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Research subject: Synthesis gas is a mixture of gaseous hydrogen and
carbon monoxide, which usually contains carbon dioxide as an additive.
This gas is the raw material in the production of many basic materials of
the petrochemical industry such as methanol. Various raw materials have
been used to produce synthetic gas, including natural gas (methane),
hydrocarbons, and coal. This gas is also very suitable as an intermediate
material for the production of industrial products, and depending on the
reaction conditions and the used catalysts, different chemicals may be
produced in large industrial units. Simulation of a synthesis gas reactor
as the heart of an operating unit in the petrochemical industry is of
particular importance. Simulation of refinery units is always associated
with many problems due to the complexity of the processes and the lack
of proper kinetics. In recent years, softwares such as Aspen Plus have
been used to simulate and study refinery processes, which have yielded
possible and accurate results.

Research approach: In this research, the synthesis gas production unit
is simulated with two methods namely steam reforming and partial
oxidation using Aspen Plus V8.4 software.

Main results: By examining parameters such as conversion rate,
hydrogen to CO ratio, reactor temperature and pressure during the
production process and other variables, the simulation results showed
that after adjusting the reaction coefficients, parameters such as inlet
feed temperature, reactor length and residence time affected the
production of desired products. During the partial oxidation process the
maximum ratio of hydrogen to carbon monoxide which was achieved
at °450C was 3.38 while it was 3.90 during reforming process at °650C.
Based on the achieved data, the efficiency of steam reforming process
in terms of synthesis gas production is higher than partial oxidation
system.
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Table -1 Catalyst properties in Hu and Hughes study [12].

properties Value

NiO content (%) 17-15
Contact level (BET. M2 / g) 30-14
Physical density (g / cm2) 20-3
Geometric density (g / cm2) 79-1
Empty volume (cm3 / g) 0.246
Porosity (cm3 / cm3) 0.44
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Table 2 Some of the most important methane reforming reactions and equilibrium constant and its

dimension

NO. Reaction Kpi Constants Unit
1 CH, + H,0=CO +3H, 1.198 * 10"7exp(-26830/T) (kPa)?
2 CO+H,0=CO,+H, 1.767* 10%exp(4400/T) (kPa)°®
3 CH, + 2H,0 = CO, + 4H, 2.117* 10%exp(-22430/T) (kPa)?
4 CH, +CO,=2CO + 2H, 6.780* 10'%exp(-31230/T) (kPa)?
5 CH, +3C0O, = 4CO + 2H,0 2.170* 10%%exp(-40030/T) (kPa)?
6 CH,=C+2H, 4.161* 107exp(-10614/T) kPa
7 2C0=C+CO, 5.744* 10'%exp(20634/T) (kPa)™
8 CO+H,=C+H,0 3.173* 10'%xp(16318/T) (kPa)?
9 CO,+2H,=C+2H,0 1.753* 10%exp(12002/T) (kPa)!
10 |CH,+2C0=3C+2H,0 4.190* 10'%exp(22022/T) (kPa)*?
11 | CH,+CO,=2C+2H,0 0.730exp(1388/T) (kPa)°®
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Figure 1 Schematic representation of partial oxidation reactor feeds
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Table 3 Conditions input feed to the mixer, prior to partial oxidation reactor

Parameter Feed Oxygen Vapor
Temperature(°C) 620 200 360
Pressure(bar) 28.013 27 28.013
Vapor fraction 1 1 1

Molar flow (kmol /hr) 10260 1842.278 134.385
Mass flow (kg/hr) 156322.568 |53798.376 |2420.991

Volumetric flow (m3/hr) |27241.631 2650.967 239.134

Enthalpy (Gcal/hr) -285.942 -19.014 -7.145
Molar flow (kmol/hr)

Co, 400 0 0

Co 260 0 0

H, 2200 0 0

CH, 3200 0 0

0, 0 1473.822 0

H 0 4200 368.456 134.385

REFORMER

e b Jeds 955, 4 (599)9 SThes 5l o)lsz sl ¥ JSs
Figure 2 Schematic of the input feed to the steam reforming reactor
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Table 4 Characteristics of input feed to reformer reactor

Parameter Value
Temperature(°C) 600
Pressure(bar) 22

Vapor fraction 1

Molar flow (kmol/hr) 11986.982

Mass flow (kg per hour) 204430

Volumetric flow (m3/hr) |39127.914

Enthalpy (Gcal/hr) -452.107
Molar flow (kmol /hr)

Co, 453.308
co 8.211

H, 967.319
CH, 3241.338
N, 10.709
Water 7216.096

REACTOR

=] o

Sz olasTHesT) giluand U5 loges ¥ S
Figure 3 General diagram of partial oxidation reactor simulation

REFORMER

Bl oo gl and a5 e o M5 6l SLo ¥ ss

Figure 4 General diagram for steam reforming
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Figure 5 The effect of reactor length on the hydrogen produced by the partial oxidation reactor
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Figure 6 The amount of carbon monoxide produced using partial oxidation reactor
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Figure 9 The amount of produced hydrogen by steam reforming versus inlet feed temperature
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