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Exclusive photodimerization reactions of chromone-2-carboxylic esters depending on reaction media

By: Sakamoto, Masami; Yagishita, Fumitoshi; Kanehiro, Masayuki; Kasashima, Yoshio; Mino, Takashi; Fujita, Tsutomu
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V" The irradn. of chremone-2-carboxylic esters resulted in the stereo- and regioselective formation of C2 chiral anti-HH dimers from the triplet excited state. On the contrary,
photolysis in the solid-state gave anti-HT dimers exclusively controlled by mal. arrangement in the crystal.
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1H-Purine-2,6-dione, 3,7-dihydro-1,3,7-trimethyl-
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Predicted Properties: Biological Chemical Density Lipinskiand Related Spectra Structure-related Thermal
Biological Properties Value Conditions Notes Top
Bioconcentration Factor 1.0 pH 1 Temp: 25 °C (s5)
Bioconcentration Factor 1.0 pH 2 Temp: 25 °C (55)
Bioconcentration Factor 1.0 pH 3 Temp: 25 °C (55)
Bioconcentration Factor 10 pH 4 Temp: 25 °C (55)
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ADME (Absorption, Distribution, Metabolism, See full text / 10f15 (2) cas
Excretion)
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Median Lethal Dose(LD50) 355 mg/kg Organism: rat Route: oral (26) APC
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Carban-13 NMR Spectrum See spectrum (3) wss
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~ Experimental Procedure
JOCh i StEP 1

1.2.1.2 5-Naphthalen-1-yl-4-nitrotetrahydrothiop!
mmal), 2,5-dihydroxy-1,4-dithiane (380 mg, 2.52|
hexane-CH2Clz solvent system and subsequent el
mixture of diasterevisomers. R all isomers (25%)
OH min), 3.15 (dd, J = 2.8, 11.9 Hz, 1H, Hz2 min),
4.7, 11.9 Hz, 1H, Hz2 min), 5.04-5.15 (m, 2H, H3

8.8 Hz, 1H, H5 min), 7.43-7.50 (m, 2H, H3 both i
7.2 Kz, 1H, H2 maj), 7.77 (d, ] = 7.2 Hz, 1H, H2

Hz, 1H, H8 maj), 8.21 ppm (d, 1 = 8.5 Hz, 1H, H§
maj), 75.0 (C3 min), 77.5 (C3 maj), 93.2 (C4 mi

min}), 125.4 (C3 maj), 126.2 (C6 both isomers), 1

(g, C9 maj), 131.6 (g, C9 min), 132.4 (g, C1 maj|

1547 (HO3), 1368, 1092, 1041, 775, 735 cm; HA

Step 2
1.3.1.2 2-Naphthalen-1-yl-3-nitrothiophene (9b):
alumina (2.00 g) and chloranil (150 mg, 0.62 m

C; Rs (10% EtOAc/hexane) 0.40; H NMR (600 MI
H8), 7.7 (d, ] = 5.7 Hz, 1H, H4), 7.83 (d, J = 8.1
124.7 (C5), 124.8 (C6), 124.9 (C3

), 126.4 (C8), 7.1

O Full Text

b, CDClz): 6 = 7.41 (d, ) =

in); BC NMR (151 MHz, CDCla):

From Journal of Organic Chemistry, 75(8), 2534-2538; 2010

n-3-ol (9a):Prepared as per procedure A using (E}-1-(2-nitrovinyl)naphthalene (760 mg, 3.30
nmol) and triethylamine (92 plL, 0.66 mmol). Flash chromatography, initially flushing with a 1:1
Jtion with 20% EtOAC in hexane gave compound 9a (900 mg, 3.27 mmaol, 99% yield) asa 1:1.4
FtOAc/hexane) 0.21; *H NMR (600 MHz, CDCl3): 8 = 3.03 (br. s, 1H, OH maj), 3.12 (br. s, 1H,
.20 (dd, J = 8.1, 10.9 Hz, 1H, Hz maj), 3.37 (dd, J = 7.0, 10.9 Hz, 1H, H2 maj), 3.51 (dd, ] =
th isomers), 5.35-5.44 (m, 2H, H4 both isomers), 5.80 (d, J = 9.1 Hz, 1H, H5 maj), 6.04 (d, 1=
mers), 7.50-7.55 (m, 2H, H& both isomers), 7.55-7.63 (m, 2H, H7 both isomers), 7.68 (d, J =}
in), 7.80-7.83 (m, 2H, H4 both isomers), 7.84-7.92 (m, 2H, H5 both isomers), 8.08 (d, 1= 8.5
= 34.4 (C2 maj), 35.6 (C2 min), 44.3 (C5 min), 45.2 (C5

, 95.8 (C4 maj), 122.5 (C8 maj), 122.9 (C8 min), 124.0 (C2 min), 124.2 (C2 maj), 125.3 (C3
6.9 (C7 both isomers), 129.0 (C5 min), 129.1 (C5 maj), 129.1 (C4 min), 129.3 (C4 maj), 131.2
132.6 (g, C1 min}, 133.9 ppm (g, C10 both isomers); IR u.
5 (m/z-ET) caled for Ci4H13MO3S (M)* 275.0616, found 275.0615.

