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In the 1-D format, the problem of nonstationary isothermal local distribution of a
diffusing single-species substance in successively located axisymmetric spherical regions
of a granule with different permeabilities of macro- and micropores is formulated. The
initial-boundary value problem for a system of differential equations of parabolic type
with a boundary condition of the first kind on the outer boundary of a granule and of
the fourth kind on the boundary of conjugation of the domains is integrated numerically.
A computational experiment has demonstrated the influence of the regions permeability
and the dislocation of the boundary between them on the kinetics of material transport.
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Introduction

The analysis of the adsorption kinetics on the scale of an adsorbent granule, as
a rule, is based on the assumption that its internal structure is pseudo-uniform |[1].
However, this approach negates the possibility of assessing effect of different-permeable
regions dislocation on the absorption rate of adsorbents by the intragranular space [2].
This circumstance is taken into account by the pre-selected topology of the granule
regions arrangement: sequential, parallel, mixed, randomly distributed [3]. In general, this
problem is solved so far only with the help of an experimental approach [4]. The topology
of the sequential arrangement of differently permeable regions is considered under the
condition of additional assumptions, the main ones of which are [5]: granules sphericity and
arrangement axisymmetry of bidisperse inhomogeneities associated with diffusion transfer
mechanisms in macro- and micropores; spatial one-dimensionality; constancy of physical
and chemical parameters; isometric; perfect contact at the border of the mating areas.
A simplified mathematical formulation is represented as a system of parabolic equations
in a 1-D spherical coordinate system [6]:
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with initial boundary condition
Cm (1,0) = car (1,0) = ¢ (3)
of the first kind on the surface of the granule
en (ra, ) = ¢ (4)

boundary conditions of the fourth kind, reflecting the perfect contact between regions of
different permeability

Cm (T, T) = cpp (P, T) 5 (5)
O (T, T) dear (T, 7).
DmT = DMT7 (6)

with the additional condition of boundedness at the point of symmetry

em (0,7) # 0, (7)

where 7 is time; r — current radial coordinate; ¢, ¢,, — local concentrations of adsorbate in
areas of different permeability 0 < r < r,,, and r,,, < r < 7y, accordingly; co = const — the
concentration of the adsorbent on the granule surface; , Dy, D,, — diffusion coefficients in
areas 0 < r < rp, and r,,, <1 < 7ry; T T — radius of the contact surface of the regions;
ry is the granule radius.

1. Numerical Scheme

System (1)—(7), represented in dimensionless form using relative variables
0 = TDm/rfn; R=7/rm; D = Dyr/Dy;

Cm,M (Ra 0) = [Cm,M (Tu T) - CO] / (Cs - 00)3 n:TM/TmS

O[RC, (R,0)]  O?[RCy (R, 0)]

i - B L0<R<I; (8)
8[RCA50(R, 0)] _ Da [R%Aéz(& 9)]’1 <R<n (9)
Cy (R,0) = Cy (R,0) = 0; (10)
CM (7779) =1 (11>
Con (1,0) = Chy (1,0); (12)
0Cy, (1,0)  0Cxy(1,0)
oR b OR (13)
Cm (0,6) # oo (14)

is integrated numerically on a uniform grid of the definition domain according to the
+-shaped template (Fig. 1).
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Fig. 1. Discretization of the integration domain (a) and a template for constructing a finite-
difference scheme (b)

The finite-difference analogue (8)-(14) is represented by an explicit scheme for the
exact function C7y, = Cp i (IAR, jAD):

Chatl = AL O0iFbi 4 g Ob 4 ¢ Ot (15)

Ol = A O 4 By, Ol + O3,y (16)

Ci0=0,i=1,MI1;C% =0,i=MI1+1, M, (17)
(18)

(19)

Cy ™ =0,j=0,N;
Cot = Cy 35 = 0, N;
CMLI — _(40%”“’ — OMVRT L qoMI-Limt 0%1*2’j*1) / B(D+1),j=0N;

(
Cyl=_(4C% —C) /3,j=0,N, (21)
where
Al =A0(1+i") /AR, B, =1—2A0/AR* C), =A0(1—i"") /AR
i =DA; By =1-2DA0/AR* C}; = DC};
AR =n/M (M — the segments number of the region partition R); A0 = cAR (¢ < 1, is

selected € = 0,01); M1 — node number in R corresponding to coordinate R=1; N — finite
value of the steps number in dimensionless time.

2. Computational Experiment

The calculation results (Fig. 2) show that at D > 1, the matter transfer is more
intense than at D < 1 (i.e., the permeability of the granule core limits the kinetics). If
the granule dislocation between the regions is shifted towards the granule center, then the
absorption kinetics also tends to decrease.

Conclusion

A toolkit has been developed for assessing the kinetics of intragranular adsorbate
absorption taking into account the adsorbent structure with a sequential arrangement of
regions of different permeability in the isothermal regime.
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¢ d
Fig. 2. Local concentration fields at: a — D =05, n=2; b—-D =15, n=2; ¢ - D = 0.5
n=4; d—- D =1.5;n=4 at various moments of dimensionless time #: 1 - 0.1; 2 - 0.75; 3 - 1.7
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N30TEPMUYECKNN MACCOOBEMEH B I'PAHVYJIAX
HEOJHOPOJHO-IIOPUCTOI'O AJICOPBEHTA

C IIOCJIEAOBATEJIbHBIM MAKPO- U
MUKPOIANO®ODOY3INOHHBIM MEXAHNU3MOM IITEPEHOCA

A. B. Paostwccxkux, A. B. Keanep, A. B. Xopeam, A. C. Buxyaun,
B. U. Psaoccrux

B dopmare 1-D chopmynmupoBana 3a1aa HECTAIMOHAPHOTO N30TEPMIIECKOTO JIOKATb-
HOTO pacupeesenns 1uddyHAUPYIONEro OHOBUIOBOIO BEIECTBA B TIOCJIEI0OBATEIHHO PACc-
[IOJIOYKEHHBIX OCECUMMETPUYHBIX C(EPUIECKUX 00JIaCTIX IPAHY/IbI C PA3HON IPOHUIAEMO-
CTBIO Makpo-u MHUKpornop. HauajbHo-KpaeBast 3aj@a4a i cUCTeMbl uddepeHuaabHbIX
ypaBHEHU NapaboInIecKOro TUIA ¢ TPAHUYHBIM YCJAOBUEM MIEPBOrO POJa Ha BHEITHEH rpa-
HUIE TPAHYJIbl U 9€TBEPTOrO POJia HA TPAHMIIE CONPSIXKEHUsT 00JACTell TPONHTEIrPUPOBAHA
YUCJIEHHO. BBIMUCIUTEIbHBIN IKCIIEPUMEHT IPOJIEMOHCTPUPOBAJT BJIUSHIE ITPOHUIIAEMOCTH
objiacTell M JUCIIOKAIMKA TPAHUIIBI MEXKJIy HUMH Ha KUHETUKY TPAHCIOPTUPOBAHUS BEIlEe-
CTBA.

Karouesvie crosa: maccoobmen; 2panyiv, adcopbenma; Heodnopodhocmy; duddysus.
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