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%  Semi-batch crystallization of 7-amino-desacetoxycephalosporanic acid (7-ADCA) is a
complicated pro-cess, in which agglomeration occurs together with nucleation and crystal
growth. To systematically study such aprocess, experiments were conducted to estimate the
crystallization thermodynamics and kinetics, and then theprocess was simulated by a
numerical method. The application of Monte Carlo concept in the algorithm to
describeagglomeration event offers an alternative approach of solving the population
balance, the intrinsic simplicity of whichallows us to investigate several mechanisms and
include several internal coordinates in the analysis. Furthermore,present study may be a
valuable paradigm for other semi-batch crystallization processes.
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Abstract Semi-batch crystallization of 7-amino-desacetoxycephal osporanic acid (7-ADCA) isa
complicated pro-cess, in which agglomeration occurs together with nucleation and crystal
growth. To systematically study such aprocess, experiments were conducted to estimate the
crystallization thermodynamics and kinetics, and then theprocess was simulated by a
numerical method. The application of Monte Carlo concept in the algorithm to
describeagglomeration event offers an alternative approach of solving the population
balance, the intrinsic simplicity of whichallows us to investigate several mechanisms and
include several interna coordinates in the analysis. Furthermore,present study may be a
valuable paradigm for other semi-batch crystallization processes.

Tianjin University,

Keywords 7-ADCA; thermodynamics; Kinetics, agglomeration; Monte Carlo simulation

§ & T Be
A AF B
k Supporting info
¥ PDF(1395KB)
# [HTML4:3C](OKB)
v 225 3k
M55 5 & i3t
b AUASCHEREE IR AL
b AR A5
b IAGIH AR
P SIHA
F Email Alert
k SCEE
b LR B L

LIPS ERS)

BT U “7-ADCA” [#) AHSE

pe
AR SCAE A RO 3L

- ERRE
.« X

T AE
THER
AN L0 FREE; X




