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403.0805, found: 403.0801.

4.1.11. 4-(4-Bromophenyl)-5-methyl-2-phenyl- 1-p-tolyl-1H-imid az-
ole  (3ak). 44 4-Bromophenyl)-5-methyl-2-phenyl-1-p-tolyl-1H-

idazole {3ak) was purified by flash chromatography (hexane/
tOAc, v/v=20:1) as an off white solid (yield: 41%), mp: 158—160°C.
H NMR (300 MHz, CDCls ): é: 766—7.69 (d, J-9 Hz, 2H), 7.52-7.55
(m, 2H), 739—7.42 (m, 2H), 721-7.25 (m, 5H), 707—721 (m, 2H),
2.41 (s, 3H), 2.22 (s, 3H). °C NMR (100 MHz, CDCls): 6: 146.3,138.8,
134.5, 134.2, 1314, 130.6, 130.2, 128.7, 128.3, 128.0, 127.9, 127.7,
126.6, 1201, 21.2, 11.1. ESI HRMS: calcd for CxH1gN2Br [M+H]™:

3. Conclusion

In conclusion, we have successfully developed an efficient and
novel catalytic approach for synthesis of multi-substituted im-
idazoles via nitroolefins and N-aryl benzamidines. This reaction
proceeds via stepwise [3+2] cycloaddition in the presence of an
inexpensive iron catalyst under air. This methodology is conve-
nient, atom-economical, and eco-friendly in good yields and
prefect regioselectivities. This efficient strategy could signifi-
cantly direct further research of multi-substituted imidazoles
synthesis.

4.1. The general procedure of the reaction between nitro-
olefins and B¢nzamidines

4.1.1. Synthesis of 3aa (24-diphenyl-1-p-tolyl-1H-imidazole). All
reactions were performed on a 0.20 mmol scale of benzamidine.
The N-p-tolylbenzamidine 1a (0.20 mmol), 1-(2-nitrovinyl }-ben-
zene 2a (0.2 mmol), FeCl; (0.040 mmol) and 2 mL DMF were taken
into a round bottom flask equipped with stirrer. The resulting
mixture was stirred for 4 h at 90 °C. After cooling to room tem-
perature, to the reaction mixture was added water (2 mL), and
extracted with acetic ether (3x10 mL). The combined organic
phases were washed with brine (2:x5 mL), dried over anhydrous
MgS04 and concentrated under reduced pressure. The residue was
subjected to flash column chromatography with hexanes/EtOaAc
(20:1) as eluent to obtain the desired 3aa as light yellow solid (90%
yield). The remaining multi-substituted imidazoles were

(A=EYNESA
Wik
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Liv, Xiang; Wang, Dong; Chen, Baohua [Tetrahedron, 2013, vol. 69, # 45, p. 9417 - 9421]
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Abstract X

under the air here had

A novel and efficient iron(1l1)-catalyzed synthesis of multi-substituted imidazoles via [3+2] cycloaddition of nitroolefins and N-aryl

been developed. This methodology is convenient, atom-econamical, general, and eco-friendly in good yields and prefect regioselectivities.

Index Terms 23 Reactions out of 1 Documents, containing 49 Substances, 0 Targets

EMTREE drug term: 1,4 diphenyl 2 [4 (trifluoromethyl)phenyl] 1h imidazole « 2 (1,4 diphenyl 1h imidazol 2 yljpyridine « 2 phenyl 1 (4 tolyl) 4 [4 (trifluoromethylphenyl] (] @ selected ) Ef;ﬂ " f‘ e Qo @ Sort by Reaxys Rarking 4 V¢
idazole » 2 phenyl 1,4 di(4 tolyl) 1h imidazole » 2,4 diphenyl 1 (4 tolyl) 1h imidazole « 4 (2 chlorophenyl) 2 phenyl 1 (4 tolyl) Lh imidazole » 4 (2,4 dimethoxyphenyl) 2 phj

(4 tolyl) Lh imidazole « 4 (4 bromophenyl) 5 methyl 2 phenyl 1 (4 tolyl) 1h imidazole « 4 (4 chlorophenyl) 2 phenyl 1 (4 tolyl) 1h imidazole « 4 (4 chlorophenyl) 5 methyl ][]

