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COntents

On the cover：’Ib solve the problem of 10w accuracv and coverage

of protein sequencing，a method of continuous digestion using Var—

jous non．specinc proteases has been developed．And a sequence

assembly algorithm was developed to comprehensively score the

amino acid to further imDrove the accuracv of sequence assembly．

Using this method，the accurate sequencing of Herceptin was real—

ized．『Yi—Chu Shan Pf臼，on page 663—669．1

Research PrOgress in Organjc SOlar

Ce¨s Based on Sma¨ MOIecuIe DO-

nOrs and POIymer AcceptOrs

Junhui Miao， Zicheng Ding， Jun Liu术，

Lixiang Wang

爿c砌C协i州．所”ic日202l，79(5)，545—556

MD／PA—type OSCs

The tVDe Of DOlVmer acceptOrs

Taking the diff色rent types of polymer acceptors in the actiVe layer as the main line，the

research progress of organic s01ar cel】s based on small molecule donors and polymer

acceptors is summarized．

II h卸：／／siocloumal舢 ◎2021 shall曲ailnstituteoforganjcchemis仃y，chineseAcademy ofsciences 加埘@，卅所”fcd 202l，79，II—V
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Recent Advances in Substituent

E什ects 0f Bl ue Therma¨y ActiVated

DeIayed FIuOrescence Sma¨ MOIe-

cuIes

Thermallv activated delaved nuorescence(TADF)materlals haVe attracted lncreaslng

attention f'or highly efncient organic nghting—emitting diodes due to thelr l UU，o Intemal

auantum efHciencv without the aid of noble metal atoms．HereIn，the substltuent ettects

Tao zhou， Yue Qian， Hongiian wang， of small—m01ecule D—A(dono卜acceptor)type and multlple—res09ance type bl。磐1 ALJr

Qua唧u胁萨mghai x渺，wei Huang 嚣：。淼盎鉴j i：1裟篙薯掣。鬟踹热；蓦测蒜；篙錾。嚣船需Were SummanzeQ，ln LIle nopc ul pIuVIu儿1苎‘1lco LJ V(1(1010儿oo M⋯。⋯16⋯⋯。J～
爿c，口C话f，卵．．s_f”fc日2021，79(5)，557—574 thesis ofhi2h—ef6ciency and stable blue TADF molecules．

SignifiCant lnfIuence Of

Packing in Aggregates on

trOnic Properties

MolecuIar

OptoeIec-

Jinfeng Wang，Zhen Li木

爿c砌C协iⅢ．Si，?七口2021，79(5)，575—587
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S{ngle moIecuIe MoIecular packjng Prope代Ies

Recent Progress on Mixed COnduct-

ing 0xygen Transport Membrane Re-

actors for Water Sp¨tting Reaction

H20 H2

cataIyst

0TM

cataIyst

Reducing gases(H2，CO，CH4，C2H6，efc)

恐恐苫黧Wa峨Ⅻ哦ng孙胪， 筹嚣詈笛嬲篙篇i荽黜曼怒：、；罴嚅。蕊耋嚣￡裂字淼：WeisnenYans 器嚣‰黜黑高裟笳裟鬻黧：：蒜善黼：：筹茹i蒜；黼0嚣蒜一brane nlaterlals，catalysts an0 Opera【lOrl conu儿IuIls Lu LIlc waLcl 3pl儿u¨苎儿1⋯u1’⋯帅u1
爿c向C协i，”．Si，zjc以2021，79(5)，588—599 brane reactors．

爿c，d C☆f卅S，”f(，d 2021，79，II——VII ◎202l Shall曲ai Tnstimte ofO唱anic chemistry，chillese Academy ofsciences http：／／sloc勺oumal cn III
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Research Progress on the Synthesis

0f COValent 0rganic FramewOrks and

Their App¨cations in Tumor Therapy

The svnthesis methods of covalent organic frameworks(COFs)mainly include sol—

Tao Wang，Lu Zhao，Kewei Wang，Yunfeng vothermal synthesis，mechanochemical synthesis， microwaVe synthesls， lonotherrrlaI

