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ORGANIC AND INORGANIG
SUBSTANCES
e 1]

TO DATE

A global team of scientists is continually adding
substance information from the world's disclos

chemisiry to the GAS REGISTRYSM. the goid Database Counter

standard for chemical substance information.

In addition to organic and inorganic substances, REGISTRY
has:

65,707,768 sequences
CAS RN 1622383-13-4 is the most recent CAS Registry Number

CAS also provides specialized databases of chemical reactions,
regulated chemicals, commercially available chemicals and Markush
substance information.
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Medirad S
Chemistry 2-(4

Step 2

R:ACOK, C:95464-05-4, S:Dioxane, 2 h, 1t — 950°C
3.2 R:Disodium carbonate, C:Pd(PPhs)s, S:H20, 30 min, rt

e mff — nlka
N A Ty z =~
_—
= + = 3
o - 1CN S HIVeoo
1. View Reaction Detail @® Link
3 Steps Hover over any structure for more options.
o
I
8 CH ;—CH CL
/©/|| + M3 M CHy + +
o
&
By
&
I .
B _u C— WHFh B Steps/Stages Notes
\[\ E[ 2 1.1 R:KxCOs3, S:THF, S:DMF, 18 h, rt 3) microwave irradiation, thermal, Reactants: 4, Reagents:
0 WH - 2.1 R:(Me3SI)z2NH eLi, S:THF, S min, -78°C 6, Catalysts: 2, Solvents: 4, Steps: 3, Stages: 6, Most stages
= i 2.2 -78°C — rt: 40 min, nt in any one step: 3
Step 3.2] ; a.
2.3 R:NaHCO3, S:HO, rt Ref
1R o o Me
~N 7~ A
> Overviow p— Discovery of Potent and Selective Inhibitors of Ataxa
venview M- / '\ M- Telangiectasia Mutated and Rad3 Related (ATR) Protein
Mo ° o He Kinase as Potential Anticancer Agents Q Bl rul Tea
Me Me By Charrier, Jean-Damien et al
From Journal of Medional Chemistry, $4(7), 2320-2330; 2011

yisulfonyl)- ¥, N-dimethylpropan- 1-amine To a suspension of 1-bromo-
4-(2-chloroethytsulfonyl)benzene (5 g, 18 mmol) and potassium carbonate {4.9 g, 35 mmel) in DMF
(50mL) was added a 2M THF solution of dimethylamine (18 mL, 35 mmol) and the solution was stirred
at rt for 18 hours, Water was added and the reaction mixture was extracted with EXOAC (3 x 50 mL).
The combined organic layers were dried (MgS04) and concentrated to dryness, to give an oil which
solidified upon standing to give 2-(4-bromophenyl)suffonyl-N,N-dimethyl-ethanamine (4.3 g, 14.72
mmol, 83 %). MS (ES+) m/z293 (M + H)*; H1 NMR (400.0 MHz, CDCl3) & 7.79 (dd, 2H), 2.72 -7.70
(m, 2H), 3.26 (dd, 2H), 2.71 -2.68 (m, 2H) and 2.16 (s, 6H) ppm.

To & solution of 2-(4-bromophenyl)suifonyl-N,N-dimethyl-ethanamine (500 mg, 1.7 mmol) in THF (5.3
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¥ Remember me for two weeks unless I sign out
(Do not use on a shared computer)

Forgot Username or Password?

Your SciFinder username and password are assigned to
you alone and may not be shared with anyone else.
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A division of the American Chemical Society

Products Training Contact Us About CAS

CAS isthe
WORLD’S AUTHORITY
for CH EMICALINFORMATION

CAS is the only organization in the world whose
objective is to find, collect and organize all
publicly disclosed substance information.