3417 (OH), 3050, 2041, 1598,

repared as per procedure C using compound 9a (120 mg, 0.44 mmol), oven dried acidic
I). Compound 9b (71 mg, 0.28 mmol, 64% yield) was isolated as a yellow solid. m.p. 113-118 °

.7 Hz, LK, H5), 7.44-7.49 (m, 1H, H7), 7.50-7.57 (m, 4H, H2, H3, H6

Hz, 1H, HS), 7.07 ppm (d, 1 = 7.7 Hz, 1K, H4); 3C NMR (151 MHz, COClz): 6 = 124.3 (C4),
(€7), 128.20 (C2), 128.24 (q, C1), 128.6 (€5), 130.2 ( C4), 131.8 (q, C2), 133.3 (q, C10),

IrE REE ®TW BRCADG w-I ALFH
S BRI O SciFinder - Raastion Answar Set | | il e R-IE £-3Ee Yol @
Doy W &1 © 2 |
Click bar to view only those reactions
within the current answer sef
Pd(PPha)s 19
PdCl(PPhz)2 10
— 4-DMAP 6
[ S—
S
021
“ Pd:z(dba
—_ 2(dba)s 3
Oo Triflic acid 6
& 657408-07-6 4
Cul B]
[ —
v Qverview H:0 2
Steps/Stages Notes | —— |
Pd(0AC)2 z
1.1 R:EtzN, S:CH:2Clz, overnight, rt 1) stereoselective, 2) microwave irradiation, no solvent, Reactants: 2, Reagents:
2.1 Rep-Chloranil, R:Alz0z, 4 min, 125°C 3, Solvents: 1, Steps: 2, Stages: 2, Most stages in any one step: 1 1.5-coD 1
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Facile Synthesis of 3-Nitro-2-

* Rewm

&

StepsStages

s OH
LT
HO B

1. 2 Steps Hover over any structure for more options.

1 1.1 RiEGN, S:CHaCly, overnight, rt

~ Experimental Procedure

1.2.1.2

Notes

stereoselective, Reactants: 2, Reagents: 1, Solvents: 1, Steps: 1,

Stages: 1

JOC-

1-yl-4-nitrotetrahydr

7.92 (m, 2H, HS both isomers), 8.08 (d, ] = 8.5 Hz, 1H, H8 maj), 8.21 ppm (d, J = 8.5 Hz, 1H, HE min); 3C NMR (151 MHz, CDCls): §

 Previous | Nextr

Issue 8

Journal
2010

Yield
99%

2

phen-3-ol (9a):Prepared as per procedure A using (E)-1-(2-nitroviny)naphthalene (760 mg,
3.30 mmol), 2,5-dihydroxy-1,4-dithiane (380 ma, 2.52 mmol} and triethylamine (82 pL, 0.66 mmol). Flash chromatography, initially flushing
with a 1:1 hexane-CHzClz solvent system and subsequent elution with 20% EtOAc in hexane gave compound 8a (900 mg, 3.27 mmol, 99%
yield) as a 1:1.4 mixture of diastereoisomers. R all isomers (25% EtOAc/hexane) 0.21; TH NMR (600 MHz, CDCls): & = 3.03 (br. s, 1H, OH
maj), 3.12 (br. 5, 1H, OH min), 3.15 (dd, 1 = 2.8, 11.9 Hz, 1H, H2 min), 3.20 (dd, 1 = 8.1, 10.9 Hz, 1H, Hz maj), 3.37 (dd, 1 = 7.0, 10.9 Hz,
1H, Hz maj), 3.51 (dd, J = 4.7, 11.9 Hz, 1H, H2 min), 5.04-5.15 (m, 2H, H3 both isomers), 5.35-5.44 (m, 2H, H4 both isomers), 5.80 (d, J =
9.1 Hz, 1H, H5 maj), 6.04 (d, J = 8.8 Hz, 1H, H5 min), 7.43-7.50 (m, 2H, H3 both isomers), 7.50-7.55 (m, 2H, H6 both isomers), 7.55-7.63
(m, 2H, H7 both isamers), 7.68 (d, J = 7.2 Hz, 1H, H2 maj), 7.77 (d, ] = 7.2 Hz, 1H, H2 min), 7.80-7.83 (m, 2H, H4 both isomers), 7.84-

34.4 (C2 maj), 35.6 (€2 min), 44.3 (CS min), 45.2 (C5 maj), 75.0 (C3 min), 77.5 (C3 maj), 93.2 (C4 min), 95.8 (C4 maj), 122.5 (C8 maj),
122.9 (€8 min), 124.0 (€2 min), 124.2 (C2 maj), 125.3 (C3 min), 125.4 (C3 maj), 126.2 (C6 both isamers), 126. (€7 both isomers), 120.0
(C5 min), 129.1 (C5 maj), 129.1 (C4 min), 129.3 (C4 maj), 131.2 (q, C8 maj), 131.6 (q, C9 min), 132.4 (g, C1 maj), 132.6 (q, C1 min),

133.9 ppm (g, C10 both isomers); IR u

2 2.1 Rep-Chloranil, R:Alz0z, 4 min, 125°C

~ Experimental Procedure
OG- 2-Naphthalen-1-yl-3-nitrothiophene (9b): Prepared as per procedure C using compound 9a (120 mg, 0.44 mmol), oven dried acidic

= 3417 (OH
caled for CiaHiaNOzS (M)* 275.0616, found 275.0615.

