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| ) Abstract

* In DFT papers, the purpose is the most common start for an abstract. Nonethel ess, here we give some suggestions for
background and gap, which can be joined to the suggestions of the introduction section.

1. Background

different ways of setting a scenary

In electronic many-particle systems, ...

Anold and yet unsolved problemin ... is... . Thisarises from the fact that ...

A scheme that reduces the calculations of ... has obvious advantages. It isnot surprising, then, that
the ... has received much attention in the past ... .

The calculation of ... isasensitivetest of ... in ...

Consider asystem with a.... constraint on its ... (e.g., that there are ...). We show that ...

bringing on atechnique

Having been widely used for (over) ...

... it has more recently also become popular with...

... calculations, mainly using the ... approximation, have been used to investigate the ... on ...

exposing an interesting feature of sth
Thesemodels are designed to be ...

The presence of ... enables... to ...

The.... embodies ...

...isknown tobe...

... iIsknown to satisfy ...

... which has fundamental and ... implicationsfor ...

2. Gap

Despitethe remarkable ... (accuracy of) ... with the ...
Unlike conventiond ...

Unlike previous work in thisarea ... wefocuson ...

..., but ... are not.
... Isapproaching an impasse. To continue to progress toward the ...
Whereas conventiona ... cannot describe ..., ... isshown to do all well.

The wel known ... gives excellent ..., but serioudy overestimates ...
3. Purpose

We describe our attempts to improve upon the quality of ... through ... . A ... ispresented , which ...
We study the.. / We present ...

This paper studiesthe ...

In the present paper/study ...

Inthis..., the authors survey the formalism and some of its applications ... and discuss ...

The present articleis directed at ...

It aimsto convey the...

.. Is/are discovered, ...



... discussed and illustrated.
Theapplication of ... to ... and ... propertiesis discussed within the ... .
A ... ispresented, which maintains the ...

This problem is solved in the present paper by ...
Therefore, we have investigated the ...

4. Results

- statement of results (=what was done?)

We demonstrate that ...

We have constructed a...

We support the ideathat ...

We consider the ... correction term of ...

Weaso discuss...

We present resultson the ... and ... .

Weillustrate our results with ...

We derive a method to calculate the ... of the ... .

For the extensiverange of systems considered in this study, ... provides...

Furthermore, thisis accomplished withina... procedure that ...

Weintroduce an (efficient/self-consistent) ... based on ... , and compare the performanceof ... .

... are described, particularly their use in reducing the computational effort required.

We discuss the implementation in ..., and how ... calculations may be efficiently performedon ....
In fact, we obtain accuracy that ...

We show that in ... theory, the ... consistent with the constraint is actually a ..., and that this solution is
unique. Thisleads usto an efficient algorithm for calculations on constrained systems.
[lustrative studies are shownfor ...

We show that ... is Size-consistent: one obtainsthe correct ... when the ... .

We also study amodd ..., where experiments suggest a... .

On ... theresultsfor ..., in particular, were sensitive to the ... functional used in the calculations, but in
all casesfailed to reproduce the experimentally-established ...
Thisresult is discussed in the context of previoudy published ... results for these ... .

- good results

Significant improvements over the ... are obtained in ...

This ... performssignificantly better than ...

Wefind systematic improvements,

... quaitative as well as quantitative,

... that are as accurate as those from the best ...

... provides ... that are comparable to, (or that surpass,) those of the ... (best present-day) ... .
Excellent agreement is found between theory and experiment within the ... .

The optimal geometry found for ... issimilar to that on ..., providing agreement with experiment
regarding the ...

For ... distances, ... also correctly describesthe ... dependence of the ... onthe. ... .

With an appropriate model, we obtain qualitative agreement with experiments and estimate the ... .

- problems
... most of the error of ... for ... arisesin the description of ..., by ...



On ... theresultsfor ..., but in all casesfailed to reproduce the experimentally-established ...

5. Experimental

We apply the ... and show that it properly ...

