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Abstract: Proteins are among the most important molecules on Earth. Their structure and
aggregation behavior are key to their functionality in living organisms and in protein-rich products.
Innovations, such as increased computer size and power, together with novel simulation tools have
improved our understanding of protein structure-function relationships. This review focuses on
various proteins present in plants and modeling tools that can be applied to better understand protein
structures and their relationship to functionality, with particular emphasis on plant storage proteins.
Modeling of plant proteins is increasing, but less than 9% of deposits in the Research Collaboratory
for Structural Bioinformatics Protein Data Bank come from plant proteins. Although, similar tools are
applied as in other proteins, modeling of plant proteins is lagging behind and innovative methods are
rarely used. Molecular dynamics and molecular docking are commonly used to evaluate differences
in forms or mutants, and the impact on functionality. Modeling tools have also been used to describe
the photosynthetic machinery and its electron transfer reactions. Storage proteins, especially in large
and intrinsically disordered prolamins and glutelins, have been significantly less well-described
using modeling. These proteins aggregate during processing and form large polymers that correlate
with functionality. The resulting structure-function relationships are important for processed storage
proteins, so modeling and simulation studies, using up-to-date models, algorithms, and computer
tools are essential for obtaining a better understanding of these relationships.

Keywords: albumin; globulin; glutelin; monte carlo simulation; molecular dynamics simulation; prolamin

1. Introduction—Plant Proteins: Types, Characteristics, and Presence

1.1. The Variety of Plant Proteins and their Functions

Proteins are biological macromolecules, that are responsible for a majority of the biological roles
(sometimes together with other biomolecules) in the cell. Thus, proteins can be considered biomolecular
devices with natural structural and functional properties that are often challenging to recreate in the
laboratory. Some classical examples of proteins with exceptional functions are spider silk proteins,
combining very high strength with excellent elasticity [1], and bacterial flagella, which are microscopic
propellers [2]. Proteins in the form of enzymes catalyze reactions at rapid rates with great selectivity.

Like proteins in general, plant proteins play various enzymatic, structural and functional roles
(photosynthesis, biosynthesis, transport, immunity, etc). They also act as storage mediums to meet the
growth and nutritional demands of developing seedlings. Proteins perform these functions in their
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composition and specific structural forms, e.g., through folding, which can range from compact and
well-ordered to unfolded and intrinsically disordered.

1.2. Classifications of Plant Proteins—Relationships to Seed Storage Proteins

The first attempts to classify plant proteins were based on the extractability and solubility of these
proteins, with the first systematic study performed on seed storage proteins by T.B. Osborne, applying
the classification scheme suggested by the American Committee on Protein Nomenclature [3].
This nomenclature basically classifies proteins into three types; simple, conjugated, and derived.
Proteins in all plant tissues are classified as simple proteins, which are further divided into four
types [4] (Table 1). These four types of plant proteins are mainly associated with seed storage
proteins and are known as albumins, globulins, prolamins and glutelins, separated based on Osborne
fractionation with water, salt, alcohol, and alkali, respectively (Table 1). Later attempts at more complex
classifications of plant proteins have been made, based, e.g., on their chemical structure, mechanism/s
of actions, biological function or within-plant location. Despite these attempts to more modern
classification systems, Osborne classification is still the most widely used system, particularly used for
protein extraction and purification procedures [5]. In practice, however, the Osborne classification has
only been used on seed storage proteins, while classification of other plant proteins is generally more
complex and sometimes unclear.

Table 1. Types, characteristics (based on Osborne fractionation [3,4]), and presence of plant proteins.

. . . s . References
Protein Type Solubility Characteristics Examples in Plants (examples)
25-type; e.g.,
Albumins Water Globular, coagulable by heat Leucine, Legumalin, [4-6]
Phaselin, Ricin
7S vicilin-type
. . Globular, higher molecular (peas, soy etc.) )
Globulins Salt solution weight than albumins 11S legumin-type [4,7]
(brassicas, oat, rice)
Intra-molecular disulfide
. Al.cohol/water bondsl, High proportlpn of Gliadins, Zein,
Prolamins mixtures (e.g., proline and glutamine, Hordein. Secalin [4,7-10]
70% ethanol) repetitive motifs in !
central domains
Inter-molecular disulfide
. Alkaline bondsl, High proportion of o
Glutelins . proline and glutamine, Glutenins in wheat [4,7-11]
solutions

repetitive motifs in
central domains

1.3. Characterization and Presence of Osborne Classified Proteins

Albumins are defined as water-soluble, globular proteins that are coagulable by heat (Table 1).
The most well-known albumins are serum albumin, the major protein in human blood, and egg white.
In plants, albumin is present as a 2S albumin storage protein in seeds, e.g., as leucine in barley, wheat,
and rye, as legumelin in pea, soybean and cowpea, as phaselin in kidney bean, and as ricin in castor
bean [6] (Table 1). Many proteins in the green plant tissues, including ribulose-1,5-bisphosphate
carboxylase oxygenase (RuBisCO), an enzyme catalyzing the first step of carbon fixation and the most
abundant protein on Earth, are not defined as albumins, despite being water-soluble. RuBisCO is
water-soluble and coagulable by heat [12], which should by the Osborne definition, make it an albumin
protein. Similarly, the majority of the enzymatic proteins in plants are water-soluble and coagulable
by heat, but apart from being characterized as enzymes, they have not been further defined into a
protein type.
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Globulins are also globular proteins, which have a higher molecular weight than albumins,
and are soluble in dilute salt solution, but insoluble in water (Table 1). The most well-known globulin
is a major human blood protein (serum gamma globulin) [13]. In plants, globulins are present as
storage proteins in both, dicots and monocots, making them the most common group of storage
proteins [7]. Based on sedimentation coefficient, the plant storage globulins are basically divided
into two groups, 75 vicilin-type, which has been found and extensively studied in pea, soy bean etc.,
and 115 legumin-type, which is, e.g., the major storage protein in most legumes and in dicots such as
brassica, oat, and rice [7] (Table 1). Some plant leaf proteins are clearly not directly water-soluble and
may be classified as globulins, in some characterizations of leaf proteins [14]. However, the reason
that these leaf proteins are not water-soluble might be because they are cell wall-bound, interact with
pectin, or are hydrophobic [15], and thereby, obviously not easy to categorize as globulins or albumins.

The additional two protein types, prolamins and glutelins, are found in particular as storage
proteins in seeds of the grass family (Triticeae), where they are the dominant proteins, comprising
up to 85% of total protein [7] (Table 1). The prolamins found in wheat are called gliadins, while
the nomenclature of the prolamins in other cereals is based on their Latin names; zein in maize,
hordein in barley, secalin in rye etc. [8] (Table 1). The most commonly found glutelin is that found in
wheat (glutenin), although glutelins are also present in barley and rye [11] (Table 1). Prolamins and
glutelins have several similarities, including a high proportion of proline and glutamine, and a high
proportion of repetitive motifs or sequences, with non-repetitive domains in their N- and C-terminals [8].
Although, these proteins differ in molar mass, the major difference between the two protein types is the
formation of intra- and inter-molecular disulfide bonds in the native state of prolamins and glutelins,
respectively [9], which explains the differences in their extractability.

1.4. Seed Storage Proteins—Types and Characteristics

From the previous sections, it is clear that seed storage proteins are present in the seed in various
types, including albumin, globulin, prolamin and glutelin [6-8]. These proteins may have different
characteristics in the plant cell and also during processing and for various applications, where the
storage proteins contribute functionality. However, to date, the seed storage proteins have mainly been
characterized based on their chemical performance during fractionation, sedimentation, etc. [4,6-8]

2. Functionality of Plant Proteins—In the Plant and for Food and Industrial Applications

2.1. Function of Plant Proteins in the Plant

Plant proteins meet the needs of the emerging seedling in terms of nutrition and growth, through
their enzymatic, structural, functional and storage functions [16]. Plants contain a number of specific
types of proteins not found in other living organisms, and these have certain functions (Table 2).
For example, most plants have some kind of storage organ (seeds, tubers etc.) for reproduction, where
different nutrient sources are stored so that the new plant will have the resources to grow during the
coming season. Proteins, carbohydrates, and oils are different types of nutrient sources accumulated in
plant storage organs. Such proteins are normally described as storage proteins (Table 2). Their primary
function is to be broken down into amino acids, to form the necessary building blocks for emerging
proteins in the next-generation growing plant [17]. The plant cell contains a number of organelles,
including chloroplast, which are responsible for photosynthesis (Table 2). Plants also have a specific
protein, the enzyme RuBisCO (Table 2), for catalyzing the transfer of solar energy to chemical energy
that can be used by the plant, through CO; fixation [18].
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Table 2. Examples of plant proteins with their unique functions in plants, and in food and
non-food applications

Utilization Protein Type Occurrence Function References
(Examples) (Examples) (Examples) (Examples)
Storage proteins Seeds, tubers Groth and nutrition to
Living plants seedlings and plantlets [16,17]
RuBisCo Chloroplast Photosynthesis
Plasma membrane
proteins e.g., Cell membrane, Transport, structural [16,18]
surface proteins, Protein channels ~ support, ion regulation !
globular proteins
Food products Vicilin Pea Heat—1.nd.uced gelatlgn [19-22]
emulsifying properties
. Cohesive matrix,
Bio-based materials Glutenins Wheat gas barrier, strength [10,23-34]
Cliadins Wheat Cohesive matrix,

gas barrier, flexibility

2.2. Functions of Plant Proteins in Food

In food products, proteins are often the main functional component, especially in processed
food products with a high protein content [19]. In such products, proteins contribute to nutrition,
but also to food quality, texture, aroma, flavor, feeling of satiety, and ease of processing [20] (Table 2).
Most plant proteins have characteristics that make them interesting in food processing although
their specific characteristics may differ. For example, the pea protein vicilin has been shown to have
better heat-induced gelation and emulsifying properties than the pea legumins, which instead have
been found to be more nutritious for humans [21]. The performance of various plant proteins for
food applications is highly dependent on their structural features and their ability to form specific
three-dimensional (3D) configurations/conformations, as well as their ability to cross-link [10,22].