microwave irradiation, no solvent, Reactants: 1, Reagents: 2,

Steps: 1, Stages: 1

), 3050, 2041, 1598, 1547 (NO), 1369, 1092, 1041, 775, 735 cm?; HRMS (m/z-ET)

64%

alumina (2.00 g) and chloranil (150 mg, 0.62 mmol). Compound 9b (71 mg, 0.28 mmal, 64% yield) was isolated as a yellow solid. m.p. 113

0'Connor, Cornelius 1.;
Roydhouse, Mark D.; Przybyl,
Anna M.; Wall, Michael D.;
Southern, 1. Mike

Journal of Organic Chemistry
Volume 75

Pages 2534-2538

[ Company/Organization

Centre for Synthesis and
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Dublin 2, Ire.
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OSCiﬁIldBI‘ References Substances Reactions KMP Alert Results | History
N SciPlanner | Preferences
Welcome Taro Kagaku | Sign Out what's New
1 Add KIP Alert . Substance Identifier "73-31-4 " > substances (1) > commercial sources (169) > 2011 TCI Fine Chemicals
Commercial Sources
Analyze by: @
169 Commercial Sources 0 Selected | Keep Selected  Remove Selected print]  Export I
N . | Country -
Select All Deselect All | Sortby: [Supplier Preference =l AnswersperPage[20] 12345 6 = 'd

I 1. Acros Organics & Catalog is associated with a preferred supplier(s)
Order Humber: 12536

Quantity: 1g, 5g, 250mg

73-31-4 Melatonine

eoLink M Pricing & Availability [

™ 2. Kanto Product List & Catalog is associated with a preferred supplier(s)
Supplier Name: Kante Chemical Co., Inc., Catalog Publication Date: 27 Oct 2011
Order Humber: 12536-1A
Quantity: 250 mg, 1 g
73-31-4 Melatonine
@ Link
™ 3. Wako Pure Chemicals Product List
Supplier Name: Wake Pure Chemical Industries, Ltd., Catalog Publication Date: 11 Jan 2012
Order Number: 596-06911
Quantity: 1g, 100mg
73-31-4 Melatonin, Crystalline
@® Link
" 4. 2011 TCI AMERICA Fine Chemicals
Supplier Name: TCI America, Catalog Publication Date: 20 Oct 2011
Order Number: M1105
Quantity: 19,59
73-31-4 Melatonin, 298.0%
89 Link

™ 5. 2011 TCI EUROPE Fine Chemicals
Supplier Name: TCIEUROPE N.V., Catalog Publication Date: 20 Oct 2011
Order Humber: M1105
Quantity: 1g,5g
73-31-4 Melatonin, 298.0%

6. 2011 TCI Fine Chemicals
T TR O

2011

Order Number: M1105
Quantity: 1g,5¢

73-31-4 Melatonin, 298.0%
89 Link

[ 7. 2011 TCI Shanghai Fine Chemicals

Supplier Name: Thermo Fisher Scientific Brand: Acros Organics, Catalog Publication Date: 11 Aug 2011

4 Catalog is associated with a preferred supplier(s)

RY CO., LTD. (TOKYO KASEI KOGYO CO., LTD.) (Overseas Sales Office), Catalog Publicati
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6. 2011 TCI Fine,

Catalog Informatig
Cataleg Publicgiién Date: 20 Oct 2011
Order HumberW@ 1105

Quantity: 1 g, Price: ¥8000

Quantity: 5 g, Price: ¥24000

fiite - Bl |

Substance Information

CAS Registry Number: 73-31-4
Chemical Name: Melatonin, 298.0%
N-Acetyl-5-methoxytryptamine
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asiapacific.com

TOKYO KASEI HAMBAI CO., LTD. 3-1-13, Nihonbashi-Honcho Fhone: 03-3241-0573

(Japan Sales Office) Chuo-ku Fax: 03-3246-2004
Tokyo, 103-0023 Email:
Japan sales@tokyokasei.co.jp
Wel
http rw.tokyokasei.co.j
TOKYO KASEI Osaka Office | le: 06-6228-1155
ECHIAT HEE [
A

Unclassified

CH g~ CH z — NHAC
e > i — s
HEOTERADT—2EHE
Supplier Hame Address Contact Information Status A A = [
TOKYO CHEMICAL INDUSTRY CO.,  TCIBldg. 4-10-2, Phone: +81-3-5640-8878 & preferred v m*ﬂ'—GT
LTD. (TOKYO KASELKOGYO CO.,  Hihonnbashi-Honcho Chua-  Fax: +81-3-5640-8902 i .
LTD.) (Overseas Sales Office) ku Email: N S = <~ A
Tokyo, 103-0023 globalbusiness@tokyokasei.co.jp — [HE 75\ — é L \i L,T: b , %T{% by
Japan Web: http://vov.tci-

1EERIXATER (TEL:03-5978-3606)
ET, BEWEDHELLEELN.
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Explore Explore Explore

o S(::‘[‘Fﬁ:[ldﬁ[‘09 References Substances Reactions

Welcome Targ Kagaka | Sign Qut
Substance Identifier "87061-04-9 " > substances (1) > regulatory listing (1)

