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ѬқѰ ֪ḑ⁴Ἠψ

Celaneseԇᴻχԅר⸗  ᾳᵙקḙᵝּוғ￼Ἡ  Ӿ ιғᵝ ẍ┌Ẕּ҈זṪўᵙ╦ ᵝ

ᶟ ҡ300Ѧӧ ⱶѧἧֹᾺ￼Ԋ█ ᾳ

ü ᵕῼχ1ῴ-1ẉ/ӧ ⱶ

ü ἮԄχὯIDC ‬ι⅛Ѧ 500-30000 ӺιἅҪ ᴨ1000 Ӻ

ü ӇCelaneseԇᴻӨי₩Ὁ Ά│Ḿӧ ⱶ ᶴתιҡѧ ֧҃30Ѧῳӓӧ ⱶ

ιῳ ệֹἍ  ᾳ

₭ᾭ ᵕῼ ἄ ( Ӻ)

Ҽ Ḫ 300 25ẉ 30єṫᴸ

⁴Ἠ 30 2ẉᴁ 3~4є
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M aterials Studio ᶹṐẘᶹה ֪ḑ⁴Ἠ Ҭ
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Materials Visualizer

ÅCastep

ÅDmol3

ÅOnetep

ÅQmera

ÅVAMP

ÅDFTB+

ÅForcite plus

ÅGulp

ÅCOMPASS

ÅAmorphous Cell

ÅSorption

ÅMesoDyn

ÅMesocite

ÅReflex plus

ÅXcell

ÅPolymorph Predictor

ÅMorpholog

ÅQSAR

ḑגḘ ֪ḑגḘ Ḙגח Ҟ Ḙגח

᾿ӋḘ ῶᾇԊ
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ḑ Ӌ

Agᵼ Ti1-mXmᴿ
(X = V, Nb, Ta, Mo, W)
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Visualizer

Discover

COMPASS

Amorphous Cell

Reflex

MS 1.0

Jun 2000

MS 1.1

Dec 2000

Reflex Plus

MS 2.0

Oct 2001
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CASTEP
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Dec 2003
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Oct 2004
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Dec 2005
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Sorption
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Analog Builder
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MS 4.3

Mar 2008
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Jun 2007

Gaussian® Interface
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Amorphous Content
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Raman spectrum

PBEsol

Forcite plus parallel

Amorphous cell

MS 5.0

Dec 2009
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TDDFTéé..

MS 6.0

Dec 2011

DFTB+éé..

MS 6.1

Nov 2012
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Mar 20
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MS 2016
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Reaction rates 

optimize the geometry of 

excited states 

on-the-fly 

pseudopotentials

Statistical Disorder 

CASTEP  TS Confirmation 

DFTB+ electron transport 

A transport device builder 

density pre-conditioner. 

Souza-Martins barostat

long range tail correction 

TPSD 

J-coupling constants 
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A van der Waals scale factor 

tabulated potentials 
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ṝῥᾔ-ᾚῥᾔַײ ᾛ

ѧⱵԆᴺ σ אָ ᾚ ҥ℗ ⱴᴿ ῥᾔ

Ҩ ṞTiѭᶢ￼ᵀ Ti1-mXm

(X = V, Nb, Ta,Mo, W)

Ti

W

ӨיMS ệֹ⅛ ⅝ӕᵀ ḙớד￼ ḧớ ệ

ֹ Ҏ ẂῶṸῺ￼ Ά⅝ӕχ

Ti0.75W0.25, Ti0.25W0.75, Ti0.75Mo0.25, Ti0.5Mo0.5, Ti0.25Mo0.75



Copyright 2014 NeoTrident Technology Ltd. All rights reserved.

ῶ- ῞ṩԎStatistic Disorder 

  ӕχ
use strict;

use Getopt::Long;

use MaterialsScriptqw(:all);

my $disorderedStructure= $Documents{ñAu.xsd"};

my $results = Tools->Disorder->StatisticalDisorder->GenerateSuperCells

($disorderedStructure,2,2,5);

my $table = $results->StudyTable;

print "Number of disorder configurations generated: ".$results->NumIrreducibleConfigurations."\n";

℅ᶴӢᾡѭӑ￼ ‗ᵄ

℅ᶴӢᾡѭӑ ֧‎ῢ ἛṝӤᾭ

ᾀἵӓⱴ ῞Ấ⁴

⁴ᶑ ⱴ ֪ῷ
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ṝῥᾔ- כֿ

їᵂᴘגіLavesּגZrV ײ2ַ ῶ Ẵ ᵘ Ḙג

Å JOURNAL OF APPLIED PHYSICS 109, 113523 (2011)