In our approach, the constrained state is calcul ated directly by ... .
Here, we show that the same ... approach appliesto systemswith ... .
Toillustrate the utility of this approach, we focus on the study of ... .

... isused to explicitly calculate the ... curves of both the ... and the ... .

6. Conclusion

Wefind that ...

Wealso discussthe ...

We suggest that ...

... can lead to further progress.

Thus the (numerous/well-known) problems of ... are circumvented.
Further improvements are required in the ...

1) Introduction

1. Background

importance of thisissue

The development of new ... isan essentia aspect of ... . Many ... have been developed, ... . At present,
the vast mgjority of ... use....

The study of ... systemsis one of the central issuesinthe... . Examplesare ...

In view of the ... (eg. prominent) role ... playsinthe... itisaworthwhile endeavour to ...

time evolution of this matter

In recent years, ...

Since ... birth, ... has become....

Over the padt ... years, ...

... has become the most commonly used methodology of calculating accurately the physical properties
of avast range of materials.

... can now achieve accuracy in the order of ... . The best tested theories have ...

introducing the general idea/for mulation of the method

Initsusua formulation, ...

The starting point of ... is...

..., particularly in the version pioneered by ..., has become very popular in ... .

... . Being a... method it exhibits many of the advantages of the conceptually important ... , but
incorporates ... .

emphasizingtheroleof ...

... iswidely used for ...

... iIsone of not many...

... Srive to improve upon the ...

... extends the scope of the ... to dlow the ab initio calculation of ...



reviewing previouswork

... Isaremarkable result dueto ...

A recent udy ... showsthat ...

Recent devel opments concentrate on ...

In aprevious study, ... determined ...

Significant advances in the formalism of ... were made by ... . The developmentsintroduced in those
seminal papers showed that ...

The ... formulation of ... dueto ... is particularly elegant.

A very similar formulawas presented by ... .

... and ... presented aformulawhere ... isgiven not asthe ... but asa... . However, they did not show
how to trest ... .

2. Gap

Itis, however, ...

On the other hand ...

Aswith the ... , however, the model does not capture the ...

However, progressin ... requires ... (capability to deal with ...)

Traditional methods are ... (well suited) for ... . However, ... imposes rather strict limitson ...

... techniques are powerful aids, but do not work in ..., and are not easy to apply in ...

The ... can, in principle, be applied to ..., but neglect ...

... makesit unreliable as atool for studying ... (many issues of current physical interestin ...)

Note that ...

Tomake progressin ..., .... are required.

The last problem (illustrates) afact that is ... (often) (overlooked)

... iInvolves ... . Unfortunately, the ... calculations are problematic. First of dl, ... may not be.... . ...
cannot be handled by ... .

Evenin ... casesto which ... should apply, however, ... difficulty may arise. These are cases where ...
There are severa reasons, however, why it is desirable to continue to develop ... . Firg, itisof
theoretical interest to ... . Second, ... . A notable exampleis... . Third, ... . And findly, ... .

It is sometimes possible to calculate ... using a.... approach to obtain the ... . However this method fails
when ... . Obtaining ... motivated the developments ... which isableto treat an ... .

...and ... presented aformulawhere ... isgiven not asthe ... but asa... . However, they did not show
how to trest ... .

3. Stating the purpose

The present ... ismostly concerned with the ...

In this paper we shall first ... Next, ... Findly, ...

Thisarticleisaimed (primarily) at ...

We have implemented ... for ... using ...

In this paper we will describe devel opments of the theory and implementation of ...

In particular we give the formalism to compute ... in the ... for ... in a... consistent manner.
We present an efficient ... for the ... .

We discuss the use of ... to optimize the number of ... calculations needed to obtain ...
Finally we will present some results of ... applied to ... .

We also benchmark against previous calculations where results are available to demonstrate the
consistency of our implementation and methods.

4. Methodology



explaining a little about the technique

This ... interaction isintroduced into ... by virtue of a...

Within the ... approach ...

In thistheory, ...

