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A review. Toll-like receptor (TLR) agonists demonstrate therapeutic promise as immunol. adjuvants for anticancer
immunotherapy. To date, three TLR agonists have been approved by US regulatory agencies for use in cancer patients. Addnl., the
potential of hitherto exptl. TLR ligands to mediate clin. useful immunostimulatory effects has been extensively investigated over the
past few years. Here, we summarize recent preclin. &nd clin. advances in the development of TLR agonists for cancer therapy.
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Antiviral applications of Toll-like receptor agonists
By: Horscroft, Nigel J.; Pryde, David C.; Bright, Helen

A review. In the past, antiviral research has focused mainly on viral targets. As the search for effective and differentiated antiviral
therapies continues, cellular targets are becoming more commaon, bringing with them a variety of challenges and concerns. Tell-like
receptors (TLRs) provide a unique mechanism to induce an antiviral state in the host. In this review we introduce TLRs as targets for the
pharmaceutical industry, including how they signal and thereby induce an antiviral state through the production of type | interferons.
We examine how TLRs are being therapeutically targeted and discuss several clin. precedented agents for which efficacy and safety data
are available. We describe some of the chemistries that have been applied to both small mol. and large mol. leads to tune agonist
potency, and offer a differentiated safety profile through targeting certain compartments such as the gut or the lung, thereby limiting
systemic drug exposure and affecting systemic cytokine levels. The application of low-dose agonists of TLRs as vaccine adjuvants or
immunoprotective agents is also presented. Some of the challenges presented by this approach are then discussed, including viral
evasion strategies and mechanism-linked inflammatory cytokine induction.
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Methods using toll-like receptor (TLR) agonists in combination with antibiotics for thq
bacterial infections
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-Claude; Carnoy, Christophe; Fougeron, Delphine; Chabalgoity,

The invention relates to methods and pharmaceutical compositions for the treatment of bacterial infections. In pa
relates to & toll-like receptor (TLR) agonist (e.g. flagellin polypeptide, biomols, peptides, antibodies, nucleic acid
for the treatment of a bacterial infection in 3 subject in need thereof wherein the TLR agonist is administered to g
combination with at least one antibiotic. In another aspect of the invention the antibiotic is selected from the grou
aminoglycosides, beta-lactams, guinolones or flusroguinolones, macrolides, sulfonamides, sulfamethoxazoles, tet
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Antitumor Agents. 181. Synthesis and Biological Evaluation of &,7,2" 3" 4'-Substituted-1,2,3,4-
tetrahydro-2-phenyl-4-quinolones as a New Class of Antimitotic Antitumor Agents

By: Xia, Yi, Yang, Zheng-Yu; Xig, Peng; Bastow, Kenneth F; Tachibana, Yoko; Kuo, Sheng-Chu; Hamel, Emest; Hackl, Torben; Lee, Kuo-
Hsiung

Journal of Medicinal Chemistry (1998), 41(7), 11

162 | Language: English, Database: CAplus and MEDLINE

A novel series of 6,

-substituted-1,2,3 4-tetrshydro-2-phenyl-d-quinclones were synthesized and evaluated for interactions
with tubulin and for cytotoxic sctivity against a panel of human tumor cell lines, including ileocecal carcinoma (HCT-B), breast cancer
{MCF-7), lung carcinoma (A-545), epidermoid carcinoma of the nasopharynx (KB), renal cancer (CAKI-1), snd melanoma cancer
(SKMEL-2). Most compounds showed potent cytotoxic and antitubulin effects. The most active compounds demonstrated strong
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aza-Flavanones as potent cross-species microRNA inhibitors that arrest cell cycle
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. Sreerangam M. C. V. L; Chatla, 5rinivas; Mukhopadhyay, Debasmita; Ganganna, Bogonda
Reddy, Chada » Bhadra, Utpal
(20 Language: English, Database: CAplus and MEDLINE

Aza-Flavanones have been identified as a new class of selective microRNA inhibitors. These compounds were found to arrest cell
cycle via 8 novel cross species microRNA-dependent regulatory pathway interpreting an unexpected link between cell cycle arrest
and microRMA mediated control in cancer.
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Relationship between structure and antiproliferative activity of 1-azaflavavones
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ticancer Research (2012), 32(7)
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The synthesis of 19 derivatives of 2-phenyl-3 4-dihydroquinolin-4(1H)-one, as aza analogs of flavanones, was carried out and these
compounds were further screened for their antiproliferative activity toward HLE0 promyelocytic leukemia cells. In comparison with
flavanone the replacement of C-ring ether oxygen atom with a nitrogen atom potentiated activity by more than 100-fold. ltwas
suggested that the aromaticity of the B-ring contributes greatly to the activity of 1-azaflavanones

Full Text = © Substances (40) B Reactions (22) &6 Citing (9) @ Citation Map

X ° Edit -

Learn more about Scil

Edit Drawing Remaove

ERAE+ SR SRR

RARIR SR AR

ACS
W International

CAS

A division of the
American Chemical Society



AR /NS

F A /RIZBEERand, or. notiEiEEIE
18I 8 2K Ik T BRIE RS H AR Xk
FHCAS SolutionsiZ TR & 3k EL{Z 2

MBI ERRER, REEZ R
FAPatentPakiz & & F) [ 3L E

TR 1E] + EE B B e TR IRIR IR AT SRR

American Chemical Society



R4

CAS SciFinderth 9%
MRYERNE B A&
Y [ER1F |5 B AR 1L
LEM) R E R I R D
YRS R =R DT K Hik
Y [RLE R SR R] AL 4T

7
=l
23

S 4%
https://american-chemical-

society.zoom.us/rec/share/C8gGlyhcc1N22z3JdJ3yrRAFXdEfb9gMXz9vo2tjyi
GLdd-6Qke9taq5Y1LL5SM.daLElpuwQKEepf-S?startTime=1646733603000

ACS
W International

A division of the
American Chemical Society



FUEYspss

YBRIMRAN - L% F5, CAS RN

YEMRRT - BF=5, kS, PubMed ID, DO

HF
WS H
E
£

siitey, &
T, &% :
a9 FIEY :

R SRR IS HETS

2
&
éj\
éj\

A, FAFEY
FR
F ARG

AL R

A division of the
American Chemical Society



BITYFRZTR. CAS RN, XEMARRFHERYIR
/

Searching for... Substances

& Al Search by Substance Npfne, CAS RM, Patent Number, PubMed D, AN, CAM, andfor DOI. Learn More
m :-Iqref O Oll-llelﬂf.“

B Reactions Maolecular Formula =

& Ref Evomples: CEHE | (CEHE)x | C22HIECUNZOS.C2HIN
ETEerences

+ (Add Advanced Search Field

¥ Suppliers

< Bioseguences

) Retrosynthesis

X

Learn more about SciFinder™ Advanced Searfh.