1 (4 tolyl) Lh imidazole = 4 (4 fluorophenyl) 2 phenyl 1 (4 tolyl) 1h imidazole = 4 (4 methoxyphenyl) 2 phenyl 1 (4 tolyl) 1h imidazole « 4 [5 methyl 2 phenyl 1 (4 tolyl) 1h i . f@ " a ,O/Q\
4 yllbenzonitrile » 5 methyl 2 phenyl 1,4 di(4 tolyl) 1h imidazole » alkene derivative » benzamidine derivative « ferric ion « imidazole derivative « ligand » nitroolefin der 3, + Q@ O~

« undassified drug &

EMTREE medical term: article « atmosphere « catalysis « catalyst « cycloaddition « drug structure « drug synthesis « green chemistry « priority journal « reaction optim

- . ng . e g ...
= solvent effect - substitution reaction T e a s Eeas ¢ a6
Author keyword: Benzamidines « Cycloaddition « Iron-catalyzed » Multi-substituted imidazoles » Nitroolefins
Hits Condit ind simil Reaction ID: 35243549
Reaxys Index Terms: Fluorescence « Michael addition « cyclization reaction « cycloaddition « nucleophilic addition « organic reaction « oxidative cyclization « steric effe @Hits ~. (@ Conditions s Find Similar 3 Reaction
Conditions Yield  Reference
With iron(11f) chloride In M,N-dimethyl ide at 90°C; ; chemistry; regi tion; 85%  Liu, Xiang; Wang, Dong; Chen, Baohua
D D D D Experimentsl Procedure ~ [Tetrahedren, 2013, vol. 69, # 45, p. 9417 - 9421]
1 2 3 4

Full Text 7 Cited 38times 7 Details > Abstract >

. o X
=0 " - 1 . 1 hit out of 1
0 ° ° e + Show all cons 3
CgFe \\NIQ (—< - \ Y o)\ o=

o @B - 1E 5 @B - TR 5 @ & - Bo@as - Reaxys?%ﬁéjzﬂlﬂﬁ'\]:
" " " « EISR, WE, XA
I;| I; Q O ° %Jﬁﬁﬂ‘@a

oY res o dod & RiScheme
BY § @ & - TE o & B - 2y 5 @ & - g 5 Q& -

Erorvrer




Reaxysxf £ EH (F41) BIHEKXEIERE

4.1.11. 4-(4-Bromophenyl)-5-methyl-2-phenyl- 1-p-tolyl-1H-imid az-
ole  (3ak). 4-{4-Bromophenyl)}-5-methyl-2-phenyl-1-p-tolyl-1H-
imidazole {3ak) was purified by flash chromatography (hexane|
EtOAc, viv=20:1) as an off white solid (yield: 41%), mp: 158—160°C.
'H NMR (300 MHz, CDCk ): 8: 7.66—7.69 (d, J=9 Hz, 2H), 7.52—7.55
(m, 2H), 7.39—7.42 (m, 2H), 721-7.25 (m, 5H), 707—721 (m, 2H),
2.41 (s, 3H), 2.22 (s, 3H). *C NMR (100 MHz, CDCl3): 4: 146.3,138.8,
134.5, 134.2, 1314, 1306, 130.2, 128.7, 128.3, 128.0, 1279, 127.7,
126.6, 120.1, 21.2, 11.1. ESI HRMS: caled for CxzHigN2Br [M+H]™:
403 0805, found: 403.0801.

O 4-(4-bromophenyl)-5-methyl-2-phenyl-1-(p-tolyl)-1H-imidazole

46 U
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d‘ it Data - 6

Identification

CogHigBrNy 403321 24040362  1462876-22-7

Druglikeness Spectra - 3

Physical Data - 2

A NMR Spectroscopy - 2 hits out of 2

Description Nucleus (NMR | Solvents (NMR | Frequency (NMR | Original Text (NMR Spectroscopy)
(NMR Spectroscopy) | Spectroscopy) | Spectroscopy),
Spectroscopy) MHz

Chemical shifts, ~ 1H chloroform-d1 | 300 1H NMR (300 MHz, CDCl): 5: 7.66-

Spectrum 7.69 (d, J=9 Hz, 2H), 7.52-7.55 (m,
2H), 7.39-7.42 (m, 2H), 7.21-7.25 (m,
5H), 7.07-7.21 (m, 2H), 2.41 (s, 3H),
2.22(5,3H)

