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Table S1. AIM topological parameters for the ammonium sulfamate‒urea system 

BCP ρ (r) ∇2ρ (r) V G K L E inter Ellipticity 

N = 1 

H5 … H20 +0.008945 

3.99476e-

18 -0.006446 +0.007398 -0.000952 -0.008350 -8.3798 +0.299088 

H12… N15 +0.019059 

1.60802e-

17 -0.013591 +0.013513 +0.000078 -0.013435 -17.6683 +0.046143 

O4… H18 +0.018597 

3.89271e-

17 -0.015506 +0.015403 +0.000103 -0.015300 -20.1578 +0.053690 

N = 2 

H18… O24 +0.012353 +0.044206 -0.009381 +0.010216 -0.000835 -0.011051 -12.1953 +0.154589 

O3… N6 +0.011597 +0.045085 -0.008572 +0.009922 -0.001350 -0.011271 -11.1436 +1.286594 



O4 … H28 +0.016922 +0.056266 -0.013992 +0.014029 -0.000037 -0.014067 -18.1896 +0.105453 

O4… H26 +0.019081 +0.065762 -0.016067 +0.016253 -0.000187 -0.016440 -20.8871 +0.067441 

H20 …O24 +0.020503 +0.066684 -0.016913 +0.016792 +0.000121 -0.016671 -21.9869 +0.029040 

O3… H17 +0.023746 +0.077578 -0.02015 +0.019772 +0.000378 -0.019394 -26.195 +0.025699 

O5 … H7 +0.045372 +0.138790 -0.038308 +0.036503 +0.001805 -0.034697 -49.8004 +0.042730 

H10 …O16 +0.058894 +0.179439 -0.051324 +0.048092 +0.003232 -0.044860 -66.7212 +0.024374 

N = 3 

O5 … H7 +0.043568 +0.133744 -0.036732 +0.035084 +0.001648 -0.033436 -47.7516 +0.040146 

O3 … H26 +0.021569 +0.068362 -0.018222 +0.017657 +0.000566 -0.017091 -23.6886 +0.055882 

O3… H17 +0.021331 +0.068850 -0.018051 +0.017632 +0.000419 -0.017212 -23.4663 +0.030460 

H20 …O32 +0.020041 +0.066144 -0.01656 +0.016548 +0.000012 -0.016536 -21.528 +0.027807 

O4 … H34 +0.018483 +0.063026 -0.015536 +0.015646 -0.000110 -0.015757 -20.1968 +0.042475 

O4 … H28 +0.015113 +0.049144 -0.012152 +0.012219 -0.000067 -0.012286 -15.7976 +0.039806 

H11… N23 +0.015596 +0.045847 -0.010775 +0.011118 -0.000343 -0.011462 -14.0075 +0.092361 

H18… O32 +0.013094 +0.046474 -0.010078 +0.010848 -0.000770 -0.011619 -13.1014 +0.126377 

O4 … H36 +0.012306 +0.042990 -0.009754 +0.010251 -0.000497 -0.010748 -12.6802 +0.126196 

O3… N6 +0.009878 +0.038456 -0.007148 +0.008381 -0.001233 -0.009614 -9.2924 +1.453816 

N = 4 

O3 …  H8 +0.043805 +0.135070 -0.037038 +0.035403 +0.001635 -0.033767 -48.1494 +0.044126 

O5…  H7 +0.016054 +0.057459 -0.012874 +0.013619 -0.000745 -0.014365 -16.7362 +0.258061 

O3 … H18 +0.010971 +0.039536 -0.008662 +0.009273 -0.000611 -0.009884 -11.2606 +0.108243 

N15… H28 +0.024520 +0.065089 -0.017881 +0.017077 +0.000804 -0.016272 -23.2453 +0.009599 

O4… H20 +0.018347 +0.059524 -0.0153 +0.015091 +0.000210 -0.014881 -19.89 +0.053887 

O5 … H26 +0.013941 +0.048069 -0.011433 +0.011725 -0.000292 -0.012017 -14.8629 +0.061935 

H10… N23 +0.045469 +0.108990 -0.034375 +0.030811 +0.003564 -0.027247 -44.6875 +0.019004 

N23… N39 +0.003571 +0.010232 -0.002101 +0.002330 -0.000228 -0.002558 -2.7313 +0.891477 

O4… H34 +0.011830 +0.041644 -0.00937 +0.009890 -0.000521 -0.010411 -12.181 +0.088359 

H25 …O32 +0.009037 +0.033363 -0.006404 +0.007372 -0.000968 -0.008341 -8.3252 +0.366027 

O5 … H36 +0.010541 +0.037746 -0.008069 +0.008753 -0.000684 -0.009437 -10.4897 +0.148248 

O24… N37 +0.004896 +0.016307 -0.002975 +0.003526 -0.000551 -0.004077 -3.8675 +0.967446 



O32 …H41 +0.020743 +0.065453 -0.016975 +0.016669 +0.000306 -0.016363 -22.0675 +0.068728 

O16 …H43 +0.014767 +0.047366 -0.011629 +0.011735 -0.000106 -0.011841 -15.1177 +0.057771 

O24 …N39 +0.003930 +0.013002 -0.002325 +0.002788 -0.000463 -0.003250 -3.0225 +0.667436 

 