L
BE DT DS IBEBERRYR

\
FI 2R H E AR TEE TG

==
xR

© 2021 American Chemical Society. All rights reserved.

ACS
W International

A division of the
AAAAAAAA Chemical Society



CAS RN, X3

Filter Behavior

Filver by Exclude

~ Commercial Availability

Available (3)

~ Reaction Role
Product (3)
Reactant (3)

Catalyst (1)

~ Reference Role
Adverse Effect (3)
Analyte (3)
Analytical Role, Unclassified (3]
Analytical Study (3)

Biochemical Process (3)

& Substances

B References -

50-56-6 K

Absolute sterecchemistry shown
CazHgeM120425;
Qooytacin

Protein/Peptide Sequence
Sequence Length: 9

B 31K

References

B 390
Reactions

™ 66

Suppliers

B Reactions =

™ Suppliers =

-
s

1190307-88-0

e
Spen, e |
M 8
= L
Ab=zolute sterecchemistry shown

CazHa9FN:04P
Sofoshuwvir

& 3,695
References

B 720

Reactions Suppli

Sort Relevance = View: Partial -

A, B W saue

1809249-37-3 K

Absolute sterecchemistry shown

Ca7H35Mz 0P

G5 5734
B 2264 B 504 = 47
References | Reactions Suppliers

sofosbuvir
50-56-6
"GS 5734"

Z YRR R,

Fr[E) FH Z2 1% Fe T

ACS
W International

\J
\J

\x
* %%

*

CAS

A division of the
American Chemical Society



HE2Y

[B)=kia)

RTUFR™™
CAS z: scifinder Substances v | flavone*

"

Filter Behavior

@ Substances .

Filter by Exclude

Commercial Availability
Available (1,673)

Mot Available (2,554)

Reaction Role

Product (1,934) ~

Reactan

Abzaluzz s(ere::l"sm.s(r_f shown
Reagent (15}
Ca3HaaN2045

Catalyst(12) Flavone, 6,8-bis[{dimethylamino)

Solvent (1) methyl]-3,3",4"5,7-pentahydroxy-, 3-[6-
O-(6-deo ..

Reference Role
@3 &1

Preparation (3, References  Reaction

Synthetic Preparation (2,0

Biological Study (1,445) 4

Properties {1,219) 30137-81-6 L3

N
Stereochemistry [1"
Mumber of Components C25H2:012

Flavone, 3-hydroxy-3'4',5,7-tetrame
thoxy-, 3-hexopyranoside

Substance Class

Isotopes

Metals

w2

28625-66-3 [
N

2

18423-37-5 K
N

o
o

PEQOSUN

L L

o

Abzolute stereschemiztry shown
Ca1Hz1NO7
Flavone, 6-(B-D-mannopyran
osylaminao)-

@3 B 1
References  Reaction
10481-54-6 r
N

Absolute stereochemistry shawn

CazHaa01g

Flavone, 4',7-bis(benzyloxy)-3-[[6-0-(6-
deoxy-a-L-mannopyranosyl)-p-D-
glucopyran

2

Molecular Weight pet

YIRA PR e @ EC AT
AR Z MR

)

p i)

ek ?

Sort Relevance = View:
B ok Saue
. L
18423-35-3 & CAS z: scifinder Substances = | flavone? x @ Draw * Q] 3
N
e \l ‘/ Filter Behavior © SubSta nces ;g Sart Relevance = \View: Partial
IV)J' e \\’Q‘I
1; Bxclude @ References - ™ Suppliers = o B save
Absolute stere
C2:H2;:NO5 ~ Commercial Availability R )
Flavene, 6-(B-D-gly . 2 3
wailable (1)
11075-56-2 1415244-57-3 K 887129-31-9 K
Mot Available (19) b bl

- ] 81

References  Reag

&

6758-49-2

Absclute stere:

CazHaaO47
Flavone, 4',7-bis(bq
dihydroxy-3"-meth
glucopyranosy

|-

References

~ Reference Role
Biological Study (18)
Uses(17)
Therapeutic Use (12)

Biological Study, Unclassified
(8)

Pharmacological Activity (8)

~ Number of Components
~ Substance Class
v |sotopes

~ Metals

~ Experimental Property

= Binactivity Indicaror

Image Mot Available

Notes: A flavone
CisHygQy
Junipin

|3

References

2095202-76-7

Image Mot Available

Motes: A flavone from Dysosma versip

eliis
CagHze 0y
Dysosmaflavone G

-1

Reference

mage Mot Available

Motes: A flavone C-glucoside
Unspecified
Vicinin |1

|-

Reference

125521-97-3

mage Mot Available

Motes: A flavene deocdorant {Daiwa
Chem. Co.)
Unspecified
Asutenchi P 110

-

Reference

Unspecified
Griseon |

Reference

6

K 209861-32-5

Kogyo K.K.)
Unspecified
Pancil FG 50

=1

References

Image Mot Available

Motes: Described as a flavone deriv.

Image Mot Avsilable

Motes: A flawvone deriv. (Rilis Kagaku

ACS
W International

A division of the
American Chemical Society

\J
\J

*

\x
* %%



YARHSER - - AR T

CAS %: Scifinder”

Substances = W02011123645

X @ Draw n *

O] 2

# Return to Home

Filter Behavior

Filter by Exclude

~ Commercial Availability

Available [

Not Available (52)

3

Reaction Role
Product {128)

Reactant |

Reage

Catalyst (20)

Solvent {17)

»

Reference Role

Preparation (127)

Synthetic Preparation (125
Reactant (109)
Reactant or Reagent (109)

Uses (72)

<

Stereochemistry

<

Number of Compaonents

¢

Substance Class

<

Isotopes

¢

Metals

<

Molecular Weight

<

Experimental Property

¢

Experimental Spectrum

<

Regulatory Data by Country

<

Regulatory Data by List

<

Bioactivity Indicator

¢

Target Indicator

<

Search Within Results

® Substances

108-95-2 K
Ny
OH

C:Hs0

Phenal

W 213K B 91K = 188
References  Reactions Suppliers
18162-48-6 L3

Si—l

CeHisCISi

imethylsilyl chloride

@ 36K B sax ® 127
References = Reactions Suppliers
149-30-4 r
5,
>=5
N
H
C7HsNS;

