
XYZ coordinates in Ångstrom of the ground state optimized structures of NATMA 
A, NATMA B and NATMA C. 

 

NATMA A: 

36 

FINAL HEAT OF FORMATION =  ‐855.966444 

 C     1.931665    ‐0.687825     1.273429 

 C     1.655953     0.477912     0.516005 

 C     2.730841     1.142936    ‐0.156477 

 C     4.059109     0.674615    ‐0.099254 

 C     4.302211    ‐0.476851     0.657560 

 C     3.249616    ‐1.149579     1.335955 

 C     0.451246     1.222973     0.246427 

 C     0.828844     2.286915    ‐0.569040 

 N     2.189014     2.229497    ‐0.813433 

 C    ‐0.938263     0.872053     0.686286 

 C    ‐1.656254    ‐0.082903    ‐0.304530 

 N    ‐2.969709    ‐0.456427     0.171215 

 C    ‐0.854750    ‐1.374282    ‐0.468640 

 O    ‐1.037472    ‐2.331825     0.289604 

 N     0.045112    ‐1.360139    ‐1.490722 

 H     2.716576     2.923220    ‐1.330707 

 H     0.219536     3.092259    ‐0.983082 

 H     4.872736     1.192033    ‐0.619787 

 H     5.323363    ‐0.866186     0.728001 

 H     3.479102    ‐2.049420     1.916573 

 H     1.123626    ‐1.229256     1.777602 

 H    ‐0.915197     0.376165     1.673270 

 H    ‐1.566112     1.774300     0.772012 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H    ‐1.766968     0.444015    ‐1.268654 

 H    ‐3.028001    ‐1.349098     0.654958 

 H     0.223419    ‐0.453422    ‐1.912693 

 C     1.068120    ‐2.385757    ‐1.622261 

 H     2.038015    ‐2.033933    ‐1.230550 

 H     0.739970    ‐3.253478    ‐1.033709 

 H     1.178773    ‐2.681513    ‐2.677565 

 C    ‐4.014998     0.423038     0.120686 

 O    ‐3.909479     1.540036    ‐0.388362 

 C    ‐5.305481    ‐0.078852     0.747244 

 H    ‐5.421449     0.380970     1.742542 

 H    ‐6.149706     0.251847     0.125109 

 H    ‐5.330458    ‐1.173923     0.855739 

 

 

NATMA B: 

36 

FINAL HEAT OF FORMATION =  ‐855.966719 

 C    ‐1.369508    ‐1.820593    ‐0.382091 

 C    ‐1.615787    ‐0.625672     0.342713 

 C    ‐2.941554    ‐0.086948     0.385440 

 C    ‐4.021906    ‐0.700663    ‐0.280267 

 C    ‐3.751423    ‐1.873330    ‐0.993432 

 C    ‐2.442395    ‐2.426178    ‐1.041891 

 C    ‐0.774038     0.239391     1.132361 

 C    ‐1.599127     1.250543     1.614705 

 N    ‐2.891379     1.054690     1.161049 

 C     0.704741     0.076974     1.306778 

 C     1.468517     0.240451    ‐0.035182 

Supplementary Material (ESI) for PCCP
This journal is © the Owner Societies 2010



 N     2.843060    ‐0.185550     0.084978 

 C     1.474009     1.702544    ‐0.480577 

 O     2.455120     2.428943    ‐0.298994 

 N     0.316315     2.108220    ‐1.073967 

 H    ‐3.689652     1.625638     1.413689 

 H    ‐1.353711     2.101288     2.252412 

 H    ‐5.034076    ‐0.283032    ‐0.239761 

 H    ‐4.567270    ‐2.377509    ‐1.522131 

 H    ‐2.275870    ‐3.350434    ‐1.605061 

 H    ‐0.363416    ‐2.256954    ‐0.408333 

 H     1.107707     0.803229     2.035371 

 H     0.931655    ‐0.938501     1.674472 

 H     0.968124    ‐0.386519    ‐0.793350 

 H     3.541612     0.553762     0.099803 

 H    ‐0.467983     1.462266    ‐1.036423 

 C     0.058018     3.505778    ‐1.370985 

 H    ‐0.398467     3.609351    ‐2.367777 

 H    ‐0.609722     3.965883    ‐0.620961 

 H     1.022886     4.030809    ‐1.356109 

 C     3.162493    ‐1.511001     0.019809 

 O     2.303119    ‐2.391428    ‐0.075723 

 C     4.649378    ‐1.819946     0.054865 

 H     4.813529    ‐2.689270     0.708271 

 H     4.979062    ‐2.097010    ‐0.959768 

 H     5.254292    ‐0.970993     0.408087 

 

 

NATMA C: 

36 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FINAL HEAT OF FORMATION =  ‐855.969025 

 C    ‐2.367474     1.069833     0.893180 

 C    ‐1.951584    ‐0.215519     0.456795 

 C    ‐2.755028    ‐0.911689    ‐0.505752 

 C    ‐3.943419    ‐0.366425    ‐1.031741 

 C    ‐4.324780     0.902074    ‐0.582788 

 C    ‐3.544492     1.612552     0.369571 

 C    ‐0.821289    ‐1.057873     0.764120 

 C    ‐0.970459    ‐2.204473    ‐0.010574 

 N    ‐2.129341    ‐2.112871    ‐0.756450 

 C     0.306711    ‐0.727549     1.703249 

 C     1.479120    ‐0.026820     0.996795 

 N     0.963533     1.052200     0.160952 

 C     2.331724    ‐1.038979     0.198702 

 O     2.053894    ‐2.240209     0.139768 

 N     3.414262    ‐0.465752    ‐0.392128 

 H    ‐2.458679    ‐2.820110    ‐1.403494 

 H    ‐0.307729    ‐3.065167    ‐0.087591 

 H    ‐4.547039    ‐0.911706    ‐1.765821 

 H    ‐5.242141     1.355818    ‐0.972068 

 H    ‐3.877099     2.602347     0.699999 

 H    ‐1.775589     1.627322     1.628271 

 H    ‐0.067705    ‐0.063127     2.501239 

 H     0.693731    ‐1.642299     2.177314 

 H     2.148499     0.444010     1.740795 

 H     0.029498     0.930006    ‐0.224905 

 H     3.561062     0.532651    ‐0.225958 

 C     4.352230    ‐1.229478    ‐1.191918 

 H     4.431357    ‐0.817799    ‐2.212045 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H     5.356465    ‐1.235546    ‐0.735226 

 H     3.979299    ‐2.261687    ‐1.245699 

 C     1.685185     2.161655    ‐0.155297 

 O     2.868113     2.309036     0.181579 

 C     0.938156     3.206601    ‐0.963861 

 H     1.162372     4.197093    ‐0.540718 

 H     1.315786     3.194411    ‐1.999349 

 H    ‐0.150549     3.044119    ‐0.971960 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