It is based upon the ... theorem which states that the ... response of the ... may be calculated using ...
It can be deduced that ... obey a... principle, or for ... a... .

This allows the method to be formulated as a problem of ... which may be solved using efficient
algorithmssuch as.... .

positive aspects of the technique chosen

In ... calculations, ... provides a convenient and reliable way to ...

While..... isin principle ..., its pratical implementation requiresthe use of ...

These systems were chosen as they had been used previoudy in the development of the

Such amethod provides ... (the computational and conceptual) advantages of a ... method but can, in
principle, providethe ... resultsfor the ... .

Hence, without all the formal and computational complications of ... methodssuch as..., ... or ... ; a...
result, in principle, includesthe ... .

The variational formalism has the inherent advantage that it is ... and does not requirea.... .

Further, the computational cost is comparable to that of a... , athough there are further implications
when ... is considered.

5. Concluding the introduction

In Sec. ... we describe the development of ...

In Sec. ... its performance is compared to that of ... .
Conclusions are presented in Sec. ...

All caculations use the ... program.

[l ) Model and methods *many timesjoined to resuits

1. A briefintro

In this section we compare the performance of ... with that of ... and ... for arangeof ... . Weaso
compare with the results from other ...

A key consideration during the development of ... wasto maintain the ... . Wetherefore commence by
investigating ...

The central task in any ... calculation is the construction of the ... . Inthe absence of ... other than the
... thisreqguires...

The central problemistofind a... which ... . The prerequisiteis...

From a computational perspective the problem isto determine ... and the relationships between ...

A ... chain isthe smplest possible model system resembling the ...

previous wor k

Thetheory of ... isdiscussed in detail in the review by ...

Our implementation is based on the ... scheme of ... and we use the same notation.

Our method for calculating ... begins from the work of ... who noted that ...

Previous work on ... has used a ... approach to calculate the ... . That approach can be problematic; in



particular ... . A ... approach is also more effective for ... which can require ... to converge a ...
calculation.

giving examples

Notable examples include the calculation of ...
Examplesare ...

A notable exampleis...

... methods such as ...

2. Description of the procedure

- gtarting

We commenced from the ... in ... and investigated whether improved results could be obtained by ...
All calculations begin with ... as described below ina...

Within the spirit of this ... approach, we... / Inthisapproach, ...

Our approach issimilar to that of ... . ... is constructed to be ... while satisfying al of ... . Thisis
accomplished by the following algorithm ...

Our method chooses an initial guessfor the ... based on the previousiteration and scalesit if
necessary.

Neglecting spin, we construct amodel based on ...

In the density-functional calculations for the ... weuseda...

Within the ... approximation, it followsthat ...

Ultimately weintend to apply our method to ... . These are ...

- what isdone?

The.... isminimized along this direction using a.... minimizer.

The ... isdetermined using the ... .

Thefirst ..., denoted ..., was constrained to satisfy the ..., i.e,, ..., with the remaining parameters, ...,
determined by fitting to experimental ... data.

The ... used the same values of ..., ... and ... were determined through afitto ... and ...

Both ... perturbations were calculated in order to evaluate both ... contributionsto the. ... .

The resulting ... as a function of ... was subsequently approximated through the first termsin a ...
expansion:

The ... for the ... calculations is given by the difference of the ...

- verbal explanation

We compared ... forms of the ... function: ...

We assume ... for smplicity.

We optimized the geometries of the ...

We approximate ... asfollows: ...

Weinvestigated a number of ...

Wefollowed accordingly ... different approaches for obtaining the ... parameters from the results of the
... calculations.

We now apply the functional to the determination of some properties of the...

In our calculations, we determine the ...

- general description
Weinvestigated a number of different ... : that of ... , the modification dueto ... , and one dueto ... that
was specifically designed for usein ... applications.



We use amore general approach ... which isto compute ... . Further to this, we make use of the ... to
reduce the computational cost which we describe in detail, below.

