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K. J. Bruemmer et al. “Chemiluminescent Probes for Activity-Based Sensing of Formaldehyde Released from
Folate Degradation in Living Mice”, Angew. Chem. Int. Ed. 2018, 57, in press. DOI: 10.1002/anie.201802143.

o

2otH|5| E(formaldehyde, FA)= CHEZXOQI
F’é S22 50| stLo[od, ‘ML CHAFERR

SollA e ddxl= SEO0|Ch UC HE2[9
Chrlstopher Chang &0 ME ZF==2
formaldehydeE ZX|g = U= JE EAH =
ZEE 201740 HDSYSH (J. Am.
Chem. Soc. 2017, 139, 5338; Chem. Sci.
2017, 8, 4073), LSt tetrahydro-
folate(THF)2| M| L CHAIEIES SSHME | =,
MMOo| ElCH= AE &elstith (Nature e
2017, 548, 549). Ol# oARoIME, | A
formaldehyde-induced aza-Cope |
rearrangement, hydrolysis, B-elimination, T craproo
chemiexcitation BF20| &X}&OZ FISHL|0f
gtstet2t(chemiluminescent) EME HO|E Z2HE J|esIQi, 0| 0|&3510] ASE AdE £35St folate
degradation THA|0| A 2| formaldehyde MM S in vivo 2 ZHEFSIQICH (12 &tx). 242t C2 gt oiate 7HK|=
£Z3 (CFAP540, CFAP700)0| Z2E7} 7jetx|ion, 22t formaldehydeo| tHo+01 =2 o MEHES
QiCt o|2{st EME o5 LISt 20| MZ0]|A formaldehydeE AS5t=H E8X 2 M 7158 Z0|2t
7|CHElCE [Zs|oh Z=Z 23]

F

Rel. Intensity (RLU)
-8888¢88
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v THF + Radiance
Time (hr) NaHSO, (p/sicm/sr)
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Y. Jiao et al. “Conformationally Induced Off-On Cell Membrane Chemosensor Targeting Receptor Protein-

Tyrosine Kinases for in Vivo and in Vitro Fluorescence Imaging of Cancers”, J. Am. Chem. Soc. 2018, in press.
DOI: 10.1021/jacs.7b10796.

oy 3 o ol BT ol "t MY H Ho|= Chdet ER2

2 - PG, enzymeS0| J—*O%HII £3| Qlitst
1.2

€.l “omzur| (phosphorylation) Bt&Z &3l protein?

Tyrosine kinase

M E THSt= 7|LIOHA| (kinase)= O
S5t AES siCt. N o =, oM =
7|LIotA|e| E0| apsd E|of QUCk &
2N A0y, 0|2} &S] F[LIOFN|2| 2
ME2L| (active site)df| 2235101 1 &H2
gt= SZE0| ANZNM AN LtCH
Z= Dalian CH&ti Q| Duan HEIO|A =,
receptor protein-tyrosine kinaseE ZtX|
Ste YEEA Z2HE 7H tst1, Ol Of
o 23 o MFNQAMSIE £ElsIQICE T2H

£, vascular endothelial growth factor
receptor 2 (VEGFR2) X{3HH|Q! Sunitinib O] pyrene@& |7} hexamethylenediamineZl 72 Eal (2=l 1XE
71X QIEf Z2H = dimer YHEHO|AM &&0| quenching B 88 7IXICHt, SE3SH= VEGFR2 0 Z&lsto] &&
F4El El'.: ENE HLC} CIst AT2|Y HEE E35H protein-tyrosine kinase receptor0f| MEHE O 2 & &7 7l
=12 3015t oM, HT-2 tumorE 7+l xenograft mouse model0f| 2] in vivo d& AQAMEIE S5 MEHE cancer
imaging0| 7582 AESIUCEL & A=, £[2 &S| ZI-YE[D U= drug-dye conjugation P72 st =, oF
O image-guided surgery S22 1 2£0| 7|EHEIEf [As|chetn A=A 3]1]

16 Tris-HCI
pH=7.4, containing 10% DMSO

14 Tyrosine kinase
o
W
N N

12 Relevant Analytes
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Eugene Y.-X. Chen et al. “A synthetic polymer system

360, 398. DOI: 10.1126/science.aar5498.

