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Database contains information on about 4,108 medications, including the name of the drug, synonyms, the structural formula of the drug substance, pharmacotherapeutic fields and

mechanisms of action.

One may browse the records in the database or search for a particular drug using drug name as a query.

Show 10 B entries

Brand
Structure | Name Target
acalabrutinib Tyrosine-protein kinase BTK (Organism: Homo sapiens, class:

Kinase, accessions: Q06187, gene: BTK, swissprot: BTK_HUMAN)
inhibitor (Source: https//www.accessdata.fda.gov
{2017/2102595000Ibl.pdf) Cytochrome
no sapiens, class: Enzyme, accessions:
5|P24462, gene:
AS5|CYP3A7, swissprot:
2 /EjHUMANICPSAS_HUMANICP3A7_HUMAN)
e w S Wwwwaccessdata.fda.gov
. e {2017/210259s5000Ibl.pdf) Cytoplasmic
IMX (Organism: Homo sapiens, class:
813, gene: BMX, swissprot: BMX_HUMAN)
#ww.nebi.nim.nih.gov/pubmed
Mein kinase Tec {(Organism: Homo
2eessions: P42680, gene: TEC, swissprot:
Source: httpz//www.ncbi.nim.nih.gov

racinanrmtain binaca TV /Nraaniem:

Pharmacotheraputic
application

Acalabrutinib is a small-
molecule inhibitor of
BTK. Acalabrutinib and
its active metabolite,
ACP-5862, form a
covalent bond with a
cysteineresidue in the
BTK active site, leading
to inhibition of BTK
enzymatic activity. BTK
Is a signaling molecule
of the B cell antigen
receptor and cytokine
receptor pathways. InB
cells, BTK signaling
results in activation of

nathwave nanaceans far

Pharmacological
class

Kinase Inhibitor
(Code:
NO000175605)
Tyrosine Kinase
Inhibitors (Code:
NO000020001)

Search:

Approved

link

2017-10-31

FDA

PDB PASSOnline
link prediction
PA
*SS

PASS Online prediction for acalabrutinib

Pa

0412
0,381
0,302
0342
0,286
0,352
0,294
0,390
0,227
0,336
0,281
0,249
0,243
0176
0,267
0,166

Pi

0,023
0,003
0,004
0,046
0,004
0,098
0,049
0,162
0018
0,149
0,099
0,070
0,086
0,022
0,123
0,039

Activity

MAP3KS Inhibitor

Prokinetic

Insulin like growth factor 1 antagonist
Antiparkinsonian

Insulin growth factor antagonist
Neurodegenerative diseases treatment
HIV attachment inhibitor

Nicotinic alphadbetad receptor agonist
5 Hydroxytryptamine agonist

Heat shock protein 27 antagonist
Antineoplastic (multiple myeloma)
Dihydrodipicelinate reductase inhibitor
Proto-oncogene tyrosine-protein kinase Fgr inhibitor
Neuropeptide agonist

Analgesic, non-opioid

ErbB-1 antagonist
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MNA QNA
(multilevel neighborhoods of atoms) (quantitative neighborhoods of atoms)
o 0 MNA/O: S 0 P Q
Y4 MNA/1: S(NOOO) 1 -0.00218  -0.1820

0.02944 0.3019

C
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NH,

. LU
Joanaelys
OueHKa cxoactsa no TaHMMOTO )\Q - )\©\ + OueHKa cxoactsa no ToaecKuUHU
N A
Dunumonos JI.A. u op. Biomedical Chemistry: Resec Kamocrar HadamocTaT Filimonov D.A. et al. SAR and OSAR in Environmental

Methods, 2018, No. 1. T T Research, 2009, No.20.
DOI: 10.18097/BMCRM00004 MNA Similarity: 0.526 DOI:10.1080/10629360903438370
QNA Similarity: 0.244
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Pe3ynbTaTbl NOUCKa
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Show 10 E entries Search:
Similarity Similarity
Structure Name Indication Activity Approval Target MNA I ana Detail
acetylsalicylic ~ Coronary Artery Cyclooxygenase 1 1950-12-31 Prostaglandin G/H synthase 1 1.000 1.000 Detail

