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Abstract: We provide a new method to represent all potential flowsheet configurations for the
superstructure-based simultaneous synthesis of work and heat exchanger networks (WHENS).
The new representation is based on only two fundamental elements of abstract building blocks.
The first design element is the block interior that is used to represent splitting, mixing, utility cooling,
and utility heating of individual streams. The second design element is the shared boundaries between
adjacent blocks that permit inter-stream heat and work transfer and integration. A semi-restricted
boundary represents expansion/compression of streams connected to either common (integrated) or
dedicated (utility) shafts. A completely restricted boundary with a temperature gradient across it
represents inter-stream heat integration. The blocks interact with each other via mass and energy flows
through the boundaries when assembled in a two-dimensional grid-like superstructure. Through
observation and examples from literature, we illustrate that our building block-based WHENS
superstructure contains numerous candidate flowsheet configurations for simultaneous heat and
work integration. This approach does not require the specification of work and heat integration stages.
Intensified designs, such as multi-stream heat exchangers with varying pressures, are also included.
We formulate a mixed-integer non-linear (MINLP) optimization model for WHENS with minimum
total annual cost and demonstrate the capability of the proposed synthesis approach through a case
study on liquefied energy chain. The concept of building blocks is found to be general enough to be
used in possible discovery of non-intuitive process flowsheets involving heat and work exchangers.

Keywords: WHENS; work and heat integration; building blocks; superstructure; MINLP

1. Introduction

Heat and work are used as the primary energy utilities in most chemical process plants. Both
heat and work are interchangeable, and it is imperative that we consider them together when we
perform energy integration. In this regard, the work and heat exchanger network synthesis (WHENS)
is a class of design problems that aims to simultaneously optimize heat and work exchangers and
their networks [1-3]. WHENS improves energy efficiency and brings economic benefits to energy
systems [4]. Significant research has been done in the past in heat exchanger network synthesis
(HENS) [5]. Work exchange network synthesis (WENS) [6-11] has also gained attention in recent years.
However, WHENS problems are more challenging compared to individual HENS and work exchange
network (WEN) problems [2]. Fu and Gundersen [12] defined a WHENS problem as follows: “Given a
set of process streams with supply and target states (temperature and pressure), as well as utilities for
power, heating and cooling; design a work and heat exchange network of heat transfer equipment
such as heat exchangers, evaporators and condensers, as well as pressure-changing equipment such as
compressors, expanders, pumps and valves, in such a way that the exergy consumption is minimized
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or the exergy production is maximized”. Apart from exergy, other objectives of WHENS may include
cost minimization, utility reduction, and equipment reduction.

An indicative list of recent contributions in WHENS research is provided in Table 1.
These contributions can be broadly classified into pinch technology-based graphical approaches
and mathematical programming-based optimization approaches. Pinch analysis relies on fundamental
thermodynamic insights and involves appropriate placement [13] and grand composite curves [14-16].
Though significant progress has been made in terms of theoretical development [17,18] and
methodological advances [19,20], there are several limitations of pinch analysis. Firstly, this approach
is time-consuming when applied to systems involving many process streams [2]. Secondly, the stream
identity (hot/cold, high/low-pressure) and the starting and final states of each process stream must be
specified a priori. Mathematical programming-based optimization approaches, e.g., refs. [3,21-24],
overcome some of these limitations. However, they require a suitable representation of all candidate
network configurations. This can be done by developing a superstructure, which is a giant flowsheet
incorporating many alternative configurations [25-27]. To this end, a comprehensive but intelligent
representation of the superstructure is critical to include as many network configurations and flowsheet
candidates as possible, while keeping the corresponding mathematical program computationally
tractable [28].

There exist several superstructure representations in the WHENS literature [23], e.g., state-space
representation [29], multi-stage superstructure [3,24] and representation involving heuristics [30].
However, these superstructures suffer from several fundamental limitations. Firstly, one needs to
pre-postulate all equipment configurations in the superstructure based on existing knowledge of
unit operations, engineering experience and heuristics. If one excludes the best configuration as one
of the alternatives in the superstructure, then it will be never discovered. Given the complexity,
interchangeability and trade-offs between work and heat exchange networks, this inability to
incorporate innovation could sometimes result in inferior solutions. With increasing competitions
and awareness for energy sustainability, there is a need for incorporating novel and “out-of-the-box”
solutions when solving a WHENS problem.

Secondly, pathways leading to novel intensified designs are neglected in classic superstructure
representations. Process intensification refers to significant reduction of equipment sizes, waste
generation, and increase of productivity [31]. New opportunities could arise in WHENS through
incorporating process intensification principles. It can bring about new technologies which are
smaller, cleaner, safer, and more energy-efficient [32-34]. To this end, the goal of WHENS and process
intensification are often complementary to each other. For example, one could use a multi-stream heat
exchanger (MHEX) instead of two-stream exchangers that would reduce the number of equipment
and, at the same time, would improve the overall performance of a work-heat exchange network.
Few works considered incorporating MHEXSs in heat integration. Hasan et al. exploited a stagewise
superstructure to find the optimal heat exchanger network (HEN) that best represents the operational
of MHEXs using historical data [35]. Rao and Karimi addressed MHEXs based on a single-stage
superstructure consisting of two-stream exchangers [36].

To summarize, a key challenge in WHENS is to systematically discover and screen both existing
and novel, classic and intensified alternative configurations. Superstructure provides an excellent
means to automatically generate many network configurations, but the traditional superstructures
could still miss innovative solutions due to a lack of representation. To this end, Hasan and co-workers
have recently put forward a novel superstructure representation using abstract building blocks for
systematic process synthesis and intensification [37-40]. With a generic block representation, there is
no need to pre-specify the stream and equipment identities and flowsheet configurations. Streams can
intermittently change their identities as needed. Classical and intensified equipment are configured
automatically. Furthermore, there is no need to specify any work and heat integration stages. Therefore,
the block representation could potentially avoid the above limitations when applied to WHENS.
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Table 1. An indicative list of recent contributions in WHENS literature.

Reference Approach Application/Case Studies
Combination of pinch analysis, exergy
Wechsung, Aspelund, analysis, and optimization to find heat
Gundersen, exchanger network (HEN) with minimal An offshore natural gas

Barton (2011) [29]

irreversibility by varying pressure levels of
process streams

liquefaction process

Razib, Hasan,
Karimi (2012) [7]

First formalization of an
optimization-based systematic work
exchange network (WEN) synthesis
problem

Integration among high-pressure
and low-pressure streams

Dong, Yu,
Zhang (2014) [21]

Superstructure optimization for heat, mass
and pressure exchange networks with
exergoeconomic analysis

Wastewater distribution network in
a petroleum refining process

Onishi, Ravagnani,
Caballero (2014a) [41]

Superstructure optimization for HEN
design with pressure recovery

Cryogenic process design

Onishi, Ravagnani,
Caballero (2014b) [22]

MINLP-based WHENS using a multi-stage
superstructure for optimal pressure
recovery of process gaseous streams

Integration among high-pressure
and low-pressure streams

Fu and Gundersen

Graphical methodology for HEN design
including compressors or expanders to

Integration of process streams with

(2015a,b,c,d) s .
[14-16,42] minimize exergy consumption above or supply and target states
! below ambient temperature
MINLP-based approach to synthesize Integration among high-pressure
Huang and WHENS for optimized selection of and low-pressure streams and a

Karimi (2016) [3]

end-heaters and end-coolers to meet the
desired temperature targets

transport chain for stranded
natural gas

Fu, Gundersen
(2016) [13]

Correct integration of both compressors
and expanders in HEN to minimize
exergy consumption

Integration of process streams
with the same supply and
target temperatures

Fu, Gundersen
(2016¢) [12]

Graphical methodology using
thermodynamic insights for WHENS

CO; capture processes

Onishi, Ravagnani,
Caballero (2017) [43]

Multi-objective optimization of WHENS
using a multi-stage superstructure

Integration among process streams
based on economic and
environmental criteria

Zhuang, Liu, Liu,
Du (2017) [44]

Synthesis of direct work exchange network
(WEN) in adiabatic process involving heat
integration based on transshipment model

Integration of high-pressure and
low-pressure streams in a
chemical plant

Nair, Rao,
Karimi (2018) [24]

MINLP-based general WHENS framework
Considering stream temperature, pressure
and/or phase changes without a priori
classification of stream identity

C3 splitting and offshore liquefied
natural gas (LNG) processes

In this work, we formalize and employ the concept of abstract building blocks to represent all
alternative configurations within a superstructure for synthesis problems involving simultaneous work
and heat integration (WHENS). The remaining of the article is structured as follows. First, we elaborate
the representation of work and heat exchange networks using building blocks in Section 2. Next,
we present a mixed-integer nonlinear formulation (MINLP) for WHENS in Section 3. We demonstrate
the applicability of our approach with a case study on WHENS in Section 4. Finally, we present some

concluding remarks.
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2. A Building Block Representation of WHENS

WHENS is more complex than HENS and WENS. HENS involves several specified hot and
cold streams with initial and final temperatures. A hot stream undergoes successive cooling either
using a cold utility (e.g., cooling water or a refrigerant) in coolers or through exchanging heat with
one or more cold streams using heat exchangers. Similarly, a cold stream undergoes successive
heating either through using a hot utility (e.g., steam) or through directly integrating heat with
one or more hot streams. Heat can be also recovered from hot streams using a working fluid
which then transfers that heat to cold streams. Similar to HENS, WENS involves high-pressure and
low-pressure streams with specified flow rates and initial and final pressure ratings. A high-pressure
stream undergoes successive release in pressure through valves or expanders. A low-pressure stream
undergoes successive compression using movers such as pumps and compressors. If the movers are
dedicated to individual streams and use single shafts, then they need utility (e.g., electricity, steam
turbine). However, if an expander and a compressor share a common shaft, then the shaft work
generated by the expander is integrated with the compressor. Thus, an integration of work is achieved.
Unlike HENS and WENS, WHENS involves process streams that might undergo both temperature
and pressure changes (sometimes in multiple stages) to achieve the target temperature and pressure
ratings. Therefore, WHENS involves more than two types of streams, which can be initially (i) hot
and high-pressure; (ii) hot and low-pressure; (iii) cold and high-pressure; (iv) cold and low-pressure;
and (v) neutral (e.g., a refrigerant circulating through multiple equipment in a refrigeration cycle).
Furthermore, the interchangeability of work and heat is often reflected in an intermittent change of
stream identities. For example, an initially hot and high-pressure stream may become a cold and
low-pressure stream after excessive expansion. Similarly, an initially cold stream can later become a
hot stream through compression.