Bai术，Feng Feng木 synthesis，interf．acial synthesis，room temperature synthesls and nanoscale synthesl8：。 。

Their applications in tumor therapy can be divided into chemotherapy，photothennal

爿c胁(劢im．Sf肝ic以2021，79(5)，600—613 therapy，photodynamic therapv and combination therapy．

Advances in Detection of Epigenetic

MOdi们catjOn—— 5-Hydroxymethyl-

cytOsine

Chen—chen Li， Hui—yan Chen， Yue_hong

Dong，Xiliang Luo术，Juan Hu木，Chun—yang

Zhang木

4ct臼C自f聊所门fc口202l，79(5)，614—627

PrOgress Of N0n-Nucleoph¨ic Elec-

trOlytes fOr Magnesium，Sulfur Battery

冷令 ：5小mc七joan

s竺置筌d．n DNAcys七iotin
modmed

。

ma口ne廿c beads

；越
需滋越

The recent advance in the detection of 5一hydroxymethylcytosine(5hmC)is reViewed in

this paper，and the challenge and trends ofthis area is highlighted as well．

■
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Wanfei Li水，Xin Li，Haiyan Fan，Jianhua
Magnesium／sulfur(Mg／S)battery is a promising energy storage system due to its high

xiao，Qianqian Liu，Miao cheng，Jing Hu， ene；gv density’low cost，and hi曲safety．Development of non—nucleophilic electrolyte is

Tao Wei，ZhengVing Wu，Yun Ling，Bo Liu， critical for realizing high perfbmance Mg／S batteries．The recent research progress on

Yuegang zhang木 synthesis method， cation stnJcture analysls， and electrochemlcal characterlzatlo鼍 o：。 。 。

electr01ytes with mononuclear^binuclear，and multinuclear Mg cations are summanzed

4c幻C协f珊．研胛fc口2021，79(5)，628—640 in this review．

IV h郇：／／siocooumal cn @202l shall曲ai mstitIlte ofO唱a11ic Chemis仃y，chinese Academy ofsciences 爿c旭∞im si”z∞202l，79，II—VII

，皇3_蚺0C曩辱E
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Research PrOgress Of Key MateriaIs

for S0dium．selenium Batter．es

BiXia Lin， Yingshan Huang， Shuai Chen，

Zhenyu Xing幸

爿cf日lC协f研．所胛ic口2021，79(5)，64 1—648

Sodium—seIenium batte“es show some adVantages in stationary ene唱y storage．The use

of carbon substrates fbr selenium cathode in Na—Se batteries have been studied．and

acquired great progress in recent years．These carbon materials include Se／carbon tubes，
Se／carbon cellulose nanosheets，Se／graphene conlposjte，efc．

Copper(I)-CataIyzed Asymmetric

Desymmetric IntramoIecular AlkenyI

C——N CoupIjng Reactjon

Zhuoji Deng，Yifan 0uyang，Yunlin Ao，

Oian Cai+

4c，日C协f朋．所门ic口202 l，79(5)，649—652

R2

2

13 examDles

58％～93％yieId．up to 81 5：18 5 er

L4

OMe

A copper—catalyzed asymmetric intram01ecular C——N coupling of 2一(3一iodoallyl)一
malonamides Via desynlmetrization is developed， affbrdjng chiral 2一oxo—l，2，3，4一

tetrahydropyridine一3一carboxamide products in high yields(58％～93％)and moderate

enantioselectivities(up to 8 1．5：1 8．5 P，|)

Hartree—Fock and Density FunctiOnaI

曼a!?u
oat-ons on Graphics Processing

ln￡el c。re i9．9900K

Unit
⋯。⋯～ ⋯‘

Yan Wang，Yingqi Tian，Zhong Jin木，Bing—

bing Suo半

爿c幻(功fⅢSj胛ic日202l，79(5)，653—657

NV儿)IA 20SOTi

AMD Radeon VII

NVIDIA Tesla V100

NVlDIA A100

J-mat r．x formation(6-3lG)