јᵃᴙדї￼ẵớẂᾭ ӌ ₩ ׇ
֬₩ᶚ ₩→‏ ᴣ ᴙד

֜ ἧ⁴ᶙιᶢ҈E-VᾭὯι јᵃ□ẙᵙᴙ
ḙớד♬￼‍ҭїZrV2ד
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ᾂᵰMg ɆZnɆCaᴿ ײַ ᴾᵆẦ ӓԍԎῑ ởẺ ײַ ᴜⱣֿכ

Å ActaMaterialia 65 (2014) 207ï214

1 ᶡ ╡ Ӌ σṪᶂaε
Mg ɆZnɆCaᵘMg ɆCa⁴ᶙιԎ◌ ӈ҈ץᵍCaᴝḒ￼ṖᵙCaᴝḒṖ
і ￼ Ṗѳ
Mg -Zn⁴ᶙι◌ ӈ҈ץᵍZnᴝḒεZn2ζᵙḜі ￼ Ṗѳ
2 ╡ײַ Ӌ σṪᶂb
Mg ɆZnɆCaᵘMg ɆCa⁴ᶙι◌ ӈ҈ץᵍCa￼ṖᵙḜі ￼ Ṗѳ

Mg ɆZn⁴ᶙι◌ ӈ҈ץᵍZnᴝḒ￼Ṗі ￼ Ṗᵙ ҇Ṗѳ

σMg -CaᵙMg -Znᵀ ᶢ ￼Ṗ ⅝ Mg￼ Ӊ CaᵙZnӺז▌

Ӊ҃Ṗ

Mg -Zn-Ca⁴ᶙַײrus(basal)/ rus(prism) ө῏ὓײַ ҇1εᵻ₈ ᴾᵆẦ

ῑỨᾂᵰα ҇ᴾᵆᵂ βεẉḿ ҂ᶡ ῶַײ ӈεҠ ḿ ҂Ήḃַײở

Ẻ Ȃ

◌ ӌ ѧιMgɊZnɊCaӌ ԏῶῳӉ￼Ṗ Ȃ

ṝῥᾔ-וṩởẺֿכ
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ᴿ Al -Co-Cr-Fe-NiַײὯὼ Ѭַ֪ײḑגחḘֿכ

Å SCANNING VOL. 34, 325ï331 (2012)

Ҩ250 m/s ￼֬ב ẙ Ṫ₩Ὁιᶈјᵃז֮־ ᶴ￼₩Ὁ ‛

ᶃ 300kᵙ600k‍ҭїι֬ב▄ẙѭ0.28A￼ ᵙӈד￼Ὁ₩֮־ Ύ

1 □ẙ￼״ ιṀ ￼ד֮־ Ӊιᴏ□ẙ״ ι

ᵀ ￼Ặẙ Ӊ

2 ᶈ □їѼᵃ‾ ḻֹ҃זṪ אק ιӇזṪ ￼ק

ẙ □ẙ￼״ ῶἍ Ӊ

ṝῥᾔ-Ὧὼ ṩᴢֽ֭ו כֿ
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ᾢῡ ṝῥᾔ-ה ῥᾔ

ᶭוֹ / ᶭוֹצ ᴤṕ ῶַײⱣ כֿ

Å ᶋḾ҈Ṿכּ ￼ẽᵠ

Å J. Am. Chem. Soc. 2012, 134, 11269-11275

ᶮ / ק ᶮ ᴥṖ ‗￼Ṿ ᶹכּזᶋ￼ᴪקԋ Ύ Ȃᶮ / ק ᶮ ￼ᵺ ᴵ ‗

Å ᶮ / ק ᶮ ‗
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ᾢῡ ṝῥᾔ-ה ῥᾔ

ᵺ ‗ᶃָ֫ ‰ѭ{1,1} {1,2} {1,3} {1,4}

⅛ ᶚ￼SNMs ḧѲѭ{1ιW}ι ￼1Ҧ

Ѧ ￼Ԉ WҦ ḓ╓ ￼Ḵẙ

Ӿ ᾁ σᴥẓặӾ↓ ῥᾔᾩ

ὄַ᷁ײ ֪

ҠᶂѦᴴ σSNMs Ԏῑḳ Ӿᵟẓ

ᶞҠ0eVָ10eVש

ᾭσӾḘ ᴴҧ Wөַײᴩ

ὔֹצ

Ḓ∕ַײ⸗ḘᵘӾḘ

Å RSC Adv., 2014
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Ag ῢZnO ײַ ῶ ⸗ḑᵘӾḘ

ᾢῡ ṝῥᾔ-ה ῥᾔ

ZnO

Ag-ZnO

Å ⅝ ￼ZnO ιAg￼  ӔệZnO ἄѭp

ᶚᴁṀӌ

Å Ag   ￼ᶭזιᴵҨ ֹpᶚZnOᴁṀӌ ѭ῭Ḅ

ṽ ῶַײ ῷ
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ᾢῡ ṝῥᾔ- ḿ ︡ῥᾔ

ḿ ︡їᴴᴘ ײַ ᾛRe4C

Å Computational Materials Science 50 (2011) 1592ï1596

Ά Re4C ᴿ ︡ẘ

Å Re-CᴝḒ ῶ ᶽ￼ּכḒḸẙι Re-Cῶ Ặ￼ ᵀ

Å Re-Reѳ Ѽῶ ḧ ẙ￼ ᵀ
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Materials Studio ֧￼ ‛

É

É ṵṗᾭ

É ӌ

É Ḹẙ

É ḒḸẙכּ

éé.