We build and maintain the world's largest
collection of molecular substances, reactions, Coming Soon!
and related content that is vital to the work of
researchers. CAS and PerkinElmer collaborate to combine the power of two leading
research solutions.
More >> |

LEARN MORE

Scientists Patent Experts No one else has more

ORGANIC AND INORGANIC
SUBSTANCES
\ !

| TO DATE

A global team of scientists is continually adding
substance information from the world's disclosed
chemistry to the CAS REGISTRYSM  the gold
standard for chemical substance information

Latest News
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Products Content Training Contact Us

» SciFinder
STN

Training

Home > Training > SciFinder

SciFinder Training Materials .
O Sci
Q SciFinder* Lece

These on-demand SciFinder training resources are short, targeted materials
organized by search type. Those marked with an asterisk(®) are designed to help get
you started quickly with searching in SciFinder. Special topics for more advanced users
are also available

New and occasional users may also find SciFinder Virtual Classes helpful. Register to Iore about SciFindy
attend a live, online session for instruction and help from a SciFinder expert, plus a
chance for hands-on practice. (Recordings of these sessions are available.)

« MNeed SciFinder a
Check the Training & Events Calendar or recorded e-Seminars listing for details on

instructor-led training + Querview
« Content
« Features
Overview Materials « Pricing
« SciFinder Overview Presentation (PDF)  Why SciFinder?

« Introductory Tutorial

Substance Searching
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Fluorescence and Thermostability of Nanometer Porphyrin Trimer

SHI Ying-van'",

L
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FA Huan-baa', ZHENG Wen-gi' ,
1. College af Uﬂum Jilin Jmmm

LI D5, SHAN Ning' and WANG Xing-riso” "
Changohun 130023, P R China
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Keywords  Muscgsuphyrin; Porphyne oes; Mrﬂr.md-_\

Artcie 1D 1005 -S040 2006 ) 41 01403

Introduction

Porphyrin possesses some unsque properties.  In
comparison with the porphyrin monomer, porphynm oli-
gomers are much sttracting owing to their much betier
propesties in some aspects, sach s light harvest, ener-
gy iransformation and electron transition. In proent
years, Oigermeric porphyring with variows. snecures
have been under intensive reseanch for their potential
applications in molecular electmnic and oguic fGelds.
For instance , multiporphyrin tapes or samrays may serve
a5 molocular wires' '™ | molecular switches ™' | pho-
in funnels ™ | infonmation slorage’ " and third-ocder
nondinear optical materials * . In onder to understand
the eflerts of the perpheral substintion groups and oli-
gomerization af porphynn on the properies, we studied
the UV -Vis and fluorescence specira, and thermostabnl-
ity of the porphyrin tnmer synthesmed ng 2 convenient
mate hy using 1, 3-dibmomopropane 2 a2 bodge-linkad
agent. The results show that the fluonescence amd the
thermastahility of porphyrine can change significantly

Fig.1

i R =08, =

Thet strcturs of porphyrin mansmars 1
K zR'=H; 2 R'=R"=0DH, R’ =K"=

along with the change of porsphyrin perpheml substit-
tion groups as well as the oligemer foemation, The kind
of solvents and the symmetry of 8 molecular stnscture
can also have very tremendias influenee on the Auoes-
cence and the thermostability of porphyrins. This inves-
Higation provides an available reference for the reseanch
on yndbesis, molecular wires and loge gate cir-
cuits in molecular electmnics.
Experimental

Pyrrole{ Fluka Chemika-Bichemika) and 1 3-di-
heomopropane | reagent prade ) were freshly desilled
prior to use. DMF and ashydmus K, G0, were deed.
ther chemicals were of reagent grade. The UV-Vis
specirs were recorded en a Cinira 10 & UV-Visible
spectremeter{ GBC. Australia). The fluorescence spec-
tra were oblained with 3 Perkin Elmer LS55 Fluores-
wence spectrometer. The TGADTA corves were meas-
wresd by a NETZSCH STA 449C analyzer,

The syntheses of all porphyrins{ see Fig. 1) have
been described elsewhere' !

s :
% : %ﬁ:\f\-ﬂuu-xh{ﬁmjﬁ}'”'“““”\gg?}@

o Q

3 and the porphyrin trimer(d).
Hi 3 B =0dCH, ) Be, R =R =B =l

= Supponied by &»\Mll.l Ruwral Sceence Foundstion of Chima{ N, 2071004}
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Results and Discussion
1 U¥-Vis Spectrum