2-Mercaptobenzothiazole

W 15K
References

B 5303
Reactions

= 120
suppliers

Sart

Sort Relevance = View:
K sae
2 3
108-24-7 K 100-46-9 K
b b
O o]
NH
8]
CsHg05 CoHaN
Acetic anhydride Benzylamine
B 133K B 375K = a0 B 57K B 53k = a2
References Reactions Suppliers References | Reactions | Suppliers
5 6
10025-87-3 L3 58-96-8 L3
o k]
el
—_—p 2
Cl—P—cl ‘[/ J\ A
a oy
Abselute stereachemistry shown, Rotation [+
Cl,0P
Phosphorus oxychloride CoHi2N;05
Uridine
8 5K B 214K = 45 B 24K B 3429 » 106
References = Reactions Suppliers References | Reactions | Suppliers
8 9
501-53-1 L3 616-47-7 K
N N
i /\
u] 0 h !
CgH4C10; CaHN;
Benzyl chloroformate 1-Methylimidazole
B 17K B 28K =5 @ 6K B 34K = 112
References  Reactions  Suppliers References  Reactions | Suppliers

=
W02011123645

5 Bh R P LESRTS K
EXENPRIATE YR

ACS
W International

A division of the
American Chemical Society

\J
\J

\x
* %%

*



MG FE--Advanced Search

Searching for... Substances

A A h AN V)
Search by Substance Name, CAS RN, Patent Number, PubMed ID, AN, CAN, and/or DOI. Learn Maore j‘/ \ % _t L‘l:% Il\i 7]:&
& Al I%P 7] T\s Z LA
A ML Varanih /5
Enter o query... Draw jt & 71‘& ?E = A |=I=|
© “ B EREFHRITIOR

B Reactions Learn more aboyzScibinder® Advanced Saarch
@ References .
Searching for... Substances

& suppliers o Al search by Substance Name, CAS RN, Patent Number, PubMed ID, AN, CAN, and/or DOI. Learn More
00
& Reactions i Molecular Formula -
SRR TER i X
= XN R X . Examples: C6HE | (CBHSIx | C22H26CUN205.C2H3N

B References

CASRN (MR, Af») . YMEE. 2T X5, B S # ano +([selea - x

™ Suppliers

g‘ggﬁfg (1 H ) ]_ 3C7 ]_ 5 N ) ]_ 9 I:7 3 ]_ P N l\/l R) + | Add aq Molecular Formula Learn more about SciFinder” Advanced Search.
CAS Registry Number >
/—:Etl:% (/—:Etl:%';é;;%%\ I—DBO)  Biosequences Chemical Name
/ﬂzi (KOC, LOgD, LOgP\ 5@%@&\ ﬁ\%%\ pKa\ %5"%&) D Retrosynthesis Document Identifier
Patent Identifier

ZERYE (BE. BERER)

= o Experimental Spectra >
%?‘ (Eﬁlg/ﬂggx EE/BE/EEIIKE}—%—/\) Biological >
LI pl ns kl ( g EE ﬁﬁi‘g%@\ H %{ZE/{;%{ZE) Recent Search History Eher“rzal Properties ? View All Search History

Eﬁ_&_\ (Eﬁ_&_\jj %E) April 12, 2022 Electrical >
*)IT%E ll\i (%lJZ,TEE gig) B References TLR or "toll like rec o )

Magnetic >

ﬁ%%&%ﬁ (jjﬁﬁlél'\i\ ?ﬁ%ﬁg) e Mechanical >
é:lél:)l(@ (*&Tﬁ%@*ﬂ) ;F:ZI:LIJ raer1::;::;;:3rmg :
?&? (%Q,ﬁ\\ /% /ﬁ\ WEE.\ f&f%_ngbeE\ Kﬁiﬁ) March 30, 2022 Thermal >

Edit Search




Na2504: H204S.2Na

Searching for...

& Al

B Reactions
& References

® Suppliers

Substances

Search by Substance Name, CAS RN, Patent Murnber, PubMed ID, AN, CAN, and/or DOI. Learn More

Enter o query...

Molecular Formula ~  H2504.2Na X

Examples: CEHE | (CBHE)x | C22H26CUN205.C2HN

+  Add Advanced Search Field Learn more about SciFinder” Advanced Search.

TRERETMRETEAR

ZERs () o7

© 2021 American Chemical Society. All rights reserved.

o EN

Filter Behavior

Filter by Exclude

Commercial Availability
Available (5)

Mot Available (4)
Reaction Role
Product {2}
Reagent (2)
Catalyst (1)
Reference Role
Uses (6}

Biological Study (5)
Process(5)
Analytical Study (4)

Biological Swdy, Unclassified
4

View Al

Number of Components
Substance Class
Isotopes

Metals

Molecular Weight
Experimental Property
Experimental Spectrum

Regulatory Data by Country

© Substances g

@ Refersnces = B Reactions =

1

7757-82-6 L

H20,5.2Na
Components: 2
Component RM: 7664-53-9

Sodium sulfate

8 103K B sk = 178
References Reactions Suppliers
4
225640-22-2 K
N
o
HO: I—CH
I
o
+2Na
H20,5.2Na

Components: 2
Component RM: 778561-01-6

Sulfuric-**5 acid, disodium salt

-] B1 21

References = Reaction Supplier

™ Suppliers =

2

13759-07-4

+2Na

H:0.5.2Na
Components: 2
Component RN: 7664-93-3
Thenardite {(Nax{50:))

B 9205
References
5
20581-68-4
o
I
HO—5—0H
I
o
*2Na
H:0.5.2Na

Components: 2
Component RN: 7664-93-3

Metathenardite (Na{504))

-]

References

w -
Supplier

Sort Relevance = View: Partial ~

d, B K save

3
14262-80-7 r
N
[
m—ﬂ!—cr
I
+z Na
H,045.2Na
Components: 2
Component RN: 13770-01-8
Sulfuric-*38 acid, disodium salt
=] B w4
References | Reaction Suppliers
6
911392-46-6 r
N
[
H}—“H—CP
I
* 2 Na
H,045.2Na

Components: 2
Component RN: 911422-25-2

Sulfuric-*18 acid, disodium salt

L =1
Reference Supplier




RIS R -

2R F>150g/cm?
F5=<200

MESE

& Substances g

@ References » B Readions -

139-13-9 (3
ul
Searching for... Substances @
& A Search by Substance Name, CAS RN, Patent Number, PubMed ID, AN, CAN, and/or DOI. Lea a ’A'“n:ll
_ Ha i
Enter a query...
o
B Reactions Density (g/lcm3) » | »150 CgHyNOg
§ References Include predicted values. Exampies: 1.15 | Mitrilotriacetic acid
AND - Molecular Weight - | <200
¥ Suppliers 2 g 13K & 713 = o
di 5 onh E
PR " References Resctions  Suppliers
4+  Add Advanced Search Feld Learn more &
* Biosequences
® Retrosynthesis
34560-16-2 (3
k|
-
T
'_,.-"“"‘-\_O/}\/’L\_D
CGH13N04
1,1-Diethoxy-2-nitroethane
B 25 8 42 = S0
References Reactions  Suppliers

