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COVER

The cover image presents the three．dimensional normalized statistical

distribution of the hydrogen bonded molecules as a function of pair

interaction energy and acceptor-donor distance．On page 1891，ZHANG

酣a1．demonstrate that both geomeMc and energetic criteria have

deficiencies in determining hydrogen bonds．and extended criterion

involving both geomeMc and energetic thresholds iS recommended for

hydrogen bonding analysis．
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Synthesis of Ternary Hybrid Ti02-Si02-

POM Catalysts and Its Application in

Degrading Rhodamine B under Visible

Light Illumination

WANG Xiao—Xia XU Hua-Long

SHEN Wei RUHLMANN Laurent

QIN Feng SORGUES Sgbastien

COLBEAU-JUSTIN Christophe
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The high photocatalytic activity of Ti02一Si02-SiWI 204_under visible light il—

Acta P矗声．一Chim．Sin．2013，29(9)，1837—1841 lumination results from the synergistic effect among the three components．
’
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Research Progress of the Ti p-Cage

Formation and Its Folding Mechanism

WU Xiao—Min YUAN Xiao-Hui

XUE Shu—·Lei ZHA Ling··Sheng

WANG Guang-Li ZHANG Hai—Jun

Acta Phys．一Chim．Sin．2013，29(9)，1842—1850

A feW key residues(inwards)CO—

operated with special effects of

“non．key residues”(outwards or

with fluctuating orientation)as

the driving force for the folding

of the Trp-cage mini-protein．
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TiOJDye／Electrolyte Interface Modification

for Dye-Sensitized Solar Cells

LI Jing--Zhe KONG Fan--Tai

WU Guo·Hua HUANG Yang

CHEN Wang·-Chao DAI Song··Yuan

谨涤⋯dmiflcatoationoan ofeT囝2

core-shell Ti02

Ti07／dye／electrolyte inte rface modification

coadsorbent in dye bath

＼

a，dditive
in electrolyte

藤
＼_dye

Different methods of Tie2／dye／electrolyte interface modification(by modifying

Acta肋舻．一Chim．Sin．2013，29(9)，1 85卜1 864 Ti02，the dye bath，or the electrolyte solution)are reviewed in detail

THERMODYNAMICS，KINETICS，AND STRUCTURE CHEMISTRY

Molecular Recognition of Glycoconjugated

Porphyrin with Chiral Amino Acid Methyl
700
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Acta Phys．-Chim．Sin．2013，29(9)，1 877—1 885

Photodissociation Dynamics of Carbonyl

Sulfide in Helium Droplets

The surrounding helium atoms

ZHANG Cui．Mei ZHANG Zhi．GHe show cage effects on the photodis—
HUANG Cun—Shun ZHANG Qun sociation of carbonyl-sulfide doped
CHEN Yang helium droplets．

Acta Phys．一Chim．Sin．2013，29(9)，1 886—1 890
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Evaluation of the Application of Hydrogen

Bonding Criteria to DMSO Aqueous Solution

ZHANG Ning

CHEN Cong

LI Wei—Zhong
ZU0 Jian．Gno

譬孙簟]’翟q,q,i：、≮y。^、～

Hydrogen bonding in DMS；O／water mixtures iS studied by molecular dynamics

simulations using geometric and energetic criteria to determine the most suit—

Acta P而Ⅷ．。C而f所．所行．2013。29(9)，189l-1899 able criterion．

THEoRETlCAL AND CoMPUTATIONAL CHEMISTRY

Study of Hydrogen Adsorption on Pt and

Pt-Based Bimetalfic Surfaces by Density

Functional Theory g缸

GAO Zi-Feng CHEN Hao

QI Sui--Tao YI Churl·-Hai

YANG Bo．Lun

The addition of a 3d metal mono—

layer on a Pt(1 1 1)surface can

change the hydrogen adsorption，re—

vealing that 3d-Pt surfaces are like．

1y to have better dehydrogenation

activity than Pt．

Acta Phys．．Chim．Sin．2013，29(9)，1 900-1 906

Density Functional Theory Study on the

Adsorption of Dodecylthiol on Au(111)

Surfaee

FAN Xiao．Li RAN Run—Xin

ZHANG Chao YANG Yong-Liang

。越藏7燃
At low temperatures，the C,2H2sSH molecule prefers to stay on the top site，

when the surface temperature is increased，the S--H bond may be cleaved and

the H atoms desorb as H2，and the lying-down geometry of the C12H25S group

兰!丝!竺：：壁!!：翌!：!!!!：翌!!!：!!!!二!!!! !!!!里!!竺竺竺型鲨里!兰
Adsorption and DecarbonyIation Reaction of

Furfural on Pt(111)Surface ⋯h A

NI Zhe--Ming XIA Ming·-Yu

SHI Wei QIAN Ping—Ping

Acta Phys．一Chim．Sin．2013，29(9)，1916—1922

巩
沁甏‘

(C。H，O)CO

The reaction mechanism for forma—

tion of furan from decarbonylation

offurfural on the Pt(111)plane was

investigated theoretically．Furfural

formed an acyl intermediate by lOS—

ing the H atom from the branched

chain rather than direct decarburiza—

tjon．
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Hydrolysis Reaction Mechanism of 2,4．