Weobtainthe... using a... . Our method varies the coefficients of ... ssimultaneoudy using a method
similar to ...

We examinethe ... through ... . Only ... need to be considered.

A very similar analysisis performed to establish the ...

For this.... case a... was used to sample the ...

We start with an initial guessfor the ... , which allows us to calculate the ... This givesin turn anew

setof ...

This procedure is repeated until self-consistency is achieved.

- details of the procedure

Welet the energy zerobeat ... andintroduce ... Furthermore, we assumethat ... Then ...

Applying ... boundary conditionsto a... chain with ..., the can bewritten as ...

Assuming that for each ... there are ..., we abtain ...

Scaling the .. for the ..., one obtains ...

For large chains, the properties of ... can be calculated using the method that alowsreliable ... to the

From these we can calculate the elements of the ... via...
Finaly, inthe absenceof ..., ... implies...

- how?

Our/all calculations... are/were performed within (DFT) ... for the ...

Our/all calculations on ... were performed (self-consistently) using ...

For ..., we used the theoretical estimate ...

The ... was used to describe the ... interactions and a ... optimization was performed to ...
In the density-functional calculationsfor the ... , weused a...

- why?

In order to extract the ... from ...

In order to determinethe ..., we performed model calculations with the same set of ...

In order to analyse our results, we definea... via... where ...

In order to perform ... calculations, wefitted the ...

In order to derive a... for this system, we follow ... and express the excess (over idedl) ... asa...
Toobtain an accurate location of the ... ina... requiresthat the ... .

Toavoid oscillations we had to apply a...

Tothisaim we expand...

For the present purposes, it is convenient to cast ... inthe form ...

For the sake of comparison, we therefore performed cal culations with the same values of ...
A ... isunnecessary because ... .

... thus further increasing the speed of the.... .

We use therefore in addition the experimental value of the ...

Another modification is required, however, to ...

3. Moreabout the method

We use the model constructed by ... in their study of ..., since....

The other route, which we pursue here, is based on the ... relations.

The theory of the application of ... to ... was set out by ... using the ... .They showed that ...

The ... model was motivated by the ... asa... . It reproduces, by construction, the ... . In any other



system, it is an approximationto ... .
This method uses more memory than ... ; however, the computational time is considerably lower
because only one ... isrequired per ... cycle.

important remarks

This number may be reduced by alarge factor by exploiting the ...

The ... poses no fundamental problem ...

For the present purposes, notice that the ..., likethe ..., is... and hasa... .

Note that thiswill lead to different values of ... in the ... and the exact calculations.

In our experience, ... requires about the same computer time as ... on most machines.

A further consequence of the ... isto fix the ...

A smplified version of the algorithm used for the ...is used to avoid unnecessary recomputation.
In contrast to the casefor ... , we are not able to obtain exact solutions for the ... chain.

In the absence of ... this corresponds to having only ...

It isvery important to note that ... is fairly independent (within ...% from the mean value) of the ...
It isimportant to remark that ...

Notice that ... preservesthe previous genera properties... and that it is of course exact for ...

some practical details

Our set test includes/(makes use of the) ...

The ... comprised the vast mgjority of the standard ... set, together with the ...

Experimental values of ... were taken from ...

The ... were set equal to ...

These conditions are satisfied to a high degree of numerical precision and are easily identifiable from
the...

In practice, the ... can be easily obtained by ...

Only ... are considered since thisis the relevant domain when al the ... havethe ... .

further information

... has been/isdescribed in ... (detail) ...

Comparative plots of the ... may befound in Ref. ... . The model is sufficiently flexibleto ...

We can aso trest ... and related properties from consideration of the ... in direct analogy with that of
..., except we haveto usethe ...

In addition to the ... so far discussed, it is possible in some. ... to ....

A very similar analysisis performed to establish ... . These resemble those of the ... with the
differencethat ...

other approaches

Alternatively, ... with ... can use the approach of ..., (which we have followed here.)

The approach of ... isto make use of ... computed during the ... procedure which ...