The goal in WHENS is to identify the optimal unit operations and equipment sizing involving
mixing, splitting, cooling, heating, pressurizing, and depressurizing (note that inter-stream mixing is
not allowed). In this section, we first describe how we can create representations for different types
of unit operations in WHENS by using only two fundamental design elements of abstract building
blocks, namely a block interior and a block boundary. We then discuss the details of building blocks
and the construction of a block-based WHENS superstructure.

2.1. Elements of Building Block Representation

The new representation is based on the concept of “abstract building blocks” originally
proposed by Hasan and co-workers for general process design, integration and intensification [37-39].
Each building block has two fundamental design elements. The first design element is the block
interior that is used to represent splitting, mixing, utility cooling and utility heating of individual
streams (Figure 1a). Each block interior is assigned with a temperature, a pressure, a composition, and
a phase. The second design element is the shared boundaries between two adjacent blocks that permit
inter-stream heat and work transfer and integration. Specifically, each block has four boundaries
(left, right, top and bottom). Each of these boundaries can be one of the three types: unrestricted,
semi-restricted, and completely restricted (Figure 1b). An unrestricted boundary is assigned when
the two blocks sharing this boundary have the same pressure and composition (temperatures and
phases can be different). A semi-restricted boundary represents expansion/compression of a stream
while leaving a block to another with a different pressure. The pressurizing/depressurizing is done
through either common (integrated) or dedicated (utility) shafts. (Please note that, in the original
representation of Demirel et al. [37], a semi-restricted boundary assumes a more general task as an
interface for mass/heat/energy transfer. In WHENS, we need it only to represent work transfer, which
simplifies the model). A completely restricted boundary between two blocks with a temperature
gradient represents inter-stream heat integration using a common heat exchanger (e.g., shell and tube
exchanger with the cold fluid in the shell-side and the hot fluid in the tube-side).
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2.2. Equipment Representation

Using the basic concepts of a building block as described above, we can represent more intricate
and complex processes. To do this, we need to orient multiple blocks in a two-dimensional grid-like
structure. These blocks will interact with each other via mass and energy flows through various
boundaries, and automatically generate many alternative equipment and flowsheet configurations.

a) Building block b) Block boundaries
Unrestricted boundary
Block . ; )
bour?((i:ar Heati Inter-block (inter- P . ,Whmh allows ﬂow
Stream ndary | eating stream) heat flow 1 -|[” without any restrictions
insert_ _ _ ! ,~  through utility <
< , o
! Intra-stream
& /\/ T. work extraction
Stream from F s 2 Si
—_— \g‘——’ Stream to — (expansion) or

addition
(compression)

another block another block

/"—/‘/ rs\ P

‘ \

Cooling ’

through utility l N Completely rf:stricted ] B
Stream to “~. Stream boundary which only Seml-restrlcted boundary
another block withdrawal allows heat exchange due which allows flow due to
to temperature difference pressure difference

Figure 1. Elements of abstract building blocks: (a) block interior (b) block boundary.

For example, Figure 2a shows a block representation and its corresponding flowsheet
configuration of an operation involving a single stream undergoing a pressure change. The block
representation is given by two blocks B; ; and B », separated by a semi-restricted (blue) boundary.
(From now on, B; ; will represent a block placed in row i and column j). The stream with pressure P; is
fed into block Bj ; and goes through the boundary to achieve the target pressure P,. Depending on
the inlet and outlet pressures, this boundary is assigned with an expander/valve (when P; > ) or a
compressor (when P; < P,). In Figure 2b, two high-pressure streams, (HP; and HP,) are integrated
with a low-pressure stream (LP7). These two high-pressure streams pass through two expanders Exp;
and Exp, respectively to achieve the desired pressure. The pressure of stream LP; is increased to
the target pressure after two compressors (Comy and Comy). The corresponding block representation
involves 3 x 3 building blocks. Feed HP; is supplied into block B; ; and withdrawn as product in
block B » while feed HP; is supplied into block B; » and withdrawn as product in block By . The
low-pressure stream LP; is fed into block B 3 and withdrawn from block B3 ;. Please note that there
are four semi-restricted boundaries in this block representation, which include the right boundaries
of block By 1, By 1 and B3 ; and the bottom boundary of block By 3. Specifically, the right boundaries
of block Bj ; and block B, ; are assigned with expanders. The bottom boundary of block B; 3 and the
right boundary of B3 ; are assigned with compressors. The expander at right boundary of block By ;
and the compressor at the right boundary of block B; ; are sharing shaft 1 (both are marked as blue).
The expander at right boundary of block By 1 and the compressor at bottom boundary of block B 3 are
sharing shaft 2 (both are marked as red). For illustration purpose, the boundary between block B; 3
and block Bs 3 is specified as unrestricted boundary, where the pressure P 3 and P; 3 are the same.

In the case of heat exchange (Figure 2c), a cold stream Cj is integrated with a hot stream H; through
a heat exchanger. Two equivalent block representations are presented. On involves a representation
with two blocks. The left block allows the entering of cold stream C; and produces the product stream
with the desired temperature. Hot stream H; enters the right block and is withdrawn from the same
block. This heat exchanger is represented through a completely restricted boundary between block B 4
and Bj ». The energy flow is transferred from block Bj ; to block By ;. Another representation involves
more blocks but better captures the relation of temperature change. Cold stream C; enters block B ;
with inlet temperature as T; ; and flows into block By ; with target temperature as T; ;. Hot stream H;
enters block By, with inlet temperature as T; » and is withdrawn from block B, » with temperature
as Tp5. The right boundary of block B, ; is a completely restricted boundary. As shown in Figure 2d,
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a block with multiple completely restricted boundary can represent an MHEX. The cold stream C;
enters block Bj » and takes heat from hot stream H; in block B; ; and from hot stream H, in block By 3.

a) Expander/Compressor b) Work exchangers

Py P,

\ or
P, P,
\4 P, P, 2

P =P P =P,

Com,
Shaft 1

ISemi-reslricted boundary representing shaft 1

I Semi-restricted boundary representing shaft 2

¢) Two-stream heat exchanger

\Cl \Hl
\ \ C, d) Multi-stream heat exchanger

NG\ H, i ‘I:‘CI FHz _% % %_
Ty, T, \ \ \ l

Figure 2. Equipment representations using building blocks for work and heat exchanger network: (a)
Expander/compressor; (b) Work-exchanger shafts for work integration; (c) Two-stream exchanger for
heat integration; (d) Multi-stream heat exchanger (MHEX).

2.3. Flowsheet Representation

As we add more blocks in the 2-D grid assembly, we enlarge the space for representing more
and more equipment and flowsheet alternatives in a single structure. The versatility of the block
representation can be seen in Figure 3, where blocks are used to represent WHENS superstructures
taken from a range of literature problems such as separation system for propane and propylene [24],
liquefied energy chain [24,29], general work and heat integration process [13], and single mixed
refrigerant (SMR) process [45]. For instance, the separation system involving three process streams S,
S, and S3 is represented by a block representation with i = 5 and j = 4 to involve all connectivities for
work and heat integration. S; enters block B ; and flows through a valve before entering block B3 ;.
Sy with varying identity is supplied into block B; 3 and is compressed at the bottom boundary of block
B, 3. The heat transfer happens at right boundary of block B3 ; between stream S; and stream Sy, right
boundary of By between cold side of S, and hot side of Sy, right boundary of B4 3 between stream S
and S3 and right boundary of Bs 4 between stream S, and stream S3.

A process with multi-stream heat exchanger is shown in Figure 3d. The natural gas (NG) feed
enters block B, ;1 and flows into the block Bj ; with its right boundary as completely restricted boundary.
The NG stream goes through a valve assigned on the bottom boundary of block Bs ; before entering
block Bs ; with a flash boundary. The details of these separation boundaries can be found in Li et al. [38]
Refrigerant flow enters block B; > and undergoes sequential compression and cooling in block By 5,
Bi3, By 4 and By 4. The outlet stream from block Bj 4 serves as a hot stream, supplying heat to the same
stream after valve operation at the right boundary of block B4 ;. The MHEX is represented by a block,
i.e., B3 with two completely restricted boundary. Based on the representation approach, we develop
the corresponding MINLP model for WHENS, which is discussed in the next section.
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Figure 3. Various flowsheets and networks representations for work and heat integration in WHENS:
(a) Work and heat exchange network for a separation system. (b) Work and heat exchange network
for liquefied energy chain. (c) Work and heat exchange network with three hot streams and two cold
streams. (d) Work and heat exchange network for single mixed refrigerant (SMR) process.
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2.4. Block Superstructure for WHENS

As shown in Figures 2 and 3, the block representation indicates towards a unified approach
for WHENS while accounting for the interplay of pressure and temperature. As we infer more,
a generalized two-dimensional grid-like orientation of building blocks can be used to contain numerous
flowsheet configurations for simultaneous heat and work integration. To this end, our block-based
WHENS superstructure is shown in Figure 4. This representation consists of building blocks arranged
in a grid with I number of rows and | number of columns. Feed f with component flowrate as M; ;¢
and product streams p with component flowrate as H; ;;,, are potentially supplied into or withdrawn
from block B; ;. Each block has temperature and pressure attributes as T; ; and P; ;. These blocks are
connected to each other through adjacent connecting streams F; s 4 and jump connecting streams
Jiji i k (see black arrows and gray arrows in Figure 4a respectively).

a) b)
j=1 j=2 j=J-1 j=J
b R} R X R -~
- Ti1;
—1 —t — —1 -
i=1 - <« - - - P. 3
X X X wl--"" -Lj
7Y 14 14 14 7Y -~
ISR 1 N U | B VU 1 BN RV B E 1
i=2 F & E= T
|4 * T A T T |4 %
ISR 1 B VU 1 B ER J KU 1 I O
& & B & = Tij1 T ji1
T 14 % T T |4 % Pija Py ji1
SR < " Sl < S
i=I-1 & o .. &
T T T [T T
u LA ™ 2] u L w ' M "1-.\
i=1 = b g Prung i \\*~\
! el Ti1,j
u b R R " S e
T~ el Pi+l,j
D completely-restricted boundary semi-restricted boundary

Figure 4. A general superstructure representation using building blocks for work and heat integration
in WHENS: (a) General block representation; (b) Interaction of blocks through boundaries and
connecting flows.