The ruom lemperature slulion elecimonic absarp-
tion walses are abmrwost wentseal i Table 1. The charse-
tenatic abanmptions of porphyrins are represented by the
UV Vis specema of compounds 3 and 4 with a wypical se1
of Soret bands and (-bands in the visible pegion,
wihich are similar to those ol HoMHTPPLL )L and froams-

H,DHDPPE 2. The band around 420 nm i sssigned
to the Soret band which arises from the transition of
ay L) —ey [mh, amd the other four sbsomtion maxi-
g around 316, 550, 590 and 645 nm can be stiriba-
tesl o the Qebamds, comesponding o g, (@ )—
el (w ™. This indicates that porphyrin monomers
being linked by —CH,— have little efect on the elec-
tran delocalization of & r-conjugsted porphyrin system.

Table I UY-Vis absarplion spectra data of porphyrins 1—4 in CH,C1,
Commpaured Sarvt loamd, 47 8enl 108 ) () band, 4/vmi 10%g)
1 R LAY H ] S15.68(2.1) A7 6E( 1B} SER.9(1.4) 647, 531 2)
2 418, A0(1. 33 EENTTRNT A5 MO TE SHR. (0.4} a8 0. 2)
3 AR A0(0.4) S15.68(1.8) E52.8001. 3} S92 4870.2} 688 BH .6}
4 419, 8EID. 23 S8, 2400, 1) 554, 0R00. 011 03, TR -0.3) 6E B -0 1)
2 Fluorescence Spectrum crysanl Ittice,

Fig. 2 shows the fusrescence cmission spect of
porphyrin monomers 1—3 and a porphyrin irimer,
When porphyrins 1—4 were excited a1 400 nm, the
Mucrescence emission pezks of porphyrins 1 ami 2 Lie
wrouned 471, 631 and 714 nm; the Mluorescenee emis-
sion peaks of porphyring 3 ond 4 gre o1 653 ond 717
om. The flusrescence emission peaks of porphyrine 1
and 2 at 471 om can be assigned wthe 5,5, ran-
sition and it B corresponsds with e Soret bamd w

8.4 rm of their ebeetronic absorptivn specie’ " b
the rescence emssion peaks of pomplyans 3 and 4
at the wition disappear.
sion peaks at and 714 nan of porphyins 14 can
b mssigned o the 38, transition and corresponid
with QU0 0}, {0, 1 DNyg porphyrins 14 ™,

The fluprescenee emis:

Lo

Ipenainya
E

[T ] Wl g AR
Afnm

Fig. 2  The Muosescence enabubon speetrn of porphyrin
moraniers |- -3 und o trbmer (4 encitated w

S0 i |
The experimental reubls wdicate e in dichlo-
roemethans, compired with those ot 418 i in the al-
sorption spectrim, the fuareseence onirdon poak at
AT1 nm has severnl-nunometer displocemen , which i

caused by the lattice relosation, that =, the eleciman
has piven its amall pan of energy o the oryalal laties
by meams of its smtermction with ervatal lattics in the

frem of heat, intersilving the thermal vibration of the

The: main mutes for the clectrons in & conjugated
svsiem 1o irans=it from the excited staies 1o the ground
sates are Muorescence radialion transition and nenradi-
ation irapsstion { inlerchonge and sysiem crossing ).
Compared with that of porphyrin 1, the foomsconce
intensity of porphyrin 2 a1 471 nm is stronger, for por-
phyrin I pussesses two hydmxypheny] groups at the me-
o bt porphyrin 1 has only one hyvdrocyphe-
niyl graup at the mese-position,  Theredore, the differem
members of the porphyrin periphesal  hydroxypleny
groips pesill in the difference in the forme of enengy
releasing when clectrons transil from a single excited
At 471 nan, along with the
inerease ol porphyrin peripheral hdmosypheny) groups,
the pan-pslition iramsition of electmas lecomes wes-
ker, while the fluorescence  mdistion  transition bes
wcomes stonger, AL the same position , the fluorescence
winission peaks of porphyvries 3 snd 4 pesrdy vanish be-
wiisne al e change of the porphiynin peripheral fane-
tooeil growips and polymesization. The nan-radiation
Arainsition of electons froan the eaciled state o the
groninil state b= he mnin fom, This el shows that