2.3. Functions of Plant Proteins in Industrial Applications

Plant proteins also have properties that make them interesting for use as materials (Table 2).
A range of plant proteins, including mainly storage proteins from e.g., wheat, soybean, potato and
oilseed crops, have interesting properties for applications such as packaging, fire resistant and absorbent
materials [23-30] (Table 2). The ability of proteins to cross-link and aggregate is important for good
protein-based material properties [10,31-33].

2.4. Impact of Seed Storage Proteins on Functionality

The descriptions above clearly show the primary importance of the storage proteins in plants as a
source of amino acids to be used as building blocks for the developing young seedling at emergence [17].
In food and industrial applications, seed storage proteins play a central role for functionality [19-30],
making it important to understand how the functionality is influenced and can be fine-tuned [35-37].

3. Modeling—State of the Art for Plant Proteins

3.1. Basis for Modeling to Study Protein Structures

As described above, the three-dimensional (3D)-conformation of native proteins, together with
their ability to crosslink, reshape, and form specific structural features, contribute substantially to the
functional properties of specific proteins in the plant and in plant-products [31,34,38]. The methods for
determining the structure of proteins can essentially be divided into three types, i.e., those based on
different types of microscopy techniques, those based on scattering/diffraction and spectroscopy (e.g.,
X-ray and nuclear magnetic resonance (NMR) techniques), and those based on modeling [39] (Table 3).
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In this review, we focus on the opportunities and drawbacks of using modeling to determine plant
protein structures, with specific emphasis on plant storage proteins.

3.2. Template-Based and Ab Initio Modeling

The methods applied to model plant protein structures are similar to those used for any type
of protein (Table 3). Template-based modeling is the most simplified method for protein modeling.
Template-based models are built on comparisons of amino acid sequences from proteins with known
protein structures (often identified by crystallography) and the assumption that similar sequences result
in the same protein structures [40]. However, many proteins do not share sequence similarities with
other proteins already present in data-bases and with known structures. For such proteins (showing
no relationship with known proteins), modeling from sequence information alone, i.e., ab initio protein
structure prediction, is the only option. In ab initio predictions, thermodynamic principles are applied
to the case of protein conformation, through a search for the overall energy minimum [40].

3.3. Monte Carlo, Molecular Dynamics and Machine-Learning Methods

Two more advanced/modern methods, Monte Carlo (MC) and Molecular Dynamics (MD) have
been developed during recent years for protein structure predictions and simulations. Both methods
resemble the ab initio approach as modeling is based on sequence information alone. (Table 3).
Both methods can be applied on different scales with different degrees of detail; from all-atom and
united atom to coarse-grain models [41]. The advantage with MC computations is that it is faster
and easier to perform than MD computation, due to the fact that it is free from the restriction of
solving Newton’s equation of motion [42] (Table 3). However, this also affects the results, since no
“dynamic” information is gathered from the MC run [42,43]. Thus, in several protein simulations,
MC has been combined with MD [44]. Furthermore, modern machine-learning techniques, such
as the algorithm AlphaFold, have brought great advances in prediction of protein structure from
sequence information [45]. In the most recent Critical Assessment of Protein Structure Prediction
(CASP) experiments, the AlphaFold 3D models of proteins were placed first in the Free Modeling
category, in terms of accuracy [46]. The AlphaFold algorithm uses artificial neural networks to build
a protein-specific fragment library [47]. However, algorithms, such as AlphaFold have not yet been
applied to predict the structure of seed storage proteins, probably because these algorithms generally
predict protein structures, based on folding, while some of the most useful storage proteins are
intrinsically disordered.

Table 3. Methods used to determine protein structures and structure-function relationships.

Method Type (Eiii:;;gs) Used for/Applications (Examples) (I;(ie:};ij
Transmission Electron Microscopy Three-dimensional (3D) structure of proteins from [39,48]
(TEM) 2D particle images !
Microscopy Cryo Electron Microscopy (Cryo-EM) 3D structure of biomacro-molecules in native state [39,49]
Tomography High-resolution 3D images [50]
Imaging Images of 1nd1v1d£;a110§;;)lt:}1lr;s by low-electron 150,51]
Nuclear magnetic resonance Chemical shifts reflecting conformations of
X [52]
Scattering/ Spectroscopy (NMR) . _ proteins .
8
Diffraction, Small-angle X-ray scattering Shape, conformation and assembly of proteins [53]
Spectroscopy Wide-angel X-ray scattering Characterization of structural models, similarities, 54]
and changes in atomic packing
Fourier Transform Infrared Protein conformation through peak fitting of amide [39,55]
Spectroscopy (FT-IR) bands N
X-ray crystallography Atomic resolution of 3D protein structures [56]
Template-based Modeling based on homology [34]
Ab initio Modeling based only on sequence information [40,41]
Modeling-Simulation Monte Carlo (MC) Statistical method evaluating moves of a protein [42,43]
Molecular Dynamics (MD) Solving Newton's equation of motion [43]

Machine aearning (AlphaFold) Artificial neural network [45-47]
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3.4. Modeling Plant Proteins with Specific Emphasis on Seed Storage Proteins

The plant protein modeling research field is comparatively small and relatively new, with a limited
number of plant-related deposits in the Research Collaboratory for Structural Bioinformatics Protein
Data Bank (RCSB PDB). A search for plant deposits currently results in 2300 hits, with one quarter
from Arabidopsis. Sorting, based on the most common organisms, shows 1382 hits on Arabidopsis
and 15000 hits on others (others = plant based organisms but also additional organisms) in an overall
total of more than 160 000 total deposits (the majority coming from humans and microorganisms) [57].
One third of the deposits in the current plant search are from 2015 and later. Only 47 deposits are
available for seed storage proteins, the majority being globulins and the rest albumins. These deposits
indicate that plant protein modeling has focused on specific areas. This is also reflected in by the
information in the RCSB PDB, where a high number of deposits are available for example, in proteins
associated with the photosynthetic machinery, proteins associated with ribosomes, enzymes, stress
and defense, and for allergens and sweet-tasting proteins [57]. Plant protein modeling, within these
different areas, is summarized in Sections 4.1-4.6, in order to identify opportunities of relevance for
modeling seed storage proteins.

4. Main Plant Protein Modeling Areas and Impact for Modeling of Seed Storage Proteins

Modeling approaches for six of the most common plant proteins in the RCSB PDF are described
below. Seed storage proteins are not among these, although knowledge derived from other areas of
research might be of relevance for modeling seed storage proteins.

4.1. Photosynthetic Machinery

The photosynthetic machinery is responsible for the transfer of solar energy to chemical energy
through CO, fixation [18]. It is, thus, one of the most important and specific traits of plants, and has
long attracted the interest of the scientific community. MD simulations, complemented with quantum
mechanical descriptions, were applied already in the early 1990s to describe how electron transfer is
controlled by protein motion in photosynthetic reaction centers [58]. Molecular dynamics simulations
have since contributed to the understanding that protein movement in the reaction centers is key
to the kinetics of the primary electron transfer reaction [59]. To understand the full mechanisms
of the photosynthetic machinery, a range of both, analytical and simulation methods have been
adopted, as recently reviewed by Blumberger [60,61]. The tools for assessing protein movements in
reaction centers might be useful for investigating seed storage protein movements during processing
and dynamics/energy transfers for these movements. The structure of RuBisCO, and of divergent,
mutant, and hybrid forms of this enzyme, has been characterized through X-ray crystallography [62].
Molecular dynamics simulations have also been used to explain variations in the functionality of
RuBisCO mutants, where the use of structural checkpoints has been found to enable fine-tuning of
the dynamics of the enzyme [63]. Similarly, dynamics of seed storage proteins already characterized
by experimental methods such as X-ray crystallography can be understood by computer-based
simulation methods.

4.2. Proteins Associated with Ribosomes

Cryo-EM studies, combined with X-ray crystallography, have been applied to determine
the structures of ribosomes, producing static models for the various states of ribosomes.
Recently, computational studies involving simulations have been successful in shedding light on
structural fluctuations and transitions among the different ribosomal configurations [64]. Advances in
MD simulations, including large-scale MD, are one explanation for the successful simulation of large
macromolecular complexes, such as ribosomes [65]. The size of some seed storage proteins creates
challenges in their modeling, resulting in similarities with the modeling of ribosomes. Thus, the use of
large-scale MD might be an alternative for modeling seed storage proteins.



Molecules 2020, 25, 873 7 of 17

4.3. Enzymes

Mathematical modeling approaches have long been a useful tool for investigating the complexity of
metabolic networks and their enzymatic regulation, while more recent models have contributed greatly to
the growing field of systems biology [66]. Most commonly, enzyme-kinetic models have been applied
to examine enzymatic regulations [66], although more recently, MD techniques and molecular docking
simulations have been used for similar purposes [67]. The enzyme-kinetic modeling of metabolic pathways
differs substantially from the modeling of structures and functions in seed storage proteins.

4.4. Stress and Defense

Regarding stress proteins and defense mechanisms, simulations have been used to gain a better
understanding of the mechanisms involved [68-71]. Again, recent uses of MD simulations has
improved our understanding of these proteins. Both homology modeling and MD simulations have
been used to examine the background to herbicide resistance in plants [72]. Homology modeling,
molecular docking, and MD simulations have been used to assess differences in protein conformations
contributing to resistance compared with susceptible reactions in plants to different diseases [73].
The development of the highest relevance for modeling seed storage proteins is methodology describing
differences in protein conformation related to different functions and functionality.