Each adjacent connecting stream has both positive and negative components as FP; ;x4 and
FNj k4 to allow more network alternatives. FP; ;s designates the flow from block B; ; to block B, j 1
in horizontal direction (d = 1) or the flow from block B; 1 ; to block B; ; in vertical direction (d = 2).
FNj ;x4 designates the flow from block B; ;1 to block B; ; in horizontal direction (d = 1) or the flow
from block B, j to block B 1, in vertical direction (d = 2). Besides, jump flow from block B, ; to block
By y with component flowrate as J; ; » i  is introduced to avoid unnecessary intermediate blocks for
transferring material and energy flow, where i’ and j’ designate the row and column position of a
different block in the block superstructure.

Adjacent blocks are separated via unrestricted, semi-restricted or completely restricted boundary.
Both unrestricted and semi-restricted boundaries allow mass and energy flow. The thermodynamic
driving force at these boundaries enables the changes of temperature and pressure. Unrestricted
boundary allows mass and energy flow while ensuring the inlet pressure equal to outlet pressure,
i.e., the block pressure P;; in adjacent blocks separated by unrestricted boundary are the same.
Semi-restricted boundary allows pressure change between adjacent blocks and hence indicates the
existence of a pressure exchanger, i.e., compressors, expanders, or valves (shown in Figure 4b gray box).
Completely restricted boundary prohibits mass flow while allowing energy flow (shown in Figure 4b
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black box). The existence of completely restricted boundary indicates a heat exchanger between two
streams in the adjacent blocks. When a block includes more than one completely restricted boundaries,
this block can be regarded as an MHEX. The inlet pressure for pressure exchangers are P;; when the
adjacent connecting streams across the semi-restricted boundary are outlet flow from block B; ;. The
outlet pressure for these pressure exchangers are P; ;.1 in horizontal direction and P, ; in vertical
direction when F, 4 is coming out from block B, ;. The block temperature T; ; is the temperature of
outlet streams from block B; ;. With the block temperature T; ; and pressure P, ;, the unit enthalpy
EH; jx in block B; ; for component k can be determined. In addition to the heat transfer happening at
completely restricted boundary, each block also allows external utility stream to supply extra heat duty
fo jor cold duty Qf, i

3. MINLP Model for WHENS

We now present an MINLP model for WHENS using building block-based superstructure.
The overall problem is described as follows. When given a set FS = {f|f = 1,..,|FS|} of
inlet process streams with temperature and pressure specifications as T}%d and P}r%d, and a set
PS = {p|p = 1,...,|PS|} of outlet process streams with target temperature and pressure ranges as
[Ty, Tjex] and [Py, Pyia¥], respectively, synthesize the optimal work and heat exchanger network
that minimizes the total annual cost. The MINLP model will involve block material and energy
balances, flow directions, work calculations, phase relations, boundary and task assignments, and logic
constraints. The known flowrates of inlet process streams is designated as F/*! The objective is to
synthesize a work and heat exchanger network that captures the interplay of pressure and temperature
to minimize the total annual cost. The set D = {d|d = 1,2} designates the flow alignment. The flow
alignment d = 1 when the stream is flowing in the horizontal direction, i.e., from block Bjjto Bjjt1;
d = 2 when the stream is flowing in the vertical direction, i.e., from block B;;to Bjt1,)- The temperature
range and flowrate range for all connecting flows including direct connecting flow and jump connecting
flow is set as [T™", T"**] and [FL, FU]| respectively. The assumptions for this work are continuous
steady-state operation, adiabatic expansion/compression, and linear relation of stream enthalpy with
pressure and temperature. With these, we now describe the MINLP model for WHENS based on
block superstructure.

3.1. Block Material Balance

The generic material balance is imposed on each individual block. The inlet flow for component
k at block B, j includes horizontal inlet flow F; ; 11, vertical inlet flow F;_1 1, external feed stream
M{ ik and inlet stream via jump flow ]{ ik The outlet flow for component k at block B; ; includes the
horizontal outlet flow F; ; 1, vertical outlet flow F; 5, external product stream H lp ik and outlet stream

via jump flow ]z‘pj e

Fij1k1 — Fiji1+Fio1jk2 — Fijra + M{j,k - Hfj,k + ]{j,k — ]f].,k =0 ieljelkekK (1)

We set Fi_j jx1 = Fj=jx2 = 0 to avoid other interactions between the superstructure and the
environment except those through external feeds and products. External feed stream of component

k, M{ ik collect the component flowrate, Mk from all available feed f. External product stream

HP

ik is the summation of component flowrate, H; 1 ,, from all possible product stream p in block B, ;.

zpj ; are determined from the jump connecting flow J; ;i x. These are achieved

through the following constraints.

Similarly, ]{ ik and |

M{j,k = Z Mi,j,k,f ie I,j S ],k €K (2)
fEFSs
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Hfj = ) Hijkp i€Lje]kekK ®)
pePS

]{J, Z Jojijk i€Lj€keK )
(i",j))ELN

]Zj,k: Yo Jiijk i€Lje]kek ®)
(i',j))ELN

Here the set LN collects all jump connectivities from block B; ; to block By ;.

feedfrac — 1 for feed stream f in block B; ;. Therefore,
the component flowrate through feed f into block B;j, M; j, can be determined as follows:

We define a feed fraction variable 0 < z;

Mijps = ij“dyfe;d f”?f " ieljelkeK feFS (6)
0<Yy Yl <1, fers )
ieljej

where F/* is the maximum available amount of feed stream f. y{efe‘i is composition of component k in
feed f. Summation of these feed fraction variables will be less than 1 if the overall feed amount is less

feed
than F o

The flowrate range for product stream p is restricted from minimum product flowrate DFL, to
maximum product flowrate D,%l .

Dy <Y Y Y Hijxp<D,, pePrs ®)

ielje] keK
In general, the flowrate range for product stream p is equal to inlet flowrate, indicating D,% = Dy .

3.2. Flow Directions

We consider the connecting stream F; ;s between adjacent blocks as a bidirectional flow.
Its positive and negative components are FP; ;s and FN; ;4 respectively. The selection of flow
direction is achieved through the following binary variable:

Plus _ 1 if F x4 is from block B; ; to B; 1 (d = 1) or from block B; j to B; 11 (d = 2)
jd 0 otherwise

The following constraints ensure that only one component of this connecting stream is activated:

Fi,j,k,d = FPj,]‘,k/d - FNl,],k,d l S I/] S ],k S K,d € D (9)
FPjig < FUzZjY, i€l je]keKdeD (10)
FNZJkd<FU(1—ZFJh;IS) iel,je]keKdeD (11)

Besides, with these stream components, the overall inlet flow is the summation of all incoming
streams into block B; ;:

ik = FPij 141+ FNijj1+FPi_1 k2 + FNijx 2+] k+ZM,],kf iclje]kek (12)
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3.3. Block Energy Balance

The block energy balance includes stream enthalpy, feed enthalpy, product enthalpy, external
heating/cooling, work energy associated with expansion/compression and contacting energy flow
across the block boundary. Then the steady-state energy balance for block B, j is formulated as follows:

EBEZ} - EBz‘o,}lt + EMi,j - Epi,j + Qi,j + Wi,j + EF,‘,]'_1,1 + EFi—l,j,Z — EFl',jJ — EFi,]',Z =0ielje] (13)

where E B;”, and E B"”t are inlet enthalpy and outlet enthalpy streams to block B; ; respectively. EM;
is the overall stream enthalpy carried by feed streams. EP; ; is the overall product enthalpy carried
by product streams. Q; ; is the enthalpy supplied by utility streams into block B; ;. W; ; is the work
energy supplied through compression operation or expansion operation for block Bz,] respectlvely.
Besides, EJ; ; is the stream enthalpy carried along with the jump connecting streams. EF; ; ; represents
the energy flow going through the completely restricted boundary and indicates the amount of heat
transfer between adjacent streams. These energy flow variables are shown in Figure 5.

\ EFiy s
EM; ; W, Qi
EBI \ | / EBYY:
—_— —_—
EF;j_1 Block B ; EF,j,
B — B ———
/ .
EJ;, EP,;
l EF

Figure 5. Illustration of energy balance on block B; ;.

The inlet stream enthalpy to block B; ; consists of inlet stream enthalpy from adjacent blocks in
horizontal directions, i.e., EFPs;; 141 and EFNSs; 1, stream enthalpy from adjacent blocks in vertical
directions, i.e., EF Psifl,j,(c,z and EFNS; ; >, and stream enthalpy through inlet jump connecting streams,
ie., EJy ;i ;x Hence, EB;V]’- is determined as follows:

EBJ = Y (EFPs;j 141+ EFNsj1 + EFPsi_1 ko + EFNsijio) + 3 Y Elvjijx Vij  (14)
k k (i,j)eLN

Similarly, the outlet stream enthalpy to block B; ;, E B;’}’t is determined as follows:

l]/
EB?[;” = Z(EFPSi,j,k,l + EFPSi,j,k,Z -+ EFNSifl,j,k,Z + EFNSi,jfl,k,l + Z E]i,j,i’,j’,k) Vl,] (15)
P (it j)ELN

These stream enthalpies are determined based on the flowrate and the unit enthalpy. For outlet
streams from block B; ; in flow alignment 4, the initial unit enthalpy for these streams are the block
enthalpy EH; ; . For the inlet stream to block B; ; in horizontal direction with flow alignmentd =1,
the initial unit enthalpy is the unit enthalpy EH; j, 1 x in block B; ;1. For the inlet stream to block B; ;
in vertical direction with flow alignment d = 2, the initial unit enthalpy is the enthalpy EH; 1 jx in
block Bi+1,j'

EFPSl]kd—FP kdEHi,j,k iEI,jG],kGK,dED (16)

/]r
EFNSi,j,k,l = FNi,j,k,dEHi,j+l,k i€ I,] c ],k S K,d eD (17)

EFNSi,j,k,Z = FNi’j,k/dEHi+1/j’k i e I,] S ],k eK,de D (18)
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The feed stream enthalpy in block B; ; is based on the flowrate of feed streams and stream enthalpy

of feed streams EFf.
EM;j = ZMi,j,k,fEFf ielje],keK feFs (19)
k,f

EFy is a parameter determined by the feed temperature and pressure.
The product stream enthalpy from block B; ; is based on the flowrate of product streams and
stream enthalpy in this block.