Chemical shifts, = 13C chloroform-d1 | 100 13C NMR (100 MHz, CDCl3): B:

Spectrum 146.3,138.8, 134.5,134.2, 1314,
1306, 130.2, 128.7,128.3, 128.0,
127.9,127.7,126.6,120.1, 212, 11.1

Description [Mass Spectrometry)

high resolution mass spectrometry (HRMS), electrospray ionisation (ESI), spectrum
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v Substance Label - 1 hits out of 1
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Table 2
Reactions of N-p-tolylk idine with various nitroole fins®
i NO2  FeCly(20%), DMF ’87
o+ RO Re
Q Rs 90°C, 4h
1a 2 3
Entry Rs Ra Product Yield” (%)
1 H H Za 82
2 4-CH; H Jab 60
3 4-CHL0 H ac 51
4 4-F H ad 61
5 al H Tae 68
[ 201 H Zaf 55
7 4-CFy H g 50
8 2.4-DiCH:0 H %ah 53
9 H CHs Zai 47
10 4-CHz0 CHs 3aj 35
11 4-Br CHs Jak 41
T2 - =a [u: s 51| -4
13 4N CH, Jam 56

3. Conclusion

In conclusion, we have successfully developed an efficient and
novel catalytic approach for synthesis of multi-substituted im-
idazoles via nitroolefins and N-aryl benzamidines. This reaction
proceeds via stepwise [3+2] cycloaddition in the presence of an
inexpensive iron catalyst under air. This methodology is conve-
nient, atom-economical, and eco-friendly in good yields and
prefec[* This efficient strategy could signifi-
cantly direc er research of multi-substituted imidazoles

synthesis.
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With iron(lll) chloride In N,N-dimethyl-formamide at 90°C; for 4h; Green chemistr- 41%  Liu, Xiang; Wang, Dong; Chen, Bachua
reaction; [Tetrahedron, 2013, vol. 69, # 45, p. 9417 - 9421]

Experimental Procedure A Full Text 7 Cited 38 times 7 Details »  Abstract >

11 The general procedure of the reaction between nitroolefins and benzamidines

General procedure: 4.1.1 Synthesis of 3aa (2,4-diphenyl-1-p-tolyl-1H-imidazole) All reactions were performed on a 0.20mmol scale of benzamidine. The N-p-tolylbenzamidine 1a

(0.20mmol), 1-(2-nitrovinyl)-benzene 2a
for 4h at 90°C. After cooling to room temp

>2mmol), FeCl3 (0.040mmol) and 2mL DMF were taken into a round bottom flask equipped with stirrer. The resulting mixture was stirred
ature, to the reaction mixture was added water (2mL), and extracted with acetic ether (3x10mL). The combined organic phases were
washed with brine (2x5mL), dried over anhydyous MgS04 and concentrated under reduced pressure. The residue was subjected to flash column chromatography with
hexanes/EtOAc (20:1) as eluent to obtain the disired 3aa as light yellow solid (90% yield). The remaining multi-substituted imidazoles were preparedin the similar manner and their
characterization data are as follows: 3aa was purified by flash chromatography (hexane/EtOAc, v/v=20:1) as light yellow oil (yield: 82%). 4.1.11

H-imidazole (3ak)

4-(4-Bromophenyl)-5-methyl-2-phenyl-1-p-tolyl-1N-imidazole (3ak) was purified by flash chromatography (hexane/EtOAc, v/v=20:1) as an off white solid {yield: 41%), mp: 158-160
°C. 1H NMR (300 MHz, CDCl3}: &: 7.66-7.69 (d, J=9 Nz, 2H), 7.52-7.55 (m, 2H), 7.39-7.42 (m, 2H), 7.21-7.25 (m, 5H), 7.07-7.21 (m, 2H), 2.41 (s, 3H), 2.22 (s, 3H).

13C NMR (100 MHz, CDCl3): 5: 146.3, 138.8, 134.5, 134.2, 131.4, 130.6, 130.2, 128.7, 1283, 128.0, 127.9, 127.7, 126.6, 120.1, 21.2, 11.1. ES| HRMS: calcd for Co3H19N2Br
[M+H]*: 403.0805, found: 403.0801.

