A QUANTUM LEAP INTO THE FUTURE OF CHEMISTRY

)-CHEM

i, REOMLEEFUEGSRE

EREREN/RYFEIKEEIohn A PopleFSF A
AN LITERER
A LA FRESHIERSH TS —EFITE
ITiZNATEISNE. MRS, EMHFSEEXIUEHRIAR

BEEENIRCER RERE-Igmol

Q-Chempy F3{mts;

BREE M

w

Potential Structures
! a a -

= 8Oy, D — DF-MP2

g # K + » -+ MP2

3 Simulation

= with K, -

T4

& . 20

g, . 1.2

o5 . 1

= o ® 10
0} u (kealmal)

S0 90 0 90 T
b o

Development and use of an atomistic
CHARMM based forcefield for peptoid
simulation. J. Comput. Chem. (2013),
35, 360.

BESTNETH
[\ _»,’?“YA(;):"
o . J

RN N

g AMy

—6c
—G™:C
—— G*(-H") :C (minimal energy)
—— G'(-H") :C (Watson Crick)

1800 1700 1600 1500 1400 1300
Wavenumber / em

Infrared Characterization of the Guanine

Radical Cation: Finger Printing DNA

Damage. J. Phys. Chem. B. (2010), 114,

3660.

S FEEEER

Energy, kJ/mol

Ron, Angstrom

Unravelling the Origin of Intermolecular
Interactions Using Absolutely Localized
Molecular Orbitals. J. Phys. Chem. A.
(2007), 111, 8753.

SMRENRATHE

Ab Initio NMR Spectra for Molecular
Systems with a Thousand and More
Atoms: A Linear-Scaling Method. Angew.
Int. (2004), 43, 4485.

RBSARAE R E

Oxidative Dehydrogenation of Propane
over a VO2-Exchanged MCM-22 Zeolite:
A DFT Study. ChemPhysChem (2010),
11, 3432

QM/MMiT+EL

, Reaction cosedinate @ (A)
.8 o =
Lo G I

Reaction eocrdinate 0, {A)
= .08 e =
= G 5o G

Minimum energy (keal/mol)
Minimum enargy (kealimoly
38 o B B

o

a2

2 1 0 1z
Feaction coordinateQ_ (A)

Reaction coordinate Q,_ (A)

Calcium Inhibition of Ribonuclease H1
Two-Metal lon Catalysis. J. Am. Chem. Soc.
ASAP.



Q-Chem 4.3 #Iheess s

& BEIEECIS. BihEls CIS. TDDFTK BiediETDDFT/KF L KEBFSZEES
(WIAFERGES ) RS,

TEXSAPTHRIAERSE =R EEESEE (+D3) ;

] LMERIFFESHAFIWER ( PCM ) IHEARTPHNEER FHRBENE
BE ;

TECCFIEOM -CCRI BRECK AR PSLI TR SR BishEE S H0TE
HfEAPARI-KFZ AT &R , ILURKHRSETZREAEA THNEREZR
ITEEE ;

B LAY AR S EE mE I B EFEOM-CCREREL ;
ADCHICC/EOM-CCHZEBMINERSOITEIE |
EOM-IP-CCSDFIEOM-EA-CCSDRILAFERAFHIDysonfEAD ;

BEEREE HIEEEZ RIES ( TAO-DFT) /5% ;

& EEMP2VIFGiE , ERERANEESERAIMP2RIEES ;

& EXEEIRERIZ R PERLFASIARIES 2 ;

¢ ETDDFTHREER SECKBHERAHEZENFNFTEE ;

& EEEIBERNZMZ R EWMO05-D, wM06-D3, and wB97X-D3 ;

& EELSXERAIZRPBEO-2 #1 PBEO-DH ;

& FHREHRRIEIETTERHEIIREH 2.

* o

L R 2

*® & o o

@i}:ﬁ 7 8
Biotech(Shanghai) Ltd.

ERERHEKR(EB)BRAT LiBEAR RS AR
EE,i§:+86-21-32504385 itEiJJ:J:,'EF’EKT-IXfIJJE%18%701$ itﬂijt:it?il"ﬁlllﬁllzi‘f%%ﬁ%ﬂ%1 5-3
BERBEL ARG

msE:www.tri-ibiotech.com M BRI T RERBAERAES iR RE RS TE699S
#R#E: support@tri-ibiotech.com BiE3152803 REKECHEA01T




	Q-chem双面单页-01
	Q-chem双面单页-02