Pl] = kZHi,j/k/PEHi,jzk i€ I,] S ], (k, P) € kpS (20)
/P

The utlhty enthalpy term consists of hot utility, Q? y and cold utility Q which are supplied into
block B;
Qi=Q}—Q i€lje] (21)

To obtain the fixed cost of heaters and coolers, we define the following two binary variables:

Jhot _ 1 if block B; j involves hot utility
Zij 0 otherwise

zZ

ij —

cod _ ) 1 if block B, j involves cold utility
0 otherwise

It is straightforward to relate heat duty of heaters and coolers with these two binary variables:

QI <EUzY, Q5 <EUZ ielje] (22)

Here EU is the upper bound of stream enthalpy.
The work energy is determined by the amount of work added into or taken out of block B; ;,
which are denoted as W;?" for compression and Wl.e ;Cp for expansion, respectively. The calculation of

ijo»"’ and Wf;p is explained later in this Section 3.8.

Wij = Wi — wﬁ;‘f’ iclje] (23)
The stream enthalpy across the completely restricted boundary is either in the positive direction
(zf ]l‘éf = 1) or in the negative direction (zf ]”‘;S =0).
EFP,; d<Eu.zf”“S iclje],deD (24)
! . .
EFN;j4 < EU(1 — ffd“s) iclje],deD (25)

3.4. Product Stream Assignments and Logical Constraints

We define binary variables for each product stream p at block B; ; to determine whether they are
active in B; ; or not:

product | 1 if product stream p is withdrawn from block B; ;
wpo 10 otherwise

The identification of block as product block is achieved through the following logical relation,

which involves product binary variable.

Y Pijip < Dy2SM icLje]pePps (26)
keK
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For each block, there are at most one type of product stream present in block B; ;. The logic
proposition is illustrated as follows:

y zf’;‘;d”“ <1 ielje] (27)
pePS v

At least one stream for product p appears in the block superstructure.

Yy P]”’d”“ >1 pePs (28)
i€l je] v

The temperature range for block with product stream p is [T;”i”, [ ].

Tmm Zrl;’(;duct + Tmm(l o Zf;()pduct) < T < Tmax fﬂjmpduct + Tmax(l o Zf;opduct) iclje],pePS (29

Likewise, the pressure range for product block is [P]’ff”, Pt | as follows.

Pmm Zp]ropduct + Pmm(l . Zf;(;dud) < P < Pmax lp]ropduct _’_Pmﬂx(l . Zf;'opduct) ic I,j c ]/P c PS (30)

We impose the following constraint to tighten the bounds of block pressure P; ; for blocks not
involving product streams. This constraint states that if the block includes component k, then the block
pressure P;  is larger than the minimum product pressure P;,”i”.

Pj > P (1= 20%) + Pyl k,p € kps(k, p) (31)

Here, the set kps(k, p) specifies the type of component k in product p.

Similarly, if the block includes component k, then the block temperature T; is correspondingly
bounded above the minimum product temperature T{,”i”.

Tpj > T (1 —205) + T2y kp € kps(k, p) (32)

In WHENS problem, we assume mixing of different streams. Hence, we define the following
binary variable to decide which component is allowed to exist in block B, ;.

mix _ 1 if component k exists in block B; ;
Wk 0 otherwise

The following constraints ensure that at most one component is allowed in block B; ; and all other
inlet component streams are prohibited from entering this block.

i jj < cpj’sz;’yg ielje]kek (33)
Zz;";;g iclje] (34)

If the block B; ; supplies product stream p, the required component k should exists in this block.
Similarly, if the block B; ; takes feed stream f, the feed components k are inside the same block.

ik >z, ielje] (kp) €kps(kp) (35)
Zmix > fefre e 1 i g (k, f) € kfs(k, f) (36)
1,],k fl l,],f /] 7 7 4

Here the set kfs(k, f) specifies all components k in feed f.
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The existence of component k in block B;; facilitate the tightening the bounds of block
temperature T; ;.

ZT]:nink lrr;w]g Z maxk mzx ie I,j E] (37)
k

Here T,T”"k and T’”i”k are maximum and minimum temperature in the system with T,:”’“‘k =

max(max T/ max T*) and Ttk = min(min T/ min Tomin)
rers £ 7 peps fers f "peps P

3.5. Boundary Assignment

The block boundaries are assigned as either unrestricted, semi-restricted or completely restricted
boundary. If there is no pressure change across adjacent blocks through their connecting streams,
then the inter-block boundary is unrestricted. If there is pressure change across a boundary, then the
boundary is semi-restricted. If there is no mass allowed to flow between adjacent blocks, then the
inter-block boundary is identified as completely restricted boundary.

1 If boundary between B; ; and B; ;1 for d = 1 (between B; j and B; 1 for d = 2)
Zjig = is unrestricted
0 Otherwise

1 If boundary between B; ; and B; ;1 for d =1 (between Bjjand B; 4 ford = 2)
is semi-restricted
0 Otherwise

Sr
Zijd

1 If boundary between B; ; and B; ;1 for d = 1 (between B; j and B; 1 for d = 2)
Ziiq = is completely restricted
0 Otherwise

Only one type of the boundaries is activated between two adjacent blocks.
zifgt gty =1 i€lje]deD (38)

Mass flow is prohibited while energy flow is allowed across a completely restricted boundary
between adjacent blocks.

FP,],d—i—FN,]kd<FU(1—zl]d) ieljel,deD (39)

EFPj4+EFN;;4 < EUZ', i€lje]deD (40)

3.6. Phase Relation and Stream Enthalpies

Each block has phase assignment according to the components existing in it, temperature, and
pressure condition. We define binary variables for liquid phase and gas phase in block B, ;. This phase
relations are adapted from the work of Nair et al. [24].

1 _ J 1 Ifliquid phase exists in block B;
/7] 0 Otherwise

S0 1 If gas phase exists in block B, ;
K 0 Otherwise
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Besides the following 0-1 continuous variable is defined for the two-phase zone in block B, ;.

1 If gas phase exists in block B; ;
T;;—TEP
sz; = ﬁ if gas and liquid phase coexist in block B, ;
i i
0 If liquid phase exists in block B, ;
Zi+z5<1 ielje] (41)
1 . .
zjj<zj; i€lje] (42)

The enthalpy expression for liquid phase and gas phase is linearly dependent on the block
temperature T; ; and block pressure P; ;.

Hll]k_ak i+bPi+c ieljelkek (43)

Hie=agTij+bgPj+cg i€lje]kek (44)

Here ai, b,l(, cf(, ay, by and c} are parameters used for determining the enthalpy of liquid and

gas phase.
The enthalpy expression for two-phase region is approximated as the linear segment between
enthalpy at bubble point TE»P and that at dew point TZBP .

Hij = =05y~ i) + Hy i€ Lje ] kek 4

The bubble point and dew point for component k in block B; ; are linearly dependent on the block
pressure P; ;.

BP; ; k*ak +bk ielje]kek (46)

DPjx=afP,j+bl i€lje]kek (47)

Here aZ, bf, a,‘f, and b,‘f are parameters for determining bubble point and dew point.
The general bubble point and dew point temperatures are then assigned to block bubble

temperature TBP and block dew temperature TD P if component k exists in block B; ;.
BPji — T"™(1 = 2i%) < TEP < BPj + T"¥(1—24%) ieljekek (48)
DPjj — T"™(1—2/}) < TP < DPjp+ T (1—2/}) ielje]kek (49)

The definition of zl” is achieved through the following constraint.

T2} + (1= 2% — 2} )BPj + 2i5DP; i < Ty < T2 + (1 — 21%)BP jx+DPyji(2f5 — 27))
iel,je] kek (50)

When z! i = 0and zj; = 0, the above constraint is reduced to zfz; =(T;j — TiB]-P )/ (TBP - TiB]-P )
Block temperature Tl j is related with z} jj and zj; respectively through the following

two constraints.
TPP — T2 < Ty <TPP + T (1-z;) ie€lje] (51)

Tgl’ _ Tmax(l _ sz) < Ti,j < TEP + TMmax ;v

20, ielje] (52)
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% (%
Hi,j,k' and H!

Similarly, the obtained enthalpy expressions H! ik

ik map to the block enthalpy

EH;;\ via zf i }’] zl” and z:”]”,g through the following big-M constraints.
Hf,]-,k — EHE (1= 20)) < EHjjp < Hfj + EHIE(1=2)  ielje]kekK (53)
Hp; — dHBE; (1 - 28)) < EHyjp < Hj; +dHgg5(1—-21) i€ lje]kekK (54)

HS, — (Hj; — H'™)z < EHjjp < HiY + (HP'™ — Hp, )28, i€ lje]ke K (55)

Here EHZW;”k", dHR bt 1 AHEPT 1 H"" and HJ"™* are appropriate big-M values.

3.7. Heat Transfer Boundary Modeling

Instead of following the conventional heat integration [46], we propose a heat transfer boundary
model. The representation for model describes the heat transfer across a wall (completely restricted
boundary). The block that supplies the energy flow is the heat source, while the block that takes the
energy flow is the heat sink. Hence, there is no need to assign binary variable for determining the
identity of process streams in each block since they are automatically determined by the heat transfer
direction. Besides, no stage number for heat integration need to be specified in advance.

The total amount of heat duty EFtot; ; ; exchanged at boundary between block B; j and B, ;1 in
horizontal direction (or between block B; j and B, j in vertical direction) is determined as follows:

EFi’Oti,j,d = EFPI‘,]',,;[ + EFNi,j,d iel,je],deD (56)

The inlet temperature to block B is designated Tl”; The bound of Tl-’"’]? can be tightened to be

[T,:”i”k, T,?”"k] if component k exists in block B; ;. This is achieved through the following constraint:

Tpj— (T" = T"") (1= 20) < T < T+ (T" = T"")(1-2}) i€lje]keK (57)

ij Zj ik i,k

The inlet temperature to block B; Tm is equal to the temperature of overall inlet streams after

1 ]/
mixing effect. The Tl?;? is obtained through the following energy balance at the inlet port of the block
B; ;. Since compression or expansion operation also contribute to the temperature change at the inlet
part of each block, W;;mp and Wf;‘p are included into the energy balance at the inlet port.

Wi — Wi + EBJi + EM;; = EFP{!_, | + EFP] 1]2+ZEF My FEMUHEN  ielje] (58)

The inlet stream enthalpy terms on the right-hand side of the above equation is determined based
on the inlet temperature of the destinate block Ti’"}, the pressure of the destinate block P; ; (since meP

and Wie;p already contributes to the pressure change).