4.5. Allergens

Allergens are often proteins [74] and plants contain a variety of allergens towards which sensitive
humans display allergic reactions [75]. Plant proteins responsible for allergic reactions have been
structurally modeled using crystallography, X-ray scattering and NMR, as well as docking simulations of
protein models with similar sequence [76,77]. Further, the 3D crystal structure of various plant-derived
allergy proteins has been determined and MD simulations have been used to detect molecular
conformations of the proteins involved in allergic reactions [78-80]. Several plant-based allergens are
also seed storage proteins in plants, so modeling carried out on allergens might be directly transferable
to research on seed storage proteins and structure-function relationships.

4.6. Sweet-Tasting Proteins

Sweet-tasting proteins are specific plant-based proteins of great interest as they have characteristics
making them hundreds to thousand times sweeter in taste than sugar [81,82]. Several studies have focused
on investigating this property, using techniques, such as crystallization of the proteins and determination
of their structure with NMR and X-ray crystallography [81,83]. Comparative/homology modeling and
molecular docking techniques have been used to predict 3D structures of dimer and tetramer forms of
some sweet proteins, while the effects of pH on protein conformation have been evaluated using MD
simulations [82]. MD simulations have also been used as a tool in structure-guided protein engineering for
designing improved low-calorie plant-based sweeteners for pharmaceutical and food applications [84].
The methods applied to understand structure-function behavior and those used for structure-guided
engineering might be of interest for seed storage protein research and applications.

5. Understanding Structure-Function Relationships of Seed Storage Proteins

Plant storage proteins are probably the second most abundant protein group in plants (after
RuBisCO). In all plants containing storage organs, such as grains and seeds, the function of the
storage proteins is to store amino acids necessary for growth and development of the emerging
seedling [85]. Few investigations with modeling tools have been performed on these proteins, despite
the abundance of plant storage proteins, their importance as a source of nutrition for the emerging
young plantlet [85], and their impact on the functionality of products from plant grains [10,22,23,86-89].
However, bioinformatics techniques are increasingly being employed for classification of different plant
proteins, with neural networks displaying accuracy of 95.3% in classifying rice proteins into different



Molecules 2020, 25, 873 8of 17

classes (albumins, globulins, prolamins, glutelins) [90]. Additionally, machine-learning algorithms
have been successfully used to classify seed storage proteins from rice, wheat, maize, castor bean,
and thale cress into their classes [91]. Structurally, the different classes of seed storage proteins can
be divided into two types, albumins/globulins and prolamins/glutelins (Figure 1). Albumins and
globulins are generally highly structured and thereby able to crystallize, and their folding can be
simulated using a range of methods, including machine learning and ab initio modeling [92-98]
(Table 4). Most prolamins and glutelins are instead intrinsically disordered [99], and thereby, pose
more challenges in modeling. They would require MC- and MD-based algorithms for modeling
their structures, although small-angle scattering methods combined with infrared spectroscopy (IR)
and high-performance liquid chromatography (HPLC) have also been applied to examine structural
changes during processing [100-104].

Table 4. Structural characteristics of some modeled seed storage proteins.

. Structure Prediction Experimental . References
Protein Type Method Form Structure Characteristics (Examples)
Compact crystal structure
Canavalin X-ray diffraction Native with salt bridges and [93-96]
Globulin hydrophobic clusters
Vicilin Homology modeling Amino acid Trimer [97]
sequence
Hexamer via
o . Amino acid inter-protomer (IE)
Cruciferin Homology modeling sequence disulfide bonds between 8]
two trimers
Dynamic hg.ht. scattering, Dimers of 5.72 nm,
cryo-transmission electron Gliadin solution at aggregated clusters of
Prolamin  Gliadins microscopy, small-angle BBTeet [103,105]
. pH 3.0 30 nm, oligomers of 68 and
X-ray scattering, MD
. . 103 nm
simulations
Clutelin  Glutenins Small—anglfe-X-ray Native/extracted Intrinsically disordered [34,104]
scattering from wheat seed structure

5.1. Albumins

Crystal structures have been identified for a few albumin storage proteins using NMR and X-ray
crystallography [92], and two of these protein structures have been deposited in the RCSB PDB [57].
Limited information is available on structural modeling using simulation tools for grain storage
albumin proteins.

5.2. Globulins

Practically all deposits in the RCSB PDB on plant globulins are based on X-ray diffraction. The fact
that X-ray diffraction-based models are available, enables simulation-based verification of the protein
structures and simplifies further computer-based modeling. Globulins from legume seeds were the first
storage protein to be crystallized and evaluated with X-ray diffraction [93-96]. The crystal structure was
found to be compact with salt bridges and hydrophobic clusters, resulting in layers of packed molecules
forming aggregates [94]. Since then, homology modeling has been used to model other globulin proteins,
e.g., vicilin in cocoa, based on crystal structures of legume globulins such as jack bean canavalin and French
bean phaseolin [97] (Table 4). These studies indicate that hydrophobic amino acids are buried inside the
protein molecule at trimer formation, while histidine residues are found at the interfaces towards other
globulins [97]. Later studies used homology modeling of Arabidopsis thaliana to identify the structure of
the oilseed storage protein cruciferin [98] (Table 4). The impact of structure on the function of cruciferin
has been evaluated through the use of different isoforms of the protein [98]. Recent studies using 3D
molecular models and computational simulations have demonstrated ability of vicilin-like proteins from
leguminous plants to bind to chitin or chitinous structures through three chitin-binding sites at each vicilin
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trimer [106]. Examples of structural features of the storage protein 7S globulin in soybean and 115 globulin
in pea, obtained through simulation based on amino acid sequences [39,107,108] of single subunits and
their polymers, are shown in Figure 1.

5.3. Prolamins

Prolamins and glutelins have been less studied by modeling and simulation than the globulins and
most other types of proteins. The major reason for the lack of models on prolamin proteins is that their
structure is intrinsically disordered [99]. Solubility studies, using various solvents, have shown that the
prolamins are monomeric in their natural stage [4,10] (Figure 1). However, during processing, the prolamins
have been shown to form disulfide bonds with other seed storage proteins, thereby, contributing to the
formation of polymers [10,109]. Early studies evaluating the structural features of the prolamins in wheat
(the gliadins), using Fourier transform infrared spectroscopy (FI-IR), detected equal amounts of x-helix,
linear (-structure, B-turns, and unordered structure [110]. The structures of the gliadins have been
evaluated at pH 3.0 with dynamic light scattering, cryo-transmission electron microscopy, and small-angle
X-ray scattering, followed by ab initio prediction and MD simulations [105] (Table 4). These studies
indicate the presence of dimers with a hydrodynamic radius of 5.72 nm, aggregated clusters of 30 nm,
and oligomers of 68 and 103 nm [105]. Importance of the concentration of gliadins in distilled water
for their state of aggregation has also been reported [103]. At 0.5 wt-% gliadin, repulsion of the gliadin
assemblies can be observed, resulting in the protein mainly being present in its monomeric form, with
only limited amounts of dimers and oligomers, while at 15 wt-% gliadin, a gel-like hydrated solid is
formed as a result of formation of aggregates [103]. Under heat and pressure, the gliadins have also been
shown to form hexagonal structures with a 65 A lattice parameter [27,33,38]. Ab initio modeling has
been used to investigate the reasons for formation of hexagonal structures by the gliadins, and has partly
ascribed it to glycerol acting as a chemical chaperon aiding in the packing of the protein molecules [38].
The prolamins in maize (zeins) have been modeled with MD simulations to a greater extent than the wheat
gliadins. A structural feature reported for the zeins is an o-helix with four amino acid residues per turn
and a hydrophobic face inside the helix, formed by the non-polar residues with the carotenoid lutein,
helping to stabilize the structure [111]. During solvent evaporation, the zeins are able to self-assemble
into different protein shapes, including rods, spheres, and films of different sizes, partly due to so-called
head-to-tail binding of the proteins [112]. Early studies on wheat suggested head-to-tail binding [113,114]
of the gliadins while aggregating, which has also been shown in confirmed studies [103,105].

5.4. Glutelins

The glutelins are even larger and more complicated molecules than the prolamins [104] (Table 4),
and wheat glutelins (glutenins) are known to form the largest polymers in nature [115] (Figure 1). This is
one reason for the limited modeling of these proteins. The vast majority of previous studies have focused
on examining how these large polymers are formed and the background to their formation [10,31].
Depolymerization and re-polymerization of the gluten polymer are known to occur during processing
operations, such as dough mixing [116]. Therefore, theoretical models of polymerization mechanisms
have been one way forward in using modeling tools to predict the glutenin polymer structure [117].
Through these models, the directionality of formation of the polymers (head-to-tail, head-to-head, tail-to-tail
or tail-to-head) can be evaluated. In a recent study using HPLC and small-angle X-ray scattering, a highly
intrinsic and disordered structure in the native glutenin protein of wheat was reported, while the structures
of unknown types were formed during processing of the proteins into films [34]. Molecular modeling,
homology modeling and MD simulations have also been used on the N-terminal domain of glutenins to
examine the polymerization of the proteins into giant oligomers through disulfide bond formation [118,119].

