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Figure S1. The chemical potential (a), hardness (b), softness (c), and electrophilicity index (d) versus the number of
nitrogen atoms in the system obtained at the DFT/B3LYP/6-311G(d,p) level of theory. Letter designations correspond to

designations in Figure 3 of the main text.

Table S1. Optimized cartesian coordinates of nitrogen nanosystems considered. Letter designations correspond to

designations in Figure 3 of the main text.

X Y Z
1.974281 -3.54882 1.566962
2.759893 —2.81658 0.84954

N (a) 3.309012 -2.0946 2.017838
3.955617 -3.13679 1.661083
0.654609 -0.28288 -0.09506
-0.61949 -0.32061 -0.09657

Ne (b) -0.03689 1.543085 0.076869
0.804816 -0.01767 1.456821
-0.78872 -0.06447 1.455263
-0.02581 1.122658 1.39963
-1.90233 21.57072 -8.15687
-3.02184 21.11975 -7.3215
-4.16003 21.78409 -8.31595
-3.03621 22.30851 -9.10151

Ns (¢)

-2.0188 20.42572 -9.06572
-2.95327 19.86418 -8.08218
—-4.15819 20.50062 -9.02733
-3.21904 21.13192 -9.96254




Table S1. Continued.

X Y Z
0.855032 -0.41634 1.064775
1.640693 -0.59239 0.023911
0.910485 -1.79647 2.027199
-0.01665 -2.58311 1.485876

Ns (d)
0.202055 -2.30192 -0.07199
0.098833 -0.8439 -0.12384
1.623719 -2.44565 -0.02426
1.764121 -2.71742 1.301004
0.494896 -0.15901 0.205152
1.984502 0.091398 0.685034
2.286184 1.4832 0.517819
1.059617 2.125689 -0.12236
-0.054 1.08834 -0.23829
N (e)
0.138089 -0.06399 1.682604
1.38712 0.146028 2.085835
1.726402 1.966301 1.897637
0.58059 2.395455 1.2195
-0.55646 1.58353 1.16072
-1.22131 -0.77077 1.941333
0.193991 -0.6536 1.362254
-1.80348 -1.8239 1.057681
-0.71834 -1.87271 2.862668
-1.19515 -2.9207 1.86735
Nio (f)
0.193652 -2.48226 -0.02918
-1.39271 -1.7759 -0.18169
0.172935 -1.04646 0.01886
0.620776 -1.83193 2171414
0.223396 -2.96238 1.283194
1.165275 -0.05786 0.005737
0.167689 0.627716 3.086965
-0.69189 1.784047 1.510439
-0.32228 -0.13053 0.15186
1.120571 1.43442 0.05177
-0.36316 1.385733 0.179045
Nz (g)
0.74733 -0.66934 2.216269
-0.61609 -0.61236 1.466344
-1.12092 0.542847 2.277769
0.606106 1.750523 2.281101
1.67961 1.536212 1.507121
1.727769 -0.28014 1.424326




Table S1. Continued.

X Y Z
-0.08242 -0.08234 -0.05374
1.481021 -0.08273 -0.05372
2.211014 1.181891 -0.05386

1.43043 2.535872 —0.0551
-0.03092 2.536309 -0.05491
-0.81197 1.182555 -0.05349

N2 (h)
-0.03142 -0.11127 1.455422
1.430156 -0.11149 1.455518
2.210932 1.241532 1.453981
1.481282 2.50656 1.454029
-0.08124 2.506814 1.454497
-0.81145 1.24194 1.454308
-11.7349 -0.14765 -1.27289
-11.3583 -1.30886 —-0.55228
-12.4285 -1.0598 0.845271
-11.686 —0.01538 1.452442
-11.9767 1.224507 0.571666
) -11.0472 1.016373 -0.51426
N1z (i)
-13.0878 0.063941 -1.18436
-13.5516 -0.50672 0.301213
-13.2708 0.971225 0.030176
-9.89341 0.417078 0.069468

-10.108 -1.09505 -0.04645
-10.3367 -0.26116 1.360476
1.470755 1.073213 2.470626
2.064811 2.144793 1.814687
1.692693 3.379792 2.681463

0.80759 2.677656 0.72031
-0.83649 0.85719 2.679764
0.398043 0.482397 1.813549

Nus ) 0.496013 3.732767 1.787996

1.16574 2.916301 3.903214
1.139274 1.404699 3.841525

-0.3725 1.381985 3.902141
-0.70286 3.252592 2.456455
-1.18576 2.055541 1.786856
-0.37938 2.92733 3.818075
-0.13079 1.741966 0.719552




Table S1. Continued.

X Y Z
1.716658  0.052466  1.889343
0.576944 0.56281 2.61156
3.513166  1.654607  1.820469
2.984269 0.605278  2.601474
2.899063 1.627763  0.557347
1.711678  0.633481  0.579954
0.691686  1.791921  0.546465
1.852312  2.833349  0.530135

Ni1s (m)
2.50689 2.678149 3.84267
0.9608 2.562042  3.848856
1.039137  1.020028  3.891062
2.598339 1.081813  3.879506

1.81758 3.455321  1.804813
2.940685 3.077889  2.569546

0.06316 1.806353  1.838229
0.534973 2972449  2.544615
1.697317 -0.64693 -1.01219
1.886324  0.773209 -0.4702
0.496141 -0.71597 -1.89614
-0.08583 0.596681 -2.05253
0.851111  1.633734  -1.03457
-0.52973  -1.59513 -1.26743
-1.69608 -0.71147  -0.99202
-1.39592 0597371 -1.51871
-0.00374 -2.08968  0.013769
-0.88563  -1.5306 1.098488

N2o (n)

-1.9255 -0.63964  0.482624
1.388583 -1.53581 0.161565
1.393515 -0.72147  1.386002
-0.01894 -0.71836  1.970083
1.724557  0.685989  1.005665
0.558307 1.533755  1.350307
-0.51263  0.689424  1.933909
-1.67014 0.781674  1.006392
-1.33868 1.644171 -0.11793
0.021951  2.044704 0.061894




Table S1. Continued.

X Y Z

1.150377  -2.02336  0.436005
-0.00179  -2.39461 -0.33615
2.017763  -1.20529  -0.41362
-0.00149  -1.44082 -1.73357
1.240457 -0.71922  -1.68838
2.360677  —0.02541  0.390668
2.044012 1.16152 -0.42325
1.264168  0.750082  -1.65778
1.494861 0.00049 1.654036
0.741453  -1.26344 1.67438

-0.7444 -1.2629 1.674275
0.746356  1.272107  1.649901

N2s (0)

-0.747 1.272682  1.649888
-1.49672  0.001663  1.653944
1.188507 2.02895 0.421803
-2.02045 -1.20361 -0.41378
-1.15376  -2.02248  (0.435838
-2.36252  —0.02345 0.39069
-2.04485 1.163369  -0.42309
-1.18843  2.029973  0.421993
0.000164  2.367307  -0.38956
-1.24288 -0.71816  -1.68827

-1.2655 0.751288  -1.65764
-0.00033  1.506457 -1.64201