4-(4-Bromophenyl}-5-methyl-2-phenyl-1-p-tolyl-
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Reactions » Targets »
Search in:

& =3 o 1 ) @

Import Save Resetform  Delete all
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=) =1 < Solubility Product
Step3 : B LE EH > < Solubility Hide fields A X
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is » Saturation Stepz: Eﬁ]%#‘l:

=~ Temperature (Solubility (MCS})), >
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ELSEVIER



BRI RIZER

1 Substances out of 7.363 Documents, containing 4.322 Reactions, 68 Targets Reaxys - 1 v ~  Solubility (MCS) - 20 hits out of 428
0 selected & A Qo @ Sort by No of References v v | Grid Heatmap B Show/Hide columns »
Export Preparations
potassium chloride Solubility. | Temperature Solvent Comment Reference
| CIK 745513 3534978 gl (Solubility (Solubility (Solubility (MCS))
(MCS)), °C (MCS))
CK Hit Data - 20 Bioactivity (All) Other Data - 791 Preparations - 415 > v v
dentification Physical Data - 2,976 Reactions - 4,322 > 20 ethanol Solubility: 0.012  El-Dosscki[ndian Journal of Chemistry, Section A: Inorganic, Physical, Theoretical
Druglikeness Spectra - 184 Targets - 68 > mol’kg solvent and Analytical, 2005, vol. 44, # 8, p. 1594 - 1596]
o a . Documents - 7,363 > Full Text 7 Cited 6times @ Details > Abstract >
i = i
25 ethanol Solubility: 0.025 El-Dosscki[lndian Journal of C istry, Section A: Inorganic, Physical, Theoretical
~ Hit Data - 20 mol/kg solvent and Analytical, 2005, vol. 44, # 8, p. 1594 - 1596]
M Full Text 2 Cited 6times 2 Details > Abstract >
v Solubility (MCS) - 20 hits out of 429 »

30 ethanol Solubility: 0.037 El-Dosscki[Indian Journal of C istry, Section A: Inorganic, Physical, Theoretical
mol/kg solvent and Analytical, 2005, vol. 44, # 8, p. 1594 - 1596]
Full Text » Cited 6times 2 Details > Abstract

ReaXySEj:% gﬁ H:II E_W E’\J %& ?E *n ;x'& *E E’\J jrzﬁk H:II ﬁ , 35 ethanol :Sntj;;:;\t;joli:? ELED:ﬁ:::E:Zg:a;D.:)osu;ZTIJfCgl;e:ls;tsryg:i%:?;g; A: Inorganic, Physical, Theoretical
H gﬂ_&m’ uiﬁi% % EI\] %14: yn ;‘E F= Full Text » Cited 6times 7 Details > Abstract
7N < ] IS s ennnnn

0.320571 ethanol Abakshin, V. A_; Eliseeva, 0. V.; Krasnoperova, A. P; Lebedeva, L. T.; Krestov, G.
A [Doklady Physical Chemistry, 1991, vol. 317, p. 303 - 306][Dokl. Phys. Chem.
(Transl. of Dokl. Akad. Nauk.), 1991, vol. 317, p. 1140 - 1143]
Full Text 2 Datails >

~

v

20 ethanol Solubility: Kirn; Dunlap[Journal of the American Chemical Society, 1931, vol. 53, p. 393]
1.270E0 Full Text 2 Details >
mol1000mol
solvent

45 ethanol Solubility: Kirn; Dunlap[Journal of the American Chemical Society, 1931, vol. 53, p. 393]
1.277E0 Full Text 2 Details >
mol/1000mol
solvent
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i B R 2 48097 490
REHDSR 490 ~ 500
500 ~ 560
560 ~ 580
580 ~ 610
610 ~ 650
650 ~ 760




Reaxys AU 22 SR I

Query Builder K HUVIVISFE#HITHR R

® AT sMe 2o ER
Reaxys Quick search ~ Query builder  Results  Retrosynthesis History  Alerts o @ g?ﬁ%‘gl\ J 7‘[; E
y Query builder S 29N A] FLL FEq
Search in: gm:vﬁelds
& ] Q)] HF H o]
Import Patent Assignee  Structure  Molecular Formula  CAS RN TI, AB & KW
s Reaxys A
S UVVIS Spectroscopy
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D rhodamine B
1 C13HEO(N(CaHE)2)2CgH4COOHU R 479019 4091619 81-88-9
Hit Data - 6 Bioactivity (All) Cther Data - 92
Identification Physical Data - 639
Druglikeness Spectra - 706

