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[E 55 Be s #2om 7 H 6 H EFF AT E 5B H 552, W al Bt fr r b s

JFE R AT R AR, HUGEN (SR SCRF O A St 58D 2 UERH, K&
QB2 R REL AR, RANRBRARNL. ZEE R BOR IR, Si% R4
g BRORSOAT D ORES . 2k B . SRR B SR BOR, DAl o pp e A
BRI ARSI, & ST B EE 25 R S . BRSNS T AR A BRI, st
WG BIRIAEREDE 7T, F5 e [ GHr 20 A AR AL .

HAT, (IHR) 2XHMARAM. 2024 44 3 HAAMK) (O7%) KAEBRE WAZ O
HREEA:

QBTG E W H S SR - 5K BT+ TR D AL PRI PR 75 SR+ W B s R
WA B RUSCRF I BORBIE A T o) AR IR R 7 2480 U REv2 8 . 40
BRI N DR BELAVIR DL, B L 2 e AN VP A B A S5 i BRI 7

HL A SCRF 50T A5 1 B B RGBT B i e, RBUBUTEZ5Y) . DRAEY)
2y, BT RLEE R AN v TR 2 AR RS SR BOR . PR LE 2 T E N
(ALER SN A D VRAERE Be SRR Ebe = W P = P ATE 50 N9 S 2 | 1 M C 4=
PR S, FERITEL AR UEMALIRTT . mRNA i SR A
SR A UL K B R R AR 2 T IR R 2
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FEZP IR, 53 F R D7 AR HERR TN A 5 U7 T PR . FH T2 x4
PO BR AT AT AN BE 58 2 HER UL S AR 4 2 1 - AR AR ELVE ], 3 BUREIDL 7T e A0
T T F) 4 22 A0 AN HERR 12 o DL BH 25RER 7 8 LIU HH S80T 7048 1 “ XS #%7E7> ML,
ZT @ 155 A CUREE VR YT R AN 20 2 TSR S T AT T R
i FH 19374 ThAEFE T ChEMBL (19 A4EW0iE Ve RS 18 F B A L85 2 ) FNUR B 2 2) 1
ARBEAT 710 o I8 I F 2 PR S Z VAT T2 IR, Wik BN I,
DUDE, DUD-AD #1 LIT-PCBA ##i4, Jtxi &7 ) B Je 5 25WikAT 17 Z 4850
TIRE TR S, B9 TRHER R AR . @ B S ML (GCN) I Th g S 24
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12 8% & : LIU HH, et al. Docking Score ML: Target-Specific Machine Learning Models

Improving Docking-Based Virtual Screening in 155 Targets. J. Chem. Inf. Model. 2024
https://doi.org/10.1021/acs.jcim.4c00072
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2058 N R A VR RO B R R AE PR, SR, AR iz . SR,

A — MR ZE A0 . AT RAMAZET hsqc B/ 70 TR 8 R £R
(SMART) X} K4 & 75 (Sinularia pedculata) #4177 RFERIMLFEI T, DELEET
31 AMER iR E Yy, b EdE 6 ML E. AR, JIME R
AN R P, HH] NO BIF=A . ZEE T R (SAR), KILHFIE
YriE e R FEIEEUN S 8 A 9 BT LUE ] NF- x B F1 MAPK 15 5 %
P JERE, Pk D FERE K1 (1) 73 o A5 AR I B BR 4 (DS S) 5 3 1) s M 46 1 78 /N Bl
B, 8 F1 9 FRILH RIFMHLRAERFME R S5l - K68 /T, X9 cembranolides
VE NI M 25 i 96 (UC) 25 ) S A 1L 138 100 LA o

12 8 kK : CUIYY, et al. The First Discovery of Marine Polyoxygenated Cembranolides as Potential
Agents for the Treatment of Ulcerative Colitis. J. Med. Chem., 2024
https://doi.org/10.1021/acs.jmedchem.4c00950
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Al RSB — s B YR ILF & DrugFlow

2024-06-26
T K 2 32 ZE 254 Journal of Chemical Information and Modeling b & %18

3 {DrugFlow: An Al-Driven One-Stop Platform for Innovative Drug Discovery), #i
T 7 —uh B AV KT & DrugFlow. X2 — M AN TE IR —ui - F &,
ALY — AT M T A, PLRAC RGP A TAR AR . B
SEERL— RAVBIFI N TR ek, A0 TX . ERE M-I R RER. 7
TH R ADMET(Hc 204 AR RN 251 ) TN AT K 40L97 1%, DrugFlow 7]
PO RS2 KB LT B A SR B B A R N LR RE R T 58, A d
oA a3t . fEE A BRI SRR EHMMERIES, LI EIEL
S SR RUR L. 1% T 5 AIAE https://drugflow.com 3845 .

