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On the cover：Due to its flexibility．tetravalent—anion nature and

capability that accommodates bimetallic ions and stabilizes various

oxidation states of uranium，a flexible octadentate polypyrrollic

Schiif-base macrocycie shows the complexation of two U“ions．

Compared with the tri—and tetravalent analogous．it iS found that

the uranium oxidation state iS able to tune the energetic matching

between the highest--energy occupied orbital of ligand and the adja-·
cent 10W．energy metal—based orbital．as well as correlates with the

metal．1igand electron transfer and the diuranium multiple bond

number．[Pan，Qingjiang el a1．on page 457—463．】
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Dearomatization Reactions
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Recent examples have demonstrated that gold--catalyzed dearomatization reactions pro--
vide a unique and straight way to construct highly functionalized molecules with diverse

three·dimensional structures from simple aromatic compounds．

Research Progress in Ketonization of

Biomass-derived Carboxylic Acids

over MetaI Oxides

Ding，Shuang；Ge，Qingfeng；Zhu，Xinli8

Acta Chim．Sinica 2017，75(5)，439·447
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The surface—structure，acidity and basicity，reducibility ot metal oxides affect activity of

ketonization of carboxylic acids．Various mechanisms have been proposed for ketoniza—

tion based on different reaction intermediates．
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21 examples，yield up to 95％

PotentialN vs Fc／Fc+

T、vO isomers of Tb(a C。，were isolated by three—step high performance 1iquid chroma—

togl‘aphy{HPLC)isolation The carbon cages of solated Tb(ajCx，isomers are estimated

to be of C、and C、synlnletry+respectively．and Tb atom iS encapsulated in carbon cage
at a valence state of+3 Tb庀￡CK，(I)exhibits two pairs of reversible oxidative and five

pail‘S of revel‘sine l_eductive peaks，and Tb(wC×，(II)shows one reversible oxidative and

Six reversible reductive ones．It iS coneluded that the symmetry of Cq，cage has 1ittle

effeCt on the reduction potentials but great effeCt on the oxidation potentials of Tb西／CN，

SOlllerS

Structures and Uranium．Uranium Mul-

tiple Bond of Binuclear Divalent Ura-

nium Complex of Pyrrolic Schiff-base

Macrocycle：a Relativistic DFT Probe
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Zhang．Hongxing；Sift．Weiqtm8：Pall

QinNian94
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A relativistic DFT pl‘obe has been cal‘ried out on the divalent diuranium complex of a

single macrocycliC 1igand．Its triplet state was found as the groLmd state．Structural pa—

rameters．moleculal’Ot’bitals and OTAIM analysis all indicate diuranium multiple bond—

ing nature．Comparison with tri—and tetravalent diuranium analogues finds that the ura—

nium oxidation state call tulle energetic match between the highest—energy occupied

Ii_-．and orbital and the adjacent 10、、一eneltyy metal—based orbital．as well as correlates with

the electl‘on trailsfer between nletal and igand and the dim’anium multiple bond number．

r，“Chim Sinica 2017．7j．414—1 7 。201 7 Shanghailnstituteot、()IganicChemistD"．ChineseAcademy ofSciences ⋯p：／／siocjounlal cn 41 5

够

万方数据



垒!：!垒三竺!竺!!垒兰!型!竺垒_篁叠Ⅱ盈回___
Corn prehensive Study of the Effect of

DPE Additive on PhotovoItaic Perfor-

mance of 5，6-Difluoro-benzo-【1，2，51-
thiadiazole Based Donor·acceptor Co-

polymers 、
／

08H171
OtoH2t

PBT2F·TT『PBT2F-丌-a f
基

{一5
≮

==暖I：瑟篡’拶／／t—iPBT2F·丌-a(wfth DPE) f／

PBT2F一丌《Ⅷtho ul 0PE) Ⅳ

iPBT2F．TT(with DPE) 舻，

i-,,hout
o；,,PBT2FSe with
DPE，。，

未譬多
．。0p。7

>
C8H1 7弋

C10H21

Zhu，Xin；Zhu，Kai；Sun，Bangjin；Fan，
98725。3。

Jian丰：Zhou，Yi：Song，Bo丰The DPE additive led to the large enhancement in^c
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blends．which was comprehensively investigated by means of AFM，TEM，alternating
Ac’ta Chim．Sinica 2017，75(5)，464·472 current impedance spectrometry,．and space—charge—limited current analysis．