EFPj; = ZF Py {Hy (T, 1, Pijn)zi + HY (T}, P )28,

+z£,”,-(1fzé,,- ZVHP(TH,, Pij)} i€Lje] (59)

EF 1]1 —ZFNi,j,k,l{Hk(Tz],P Nz 1]+1+Hk(T,l7,P )z v]

+ zéf;-H(l — 2z — 2 ) HE (T Py} ielje] (60)
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I (i I :
EFP%, = ZFPi,j,k,z{Hk(Ti’il,j, Piy1,j)zij + H (T js P )z

+z£f;~<1—z£,j Z)HE (T Py )} i€ Lje] (61)

EF 1]2 - ZFNi,j,k,Z{HIlc(I—;izl,j' Pi+1/]')zi‘+l,j + Hk (Tl]’ p; ) Zit1,j

+z§11,].(1 — i — 2 ) HE (T Py} ielje] (62)
1 (i 1 j
E 1] il ] ; ]Fi,j,i’,j’,k{Hk(Tl'l”,qj” Pi’,j’)zi,j + HI?(TZ/;:I]‘” Pi’,j’)zf,j
1 1 1 j . :
(L =z =z )H(Ty )y, Py )} i€ lje] (63)
j d d . .
EMIt = Y My {HL(T, Pp) (1 — zphf™) + HE(TI, P p)zphl ! i Lje]  (64)
(k,fs)ekfs
The phase of the above streams, EFPZ’;l, EFN;’;l, EFPI”;Z, EFNZ”;Z, E]l”}l ], and EM’”, are the same

as the phase of block where these streams originate from. Parameter zph{ describes the phase of
feed streams, which is equal to one if feed enters the system as gas and equal to zero if the feed enters
the system as liquid.

When the energy flow direction in horizontal direction is from block B; ; to block B; ;1 (zf;uls =1),
the inlet and outlet approach temperatures for process streams in adjacent blocks separated by
completely restricted boundary are determined as follows:

1 ! . .
dtin [ < T =Ty +di'P (2 =2y —2(,,) ielje] (65)
1 1 . .
dtout![y < T — T +dP(2—2/"" —2 ) ielje] (66)

Here when energy flow direction is in positive direction zfj 1 =landz{’ ],1 = 1. The inlet approach

temperature and outlet approach temperature are dtmi,j,l = Tin;; — T; 1 and dtout! ;L;S =T; T;;Z IRE

Similarly, the approach temperatures for process streams exchanging heat in vertical direction
(d = 2) are determined as follows:

! I . .
dtznf’]";<T”‘ Z+1]+dtl]2( —zf’]”zs—zljz) iclje] (67)

1 1 . .
dtoutgfjf‘; < Ty —Tihy +dt'? (2 —2ly —2,) i€lje] (68)

When the energy flow direction in horizontal direction is from block B; ;1 to block B; ;, the inlet
and outlet approach temperatures are obtained with the following two relations:

plus

dtin"$ (i, j,1) < Tt = Ty +dtz]1(1 +zij1 —zij) i€Lje] (69)
1 . .
dtout] § < Tyjpq — T +at} (127 —2(,) ielje] (70)

Similarly, in vertical direction (d = 2) with energy flow direction from block B, ; to block B; ;,
the inlet and outlet approach temperatures are obtained with the following two relations:

plus

dtin} 5 < Tl’f’rl] jHatP(l+z,

ij2 = _21]2) iGI,jG] (71)

dtout]s < Toqj— T +dtP (14205 —275) ielje] (72)
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Similarly, approach temperatures for blocks with hot utility and cold utility are given by:

dtin{{' < T — TCUOUT +dt"?(1-z%") ielje] (73)

dtout{ ! < Tj — TCUIN +d"P(1-2z%") ielje] (74)
. HU i I : :

dtin! < THUOUT — T} +dt"?(1—-2%") ielje] (75)

dtout{! < THUIN —T;;j +dt""(1-2}%") i€l je] (76)

Parameters TCUOUT and TCUIN are outlet and inlet temperature of cold utility while THUOUT
and THUIN are outlet and inlet temperature of hot utility.

Only one heat duty at heat transfer boundary and one approach temperature variable are required
for determining the heat exchanger area. These are ensured through the following inequalities:

dtingjq < dtinl;  dtingjg < dtin"S i€ Lje]deD (77)

plus

dout;q < dtout!’; dtout;jq < dtout]’ i€ ljec]deD (78)

With the approach temperature and heat duty of heat exchangers, we determine the heat exchange
areas as follows:

Ai,j,d = EFtoti,jld/Llhx(dtini,jrddtouti,]-rd(dtinl-,j,d + dtouti,j,d)/Z)l/g' i€ I,] € I,d eD (79)
APt = gty yut (atinfi dtout I (dtinfi + drout (i) /2)1/? iclje] (80)
AGH = Qf /U (ating dtout{  (dting ' + dtout$ ) /2)V° ieLje] (81)

Here, A;j4, Agu and Al.CJU represent heat exchange area between process streams, between
process stream in block B;; and hot utility, between process stream in block B;; and cold utility
respectively. We use Chen’s approximation to calculate the logarithmic mean temperature difference
in area calculations. U"* Uty UCY are overall heat transfer coefficient at heat exchangers, heaters,

and coolers.

3.8. Work Calculation

A semi-restricted boundary can be assigned with either an expander, a compressor, or a valve.
These assignments are indicated through the following binary variables:

gre 1 If turbine on SSTC m exists on right or bottom boundary (d = 1 or d = 2) of block B; ;
ijdm =1 0 Otherwise

src_ ) 1 If compressor on SSTC m exists on right or bottom boundary (d = 1 or d = 2) of block B;
ijdm =1 0 Otherwise

S50 _ 1 If valve exists on right or bottom boundary (d = 1 or d = 2) of block B
WA ) 0 Otherwise

Only one of these pieces of pressure-changing equipment is allowed on semi-restricted boundary.
z = sz;fd,m + Zzigfd,m +ziy i€lje]deD (82)
m m

For the right or bottom boundary of block B; j (d = 1 or d = 2), there can be a situation that zf;vd =1
while the flow associated with the boundary F; s 4 = 0. This does not indicate an existence of valve
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operation at the boundary but suggests that the temperature and pressure relation at the boundary is
relaxed. This avoids the happening of infeasibility. Since zf;”d is also not related with the cost function,
its value has no influence on the objective value.

The existence of shaft m is indicated through the following binary variable:

xm _ ) 1 If shaft m exists
M "] 0 Otherwise

If an SSTC exists, there is at least one compressor or turbine. To avoid symmetric solution,
we prefer shaft with lower index.

Zm < ZZ(Z%W T2 T Zam T Ziam) < NUnzy"  i€Lje]meM (83)
L]

xm>zm+1 meM (84)

On each shaft, there exists a motor or a generator. These are represented with binary variables:

gen ) 1 If shaft m involves a motor
" ] 0 Otherwise

mot __ | 1 If shaft m involves a generator
™ ] 0 Otherwise

If a shaft does not exist, then the motor and generator on this shaft also do not exist. If a generator
or a motor exists on a shaft, then there is at least one semi-restricted boundary assigned with turbines
or compressors on this shaft.

Z5 4ot <2 e M (85)

A < ZZ 2 T2, i€Lje]meM (86)

o < LG 2ifam) €LjElmEM 7
i

We define the positive variable PRE i to designate the pressure ratio between the block Bz’,j+l
and B, for flow alignment d = 1 or between the block B;;1; and B, for flow alignment d =
The calculation of PRF jd 1 activated when the boundary of block B;  is semi-restricted or unrestrlcted
at the corresponding flow alignment d (z}" ii4=1lor z} 4= =1). The pressure ratio is taken as 1 to avoid
the calculation of the pressure ratio if this boundary is not semi-restricted. In horizontal direction,
the pressure ratio is determined as follows:

Pijt1 Pijr1

B, — PRY(1—z;) < PR, < B, +PRP(1—2)) ielje] (88)

Pi/f+1 up F P/]+1 up : ;

B, — PR*(1—2}7,) <PRf;; < B, +PRP(1—zf7)) ielje] (89)
1-PR"Wz, <PRf;; <14+PR"z),, ielje] (90)

Here, PR"P is taken as the maximum pressure ratio, which is determined as P"** / pmin, Similarly,
in vertical direction, the pressure ratio is determined as follows:
b i+1

— PR"(1—2,) < PRf;, < b ’]+PR””(1—ZZ]2) ielje] 1)
i j ij

Piiq
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Pit1)j Piq
i

— PR¥P(1 — < PR <
i,]' ( Z ) ,], — Pl,]

1— PRz, < PRL, <14 PRz, iclje] (93)

’]—l—PR”p(l—zZ]z) iclje] (92)

i,j,2
For feed stream f, the pressure ratio is taken as the ratio between block pressure P; ; and parameter

PJ{ “d for feed pressure .

P. .
feed i . .
PR} = S iclje] feFS (94)

Py

The work term W consists of compression work term Wmm and expansion work term W p'

Both WC"’" and W, ]p consist of work components for direct connecting streams (WCOZIP FP for pos1t1ve

FN
component, ijqg:p

(Wcomp Jf ). Accordingly,

for negative component), feed streams(Ww';fp ’Fs) and jump connecting streams

]
_ comp,FP comp,FN comp,FS comp,Jf . .
WO — Z(Wi,].,d +Wo )+ ) W ) Wyniit, i€lje] (95)
deD feFs (i"j ) ELN(i,jii" ')
exp exp,FP exp FN exp,FS comp,[p . .
Wi d;)(wi'j'd i erFsW & (i jl)eL%(iji/ i) Wijy - t€Lje] (96)

From these pressure ratio definitions, we calculate the isentropic work on direct connecting
streams, feed streams and jump connecting streams. In the horizontal direction, the inlet isentropic
work is determined as follows:

JEP FP Y L . .
UWZC;TP _er;f = ZFPi,j—l,le] 11Rga57_1{(PRz] ) T -1y dielje]  (97)
keK
JFN ,FN v 1 -1 . .
W = W = L N T Reas —— ({5 ) ™ —1} i€ Lje]  (99)
keK v ij,1

Here Rg;s is the gas constant and vy is the adiabatic compression coefficient. 7 is the adiabatic
compression efficiency. Similarly, the isentropic work for a vertical entering stream is calculated
as follows:

JFP JFP Y -1 . .
Wwi;,mp - Wf;cg /= kZ FPi_y T 1]2Rgas7 — 1{(PR5—1,]',2) v =1} ielje] (99
€K

1 -1

JFN EN Y — : :
WP Wi S/ =Y ENyjgo T 2Rgasﬁ{(PRF Y7 =1} ielje] (100)
ij,2

i,j,2 1] 2 fort

The work terms related to feed streams and jump connecting streams are calculated in a
similar way:

1
Uwcomp,FS - Wexp,FS — Z Mi/j’k,foeengasW{(preed)nfs -1} i€lje],feFs (101)
keK s

ij.f ijf f ij.f
JF JF v Pyt
UW;;;’/‘/};/I zeﬁ}/]/ /77 = ]1]1 gt Rgusﬁ{( I;Zj ) T 1} (l,], l/,]) € LN(l,], l/,],) (102)

Here ny; is the adiabatic compression coefficient.
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These work components for direct connecting streams are related with the boundary type and the
type of pressure exchangers assigned on semi-restricted boundary.