12 &k % : CHAO, etal. Chem. Inf. Model. 2024. https://doi.org/10.1021/acs.jcim.4c00621
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NTERANNK D THEBNAI RIS T a ML R . 2R, Ak
73T IAESRAN AT ] G T N LR BEBOR 1 D B R Y 1 BBk AT H U
KA Jiang Xiaoying 57K 1 — Rt sl 2 ST, BLoR& MSkar 128
FIRAS 5 ) R IS BR 7 T TA) (R 22 00 o IR DA 257 s SASEAR o FH A R A B
DR s, R IR TR S B TN A o3, TR IR S2E AT S X2 A0 24 WD ARALLEE T, 1
O] G BPEANZGIARBLE o B FZ AR BTt 1 4B JOREAH SR 32/ CXCR4 (13 1k
5, JFRREE AL SR A R S & TS T AERE R (ARSI P s
B, —se T RIV AT CXCRA MPLRIEE . RImRE L&Y XVI 22
fif 7 SAEVE R R OGREIR, IR & B 2B T2

4’%; »g: %/E’\ .
JIANG Xiaoying, et al. Synthetically Feasible De Novo Molecular Design of Leads Based on a
Reinforcement Learning Model: Al-Assisted Discovery of an Anti-IBD Lead Targeting CXCRA4. J.
Med. Chem. 2024, 67, 12, 10057—-10075. https://doi.org/10.1021/acs.jmedchem.4c00184


https://doi.org/10.1021/acs.jmedchem.4c00184
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NOD2 i) FOCUS: #FAHFPAIERIVLSS¥ I HELEHED IBD 25
IR IR

2024-06-06

JnZ= K Toronto K2 Choudhary Ruhi Z8Hff 57 7 —Fa] sg il P A0S A AE 22
(FOCUS), XN 254 K I & B i€ il 1 A2 L A8 5 ST . FOCUS 2L 1 ik
TV FEIR, R T v SRS LA (PPO) K45 F 5 F R E M R (MCTS), LU R
RAL A H] . B A BB AR RE 2501 SMILES oK, fiibILtt NOD2. PEP f1 MCT1
AR B R PSS G TR . 2R B S R, VPR T TR R 1
F P s s A& KBRS ¥ R %% . FOCUS #H SHAP #1 LIME %5 TR, 424t 7 —ANiE
(R R LR oA, SRR BRI A BLAR S5 D fE . 5 Muramyl — ik(MDP) I ELER
W FE R B, FLAH BAE S Bl . FOCUS Koo it bLes 5 21 5 & K 14 &
I 7 25 R IAE .

1% 8% % : Choudhary Ruhi and Mahadevan Radhakrishnan. FOCUS on NOD2: Advancing IBD

Drug Discovery with a User-Informed Machine Learning Framework. ACS Med. Chem. Lett. 2024.
https://doi.org/10.1021/acsmedchemlett.4c00148
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LK% Zhang, H S8 H T — M4 S fE G h 2Bk (TCM-MPs) FlA#) )=
FIME (BLD HEARMGH 777, T RIS 1 sk 2 e o5 . ek el
NI SMK IR FesOs BETEANKZ . THIBREIE)Z . S AEEHA] (TAD) JZANE M/
A FEHER. TAD TEE MG N EmiE e R, aTCASEB st N 7 E
AL, RAARESEIE. RS KRB (SIG) Ak, FIH MR+
2 MP X N'B/NERRIELIAL (HMCs) Z4EAMIHISCER (IEAT T k. fiig 28
ANESFEA. REEYE MRS, K8 GNAS /AR S, SHRE
RO CAMP {5 5l EE . N T #E—BIRIUE GNAS 5/ HIAH BAE R &8, 2
ST METFAEYET IR (BLD 5 UHPLC-Q/TOF-MS/MS FH4E5 & 1 % 7]
WA, GRER, 26 MNrTATRES GNAS B, Hp 74NN FHRE
SREEAIETE. HMCs (RSN SZBe R B, 7 ML AT LLEE 5 GNAS 454 &
FHWE CAMP &% . FFR I Z MP SRR SR S BLI R M B E RS &
MBI IHEE R G ik tH S5 vE TR A BAE R OGS 1, R I 24
A RGN i BAT BB

12 &k R : Zhang, H, et al. Discovery of drug targets based on traditional Chinese medicine
microspheres (TCM-MPs) fishing strategy combined with bio-layer interferometry (BLI)
technology. ANALYTICA CHIMICA ACTA, 2024, 1305: 342542
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HI-Mol 8, {48 B4 2% 5 ¥E B A] S2 34 F 48 iR