Preparations - 14 >
Reactions - 1,244 >

Targets - 7 >

Documents - 34,671 >

A UVMVIS Spectroscopy - 6 hits out of 453

Show/Hide columns v

~ HitData-6
water 560 Bai, Yan; Chen, Lin-Lin; Dang, Dong-Bin; Li, Dan; Li, Ya-Min; Liv, Xin-Yu; Tan, Xiao-LilJournal of Solid State
- Chemistry, 2022, vol. 305, art. no. 122694
~ UVVIS Spectroscopy - 6 hits out of 453 FullText 7 Dewils 3 Abstract >
Spectrum water supporting 560 Feng, Yonggiang; Sakaki, Masoud; Kim, Jae-hyun; Huang, Jianfeng; Kajiyoshi, KojilNew Journal of Chemistry, 2018,
information vol. 42, # 24, p, 20212 - 20218]
D curcumin Full Text 2 Cited 6times » Details >  Abstract
2 [HOCgH3(OCH3)CHCHCO)2CH  368.386 2306965  458-37-7
. . P tions - 28
w Hit Data - 1 Bioactivity (All) Other Data - 2,560 reparations - >
' ° o
Identification Physical Data - 273 Reactions - 1,278
Druglikeness Spectra - 507 Targets - 628 >
= &1 @ - @ Documents - 29,483 >
A UNVIS Spectroscopy - 1 hits out of 223
~ Hit Data-1 Show/Hide columns
VIS Solvent (UV/VIS Spe Absorption Maxima Reference
~ (UVJVIS), nm
w UWVIS Spectroscopy - 1 hits out of 223
Spectrum dimethyl sulfoxide, water, sodium 571 Kim, ; Gwon, §: Burkinshaw; Son, Young-A.| hi Part A: Molecular and Biomolecular
hydroxide Spectroscopy, 2010, vol. 76, # 3-4, p. 384 - 387]

Full Tet 2 Cited 18times 2 Details > Abstract 3
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127 Substances out of 43,776 Documents, containing 17,443 Reactions, 716 Targets
I:‘ 0 selected A
mitTo Exclude Export Preparations
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1 (HOCEH3(OCHI)CHCHCO2CH; 368,386 2306965
Hit Data - 1 Bioactivity (All)
Identification Physical Data - 273
Druglikeness Spectra - 507
~ HitData-1
" s~ UVVIS Spectroscopy - 1 hits out of 223
O 2-amino-phenol
2 HH, HO(CgH4)NH2  109.128 606075 95-55-6
oH
Hit Data - 1 Bioactivity (All)
Identification Physical Data - 371
Druglikeness Spectra - 199
~ HitData-1

s UVVIS Spectroscopy - 1 hits out of 68

458-37-7

Qther Data - 2,560

Other Data - 34

CYe}

Reaxys - 127 AV

@ Sort by No of References J,

Grid 588 | | Heatmap FH

Preparations - 28 >
Reactions - 1,278 >
Targets - 628 >

Documents - 29,483 %

Preparations - 231 >
Reactions - 15,180 >
Targets - 30 >

Documents - 8,759 »
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Hide fields ~
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RGGXVS Quick search  Query builder Results  Synthesis planner  History Register > Signin @
Filters 311 Substances out of 32,712 Documents, containing 28 246 Reactions, 70 Targets Reaxys - 311 v
o i
0 selected = A Q0 & Sort by No of References & v | Grid Heatmap EH
Export Preparations
By Structure v ferrocene
’ " {}‘:fﬂ ((CsHs)2Fe) 186036 11756767 102-54-5
Measurement pX ~ "N .
' Hit Data - 2 Bioactivity (All) Other Data - 241 Preparations - 896 >
Highest Clinical Phases v .
Identification Physical Data - 3,483 Reactions - 3,636 >
Targets v Druglikeness Spectra - 514 Targets - 1 >
- Documents - 13,609 >
Parameters v @1 @ = ZIc
Substance Classes »
- Hit Data - 2 A 4% \IE
Molecular Weight ~ _— ReaXyS gn YI&E] %
«
N S TS > ~ Catalyst Investigation - 2 hits out of 25
ShowiHide columns v
Availability e Investigated Specification of | Type of Location Co-catalysi/co-subsirate = Reference
characteristic(s) | catalysis reaction name
Availability in other databases~ (Catalyst
Investigation)
Available Data N
Catalytic activity, ~ Stereoselective = Olefination bathophenanthroline Gao, Pin; Wu, Hao; Yang, Jun-Cheng; Guo, Li-Na[Organic
Document Type v Diastereomeric  catalysis Letters, 2019, vol. 21, # 17, p. 7104 - 7108]
EeXCess Full Text # Details > Abstract »
Publication Year g
Catalytic activity ~ Stereoselective ~ Annulation supporting Hou. Zhong-Wei; Yan, Hong: Song. Jin-Shuai; Xu, Hai-Chao
Patent Assignee V) Diastereomeric catalysis information [Chinese Journal of Chemistry, 2018, vol. 36, # 10, p. 909
excess -815]