5.5. Future Opportunities for Modeling Cereal Seed Storage Proteins

The main reasons for the lack of studies, using modeling tools and MC/MD simulations to
investigate the prolamin and glutelin proteins, are that the (i) proteins are large and among the largest
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proteins in nature [120]; (ii) proteins in their native form are intrinsically disordered and not soluble
in water [99]; (iii) structures of the proteins change with dilution [99] or processing [31], i.e., into
low levels of structures in dilute condition [103], hierarchical structures in concentrated regimes [99],
and hexagonal [27,31] and other types of structures [34] developing under certain processing conditions;
and iv) reported structures are always connected to aggregation of the proteins into polymers [10].
Thus, modeling these proteins is extremely difficult and requires a large amount of computer power.
However, the storage proteins of cereals are highly useful and important: (i) as a storage resource
for the plant to regenerate itself [7]; and (ii) for human [7] and animal [121] food and feed purposes;
and are potentially useful in (iii) non-food applications, such as replacement of petroleum-based
plastics [10,122]. A clear structure-function relationship has been demonstrated between the formation
of protein structures during processing and the functionality of products produced from cereal storage
proteins [123,124]. Therefore, a better understanding of the structural features of the plant storage
proteins, especially for the under-researched prolamins and glutelins, and opportunities to fine-tune
their structural performance would contribute significantly to their utility in various applications.
Furthermore, such an understanding helps reveal the physiological and evolutionary reasons for
variations in storage proteins among plants. Novel modeling tools, together with faster/more powerful
computers and computer cluster tools to empower the simulation algorithms, are of utmost importance
in such work, and will open up opportunities for identifying even the largest and most complex
protein structures. Novel simulation tools and newly-developed algorithms will be available for
researchers and others in the near future, together with stronger computers and computer clusters,
which will pave the way for modeling, even the largest and most intrinsically disordered proteins,
such as seed storage glutelin proteins. In a future perspective, research on gliadins and glutenins
might also benefit from a similar approach to the approaches used for elastomeric proteins, utilizing
low complexity (not coarse-graine) models and/or work with peptide fragments to reveal protein
behavior [125]. Such modeling will create novel opportunities for assessing biological features in
plants and for fine-tuning the properties of foods and materials produced from these proteins.

7S Globulin 11S Globulin a-gliadin LMW-GS
Soybean Pea Wheat Wheat
2
| Sl z &
< % K
25
g T4 L
ax 8X

Figure 1. Single subunits and polymers obtained from these, of (left to right): The storage proteins 7S
globulin in soybean, 115 globulin in pea, a-gliadin in wheat, and low molecular weight glutenin subunits
(LMW-GS) in wheat. Amino acid sequences and simulation tools applied to determine the structures
are described in Yoshizawa et al. [107] and Research Collaboratory for Structural Bioinformatics Protein
Data Bank (RCSB PDB) (3AUP) [39] for 7S globulin, and in Tandang-Silvas et al. [108] and RSCB PDB
(3KSC) [39] for 11S globulin. Amino acids sequences for a-gliadin and LMW-GS can be found at
Uniprot accession numbers Q9ZP09 and P10386 and simulation was carried out using an all-atom
model with Monte Carlo algorithms in the program Profasi [126]. All models were visualized using
Visual Molecular Dynamics [127].
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6. Conclusions

A combination of innovations within computing technology, increased speed, and power of
computers, and novel modeling/simulation tools will increase the opportunities that determine protein
structures and reveal structure-function relationships. Until recently, modeling and simulation tools
have been rarely used for the evaluation of plant protein structures and structure-function relationships.
Thus, less than 9% of the current deposits in the Research Collaboratory for Structural Bioinformatics
Protein Data Bank are plant-related and one-third of these deposits are less than five years old. For the
two most abundant plant protein types, RuBisCO and the storage proteins, modeling has been used
to different extents. For RuBisCO and the photosynthetic machinery, modeling has been used rather
frequently to describe the process and structural impacts of changes in the protein. Structural features
of the storage proteins have been described to a lesser extent by modeling, especially for the prolamin
and glutelin. The present status of modeling as regards structural features of the storage proteins is
exemplified in Figure 1 for globulin (soybean, pea), prolamin (wheat -gliadin), and glutelin (wheat
glutenin) proteins, respectively.

Author Contributions: Idea for the project and this paper E.J. and M.H.; conceptualization of the present paper
was done jointly by ER., JM. and E.J.; planning and definition of subchapters was done jointly by ER., ].M.,
and E.J.; preparation of tables was done by FR; preparation and simulation for Figure 1 was done by J.M.; writing
of separate subchapters, ER, ].M., and E.J. writing—original draft preparation, E.J.; writing—review and editing,
M.H.; visualization, E.J.; supervision, E.J., M.H., ER.; project administration, E.].; funding acquisition, E.]., M.H.
All authors have read and agreed to the published version of the manuscript.

Funding: This research was funded by the Swedish Research Council and The Strategic Research Programme
Trees and Crops for the Future (TC4F), grant number 2013-05991.

Acknowledgments: The authors want to thank Anders Thrback for providing the PROFASI program for free.
English language was carefully checked by William R Newson.

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

References

1. Altman, G.H.; Diaz, EF; Jakuba, C.; Calabro, T.; Horan, R.L.; Chen, J.; Lu, H.; Richmond, J.; Kaplan, D.L.
Silk-based biomaterials. Biomaterials. 2003, 24, 401-416. [CrossRef]

2. Meister, M.; Lowe, G.; Berg, H.C. The proton flux through the bacterial flagellar motor. Cell 1987, 49, 643-650.
[CrossRef]

3.  Committee on Protein Nomenclature. Joint recommendations of the physiological and biochemical
committees on protein nomenclature. J. Biol. Chem. 1908, 4, 48.

4. Osborne, T.B. The Vegetable Proteins, 2nd ed.; Longmans, Green and Co.: London, UK, 1924; pp. 1-154.

5. Boulter, D.; Derbyshire, E. The general properties, classification and distribution of plant proteins. In Plant.
Proteins: Easter School in Agricultural Science; Norton, G., Ed.; Butterworth-Heinemann: Oxford, UK, 2013.

6.  Shewry, PR.; Pandya, M.]. The 25 Albumin Storage Proteins; Springer Science and Business Media LLC: Berlin,
Germany, 1999; pp. 563-586.

7. Shewry, PR, Napier, J.A.; Tatham, A.S. Seed storage proteins: Structures and biosynthesis. Plant Cell 1995, 7,
945-956.

8. Shewry, PR; Tatham, A.S. The prolamin storage proteins of cereal seeds: structure and evolution. Biochem. ].
1990, 267, 1-12. [CrossRef]

9.  Belitz, H.-D,; Kieffer, R.; Seilmeier, W.; Wieser, H. Structure and function of gluten proteins. Cereal Chem.
1986, 63, 336-341.

10. Johansson, E.; Malik, A.H.; Hussain, A.; Rasheed, F.; Newson, W.R; Plivelic, T.; Hedenqvist, M.S.; Géllstedt, M.;
Kuktaite, R. Wheat Gluten Polymer Structures: The Impact of Genotype, Environment, and Processing on
Their Functionality in Various Applications. Cereal Chem. J. 2013, 90, 367-376. [CrossRef]

11. Shang, H.-Y.; Wei, Y.-M.; Long, H.; Yan, Z.-H.; Zheng, Y.-L. Identification of LMW glutenin-like genes from
Secale sylvestre host. I'eneruxa 2005, 41, 1372-1380. [CrossRef]

12. Hojilla-Evangelista, M.P; Selling, G.W.; Hatfield, R.D.; Digman, M. Extraction, composition, and functional
properties of dried alfalfa (Medicago satival.) leaf protein. J. Sci. Food Agric. 2016, 97, 882-888. [CrossRef]


http://dx.doi.org/10.1016/S0142-9612(02)00353-8
http://dx.doi.org/10.1016/0092-8674(87)90540-X
http://dx.doi.org/10.1042/bj2670001
http://dx.doi.org/10.1094/CCHEM-08-12-0105-FI
http://dx.doi.org/10.1007/s11177-006-0009-4
http://dx.doi.org/10.1002/jsfa.7810

Molecules 2020, 25, 873 12 of 17

13.

14.

15.

16.

17.

18.

19.

20.

21.

22.

23.

24.

25.

26.

27.

28.

29.

30.

31.

32.

33.

Proteins of the Blood Serum. Encyclopaedia Britannica. Available online: https://www.britannica.com/
science/protein/Proteins-of-the-blood-serum (accessed on 21 July 2019).

Rodriguez, P; Pérez, E.; Romel, G.; Dufor, D. Characterization of the proteins fractions extracted from leaves
of Amaranthus dubius (Amaranthus spp.). Afr. |. Food Sci. 2011, 5, 417—-424.

Teng, Z.; Wang, Q. Extraction, identification and characterization of the water-insoluble proteins from tobacco
biomass. J. Sci. Food Agric. 2012, 92, 1368-1374. [CrossRef] [PubMed]

Day, P.R. The biology of plant proteins. Crit. Rev. Food Sci. Nutr. 1996, 36, 39—-47. [CrossRef] [PubMed]
Krishnan, H.; Coe, E. Seed Storage Proteins. In Encyclopedia of Genetics; Elsevier BV: Amsterdam, The
Netherlands, 2001; pp. 1782-1787.

Tabita, FR.; Hanson, T.; Li, H.; Satagopan, S.; Singh, J.; Chan, S. Function, Structure, and Evolution of
the RubisCO-Like Proteins and Their RubisCO Homologs. Microbiol. Mol. Boil. Rev. 2007, 71, 576-599.
[CrossRef] [PubMed]

Zayas, ].F. Functionality of Proteins in Food; Springer: Berlin/Heidelberg, Germany, 2012; pp. 1-367.