Regulatory Information Detail

CAS &S

Print Expart |

CAS Registry Number: 87061-04-2

1,2-Propanediol, 3-[[3-methyl-2-(1-methylethyl)cyclohexylloxy]-
(TSCA, DSL, AICS, ASIA-PAC, NZIoC)
3-[[5-Methyl-2-(1-methylethyl)cyclohexylloxylpropane-1,2-diol
(English, French) (DSL, REACH, EINECS)
3-[[5-Methyl-2-(1-methylethyl)cyclohexylloxylpropan-1,2-diol
(German) (EINECS)
3-[[5-metil-2-(1-metiletil)ciclohexilJoxilpropane-1,2-dicl
(Spanish) (EINECS)

3-(p-Menth-3-yloxy)-1,2-propanediol (ENCS)
3-(1-Menthoxy)-1,2-propanediol

TK10 .\

File Segment
ASIA-PACIFIC: ASTA-PAC
AUSTRALIA: AICS
CANADA: DSL

EEC: EINECS

EU: REACH

JAPAN: ENCS

NEW ZEALAND: NZIoC
USA: FDA, TSCA

LEEYER

Confidentiality Status
Public

Requlatory List Number

EC Mo.: 289-206-2
EINECS No.: 289-206-2
ENCS No.: 3-3857

Inventory Status

On TSCA Inventory

January 2011 TSCA Inventory

EPA Flags:

P Commenced PMN

On DSL

Supplement to Canada Gazette, Part I, January 26, 1991

On REACH

List of Pre-Registered Substances, March 2009

Registration Date: 30-NOV-2010.

On EINECS

Annex to Official Journal of the European Communities, 15 June 1990
On ENCS

Japanese Gazette. Contained within class: Low Molecular Carbo-menocyclic Organic Compounds.
On AICS

Australian Inventory of Chemical Substances, June 1996 Ed

On ASIA-PAC

On NZIoC

News Zealand Inventory of Chemicals, 2006

Regulatory Inventories

U.5. EPA Regulations - TSCA =
U.S. FDA Regulations
European Community Regulations
==== Asian and Pacific Rim Regulatory Lists and Data ====

==== U.S. EPA Regulations - TS

Inventory Update Rule

http w.epa.gov/opptfiur/index.htm (2004).
This chemical was reported under the TSCA Inventory Update Rule for the 2002 reporting period.

==== U.S. FDA Regulations =

FDA Priority-Based Assessment of Food Additives

Priority-Based Assessment of Food Additives (PAFA) File, FDA Center for Foed Safety and Applied Nutrition (CFSAN) (1998)
Listed Name(s): 3-((L-Menthyl)oxy)propane-1,2-diol.

==== European Community Regulations =
European Community Legislation

Internet: ec.europa.eu/food/food/chemicalsafety/flavouring (2010).
This substance is listed in the Register of Flavouring Substances pursuant to Article3(1) of Regulation EC No. 2232/96 (28 Oct
1996) that lays down a procedure for flavouring substances used or intended for use in or on foodstuffs.

Official Journal of the European Union, Mo L 87 (05 Apr 2006).
This substance is listed in Section 1, Annex I (Cosmetic Ingredients other than Perfume and Aromatic Raw Material) of

Bl AES
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5 DExplurE * Explore Explore e e Saved Answer Sets | Help =l
OSCiFﬁnder References Substances Reactions KMP Alert Resufts | History
SciPlanner | Preferences ;
Welcome Taro Kagaky | Sign Out What's New
Document ID "6146344" = references (1) > Beta-adrenoceptor blocker phar...
3 5 Get Get Get Get Get -1 Send to I uick Links
Reference Detail Substances  “® Reactions Cited L Citing Fall Tet  # Sclanner Q
Link Save  Print  Export | | ISV @I

>

Return

Source

gt = A 1B #E

Kendall M J; Jack D B; Quarterman C P; Smith S R; Zaman R

Beta-adrenoceptor blocker pharmacokinetics and the oral contraceptive pill

British _journal of clinical
pharmacology
Volume 17 Suppl 1

%

detectable effects on the tmax and t 1/2

Indexing

Concepts @

Substances & /

Higher AUC and Cmax values were obtained for metoprolol, oxprenolol and propranclel in groups receiving the lov-dose
oestrogen-ethinyl oestradiol oral contraceptive, but statistical significance was reached only with metoprolol AUC. The oral
contraceptive had the opposite effect on acebutolol AUC and Cmax but this was not significant. The oral contraceptive had no
values of any of the beta-adrenoceptor blockers.

Pages 875-895

Journal; Article; (JOURNAL
ARTICLE); (RESEARCH SUPPORT,
NON-U.5. GOV'T)

1984

ISSN: 0306-5251

Journal Code: 7503323

CAS &&= E5I

ENGLAND: United Kingdom

Check Tags: Female

Registry Num|

%5l

Acebutolol: ME, metabolism Adrenergic beta-

Contraceptives, Oral: PD, Contraceptives, Oral,

pharmacology Hormonal: PD,
pharmacology
Drug Interactions Humans

Antagonists: ME,
metabolism

37350-58-6 (Metoprolol)
37517-30-2 (Acebutolol)
525-66-6 (Propranalol)

6452-71-7 (Oxprenolol)

Chemical Names

Accession Number

1984257331
PubMed ID: 6146344
MEDLINE

Language
English

Adrenergic beta-Antagonists Contraceptives, Oral
Contraceptives, Oral,
Hormanal

cli

1)
2)
3)

& Xk

4)

Kinetics Metoprolol: ME, metabolism
Oxprenolol: ME, metabolism Propranolel: ME, metabolism
Time Factors .\