WCO’”P EN < Weomp,max Zzsre W?J'CP/FN < Wexpmax Zzsrc + Zzs',;?l ie I/j eJ (103)

ij1 ij,1,m ij1 ij1,m
WC;TP'FN < Weomp,max v iy W@,;C,P,FN < Wexpmax, s; , ielje] (104)
WP S W D, W WA, ELje] )

m

ij,mr’fl’ < Wespma wﬁjf'“’ < Weompmaszst L ielje] (106)
Y W g WO W e sy el oo
R
Wi PEE < weompmax LA jam Wff,rzﬁp < e Zzzml jemF2itjp € LjE] (109)
Wcjmp’FP < weompmax s i Wie;;(l;za,FP < Wexpmax s " iclje] (110)

The compression work energy Wf}’mp and expansion energy Wf;p are determined as follows:

Wcomp W'co'mp,PN+Wcomp,FP+Wcomp,FN+wcomp,FP+ Z Wcomp,FS

i il ij.fs
(111)
+ Y wer ienjeg
()elNGip) "
Wie;cp _ Wie;qli,FN_FWexp,FP_Fwexp,FN+Wexp FP+ Z We;c?,sFS
’ " fseFS E
(112)

+ Y wilierjeg
(1" )ELN (i, )

The following shaft balance distributes the energy generated by turbines to compressors on the
same shaft. Additional energy is transferred to motors to generate electricity. If the energy supply is
not enough, electricity is consumed to activate motors.

WP FN S5e EXP/FP sre WP EN Z5re QXP,FP sre _
WHT”_"Z ,]lm+ZW Zij— 1,l,m+z 1]2m+ZW,]2 Zi1jm =

ij1 ij1 ij,2
com;;]FN comp,FP weomp. FN weenp FP (113)
’ src ’ SVC ’ ST’C ’ src
Z ij1 l]1m+zw,], l] 1,1,m Z 0,2 1]2m 2 i,j,2 Zi—lrj,Z,m—i—WGm
*twHY < WH,, < zmtwHY (114)
2 MwGE < WGy, < 25" wGY (115)

wHY and wGY designate the maximum capacity of motors and generators, respectively. Please note
that valves do not contribute to work energy. Hence, whenever the semi-restricted boundary is
assigned with a valve, then that work energy term is ignored.
Additional constraints ensure that the block assigned with turbines or compressors should involve
with gas phase.
Y (2 + 2 ) + Z Ziam t Zjam) < 2 (116)

m
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3.9. Objective Function

We consider an economic objective similar to Nair et al. [24] as follows:

min TAC = ’)’a(zlxgm Fgen gen+cpgen G,Bm +Zamot Fmot mot+cpmotWHﬁm)

c src c ,S1C CO’"P FP cSTC comp,FN 4
+Za CF ZZZJdm+ZC z]dm 1], ﬁm—b—ZC z]dm z], )'B"l)

ij,d
,FP JEN\ ge
+ Z}i"‘ (CF e):Zdem +ZCPer,§"fd,m(WffZ )Bn +ZCP‘3 f;‘fd,m(wfl;‘g )Bn)
]
(117)
h h h hot_h hot 4 HU
+ 3 & (CF™2f) , + CPM Ay ) + ) o (CF™' 2! + CPM AT
ij,d ij
d d_cod d 4CU HU Ah cu
+ Yol (CPodzd 4 cpetaGH ) 4 Yo (cctUQl + ccCigy))
L] i,j

+ Y (CCEWH,, — Rev®WG,,)
m

Here 7, is the annualized factor. This objective function aims at minimizing total annual cost
(TAC). This TAC mainly involves capital costs including those of generator, motor, compressor,
expander, and heat exchangers, as well as operating cost including costs of running motors, utility
consumption. Besides, the electricity generated by generators bring revenue. The parameter CF is the
fixed cost for different equipment. CP is the appropriate cost coefficient for associated equipment. CC
is the unit cost for utilities. Rev® is the price of electricity while parameter a is the cost factor.

4. WHENS Case Study on Liquefied Natural Gas (LNG)-Based Cryogenic Energy Chain

The above MINLP model is applied to a WHENS problem related to a liquefied energy chain
reported by Nair et al. [24]. Liquefaction is an energy-intensive process that converts natural gas (NG)
into liquid form for economic and safe transportation [47-49]. The overall procedure for solving the
case study is illustrated in Figure 6.

Stream Information:
e.g., stream properties,
temperature range,
pressure range,

flowrate.
y
MINLP Model / Solution of
for WHENS / MINLP Model
y
Generate
Result Output Network
Structure

Figure 6. Procedure for block-based WHENS.

The stream information such as stream properties, temperature range, pressure range, and
flowrate is directed to the block-based MINLP model for WHENS problem. This MINLP is solved
using commercial solvers and results in block configurations. The block configurations are then
converted to classic work and heat exchange networks. The procedure for this conversion can be found
in Demirel et al. [37] and Li et al. [38] There are four process streams, including liquid inert nitrogen
(S1), liquefied natural gas or LNG (S;), liquid carbon dioxide (S3), and the propane pre-cooled mixed
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refrigerant (C3MR) (S4) and one external stream as hot utility (HU). Among these process streams,
part of S also serves as cold utility stream (CU). The information is provided in Table 2.

Table 2. Specification for process streams and utility streams (HU: hot utility; CU: cold utility).

Specification/Parameter S1 S S3 Sa HU CU
Feed pressure, PJ[EEd (MPa) 10 10 6 - - -

Feed temperature, TJ{"“’ (K) 10345 319.80 (298.15) 22112 - 38315 93.15
Target pressure, P;"" = Py”x (MPa) 0.1 10 6 - - -

Target pressure range, T;,”’" = T]’g””x (K) - 104.75 (113.15)  293.15 - 383.15 93.15
Flowrate, Fj:m (kg/s) 1.2 1 246 - . ]
Molecular weight, MW (kg/kmol) 28 19 44 23.82 28 18

Stream property information is provided in Table 3 and include bubble point, dew point, enthalpy
calculation for streams in liquid and gas phases. Since we assume these variables are linearly dependent
on both system temperature and pressure, the following linear coefficients are sufficient to capture the
thermodynamic relations. The unit for bubble point and dew point are K while the units for liquid
enthalpy and gas enthalpy are kJ/kg.

Table 3. Specification for stream properties.

Stream a,lz b,l: a,‘f b,‘i a;{ bfc cfi a; by cp
Nitrogen 10.284 93947 10.284 93948 2495 —-057 —625.05 115 —238 —3422
Natural gas 0 197.35 0 265.15 3.51 0 0 3.46 0 123.77

Carbon dioxide - - - - 2.318 0 0 - - -

The equipment considered are compressors, expanders, motors, generators, and heat exchangers.
The cost coefficients for them are reported in the Table 4. Please note that the additional amount of
energy brought by generator can be converted into electricity, contributing to the revenue gaining.

Table 4. Cost coefficients for equipment and utilities (CF: fixed cost for different equipment; CP:
appropriate cost coefficient for associated equipment; CC: unit cost for utilities).

Capital Cost (K $) Operating Cost
CF cp B « CC or Rev
Compressor 184.12 24 x 1075 2988 25 -
Expander 29.20 0.4872 1 2.5 -
Motor -11 21 0.6 4 455.04 ($/(KW-a))
Generator —1.1 2.1 0.6 4 455.04 ($/(KW-a))
Heat exchanger ~ 27.05 0.5027 0.8003 3.5 337 ($/(KW-a))
HU - - - - 337 ($/(KW-a))
CU - - - - 1000 ($/(KW-a))

Y2 =018,y = 1.51,dt"" = 4K, UL = UV = ULV = 0.1 m2K/KW, UHU = U = 1 m2K/KW

We select a 3 x 3 block superstructure. To facilitate the solution, we reduce the number of binary
variables by prohibiting the use of valves. The heat transfer boundaries are only allowed in the
horizontal direction. To reduce the number of non-linear terms, we fix all jump connecting streams
to be zero. This restricts the number of process alternatives but helps to demonstrate the capability
of the proposed approach. This case study is solved using solver ANTIGONE 24.4.3 developed by
Misener et al. [50] in GAMS 24.4 (2015 version and developed by GAMS Development Corporation
in Fairfax, VA, USA) on a Dell OptiPlex 9020 computer (Intel 8 Core i7-4770 CPU 3.4 GHz, 15.5 GB
memory) running Springdale Linux. We consider two different cases of this case study to show the
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capability of the proposed approach. Case 1 involves liquefaction of NG using available process
streams. Case 2 achieves the liquefaction of NG using C3MR.