Day, L. Proteins from land plants—Potential resources for human nutrition and food security. Trends Food
Sci. Technol. 2013, 32, 25-42. [CrossRef]

Barac, M.B.; Pesic, M.; Stanojevic, S.; Kostic, A.; Cabrilo, S. Techno-functional properties of pea (Triticum
sativum) protein isolates: A review. Acta Period. Technol. 2015, 46, 1-18. [CrossRef]

Muneer, E; Johansson, E.; Hedenqvist, M.S.; Plivelic, T.S.; Markedal, K.E.; Petersen, I.L.; Serensen, J.C.;
Kuktaite, R. The impact of newly produced protein and dietary fiber rich fractions of yellow pea (Pisum
sativum L.) on the structure and mechanical properties of pasta-like sheets. Food Res. Int. 2018, 106, 607-618.
[CrossRef]

Gallstedt, M.; Mattozzi, A.; Johansson, E.; Hedenqvist, M.S. Transport and Tensile Properties of
Compression-Molded Wheat Gluten Films. Biomacromolecules 2004, 5, 2020-2028. [CrossRef]

Tummala, P.; Liu, W.; Drzal, L.T.; Mohanty, A.K.; Misra, M. Influence of Plasticizers on Thermal and
Mechanical Properties and Morphology of Soy-Based Bioplastics. Ind. Eng. Chem. Res. 2006, 45, 7491-7496.
[CrossRef]

Newson, W.R.; Kuktaite, R.; Hedenqvist, M.S.; Géllstedt, M.; Johansson, E. Oilseed Meal Based Plastics from
Plasticized, Hot Pressed Crambe abyssinica and Brassica carinata Residuals. . Am. Oil Chem. Soc. 2013, 90,
1229-1237. [CrossRef]

Newson, W.R.; Rasheed, F.; Kuktaite, R.; Hedenqvist, M.S.; Géllstedt, M.; Plivelic, T.S.; Johansson, E.
Commercial potato protein concentrate as a novel source for thermoformed bio-based plastic films with
unusual polymerisation and tensile properties. RSC Adv. 2015, 5, 32217-32226. [CrossRef]

Rasheed, F.; Kuktaite, R.; Hedenqvist, M.S.; Géllstedt, M.; Plivelic, T.; Johansson, E. The use of the plant as a
“green factory” to produce high strength gluten-based plastics. Green Chem. 2016, 18, 2782-2792. [CrossRef]
Wu, Q.; Andersson, R.L.; Holgate, T.; Johansson, E.; Gedde, U.; Olsson, R.T.; Hedenqvist, M.S. Highly porous
flame-retardant and sustainable biofoams based on wheat gluten and in situ polymerized silica. J. Mater.
Chem. A 2014, 2, 20996-21009. [CrossRef]

Wu, Q.; Yu, S.; Kollert, M.; Mtimet, M.; Roth, S.V.; Gedde, U.; Johansson, E.; Olsson, R.T.; Hedenqvist, M.S.
Highly Absorbing Antimicrobial Biofoams Based on Wheat Gluten and Its Biohybrids. ACS Sustain.
Chem. Eng. 2016, 4, 2395-2404. [CrossRef]

Capezza, A.J.; Newson, WR.; Olsson, R.T.; Hedenqvist, M.S.; Johansson, E. Advances in the Use of
Protein-Based Materials: Toward Sustainable Naturally Sourced Absorbent Materials. ACS Sustain. Chem.
Eng. 2019, 7, 4532-4547. [CrossRef]

Kuktaite, R.; Plivelic, T.S.; Cerenius, Y.; Hedenqvist, M.S.; Géllstedt, M.; Marttila, S.; Ignell, R.; Popineau, Y.;
Tranquet, O.; Shewry, P.R; et al. Structure and Morphology of Wheat Gluten Films: From Polymeric Protein
Aggregates toward Superstructure Arrangements. Biomacromolecules 2011, 12, 1438-1448. [CrossRef]
Rasheed, F.; Hedenqvist, M.S.; Kuktaite, R.; Plivelic, T.S.; Géllstedt, M.; Johansson, E. Mild gluten
separation—A non-destructive approach to fine tune structure and mechanical behaviour of wheat gluten
films. Ind. Crop. Prod. 2015, 73, 90-98. [CrossRef]

Rasheed, F; Newson, W.R.; Plivelic, T.S.; Kuktaite, R.; Hedenqvist, M.S.; Gallstedt, M.; Johansson, E.
Macromolecular changes and nano-structural arrangements in gliadin and glutenin films upon chemical
modification. Int. ]. Boil. Macromol. 2015, 79, 151-159. [CrossRef]


https://www.britannica.com/science/protein/Proteins-of-the-blood-serum
https://www.britannica.com/science/protein/Proteins-of-the-blood-serum
http://dx.doi.org/10.1002/jsfa.4708
http://www.ncbi.nlm.nih.gov/pubmed/22083595
http://dx.doi.org/10.1080/10408399609527758
http://www.ncbi.nlm.nih.gov/pubmed/8959377
http://dx.doi.org/10.1128/MMBR.00015-07
http://www.ncbi.nlm.nih.gov/pubmed/18063718
http://dx.doi.org/10.1016/j.tifs.2013.05.005
http://dx.doi.org/10.2298/APT1546001B
http://dx.doi.org/10.1016/j.foodres.2018.01.020
http://dx.doi.org/10.1021/bm040044q
http://dx.doi.org/10.1021/ie060439l
http://dx.doi.org/10.1007/s11746-013-2261-9
http://dx.doi.org/10.1039/C5RA00662G
http://dx.doi.org/10.1039/C5GC03111G
http://dx.doi.org/10.1039/C4TA04787G
http://dx.doi.org/10.1021/acssuschemeng.6b00099
http://dx.doi.org/10.1021/acssuschemeng.8b05400
http://dx.doi.org/10.1021/bm200009h
http://dx.doi.org/10.1016/j.indcrop.2015.04.007
http://dx.doi.org/10.1016/j.ijbiomac.2015.04.033

Molecules 2020, 25, 873 13 of 17

34.

35.

36.

37.

38.

39.

40.

41.

42.

43.

44.

45.

46.

47.

48.

49.

50.

51.

52.

53.

54.

55.

56.
57.

Rasheed, F,; Plivelic, T.S.; Kuktaite, R.; Hedenqvist, M.S.; Johansson, E. Unraveling the Structural Puzzle of the
Giant Glutenin Polymer—An Interplay between Protein Polymerization, Nanomorphology, and Functional
Properties in Bioplastic Films. ACS Omega 2018, 3, 5584-5592. [CrossRef]

Muneer, F,; Johansson, E.; Hedenqvist, M.S.; Plivelic, T.S.; Kuktaite, R. Impact of pH Modification on Protein
Polymerization and Structure-Function Relationships in Potato Protein and Wheat Gluten Composites. Int. J.
Mol. Sci. 2018, 20, 58. [CrossRef]

Capezza, A.J; Wu, Q.; Newson, W.R,; Olsson, R.T.; Espuche, E.; Johansson, E.; Hedenqvist, M.S.
Superabsorbent and Fully Biobased Protein Foams with a Natural Cross-Linker and Cellulose Nanofibers.
ACS Omega 2019, 4, 18257-18267. [CrossRef]

Capezza, AJ.; Glad, D,; Ozeren, H.D.; Newson, W.R.; Olsson, R.T.; Johansson, E.; Hedenqvist, M.S.
Novel sustainable super absorbents: A one-pot method for functionalization of side-stream potato proteins.
ACS Sust. Chem. Eng. 2019, 7, 17845-17854. [CrossRef]

Rasheed, F; Newson, W.R.; Plivelic, T.S.; Kuktaite, R.; Hedenqvist, M.S.; Géllstedt, M.; Johansson, E.
Structural architecture and solubility of native and modified gliadin and glutenin proteins: non-crystalline
molecular and atomic organization. RSC Adv. 2014, 4, 2051-2060. [CrossRef]

RCSB PDF-101. Metods for Determining Atomic Structures. Available online: https://pdb101.rcsb.org/learn/
guide-to-understanding-pdb-data/methods-for-determining-structure (accessed on 12 February 2020).
Jothi, A. Principles, challenges and advances in ab initio protein structure prediction. Protein Pept. Lett. 2012,
19, 1194-1204. [CrossRef] [PubMed]

Lee, J.; Wu, S.; Zhang, Y. Ab Initio protein structure prediction. In From Protein Structure to Function with
Bioinformatics; Rigden, D.]J., Ed.; Springer: Dordrecht, The Netherlands, 2009.

Ulmschneider, J.P.; Ulmschneider, M.B.; Di Nola, A. Monte Carlo vs Molecular Dynamics for All-Atom
Polypeptide Folding Simulations. J. Phys. Chem. B 2006, 110, 16733-16742. [CrossRef]

Earl, D.].; Deem, M.W. Monte Carlo simulations. In Molecular Modelling of Protein; Kukol, A., Ed.; Humana
Press, Springer: Oviedo, Spain, 2008.

Biirgi, R.; Kollman, P.A.; Van Gunsteren, W.F. Simulating proteins at constant pH: An approach combining
molecular dynamics and Monte Carlo simulation. Proteins: Struct. Funct. Bioinform. 2002, 47, 469—480.
[CrossRef]

Al Quraishi, M. Protein-structure prediction gets real. Nature 2019, 577, 627. [CrossRef]

AlQuraishi, M. AlphaFold at CASP13. Bioinform. 2019, 35, 4862-4865. [CrossRef]

Wei, G.-W. Protein structure prediction beyond AlphaFold. Nat. Mach. Intell. 2019, 1, 336-337. [CrossRef]
Sato, C.; Mio, K.; Kawata, M.; Ogura, T. 3D structure determination of protein using TEM single particle
analysis. Microscopy 2014, 63, 19-i10. [CrossRef]

Murata, K.; Wolf, M. Cryo-electron microscopy for structural analysis of dynamic biological macromolecules.
Biochim. et Biophys. Acta (BBA) Gen. Subj. 2018, 1862, 324-334. [CrossRef]

Lidke, D.S.; Lidke, K.A. Advances in high-resolution imaging—techniques for three-dimensional imaging of
cellular structures. J. Cell Sci. 2012, 125, 2571-2580. [CrossRef] [PubMed]

Longchamp, J.-N.; Rauschenbach, S.; Abb, S.; Escher, C.; Latychevskaia, T.; Kern, K.; Fink, H.-W.
Imaging proteins at the single-molecule level. Proc. Natl. Acad. Sci. USA 2017, 114, 1474-1479. [CrossRef]
[PubMed]

Cavalli, A.; Salvatella, X.; Dobson, C.M.; Vendruscolo, M. Protein structure determination from NMR
chemical shifts. Proc. Natl. Acad. Sci. USA 2007, 104, 9615-9620. [CrossRef]

Kikhney, A.G.; Svergun, D.I. A practical guide to small angle X-ray scattering (SAXS) of flexible and
intrinsically disordered proteins. FEBS Lett. 2015, 589, 2570-2577. [CrossRef] [PubMed]