- pasiti

stute 1o the groupd slate,

A |unr|lh:|r||| ;n'm||I|-'|||| Fuartivamal [ amil ;.ulr-
wwrietin Bive tremendows inllseace on the s
canie propery al parplyrie,

Fig, 3 shiown the Nisieesconor exeilstion epermim
Cmonitored o 653 nam ) amd the canissbon spectnim of
thee trimnerd excitated al 400 or 3270 ) o CHy Gl The
resulis in Fig. 3 confiem thot different exeitation wave:
lenibe can anly affect the fluareseence emission inten-
sity, while they huve oo influence an peak position,

Fig. 4 shows the Nuveescence exeilation specimm
andl the omission specirum of he porphyrin trimer in
. GHLCL, or DME. 1t can be ssen that
the Musoreseence mtensity in OMF is strosger than tha

lifferam salvents
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PCT WORLD INTELLECTUAL ERTY ORGANIZATION @
Tnierational Burcau
INTERNATIONAL APPLICATION PUBLISHED UNDER THE PATENT COOPERATION TREATY (PCT)
(81) Intarnational Patent Classitication 7 : [ (11} International Publication Number: WO 0001826 l
— 3 AZ 1
ﬁ%’: 1531, COTK 14/81, C11D 3/33, | 143) International Publication Date: 13 hanuary 2000 (13.01.00) |
(21) International Applicution Number: PCTIUSI15246 | (81) Deslgnated States: AE, AL, AM, AT, AT (Uhility model), AU,
AZ, BA, BB, BG, BR, BY, CA. CH, CN, CU, CZ, CZ ||
(22) International Filing Date: 7 July 1099 (07.07.99) (Utility model), DE, DE (Utility model), DK, DK (Utility
.
(30) Priority Duta: Y
60091 911 7 July 1998 (07.07.98) us NEZ, FL FT. RCI llLI ED SE, ||
| QK EK EIJ[IIIK) 'llmel'l . SL. TJ, T™M, TR. TT. UA.
., US, ARTPO patent (GIT, GM,
€7 Applicaat (for all desiguased Siates exceps US;: 'THE PROC- | :l-:n. Ls, MW su. u. .u‘. e, .:w\: Eurasian patent (AM. 1
iR & GAMBLE COMPANY [US/US); One Procier & | AZ, BY, KG, KZ, MD, RU, 'TJ, TM}, Buropean pateat (AT,
Gambke Plazs, Cincinnati, OH 45202 {US), BE, CH, CY, DE, DK, ES, Fl, FR, OB, GR, IE, IT, LU,
MC, NL. PT, SE), OAFI patent (BF, BJ, CF, 00, €L €M,
(72) Inventors; and GA, GN, GW, ML, MR, NE, SN, TD, T0)

{785) Inventors/Applicants (for [/S only): SAUNDERS, Charles, :
Winsion [US/US|, 5561 Carisbad Count, Pairfield, OH |
45014 (US). CORREA, Paul, Ellion (US/US|; 5755 Dry | Published
Ridge Roml, Ciscinnati, OH 45252 (US) SUN, Yiping Withes! indernastivnad search repuri and iv be ropubiished
[USAUS); 7589 Lakots Springs Drive, West Chester, OH wpon receipt af that report

oL

CAS RN 2835-34-8

Protein Sequence
1 MFPTIPLSRL FDNAMLRAHR LHQLAFDTYQ EFEEAYIPKE QK YSFLONPQ
51 TSLCFSESIA TPSNREETQQ ESNLELLRIS LLLIQSWLEP VQFLRSVEAN
101 SLVYGASDSN VYDLLEDLEE GIQTLMGRLE DGSPRTGQIF KQTYSKFDTN
151 SHNDDALLEN YGLLYCFRED MDEVETFLRI VQCRSVEGSC GF

Dr. Bruce Benjamin
CAS RN 154907-93+4

Somatotropin

Animal gene pac43

Oncogenes

Neoplasm inhibitors
\ Liver neoplasm
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