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Abstract

A brief, matterof factdescriptionof the mainresultsandconclusions300wordsMAXI-

MUM. The rst sentencaetsthe stage shavsimportance.

Keywords: Protonatiorstatesl ife is good,etc.;



Table 1: The change in electrostatic part of solvation free energy,

, of apo-myoglobin and protein-A in going from the unfolded (U) to
the native (N) states calculated with PB and GB models based on Bondi radii set. (Since
a perfect GB model would correspond to zero grid size PB, and since we observe a de-

crease in upon reducing the grid size from 1 A to 0.5 A, we adjust
the parameters of to produce values of slightly below the PB
predictions based on 0.5 A grid spacing. )
Electrostatiaviodel
PB(1A) PB(0.5A) setl setll
(apo)myoglobinpH=2 2082.0 2088.8 2089.9 2093.8 2161.1
protein-A,pH=7 +143.9 +143.0 +145.1 +142.9 +131.1

1 Intr oduction

Oneor two pagesmost.

Start by introducingthe problem. Why is it important? What was done before? A brief
literaturereview.

Thengive abrief layoutor "road map” of the paper— 1/4 of a pageat most. Describewhatwiill

bedoneto preparehereader

2 Resultsand discussion

This is the meatof the paper Presenyour results.UsesubsectionsBrie y statewhateachresult

meansandhow it supportsyour hypothesis.

2.1 Effect of on

2.2 Effect of GC contenton

Exampleof a pictureanda tableset-upfollow.



Figure1l: Top: Distribution of effective radii in thioredoxin computed with the PB (solid
line), (dashed line ) and | (dotted line ) models. Bottom: Effective radii
in thioredoxin computed, for each atom, with (black squares) and | (red
circles) models vs. calculated by the PB. An exact match between GB and PB models is
indicated by the diagonal line.



3 Methods

HERE you describethe computationamethodsused. Succinctly matterof-fact. But make sure
thereis enoughdetail so that every calculationor computerexperimentcan be reproducedby

someon&nowledgeableof the eld, but unfamiliar with this particularwork.

3.1 Structures

The setof apo-myoglobinstructuresusedin optimizationof the GB model parametersvaspre-
paredfrom the holo-Mb coordinateset (PDB ID 2Mb5) by hemeremoval and simulatedacid-
unfoldingin explicit solvent,asdescribectlsavhere! The native stateis representethy 50 con-
secutve snapshot$2 psapartfrom eachother)with nearnative radiusof gyration, 16 A, taken
from the beginning of the acid-unfoldingsimulation. The unfoldedstateis representedby 50
consecutre snapshot$rom the endof that simulation,at which point the radiusof gyrationhas
approached 30A - asis experimentallyobsenedin the unfoldedstate. Protein-Astructures
werepreparedrom theNMR averagecoordinateset(PDB ID 1BDD, residuesl0-55). This struc-
turewasusedasa startingpoint for all MD simulationsreportednhere. The native-stateensemble
is representethy 50 consecutie snapshot$2 ps apartfrom eachother)from theimplicit solvent
simulationprotocol describedoelow, and deviationsfrom the native coordinatesare lessthan 2
A for atoms. The unfoldedstatewas preparedoy heatingthe proteinto 450K for 1 nsin
animplicit solventervironment,and50 consecutre snapshotsvith averageRMSD from the na-
tive structureof no lessthan15 A werechoseno representhis state.ProteinL (PDBID 1PTL)
is representedby 215 snapshot$érom an explicit solvent high-temperatur@infolding simulation,
spanningvariousdegreesof compactnessirom closeto native to largely unfolded. The villin
head-piecas representethy 120 structureghat modelcompactnearnative, compactmisfolded,
andextendedconformationsproducedrom the native coordinateset(PDB ID 1VII). Theubiqui-
tin native structureis PDB ID UBQ, andthioredoxinis PDB ID 2TRX. Barnase/Barstazomple
is givenby X-ray coordinatesetPDB ID 1AY7, whichis alsousedto prepargheunboundstateby

translatingBarstamrelative to Barnase.



3.2 Poisson-Boltzmanncalculations

All PB solvation enegies were computedusing DELPHI-1I with a cubic box. The grid spacing
usedin eachcaseis givenin themaintext. Thedielectricconstanfor proteininterioris 1 andthe

ionic strengthis zero.

4 Conclusions

Brie y outlinewhatwasdonein the paper Thenpresentyour conclusions.In the end,you can
speculatdjust a bit) aboutwhat potentialimplicationsyour resultsmight have — somethingthat
you have not proved,but believeis likely.
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5 Computational ToolsDeveloped

If any codeswere developed,pleasedescribeEACH codein detail. Thatis what it does,the
algorithm,theinputstructuretheoutput.In the”’Methods” sectionyoujustmentionthealgorithm
andtheinput parametersBut hereyou give enoughdetailssothatanintelligentusercango into
the sourceandchangethings. Thatmeanghatthe sourcemusthave amplecommentsaroundthe
critical parts. Pleasgyive a coupleof examplesof usagege.g: energy -sorted  molecule

etc.