Our analysis goes further than that of ... in detecting ... . Thisis achieved by repeating the analysis
with anew initial ... generated using ...

describing equations

The smplest approximation for the ... reads

The ... then takes the form ...

In other terms, ... hasthe form ...

Indeed, the ... isgivenby ... .

Then, setting x = ..., smultaneous solution of Egs. (...), (...) isachieved by solving the... problem, ...
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Then the ... and related properties such asthe ... required to give ... come from ...
following which ... isobtained from ... and findly ... .

Equation(...) iseasily solved, for al possible ... and ..., by the ... method.
Equation (...) appliesto the. ...

Using Eq. (...) itisstraightforward to show that ...

IV ) Results

1. “Introduction”

Our ... is characterized by the ... and ... .These parameters are coupled through ... Eq.(...), which
implies... .

Dueto itssmplicity, the ... is an excellent system on which to test new approaches, and therefore we
will study it firgt.

Thermodynamically, the system can be characterized by the ...

In ..., ... was published. The model connects ... ... (in an elegant way), through ... and it treats ... .
Another featureisthat ...

2. Referenceto previous results

The.... isbased on the ... (asastarting point). This distinguishes the ... from most othersin the
literature. It ... but does not ... . Theresult of our model is...

Werefer the reader to Ref. ... for details on solving ... and obtaining ... .

... has pointed out that ... . Wefind that ...

Following Ref. ..., we determined ... for the ... together with the ...

In Ref. ..., we observed that ...

These results agree with the observations stated in previous studies on ... regarding the ... and ... .
Thetheory of ... isdiscussed in detail in the review by ... . Our implementation is based on the scheme
of ... and we use the same notation.

3. Statement of Results

- what results?

We have confirmed that ... differencesfrom ... are very closeto those of ... and ...
Weobtain atotd ... from Eq.(...) of theform ... , where ...

Wefind that ... saves approximately ...% of the CPU time.

We have also examined the effect that the ... has on the molecule.

From the ... analyss, results show that ...

Least-squares fits for the three sets of calculationsto equation (...) led to ...
Fora..., the... fit of the... yielded ...

It al'so demongtrates that the ... approximation may not be very good when ... becomes comparable to
or larger than ... .

Anaogous results are obtained for ... (not presented).

Finally the symmetry of ... isthat of ...

As aresult one recovers the phase diagram of ...

The ... dmost coincide, except for ... at small ... .

In the most difficult ... case, wefind ...

The largest discrepancies are found for ...
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In all casesthe quantitative differences remain small ...
The.... of over ... at first seems paradoxical, asit would appear to imply that ....
The.... divergeswith the ...

- about performance

Once again, ... and ... are more accurate, with ... providing the best overall performance.

It surpasses ... and ..., giving essentially the same quality as ..., which arguably provides the highest
quality ... of any ... .

The best performing ... wasthe original ... variant, despite being intended for a...

The ... showed the worst performance despite being specifically designed for ... calculations. However,
the differences between each are relatively small.

In both casesthe.... and ... converge the ... at approximately the same rate.

Although the ... parameters are only dightly changed, showing the usual ... underestimation, the
highest branchisincreased in ... to arange of ... compared to ... using the ... .

- commentson errors

The ... mean absolute error ... isasignificant improvement over ... and ... .

The mean absolute error from ... isdlightly inferior to that of ... and ... , but remains a substantial
improvement over al the other ...

Errorsfrom ... are substantially larger.

Eventhe... and... give larger errors.

... uniformly overestimate, with errors of ..., respectively.

... provide agood quality description, with mean absolute errors of ... .

A final point which merits aremark hereisthe very large error in the ... made by the ...

4. Figure

- introducing afigure

In Fig. ... we compare our results with those from the ... approximation for agiven ... .

In Fig. ... we see that thefitted ... curve has a non vanishing offset.

InFig. ... the ... isshown as afunction of ... for representative values of ...

InFig. ... the ... isshown in the form of constant-... curves given by ...