Fully recyclable polymer with good application properties

with repeatable chemical recyclability” Science 2018,

S22 ov|=of ofet &

‘ High Molecular Weight Conversior[>

Quantitative Depolymerization |
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3 BTt Ttsst M2 nE2EX HE
-101|)K-| 20t~Ei0ro| 2Xj2ko| TEXIZ 217 I1|7<EID1 e
2t 3l
& A7t 7|CHEC [HE

EE 7HKKHME 2%
butyrolactones= £20f =
x|o 7|.7c||:|. CEst 7|.O=I EE:

o|' gl-ol'x-l

M=2 T2t S HMAlsH 22 PE

Thermal Stable & Mechanically Strong

S50 HEk= 2

Polymer

ot0| 0|8t 1 E2XH= CHE

4 EHdl= AlZol el ZsHof
st 2H|o|Ct. A2 £ 2
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A g
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e
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Abigail G. Doyle et al. “Predicting reaction performance in C-N cross-coupling using machine learning”
Science 2018, 360, 186. DOI: 10.1126/science.aar5169.

IZX|s2 o[0| 22| Mek
IHHFEHI A SR
FAROME 22 7|AstE

(machine learning)E 0|&%t

ssist Aats0| 424 B

T QUoh X2 ZRIAE chstnt

MerckAte| QIEHEl2 2HE =2

AE 7|Hg A3t 7|71|;

oz EI-A XIA mx|

OlEst 917 ZnE &

Ct. High throughput

§°|.o;| 157Ho| 0|.E|ol- 7-||,

Mol 7|, 4Z2| Pd E0Y, 3

Zo| Y¥I|2 HAE ste 4-0

El o2lo| EtA-E A HX|2
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0% o o Ify
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Software automates descriptor
generation

9

X
(\‘\,JOOOJ

OO0
IS @ u
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SA 4 o

shared molecular, atomic
and vibrational descriptors

HHS ClIOJEE 45t 0| ¢t

I RS EME xr% MM 1207H9] QIXtE £&
H|m&t mf 2iE Za|AE 2 12|=S 0|23 7|7{&H&H 0|
HHZE HO{Z=0| O 22M S E0I5IQICE 0|2 X5 2L AF 9| o|= A} L6t EHAMOZ AMZ|Et Otsh 2

510 Al &

Obsarved Yiald

0T5

iTfol ABEE SESIUCE CIYs S7 BA
CH2 71 h] B2 4of MEZtozE £ 470 4

Pd catalyst (10 mol %)
additive (1 equiv)

. I =
base (1.5 equiv) /__H
Me

DMSO (0.1 M), 60°C, 16 h

Linear Model NN sV
R? = 0.66
RMSE =158

R?=0.67
RMSE = 155

R =064
RMSE = 16.3

Nosural Hetwork
R?=0.87
RMSE=9.7

Random Forest

R =092
~ | AMSE=7.38

Predicted Yield

ol =0 &Z2sIRILCt Spartang &850 X

-

o Hi

’

ALt £ = AFEE2 M2 256 SAH 20E V[HeR gtS HFLIES| A3 #E3h= oIE 20130, &
dateto| Chefet ZHO| I3 XS HFHel #E0| C7IES HoFACt [F=0 ZHE = 2#]
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Guangbin Dong et al. “Suzuki-Miyaura Coupling of Simple Ketones via Activation of Unstrained Carbon-
Carbon Bonds”, J. Am. Chem. Soc. 2018, 140, 5347. DOI: 10.1021/jacs.8b02462.