™ Suppliers =

“

7631-86-9 (3

O

0,5i
Silica

1.1M B S0K
qces | Reactions

= 407
Suppliers

Cl

=0
cl
CoHCI0
Dichloroacetaldehyde

& 671 A 122

References Reactions

' 16
Suppliers

Sort. Relevance -~ View: Pargal -
|i| B & Save
3
593-88-4 [
'l
CiHgAs
Trimethylarsine
CASRN
139-13-9 X
CAS Name
Nitrilotriacetic acid
(0]
0] OH
N
HO
©  Sussmnee Derail 0 OH
Reactions (713)
a
Synthesize (48)
£y Creste Retrosymhesiz Plan
@ References (13K)
¥ Suppliers(31) Qedtsmucre — Reser 4+

BT TR

© 2021 American Chemical Society. All rights reserved.

LE: 3

EERIUEPS

=B

0/G

W International

ACS

CAS

A division of the

American Chemical Society

\J
‘\

}}\

*



YRt --EEIRE

AP IE{R BR8] 7t08,2.2,3t04
EYFEIE{R B Y8 44.5 to 45

Substances
Search by Substance Mame, CAS RN, Patent Number, PubMed ID, AN, CAN, and/or DOI. Learn Morg

Searching for...

& Al

O Substances Enter a query...

& Reactions Proton NMR ~ 7108 22 3tod
8 mefe Allowance of £ 0.2 ppm. Exgmples: 3.03,7.2, 2
eferences
on-’ INMR ~ | 4451045
"\ Suppliers ANowance of £ 2 ppm. Exompies: 1523, 127.6, 1331 |

+  Add Advanced Search Field Learn more about Sc|

L

* Biosequences

© Retrosynthesis

18 T B SR ITIe R

@ Substances (.14

E References = B Reactions «

1

1354644-05-5 S

Absolute stereochemistry shown, Rotation (+)

C21H250;
(4bs.6a5,7R,11a5,11bR)-4b,6,6a,7.8,11,
11a,11b.12,13-Decahydro-2-methoxy-6a-
methy...

-l B 4 =1
References Reactions Supplier
879288-35-4 S

Absolute steregchemistry shown, Rotation (-)

Ca9H36010

Methyl (45,4a5,6aR,75.85,10R.11R,12R,
12aR,12b5)-12-(acetyloxy)-4-(3-furanyl)
dode...

-l

= Suppliers «

2

921073-43-0 R

4-[5,6-Dimethoxy-1-[{4-methylphenyl)
sulfonyl]-1H-indol-2-yl]-2-butanone

- B s
Reference Reactions
5
693235-19-7 K
Y]

CiaH1gN203

Acetamide, N~(decahydro-3-hydroxy-2-
ox0-3,7.4,6-ethanediylidene-7aH-
pentalenof1....

Sort: Relevance - View:

o * Save

35387-16-7 R

Cy1H1pN20;
2,3-Dihydro-3-hydroxypyrrolo[2,1-b]
quinazolin-9(1H}-one

8 5 B 37 = 10
References Reactions  Suppliers
B
1245281-17-7 R
N
Absolute stereachemistry shown
CigH1gN20;

N-Methyl-N-[(4R,5R)-1,3,4,5-tetrahydro-5-
(2-oxopropylibenz[cdlindol-4-yl]
formami...

-

Partial ~

© 2021 American Chemical Society. All rights reserved.

W International

ACS

A division of the

CAS

American Chemical Society

\J
\J

\x
* %%

*



YIRIFER

© Substance Detail (101,123

B References (2) & Reactions (4) ® Supplier (1)
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1354644-05-5

OH

Absolute stereachemistry shown, Rotation (+)

C21H2502

5H-Cyclohepta[alphenanthren-7-ol, 4b,6,6a,7.8,11,11a,11b,12,13-decahydro-2-methoxy-6a-methyl-, (4b5,6a5,7R,11a5,11bR)- (ACI)
Key Physical Properties Value Condition
Molecular Weight 312.45 -
Bailing Point (Predicted) 458.5+45.0 °C Press: 760 Torr
Density (Predicted) 1.088+0.06 g/cm> Temp: 20 °C; Press: 760 Torr
pKa (Predicted) 14.81+0.40 Most Acidic Temp: 25 °C
Spectra
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v Other Names and Identifiers

~ Experimental Spectra

"H NMR
Source
View Carbon-13 MMR Spectrum {1} ACD
Sources

Tiing; Steroids, (2012), 77{

-2), 110-117, CAplu=

v Predicted Properties
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~ Bioactivity Indicators
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Absolute stereachemistry shown, Rotation (£)

ez
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W,

p 4

C21H202
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{4b5,6a5,7R,11a5,11bR)-4b,6,6a,7,8,11,
11a,11b,12,13-Decahydro-2-methoxy-
6a-methyl-5H-cycloheptalelphenan
thren-7-ol

~ Conditions

Waorking Frequency
150 MHz

Salvent

Chloroform-d (B65-439-6)
Temperature

25°C

~ Spectrum Summary

Spectrum ID
04phy12n1_131.C

[«

Peak Data

157.5,138.1, 1339, 133.4, 1261, 240 =0 2m
126.0,113.2, 111.4, 76.9, 55.2, 43.2,
425,419, 39.5 362,314,303,
27.6,26.6,26.2, 17.1 ppm

