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A £ (Introduction)
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surface E(kcal/mol 4%) | Adsorption E(kcal/mol)
(001) C=0 direction 0.34 -9, 646
(001) N-H direction 0.211 -8.472
(001) C=0 relaxation 0. 468 -9. 696
(001) N-H relaxation 0.18 -8.458
(001) C=0 with 4 biuret 0.29 -9, 582
(110) 0. 247 -4.041
(110) relaxation 0.18 -4.780
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218 1. Water adsorption on crystalline urea
(001) interface (C=O direction) with 4 biuret molecules.

2AEAS B3 BAY FAASEAY ATE BT T
saturated state(cm/sec) pure urea (cm/sec)
water D = 0.5129e-6
adsorbed layer Dxx = 0.2028e-6 urea D = -0.1108e-6
urea D = 0.3791e-6 Dxx = -0.4996e-7
Dxx = 0.1182e-5
1st layer D = -0.1781e-6 D = -0,1492e-6
Dxx = -0.4162e-6 Dxx = 0.2202e-7
2nd layer D = -0.9546e-7 = -0.3413e-7
Dxx = -0.6902e-7 Dxx = 0.1315e-7
3rd layer D = 0.6150e-7 = -0, 1205e-7
Dxx = 0.3635e-7 Dxx = 0.23b5e-7

(S

E 2. (001) C=0 W& FAAsr
(D = AAFAAS |, Dxx = volume diffusion )
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Er1 = the energy of fully relaxed structure of region 1
Ebux = the energy of the bulk crystal
for the same number of unit cells as region 1
A = the area of region 1 ,
R = the distance of atoms .,
Qi; = charge in electron units.
& = dielectric constant ,
Co = Conversion factor 332.0637,
Eus = Urey-Bradley potentials