= EtA 2IX} AtO|9] 2KRZSHBDE: ~88 kcal/ 0 cat. Rh/Ligand M
=

CHE 29| Q7|3tet=2| R)AkrR' + Ar—[B] cat. amine R i
42 Z0§2 o83t ErA-EE L 0 SR

Of =
2 Zgts ddsh= SIS LE2 B2 8
= 0

|_

2 3
=p= transmetalation
o RS S Eatster), olnf BHEo| EL l e e Y
=Z&-EtA ATHBDE: ~30 kcal/mol)O|A] et& st

N
EtA-EtA ZetE OtE= 710| Yo9stA  driving N L reductive /L\

force7} EEﬂHEm;)n Olafst SoIM HHur2 o) N/ dihudendc

FICh QIO OIRE! Sty AAUSS | ey, Ri
microscopic reverseZ 2 4= Q= EtA-EtA A ‘n__/lkA
g2 gdslot= MSIE7IEEE XM= M

SE[X| 22710 ofe =l ARIO|2t SHICE.
1999 TAES = AFAHOM Rh(1)/
phosphine complex@t 2-amino-3-picolines
0| 85}0q ketimine B7tM|E St 12|&0|7t Ql=
7|E9| EtA-EtA ZSHE eMslot= MEFE Z|=E HOl HE UCL 2 =20M = 0|F 22 EtA-ErA 235 Mef
£ 28, Rh(I)/NHC complex?} 2-amino-3-picolineE Z0HZ 0|&310{ #H|E(electrophile)Z} Ot2HZL|0|E
(nucleophile)2| ®X|Z B3 2 JHLSIRICE. StStMEIM O = EtA-EIA ZelS {1 OFF TIsHH[efe| HIEo 2 M2
2 EtA-EtA ZEE THEoE £ e RE8%H BH30|C) HICHE AE2| 42 more hindered siteE M&ot= FO|
O|ZC}. ofF ZIEHst OFMERE 1NE|YEle] 7 E S Cist FF2| AE0 22| H&E = UCh= 20| HA0|H

U RUIIHeE S8 7tsd0| At 2o{ZEICt [YMCH ol =0] =& ]

Q Simple ketones as substrates ELG = leaving group '

Q Alkyl/aryl as the LG 1 [B] = boronic acid
Q Activation of unstrained C-C bonds ! or boronat

| ook

Aiwen Lei et. al. “Multi-Metal-Catalyzed Oxidative Radical Alkynylation with Terminal Alkynes: A New
Strategy for C(sp3 )—C(sp) Bond Formation”, J. Am. Chem. Soc. 2018, ASAP. DOI: 10.1021/jacs.8b02745.

K|t 32150f| 0]0] multimetallic ZOEL22| 0|2 AT
Alkyl—=—R StXt SHCE OfRH0]| A7HSH=s B2 Cu, Ag, Ni (B2
Fe)2| M7tX| Z0|Z£0| 2MEE O|RH, &5l 27|
2{|0|M(oxidative alkynylation)S £&t sp3EtA2} spEt

o Zgo| dds JtsshAl ste d<oioh 2,

Alkyle + (=R

‘uoofey B0 ) AIBN(2,2-Azobis(isobutyronitrile)), TBPB(tert-butyl

' Cy_H"‘"‘““h ot b aglonc. peroxybenzoate) & 012{ source22H Y4&|l= 2

M s r PEe N 2tCZo| ket B0l 2 2710 HX|ZE|H, fEHe=z
s \f\,mﬂ ( [ b . 988 AR RIgtEl(substituted) E{0d Y7IS &
P \ i . | \ | Msict ZHQIM oz at|zto| Z&HEl multimetallic 07

oy ‘\'/ “»“'f°“"?)”‘?“;\\’/m cu'on, Somoe” 2 LIS 0f2] 347 8 2R/SZHH| Afolo] B2, wt
7 T S&k, O2|1 gtE MEY0| =3tE O|F0{ ZEE|RULE

o= |' )éIX‘HE OEI';'EI El"-_—laal'-ql SOUI’C€7|'
HFE wjolct, 2tC|zhe] AA £ 9} alkynylmetal species| MAl £ E Obx7| 2|510 XM0|24& =0Q| X352 H}
W7t AESHRICE HIFHLIE 0 O #HO| thastX| b2 THE, ZF M0|259| Qa2 5Yst7| flal ofE ol 22 A

S 2 HOICE HIEHRI A[Zt2 2 XfMISHA| 102 7[0f #E =2 ==0|Ct [2AM|Cleti o] 20] =] ]

—
= Ho| 0h QI41zIC
|
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Jeffrey Bos et al. “A Chemical Probe for Protein Crotonylation”, J. Am. Chem. Soc. 2018, 140, 4757. DOI:
10.1021/jacs.7b13141.