Supplementary Terms ¥

nical research; contraception; contraceptive a

*EIFE

ents, female; contraceptive methods; drugs--

Citations

Jack, D B; Eur 1 Clin Pharmacol 1982, 23, 37
Kendall, M J; Ann Intern Med 1982, 96, 376
Meffin, P J; 1 Chromatogr 1977, 138, 183
Wilkinson, G R; Clin Pharmacol Ther 1975, 18, 377

administraction and dosage; drugs--analysis; drugs--pharmacodynamics; examinations and diagnoses; family planning; human
volunteers; laboratory examinations and diagnoses; laboratory procedures; oral contraceptives; oral contraceptives, low-
dose; research methodology; treatment
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T/t X5 URL: https://scifinder.cas.org
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C1PINAET " Essential content. Proven results:
Sign In Welcome to SciFinder! =
Fast forward from ideas to results with the power of
Usernarme lgmﬁnder N
lD ] \°x |7 F EA jj ed to announce enhancements to your SciFinder
Password [eessssss ’ These enhancements are now available to you and
—_ —_ .8 r users at your organization. As the new features are
T Lo (FI A %‘ ZEIZH =) improve efficiency and productiity, we encourage
n and try them out today!
Far ername or Password?
‘nhancements include:
o SciPlanner - a groundbreaking interactive workspace that ~ —
vour SciFinder i ssword are allows researchers to more quickly identify synthesis
e o o YTy ot e g ] options to design the best pathways and approaches.
with anvane else, + Sorting reference answier sets by citing References.
 Copy/paste ISIS/Draw structures into the SciFinder
structure drawing editor.
Scifinder Mobile
ot h d to download | h d
et > h ‘With no need to download a special app, the new SciFinder
SciFinder? Mobile platform allows researchers to use web-enabled
smartphones to access CAS databases through SciFinder, the
oreferred research tool for chemical and related sciences. =
About SciFinder SciFinder Support and Training CAS Databases
CAS is a division of the American Chemical Society
4] | |

€ SciFinder (Web fR) D#T

BT 1&IE Sign Out Uy H LTS,
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SciPlanner [ Preferences
Welcome Taro kagak What's New
Resear 2ntiviral agents for influenza” > refersnces (4491) > refine "Patents only” (1268)
) Get Get 5 Get ¢ - Sendto Analysis
References & b nce. & Reactions 17 Related ™ Forookv @ SciPlanner
Analyze by: @
1268 References 0 Selected | Save  Print  Export
Select All Deselect All | Sort by: [ccession Nomber =] ¥ Answersper Page [25] 112345 6. 51 P [Author niame =l
Display:

[ 1. An antiviral agent support sheet and its manufacturing method [Machine Translation]. B Ful 7=t R G

8y Haginara, Akemi; Yamada, Munenori; Ozaki, Yasuhiko .|| references withn the current answer

From Jpn. Kokai Tokkyo Koho (2012), JP 2012031115 A 20120216, | Language: Japanese, Database: CAPLUS 0@ set
[Machine Translation of Descriptors]. The antiviral agent support sheet in vihich the antiviral activity of the antiviral agent of a microparticle Quay Steven C 84
made to adhere to a sheet can make a long-lasting mare is provided. Adhesives companents, such as a poly(vinyl alc.), adhere to antiviral agents e ——
with which this support sheet generates a hydroxy radical in a sheet, such as an anti influenza virus agent of a microparticle. After baking P -
dolomite (dolomite) and making hydration of them as an antiviral agent of a microparticle, the ground fine particles are used. C5 - 18 fatty acid is ey
added as an add... Mcswiggen James 83

e —
™ 2. Antivirus agent containing Carya seed shell extract, production thereof, and antivirus fiber product B FulT=d ,b Ahmadian Mohammad 80

By Yamamoto, Naoki; Yamaoka, Shoji; Yoshinaga, Yoshiyuki; Hayashi, Makoto; Kawashiri, Yoshitaka; Yoshihara, Masaki . — ]

From Jpn. Kokai Tokkyo Koho (2012), JP 2012025698 A 20120209, | Lanquage: Japanese, Database: CAPLUS 0@ A — .
Disclosed is an antivirus agent prepd. by extg. Carya seed shells with hot water at = 60°. A methad for prodn. of the antivirus agent, and an
antivirus fiber product contg. the antivirus agent at 0.1-10 % is also disclosed. More specifically, the fiber product is amorphous charcoal-
kneaded rayon fiber contg. the antivirus agent. For example, pecan nut shell was crushed and autoclaved at 121° for 10 min to give a hot water Nakamura Shoichi 16

. . . o P | —
ext. exhibiting antiviral effect against SARS virus and influenza A virus at 5 pg/mL. On the other hand, activated pine charcoal particles were
mixed with cellulose-contg... ‘Yamashita Makoto 14
[ —
Honda Takeshi 12
™ 3. Antiviral agents containing palladium or palladium oxide and anfiviral members having the agents B rul Tsxt & =

By Fujimori, Yoshie; Nachara, Yohei; Kobayashi, Yuka; Fukui, Yoko; Nakayama, Tsuruo .

