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Abstract
C28H34FNO4, monoclinic, C2/c (no. 15), a = 21.7795(12) Å,
b = 5.9103(4) Å, c = 39.830(2) Å, β = 100.866(3)°, V = 5035.1(5) Å3,
Z = 8, Rgt(F ) = 0.0487, wRref(F 2) = 0.1376, T = 170 K.

CCDC no.: 2311717

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

One hundred milligram t-butyl 7-[3-(4-fluorophenyl)-1-
(propan-2-yl)-1H-indol-2-yl]-3,5-dihydroxyhept-6-enoate was
dissolved in 2 mL of acetonitrile. The resulting mixture was
stirred and dissolved at 50 °C to obtain a clear solution,
which was filtered and placed in a 5 mL glass bottle, the film
was covered with a puncture hole. The filtrate was slowly
evaporated at room temperature. Crystals of the title com-
pound were obtained after seven days.

Table : Data collection and handling.

Crystal: Colourless needle
Size: . × . × .mm
Wavelength: GaKα 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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2 Experimental details

Using OLEX2 [2], the structure was solved with the SHELXT [3]
structure solution program using Intrinsic Phasing and
refined with the SHELXL [4] refinement package using least
squares minimisation. The H atoms were fixed, fixed Uiso

were set to 1.2 times of all C(H) groups, C(H,H) groups and
N(H,H) groups; 1.5 times of C(H,H,H,H) groups, O(H) groups
and O(H,H) groups.

3 Comment

Fluvastatin, a member of the group of drugs known
as HMG-CoA reductase inhibitors, was the first statin avail-
able as an extended-release product [5]. The solid-state
properties of Fluvastatin sodium salt crystallized from
different solvents for comparison with crystalline forms of
the commercially available raw material was reported [6].
The t-butyl 7-[3-(4-fluorophenyl)-1-(propan-2-yl)-1H-indol-2-
yl]-3,5-dihydroxyhept-6-enoate is the final Fluvastatin pre-
cursor [7]. However, no single crystal structure is reported.
The title crystal skeleton consists of two benzene rings and a
nitrogen heterocyclic ring. Even though it has two hydroxyl
groups, no hydrogen bonds exist in the structure of the
molecule.
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University for X-ray crystallographic analysis.

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

Atom x y z Uiso*/Ueq

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

Table : (continued)

Atom x y z Uiso*/Ueq

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