J_lfil' al a Specific b)

= —
7|_|'__—Q-| %PEIQEE = = antibody an:,vca/ 5 g .
= () S & > Substrate ¥ T <
Z70| Of2{ Rl Cerst Ay T wiii,
- — - - . o &
3._:’%;% ELIE‘I%EI‘jl -?-lBI_I' §|‘ > P 2 . - ol Probe (4) + + +
%_ll'x_il E?—% 7H%6|-E Z‘J% Existing antibody tools e Ko TomerFTe This work ! § ._"- :
25}hH b) Hop° 500 Suepava
MEsHE0t OfL|at Mlopyr | 5 o =
P. OH 1
It Z2 olofst Hopoll Iof L e T Tr by lom
HR z T R Ho—~ 4 1§ ==
4 5
ME 0§ =957 0{74x|1 : "
2a R R 2R -— He
QAIE-" Om W MUIF 01?%% ‘, OMe %o ( & 1 o {,“ ! N a-pAc
- . Boc. OH wW A P " : ‘;NH‘. " | o N__F g o —
Z2 A Lysine T7|9] v POAREAR T ¥ G H e 4

HO™ ™ Coomassie

crotonylationg =Ist %
Q)= chemical probeZ E1S}9IC} Cronylation2 SEA} &Hsl2 XHGH= Q5 MAIEH S (post-translational
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[Product Highlight]

2-PySO2CF2H :

Bench-stable Difluoromethylating Agent
for Catalytic Difluoromethylation
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Ar2Zn

Fe(acac)s (20 mol%)[10079]
| TMEDA (2.0 equiv)[T0147]

Ar-CF2H

NS +

N SO2CF2H
1[D5390]

95% 88% 68% 92%

Difluoromethyl 2-pyridyl sulfone (1) 2
&t A2 E| = F2 difluoromethylating reagent2 Al £ ElL|Ct,

THF, -40T to rt, 2h

ClL, T CL \ O
CF2H CF2H CF2H _
F CF2H

pyridyl2t difluoromethylsulfonyl groupQZ O|RHX|H , S Z0{2}
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O£ S04, Hu etal. Ol 1 2 tris(2,4-pentanedionato)iron(lll) 2} tetramethylenediamine (TMEDA) ZX{is}0j|
arylzinc reagent (2) 2 #3310 =2 22| difluoromethylated arylo| B4 EICt D HNE|RSLIC
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W. Miao, Y. Zhao, C. Ni, B. Gao, W. Zhang, J. Hu, /. Am. Chem. Soc. 2018, 740, 880.

[New Product ]
HO 0 -
3 z
NH BrCH, « || NOoH
0 C'NHZ
[H1656] [B5424] [P2590]
(3R,4S)-3-Hydroxy-4-phenyl-2-azetidinone 3-(Bromomethyl)-3-methyloxetane 2-Pyridylamidoxime
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http://www.sejinci.co.kr

http://www.TClchemicals.com/ko/kr
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° WuXi LabNetwork ‘
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LabNetwork (www.l.abNetwork.com) is a global eCommerce platform for discovery compounds
& building blocks. The catalogue includes over 12,000,000 screening compounds, over 155,000
building blocks, over 16,000 scaffolds and over 34,000 fragments.

Application of Bicyclo[1.1.1]pentane motif
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Approved by FDA on June 13, 1997.
Name: Tazarotene
Company: Allergan

i

Angew. Chem. Int. Ed. 2017, 56, 12774 —12777.
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Approved by FDA on Nov 20, 2001
Name: Bosentan
Company: Roche

i

ChemMedChem. 2015 Mar; 10(3): 461-9.

Phase II Discontinued
Name: Avagacestat
Company: Bristol-Myers Squibb

l

J. Med. Chem. 2012, 55, 3414-3424.
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