From Jpn. Kokai Tokkyo Koho (2012), P 2012020969 A 20120202, | Language: Japanese, Database: CAPLUS ~0 Suzuki Takashi 10
Antiviral agents, useful for inactivation of virus and may be supported on substrates made of metals, metal oxides, inorg. axides, etc., contain Fd =
and/ar Pd_nvide _Alsn_claimad are ankiviral memhers having the antivieal anents confainad thersin nr_ suanorted therenn This Cnttnace © T ke min |
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[ 1. Anticonflict and reinforcing effects of triazolam + pregnanolone combinations in rhesus monkeys B Ful Te
By Fischer, Bradford D.; Ronlett, James K.
From Journal of Pharmacology and Experimental Therapeutics (2011}, 337(3), 805-811. | Language: English, Database: CAPLUS

set
Combinations of pos. modulators of benzodiazepine and neuroactive steroid sites on GABAA receptors were shown to act in an additive or supra-additive Rowlett James K 7
manner depending en the endpeint under study, but they were not assessed on exptl. induced conflict or drug self-administration. The present study examd. [
the interactive effects of the benzodiazepine triazolam and the neuroactive steroid pregnanclone in a rhesus monkey conflict procedure (a maodel of Erance Charles P 4
anxiolysis) and on a pregressive-ratio schedule of drug self-administration (a model of abuse potential). Both triazelam and pregnanolone decreased... T —
Cook James 3
I 2. physiological doses of progesterone potentiate the effects of triazolam in healthy, premenopausal women [ Full T=t ..é )
By Babalonis, Shanna; Lile, Joshua A.; Martin, Catherine A.; Kelly, Thomas H. Cook James M 3
From Psychopharmacology (Heidelberg, Germany) (2011), 215(3), 429-439. | Language: English, Database: CAPLUS ~0 @ [ —— |
Rationale: Gender plays a crit. role in the effects of drugs and drug abuse liability. Biol. factors, including ovarian hormones, may contribute to gender Ernen 6 3
differences in drug abuse. Preclin. and some clin. research suggests that progesterone and its metabolites have activity at the GABAA receptor and may e — —

EEr iy
references

Bioactivity Indicator : ZLDYEINETHAIREMHDSWNEMEREZRTF—T—F

(5l -, fmn/MREESRBREH)

Target Indicator X LDYENERATHEEHEDESVVZEAROBREZRTIT—T—F

(ffl: a-F73I5—E, F—/IRSUZER)

¥ Bioactivity Indicator, Target Indicator [& CAS D XEKIEHRD FE5 | ZFTTITMERSNTULVET.

» Bioactivity Indicator, Target Indicator MDF¥#f http://www jaici.orjp/sci/ref/bioact.pdf

47


http://www.jaici.or.jp/sci/ref/bioact.pdf�

SciPlanner BgE

€ SciPlanner (U475 4+ —)#Ee

> SciFinder THONE=XH-WE - RGRFERE—BE LICOMY LT EYFTEDONET .
RCMELNEHLIERDRIEE—DDRISAF—LELTRYFELDTZY, BEEL-IEHRMN S

SO BDRFEEITICELAIRETY.

> SciPlanner #8E DA

O SciFinder* o e L e T
Wikcoma Taro Kapgaku | sgnout )
Sutstancs idertier "HTTI0-52-5 " > ubstaces (1) > gat reactions (37} » Mﬂl‘mj‘-
oo Send to
ot i 3o ]
A Brad o 1 Seinched
bmscton sk 1o e,
Sclect Al tieseiect A | 5o by vt aceazs 2] T rrm———
Dol M A1 O B
F 1. Wb P thiars Dol 868 Link 8 Sirnilaar Posar: Horns
Single St Horar o’ Ay STLCLSR 1o R QTS
"
e
— | j
o~ \[ Shew e
|\¢,' P
N
"/’\ . e
Ny
SR |
L B N
s [
R a— S
- T | k52 || wESD || K64 |
a b A AN 7
|\\ \“\ ,,L [ SciFlanner seilanner_13__2011_113731 ‘m
~F L
¥ kL Workspace = Edit = View = GuTo = - $ 4 Clear Reactions
A r n _‘ T’E -
=
-_.; hatde. e .
i kb el B a7
Ly i
[‘-\ ,"l a
i
i
.l
M
K
i —
ur i w -
g 1
&
- .
-
a
(z—9z2x—2 | 5495
U -

Internet Explorer 6 TIXF|H TE45L
SATSVRNIZRETESFHT O HMRIE 100
1 DDIT—YPAR—RIZERETESA Tz VML 200
1 ADMRETES SciPlanner 7O U MIE 20

1 DOMENEETEDRIGHIT 6

http://www jaici.orjp/sci/ref/sfweb_201104.pdf

48



http://www.jaici.or.jp/sci/ref/sfweb_201104.pdf�

APPENDI X

(AR g% * R EEH)

€ SciFinder [CAplus 774 L] A UINE 3 5 X Hk 15 $R

#9 10,000 DR FHEMHFS LU O EBHED XERERE ZIRMIZINEZL TLVET . LZFE1T
THK, %ﬂ“ﬁmwiﬂ% NHIZELSET, MEFAWN-HRICET 2XHERBLRELTLET.
COHRTEE 1,900 HIZTDOLTIE, 1994 ELBEDIT R TORELZINELTLET.