o somee
Spectral data were obtained from
Advanced Chemistry Development,
Inc.
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DEFINITION Zea mays clone 423468 hypothetical protein mRNA, complete cds.
ACCESSION EUS73B88
VERSION EUS73888.1
KEYWORDS FLI_CDNA.
SOURCE Zea mays
ORGANISM a3 mays
Eukaryota; Viridiplantae; Streptophyta; Embryophyta; Tracheophyta;
Spermatophyta; Magneliopsida; Liliopsida; Poales; Poaceae; PACHMAD
clade; Panicoideae; Andropogonodae; Andropogoneae; Tripsacinae;
Zea.
REFERENCE 1 (bases 1 to 592)
AUTHORS Alexandrov,M.N., Browver,V.V., Freidin,5., Troukhan,M.E.,
Tatarinova,T.V., Zhang,H., Swaller,T.J., Lu,Y.P., Bouck,J.,
Flavell,R.B. and Feldmann,K.A.
TITLE Insights into corn genes derived from large-scale cDMNA sequencing
JOURNAL Plant Mol. Biol. 62 (1-2), 179-194 (2889)
PUBMED 189 34
REFERENCE 2 (basesz 1 to 592)
AUTHORS Alexandrov,MN.MN., Brover,V.V., Freidin,5., Troukhan,M.E.,
Tatarinova,T.V., Zhang,H., Swaller,T.J., Lu,Y.-P., Bouck,J.,
Flavell,R.B. and Feldmann,K.A.
TITLE Direct Submission
JOURNAL  Submitted (@4-AUG-28@8) Ceres, Inc., 1535 Rancho Conejo Blvd.,
Thousand Oaks, CA 9132@, USA
FEATURES Location/Qualifiers
source 1..582
/organism
fmol_type=
/db_xref="taxon:4577"
/clone="423468"
oS 122..346
/codon_start=1
Jproduct="hypothetical protein”
Jprotein_id="ACG45598.1"
/translation="METVVGDLMATELRLGLPGTVDDCSQHQQQTQLKVAAPPSNPTR
GKKRPAGAALTVLLAGYLLLLVPELSPSSF” @
ORIGIN L O‘
1 acacacaaca ccagtcacca gectcatcaca tccatctcat totactactg cctcagagac ? @
61 caagctgetg caaccggaga aggagatcta ctctactctt cagageactg tgeattgggs ’ @
121 catggasacc gtcgtgggag acctcatgge gaccgagetg aggotiggoo tgocgggeac [
181 cgtggacgac tgcagccage accagcagca gacccagetg aaggtggocg cgocgoegte
241 caaccctact aggggcaaga agcgocccge cggtgctgea ctcacggtge tgotegecgs A division of the
301 ctacctcctc ctgetegtge cagagetgtc goctagetcg ttctagacce tctgtcaagt American Chemical Socisty
36l tgtgccacca gtaggatttg atatgtigtt gttctttcta gtacgtgacg tgacagacaa
421 titgctgetg gtgtccttgt tgtigtagta ghtgcactge gtgticctgt tatgctatgg
481 gtacgagatg ttagggcatg gittaagcta agctaaggeg atgggggatc agtaccttac
541 ctctecatctc tggetgetga toctttttgt tcttgacaas asaasaasaa as
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6 Alignment Identity: 100%

Query @

Matches: 39
Mismatches: 0

subject (1) (1,060)

View Less «~

Alignment Subject References References

CAS Registry Number: 785872-37-9
Length: 1,060 nt

Sequence
1 CATTGGGTAC CTCGAGGCCG GCCGGGAGCT CGCACTCACT CACTCACAAG TCACACAGCC ACACTTGAAC CGCTGCCCGC a
81 AGCGGAGGGA GCTTGCACGG GCCAACGCAC ACATAACACA AGCTCGTCGT CGATGGCGCG GTGGGCTGCG GTGCTGGCGC
161 TGGCCGCGGC CACGGCCATC GCCGTGGCGT CCGTGGCGGG CGGCGACATG AACGCGGACA AGACGGAGTG CGCGGACCAG
241 CTGGTGGGCC TGGCGCCGTG CCTGCAGTAC GTGCAGGGGC AGGCCCGCGC GCCGCCGCCC GACTGCTGCG GCGGLCTGCG
321 CCAGGTGCTG GGGAAGAGCC CCAAGTGCCT GTGCGTGCTC GTCAAGGACA AGGACGACCC CAACCTGGGC ATCAAGATCA
481 ACGCCACCCT CGCGCTCGCG CTCCCCAACG CCTGCGGCGC CACCCGCGCC AACGTCTCCC ACTGCGCTCA GCTCCTGCAT
481 ATTCCCCCGG GCTCCAAAGA CGCCGCCGTC TTCAGTCCCG GCAGCGACAA GGGCTCCACT GCCGCTCCAG CCAAGGACAA
561 CTCGACGGCG ACGACCGACT CCCGCGCGCT GCAGGCGACC ACCGGACGCG GCGTGTCCTC CTCGGCGGCG ACCGCCGGTG
641 CTGCACTCAC GGTGCTGCTC GCCGGCTACC TCCTCCTGCT CGTGCCAGAG CTGTCGCCTA GCTCGTTCTA GACCCTCTGT
21 CAMCTTETEC CACCACTACE ATTTEATATE TTETTETTCT TTCTACTACE TEACCTEAA CGACAMTTTEC TECTECTETC x

& Substance Detail

B Reference (1)

CAS Registry Number

/85872-37-9

Unspecified

DMA (Zea mays clone MRT4577_11549C.1 protein fragment-specifying cDMA) (9CI)

Nucleic Acid Sequence
Sequence Length: 1060
204 a 336 311g 209t

~ Other Names and Identifiers

Image Not Available

1 Other Name fi

[,. Sequence Details

1999: PN: U5200

Nucleic acid molecules and other molecules associated with plants

Assignees: LA ROSA, THOMAS J.; ZHOU, YIHUA; KOVALIC, DAVID K.; CAO, YONGWEI; LIU, JINGDONG; CHEIKH, NORDINE;
SHUKLA, HRIDAYABHIRANJAN; RUFF, THOMAS G.; HARDEMAN, KRISTINE J.; EDGERTON, MICHAEL D.; VARAGONA,
MARGUERITE; WU, WEI; CONNER, TIMOTHY W.

US20120216318 A1 | Seq ID No: 16999

Nucleic acid molecules and other molecules associated with plants

Assignees: LA ROSA, THOMAS; ZHOU, YIHUA; KOVALIC, DAVID; CAOD, YONGWEI; LIU, JINGDONG; CHEIKH, NORDINE;
SHUKLA, HRIDAYABHIRANJAN; RUFF, THOMAS; HARDEMAN, KRISTINE; EDGERTON, MICHAEL; VARAGONA, MARGUERITE;
WU, WEI; CONNER, TIMOTHY

US20040214272 A1 | Seq ID No: 16999

Nucleic acid molecules and other molecules associated with plants

Alignment Subject References

Sequence: DNA; linear

1

51

101

cattgggtac
teacacagce
gecaacgcac
gtectggege
cggegacatg
tggcgeegtg
gactgctgeg
gtgegtgcte
acgecaccet
aacgtetece
cgeegeegte
ccaaggacaa

accggacgeg

Patent Annotations

Source: Zea mays
Reference: U520040214272, SEQID 16999; claimed

Feature

misc_feature

ctcgaggeeg
acacttgaac
acataacaca
tggcegegee
aacgcggaca
cctgeagtac
geggeetgeg
gtcaaggaca
cgegetegeg
actgegetea
ttcagtceeg
ctcgacggeg

gegtgteete

geegggaget
cgctgecege
agctegtegt
cacggccatc
agacggagtg
gtgcagggsc
ccaggtgctg
aggacgacce
ctceccaacg
getectgeat
geagegacas
acgaccgact

ctcggeggeg

cgeactcact
agcggagega
cgatggcece
geegtggegt
cgcggaccag
aggccegege
gggaagagcc
caacctggge
cctgeggege
attccceegg
gggctecact
cecgegeget

acegeeggeg

Location

cactcacaag
gcttgeacgg
gteggctece
ccgtggeges
ctggrgggee
geegeegeee
ccaagtgect
atcaagatca
cacecgegee
gctccaaaga
geegeteeag
geaggegace

ctgeacteac

Description

Clone ID: MRT4577_1154C.1
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) CAS 'r”} SciFinder"
BLAST Search Details

