . ()
C . () . () . () . ()
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*
C . () . () . () . ()
HA . . . .*
HB . . . .*
HC . . . .*

26 W.-J. Sun et al.: The structure of Atorvastatin tert-butyl Ester



Structural mechanism for statin inhibition of HMG–CoA
reductase was studied.6 It is important to analyse the exact
structure of the Atorvastatin and its intermediates. The
t-butyl 7-[3-(4-fluorophenyl)-1-(propan-2-yl)-1H-indol-2-yl]-3,5-
dihydroxyhept-6-enoate is the final Atorvastatin precursor.7,8

However, no single crystal structure is reported. The title
crystal skeleton consists of three benzene rings and a pyrrol
ring. There are intermolecular hydrogen bonds, H3O3⋯N1,
H2O2⋯O1, and intramolecular hydrogen bonds H3O3⋯O2.
Bond lengths are al in the expected ranges.9
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