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Cat. No.: B1329383

CAS No.: 31478-45-2
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YOu can focus more on your research.
Overview
1. Description 4. Retrosynthesis analysis
2. Mechanism of action 5. Disclaimer
3. Properties
Description

Bamnidazole is a useful research compound. Its molecular formula is C7HION40O4 and its molecular
weight is 214.18 g/mol. The purity is usually 95%.
The exact mass of the compound this compound is unknown and the complexity rating of the

compound is unknown. The compound has been submitted to the National Cancer Institute (NCI)
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for testing and evaluation and the Cancer Chemotherapy National Service Center (NSC) number is
329676. The storage condition is unknown. Please store according to label instructions upon receipt
of goods.

BenchChem offers high-quality this compound suitable for many research applications. Different
packaging options are available to accommodate customers' requirements. Please inquire for more
information about this compound including the price, delivery time, and more detailed information

at info@benchchem.com.

Mechanism of Action

Target of Action

o Primary Targets : Benznidazole primarily targets Trypanosoma cruzi, the causative organism of
Chagas disease (https://go.drugbank.com/drugs/DB11989) y (https://go.drugbank.com/drugs
/DB11989).

Mode of Action

o Mechanism : It generates radical species that can damage the parasite’s DNA or cellular
machinery (https://go.drugbank.com/drugs/DB11989) ) (https://fenwikipedia.org
/wiki/Benznidazole).

o These radical metabolites likely bind to proteins, lipids, DNA, and RNA, causing damage to
these macromolecules (https://go.drugbank.com/drugs/DB11989) ) (https://go.drugbank.com
/drugs/DB11989).

o Increased trypanosomal death may occur due to inflammation caused by macromolecule
damage and elevated interferon-y levels (https://go.drugbank.com/drugs/DB11989) y
(https://go.drugbank.com/drugs/DB11989).

Biochemical Pathways

o Downstream Effects : DNA undergoes extensive unpacking, with overexpression of DNA repair
proteins (https://go.drugbank.com/drugs/DB11989) y (https://go.drugbank.com/drugs
/DB11989).

Pharmacokinetics

o Absorption : Benznidazole is rapidly absorbed after oral administration
(https://go.drugbank.com/drugs/DB11989) y (https://www.medicine.com/drug/benznidazole
/hcp).

o Bioavailability : It has a high bioavailability of 91.7% (https://go.drugbank.com/drugs/DB11989)
y (https://go.drugbank.com/drugs/DB11989).

o Distribution : The apparent volume of distribution is 39.19 L (https://go.drugbank.com/drugs
/DB11989) 3 (https://go.drugbank.com/drugs/DB11989).

o Metabolism : Nitro reduction by Trypanosoma cruzi nitroreductases and cytochrome P450

enzymes (https://go.drugbank.com/drugs/DB11989) 7 (https://go.drugbank.com/drugs
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o Excretion : Primarily via urine (68%) and feces (21%) (https://go.drugbank.com/drugs/DB11989)
b (https://go.drugbank.com/drugs/DB11989).
o Time to Peak : Median time to peak concentration is 2 hours (https://go.drugbank.com/drugs
/DB11989) 77 (https://www.medicine.com/drug/benznidazole/hcp).

Properties

IUPAC Name

InChl

InChl Key

Canonical SMILES
Molecular Formula
DSSTOX Substance ID
Molecular Weight

CAS No.

Retrosynthesis Analysis

Al-Powered Synthesis Planning: Our tool employs the Template_relevance Pistachio,

Template_relevance Bkms_metabolic, Template_relevance Pistachio_ringbreaker,

2-(2-methyl-5-nitroimidazol-1-yl)ethyl carbamate

INChI=1S/C7HION404
/c1-5-9-4-6(11(13)14)10(5)2-3-15-7(8)12
/h4H,2-3H2,1H3,(H2,8,12)

JOVXEDBYAWFQQX-UHFFFAOYSA-N
CC1=NC=C(NICCOC(=O)N)[N+](=0)[0-]
C7HION404

DTXSID70185378

21418 g/mol

31478-45-2

Source

Source

Source

Source

Source

Source

Source

Source

Template_relevance Reaxys, Template_relevance Reaxys_biocatalysis model, leveraging a vast

database of chemical reactions to predict feasible synthetic routes.

One-Step Synthesis Focus: Specifically designed for one-step synthesis, it provides concise and

direct routes for your target compounds, streamlining the synthesis process.

Accurate Predictions: Utilizing the extensive PISTACHIO, BKMS_METABOLIC,
PISTACHIO_RINGBREAKER, REAXYS, REAXYS_BIOCATALYSIS database, our tool offers high-accuracy

predictions, reflecting the latest in chemical research and data.

