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COMPOUND SUMMARY

Inosinic acid
PubChem CID 135398640

Structure

Find Similar Structures

Molecular Formula C H N O P

Synonyms

Inosinic acid
5'-inosinic acid
131-99-7
inosine 5'-monophosphate
inosine monophosphate

More...

Molecular Weight 348.21

Dates
Modify
2022-11-26

Create
2019-01-15

Inosinic Acid is a purine ribonucleotide with hypoxanthine as the base and one ph
osphate group attached to the sugar moiety. Inosinic acid and its salt forms are
used as flavor enhancers in industrial food production. In vivo, inosinic acid is
involved in purine metabolism and acts as an intermediate in the synthesis of ade
nine and guanine, which are precursors for the second messenger signaling
molecules adenosine monophosphate (AMP) and guanosine monophosphate
(GMP), respectively.

NCI Thesaurus (NCIt)

inosinic acid is a natural product found in Corynebacterium ammoniagenes, Syne
chococcus elongatus, and other organisms with data available.

LOTUS - the natural products occurrence database

Inosinic acid is a metabolite found in or produced by Saccharomyces cerevisiae.

Yeast Metabolome Database (YMDB)

1 Structures

1.1 2D Structure
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PubChem

1.2 3D Conformer

PubChem

2 Biologic Description
IUPAC Condensed P-rIno

Sequence N

HELM RNA1{PR([*n1cnc2c1nc[nH]c2=O |$_R1;;;;;;;;;;$|])}$$$$

IUPAC 5'-phosphono-inosine

PubChem

3 Names and Identifiers

3.1 Computed Descriptors

3.1.1 IUPAC Name

[(2R,3S,4R,5R)-3,4-dihydroxy-5-(6-oxo-1H-purin-9-yl)oxolan-2-yl]methyl dihydrogen
phosphate

Computed by Lexichem TK 2.7.0 (PubChem release 2021.10.14)

PubChem

3.1.2 InChI

InChI=1S/C10H13N4O8P/c15-6-4(1-21-23(18,19)20)22-10(7(6)16)14-3-13-5-
8(14)11-2-12-9(5)17/h2-4,6-7,10,15-16H,1H2,(H,11,12,17)(H2,18,19,20)/t4-,6-,7-,10-
/m1/s1

Computed by InChI 1.0.6 (PubChem release 2021.10.14)

PubChem

3.1.3 InChIKey

Find Similar Structures

Chemical Structure
Depiction

Get Image Download
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GRSZFWQUAKGDAV-KQYNXXCUSA-N
Computed by InChI 1.0.6 (PubChem release 2021.10.14)

PubChem

3.1.4 Canonical SMILES

C1=NC2=C(C(=O)N1)N=CN2C3C(C(C(O3)COP(=O)(O)O)O)O
Computed by OEChem 2.3.0 (PubChem release 2021.10.14)

PubChem

3.1.5 Isomeric SMILES

C1=NC2=C(C(=O)N1)N=CN2[C@H]3[C@@H]([C@@H]([C@H](O3)COP(=O)
(O)O)O)O

Computed by OEChem 2.3.0 (PubChem release 2021.10.14)

PubChem

3.2 Molecular Formula
C10H13N4O8P

EU Food Improvement Agents; PubChem

3.3 Other Identifiers

3.3.1 CAS

131-99-7

CAS Common Chemistry; ChemIDplus; DrugBank; EPA Chemicals under the TSCA; EPA …

30918-54-8

EPA DSSTox

3.3.2 Related CAS

30918-54-8
Compound: Polyinosinic acid

CAS Common Chemistry

3.3.3 Deprecated CAS

138240-72-9, 485-83-6, 736074-82-1, 801187-33-7, 1080065-96-8, 1294552-14-9

ChemIDplus

138240-72-9, 485-83-6, 736074-82-1, 801187-33-7

EPA DSSTox

3.3.4 European Community (EC) Number
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205-045-1

EU Food Improvement Agents; European Chemicals Agency (ECHA)

3.3.5UNII

TAO7US05G5

FDA Global Substance Registration System (GSRS)