Sequence Type: Protein R b 1238918245 X
Search Within: Proteins N Sequence Similarity
BLAST Algorithm: BLASTp il

Alignment Idenfity: - «

&

Query Coverage: 90% | |
E-Value: 10 B Jw% - % \ | 1
Match with Gaps?: No ' \\
Gap Costs: Existence 11 l‘. ‘

Extension 1 ‘
Word Size: 3

Bioscape Analysis ‘ 'y

Visually explore sequence
similarity with a new tool.
Learn more about Bioscape.

Create Bioscape Analysis £ Select Sequence

——

BioScape Analysis: RIEHRIAE T RILFTI, REHNTHHHER

G intermaionst | St b
American Chemical Society

© 2021 American Chemical Society. All rights reserved.
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Filter Behavior REferences (47) Sort: Relevance - View: Partial Abstract «

Exclude £ Substances ~ &6 Citing « &‘ =

~ Document Type

Patent (47)
Protein-coding nucleic acid mols. from soybean, and use for plant transformation and
~ Llanguage modifying protein expression levels in plants
English (47) By: La Rosa, Thomas |.; Zhou, Yihua; Kovalic, David K.; Cao, Yongwei; Cheikh, Not H
United States, US20130326723 A1 2013-12-05 | Language: English, Database: C4 G} SUbStance DEtaII
~ Publication Year The present invention provides 285,684 nucleic acid (cDNA) and protein sequen & Reference (1)

transforming plants such as soy, corn, cotton, wheat, with the nudeic acids in o]
thereby improving plant traits.

CAS Registry Number
. . .- PatentPak ~ Full Text » 661510-85-6

2003 2014

No Min to No Max

2 Image Not Available
View Larger ) . ‘ . ~ Sequence Details
Nucleic acid molecules and other molecules associated with
~ Author improvement UnSpeCIerd Sequence: DNA; linear

By: Liu, Jingdong: Zhou, Yihua; Kovalic, David K.; Screen, Steven E.; Tabaska, Jack
Michael D.; Fincher, Karen L.; Hammond-Kosack, Kim; et al
United States, US20110277178 A1 2011-11-10 | Language: English, Database: C4

v Organization DNA (corn clone LIB3957-004-F11_FLI protein fragment-specifying cDNA) (3 4 cacasgtcac  acagccacac  ttgasccgea  goccgoagcg  gagEgegctt

51 gcacgggeca acgcacacat aacacaagct cgtegtegat ggcgeggtee

~ Publication Name Nucleic Acid Sequence

Polynudleotides useful for improvement of plants are provided. In particular, 34 Sequence Length: 929 101  gctgeggtgc  tggegctgec  cgeggocacg gocatcgecg  tggcgtocgt
~ Concept sources. Polypeptides encoded by the polynucleotide sequences are also provid 154 3,310 ¢, 281 g, 184t
) hierarchical classification tool, termed FunCAT, for Functional Categories Annotz 151  ggcgggrggc  gacatgaacg  cggacaagac  ggagtgegcg  gaccagotgg
v CASection polypeptides find use in production of transgenic plants to produce plants havir
2m tgggectggc gecegtgectg cagtacgtac aggggcraggc ccgegegoeg
~ Database

PatentPak ~ Full Text = ~ Other Names and Identifiers 251  ccgeecgact  getgeggegg cctgegecag  gtgetgggga agagccccaa

s earchiWithiniResults N _ 3m gtgectetge gtgctcgtca aggacaagga cgaccccaac ctgggcatca
1 Other Name for this Substance

351 apatcaacgc caccctegeg ctecgegetec ccaacgeetg cggegceacc
1627: PN: US20040034888 SEQID: 25627 claimed DNA

401 cgcgecaacg tcteccactg cgcteagete ctgeatattc cccegggctc

451 caaagacgcc gcegtcttca gtcccggeag cgacaagggc tccactgoeg

501 ctccagecaa ggacaactcg acggcgacga ccgacteecg cgegctgeag

551 gcgaccaccg gacgcggegt gtcctecteg gcggegaccg ccggtgetge

601 actcacggtg ctgetegoeg gctacctect cctgetegtg ccagagctgt -

Patent Annotations

Source: Zea mays
Reference: US20040034888, SEQID 25627; claimed

© 2021 American Chemical Society. All rights reserved. Eectura Location Description

misc_feature Clone 1D: LIB3957-004-F11_FLI
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Enter a protein string, or upload a .txt or .fasta file. Learn more about Biosequence Search.

Motif Upload Sequence Clear Search

Include NCBI Sequences

Limit Total Sequence Results to:
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# % /NCDRX fysubject5 71 K9
=,

BN T, B aApplyElf]
BELEENFIIER,

mReset segments, 7] BT
BEICR N FIIE

Query Coverage % = coverage/query

Subject Coverage % = coverage/subject

Alignment Identity % = matches/query

© 2021 American Chemical Society. All rights reserved.

CDR Segments

Select a segment below to view

individual or intersecting CDR
results.

CDR1 CDR2

7

2,042
3 94

1,820
CDR3

Bioscape Analysis

Visually explore sequence
similarity with a new tool.
Learn more about Bioscape.

Create Bioscape Analysis

Filter by

» E-Value
0 ~ to 108

~ Query Coverage %
O

a to 100

~ Subject Coverage %

O

a to 100

~  Alignment dentity %

O

0 ™ 100

<> Biosequences o,

TN #EK Exceldg T XA

Sort: Alignment dentity - View: Collapsed -

Query Details  View Less

> COR1

VFPLAPSSKS

> CDR2

TSEETAALGD

» CDR3

LVKDYFPERY

_CDR3
=4

Subject -CI I | ZI:E;:';\l
View Less -
—

Alignment Subject References

Alignment Data

BLAST Score: 79

E-Value: 0.00262316

CDR3 1 LVEDYFFEPYV 18

i

5 157 LVEDYFPEPY 176

2
,_HC\DFB_\
O

Subject 'Cl I (440)

i, : BAm
View More

ok

Alignment Identity: 1008

Matches: 10
Mismatches: 0

$kBXCAS SciFinder-n
R EE 12 3 B9 TR

Alignment Identity: 100%

]
e_9
/' :
Matches: 10 ’. ®
hMismatches: 0
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. <> Biosequences o

Select & segment below to view
individual or intersecting CDR

results.
COR1 ChR2 Query Details  WView Less
> CDR1
VFPLAPSEKS
> CDR2
TSGEETAALGC
T > CDR3
LVKDYFPEPV
Reset Segments
; . ) CDR3
Bioscape Analysis e
—
Visually explore sequence (g1 |:|:;
similarity with a new tool.
Learn more abour Bioscape.

