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Abstract
C30H32N10O3, monoclinic, P21/c (no. 14), a = 10.447(2) Å,
b = 20.130(4) Å, c = 14.772(3) Å, β = 113.001(3)°,
V = 2859.7(10) Å3, Z = 4, Rgt(F ) = 0.0556, wRref(F

2) = 0.1663,
T = 296 K.

CCDC no.: 2171359

The title crystal structure is shown in the figure. Tables 1
and 2 contain details of themeasurement method and a list
of the atoms including atomic coordinates and displace-
ment parameters.

Source of material

An oven-dried round bottom flask was charged with a stir-
ring bar, 4-chloro-1H-pyrrolo[2,3-b]pyridine-5-carboxamide
(100 mg, 0.5 mmol), 5-(tert-butyl)-1H-pyrazol-3-amine
(70 mg, 0.5 mmol), cesium carbonate (500 mg, 1.5 mmol),
and DMF (5 mL), and then the reaction mixture was stirred
at 120 °C under nitrogen atmosphere for 8 h [5]. The product
was obtained by column chromatography eluting with
dichloromethane and methanol 15:1. The resulting solution
was evaporated to get some colorless crystals.

Experimental details

All hydrogen atoms were placed in the calculated positions
and all the non-hydrogen atomswere refined anisotropically.

Table : Data collection and handling.

Crystal: Colourless block
Size: . × . × . mm
Wavelength: MoKα radiation (. Å)
μ: . mm−

Diffractometer, scan mode: Bruker APEX-II, 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 [], SHELX [, ], Olex []
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Comment

Derivatives similar to the title compound have been reported
to have antitumor activity, anti pulmonary fibrosis activity
and januskinaseprotein inhibitory activity [6–10]. Exactly the
same skeleton as the title compound has not been reported in
the literature, which may arouse the interest of researchers.

The asymmetric unit of the title structure contains two
molecules 9-(tert-butyl)-3,11-dihydro-6H-pyrazolo [1,5-a]
pyrrolo[3′,2′:5,6]pyrido[4,3-d]pyrimidin-6-one molecules
and a water molecule. There is a disorder of the t-butyl
group and the ratio is 0.552:0.448. All other values of the
geometric parameters are normal. The bond lengths and
angles are in the expected ranges.

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

Atom x y z Uiso*/Ueq

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

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*
HCa

. . . .*
CBb

. () . () . () . ()
HDb

. . . .*
HEb . . . .*
HFb . . . .*
CAa

. () . () . () . ()

Table : (continued)

Atom x y z Uiso*/Ueq

HAa
. . . .*

HBa
. . . .*

HCa
. . . .*

CBb
. () . () . () . ()

HDb
. . . .*

HEb . . . .*
HFb . . . .*
CAa

. () . () . () . ()
HAa

. . . .*
HBa

. . . .*
HCa

. . . .*
CBb

. () . () . () . ()
HDb

. . . .*
HEb . . . .*
HFb . . . .*
N . () . () . () . ()
H . . . .*
N . () . () . () . ()
N . () . () . () . ()
H . . . .*
N . () . () . () . ()
N . () . () . () . ()
N . () . () . () . ()
H . . . .*
N . () . () . () . ()
N . () . () . () . ()
H . () . () . () . ()*
N . () . () . () . ()
N . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
O . () . () . () . ()
HA . . . .*
HB . . . .*

aOccupancy: . (), bOccupancy: . ().
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