H OB [E
107T REEFFE—RHAEAAERE

A3 g R R B

Molecular and Materials Simulation Techniques
S

FRk g

AER LR A ¥

&

HARAES | HEAE | ER | Bkt | BikP PR RER o EL

2018/08/27(~ )-2018/08/31( ) [ % %]

B % 1 B 25
9:00-16:00

"} F%(%E_E\‘ ’t* ’% Hb

L

#
RS RE A
&R
EPER PEE I
ﬁbi)g}éﬁ-}’ 13
KE 2
##L 30% ~ F (R OIE R H) 0%
Eo R e
PJIT85% - AF 15%
AR
FERANEAFREAN - B UG X T ORERENT . R A3 R T
YR
&
HAR LI
FFTREFERNAGRAFEI BRI 2R R FE - EF S EEL TV - Tiv )
IHE GFIIRRFPEER LS - S PEFETHI I FHRAHI IR
BRSSP FLEFELEFSTFR PP SRR - 2FRDALR P PR EA T2 87T
4 A F P £ 58 VASP 2 Gaussian09 ™ g Hlgr & 3 ehfe mgr L B o
~BFTE~



H OB [E
107T REEFFE—RHAEAAERE

FALER

ol m) e R R P

=X

4oi & * Gauss View 2 # & 3 #7]

doip & * Gaussian09 g1 4 + B

4oie & * Gauss View & #7 Gaussian09 3+ ¥ % %

4ri® @& * Gaussian09 78 i#] IR #&7 Raman s 3

4w & * Gaussian09 3¢ ;8] NMR sk ##

4eim & * Gaussian09 g i#] UV-Vis % 3%

doi & * Gaussian09 g ip| i 8 F ik R

4ri® & * Gaussian09 FE R4 F enf M BR T =

4efe & * Gaussian09 g g| & + g pKa

defe @ * Linux (T2 % %

4rim % & Materials Project &2 Crystal Maker 2 = +#L 3|
dotr i@ * VASP & 7 H il

deir i@ * PAVASP 4 47 VASP 3+ % 2 %

Irin@®* VASPEZ B F

4eie 3 & VASP 3+ ¥ #r Wulff Construction 38 B & 3 &3 thajKk

8

w
S e R R el A el o A o

B i
1 " RELBES FPF v s o
2 - REBET Y Linux iT¥ 2 3uadkivrig ? o
3 %Ed AV RN E S R 2 JHA T AR R 2o
FARNE LM B
27
rPEARE- FEN IR KREFF A oF2 2L FAHHE2ZEA S PET 2 FHEBRR T EHAS
B ERTEREANE SR AEHRAF L RFES 4 SRR o
FEE
AFAFENFTIHMPEEL I HIRN 4~ EIFPIR > F AR PR R iR 0 Mk
FANER > £ H e B ABR o
B it
AR AFIET I FRAFLAFIEMPERON S CBFL VPRI T, T, 2
T AR
¥ e
EEPHOEE BT BPRATNE | TR @ TR RS R RRRRP
WEEFRFHHR-¢ILTL - B 2775 2 PpiFandan o



H OB [E
107T REEFFE—RHAEAAERE

LR

FAT R

https://www.mjcheng.ch.ncku.edu.tw/

e ez

(1) Essentials of Computational Chemistry: Theories and Models (by Christopher J. Cramer);
(2) Density Functional Theory: A Practical Introduction (by David Sholl)
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