2024-07-11

T T BERA S — ANEA S A AR, ROy S SR B N (A
KIS B EH VIR R R He T A s A il A8 Fth s (191 o B
AR AE 25 2] e AE B 70 AT 5 TR AR JR A, —Lelit 98 2 2% 8 AT KL 70 74K
P B ZRIR P A AR Y R 21 oy - A . R 71 AR T VAR B T R S e 4
KT AT EH T RS RIS RGeS, B A s A
FE /P EAS B B2 1) 70 1A AT 55 B AT T i Bk ko

2024 =5 A 2 H, #EFRIZFEFE AL Seojin Kim 28 A/E N T8 RETRZR 210
ICML2024 % 5% % Data-Efficient Molecular Generation with Hierarchical Textual
Inversion. {EFIEE T MBI 0 FAERTTE, 73 FHERZ KU % (Molecular
generation with Hierarchical textual Inversion, HI-Mol). BAKTI &, fE&RE T —H
I3 TR RIWSOR [ T KA TR G B . 5SS E IS Eds e
RIS SO AN, A T 3OKR SO T 2 Hbrid. 12051k
JZHARA T 4 FIE R, ARG T FEEA R E . HI-Mol {1
FIVNZREE 2% B8t BRI AT SEI 8800 0 AR A, R T A 2R 2, AR
RO BT 7 T JR AR BAR RAE 2 R E R T 7 1) I TARR L 14
RHIRE T, FEAT DU VF 2 B B A AT IR JE, Bl 2590 KI5 Wit .

1% &% & : Kim et al. Data-Efficient Molecular Generation with Hierarchical Textual Inversion.
ICML. 2024;
AIDD Pro. https://mp.weixin.qg.com/s/WQX8XmEcddZfwqY jPyezKQ
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Nat Comput Sci | MISATO: EHE-FEARE SYIRIHLESEI
BEATETEHRAY R

2024-06-12

2024 45 H 10 H, Grzegorz M. Popowicz [4]P\7E Nature Computational Science
R E MISATO: machine learning dataset of protein - ligand complexes for
structure-based drug discovery. 1E#$EH 17— AN SLER IR 1 5 E - o 44 45 44 1 2
P52 MISATO (molecular interactions are structurally optimized, 43#H E.AF FH 4544
Ak, JE7R T %8s A B T BB i Il 25 5 2540 30 S A AUsAH o0 AR,
T EH YA E B MEE R A T & T R S i RN
Ak, BFERCAR LT E R B LWL . AF 2 vl b 78 1 8RR B shaS AL 245 B
BLAEAE I TA] RUBE B SO VRSN L L 22 ¢ (B 2SN G R &S 1 73 1780 0 AL o X 450
TRIHHI S BTAE R B Rk, VEE HUR T REZ BB S HORh 78 S 96 208, I
e AL BRI S T A IR e E B, R b T £ 22 2455 . MISATO
Bl PEAR G P Ay kg 2K, W RAE 3 S AN 2 AT o (EF IR IR M 1 & ATk
HEPRIAOSR G A i A SR 4, $R4L T Al EAERADRG], XERplaEiHET
W R (AR LA TSR A D S5 G/ it B, B Rl 2 R S
AT . XEE T 5 (QMD, 73 T317)5% (MD) AT AL BEEAR LR S At b
BT T )2 500E . VEE 7 B4 MISATO #2328 — ML Eh AL X T , X84
PR I A IR R o o

1 8% R % ##F. Nat Comput Sci | MISATO: & & f&-Biik 5 &t 5 5 #3EE A
TR T M09 254 LI, https://mp.weixin.qg.com/s/m4a_N_mtxLMfODjXaSKtVA
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Nat Mach Intell | ChemCrow: & KREESHASH%TE
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2024-06-22
2024 4 5 ] 8 H, Philippe Schwaller 1 Andrew D. White #f 5% FFAE ( Nature

Machine Intelligence) T &% T —iW# 4 “Augmenting large language models
with chemistry tools” A 78 3 & . 1%L E 7 | 7T BB IT K I — M A 24T
ST IR A IR S AL (LLM) “ChemCrow”, fEWSHITENLE . 21K
LIBT3 2 M55

ChemCrow FJf 18 M &1 TR, W 1b firx, XL T AR
T ChemCrow X T 73 FF1 R S @ E AR, 38 BA Y SL0 = HIHATAESS 10
REJT. X TARRBEA AL & 7 U HHEEM G S TR, f LLM
M B B AE (I R 15 B IR A N — AN Re e S BT 55 . A &0d TR B
AT AT BN ISR N (A 5] 5
a Chain of thought reasoning loop

Expert-designed Chemistry-informed

chemistry tools Ew—— S s || ki ofachin

reason, plan select tool 1. Google search

2. Retrosynthesis
}( 3. Procedure prediction
‘ 4. Execution on robot
| ChemCrow
1 3 Py = .

Plan tad xacite B & Synthesis of
the synthesis of an s
insect repellent. 4. Observation: 3. Action interaction.

