|
Bib

Ol oliils ()l 93l 5 (cards (cwdipe (ol uled ooz

Lo (3w s 1 eoliiwl L AA-BA Cudgiy 59y o 9 SLigel i

2pado ilal JLiloe ' oMo das |

a.mollagi@Merc.ac.ir «oyl I £) oo plol olRANS. souid (suwititen 09,5
lotfi.dani70@yah00.com « o ;l(g) e plol olStilie sopds oosige 05,5

odus

5B Cde ol odds iy e s i HlSLe il b jiegili 0.2 - 0.3 go0gumme 40 g SIS A8l b Jodsie gl Jlias S auls
96 s 96 Jolis ooy (gjlwans LTA cug; sl a3 3 13wy 0590 LTA gy 5l ooliad b Ol by 5 Shigel
s NHg iz sl ooy ol onds aid S 15 3o (g ds S50 &1 85 alige ol 8 ol 5 ol (551 031 384 5 psiias]
slosls b giluands 5l Jols bl 5 ool cwyp iz Gl les g jlid Sl osd o solazul COMPASS 4,0 ol ol ;H20
S okad Sl lad malEl b g 0 e wdx 4o Gialidl cel jlad ol ol gles j0 il eud dunlie glie 10 d9zge aKiule;]

ol Hlad g Les H05U ol 4 Qi Jlade e cudgsy (Bl slad g e 5L aS aeo se s bl el se jeS i

i IS g (s3lastans < AABA Cg5s sulls LS

ABSORPTION AMMONIA AND WATER ON ZEOLITE 4A-5A USING MOLECULAR
SIMULATION

ABSTRACT

This research was conducted using Monte Carlo simulation. Monte Carlo random sampling and based
on a probability basis. Nanoporous zeolites, crystalline solids with uniform pores in the range of 0.2 to
0.3 nm with a hard stiff structure is defined, Absorption of ammonia gas and water vapor is studied using
zeolite LTA. LTA zeolite simulated silicate 96, 96 aluminum and oxygen atoms 384 And includes 8 cells,
which is considered to be three-dimensional. study isotherm adsorption NH3 and H20 of this force field
is used Compass; The effect of pressure and temperature on the adsorption were investigated and the
results of the simulation were compared with existing experimental data. At constant temperature,
pressure increases in absorbed And Increasing pressure effect of pressure in absorption decreases, The
results show that the impact on the absorption of the zeolite surface and interior space as the influence of
temperature and pressure.

Keywords:
Zeolite 4A-5A, Monte Carlo, absorption

dadia -1

odee mlie 3l S hed slisgw Gl S ol b aiS ol 1y olez 50 6550 slasls e ,0 98 51 iy (Lawd c g

* lotfi.dani70@yahoo.com 1
* 09357032203