(r acid Disease inhibitor Health Canada = (Organism: Homo sapiens,

Pain Cyclooxygenase 2 accessions: P23219) inhibitor
A Inflammation inhibitor (Source:

Myocardial P-glycoprotein https://www.accessdata.fda.gov
Infarction substrate /drugsatfda_docs/label
Prevention Endothelin A receptor /2015/200671s000Ibl.pdf)
Thrombosis antagonist Prostaglandin G/H synthase 2
Prevention Acid-sensing ion (Organism: Homo sapiens,

channel blocker accessions: P35354) inhibitor
Non-steroidal (Source:
antiinflammatory https://www.ncbi.nlm.nih.gov
agent /pubmed/17480099)
— — \

diacerefn | \ Osteoarthrosis Butyrylcholinesterase  1992-08-12 Rhein: Cytochrome P450 2E1 0.647 0.789 Detal™
:‘)/‘\;Q)* inhibitor ANSM (French  (Organism: Rattus norvegicus, -~ N
~ \*? Osteoarthritis National accessions: P05182) inhibitor
-~ treatment Agency for (Source: iame
-~ Antiarthritic Medicines and  https:/www.ncbi.nlm.nih.gov
1 Health /pubmed/18814214) diacerein
Products Cytochrome P450 3A (Organism: Joescription
(8] i i .
O“ Sa}tj)/_ Eﬁ:;;[;}i::? ;ZT;‘;O;S‘;TZ?:;U Diacerein is a prodrug which is metabolized to rhein. Rhein dose-dependently inhibits superoxide anion production, chemotaxis and phagocytic
inhibitor (Source: Jactivity of neutrophils, and macrophage migration and phagocytosis. In addition, rhein exerts its anticancer effects via the modulation of
, https://www.ncbi.nm.nih.gov processes of cellular proliferation, apoptosis, migration, and invasion. It is currently approved for the treatment of osteoarthritis.
- - - /pubmed/18814214)
Y Y Cholinesterase (Organism: Homo
C ) sapiens, accessions: P06276)
inhibitor (Source: Close
https://www.ncbi.nim.nih.gov
/pubmed/24568372)
Close salsalate Rheumatoid Osteoarthritis 1993-12-31 0.633 value<cut Detail
Y@ Arthritis treatment Health Canada off
é Osteoarthritis Rheumatoid arthritis
treatment

Antiinflammatory
Antiarthritic
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| = Pa3paboTtaH cBOOOAHbLIN Beb-cepBUC ANA OLEHKU CXOACTBA XMMMUYecKoro coeauHenma ¢ 4033

| tepanesTnyeckumu npenapatamu Ha ocHose MNA 1 QNA geckpunTopos.

= Pe3ynbTaTbl NOUCKa NPeACcTaB/ieHbl B BUAE UHTEPAKTUBHOM Tabauubl, coaepKalen cBeaeHUs o
JIeKapCTBax U ABa 3HaYeHUA OLUEHOK CXOACTBA, MNOSYYEHHbIX Pa3HbIMU METOAaMM.

= Pe3ynbTaT NOMCKa AOCTYMNEH A/1A NoAb30BaTeNA B Nt0b6oe Bpema No YHUKa/IbHOM CCbIJKe.

= Co34aHHbIN Beb-cepBUC NO3BONAET MPOBOAUTD:
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: °* MOUCK 6AM3KMX aHaNoros ncenegyemoro Xxmmuyecroro coeaunHeHunAa cpeam mn3BeCTHbIX
| NeKapCTBeEHHbIX CPeacTs,
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¢* OUEHKY BelwecCTBa C TOYKU 3PEHNA eTOo Cl)apMaKOTepaFIeBTM‘-IECKOFO noTeHuunana,
* U3yyeHme BEPOATHbLIX MEXaHN3MOB ﬂ,eI/JICTBVIFI MOJZ1EKRY/bl.

MpyMmeHeHMe Takoro Nnoaxoaa MoXKeT bbiTb «meTogom Bblbopa» B ycnoBuax naHaemmm COVID-19
n byayuwimx 6MoreHHbIX yrpos.
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