Solver SCIP (representing Solving Constraint Integer Programs) [51] is used for initializing
the proposed model. This model is solved within 2 h with optimal total annual cost as 0.696
MMS$/year with total capital cost of 0.225 MM$/year and operating cost of 0.471 MM$/year. The
block configuration and the equivalent process flowsheet are shown in Figure 7. Stream S3 flows into
block B3 1 and is cooled using the HU. Stream S3 is distributed in block B3 5, block B33 and block B; 3
with feed fractions of 0.34, 0.18, and 0.32, respectively. A CU is supplied into block B3 to partially
cool down the stream S;. The vertical outlet flow of block Bj 3 is integrated with stream Sy, where S
serves as the hot stream and S in block B; 3 serves as the cold stream. Please note that the identity of
these two streams were not postulated in advance. This was identified by the heat transfer direction
reported in the solution. For instance, the energy flow at the right boundary of block B, 5 is from block
By to block B 3. Hence, the stream in block By 7 is a hot stream while the stream in block B, 3 is a cold
stream. The additional amount of heat transferred from block B, ; is compensated by a CU in block
By 3. After heat integration, stream S, is withdrawn in block B; » and stream S; is withdrawn in block
By 3 after the expansion at the bottom boundary of block B 3. The relevant block temperature and
block pressure can be found in Figure 7a.

a) b)
S
< HX1 10 MPa
10 MPa 0.1 MPa 1 147.87K
104.75K 27121K "
\'Ll AW 10 MPa s
S T 196.78K 2
\? Sy Ky
10 MPa 10 MPa 1 HX2 S3
65.15K N\
104.75 K 10 MPa HX4
) 104.75K
4—
NS MINs NN\S ! 0.1 MPa
6 MPa 10 MPa 10 MPa HX3 27121K
293.15K 196.78 K 147.87K
N 10 MPa 6 MPa
265.15K 293.15K

Figure 7. Resultant integrated work and heat exchanger network for the liquefied energy chain (case 1):
(a) Bock representation; (b) Equivalent WHEN structure.

The corresponding process flowsheet is shown in Figure 7b. Streams S1 and S; are integrated
through heat exchanger HX2 with heat duty of 862.61 KW. Stream S3 is not involved in either heat
integration or work integration. A heater with heat duty as 410.74 KW helps stream S3 to achieve
the design target. The heat duty of coolers on stream S; are 10.42 KW, 381.36 KW for cooler HX1 and
HX3, respectively. Through this case study on liquefied energy chain, we show that the proposed
approach could enable both heat and work integration opportunities. These integration alternatives
reduced the energy consumption and total annual cost, resulting in significant energy intensification
within the network structure. The identity of process streams was determined simultaneously together
with network generation. Besides, compared with classic superstructure representation approach, no
information on work and heat exchange stage number was required.

Next, we consider a conceptual design problem where the goal is to obtain a liquefaction process
for a NG stream from an initial gaseous condition of 1 atm and 298.15 K to a final condition of saturated
LNG at 1 atm (which corresponds to a final temperature below 113.15 K). Interestingly, this process
synthesis problem can be formulated as a WHENS problem, where we have two process streams,
namely the NG (hot stream) and C3MR. The refrigerant can be considered as a neutral stream or a
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circulating working fluid with the same initial and final conditions. Any feasible process configuration
for this design problem would involve heat exchangers, and the temperatures indicate that cryogenic
cooling is necessary. However, consider that cooling water at the ambient temperature is the only CU
that is available for the process. To this end, work exchangers (compressors and expanders) would
be required. The refrigerant would undergo a cycle involving multiple alternating heat and work
exchangers to first achieve a cryogenic temperature through expansion at which heat can be gained
from the NG stream, and then achieve a high temperature through compression at which heat can be
released to the cooling water. This is what happens in a typical refrigeration cycle.

While such an answer is well-known for this problem, this is to illustrate the possibility of
discovering non-intuitive process flowsheets involving heat and work exchangers using the building
block approach. Consider a naive designer who does not have any prior knowledge of how a
refrigeration cycle works, or how a stream should be liquefied at cryogenic conditions when cooling
utilities are only available at the ambient condition. The designer can still obtain the same solution, as
it is already embedded in the general block-based WHENS superstructure (see Figure 8).

a) b)
NG

C3MR C3MR
298.15K 113.15K 113.15K liquid N two-phase

' NG LNG Cooling

P P 298.15K <> 113.15K water
Vapor phase

C3MR

vapor
\ C3MR Liquid phase ,\|
-1 — I/I C3MR vapor

\. /\/ Liquid-vapor phase

Figure 8. Manifestation of a refrigeration cycle using building blocks for cryogenic liquefaction process:

(a) block representation, and (b) equivalent WHEN structure.

The NG stream enters the process as a gaseous stream in block By ; and finally exits as a saturated
liquid from block By 3. Before exiting, NG exchanges heat with the refrigerant C3MR through the
bottom boundary of block By ;. C3MR cycles through the blocks placed in rows 2 and 3. Starting from
block Bs 5, the refrigerant C3MR enters as a vapor stream and is cooled into a two-phase mixture in
a utility cooler using cooling water as the CU. The outlet stream from block B3 3 is expanded which
results in a liquid C3MR with a reduced temperature when entering the block B, 3 through a valve
placed at the top semi-restricted boundary of block B3 3. The horizontal outlet stream of block B is
vaporized using the heat released by NG through the completely restricted boundary between the
blocks By 7 and By . The C3MR vapor after the heat exchanger is compressed across a semi-restricted
boundary assigned on the bottom of block B;; before it is finally withdrawn in block B3;. The
seamless entrance and exit of C3MR within the same block B3 ; suggests the existence of a cycle. The
corresponding process flowsheet is shown in Figure 8b.

5. Conclusions

We presented a method to automatically generate numerous alternative configurations for
the synthesis of integrated work and heat exchange networks using building blocks. The block
representation is abstract, and it requires a transformation to obtain classic unit operations and
flowsheet configurations. However, it is also analogous in a sense that the transformations from
blocks-to-flowsheets and from flowsheets-to-blocks are systematic. The benefits of block-based
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representation over a unit operations-based representation is that the former uses only two
fundamental design elements, namely the block interior and the block boundary. Alternative
arrangement of flows to block interior and assignment of work/heat transfer phenomena to block
boundaries give rise to alternative networks for systematic WHENS. The heat and work transfer models
are general such that they do not depend on the postulation of stream identities. Besides, there is no
need to specify any stagewise integration. With this representation approach, we formulated an MINLP
model for WHENS. Using a case study, we demonstrated the capability of the block-based approach for
WHENS. We also considered the possibility of discovering non-intuitive process flowsheets involving
heat and work exchangers. Specifically, the case of NG liquefaction indicated that a designer could
generate the design of a refrigeration cycle using the building block approach, even when designers
have no prior knowledge of how a refrigeration cycle works, or how a stream should be liquefied at
cryogenic conditions when cooling utilities are only available at ambient conditions. This provides
hints towards the potential of our approach for the discovery of novel processes through process
synthesis. However, further research is needed to extend the simultaneous process synthesis along
with work and heat integration to more complex scenarios.

Author Contributions: J.L., S.E.D., and M.M.EH. conceived the ideas, models and prepared the manuscript.

Funding: The authors gratefully acknowledge financial support from the U.S. National Science Foundation (NSF
CBET-1606027) and the DOE/RAPID NNMI Institute.

Conflicts of Interest: The authors declare no conflict of interest.

References

1. Yu, H,; Fu, C,; Vikse, M.; Gundersen, T. Work and heat integration—A new field in process synthesis and
PSE. AIChE |. 2018. [CrossRef]

2. Fu, C; Vikse, M.; Gundersen, T. Work and heat integration: An emerging research area. Energy 2018, 158,
796-806. [CrossRef]

3. Huang, K.; Karimi, I. Work-heat exchanger network synthesis (WHENS). Energy 2016, 113, 1006-1017.
[CrossRef]

4. Subramanian, A.; Gundersen, T.; Adams, T.A., II. Modeling and simulation of energy systems: A Review.
Processes 2018, 6, 238. [CrossRef]

5. Furman, K.C.; Sahinidis, N.V. A critical review and annotated bibliography for heat exchanger network
synthesis in the 20th century. Ind. Eng. Chem. Res. 2002, 41, 2335-2370. [CrossRef]

6. Huang, Y,; Fan, L. Analysis of a work exchanger network. Ind. Eng. Chem. Res. 1996, 35, 3528-3538.
[CrossRef]

7. Razib, M.; Hasan, M.M.F,; Karimi, I.A. Preliminary synthesis of work exchange networks. Comput. Chem. Eng.
2012, 37, 262-277. [CrossRef]

8. Liu, G.; Zhou, H,; Shen, R.; Feng, X. A graphical method for integrating work exchange network. Appl. Energy
2014, 114, 588-599. [CrossRef]

9.  Zhuang, Y;; Liu, L.; Zhang, L.; Du, ]. Upgraded graphical method for the synthesis of direct work exchanger
networks. Ind. Eng. Chem. Res. 2017, 56, 14304-14315. [CrossRef]

10. Zhuang, Y,; Liu, L.; Du, J. Direct Work Exchange Networks Synthesis of Isothermal Process Based on
Superstructure Method. Chem. Eng. Trans. 2017, 61, 133-138.

11.  Amini-Rankouhi, A.; Huang, Y. Prediction of maximum recoverable mechanical energy via work integration:
A thermodynamic modeling and analysis approach. AIChE ]. 2017, 63, 4814—4826. [CrossRef]

12.  Fu, C; Gundersen, T. Heat and work integration: Fundamental insights and applications to carbon dioxide
capture processes. Energy Convers. Manag. 2016, 121, 36—48. [CrossRef]

13.  Fu, C,; Gundersen, T. Correct integration of compressors and expanders in above ambient heat exchanger
networks. Energy 2016, 116, 1282-1293. [CrossRef]

14. Fu, C,; Gundersen, T. Integrating compressors into heat exchanger networks above ambient temperature.
AIChE |. 2015, 61, 3770-3785. [CrossRef]


http://dx.doi.org/10.1002/aic.16477
http://dx.doi.org/10.1016/j.energy.2018.06.030
http://dx.doi.org/10.1016/j.energy.2016.07.124
http://dx.doi.org/10.3390/pr6120238
http://dx.doi.org/10.1021/ie010389e
http://dx.doi.org/10.1021/ie9507383
http://dx.doi.org/10.1016/j.compchemeng.2011.09.007
http://dx.doi.org/10.1016/j.apenergy.2013.10.023
http://dx.doi.org/10.1021/acs.iecr.7b03319
http://dx.doi.org/10.1002/aic.15813
http://dx.doi.org/10.1016/j.enconman.2016.04.108
http://dx.doi.org/10.1016/j.energy.2016.05.092
http://dx.doi.org/10.1002/aic.15045

Processes 2019, 7, 23 27 of 28

15.

16.

17.

18.

19.

20.

21.

22.

23.

24.

25.

26.

27.

28.
29.

30.

31.

32.

33.

34.

35.

36.

37.

38.

39.

40.

