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Table A: Energies, enthalpies and Gibbs free energies (hartrees / molecule) of N-hydroxyurea species

Species
Energy (0 K)
Enthalpy (298.15 K)
Gibbs free energy (298.15 K)

IZ
-300.531 004
-300.457 268
-300.491 696

IIZ
-300.528 274
-300.454 371
-300.489 718

IIIE
-300.531 036
-300.457 181
-300.491 664

IVE
-300.536 005
-300.461 824
-300.496 142

VZ
-300.518 151
-300.444 555
-300.479 638

VIZ
-300.503 750
-300.430 391
-300.464 638

VIIE
-300.518 386
-300.444 899
-300.479 855

VIIIZ
-299.942 348
-299.882 521
-299.917 824

IXZ
-299.965 681
-299.905 478
-299.939 055

XE
-299.962 594
-299.902 400
-299.936 260

XIE
-299.955 780
-299.896 047
-299.930 270

XIIE
-299.964 522
-299.904 400
-299.937 650

XIIIE
-299.955 780
-299.896 044
-299.930 266

XIVE
-299.923 171
-299.863 794
-299.897 576

XVE
-299.938 240
-299.879 064
-299.913 110

XVIE
-300.870 957
-300.784 147
-300.819 226

XVIIE
-300.848 740
-300.761 749
-300.799 219

XVIIIE
-300.851 308
-300.763 644
-300.799 368

XIXZ
-300.872 572
-300.785 506
-300.819 998

XXZ
-300.841 383
-300.753 515
-300.788 540

XXIE
-300.871 019
-300.784 053
-300.818 638

XXIIE
-300.838 365
-300.751 074
-300.786 481

XXIIIE
-300.870 955
-300.784 156
-300.819 268

XXIVZ
-300.862 454
-300.775 767
-300.811 018
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