Strategy Settings

Precursor scoring

Relevance Heuristic
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Min. plausibility

Model
Template Set

Top-N result to add to graph

Feasible Synthetic Routes

Ho/\/N\(N

Metronidazole
(https://www.benchchem.com
/product/b1676534)

Ho/\/N\fN

Metronidazole
(https://www.benchchem.com
/product/b1676534)

Ho/\/N\(N

Metronidazole
(https://www.benchchem.com
/product/b1676534)

https://www.benchchem.com/product/b1329383

0.01

Template_relevance
Pistachio/Bkms_metabolic/Pistachio_ringbreaker/Reaxys
/Reaxys_biocatalysis

6

C‘N\ ‘oo Q OZN%\
O‘ S > ) H NJLO/\/N N
/ N\ O 2 \(
Cl
Chlorosulfonyl isocyanate Bamnidazole

(https://www.benchchem.com
/product/b042156)

(0]

A e,
N7 NN — NN
= \;? A

1,1'-Carbonyldiimidazole Bamnidazole

(https://www.benchchem.com

/product/b1668759)
\ cl o
-C*= cl ) 2 Ne=
0 ?,)r —> HZNJLO/\/R%\N
o «d
Trichloroacetyl isocyanate Bamnidazole

(https://www.benchchem.com
/product/b151557)
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)l\ Et + Ho/\/’\i\r‘N —> HENJ\o/\/’L(\N

H2N @)
Urethane Metronidazole Bamnidazole
(https://www.benchchem.com (https://www.benchchem.com
/product/b1682113) /product/b1676534)
ONN _ HO NH2 o osz/\
HO N\ AN N + T a HZNJLO/\/N\(N
A 0
Metronidazole Carbamic acid Bamnidazole
(https://www.benchchem.com (https://www.benchchem.com
/product/b1676534) /product/b1208785)
ON
/O\n/NHz N N
+ HO NN —> HINJLO/\/N\(N
0 h
Methyl carbamate Metronidazole Bamnidazole
(https://www.benchchem.com (https://www.benchchem.com
/product/b145844) /product/b1676534)

More For Retrosynthesis Analysis

Disclaimer and Information on In-Vitro Research Products

Please be aware that all articles and product information presented on BenchChem are intended
solely for informational purposes. The products available for purchase on BenchChem are
specifically designed for in-vitro studies, which are conducted outside of living organisms. In-vitro
studies, derived from the Latin term "in glass," involve experiments performed in controlled
laboratory settings using cells or tissues. It is important to note that these products are not
categorized as medicines or drugs, and they have not received approval from the FDA for the

prevention, treatment, or cure of any medical condition, ailment, or disease. We must emphasize
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that any form of bodily introduction of these products into humans or animals is strictly prohibited
by law. It is essential to adhere to these guidelines to ensure compliance with legal and ethical

standards in research and experimentation.
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(https://www.benchchem.com/product (https://www.benchchem.com/produc
/b1329300) /b1329301)

3-Fluorostyrene Tribromofluoromethane
(https://www.benchchem.com (https://www.benchchem.com
/product/b1329300) /product/b1329301)
Cat. No.: B1329300 Cat. No.: B1329301
CAS No.: 350-51-6 CAS No.: 353-54-8

Most popular with customers

BENCHCHEM

Our mission is to provide scientists and researchers worldwide with a one-stop source for

innovative and basic chemicals for research use.

Contact

Address: 680 E Colorado Blvd
Pasadena, CA 91101, United States

Phone: (601) 213-4426
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Product Category
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Bioactive Chemicel§_
F
Catalysts and Ligands (https://www.benchchem.com/category/catalysts_and_ligands)

Materials Science (https://www.benchchem.com/category/materials_science)

Lead Compounds (https://www.benchchem.com/category/lead_compounds)
SerViC(gttps://www.benchchem.com/product (https://www.benchchem.com/product
/b1329309) /b1329311)

Custom Synthesis (https://www.benchchem.com/service)

Heptafluorobutyryl chloride 2,2,3,3,4,4-Hexafluoro-1,5-pentaned
Analyfteet BeryYiseniv tperiohetrenatobem.com/service) (https://www.benchchem.com...

BiocogﬁFgé\[ﬂ)hBéégl?%thttps://www.benchchem.com/service) Cat. No.: B1329311

CAS No.: 375-16-6 CAS No.: 376-90-9
Chiral Synthesis (https://www.benchchem.com/service)
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Order (https://www.benchchem.com/order)

About Us (https://www.benchchem.com/about)
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