LogP V) Full Text » Cited 26times @ Detaills > Abstract >




RTB (Reaxys Target and Bioactivity)

. RTBEL_LrReaxysSF‘*J:E’J S5 EYEE s MEYEHHIES IR ER, TEEER.
BEELH, LREIEN, M FUEMETRREY AR PHE XL ER
ETHLEREN, RIOZHNNSFEYEGBIRE
ig@i&;dﬁiﬁﬁﬂ##éﬁc, LRI hREE BB, UKRREGOSTARMIBEMEXHIE, A _E2HERKEREL
1ITESE
RTBHFTREMCHE, BEMAMRNEXEIRFYE, IE, 7E
FR B LAMol g BRI RO R, £ HERPXFHITFRELAIE, PX=-logl0 (&)

Bioactivities
« 45,567,671 M HIES « 40,1658 5
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A Invitro: Efficacy - 2
Compds. No R(A) R (B) ICs0 ECso Quantitative Results
Show/Hide columns ~
VCH-759 - - 0.14 5.29 pX | Parameter | Value | Unit | Biological | Action | Target Cell | Effect | Reference
4a H H 480 19.60 (quart) Seecer | on
arget
4b 4-C1 H 0.085 11.10
1C50 0.035  pM  Hepatitis  Inhibitor NS58 RNA anti- | Hassan, Ghaneya S.; Georgey, Hanan H.;
4( 4-F H 014 840 C virus dependent RNA. HCV | Mohammed, Esraa Z.; Omar, Farghaly A.[European
4d 4_00_]3 H 025 ] ]5? i:htypz :::«ar::;aze, Jlnlulr;:;]arMedmml Chemistry, 2019, vol. 184, art. no.
de 2-Cl H 0.035 3.80 virus [Hepatitis Full Text 7 Cited 1times 2 Details » Abstract >
C virusWild
“ar ZACT, H 044 10.78 -
EC50 3.8 uM Inhibiter  NS5B RNA Huh-  anti-  Hassan, Ghaneya S.; Georgey, Hanan H.;
dependent RNA 7.5 HCV | Mohammed, Esraa Z.; Omar, Farghaly A.[European
polymerase, cell Journal of Medicinal Chemistry, 2019, vol. 184, art. no.
hepatitis C line 111747)
virus [Hepatitis Full Text 7 Cited 1times »  Details >  Abstract >
C virus:Wild
Table 2 A Toxicity/Safety Pharmacology - 2
Cytotoxicity (CCsp, uM)* and Selectivity index [S[)b values of the tested compound Quantitative Results )
and VCH-759. Show/Hide columns
oX Parameter value | Unit | Cell Effect Reference
Code THLE-2 cell line RPTEC/TERT1 cell line (quant)
cc S cc S CC50 (eytotoxic 10277  uM  THLE-2 cell Cytotoxic  Hassan, Ghaneya S.; Georgey, Hanan H.; Mohammed, Esraa Z.;
50 50 concentration) line Omar, Farghaly A.[European Journal of Medicinal Chemistry, 2019, vol. 184, art.
no. 111747]
VCH-759 61.83 11.69 8128 15.36 Ful Text 2 Cited 1times 7 Details >  Abstract >
4e 102.77 27.04 161.37 42.47
e — CC50 (cytotoxic 161.37  uM RPTEC/TERTL  Cytotoxic ~Hassan, Ghaneya 5.; Georgey, Hanan H.; Mohammed, Esraa Z.;
a chu is the concentration of cumpuunds that reduce the cell Viability by 50%. concentration) cell line Om:;,ll;:r;g]ha\yA.[Europennjournal of Medicinal Chemistry, 2019, vol. 184, art.
no.
b SI: is the ratio of CCsp values on normal cells to ECsp on hepatoma infected cell Full Text 7 Citad 1times 7 Dewsils > Abstract >
lines (Huh7.5).
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dihydroxytetrahydrofuran-2-yl)methoxy)(phenoxy)phosphoryljamino)propanoate
1809249-37-3

