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5. Control PanelA=—a—®I Calculate | —»I Gaussian

Calculation Setup...1ZBdZ. Job typeZ[Energy].

Method D Basis setx6-31G(d)IZE%E L. [ Submit]
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(F7AILIET Ry T [Zmethanoll.gjffE L TR TE)
7. UTOXZAVWVTHEERAIRILF—ZKRDS

AE=E,,—(E, +E;)

AE = -230.0688122 —[2 X (—115.0334869)]
= —-0.0018384 a.u. = -1.15 kcal mol-?
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E(r,r,,r,)=E(r,r,)+E(r,r,)+E(r,,r,)+AE(r,r,,1,)
=E*" (r,,r,)+E*" (r,r,)+E* (r,,1,)
E(ry,rory): 3 FROBEERATIRILE—

E(r,r): 20 FR2DHEEBEERAIRILY— J
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KAPFDETIL(T)

SPC | TIP3P

r(OH) 1.0| 0.9572

/ZHOH | 109.47| 104.52

r 1.7766| 1.7683

4

& 0.1554 | 0.1520

qy 0.41| 0.417

van der Waalsi‘E_EﬂEJﬁli
r(OH) [A]’ ZHOH [degree] ﬁ?%ﬁﬁ?lﬁ@ﬁﬁ+§7é
r* [A12 kcal mol], 2r*=%2¢

¢ [A8 kcal mol1]

do="20y
Jorgensen et al. J. Chem. Phys. 79, 926 (?17983)



KAPFDETIL(2)

SPC | TIP3P | E£E&{&

=& 0.971| 0.982| 0.997
XFEE | 10.77| 10.45| 10.51
EIEEEE 234 16.8| 17.99
ez ok 3 58 41 25.7
£ Ha 3% 27 18 45.8

# E[g cm3], zZ&F#[kcal mol]
7E £ Lt #[cal mol~! K]
fZaRF[1075 K1), [E#EZ[1076 atm™]
LN hi25°C. 1 atmIZHI+5(E

Jorgensen et al. J. Chem. Phys. 79, 926 (3f983)
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- AMBER
— http://ambermd.org/

« CHARMM
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* GROMOS, GROMACS

— http://www.gromos.net/
— http://www.gromacs.org/
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— Conjugate gradient (& Q&) ;%

I*)lx# Faﬂa&?b\N«kEODZ«kﬁ/‘t’CﬁM’C%éiﬁ
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Structure ] Z &R

Start Structurel&, Add
fragment Z5EiRL -
~ragment|Zlbenzene | % e
E*R Put atomsli; nelwmodel — :amled:lm
Residue namelZlDXN | =
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AFL. TApply] o]
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Modify Structure
r)% [ Modify Structure ] :
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',j\ E | E @ + Retain current atom names
— F ' h 3 x " Set atom names to: ,O—
L [¥ Connect to pre-existing atoms if appropriate
; j ( _n, E l rA I J [~ Focus view on modified residue
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‘E Residue Name
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[Tools]—I Structure Editing]—IAdd
Charge ]Z&E1R

Standard residues|Z AMBER ff99SB |.
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. Net Chargez[+01&L., TOK]
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s BN FIEEYIDHBEDKRIEAENDI DD
SMILESHA 3 5

 Build Structure™ 4>~k @I Start Structure |
E—KT. Add SMILES string %2R

* Smiles stringIZA AT HEXT LT D7 FHERK
N5 (aromaticld /N F)
— benzene: clcccccl
— dibenzo-p-dioxin: c13ccccclOc2ccccc203
— alanine: [N+][C@ @H](C)C(=0)[O-]

http://www.daylight.com/dayhtmI/doc/theory/theory.smilesﬁfftml
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