Sort Alignment Identity = View: Collapsed =

4

Alignment Identity: 1009

Matches: 30
Mismatches: 0

T
n - ) Subject (1]
Create Bioscape Analysis -
(','“ ,‘“\I
Filter by e

CDRZ

~ E-Value
View Less ~

] = to |10 -

Alignment Subject
~ Query Coverage %
O )
a0 w100

~ Subject Coverage %

[t} to 100

~ Alignment ldentity %
O O

[t} to 100

C-terminally fused TMF family ligand trimer-containing antigen binding molecules
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Searching for... Biosequences

Enter a protein or nucleotide string. Learn more about Biosequence Search.

do All
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£ Substances
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References
[ ] B N
Limit Total Sequence Results to:
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-
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Motif Search Details

Sequence Type: Protein
NCBI Included: Yes
Query Coverage: 90%
E-Value: 10

Bioscape Analysis

Visually explore sequence
similarity with a new tool.
Learn more about Bioscape.

Create Bioscape Analysis

Filter by

~ E-Value
0 ~ to 108

~ Query Coverage %

O

0 to 100

~ Subject Coverage %

O

0 to 100

~ Alignment Identity %

O

<> Biosequences (.00

References

Query Details  View More

> Seq 1: 1 SXXXXGKD 8

Query @

Sort: Alignment Identity ~ View: Collapsed ~

2

Alignment Identity: 100%

Matches: 8
Mismatches: 0

Subject @|

View Less

Alignment Subject

CAS Registry Number: -
NCBI Identifier: AOA1I7ZK68 &
Length: 220 aa

Sequence

1 MLLRLFLLFI IATKPVQASG FSERSTTVVG CSEMLVRLFL LFIIATKPAQ AGGFSEVSGL RFVGEEAQKR MKPYGYGLIK
81 WVDDQYGMTTL EEVAKPIPQK PQLTVDEQNR AETQNRALVD IIVKFYQLRD GYLAQHGAGD FIQTLSKYGF IYDSGKVKNL
161 NELTLTKTQT QVTQLDTPRS SSGIADHLRR SFLIRAKKKS MRKNKEGTSX XXXGKDGAND

Alignment Identity: 100%
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Filter Behavior

Filter by Exclude

Substance Role

>
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Reactant |

Reagent (12}
Catalyst (2}

Solvent (1)

>

Yield
90-100% (81)
80-89% (50)
T0-79% (45)
50-69% (128)
30-49% (74)

Wiew Al

»

Mumber of Steps
1(654)
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3{169)
4(241)
5{310)

Wiew Al

]

Mon-Participating Functional
Groups

Ether (420)

Acetal (369)

Cyclic ester (137)

Alkene

Cyclic alkene (22)

>

Experimental Protocols
Synthetic Methods (150)

Experimental Procedure

¢

Reaction Type

<

Stereochemistry

<

Reagent

~ Catalyst

Scheme 1 (55 Reac

View React

1.1 Reagents:

“Wiew React

Scheme 2 {13 Reactions)
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B Reactions (2.949)

&)
Absolute steraochemistry shown
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Reaction Summary Steps: 1

1.1 Reagents: Sodium borohy =

mmaonium chloride
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Detail
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Wiew Reat

tion Summa Steps: 1
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Detail

Wiew All Reaction Summaries

se Scheme A

Group: By Scheme =
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Bk Sae
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® Suppliers (36)
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Yield

100%
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i- Peng, Xuedong; et a
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PatentPak ~ Full Text -
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Metheod for preparing dinydroartemisinin bulk antimalarial

100% Synthesis of novel artemisinin dimers with polyamine
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Bioorganic & Medici

Full Text =

inghaosu

By: Rong, Ya Jing; et al
Chinese Chemical Letters (1993}, 4{

Full Text =
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Full Text =
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Encapsulation of a cationic antimicrobial peptide into self-assembled polyion complex nano-
objects enhances its antitumor properties
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Journal of Molecular Structure (2022), 124 31482 | Language:

uneche, Dominique; Gibat,
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Antimicrobial peptides, a large class of mols. synthesized by various organisms &s an innate defense against pathogens are more
and more used for their anticancer properties as well. In order to overcome some of their limitations and to enhance their
therapeurtic efficiency, the use of delivery systems was taken into consideration. In this study we describe an original delivery system
for antimicrobial peptides based on its physico-chem. properties, namely the self-assembled polyion complexes (PIC) based on
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Spectroscopic characterization of Cu(ll), Ni(ll), Co(ll) complexes, and nano copper complex
bearing a new 5, O, N-donor chelating ligand. 3D modeling studies, antimicrobial, antitumor,
and catalytic activities

By El-ghamry, Mosad A 5h
Journal of Molecular Structure (2022), 12:

leh, Akila A; Knalil, Saied M
5, 131587 | Language: Engli

Magdah; Ali, Amira A. M.

se: CAplus

A new tridentate hydrazone ligand (HL), its Co(ll), Ni(ll), Cu{ll) complexes (in 1:1, 1:2 molar ratios of metal to ligand), and the mixed-
igand Cafll), Mi{ll), Cu(ll) complexes of the ligand HL, with 8-HQ in 1:1:1 (M:L-8-HQ) stoichiometry, in addition to a nano Cu(ll)
complex have been syrthesized and characterized using phys., anal. and speciral methods. Octahedral geometry was assigned for
all investigated complexes except Cu{ll) complex 1 which exhibited square planar arrangement. The TGA results suggested the
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Proof of concept for dual anticancer effects by a novel nanomaterial-mediated cancer cell
killing and nano-radiosensitization

By: Duo, Yanhong; Liu, ¢ ; Zhu, Daoming; Zhang, Bin; Luo, Guanghong; Wang, Fu-Bing; Chen, Jingh
Chemical Engineering Journal (Amst: m, Netherlands) (2022), 428, 132328 | Language: English, D