Ca7H3gNgOgP  602.584

Identification
Druglikeness

Bioactivity (All)

29506468

Physical Data - 15

Spectra - 19

Other Data - 34

Preparations - 43 >
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Documents - 25 >

. L. In vitro: Efﬁcagx - 56
A Bioactivity (All) / i
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T TL Y
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Value

(quant)

0.01

Unit

uM

Biologica

Species

human

Ce

airway
epithelium

cell

Calu-3 cell
line

Dose Effect

0.0016  antiviral zgent
-10

UM

antiviral agent

Show/Hide columns s~

Reference

Agostini, Maria L; Andres, Erica L; Sims, Amy C.; Graham, Rachel L;
Sheahan, Timathy P.; Lu, Xiaotao; Smith, Everett Clinton; (...)

Baric, Ralph S.; Denison, Mark R.[mBio, 2018, vol. 9, # 2, art. no.
E00221-18]
FullText ;1 Cited 30 times ;1  Details »  Abstract >

Gilead Sciences, Inc.; Clarke, Michael ©' Neil Hanrahan; Feng, Joy Yang;
Jordan, Rebert; Mackman, Richard L.; Ray, Adrian 5.; Siegel, Dustin -
U52017/71964, 2017, AL

FullTed 7 Details »  Abstract )
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CaaH2aN4CIFO3

446.509 8949523

Identification
Druglikeness
Bioactivity (Hit Data)
Bioactivity (All)

vandetanib

CoaHaNgOZBF 475361 9161876

Identification
Druglikeness
Bioactivity (Hit Data)

Bioactivity (All)

erlotinib
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Identification
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Bioactivity (Hit Data)
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Synthesis planner

History ~ Alerts samve A @
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Qo @ No of References 4 v | Grid 3E§ Heatmap EH
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pX | Parameter Value | Unit | Action on Target Cell | Bioassay Dose Concomitants | Reference
(quant) target
1c50 0023  uM | Inhibitor  Epidermal growth factor | cel antineoplastic Abbass, Safinaz E. 5.; Allam, Heba Abdelrasheec
receptor (T790M)Wild | line agent Aly, Enayat E El Kerdawy, Ahmed My
Farouk, Ahmed K. B. A, W.; Rashwan, Essam|Bic
Chenmistry, 2020, val. 98]
Full Text 7 Details >  Abstract
pX | Parameter | Value | Unit | Action | Target Cell | Bioassay | Dose | Effect Concomitants | Reference
(quant) on
target
1€50 3692 M Inhibitor Epidermal growth factor antineoplastic Li, Qiannan; Zhang, Tao; Li, Shiliang; Tong, Linjiang;
receptor agent Li, Junyu; Su, Zhicheng; Feng, Fang; (...) Xie, Huz;
(L8SBR/T790M/CT97S)Wild Xu, Yufang[ACS Medicinal Chemistry Letters,
2019, vol. 10, % 6, p. 869 - 873]
Full Text 2 Cited 3times 71 Details » Abstract »
pX | Parameter Value | Unit Action | Target Cell | Bioassay Dose Concomitants | Reference
(quant) on
target
€50 20- M Inhibitor  EGFR(T730M) 1-10 yM Substrate: ATP Yuhan Corporation; Suh, Byung-Chul; Salgaonkar, Paresh
200 [human]:wild Devidss; Lee, Jaskyoo; Koh, Jong Sung: Song, Ho-Juhn;
Lee, In Yong; (...) Kim, Jung-Ho; Kim, Se-Won -
US2016/102076, 2016, AL
Full Text 7 Details >  Abstract »
Feedback (J
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