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n-Butyl acetate

Howard A. Shallard-Brown, David J. Watkin and Andrew R. Cowley

n-Butyl acetate 

Crystal data 

C6H12O2

Mr = 116.16
Triclinic, P1
a = 4.7272 (1) Å
b = 7.6955 (3) Å
c = 10.1387 (4) Å
α = 100.7426 (13)°
β = 96.0038 (15)°
γ = 99.3371 (18)°
V = 354.09 (2) Å3

Z = 2
F(000) = 128
Dx = 1.089 Mg m−3

Mo Kα radiation, λ = 0.71073 Å
Cell parameters from 1476 reflections
θ = 5–27°
µ = 0.08 mm−1

T = 150 K
Cylinder, colourless
0.80 × 0.20 × 0.20 mm

Data collection 

Nonius KappaCCD 
diffractometer

Graphite monochromator
ω scans
Absorption correction: multi-scan 

(DENZO/SCALEPACK; Otwinowski & Minor, 
1997)

Tmin = 0.33, Tmax = 0.98

5958 measured reflections
1585 independent reflections
1194 reflections with I > 2σ(I)
Rint = 0.035
θmax = 27.4°, θmin = 5.1°
h = −6→5
k = −9→9
l = −13→13

Refinement 

Refinement on F2

Least-squares matrix: full
R[F2 > 2σ(F2)] = 0.040
wR(F2) = 0.104
S = 0.97
1585 reflections
73 parameters
0 restraints

Primary atom site location: structure-invariant 
direct methods

Hydrogen site location: inferred from 
neighbouring sites

H-atom parameters constrained
w = 1/[σ2(F) + 0.045 + 0.061P] 

where P = [max(Fo
2,0) + 2Fc

2]/3
(Δ/σ)max = 0.0002
Δρmax = 0.19 e Å−3

Δρmin = −0.31 e Å−3

Fractional atomic coordinates and isotropic or equivalent isotropic displacement parameters (Å2) 

x y z Uiso*/Ueq

C1 0.4329 (2) 0.19532 (15) 0.61673 (12) 0.0319
O2 0.65680 (17) 0.30569 (11) 0.69916 (8) 0.0339
C3 0.8300 (3) 0.43555 (16) 0.63810 (12) 0.0346
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C4 1.0599 (3) 0.54983 (16) 0.74868 (12) 0.0343
C5 0.9433 (3) 0.67482 (17) 0.85537 (13) 0.0391
C6 1.1774 (3) 0.77932 (18) 0.96950 (14) 0.0473
O7 0.37156 (19) 0.20225 (12) 0.49981 (9) 0.0425
C8 0.2750 (3) 0.06562 (18) 0.68942 (14) 0.0422
H31 0.7054 0.5128 0.6039 0.0396*
H32 0.9191 0.3691 0.5635 0.0386*
H41 1.1621 0.4712 0.7951 0.0409*
H42 1.2056 0.6241 0.7048 0.0407*
H51 0.7923 0.6020 0.8923 0.0463*
H52 0.8546 0.7619 0.8135 0.0456*
H61 1.0958 0.8659 1.0380 0.0562*
H62 1.2725 0.6978 1.0129 0.0569*
H63 1.3283 0.8469 0.9317 0.0556*
H81 0.0981 0.0075 0.6299 0.0492*
H82 0.2414 0.1286 0.7779 0.0492*
H83 0.3985 −0.0178 0.6998 0.0499*

Atomic displacement parameters (Å2) 

U11 U22 U33 U12 U13 U23

C1 0.0323 (6) 0.0278 (6) 0.0334 (7) 0.0043 (5) 0.0010 (5) 0.0040 (5)
O2 0.0365 (5) 0.0326 (5) 0.0297 (5) −0.0025 (4) 0.0006 (3) 0.0092 (4)
C3 0.0359 (6) 0.0347 (6) 0.0330 (6) −0.0005 (5) 0.0047 (5) 0.0123 (5)
C4 0.0310 (6) 0.0349 (7) 0.0361 (7) 0.0018 (5) 0.0024 (5) 0.0096 (5)
C5 0.0390 (7) 0.0339 (7) 0.0432 (7) 0.0028 (5) 0.0060 (6) 0.0078 (6)
C6 0.0593 (9) 0.0387 (8) 0.0385 (7) 0.0000 (6) 0.0018 (6) 0.0051 (6)
O7 0.0461 (5) 0.0411 (5) 0.0350 (5) −0.0011 (4) −0.0061 (4) 0.0092 (4)
C8 0.0460 (7) 0.0353 (7) 0.0410 (7) −0.0034 (6) 0.0044 (6) 0.0072 (6)

Geometric parameters (Å, º) 

C1—O2 1.3411 (14) C5—C6 1.5189 (18)
C1—O7 1.2037 (14) C5—H51 0.983
C1—C8 1.4981 (17) C5—H52 0.983
O2—C3 1.4571 (14) C6—H61 1.021
C3—C4 1.5096 (16) C6—H62 0.971
C3—H31 0.984 C6—H63 0.968
C3—H32 1.002 C8—H81 0.967
C4—C5 1.5192 (17) C8—H82 0.978
C4—H41 0.988 C8—H83 0.948
C4—H42 1.015

O2—C1—O7 123.27 (11) C4—C5—H51 108.3
O2—C1—C8 111.16 (10) C6—C5—H51 109.8
O7—C1—C8 125.57 (11) C4—C5—H52 109.8
C1—O2—C3 115.87 (9) C6—C5—H52 108.1
O2—C3—C4 107.14 (9) H51—C5—H52 108.2
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O2—C3—H31 109.0 C5—C6—H61 111.2
C4—C3—H31 109.1 C5—C6—H62 110.7
O2—C3—H32 109.0 H61—C6—H62 111.4
C4—C3—H32 111.0 C5—C6—H63 109.1
H31—C3—H32 111.3 H61—C6—H63 109.3
C3—C4—C5 113.98 (10) H62—C6—H63 104.9
C3—C4—H41 109.5 C1—C8—H81 106.2
C5—C4—H41 107.8 C1—C8—H82 110.4
C3—C4—H42 108.1 H81—C8—H82 113.2
C5—C4—H42 109.2 C1—C8—H83 105.1
H41—C4—H42 108.1 H81—C8—H83 110.9
C4—C5—C6 112.59 (11) H82—C8—H83 110.7


