
 

1 

The phase behavior of heptanamide adsorbed on a 

graphite substrate 

Tej Bhinde
1
, Tamsin K. Phillips

1
 and Stuart M. Clarke

1
*  

1BP Institute and Department of Chemistry, University of Cambridge, Madingley Road, Cambridge CB3 

0EZ, United Kingdom 

Thomas Arnold
2
and Julia E. Parker

2
 

2Diamond Light Source Limited, Diamond House, Harwell Science and Innovation Campus, Didcot, 

Oxfordshire OX11 0DE, United Kingdom 

 

* To whom correspondence should be addressed: stuart@bpi.cam.ac.uk 

Tel: +44 1223 765706 

Fax: +44 1223 765701 

 

Supporting Information Table. Coordinates for the single repeating motif in the asymmetric unit for 

the pgg phase of heptanamide. X and Y coordinates are fractional (w.r.t the unit cell lengths) and the Z 

coordinate is the absolute distance (Å) of the atom above the C-C-C plane of the molecule (which is 

parallel to the graphite plane). 
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Atom pgg phase p2 phase 

 Xfrac Yfrac Zabs (Å) Xfrac Yfrac Zabs (Å) 

O -0.0228 -0.1205 0.0000 -0.0503 -0.1284 0.0000 

N -0.0142 0.3027 0.0000 -0.0158 0.3093 0.0000 

C -0.0037 0.0705 0.0000 -0.0045 0.0720 0.0000 

C 0.0300 0.0239 0.0000 0.0607 0.0302 0.0000 

H 0.0360 -0.0883 0.8950 0.0678 -0.0844 0.8950 

H 0.0360 -0.0883 -0.8950 0.0678 -0.0844 -0.8950 

C 0.0489 0.2594 0.0000 0.1080 0.2764 0.0000 

H 0.0430 0.3717 0.8950 0.1009 0.3910 0.8950 

H 0.0430 0.3717 -0.8950 0.1009 0.3910 -0.8950 

C 0.0827 0.2128 0.0000 0.1731 0.2346 0.0000 

H 0.0886 0.1005 0.8950 0.1802 0.1200 0.8950 

H 0.0886 0.1005 -0.8950 0.1802 0.1200 -0.8950 

C 0.1016 0.4483 0.0000 0.2204 0.4808 0.0000 

H 0.0957 0.5606 0.8950 0.2133 0.5954 0.8950 

H 0.0957 0.5606 -0.8950 0.2133 0.5954 -0.8950 

C 0.1354 0.4017 0.0000 0.2856 0.4390 0.0000 

H 0.1413 0.2894 0.8950 0.2927 0.3244 0.8950 

H 0.1413 0.2894 -0.8950 0.2927 0.3244 -0.8950 

C 0.1543 0.6372 0.0000 0.3329 0.6851 0.0000 

H 0.1483 0.7494 0.8950 0.3257 0.7997 0.8950 

H 0.1483 0.7494 -0.8950 0.3257 0.7997 -0.8950 

H -0.0379 0.3354 0.0000 -0.0614 0.3386 0.0000 

H 0.1793 0.5933 0.0000 0.3807 0.6446 0.0000 

H -0.0010 0.4676 0.0000 0.0173 0.4816 0.0000 

 
 