Synthesis and Gas Sorption Proper-

ties of Microporous Poly(arylene

ethynylene)Frameworks

Xu，Jiawei；Zhang，Chong；Wang，Xun—

chang；Jiang．Jiaxing+：Wang．Fen94
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HydrOdesulfu r．zation Performances of

Pd Catalysts SuppoSed on ZSM-5／

MCM-41 Composite Zeolite
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Yang，Xiaodon94：Wang，Xinmiao；Gao，Pd／Z—MCM一4 1 exhibited tile highest HDS activity and excellent stability．Its enhanced

Shallbin：Wang．Anjie HDS performance may stem from the mesoporous structure and uniform distribution

acidity of Z—MCM．4 1．The acidity of mici‘oporous zeolite jntroduced to mesoporous
AL：la Chim．Sinica 2017，75(5)，479—484 1naterials was beneficial to tile improvcITICnt ofHDS activities．

416 http：／／sioc-jounlal．ell @20I 7 ShanghailnstituteofOrganicChemistry．ChineseAcademy ofSciences ．4etaChim Sinic。a 2017，75，414—_417

一．矗百∈E一，p∞qJo∞口仍^oo

孚／^=2右。面∞∞亡。至∞>LJoo

万方数据



Synthesis and Electrochemical Prop-

erties of Nitrogen-Doped Pa rtially

Graphitized Carbon／CobaIt Iron Ox-

ides Composite

Li．Tiantian,Zhao．Jiknan8：Li．Yao：Quan，

Zhenlam XLI，Jie

．4(’，“Chin7．Sin&‘(，2017．75(5)、485—493

Theoretical Insight into the Catalytic

Mechanism of Enoyl—CoA Hydratase

Zhang．Yu；Yang．Xinya：Yu，Haiying：Ma

Guangcai*

．4eta Chi,1 Sink·“2017．万(5)，494—500
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Study on Selective Photocatalytic

Oxidation of Ethanol During Ti02

Promoted Water-Splitting Process
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CoFe-瑚s／c0罟‰o。
N—PGC

ICoFe．TMOs

Nitrogela—doped pal‘tially graphi—

tized carbon／coball iron transi—

tion inetal oxides nanoc01nDOsife

f N—PGC／CoFe—TMOSl llas been

snccessfuIly Dl_epm‘ed by simple

copreclpltatlon method and caI—

clnatlon treatment， using tile

biopolymer chitosan as structure

directing agent and Ol’ganic pl’e—

cursor．The N—PGC／CoFe—TMOS

nanocomposite is of superior

electrochenlical pl‘opel。ty to CoFe—TMOs(pure oxides)．PGC／CoFe—TMOs(composite

without nitrogen doping)．and N’一PGC／CoFe—TMOs(composite with]owel‘carbon COIl—

tent)．
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Enoyl—CoA lly&‘atase(ECH)catalyzes the¨’t／

llydration of“．∥一unsaturated thiolester sub—

strates．DFT calculations suggest that hydration

reaction proceeds through a stepwise mecha一

⋯ 11iSlll，involving all enolate intcl‘nlediate．Glu 1 44

and Glu 1 64．as wel 1 as tile hydrogen—bonding

networks surrounding Glu 1 44 and GlU 1 64 are Of

great nnportance Ibl。catalysi S．

An uniforln Ni—rich LiNi(1 5Co¨_二Mn¨302 microsphere with all avera。oe dianletel‘of(YI 5
L⋯1 and tap density of二．I g／cmj has been prepat’ed by tile carbonate CO—precipitation

method．This as—tgepared matel‘ill has a well—01‘dm‘ed“一NaFe02 structure with stable

in—plane[43 X,73]R30。ordering in the transition—nletal layers．which endows this
cathode excellent rate pel’fornlance and high enellgY stoI’age capability．

0H diffusion
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HaGHO+CH3CH20H_2CH3CHOH

上c。u一··n。
cH3eH。H

CH3CHO

The generation and dit'fflsion of·OH floin the sur|'ace of P25(800／；anatase)tO bulk SO—

lution is a key'step tO inhibit the coupling reaction ol’“一hydroxyethyl radicals tO produce

acetaldehyde ol_oxeroxidation pl‘odLlcts．The lack of mobile‘OHi on l_utile Ti02 nlakes

the photochenlical reaction between acetaldehyde molecule and ethanol molectlle lllOl‘e

facile tO OCCLII"in the heterogeneous systeln．
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