Dichlorophenoxy Acetic Acid Metabolism ，-，，e殳
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Molecular dynamics simulations show that a size effect limits the rotation
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ELECTRoCHEMISTRY AND NEW ENERGY

Influence of the Potential on the Charge-

Transfer Rate Constant of Photooxidation of

Water over口-Fe203 and Ti-Doped a-Fe203

SHANGGUAN Peng—Peng

TONG Shao--Ping LI Hai--Li

LENG Wen．HHa

Acta脚，．一Chim．西疗．2013，29(9)，1 954—1 960

Numerical Simulation of Discharge Process

and Failure Mechanisms of Zinc Electrode

SONG Hui XU Xian—Zhi

LI Fen

．4cta鼬垆．·∞砌．Sin．2013，29(9)，1961—1974

矿
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S
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Potential can drop across the

Helmholtz layer of undoped and Ti-

doped 6c-Fe203 and influence the

rate constant of water photooxida—

tion．

A uniform distribution of transfer

current density during discharge is

expected for an ideal zinc electrode．

Increasing Specific Surface Area of(110)一

Oriented ZnO Nanosheets by Sulfuration-

Oxidization Treatment for Photoelectrode

Applications

WEI Yu—Long BAO Chun—Xiong

GAO Hao HUANG Huan

YU Tao ZOU Zhi-Gang

Sulfuration—oxidization treatment induces morphological change in ZnO

Acta Phys．一Chim．&玎．2013，29(9)，1975—1980 nanosheets．

Hierarchically Porous Carbon／DMcT／

PEDOT-PSS Ternary Composite as a

Cathode Material for Lithium·Ion Battery

CHI Ting—Yu LI Han

WANG Geng-Chao

≥3＼’、攀帮蔷，‘、、婴导≥C瓦枣a三坐芈
／、l■，

EDOT十PSS·—矿

HPC

aHPCIDMcTIPEDOT—PSS aHPCfDMcT aHPC

The activated hierarchically porous carbon(aHPC)／DMcT／PEDOT-PSS ternary

composite was prepared through a solution immersion and in situ oxidative po．

1ymerization method．The specific capacity and cycling stability of the ternary

composite were significantly improved by the absorption of aHPC and the sur-

Acta脚，．·Chim．Sin．2013，29(9)，1981—1988 face coating ofPEDOT-PSS．
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Synthesis of Na2MnP04F／C with Different

Carbon Sources and Their Performances as

Cathode for Lithium Ion Battery

ZHONG Yah．Jun

WU Zhen—Guo

GUO Xiao-Dong

SUN Shi-Gang

LI Jun—TaO

ZHONG Ben．He

HUANG Ling
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20．．=!!堕到 【_。21世里二一20量
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Four carbons sources，i．e．，stearic acid，citric acid，poly(ethylene glyc01)6000，

and 13-cyclodextfin，were used to synthesize Na3MnP04F／C composites by wet

ball milling and in situ pyrolytic carbon coating．A series of investigations con—

firmed that the sample prepared using citric acid had a micro—nano structure

and the smallest primary particle size，and exhibited the best electrochemical

Acta Phys．-Chim．Sin．2013，29(9)，1 989—1 997 performances
n⋯n；n 17ln一●··nl，H}nD fhr An●；一●nfl 1

Carbon-Based Supercapacitors with 6

Cut—off voltage／V
—1—2 5 2 6—_．r-一2 7

“

’’。。-一2 8 2 9一”；～3 0 A novel organic electrolyte，trieth—

。n‘十。—3 3 3．5

沪
ylmethylammonium tetrafluorobo—

Flexible Package 5

j 0 4 1
rate／acetonitrile+propylene carbon—

f

} ate，was characterized electrochemi-C
O3

’

～o 2 。

i， cally and its performance was com—

一

{
c’

黛嗣 pared with that of other electrolytes

HUANG Bo SUN Xian—Zhong 专4
ZHANG Xiong ZHANG Da—Cheng

3

MAYan—Wei
2

‘，。嘶01，0 2Z,／。0
3。4。5 at 3 V·

。0 1 2 3 4 5 6 7

Acta肋声．-Chim．Sin．2013，29(9)，1 998—2004 Z'／f2

SoFT MATTER

Synthesis and Gelation Properties of

Cholesterol-Based New LOW-Molecular-Mass

Gelators

XUE Min MIAO Qing

FANG Yll

Gels with excellent properties，such as room temperature gelation，thixotropic

Acta瞰”．-Chim．Sin．2013，29(9)，2005—20 1 2 properties，and gel film formation，were synthesized．