Speedup

SCF time(B3LYP／6—3lG)

86．g×

Intel Core i9—9900K NVIDIA A100

The details of the graphics processing units((jPUs)一accelerated Hartree—Fock and den—

sity functional theory(DFT)algorithms are presented．The program employs OpenCL
platform，which can be executed on a va“ety of computin2 devices from dif诧rent com—

panies as AMD and NVIDIA GPUs．The benchmark calculation shows that the algo—
rithm implemented on the GPU can achieve up to 1 48一fold speedup over a serial CPU

imDlementation．

爿c招∞，坍S，"fc口2021，79，II—VII @2021 Shanghai InstitLIte 0fo唱a11ic Chemis时，Chinese Academy ofsciences http：／／siocooumal．cn V
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CO-catalysis OVer Bi-functionaI Ligand

Based Ir。cataIyst for Tandem Hydro。 R／飞
formyIatiOn-acetalization ReactiOn

Da Yang，Longli Zhang丰，Huan Liu丰

Chaohe Yang

爿c，日(确f疗7．Sf玎icⅡ202 l，79(5)，658—662

r／L2

CO／H2

CHO

R～叫。。R人
aIdehydes

—R心∥引×旦唑R八人侧+上
acelals

“Phosphino—phosphonium”bi—f、unctional ligand L2 based『Ir(COD)C112一catalyst efn—

ciently accelerated the tandem hydrofbmVlation—acetalization reaction． In L2， fhe
phosphonium group not only acted as a Lewis acid organocatalVst to drive the sequential

acetalization of aIdehydes。but also contributed to the svnergetic catalvsis fbr the Dre—

ceding hydrofbrrnylatjon through stabi“zjng Che『I．_acyl inte丌11ediaCe with the phosphine

group cooperatively．

Fu¨-Iength PrOtein Sequencjng Based

on ContjnuOus Digestion Using

Non-specific PrOteases

Chao Yang，Yi—Chu Shan木，Wei—Jie Zhang

Zhong—Peng Dai，Li—Hua Zhang木，Yu—Kui

Zhang

爿c，订C’矗jⅢ．所胛ic口202l，79(5)，663—669

^^^
、¨’pM“Pm‘Ⅲ。 ‘I一_、，’

r——扒．一，、^
。————1／^^^
c¨n“n⋯Ⅲ删0n—y‘、一^”

^，、^

DⅢ⋯。qu⋯jnR ““008”‘

。三三r一篓点≮。。s蛔uPn㈣-删h睁l EP口NLLK口“

A fUll—length protein sequencing 111ethod based on continuous di2estion usin2

non—specinc proteases was deVeloped．A continLIous enzymatic digestion device was

constructed，and a Variety of non—specinc proteases were used to continuously digest the

proteins．Taking advantage of the non—specinc cleavage sites of non—specinc proteases，
the compIementarity of peptides produced at dif亿rent time and bv dif先rent kinds of

enzymes，the type and oVerlapping degree of digested peptides were improved．Finally，
a sequence assembly algorithm was developed to assemble the peDtide sequence．The

developed method was applied to the sequencing of bovine senllll albumin(BSA)and

monoclonal antibody Herceptin．Excluding Ieucine and isoleucine，f．uIl—length de novo

sequencing was achieved with 1 00％accuracy for BSA and Herceptin light chain．

AccuracV ofthe sequenced Herceptin heaw chain was 99．7％．

Study On the COnstruction and PrOp-

erties Of Bacte r．aI Ce¨ulose．Based

CathOde fOr FlexibIe Zn-Ion Batteries

Xinxin Zhang，Rong Liu丰，Lei Wang木

HOnggang Fu

爿c，口C协j脚．研，7ic日202l，79(5)，670—677

电+
^N

The bacte rial cellulose／polyaniline／carbon nanotubes(BC／PANl／CNTs)electrode was

prepared Via a simple加一』im p01ymerization with subsequent vacuum nltration．The

BC／PANI／CNTs possesses a three—dimensional(3D)porous structure．As a nexible

cathode for Zn—ion batte—es(ZIBs)，the BC／PANI／I：NTs deIivers hi2h sDecinc capacitv
of 157 mAll／g and 1．148 mAh／cm2．The assembled quasi—s01id—state ZIB eXhibits a sDe—
citic capacity of 1 09 mAh／g，and over 90％of the capacitv is retained after 200 cvcles．

