10.1071/CH14355_AC
©CSIRO 2014
Australian Journal of Chemistry 2014, 67(12), 1829-1839

Supplementary Material

Hydrogen Bonding of O-Ethylxanthate Compounds and Neutron Structural
Determination of C-H---S Interactions

Lauren K. Macreadie,* Alison J. Edwards,” Anthony S.R. Chesman ¢ and David R. Turner *

# School of Chemistry, Monash University, Clayton, VIC 3800, Australia.

b Bragg Institute, Australian Nuclear Science and Technology Organisation, Locked Bag 2001,
Kirrawee DC, NSW 2234, Australia.

¢ CSIRO Materials Science and Engineering, Bayview Avenue, Clayton, Victoria, 3168, Australia.

Corresponding Author: David Turner; david.turner@monash.edu



H(3A)#10

L.C(3)#5

H(3A)#5

H(2A)#5

H(3B)#5

H(3A}49 S(2)#1

H(2A)#3
H(2A)#13 _

H(5A)#14

H(3A)#13

H(5A)#2

Figure S1. Coordination environment around the two unique tetramethylammonium cations in the
structure of Me,4N(EtXn) (5). Ellipsoids are displayed at 30% probability. Symmetry operators used:
#1, 3/12-X,2-y,2-Y;#2,1—-X,Y,Z,#3,3/12-X, 1 -y, z-Y; #4,1 - X,y, 7, #5,3/12 =%, 2 -y,
Z+Yo, #6, Yo — X, 1 — Y, z+%5; #7, 312 — X, 1 —y, Yo+Z; #8, 1 + X, Yy, 2, #9, X — Y2, 2 — Yy, 2 — ¥5; #10, X — Y,
2—-V,2+ % #11,2-X,Y,Z;#12,x—-1,Y, 2, #13,x =Y, 1 -y, z— Y2, #14, X + Y2, 1 —y, z + ¥2; ; #15, X
-, 1-y,z2+%.



