1817 GH.0 Methyl propyl ether Cs (trans-trang
MW H3;C-CH,—CH,—O—-CHs;
Is A 6; deg
C(1-C(2) 1.530(4) c-C-C 111.8(13)
C(2r-C(3) 1.516(15) C-C-0 108.8(9)
0-C(3) 1.408(15) C-0-C 112.0(14)
0-C(4) 1.413(4) C(2-C(1rH(s) 111.0(4)
C(1yH(s) 1.091(5) C(2-C(1y-H(@) 111.0(3)
C(1rH(a) 1.093(4) H(@)-C(1)-H(s)  108.0(6)
C(2r-H 1.094(2) H(ay-C(1>-H(a) 107.6(4)
C(3)y-H 1.107(6) C(1)C(2yH 110.3(4)
C(4)y-H(s) 1.086(8) C(3)-C(2)-H 108.7(13)
C(4yH(@) 1.099(4) H-C(2-H 107.1(2)
C(2)-C(3rH 109.6(24)
O-C(3)-H 110.9(25)
H-C(3-H 107.1(5)
O-C(4)-H(s) 107.4(5)
O-C(4)y-H(a) 111.1(3)
H(s)-C(4>H(a)  109.7(8)
H(a}-C(4)-H(a)  107.9(4)
) 111.0(4)
&9 0.0(5)
7] 109.9(4)
") 2.5(5)
Atom as [A] bs [A] s [A]
C(1) -2.4966 -0.3040 0.0
c(2) -1.2110  0.5262 0.0
C(3) 0.0239 -0.3508 0.0
O 1.1663 0.4730 0.0
C(4) 2.3617 -0.2797 0.0
H(s,1) -3.3778 0.3392 0.0
H(a;2,3) -2.5476 -0.9479 +0.8819
H(4,5) -1.1792  1.1792 +0.8796
H(6,7) 0.0122 -1.0085 +0.8906
H(s,8) 3.1882 0.4246 0.0
H(a;9,10) 2.4245 -0.9236 +0.8882
3 The corrected XC(1,4)-H value defined by = 1/3 [(X—C(1,4)-H(s)) + 2(X-C(1,4)-H(a))],
X=0orC.
®) The tilt angle of the Ckgroup defined by = 2/3 [(X-C(1,4)H(a)) - 2(X-C(1,4)-H(s))],
X=0orC.
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