Mano-radiosensitization is an emerging concept for cancer therapy and the underlying rationale embroils enhancement of
radiosensitization by nanomaterials. Here we describe a new concept of the irradiation-triggered switching of & biol. inert nana-
prodrug to releasing an anticancer gas that executes cancer cells killing and improves radiosensitization by improving the tumor
hypoxic microenvironment. This novel strategy employed chem. coordination between radiosensitive gold-coated polyethylene
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~ Analyte
Guaijaverin (170)
Quercetin 3-glucoside (83)
Quercetin (82)
Hyperoside (79)
Avicularin (70)

View All

>

Matrix

Leaf (143)

Psidium guajava (47)

Myrcia tomentosa (21)
Rhododendron oldhamii (17)
Mangifera indica (13)

View All

>

Method Category

Natural Product Isolation
Analysis (181)

Antioxidant Assay (61)
Bioassay (43)

Active Pharmaceutical
Ingredient and Metabolite
Analysis (21)

Food Analysis (17)

View All

~ chhnique
Solvent extraction (26)
UV-visible spectroscopy (55)
Adserption liquid
chromatography (42)
Fractionation (31)
Reversed-phase HPLC (30)
View All

~ Year

Results (20
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Analysis of Garcimangosone D in Psidium guajava by Solvent extraction

CAS MN: 1-131-CAS-164363

View Details & Instructions

(i) Add to Compare

Analyte
Matrix

Other Materials

Method Category
Technique
Equipment Used

Source

BEN T EFS

Garcimangos
Psidium guajava

Reagent: Methanol; Dichloromethane; Hexane; Chloroform; Ethyl acetate

Material: Column (10 mm, 300_8 mm i.d.); Column (3 x 60 cm)

Natural Preduct Isolation Analysis
UV-visible spectroscopy; Adsorption liquid chromatography; HPLC; Solvent extraction
HPLC system; UV detector; Column chromatography system; Fraction collector

A new antibacterial benzophenone glycoside from Psidium guajava (Linn.) leaves
Ukwueze, Stanley E.; Osadebe, Patience O.; Okoye, Festus B. C.

Natural Product Research (2015), 29 (18), 1728-1734. Taylor & Francis Ltd.
Full Text =

Abstract ¥

Analysis of Garcimangosone D in Psidium guajava by Solvent extraction
CAS MN: 2-107-CAS-55944

View Details & Instructions

Analyte
Matrix

Other Materials

(1) Add to Compare

Guajaphenone A; Garcimangosone D; Guaijaverin
Psidium guajava

Reagent: Methanol; Dichloromethane; Chloroform; Hexane; Ethyl acetate

Material: Column (3 x 60 cm}
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Method Detail (10f220)

Analysis of Garcimangosone D in Psidium guajava by Solvent extraction

CAS MN: 1-131-CAS-164363

Method Category: Natural Product Isolation Analysis

Technique: UV-visible spectroscopy; Adsorption liquid chromatography; HPLC; Solv
Materials Role’
Garcimangosone D analyte
Guaijaverin analyte
Guajaphenone A analyte
Psidium guajava matrix
Column {10 mm, 300_8 mm i.d.) material
Column (3 x 60 em) material
Methanol reagent
Dichloromethane reagent
Hexane reagent
Chloraform reagent
Ethyl acetate reagent

tiage ph

View Structure 356055-68-0

View Structure 22255-13-6

Source

A new antibacterial benzophenone glycoside from Psidium guajava (Linn.) leaves
Ukwueze, Stanley E.; Osadebe, Patience Q.; Okoye, Festus B. C.

Natural Product Research (2015), 29 (18), 1728 - 1734. Taylor & Francis Ltd.

CODEN: NPRAAT | ISSN: 14786419  DOI: 10.1080/14786415.2014.1003188

Full Text ~

Abstract ~

Bioactivity-guided fractionation of methanol extract from the leaves of Psidium guajava L. (Myrtaceae) yielded a new benzophenone glycoside, gajaphenone A (1) together with
twe known compounds, garcimangosone D and guaijaverin. Their structures were elucidated by anal. of spectroscopic data including 1D and 2D NMR and electrospray ionisation
mass spectrometry. The isolated compounds were screened against standard strains of Gram-pos. and Gram-neg. bacteria using broth dilution assay method, and the MIC values
determined and compared with reference antibiotic ceftriaxone. They were found to have significant antibacterial activities against Escherichia coli and Staphylococcus aureus
with all of them showing better activities against S. aureus, but displaying weaker activities, in comparison to ceftriaxone. However, despite reduced effect of these compounds

against the this work opens the perspective to use these mals. as leads for the design of novel and selective drug candidates for some tropical infectious diseases.

© 2021 American Chemical Society. All rights reserved.

Equipment Used

HPLC system, L-7100, Merck-Hitachi
UV detector, UV-L7400, Merck-Hitachi
Column chromatography system

Fraction callector, Retriever Il, 1SCO, Germany

Conditions

Instrument
Column: Eurospher C-18 column (10 mm, 300_8 mm i.d.; Knauer); mobile phase: methancl and nanopure water
Detection: 254 nm

Celumn: Sephadex LH-20 column (3 x 60 cm); mobile phase: dichloromethane: methanel (1:1); flow rate: 0.2 mL/min

Extraction of the sample

1. Defat the pulverized air-dried leaves (600 g) with n-hexane.

. Extract the dried marc (450 g) with 5 L of 90% methanol for 4 days at room temperature (25
. Concentrate the extract in vacuo with rotary evaporator.

. Reconstitute the dried methanol extract (35 g, 7.7% w/w) in 20 mL of methanol.

. Dilute to 200 mL with distilled water.

. Shake for about 30 min.

. Perform liquid-liquid extraction with chloroform (3 mL x 750 mL) and ethyl acetate (3 mLx 7
2.4% w/w) and PsG-WF (8.6 g; 1.9% w/w) fractions, respectively.

on of PsG-EF (4.5 g) on a Sephadex LH-20 column (3 cm x 60 cm).
syromethane:methanol (1:1) to obtain 10 pooled fractions PsG-EF1 to PsG-EF
B8 reparative HPLC purification for the bioactive fraction, PsG-EF4.

e A T 2 B U ¥R N

Semi-preparative HPLC analysis

1. Analyze the sample using a Merck-Hitachi L-7100 pump coupled to a Merck-Hitachi UV dete
2. Perform separation with a Eurospher C-18 column (10 mm, 300_8 mm i.d.; Knauer).

3. Use methanol and nanopure water as the mobile phase.

4. Set the UV detector to 254 nm.

Validation

Concentration 3.0 mg, Garcimangosone D
3.5 mg, Guajaphenone A

4.5 mg, Guaijaverin
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