Makowski, L. Characterization of proteins with wide-angle X-ray solution scattering (WAXS). J. Struct.
Funct. Genom. 2010, 11, 9-19. [CrossRef]

Wei, W.; Hu, W.; Zhang, X.-Y.; Zhang, F-P; Sun, S.-Q.; Liu, Y.; Xu, F. Analysis of protein structure changes
and quality regulation of surimi during gelation based on infrared spectroscopy and microscopic imaging.
Sci. Rep. 2018, 8, 5566. [CrossRef]

Parker, M.W. Protein Structure from X-Ray Diffraction. J. Boil. Phys. 2003, 29, 341-362. [CrossRef] [PubMed]
RCSB Protein Data Bank. Available online: https://www.rcsb.org/pdb/home/sitemap.do (accessed on
20 July 2019).


http://dx.doi.org/10.1021/acsomega.7b02081
http://dx.doi.org/10.3390/ijms20010058
http://dx.doi.org/10.1021/acsomega.9b02271
http://dx.doi.org/10.1021/acssuschemeng.9b04352
http://dx.doi.org/10.1039/C3RA45522J
https://pdb101.rcsb.org/learn/guide-to-understanding-pdb-data/methods-for-determining-structure
https://pdb101.rcsb.org/learn/guide-to-understanding-pdb-data/methods-for-determining-structure
http://dx.doi.org/10.2174/092986612803217015
http://www.ncbi.nlm.nih.gov/pubmed/22587787
http://dx.doi.org/10.1021/jp061619b
http://dx.doi.org/10.1002/prot.10046
http://dx.doi.org/10.1038/d41586-019-03951-0
http://dx.doi.org/10.1093/bioinformatics/btz422
http://dx.doi.org/10.1038/s42256-019-0086-4
http://dx.doi.org/10.1093/jmicro/dfu074
http://dx.doi.org/10.1016/j.bbagen.2017.07.020
http://dx.doi.org/10.1242/jcs.090027
http://www.ncbi.nlm.nih.gov/pubmed/22685332
http://dx.doi.org/10.1073/pnas.1614519114
http://www.ncbi.nlm.nih.gov/pubmed/28087691
http://dx.doi.org/10.1073/pnas.0610313104
http://dx.doi.org/10.1016/j.febslet.2015.08.027
http://www.ncbi.nlm.nih.gov/pubmed/26320411
http://dx.doi.org/10.1007/s10969-009-9075-x
http://dx.doi.org/10.1038/s41598-018-23645-3
http://dx.doi.org/10.1023/A:1027310719146
http://www.ncbi.nlm.nih.gov/pubmed/23345855
https://www.rcsb.org/pdb/home/sitemap.do

Molecules 2020, 25, 873 14 of 17

58.

59.

60.

61.

62.

63.

64.

65.

66.

67.

68.

69.

70.

71.

72.

73.

74.

75.

76.

77.

78.

Schulten, K.; Tesch, M. Coupling of protein motion to electron transfer: Molecular dynamics and stochastic
quantum mechanics study of photosynthetic reaction centers. Chem. Phys. 1991, 158, 421-446. [CrossRef]
Wang, H.; Lin, S.; Allen, J.; Williams, J.C.; Blankert, S.; Laser, C.; Woodbury, N.W. Protein Dynamics Control
the Kinetics of Initial Electron Transfer in Photosynthesis. Science 2007, 316, 747-750. [CrossRef] [PubMed]
Blumberger, J. Recent Advances in the Theory and Molecular Simulation of Biological Electron Transfer
Reactions. Chem. Rev. 2015, 115, 11191-11238. [CrossRef]

Blumberger, J. Electron transfer and transport through multi-heme proteins: recent progress and future
directions. Curr. Opin. Chem. Boil. 2018, 47, 24-31. [CrossRef] [PubMed]

Spreitzer, R.J.; Salvucci, M.E. RuBisCO: Structure, regulatory interactions, and possibilities for a better
enzyme. Ann. Rev. Plant. Biol. 2002, 53, 449-475. [CrossRef] [PubMed]

Van Lun, M.; van der Spoel, D.; Andersson, I. Subunig interface dynamics in hexadecameric Ru BisCO.
J. Mol. Biol. 2011, 411, 1083-1098. [CrossRef] [PubMed]

Sanbonmatsu, K.Y. Computational studies of molecular machines: the ribosome. Curr. Opin. Struct. Boil.
2012, 22, 168-174. [CrossRef] [PubMed]

Perilla, J.R.; Goh, B.C.; Cassidy, C.K,; Liu, B.; Bernardi, R.C.; Rudack, T.; Yu, H.; Wu, Z.; Schulten, K.
Molecular dynamics simulations of large macromolecular complexes. Curr. Opin. Struct. Boil. 2015, 31,
64-74. [CrossRef]

Schallau, K.; Junker, B.H. Simulating Plant Metabolic Pathways with Enzyme-Kinetic Models1. Plant Physiol.
2010, 152, 1763-1771. [CrossRef]

Awasthi, M,; Jaiswal, N.; Singh, S.; Pandey, V.; Dwivedi, U.N. Molecular docking and dynamics simulation
analyses unraveling the differential enzymatic catalysis by plant and fungal laccases with respect to lignin
biosynthesis and degradation. J. Biomol. Struct. Dyn. 2014, 33, 1-15. [CrossRef]

Rambeal, S. The differential role of mechanisms for drought resistance in a Mediterranean evergreen shrub: a
simulation approach. Plant Cell Environ. 1993, 16, 35—44. [CrossRef]

Stone, ].M.; Heard, J.E.; Asai, T.; Ausubel, F. Simulation of Fungal-Mediated Cell Death by Fumonisin B1 and
Selection of Fumonisin Bl1-Resistant (fbr) Arabidopsis Mutants. Plant Cell 2000, 12, 1811-1822.

Letort, V.; Mahe, P.; Cournéde, PH.; de Reffye, P.; Courtois, B. Plant growth models: Simulation of quantitative
trait loci detection for model parameters and application to potential yield optimization. Ann. Bot. 2008, 101,
1243-1254. [CrossRef]

Lannou, C.; Vallavieille-Pope, C.; Biass, C.; Goyeau, H. The Efficacy of Mixtures of Susceptible and Resistant
Hosts to Two Wheat Rusts of Different Lesion Size: Controlled Condition Experiments and Computerized
Simulations. J. Phytopathol. 1994, 140, 227-237. [CrossRef]

Zhu, X.-L.; Zhang, L.; Chen, Q.; Wan, J.; Yang, G.-F. Interactions of Aryloxyphenoxypropionic Acids with
Sensitive and Resistant Acetyl-Coenzyme A Carboxylase by Homology Modeling and Molecular Dynamic
Simulations. J. Chem. Inf. Model. 2006, 46, 1819-1826. [CrossRef]

Dehury, B.; Sahu, M.; Sarma, K.; Sahu, J.; Sen, P.; Modi, M.; Sharma, G.D.; Choudhury, M.D.; Barooah, M.
Molecular Phylogeny, Homology Modeling, and Molecular Dynamics Simulation of Race-Specific Bacterial
Blight Disease Resistance Protein (xa5) of Rice: A Comparative Agriproteomics Approach. OMICS: A J.
Integr. Boil. 2013, 17, 423-438. [CrossRef] [PubMed]

Mari, A. When does a protein become an allergen? Searching for a dynamic definition based on most
advanced technology tools. Clin. Exp. Allergy 2008, 38, 1089-1094. [CrossRef] [PubMed]

Breiteneder, H.; Radauer, C. A classification of plant food allergens. ]. Allergy Clin. Immunol. 2004, 113,
821-830. [CrossRef]

Jimenez-Lopez, ].C.; Kotchoni, S.0.; Rodriguez-Garcia, M.L; Alche, ].D.D. Structure and functional features of
olive pollen pectin methylesterase using homology modeling and molecular docking methods. J. Mol. Model.
2012, 18, 4965-4984. [CrossRef]

Pedraza, M.; Becerril-Lujan, B.; Agundis, C.; Dominguez-Ramirez, L.; Pereyra, A.; Riafio-Umbearila, L.;
Rodriguez-Romero, A. Analysis of B-cell epitopes from the allergen Hev b 6.02 revealed by using blocking
antibodies. Mol. Immunol. 2009, 46, 668-676. [CrossRef]

Pasquato, N.; Berni, R.; Folli, C.; Folloni, S.; Cianci, M.; Pantano, S.; Helliwell, ].R.; Zanotti, G. Crystal Structure
of Peach Pru p 3, the Prototypic Member of the Family of Plant Non-specific Lipid Transfer Protein
Pan-allergens. . Mol. Boil. 2006, 356, 684—694. [CrossRef]


http://dx.doi.org/10.1016/0301-0104(91)87081-6
http://dx.doi.org/10.1126/science.1140030
http://www.ncbi.nlm.nih.gov/pubmed/17478721
http://dx.doi.org/10.1021/acs.chemrev.5b00298
http://dx.doi.org/10.1016/j.cbpa.2018.06.021
http://www.ncbi.nlm.nih.gov/pubmed/30015233
http://dx.doi.org/10.1146/annurev.arplant.53.100301.135233
http://www.ncbi.nlm.nih.gov/pubmed/12221984
http://dx.doi.org/10.1016/j.jmb.2011.06.052
http://www.ncbi.nlm.nih.gov/pubmed/21745478
http://dx.doi.org/10.1016/j.sbi.2012.01.008
http://www.ncbi.nlm.nih.gov/pubmed/22336622
http://dx.doi.org/10.1016/j.sbi.2015.03.007
http://dx.doi.org/10.1104/pp.109.149237
http://dx.doi.org/10.1080/07391102.2014.975282
http://dx.doi.org/10.1111/j.1365-3040.1993.tb00842.x
http://dx.doi.org/10.1093/aob/mcm197
http://dx.doi.org/10.1111/j.1439-0434.1994.tb04812.x
http://dx.doi.org/10.1021/ci0600307
http://dx.doi.org/10.1089/omi.2012.0131
http://www.ncbi.nlm.nih.gov/pubmed/23758479
http://dx.doi.org/10.1111/j.1365-2222.2008.03011.x
http://www.ncbi.nlm.nih.gov/pubmed/18477011
http://dx.doi.org/10.1016/j.jaci.2004.01.779
http://dx.doi.org/10.1007/s00894-012-1492-2
http://dx.doi.org/10.1016/j.molimm.2008.08.282
http://dx.doi.org/10.1016/j.jmb.2005.11.063

Molecules 2020, 25, 873 15 0f 17

79.