Ḣ ︡ẘַײỈ Ᵽ ⁴ᶙ

Nature 510 (2014) 250-253 

Nature 493 (2013) 385-388 

ᾢῡ ṝῥᾔ- ḿ ︡ῥᾔ
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Ti3SnC2ַגּײ Ḧ ⸗ḑ ῶ ᴘ Ẵ ᵘӾḘ : ᴜⱣֿכ

ᾢῡ ṝῥᾔ-MAX גּ ῥᾔ

Å J. Am. Ceram. Soc., 94 (2011)3907ï3914

ᶃ 1 Ti3SnC2 ￼ѣ ᶺῢẻỗ

ҡỗḸẙᶃệιTi3SnC2 ֧א Ḅ￼Ṁӌ⸗ớψ

Ti3SnC2 љ Ti3SiC2 Ṅ א ᵃ￼ ι Ṟ♃εmetallic gray ζψ

Ti3SnC2 ᶼ ᾠῂ ֹ└כּ ᶹ￼ ѧ￼ӿḒ￼
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֪ḑῥᾔ-⸗Ḙ ӾḘ כֿ

Ů-ṮԒ αPCLβὓΏַײ αPPyβַײ ῶε⸗ḘεẺ Ᵽײַ כֿ

Macromolecular Research, Vol. 21, No. 9, pp 949-957 (2013)

⁴ᶙσ(Py)m-(Py-g-(CL)3)-(Py)n 
Ԏѧ (m,n)=(6,0), (5,1), (4,2), (3,3 ) 

ᾂᴩCL3ַײὓΏӇ

⁴ᶙ : (Py)m - [(Py)-g-(CL)3]￼ ᶹᴵ ӿ , 

ᶭז εPyζᴅӌ￼ᾭ ιmᶈ1ᵙ5ѳ

⁴ᶙ҆σ (Py)m-[(Py)-g-(CL)3]-(Py)nι

ᾂᴩCL3ַײὓΏӇ

Pyᴅӌᾭ ￼ᶭז

É ᶹӿ ￼ Ṥ֧҃א

É Ṿ ᴪ ιṀּכớᶭẶ

ԉ Ṧ₡ַײ ẘ₦ὓΏַײӇ ḽӾ
ẼᵟΉᶼײַ
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֪ḑῥᾔ- ▬ᾔ⸗₵ ḑҏὈ Ẻײַ ᵘῡ‬

ḑҏὈ Ẻ ḽԍῡ‬ ẼᵟַײҞ Ṑẘ⁴Ἠ

Å Polymer 52 (2011) 201-210

ḑҏὈ ײַ Ẻ ẵ ҹẵ
Ẽᵟԍ ḑ⸗ḿ♆ᵘῡ‬

῾F:α-CF2-CF2-β4 

ә S:  α-O-CF2-CF(CF3)-O-CF2-CF2-SO3H) 
₯ WσαH2Oβ10

PFSAαԅ ḒҐὭ‴ β ⁴Ἠҥצ Ẻ

ẇ - ↕⁴ᶙ Ἴᴘ⁴ᶙ-֫׆

ƣ@5Ὴרꜛ ζbεASFPᵙζaε↨ꜛ‮ Ḹẙ֫ṵ׃ ᶃ

Ɫ◦

 ◦x

 ◦y

јᵃ↨ᵍ Ὴת ᵙḫ ₩→‏ ⅝
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Ѭ Ӈַײ ᴄṕ ῶַ֪ײḑגḘ⁴Ἠᵘῢײַצ
ḑגḘζ֪ḑגḘ ῷ֪ײ⁴ẩַח

טּ ♩ᶪ

₯♩ᶪ

CATSAM_0

CATSAM_1

CATSAM_3

CATSAMs Ӌ Ѧ ᶡַײїᵂַ҉גּײӏⱴ

CATSAM_X (X = 0, 1 ᵘ 3) ᶇ ᶡӃ ײᶞַש ♆֪
Ṵσa, c, e ᾴ ơ(CφO) ַײ ♆֪Ṵτb, d, f  ᾴᶇ ₭
ҧᴢ pD = 2.2 ᵘ 5.1 ῪҬі ATR-FTIR ַײḪ ᶂ

֪ḑῥᾔ-ῑῡ ꜛ כֿ

Å J. Phys. Chem. C   116 (2012) 770