OXEMIEDH

0 MEE ST
Journal of Applied Physics
Physical Review (A, B, C, D, E)
Physical Review Letters
European Physical Journal (A, B, C, D, E)
Physics Letters (A, B)
Journal of Experimental and Theoretical Physics
Journal of Chemical Physics
Japanese Journal of Applied Physics (Part 1, 2)

0 (4=
Journal of the American Chemical Society
Journal of Physical Chemistry (A, B)
Macromolecules
Journal of Organic Chemistry
Tetrahedron Letters
Chemistry of Materials
Journal of the Electrochemical Society
Solid State lonics

0 RERZENH
Chemosphere
Environmental Pollution (Amsterdam, Netherlands)
Journal of Environmental Quality
Environmental Science and Technology
Environmental Toxicology and Pharmacology
Journal of Environmental Science & Engineering
Water Environment Research

= Water Research

0 EMEIEF
Cell
Molecular Biology of the Cell
Molecular Biology and Evolution
Journal of Biochemistry
Plant Physiology
Journal of Cell Biology
Brain Research
Nucleic Acids Research

0 EENE
Bioorganic & Medicinal Chemistry
Bioorganic & Medicinal Chemistry Letters
Basic & Clinical Pharmacology & Toxicology
Chemical & Pharmaceutical Bulletin
European Journal of Pharmaceutical Sciences
British Journal of Pharmacology
Journal of Pharmaceutical Sciences
Pharmaceutical Development and Technology

0[ o

Annual Review of Medicine

Birth Defects Research, Part A, B

New England Journal of Medicine

Clinical and Diagnostic Laboratory Immunology
Nature Medicine (New York, NY, United States)
Experimental and Clinical Endocrinology &
Diabetes

Experimental and Molecular Medicine

Journal of Clinical Investigation

B¥ -REFNH
Experlmental Animals
Journal of Insect Physiology
Journal of Animal Science (Savoy, IL, U. S.)
Journal of Agricultural and Food Chemistry
Journal of Oleo Science
Journal of Nutritional Science and Vitaminology
Journal of the Science of Food and Agriculture
Fisheries Science (Carlton, Australia)

* MHIZFHEH

Materials Science & Engineering (A, B, C)
Biomacromolecules

» Journal of Biomedical Materials Research (A, B)

Journal of Material Science

International Journal of Hydrogen Energy
Journal of the American Ceramic Society
Materials Transactions

BHERUHRAEE

¢ BRETIEHT

Applied Surface Science

Ferroelectrics

IEEE Journal of Quantum Electronics
Journal of Electronic Materials

Journal of Vacuum Science & Technology, B
Quantum Electronics

Microelectronic Engineering
Superconductor Science and Technology

0 HHMIENE

Corrosion Science

Materials Science and Technology

Journal of Thermophysics and Heat Transfer
Combustion Science and Technology
Archivum Combustionis

ISIJ International

Wear

BAREEFRH

> FEHED http://www.cas.org/expertise/cascontent/caplus/corejournals.html



http://www.cas.org/expertise/cascontent/caplus/corejournals.html�

e
(33

v NP

0
L
it
5
®
B
it
#
%
il
1t
=

APPENDI X

(CAEY L3 —BR)

> IBRDBHFEXBMORYRAAITTERTHIELAEETT (p.19 SH).