1maact of the Addition of Gnm Arabic on the 。。

}01 Hz

Interface Dilational Properties of Gemini 70
—●一C曲C The addition of 1％(w)Gum Arabic
—C1。8 C。

in Gemini surfactant solutionsSurfactants 60

j，／／＼墨嚣鬻 caused the interfacial tension and

the interfacial dilational modulus to

，50

≥<≥芦—心 show difierent trends．This was ex—

E

罨 40

XIONG Ke．Jie SHU Zhan．Xia 屯30

NIE Hai—Yu DU Feng-Pei
20 plained as an electrostatic interac—

10 tion between the Gum Arabic and

∥ 1∥， 10_5 surfactant molecules．
c／(mol L)

Acta Phys．一Chim．Sin．2013，29(9)，20 1 3—20 1 8
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CATALYSIS AND SURFACE SCIENCE

Adsorption of CoOI)and Ni(II)on 104

Beishan G啪ite．Surface c。mplexati明 ／一
M0deland u眦盯Free EnergY Relan叫3mp

，⋯ ／ The adsorption of Co(II)and Ni(II)

亳”。 ．墨乡形。 、∥ on granite was quantitatively
inter-／?’————————，———P，f： 、，

CHENzong—Yuan zHANGRui

Y

1。，二。一’

：

／／’-．
、、 preted by a model with one cation

YANG Xing．Long、vu Wang—suo ，／7 1 c 10n：d!o1衄er_i
exchange react

GUO Zhi．Jun LIU Chun．Li
刑

4 6 8
spnere surtace comPJexat】on reac-

p“tlons．
2XNa+Met==X，Me+2Nal

o=SOH+Me’．‘jSOMe‘+H+

{-：SOH+Me一++H．O—iSOMeOH+2H+

Acta朋垆．-Chim．Sin．2013，29(9)，2019—2026
I，■，k^●^^t^⋯*：^．一J^一：^⋯一■■1■【L‘a u■^lllIIIUILI■n n儿u^I儿¨I‘3 UII

Heterogeneous Oxidation of Carbonyl Sulfide ⋯、 !r⋯imeth．ylamif”

Ammonia and amines pre·adsorbed

zHANGHshuan-Qinn K-NG L营g。D．。＼＼ u

r一甜⋯”⋯*dJANSEN 200

on hematite enhanced the reactivity

ZHA0 Xi
。 ＼-’‘毫交卜 of carbonyl sulfide and different

amines affected the reactivity dif-
CHEN Jiall．Min ⋯ ＼．。=<芝芝，¨

ferently．

0 30 6C 90 120 1 50 180 210 240

Acta P协．．Chim．Sin．2013，29(9)，2027—2034
“⋯“

‘2一●hno；D nn，l，、k⋯^●d-：口‘。●{⋯f
V一⋯⋯一～一一⋯一’⋯一⋯。一。
Nanosheet ZSM-5 Zeolites with Difkrent

黔¨。一二1 Syntheses of nanosheet ZSM一5Si02，A1203 Molar Ratios

ⅥANG Wu—Gang ZHANG Shao-Long

陵_；
zeolites with difierent Si02／A1203

molar ratios were investigated in
I

ZHANG Lan．Lan WANG Yah detail and a three-phase region for

LIU Xiao-Ling GONG Yah—Jun synthesis of the nanosheet ZSM-5

DOUTao zeolite was provided．

ACla rnys．一LRim．Jj门．ZUl3，zy【yJ，20．．t)-ZOotO

Selective Oxidation of 4-Methoxymandelie
2 5

Acid4CataTh。。。pp。，。。mp。。xddi。p。。y。d。x一
Binu1leoncellentlcatalyticsability for the se．
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Acta Phys．．Chim．Sin．2013，29(9)，2041——2046
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Effect of Surface Promoters-Modifying on

Catalytic Performance ofCu／ZnO／A1203

Methanol Synthesis Catalyst

HAO Ai-Xiang YU Yang

CHEN Hai·-Bo MAO Chun·-Peng

WEI Shi·-Xin Y1N Yu·-Sheng

Acta朋声．一∞拥．Sin．2013，29(9)，2047—2055

Zr02，as a surface promoter,can im-

prove significantly the catalytic per-

formance and thermal stability of a

Cu／ZnO／A1203 methanol synthesis

catalyst．

PHOTOCHEMISTRY AND RADIATIoN CHEMISTRY

Enhanced Photoluminescence Properties of

CaF2 in CaO·-CaF2··B203··Si02 Glass Doped

with Sm203

QIAO Yin··Po Y1N Hai-·Rong

ZHANG Yan—Bin PAN Yun—Juan

QIAOLu LIUTing
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The emission intensity and fluorescent lifetime of CaO．CaF2-B203一Si02 glass

doped with samarium oxide can be enhanced and tuned by the CaF2 content in

Acta肋声．一Chim．Sin．2013，29(9)，2056—206 1 the glass matrix．

PHYSICAL CHEMISTRY oF MATEIUALS

Mono。dispersed Zn2Ge04 nanoribbons were synthesized via a microwave hy．

drothermal method，and were found to show high photocatalytic activity with

Acta P曩炉．一Chim．Sin．2013，29(9)，2062—2068 high surface area and less native defects．
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