Fu, C.; Gundersen, T. Integrating expanders into heat exchanger networks above ambient temperature.
AIChE ]. 2015, 61, 3404-3422. [CrossRef]

Fu, C.; Gundersen, T. Sub-ambient heat exchanger network design including compressors. Chem. Eng. Sci.
2015, 137, 631-645. [CrossRef]

Aspelund, A.; Berstad, D.O.; Gundersen, T. An extended pinch analysis and design procedure utilizing
pressure based exergy for subambient cooling. Appl. Therm. Eng. 2007, 27, 2633-2649. [CrossRef]
Gundersen, T.; Berstad, D.O.; Aspelund, A. Extending pinch analysis and process integration into pressure
and fluid phase considerations. Chem. Eng. Trans. 2009, 18, 33-38.

Kansha, Y.; Tsuru, N.; Sato, K.; Fushimi, C.; Tsutsumi, A. Self-heat recuperation technology for energy saving
in chemical processes. Ind. Eng. Chem. Res. 2009, 48, 7682-7686. [CrossRef]

Tsutsumi, A.; Kansha, Y. Thermodynamic mechanism of self-heat recuperative and self-heat recovery heat
circulation system for a continuous heating and cooling gas cycle process. Chem. Eng. Trans. 2017, 61,
1759-1764.

Dong, R.; Yu, Y.,; Zhang, Z. Simultaneous optimization of integrated heat, mass and pressure exchange
network using exergoeconomic method. Appl. Energy 2014, 136, 1098-1109. [CrossRef]

Onishi, V.C.; Ravagnani, M.A.; Caballero, J.A. Simultaneous synthesis of work exchange networks with heat
integration. Chem. Eng. Sci. 2014, 112, 87-107. [CrossRef]

Vikse, M.; Fu, C.; Barton, PI.; Gundersen, T. Towards the use of mathematical optimization for work and
heat exchange networks. Chem. Eng. Trans. 2017, 61, 1351-1356.

Nair, S.K.; Nagesh Rao, H.; Karimi, I.A. Framework for work-heat exchange network synthesis (WHENS).
AIChE ]. 2018, 61, 871-876. [CrossRef]

Floudas, C.A.; Ciric, A.R.;; Grossmann, LE. Automatic synthesis of optimum heat exchanger network
configurations. AICKE ]. 1986, 32, 276-290. [CrossRef]

Yeomans, H.; Grossmann, LE. A systematic modeling framework of superstructure optimization in process
synthesis. Comput. Chem. Eng. 1999, 23, 709-731. [CrossRef]

Chen, Q.; Grossmann, 1. Recent developments and challenges in optimization-based process synthesis.
Annu. Rev. Chem. Biomol. Eng. 2017, 8, 249-283. [CrossRef] [PubMed]

Demirel, S.E.; Li, J.; Hasan, M.M.F. Systematic process intensification. Curr. Opin. Chem. Eng. 2019, in press.
Wechsung, A.; Aspelund, A.; Gundersen, T.; Barton, P.I. Synthesis of heat exchanger networks at subambient
conditions with compression and expansion of process streams. AIChE ]. 2011, 57, 2090-2108. [CrossRef]
Uv, PM. Optimal Design of Heat Exchanger Networks with Pressure Changes. Master’s Thesis, NTNU,
Trondheim, Norway, 2016.

Stankiewicz, A.L; Moulijn, J.A. Process intensification: Transforming chemical engineering. Chem. Eng. Prog.
2000, 96, 22-34.

Reay, D.; Ramshaw, C.; Harvey, A. Process Intensification: Engineering for Efficiency, Sustainability and Flexibility;
Butterworth-Heinemann: Oxford, UK, 2013.

Tian, Y.; Demirel, S.E.; Hasan, M.M.F,; Pistikopoulos, E.N. An Overview of Process Systems Engineering
Approaches for Process Intensification: State of the Art. Chem. Eng. Process.-Process Intensif. 2018, 133,
160-210. [CrossRef]

Demirel, S.E.; Li, J.; Hasan, M\MLE. A General Framework for Process Synthesis, Integration and
Intensification. Comput. Aided Chem. Eng. 2018, 44, 445-450.

Hasan, M.ML.F,; Karimi, I.A.; Alfadala, H.E.; Grootjans, H. Operational modeling of multistream heat
exchangers with phase changes. AICKE ]. 2009, 55, 150-171. [CrossRef]

Nagesh Rao, H.; Karimi, I.A. A superstructure-based model for multistream heat exchanger design within
flow sheet optimization. AIChE ]. 2017, 63, 3764-3777. [CrossRef]

Demirel, S.E.; Li, J.; Hasan, M.MLE. Systematic process intensification using building blocks. Comput.
Chem. Eng. 2017, 105, 2-38. [CrossRef]

Li, J.; Demirel, S.E.; Hasan, M.M.F. Process synthesis using block superstructure with automated flowsheet
generation and optimization. AICKE ]. 2018, 64, 3082-3100. [CrossRef]

Li, J.; Demirel, S.E.; Hasan, M.MLE. Process Integration Using Block Superstructure. Ind. Eng. Chem. Res.
2018, 57, 4377-4398. [CrossRef]

Li, J.; Demirel, S.E.; Hasan, M.M.F. Fuel Gas Network Synthesis Using Block Superstructure. Processes
2018, 6, 23. [CrossRef]


http://dx.doi.org/10.1002/aic.14968
http://dx.doi.org/10.1016/j.ces.2015.07.022
http://dx.doi.org/10.1016/j.applthermaleng.2007.04.017
http://dx.doi.org/10.1021/ie9007419
http://dx.doi.org/10.1016/j.apenergy.2014.07.047
http://dx.doi.org/10.1016/j.ces.2014.03.018
http://dx.doi.org/10.1002/aic.16129
http://dx.doi.org/10.1002/aic.690320215
http://dx.doi.org/10.1016/S0098-1354(99)00003-4
http://dx.doi.org/10.1146/annurev-chembioeng-080615-033546
http://www.ncbi.nlm.nih.gov/pubmed/28375774
http://dx.doi.org/10.1002/aic.12412
http://dx.doi.org/10.1016/j.cep.2018.07.014
http://dx.doi.org/10.1002/aic.11682
http://dx.doi.org/10.1002/aic.15714
http://dx.doi.org/10.1016/j.compchemeng.2017.01.044
http://dx.doi.org/10.1002/aic.16219
http://dx.doi.org/10.1021/acs.iecr.7b05180
http://dx.doi.org/10.3390/pr6030023

Processes 2019, 7, 23 28 of 28

41.

42.

43.

44.

45.

46.

47.

48.

49.

50.

51.

Onishi, V.C; Ravagnani, M.A_; Caballero, J.A. Simultaneous synthesis of heat exchanger networks with
pressure recovery: optimal integration between heat and work. AICKE |. 2014, 60, 893-908. [CrossRef]

Fu, C.; Gundersen, T. Sub-ambient heat exchanger network design including expanders. Chem. Eng. Sci.
2015, 138, 712-729. [CrossRef]

Onishi, V.C; Ravagnani, M.A.; Jiménez, L.; Caballero, ]J.A. Multi-objective synthesis of work
and heat exchange networks: Optimal balance between economic and environmental performance.
Energy Convers. Manag. 2017, 140, 192-202. [CrossRef]

Zhuang, Y.; Liu, L.; Liu, Q.; Du, J. Step-wise synthesis of work exchange networks involving heat integration
based on the transshipment model. Chin. J. Chem. Eng. 2017, 25, 1052-1060. [CrossRef]

Qadeer, K.; Qyyum, M.A ; Lee, M. Krill-herd-based investigation for energy saving opportunities in offshore
LNG processes. Ind. Eng. Chem. Res. 2018, 57, 14162-14172. [CrossRef]

Yee, T.F; Grossmann, L.LE. Simultaneous optimization models for heat integration—II. Heat exchanger
network synthesis. Comput. Chem. Eng. 1990, 14, 1165-1184. [CrossRef]

Lim, W.; Choi, K.; Moon, I. Current status and perspectives of liquefied natural gas (LNG) plant design.
Ind. Eng. Chem. Res. 2013, 52, 3065-3088. [CrossRef]

Vikse, M.; Watson, H.; Gundersen, T.; Barton, P. Simulation of Dual Mixed Refrigerant Natural Gas
Liquefaction Processes Using a Nonsmooth Framework. Processes 2018, 6, 193. [CrossRef]

Kazda, K,; Li, X. Approximating nonlinear relationships for optimal operation of natural gas transport
networks. Processes 2018, 6, 198. [CrossRef]

Misener, R.; Floudas, C.A. ANTIGONE: Algorithms for continuous/integer global optimization of nonlinear
equations. J. Glob. Optim. 2014, 59, 503-526. [CrossRef]

Achterberg, T. SCIP: Solving constraint integer programs. Math. Program, Comput, 2009, 1, 1-41. [CrossRef]

@ (© 2019 by the authors. Licensee MDPI, Basel, Switzerland. This article is an open access
@ article distributed under the terms and conditions of the Creative Commons Attribution

(CC BY) license (http:/ /creativecommons.org/licenses /by /4.0/).


http://dx.doi.org/10.1002/aic.14314
http://dx.doi.org/10.1016/j.ces.2015.09.010
http://dx.doi.org/10.1016/j.enconman.2017.02.074
http://dx.doi.org/10.1016/j.cjche.2017.03.021
http://dx.doi.org/10.1021/acs.iecr.8b02616
http://dx.doi.org/10.1016/0098-1354(90)85010-8
http://dx.doi.org/10.1021/ie302877g
http://dx.doi.org/10.3390/pr6100193
http://dx.doi.org/10.3390/pr6100198
http://dx.doi.org/10.1007/s10898-014-0166-2
http://dx.doi.org/10.1007/s12532-008-0001-1
http://creativecommons.org/
http://creativecommons.org/licenses/by/4.0/.

	Introduction
	A Building Block Representation of WHENS
	Elements of Building Block Representation
	Equipment Representation
	Flowsheet Representation
	Block Superstructure for WHENS

	MINLP Model for WHENS
	Block Material Balance
	Flow Directions
	Block Energy Balance
	Product Stream Assignments and Logical Constraints
	Boundary Assignment
	Phase Relation and Stream Enthalpies
	Heat Transfer Boundary Modeling
	Work Calculation
	Objective Function

	WHENS Case Study on Liquefied Natural Gas (LNG)-Based Cryogenic Energy Chain
	Conclusions
	References