1 FEHs Pharmacology

2 HEEEYRILEY Mammalian Hormones

3  HeEpERZE Biochemical Genetics

4 FYF ~ Toxicology

5 BEIEMAYEREH Agrochemical Bioregulators

6 AiEF—H% General Biochemistry

1 B& Enzymes

8  MHHRILE Radiation Biochemistry

9 HEFDAHE Biochemical Methods

10 MAEYELE Microbial Biochemistry

11 HEMEEE Plant Biochemistry

12 JEMEELFEAEEE Nonmammalian Biochemistry

13 MHELFE&EEE Mammalian Biochemistry

14 ﬂﬁ?L{EFIEEH:% Mammalian Pathological Biochemistry

15 fHRiE Immunochemistry

16 %E% I%E%ﬂ:% Fermentation and Bioindustrial Chemistry

17 B, SR Food and Feed Chemistry

18 EYIER=E Animal Nutrition

19 BH, LTI Y, XE Fertilizers, Soils and Plant Nutrition

20 B, HE, KA T—3av History, Education and Documentation

21 ﬁﬁ@ﬂ:—'{——ﬂx General Organic Chemistry

22 YIEE#ERE Physical Organic Chemistry

23 etk EY Aliphatic Compounds

24 EREIEEYW . Alicylic Compounds

25 Rty RUELVEFEIK, BERUE/AFIEEY)  Benzene, Its Derivatives and Condensed Benzenoid Compounds

26 H&RDF, GRFELUA Biomolecules and Their Synthetic Analogs

271 HBRERAMEEYM ~NTOREF 1 @) Heterocyclic Compounds (One Hetero Atom)

28 BREAILCEY ~ATORF 2 ELL) Heterocyclic Compounds (More Than One Hetero Atom)

29 FAHERE AHAYO/REEY Organometallic and Organometalloidal Compounds

30 TFTIRY, TILR/AK Terpenes and Terpenoids

31 TFIH/AR Alkaloids

32 ART7OAR Steroids

33 kKW Carbohydrates

34 TFIJEE RTFR, 4208 Amino Acids, Peptides and Proteins

35 SEEAFNILEE Chemistry of Synthetic High Polymers

36 ERESFOYEMNME Physical Properties of Synthetic High Polymers

31 IJSRAFYIDEE, T Plastics Manufacture and Processing

38 TIARAFVIDRE, A& Plastics Fabrication and Uses

39 AMISAMY—, KRKRIL Synthetic Elastomers and Natural Rubber

40 Y Textiles

41 Fy EREAR, BEEH, EERE Dyes, Fluorescent Brighteners and Photographic Sensitizers

42 BH A0, BERS Coatings, Inks and Related Products

43 w)O0—X, Vo=, K, TOMOKRME R Cellulose,Lignin, Paper and Other Wood Products

44 I%l‘ﬂﬁk% Industrial Carbohydrates

45 TEAMEERE KE B, O Industrial Organic Chemicals, Leather, Fats and Waxes

46  SEIEMR, KEF Surface—Active Agents and Detergents

47 RE IH%E Apparatus and Plant Equipment

48 ﬁLL# £, 7ntx Unit Operations and Processing

49 E g Ak Industrial Inorganic Chemicals

50 ;‘EJE;?: R Propellants and Explosives

51 eAERE, FEAS, EEER Fossil Fuels, Derivative and Related Products

52 EBRULFH, WQTJE)J:U?LI**)V\)- —I% Electrochemical, Radiational and Thermal Energy Technology

53 Y, HhEEE Mineralogical and Geological Chemistry

54 JHAEF Extractive Metallurgy

55 &%, #%A& Ferrous Metals and Alloys

56 JEHERE & Nonferrous Metals and Aloys

57 €IIVUR Ceramics

58 WAV, aVH—EERERAMFE Cement, Concrete, and Related Building Materials

59 j(;d,/ﬁﬁ’é EEFE Air Pollution and Industrial Hygene

60 BFEEMULIE WLy Waste Treatment and Disposal

61 K Water

62 f&H, LHm Essential Oils and Cosmetics

63 & Pharmaceuticals

64 EH|S T Pharmaceutical Analysis

65 YIE{=—R General Physical Chemistry

66 SmEiLZE, a04F Surface Chemistry and Colloids

67 fUE{ER, RICBINE, BHRICHEE Catalysis, Reaction Kinetics, and Inorganic Reaction Mechanisms

68 FHFE, {LFTE AR Phase Equilibriums, Chemical Equilibriums and Solutions

69 EAHEF, bR, BWEE Thermodynamics, Thermochemistry, and Thermal Properties

70 REFEEZR Nuclear Phenomena

1 EFRIZE Nuclear Technology

72 EE:“Z'“" Electrocemistry

13 )t BT BESKFE TOMOBEETSHHEE Optical Elecrtron, and Mass Spectroscopy, and Other Related
Properties

74 WMEHRIEZE, KeE BE, TOMOEFEIOER Radiation Chemistry, Photochemistry, and Photographic and
Other Reprographic Processes

75 HEE K& Crystallograpy and Liquid Crystals

76 BRHER Electric Phenomena

77 SRR Magnetic Phenomena

78 EREFER, RS Inorganic Chemicals and Reactions

79 EEESHTIEE Inorganic Analytical Chemistry

80 ek Organic Analytical Chemistry
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SciFinder OFPEE

@ SciFinder (Web k) %I93 5= D FEH
FIFAHELEE 0S ET50Y (LUTIXEMERESRFHTI)

B HRISHY
#2E OS
Internet Explorer Firefox Safari
Windows XP Professional
70 - 80 —
(SP1 LAF%)
Windows Vista 1080 - 90
(Business, Enterprise, Ultimate) ' ' ' 36-40-50
Windows 7 8.0+ 9.0 60-70-80 —
9.0 - 100

Mac OS X 10.5(10.5.8 LA[&) — 40 - 50
Mac OS X 10.6(10.6.2 LA[%) — 4050+ 5.1
Mac OS X 10.7 — 5.1

- Java BLWY Java R92) TR ERE
(Java 754 1> (Java Runtime Environment (JRE)) /\—326 H#E4Z)
http://www.cas.org/misc/downloads/jreplugin.html (3EEE)

Cookies DF L

« ActiveX DEF#ME (Internet Explorer DIZE)

ActiveX A FO—JLEFSH A2 Internet Explorer 7-8+9

HBERE
ActiveX AV rA—LETST LV DEFT A3
ActiveX AV rA—)LIZHLTEEBMIZF (A 7OJ ERTE )
ATy b D el )
RYVTrERFTLTHRELZER—IENTLVEN p_—
ActiveX > FA—JLDET i
APV TRERTLTEREFET—IENTINVS 55

ActiveX IV E—)LDEST
NAFYEANAETERD)TREANMET "3

NEAT AT TL——Z%FERALEL Web R—TD
ETHOT7A—2avERTTD

"
3

ELZFEH ActiveX O bO—ILDAHO—F FATATERTR
BIEfERSNED o1z ActiveX AV PA—ILEELELZLT )
ETTENEHATS A
EXELZD ActiveX AV bO—)LDAHO—K 3

& FIAYAR—
SciFinder MFFA L, SFRALRENTENVELS, BBEANILTTRIETHBEVEHLELIZEL.
CHERIFEE -FAX-BFA—ILICTEL>THYFY EREITRMESE LS.

& %
SciFinder Z—a1—XL 32— http://www jaici.orjp/sci/sfnews/index.php
B & A ##t (SciFinder e-Learning) http://www jaici.orjp/sci/elearning/index.html
Io53—~AD %% http://www.jaici.or.jp/sci/ref/sfweb_trouble.pdf
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