80.

81.

82.

83.

84.

85.

86.

87.

88.

89.

90.

91.

92.

93.

94.

95.

96.

97.

98.

99.

100.

Rundgqyvist, L.; Tengel, T.; Zdunek, J.; Bjorn, E.; Schleucher, J.; Alcocer, M.; Larsson, G. Solution Structure,
Copper Binding and Backbone Dynamics of Recombinant Ber e 1-The Major Allergen from Brazil Nut.
PLoS ONE 2012, 7, e46435. [CrossRef]

Grutsch, S.; Fuchs, J.E.; Freier, R.; Kofler, S.; Bibi, M.; Asam, C.; Wallner, M.; Ferreira, F.; Brandstetter, H.;
Liedl, K.R; et al. Ligand Binding Modulates the Structural Dynamics and Compactness of the Major Birch
Pollen Allergen. Biophys. ]. 2014, 107, 2972-2981. [CrossRef]

Hung, L.-W.; Kohmura, M.; Ariyoshi, Y.; Kim, S.-H. Structural differences in D and L-monellin in the crystals
of racemix mixture. J. Mol. Biol. 1999, 285, 311-321. [CrossRef] [PubMed]

Paladino, A.; Costantini, S.; Colonna, G.; Facchiano, A. Molecular modelling of miraculin: Structural analyses
and functional hypotheses. Biochem. Biophys. Res. Commun. 2008, 367, 26-32. [CrossRef] [PubMed]
Assadi-Porter, F,; Tonelli, M.; Radek, ].T.; Cornilescu, C.C.; Markley, ].L. How sweet is it: Detailed molecular
and functional studies on Brazzein, a sweet protein and its analogs. ACS Symp. Ser. 2008, 979, 560-572.
Rega, M.F,; Di Monaco, R.; Leone, S.; Donnarumma, E,; Spadaccini, R.; Cavella, S.; Picone, D. Design of sweet
protein based sweeteners: Hints from structure—function relationships. Food Chem. 2015, 173, 1179-1186.
[CrossRef]

Staswick, P.E. Storage proteins of vegetative plant tissues. Ann. Rev. Plant. Physiol Plant. Mol. Biol. 1994,
45, 303-322.

Das, O.; Rasheed, F; Kim, N.K.; Johansson, E.; Capezza, A.J.; Kalamkarov, A.L.; Hedenqvist, M.S.
The development of fire and microbe resistant sustainable gluten plastics. J. Clean. Prod. 2019, 222,
163-173. [CrossRef]

Ceresino, E.B.; Kuktaite, R.; Sato, H.-H.; Hedenqvist, M.S.; Johansson, E. Impact of gluten separation process
and transglutaminase source on gluten based dough properties. Food Hydrocoll. 2019, 87, 661-669. [CrossRef]
Alander, B.; Capezza, A.; Wu, Q.; Johansson, E.; Olsson, R.; Hedenqvist, M.S. A facile way of making
inexpensive rigid and soft protein biofoams with rapid liquid absorption. Ind. Crop. Prod. 2018, 119, 41-48.
[CrossRef]

Wu, Q.; Rabu, J; Goulin, K,; Sainlaud, C.; Chen, E; Johansson, E.; Olsson, R.; Hedenqvist, M.
Flexible strength-improved and crack-resistant biocomposites based on plasticised wheat gluten reinforced
with a flax-fibre-weave. Compos. Part A: Appl. Sci. Manuf. 2017, 94, 61-69. [CrossRef]

Marla, S.; Bharatiya, D.; Bala, M.; Singh, V.; Kumar, A. Classification of rice seed storage proteins using
neural netoworks. J. Plant Biochem. Biophy. 2010, 19, 123-126.

Radhika, V.; Sree Hari Rao, V. Computational approaches for the classification of seed storage proteins.
J. Food Sci. Technol. 2015, 52, 4246-4255. [CrossRef] [PubMed]

McCoy, A.].; A Kortt, A. The 1.8 A crystal structure of winged bean albumin 1, the major albumin from
Psophocarpus tetragonolobus (L.) DC 1 1Edited by K. Nagai. J. Mol. Boil. 1997, 269, 881-891. [CrossRef]
[PubMed]

Hennig, M.; Schlesier, B.; Dauter, Z.; Pfeffer, S.; Betzel, C.; Hohne, W.E.; Wilson, K.S. A tim barrel protein
without enzymatic-activity—Crystal-structure of Narbonin at 1.8-Angstrom resolution. Febs. Lett. 1992, 306,
80-84. [CrossRef]

Hennig, M.; Schlesier, B. Crystallization of seed globulins from legumes. Acta Crystallogr. Sect. D
Boil. Crystallogr. 1994, 50, 627-631. [CrossRef]

Ko, T.P; Ng, ].D.; McPherson, A. The three-dimensional structure of canavalin from jack bean (Canavalia
ensiformis). Plant Physiol. 1993, 101, 729-744. [CrossRef]

Lawrence, M.C.; Izard, T.; Beuchat, M.; Blagrove, R.].; Colman, P.M. Structure of phaseoilin at 2.2 A resolution:
Implications for a common vicilin/legumin structure and the genetic engineering of seed storage proteins.
J. Mol. Biol. 1994, 238, 748-776. [CrossRef]

Warwicker, J.; Connor, J. A model for vicilin solubility at mild acidic pH, based on homology modelling and
electrostatics calculations. Protein Eng. Des. Sel. 1995, 8, 1243-1251. [CrossRef]

Withana-Gamage, T.S.; Hegedus, D.D.; Qiu, X.; Wanasundara, J. In Silico Homology Modeling To Predict
Functional Properties of Cruciferin. J. Agric. Food Chem. 2011, 59, 12925-12938. [CrossRef]

Dahesh, M.; Banc, A.; Duri, A.; Morel, M.-H.; Ramos, L. Polymeric Assembly of Gluten Proteins in an
Aqueous Ethanol Solvent. J. Phys. Chem. B 2014, 118, 11065-11076. [CrossRef]

Ullsten, N.H.; Géllstedt, M.; Johansson, E.; Graslund, A.; Hedenqvist, M.S. Enlarged processing window of
plasticised wheat gluten using salisylic acid. Biomacromolecules 2006, 7, 771-776. [CrossRef]


http://dx.doi.org/10.1371/journal.pone.0046435
http://dx.doi.org/10.1016/j.bpj.2014.10.062
http://dx.doi.org/10.1006/jmbi.1998.2308
http://www.ncbi.nlm.nih.gov/pubmed/9878408
http://dx.doi.org/10.1016/j.bbrc.2007.12.102
http://www.ncbi.nlm.nih.gov/pubmed/18158914
http://dx.doi.org/10.1016/j.foodchem.2014.10.151
http://dx.doi.org/10.1016/j.jclepro.2019.03.032
http://dx.doi.org/10.1016/j.foodhyd.2018.08.035
http://dx.doi.org/10.1016/j.indcrop.2018.03.069
http://dx.doi.org/10.1016/j.compositesa.2016.12.016
http://dx.doi.org/10.1007/s13197-014-1500-x
http://www.ncbi.nlm.nih.gov/pubmed/26139889
http://dx.doi.org/10.1006/jmbi.1997.1067
http://www.ncbi.nlm.nih.gov/pubmed/9223648
http://dx.doi.org/10.1016/0014-5793(92)80842-5
http://dx.doi.org/10.1107/S0907444994002738
http://dx.doi.org/10.1104/pp.101.3.729
http://dx.doi.org/10.1006/jmbi.1994.1333
http://dx.doi.org/10.1093/protein/8.12.1243
http://dx.doi.org/10.1021/jf201979a
http://dx.doi.org/10.1021/jp5047134
http://dx.doi.org/10.1021/bm050822u

Molecules 2020, 25, 873 16 of 17

101.

102.

103.

104.

105.

106.

107.

108.

109.

110.

111.

112.

113.
114.

115.
116.

117.

118.

119.

120.

121.

Olabarrieta, I.; Cho, 5.-W.; Géllstedt, M.; Sarasua, J.-R.; Johansson, E.; Hedenqvist, M.S. Aging Properties
of Films of Plasticized Vital Wheat Gluten Cast from Acidic and Basic Solutions. Biomacromolecules 2006, 7,
1657-1664. [CrossRef] [PubMed]

Ullsten, N.H.; Géllstedt, M.; Cho, S.W.; Spencer, G.; Johansson, E.; Hedenqvist, M.S. Properties of extruded
vital wheat gluten sheets with sodium hydroxide and salisylic acid. Biomacromolecules 2009, 10, 479—-488.
[CrossRef] [PubMed]

Sato, N.; Matsumiya, A.; Higashino, Y.; Funaki, S.; Kitao, Y.; Oba, Y.; Inoue, R.; Arisaka, F,; Sugiyama, M.;
Urade, R. Molecular Assembly of Wheat Gliadins into Nanostructures: A Small-Angle X-ray Scattering Study
of Gliadins in Distilled Water over a Wide Concentration Range. J. Agric. Food Chem. 2015, 63, 8715-8721.
[CrossRef] [PubMed]

Shewry, PR.; Casey, R. Seed Proteins; Springer Science and Business Media LLC: Berlin, Germany, 1999;
pp- 1-10.