analyze input: use tool
User-defined sl _— Autonomous

scientific tasks

Autonomous interaction with tools and

experimentation

the physical world (for example, RoboRXN)

b Molecule tools

General tools

« SMILES to weight
* SMILES t0 price

« SMILES to CAS

« Similarity

« Literature search
« Web search

» Code interpreter
« Human expent

o

« Modify molecule
k\ NS . Functional groups
= K « Patent check « RXN to name o

« Name to SMILES « RXN predict X NTN= ?
- Safety assessment «» Synthesis plan =
+ Explosive check - Synthesis execute

Safety tools Reaction tools

Nat Mach Intell | ChemCrow: #4& KA EZEA 55 T L6 A.

https://mp.weixin.qg.com/s/hJsD_3sD5412tW6rQIKTsA
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Cell | REBIRAFIAH Al BAR, NEERAEY + & IUEE 73 P
EHER

2024-06-15

2024 46 [ 5 H, 8 H KRR R 5EORWT 7T 5 26 H 5% 475 B K
KAt N R EE, EERTAE AR Cell E&k3FK 7@ N: Discovery of
antimicrobial peptides in the global microbiome with machine learning FJHF 5T 3.

IR T — R FALES 2% ) (Machine Learning) FJ53E, T Fi) 4Bk ik
YRR PR AL CAMP),  FIRIR B A BTRITE ARG D3 63410 7524 4L
AN 87920 A FEAZEE AN K ERFESE, WRIIFEIE 17— M &Il 100 R EiE TR
JIKF7 31 lE——AMPSphere, #F 581 BAIE G 3% A 0T 73X AN IR 51

N T BAETINEE R, DRI G 1 100 FHipE ik, FEAERSMAA P s2 50
HGAIE LI AR AR DS 24958 S AR 0 AR I TE 4R B i B i, S5 R o, by
79 HHUE KA EYE, A 63 FPREME R M e A A — o AR A G, IR
P70 TRT PO I R A B A TR TR T . X U SR B TN TR B T VA A BRI AE
e v 5 58 D REVET R IR e

2 8RB A Cell | LZANAIRA AL EHK, KERBMAEN T —MHRALT 7 HiER
A Z https://mp.weixin.qg.com/s/qwIMGIBISgt7-eRTjO-HyQ
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Science | David Baker FBA: & FERIRNEEH SRR
RI4F

2024-05-22
2024 4% 4 F] 25 H, David Baker ##% [41B\ £ Science b & K fHiHt 5T Expansive

discovery of chemically diverse structured macrocyclic oligoamides. 444 | —# H T
A e By FIHAD 17 PR B 2R B A R T RITHR T, AR
FhITI T HK T 42,000 Ff s 20 & 2 G 1,490 AN KNI 10 12071800 =
S, AT R 0 B &N 2R AIMNet WS TE AR & IR IR AN SR (R REAL
% B0, R SRR RARRKINIR L e, DUS X £ AR sl 2 A i)
MIFTA IR, IRk AR A RS, B=20, BRI R T NIRAR
SROETERFAX, PE. REHA BRI T

KT RITRE T 5 T B B ZE 2 KA 7071 R 8], R ROR (et T 454
INESEY/ ) ang

£ 8 %R : % 25, Science | David Baker H FA: B it 5 77 ik R AL 44 S 4569 KIR 9T
https://mp.weixin.qg.com/s/nqlsvOMQw1mgeHdpyoH8tw
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it

WETES]

mE 2= b e e
18-20 Dec, Middle East Organic & Natural | Dubai, https://www.clocate.com/middle-ea
2024 Product Expo 2024 United Arab | st-organic-and-natural-product-exp
Emirates 0/18595/

24-26 Oct, The Global Summit on | Bern, https://www.clocate.com/the-global

2024 Agriculture and Plant Science | Switzerland | -summit-on-agriculture-and-plant-s
(GSAPS 2024) cience-gsaps/101308/

04-05 7th International Conference on | Toronto, https://naturalproducts.conferences

November, Natural Products and Medicinal | Canada eries.com/

2024 Plants Research

10-11 Oct, 10th  World Congress on | Paris, https://www.clocate.com/world-con

2024 Medicinal Plants and Marine | France gress-on-medicinal-plants-and-mari
Drugs ne-drugs/88219/

8 H 14 H, | BHER¥PAZGRING =2 | bifg https://mp.weixin.qq.com/s/j3PTC

2024 Yt 5 I PE CRNbGzxisxYtwSUIg

8 H 18-21 2024 (HP[ERARZWDY HHER | T https://gz.qghu.edu.cn/xwzx/xsjl/4e3

H, 2024 FRWIR I cd061e2634c4398555cc66f501c02.

htm
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