The BC／PANI／CNTs electrode has high flexibility and electrochemical perforrnance．
and therefore provides a feasibIe scheme for the scaIable apDlication of flexible ZIBs．

VI hnp：／／siocooumal册 @2021 Shall曲ailnstitLlte oforgallic chemis仃y，ch访ese Academy ofsciences 爿c埘西，卅肼?，c订202l，79，II—vII
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PreparatiOn and EIectrochemicaI Per-

fOrmance Of MacropOrOus Ni—rich

LiNio．8COo．1Mno．102 CathOde Mate r_al

Tongxin Li，Don91in Li牛，Qingbo zhan昌

Jianhang Gao，Xiangze Kong，Xiaoyong Fan，

LeiGou

爿c，“(确im．Si甩ic口202l，79(5)，678—684

Cvcle Number
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o

The macroporous LiNio 8Coo 1Mno 102 exhibits superior cycling stability compared with

the nanopanicle LiN沁Coo lMno 102．

爿c胁of巩S加fc口2021，79，II VII ◎2021 Shan曲ai Instimte ofO唱anic Chemis仃y，Chinese Academy ofSciences http：／／siocooumal cn VII
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19c化学学报汾202 1编辑委员会会议成功召开

2021年4月20日晚， 《化学学报》2021编辑委员会会议在珠海召开。唐勇、周其林、冯小明、孙世刚、

田禾、王利祥、帅志刚、陈鹏、游书力等60余位老师出席了会议。

周其林主编首先致辞，他感谢大家一直以来对《化学学报》的支持和贡献，同时也对《化学学报》近

年来取得进步表示了肯定，并点明了这次会议的主旨。编辑部杨侠介绍了《化学学报》的历史、改版历程，

汇报了期刊及编委会近年工作情况。随后，举行了《化学学报》编委会换届仪式。换届仪式上，唐勇代表

主办单位中科院上海有机化学研究所、中国化学会对上一届编委会的工作给予了高度赞扬，同时对周其林

主编表示了衷心感谢，并向其颁发了荣誉证书和奖杯。游书力代表主办单位中科院上海有机化学研究所、

中国化学会、《化学学报》编委会、编辑部向新任主编唐勇颁发了聘书，并表示祝贺。唐勇主编向冯小明、

孙世刚、田禾、王利祥、帅志刚、陈鹏等出席本次会议的副主编颁发了聘书，并表示祝贺。随后，唐勇主

编及各位副主编向到会编委颁发了聘书。接下来，唐勇、周其林、冯小明、孙世刚、田禾、王利祥、帅志

刚、陈鹏、游书力、龚流柱、黄培强、卜显和、胡文浩、张万斌、俞飚、焦宁、张先正、焦宁、张俊良、

吴劫、王剑波、邵学广、曹荣、胡征等各位老师相继发言，对期刊的发展建言献策，进行了热烈的讨论。

会议肯定了改版以来的成绩，总结了工作经验和上一届编委会的工作情况，完成了编委换届工作，确

立了以唐勇主编为首的新一届编委会，制定了期刊发展的新目标，探讨了提高期刊学术质量、影响力的措

施和办法，强调了与时俱进、加强期刊宣传、提高编委活跃度等措施的重要性，为《化学学报》今后的发

展指明了方向。

会议期间还举行了《化学学报》2019年最有影响力论文奖颁奖典礼，李迪、樊春海、姚英明、朱晨、

刘育、王贵领、陈传峰、雷爱文、廖春阳、周剑等作者的9篇文章分别获奖，周其林、田禾、孙世刚、王利

祥向到会获奖作者颁奖并合影留念。

换届仪式

大会现场 论文奖颁奖典礼
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