Herrera, M.; Vazquez, D.; Geisler, R.; Drechsler, M.; Hertle, Y.; Hellweg, T.; Dodero, V.I. Insights into
gliadin supramolecular organization at digestive pH 3.0. Colloids Surfaces B: Biointerfaces 2018, 165, 363-370.
[CrossRef]

Rocha, A.J.; Sousa, B.L.; Girao, M.S.; Barroso-Neto, L.L.; Monteiro-Junior, J.E.; Oliveira, J.T.; Nagano, C.S.;
Carneiro, R.F,; Monteiro-Moreira, A.C.; Rocha, B.A.M.; et al. Cloning of cDNA sequences encoding cowpea
(Vigna unguiculata) vicilins: Computational simulations suggest a binding mode of cowpea vicilins to chitin
oligomers. Int. J. Boil. Macromol. 2018, 117, 565-573. [CrossRef]

Yoshizawa, T.; Shimizu, T.; Yamabe, M.; Taichi, M.; Nishiuchi, Y.; Shichijo, N.; Unzai, S.; Hirano, H.; Sato, M.;
Hashimoto, H. Crystal structure of basic 7S globulin, a xyloglucan-specific endo--1,4-glucanase inhibitor
protein-like protein from soybean lacking inhibitory activity against endo-f3-glucanase. FEBS |. 2011, 278,
1944-1954. [CrossRef]

Tandang-Silvas, M.R.G.; Fukuda, T.; Fukuda, C.; Prak, K.; Cabanos, C.; Kimura, A.; Itoh, T.; Mikami, B.;
Utsumi, S.; Maruyama, N. Conservation and divergence on plant seed 11S globulins based on crystal
structures. Biochim. et Biophys. Acta (BBA) Proteins Proteom. 2010, 1804, 1432-1442. [CrossRef]

Kuktaite, R.; Larsson, H.; Johansson, E. Variation in protein composition of wheat flour and its relationship
to dough mixing behavior. . Cereal Sci. 2004, 40, 31-39. [CrossRef]

Purcell, ].M.; Kasarda, D.D.; Wu, C.-5.C. Secondary structures of wheat - and w-gliadin proteins: Fourier
transform infrared spectroscopy. J. Cereal Sci. 1988, 7, 21-32. [CrossRef]

Momany, FA.; Sessa, D.J; Lawton, J.W,; Selling, GW., Hamaker, S.AH,; Willett, J.L.
Structural Characterization of x-Zein. |. Agric. Food Chem. 2006, 54, 543-547. [CrossRef]

Wang, Y.; Padua, G.W. Formation of Zein Microphases in Ethanol-Water. Langmuir 2010, 26, 12897-12901.
[CrossRef] [PubMed]

Wieser, H. Chemistry of gluten proteins. Food Microbiol. 2007, 24, 115-119. [CrossRef] [PubMed]

Lindsay, M.P,; Skerritt, ].H. The glutenin macropolymer of wheat flour doughts: Structure-function
perspectives. Trends Food Sci Technol. 1999, 10, 247-253. [CrossRef]

Wrigley, C.W. Giant proteins with flour power. Nature 1996, 381, 738-739. [CrossRef] [PubMed]

Weegels, P.; Hamer, R.; Schofield, ]. Depolymerisation and Re-polymerisation of Wheat Glutenin During
Dough Processing. II. Changes in Composition. J. Cereal Sci. 1997, 25, 155-163. [CrossRef]

Weegels, P.L. Theoretical considerations on the directionality in polymerization mechanism and the polymer
type. Macromol. Theory Simul. 1996, 5, 299-303. [CrossRef]

Cazalis, R.; Aussenac, T.; Rhazi, L.; Marin, A.; Gibrat, ].-F. Homology modelling and molecular dynamics
simulations of the N-terminal domain of wheat high molecular weight glutenin subumit 10. Prot. Sci. 2003,
12, 34-43. [CrossRef]

Kohler, P; Keck-Gassenmeier, B.; Wieser, H.; Kasarda, N.D. Molecular Modeling of the N-terminal Regions of
High Molecular Weight Glutenin Subunits 7 and 5 in Relation to Intramolecular Disulfide Bond Formation.
Cereal Chem. . 1997, 74, 154-158. [CrossRef]

Altpeter, F; Vasil, V,; Srivastava, V.; Vasil, I. Integration and expression of the high-molecular-weight glutenin
subunit 1Ax1 gene into wheat. Nat. Biotechnol. 1996, 14, 1155-1159. [CrossRef]

Shewry, PR.; Halford, N.G. Cereal seed storage proteins: structures, properties and role in grain utilization.
J. Exp. Bot. 2002, 53, 947-958. [CrossRef]


http://dx.doi.org/10.1021/bm0600973
http://www.ncbi.nlm.nih.gov/pubmed/16677051
http://dx.doi.org/10.1021/bm800691h
http://www.ncbi.nlm.nih.gov/pubmed/19178277
http://dx.doi.org/10.1021/acs.jafc.5b02902
http://www.ncbi.nlm.nih.gov/pubmed/26365302
http://dx.doi.org/10.1016/j.colsurfb.2018.02.053
http://dx.doi.org/10.1016/j.ijbiomac.2018.05.197
http://dx.doi.org/10.1111/j.1742-4658.2011.08111.x
http://dx.doi.org/10.1016/j.bbapap.2010.02.016
http://dx.doi.org/10.1016/j.jcs.2004.04.007
http://dx.doi.org/10.1016/S0733-5210(88)80056-0
http://dx.doi.org/10.1021/jf058135h
http://dx.doi.org/10.1021/la101688v
http://www.ncbi.nlm.nih.gov/pubmed/20617833
http://dx.doi.org/10.1016/j.fm.2006.07.004
http://www.ncbi.nlm.nih.gov/pubmed/17008153
http://dx.doi.org/10.1016/S0924-2244(00)00004-2
http://dx.doi.org/10.1038/381738a0
http://www.ncbi.nlm.nih.gov/pubmed/8657274
http://dx.doi.org/10.1006/jcrs.1996.0082
http://dx.doi.org/10.1002/mats.1996.040050210
http://dx.doi.org/10.1110/ps.0229803
http://dx.doi.org/10.1094/CCHEM.1997.74.2.154
http://dx.doi.org/10.1038/nbt0996-1155
http://dx.doi.org/10.1093/jexbot/53.370.947

Molecules 2020, 25, 873 17 of 17

122.

123.

124.

125.

126.

127.

Gallstedt, M.; Pettersson, H.; Johansson, T.; Newson, W.R.; Johansson, E.; Hedenqvist, M.S. Film Extrusion of
Crambe abyssinica/Wheat Gluten Blends. |. Vis. Exp. 2017, e54770. [CrossRef] [PubMed]

Johansson, E.; Prieto-Linde, M.L.; Jonsson, J. Effects of wheat cultivar and nitrogen application on storage
protein composition and bread-making quality. Cereal Chem. 2001, 78, 19-25. [CrossRef]

Kuktaite, R.; Newson, W.R.; Rasheed, F.; Plivelic, M.S.; Hedenqvist, M.S.; Gallstedt, M.; Johansson, E.
Monitoring nano-structure dynamics and polymerization in glycerol plasticized wheat gliadin and glutenin
films: Relation to mechanical properties. ACS Sust. Chem. Eng. 2016, 4, 2998-3007. [CrossRef]

Roberts, S.; Dzuricky, M.; Chilkoti, A. Elastin-like polypeptides as models of intrinsically disordered proteins.
FEBS Lett. 2015, 589, 2477-2486. [CrossRef]

Irback, A.; Mohanty, S. PROFASI: A Monte Carlo simulation package for protein folding and aggregation.
J. Comput. Chem. 2006, 27, 1548-1555. [CrossRef]

Humphrey, W.; Dalke, A.; Schulten, K. VMD: Visual molecular dynamics. J. Mol. Graph. 1996, 14, 33-38.
[CrossRef]

@ © 2020 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/10.3791/54770
http://www.ncbi.nlm.nih.gov/pubmed/28117827
http://dx.doi.org/10.1094/CCHEM.2001.78.1.19
http://dx.doi.org/10.1021/acssuschemeng.5b01667
http://dx.doi.org/10.1016/j.febslet.2015.08.029
http://dx.doi.org/10.1002/jcc.20452
http://dx.doi.org/10.1016/0263-7855(96)00018-5
http://creativecommons.org/
http://creativecommons.org/licenses/by/4.0/.

	Introduction—Plant Proteins: Types, Characteristics, and Presence 
	The Variety of Plant Proteins and their Functions 
	Classifications of Plant Proteins—Relationships to Seed Storage Proteins 
	Characterization and Presence of Osborne Classified Proteins 
	Seed Storage Proteins—Types and Characteristics 

	Functionality of Plant Proteins—In the Plant and for Food and Industrial Applications 
	Function of Plant Proteins in the Plant 
	Functions of Plant Proteins in Food 
	Functions of Plant Proteins in Industrial Applications 
	Impact of Seed Storage Proteins on Functionality 

	Modeling—State of the Art for Plant Proteins 
	Basis for Modeling to Study Protein Structures 
	Template-Based and Ab Initio Modeling 
	Monte Carlo, Molecular Dynamics and Machine-Learning Methods 
	Modeling Plant Proteins with Specific Emphasis on Seed Storage Proteins 

	Main Plant Protein Modeling Areas and Impact for Modeling of Seed Storage Proteins 
	Photosynthetic Machinery 
	Proteins Associated with Ribosomes 
	Enzymes 
	Stress and Defense 
	Allergens 
	Sweet-Tasting Proteins 

	Understanding Structure-Function Relationships of Seed Storage Proteins 
	Albumins 
	Globulins 
	Prolamins 
	Glutelins 
	Future Opportunities for Modeling Cereal Seed Storage Proteins 

	Conclusions 
	References