InFig. ... we compare such results|[...] with those of our ... .

Figure ... compares Eq.(...) with the exact ... for a... and for the ...

Fig. ... and... show theresults of the ... calculations at ... and the corresponding ... .

A particularly senditive quantity isthe ... plotted in Fig. ... .

The phase diagrams plotted in the ... parts of Fig. ... correspond to ...

An example of the convergencerate of the ... for an ... isshownin Fig. 1.

The total energiesasafunction of ... for the ... are shown in figure ... . It can be seen that ...
Tofurther illustrate the occurrence of ..., ... plotsfocusing onthe.... in ... are shownin figures ... .
Our ... calculations result in the curve of Fig. ... .

Turning back to Fig. ..., we now focus on the ...

InFig ... . Results are presented for the ... and for the ..., which were obtained from Eq. (...) by using ...
Weillustrate thisin Fig. ... for ..., where ...

- describing its behaviour

Concerning the ... bound, one should first note that as ... decreases, ... it is possible to construct ... .
Thisisthe case, for example, in a ... state.

However, note that for ... reaches ... aready for ... since.... .



Findly, at very large ... starts to decrease again, while at the sametime, ... decreases as well.

... reachesits minimum value ... in the ... limit where ....

Thistype of behavior is most clearly seen for ..., whilein the ... regime. ... it holds only for avery
limited range of ...

Upon switching on thefield, this.... first decreases, but at ... it starts to increase again towards values
being even higher than...

It can be seen that on the |eft-hand side of the plot, the ... results are very close to the ... data points,
whereas on the right-hand ... the data points differ, although the deviations are only small.

Also at these larger, yet finite ..., the ... decreases and the ... region broadens substantially, while the
constancy of ... till reflectsthe... .

Theinset showsthe ... portion of the phase diagram in the ... plane, while the main plot showsthe ...
calculated at the critical point; al ... divergeas ...

- discussing about afigure

The most striking feature of the dispersion plot is the extraordinarily ...

One observes that the ... approximation follows rather closdy the exact resultsfor al ...

We see also that both the ... and the ... approximation are able to fit the mgjor points of the ... results,
except the exact calculations for the largest ... .

For ..., thiscorrespondsto a ... state having ... .

Figure 1 aso provides a qualitative picture of the ... dependence of ...

Comparing Figs. ... and ..., one observes that the results for ... are quite similar.

Despite the quantitative differences among the various ..., several qualitative properties are shared by
all the curves: ...

... can then be reduced more efficiently for smaller ..., and therefore the ... decreaseswith ... .

... by comparing Figs. 1(a) and 1(b) , it can be seen that a ... algorithm converges approximately twice
asfast asasimpler ... method.

5. Table

- introducing atable

The ... dependences of the ... for ... areshowninfigure.... .

It can be seenintable ... that ...

... Theseare shownin Table ...

Theresults of (i) are given in Table ..., whereas the results of (ii) and (iii) are givenin Table ...
The ... approximation assumes that the ... occursfor ... which isonly valid for ... cf. Fig. ... . This
meansthat it is assumed that in ... follow the same patterns as that of Fig. ... .

- describing/discussing about atable

Ascan be seen from Table ..., ... and ... for the exact calculations vary only little, indicating that our ...
approach is stable against variations in the computational details.

From table ... welearn (also) that fixing ... may lead to other valuesof ... , but that these are also
stable. Accordingto Table ..., ... .

In that figure, ... changes more dowly on changing ... than in Fig. ...

V ) Discussion

1. Finding an explanation



The ... is attributed to interactionsinvolving its ...

Thisisattributed to the ... asaresult of ...

Moreover, the ... can also be attributed to the ... .

Inthecase of ..., thereisa..., henceresultingina... .

In fact thisis easily explained. Figure ... shows... . It can beseenthat ... which ... actualy
belongstothe... .

Thisis not simply a consegquence of a... as observed in other ... systems; in this casethe ... is
shortened by only ... to ... .

2. Making suppositions

Thisindicatesthat ...

The calculated ... show that ... , indicating that ... is ...

The rather rapid convergence with ... suggeststhat ... is not very sensitiveto ...

3. Someanalysis

It can also be observed that the ... increase with ...

Changing ... corresponds to moving away from ... The system will respond to this change by finding
... that leadsto the smallest ...

... Isanotable improvement over ... and is competitive with ... .

Thisis of interest for practical applications, asit will be discussed below.

4. Important remarks

A comparison of the.... is not straightforward, since ...

Moreover, ... analysis shows ...

On the other hand, the ... with the ... is quite surprising because ...

On the other hand, the ... calculations lead to markedly different values of ... .

Thisis, however, aproblem of the ... approximation to the model and not of the ... method, as can be
seenin figure 1.

It isimportant to stress the computational ssmplicity of the ... calculations, which use ...

The main advantage of the present routeto ... isthat ... . For example, ...

5. Comparison

Only ... provides comparable quality ... .

The ... do not provide any significant improvement.

Wefind that the most significant difference between the ... and ... limits affect the ... increasing the ...
by approximately ...%.

Fromthe ... anadysis, only the ... demonstrate ...

In comparison with ..., ... (tend to improve) ...

Typicdly, ... favor ... more than ...

On the other hand, ...

Although the first method ...

6. Agreement?

Thisresult isin good agreement with the experimental results from the group of ... showing that ...
These results agree with the observations stated in previous studies on ... regarding the ... . However,
when the ..., ... occurs, and thus ...

The results agree well with previous ... calculations, athough in the ... case given here, we are

able to compare the difference that the ... contributions make.



7. Explanation about bad results

... . However, in the present work the focus is not on obtaining accurate ... solutionsto the ... , but on
demonstrating that ... calculations can provide ... values that depend only weakly on ... . Wetherefore
consider our approach to be acceptable here.

..., our resultsfor ... raise some doubts about whether the ... approximation isjustified. However,
determining both ... and ... requires more information than the ... calculations provide.

This may be dueto thefact that the ... is ..., s0 ... with itsimplicit assumption of ... isan unrealistic
starting point.

V1 ) Conclusion

Here we leave back specificities and recover generality. We point out the importance of this study and
its relevance in its field. The main results and its interpretation should me mentioned, as well as
possible contributions. Future studies can be pointed out.

1. Brief intro

In this paper, we examined a... theory of ...

In this paper, we have described the implementation details of the ...

In the present paper we have first investigated the ... dependence of the ... on the ...

Following theideasin ... from ..., we...

We have argued that ...

Weintroduced ...

We have investigated the ... on ... using the ...

We have also compared ... applied to the ... formalism and a so the effect of severa ...

In agreement with earlier studies, wefind that ...

A long standing and fundamental problem in ... has been the ... in ... . The problem is not, in fact, ...
but simply requires ...

The present work introduces a ... model of the ... with the physics of ... explicitly incorporated.

A density-functional approach to ... has been applied to the ... . In thisframework the basic variableis
the....

The underlying idea, that the ..., ... isthe source of ..., is elegant and easy to implement.

2. Main results

- dtating theresults

In the present paper we have first investigated the ... dependence of ... onthe ...

We noted that ... and developed a.... for ... .

A smple genera approximation to ... was then proposed which takes advantage of this ... behavior
and which provides ...

Finally, using this approximation, several ground-state properties and the ... have been determined
successfully as afunction of ...

Rigorous results for ... were derived from

... for atest set of ... are predicted with remarkable accuracy invoking only one, universal, empirica
parameter.

Witha..., a ... theory of ... interactionsis obtained.

A simple genera approximation to ... was then proposed which takes advantage of this ... behavior



and which provides with ... aunified description of ...
Two experimental investigations of this surface structure have been conducted, one by ... and the other
by .... Thefirst of these favoured the ..., whereas the second favoured a.... .

- agreement?

Thisresult is consistent with the observation in Ref. ... that the ... isnot ... in the limit.

Among the ..., the ... demondgtratesthe ... while ... showsthe....

It was found that ... the results obtained are in excellent agreement with both experimental and other
theoretical results where available.

For the ... the ... calculations reported herelead to ... that are in good agreement with experiments.

In the case of ... the agreement in the ... with that found in the published ... investigation is excellent,
while there is aso generally satisfactory agreement in the. ... .

For ... the ... calculations reproduce the experimentally-observed preference for ..., but find two
different ...

Superficially, therefore, the ... calculations fail to resolve this controversy.

In the case of ... the results are less encouraging. For ... the calculationsfind a ..., but the calculations
show adifferent ... to that favoured by the ... experiment.

More quantitative evaluation of the experimenta and theoretical results, however, presented in Section
... appears to marginally favour the ...

Nevertheless, these calculations al favour ..., in marked contrast to experimental studies of ...

- analysis

... achieves an accuracy comparable to that of the ...

The worst results occurred for the ... .

For ... by far the most serious problem isthe clear failure of the ... calculations to produce a physicaly
reasonable result. Specifically, these caculationsfail to reved ...

The origin of thisfallure is completely unknown, but extensive tests show that the result

is consistent and not simply afailure of the ... procedure. By contrast, ... calculationsdo al yield
consistent results for arange of ... and ... broadly consistent with expectations.

On the combined test set of ... considered here, the mean signed error is ..., the mean absolute error is
..., andthe RMS error is..... Thisaccuracy is similar to that of the ..., but is based on pure, exact ...
rather than a....

- observations

For all investigated systems, ...

The observation encourages ...

Testson ... show that ...

However, the ... calculations do show that the ...

One should not necessarily expect ...

Although the ... is highly accurate in these cases, it isnot ....

Although ... data are readily available for numerous systems, these are inconvenient in general and are
fundamentally problematic for ... interactions.

An anaysis of these exact results showsthat ... can be....
We have supported the ideathat ...

The... model of ... achievesthe goal of a...
The ... model and ... were both easily generalized to ... . In so doing, the ... are eliminated.



The mode predicts, without any empirical parameters whatsoever, ... of very good accuracy.
We applied ... successfully to ... smple models, demonstrating the high accuracy of the ... here.
These methods have been applied to ... test systems, namely, ... .

The model in its present form requiresthe ... of each ... .

- gtating the conclusions

The main conclusions of this ... can be summarized as follows...

While this conclusion appearsto favour the ... proposed on the basis of the ... investigation, it is
notable that the main finding of the ... sudy isthat ...

3. Possibilities

It may be possible ...
Thismodd ... and ... can be used to illustrate and explore problemsin ... . Examplesinclude ...
Sincethe ... describes the ... transition we can employ it for investigations of the ...

This ... hasaready been used in ..., and we hope that our ... finds fruitful applications in these areas as
well.

The accuracy of the results encourages more or less straightforward applications of the present
approach to related problems such as ...

Itislikely that the ... will improve the accuracy of the ..., abeit at the expense of more

numerical work.

In combination with arecently introduced ... moddl of the ..., we believe that our ... model will be the
key to arobust and unified ... for al of ... .

Further theoretical investigations are being carried out on ... to explore potential applications of ... .

futureworks

In future work this ... will be applied to ...

The recent suggestionsin Ref. ... are worth exploring, and we will do so in future work.

In future work, therefore, we will also investigate how to remove ... from the theory.

We believe that thiswill berectified in future work by adding a... term in the dispersion energy.

recommendations

For the present, we recommend ...
It should be more interesting to ...

Moreover, the possibility of generalizing the present scaling approximation to ... deservesto be
Investigated in detail, since it would open the way to gpplicationsin ... Situationsincluding ...
Moreover, the ... iswell suited for studies of ... and of ...

Inthisregard a... experimental study of the ... would be of considerable interest.

An alternative approach to this problem is the ... which has not been considered here.
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