3.3.6DSSTox Substance ID

DTXSID4044294

EPA DSSTox

DTXSID80948097

EPA DSSTox

3.3.7Wikidata

Q27074273

Wikidata

3.3.8NCI Thesaurus Code

C162311

NCI Thesaurus (NCIt)

3.4Synonyms

3.4.1MeSH Entry Terms

Acid, Inosinic
Acids, Inosinic
IMP
Inosinate, Sodium
Inosine Monophosphate
Inosinic Acid
Inosinic Acids
Monophosphate, Inosine
Monophosphate, Ribosylhypoxanthine
Ribosylhypoxanthine Monophosphate

Sodium Inosinate

Medical Subject Headings (MeSH)

3.4.2Depositor-Supplied Synonyms

Inosinic acid
5'-inosinic acid
131-99-7
inosine 5'-monophosphate
inosine monophosphate
5'-IMP
5'-inosinate
IMP
inosine 5'-phosphate

INOSINE-5'-MONOPHOSPHATE
5'-inosine monophosphate
Inosine-5'-monophosphoric acid
Inosine 5'-Monophosphoric acid
Cytosine inosinate
BRN 0630517
TAO7US05G5
CHEBI:17202
Inosine 5'-(dihydrogen phosphate)

ribosylhypoxanthine monophosphate
CID 5280323
30918-54-8
[(2R,3S,4R,5R)-3,4-dihydroxy-5-(6-hydroxypurin-9-yl)oxolan-2-yl]methyl dihydrogen
phosphate
((2R,3S,4R,5R)-3,4-Dihydroxy-5-(6-hydroxy-9H-purin-9-yl)tetrahydrofuran-2-yl)methyl
dihydrogen phosphate
{[(2R,3S,4R,5R)-3,4-dihydroxy-5-(6-oxo-6,9-dihydro-3H-purin-9-yl)oxolan-2-
yl]methoxy}phosphonic acid
EINECS 205-045-1

PubChem

4Chemical and Physical Properties
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4.1 Computed Properties

Property Name Property
Value Reference

Molecular Weight 348.21 Computed by PubChem 2.2 (PubChem
release 2021.10.14)

XLogP3 -3 Computed by XLogP3 3.0 (PubChem release
2021.10.14)

Hydrogen Bond Donor
Count 5 Computed by Cactvs 3.4.8.18 (PubChem

release 2021.10.14)

Hydrogen Bond Acceptor
Count 10 Computed by Cactvs 3.4.8.18 (PubChem

release 2021.10.14)

Rotatable Bond Count 4 Computed by Cactvs 3.4.8.18 (PubChem
release 2021.10.14)

Exact Mass 348.04710038 Computed by PubChem 2.2 (PubChem
release 2021.10.14)

Monoisotopic Mass 348.04710038 Computed by PubChem 2.2 (PubChem
release 2021.10.14)

Topological Polar Surface
Area 176 Å² Computed by Cactvs 3.4.8.18 (PubChem

release 2021.10.14)

Heavy Atom Count 23 Computed by PubChem

Formal Charge 0 Computed by PubChem

Complexity 555 Computed by Cactvs 3.4.8.18 (PubChem
release 2021.10.14)

Isotope Atom Count 0 Computed by PubChem

Defined Atom Stereocenter
Count 4 Computed by PubChem

Undefined Atom
Stereocenter Count 0 Computed by PubChem

Defined Bond Stereocenter
Count 0 Computed by PubChem

Undefined Bond
Stereocenter Count 0 Computed by PubChem

Covalently-Bonded Unit
Count 1 Computed by PubChem

Compound Is Canonicalized Yes Computed by PubChem (release 2021.10.14)

PubChem

4.2 Experimental Properties

4.2.1 Physical Description

Odourless, colourless or white crystals or powder

EU Food Improvement Agents

Solid

Human Metabolome Database (HMDB)

4.2.2 Solubility

Freely soluble in water, slightly soluble in ethanol

EU Food Improvement Agents
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4.2.3pH

Between 1,0 and 2,0 (5 % solution)

EU Food Improvement Agents

4.2.4Dissociation Constants

pKa

2.4
MERCK INDEX (1996); pK1

DrugBank

4.2.5Collision Cross Section

170.4 Å² [M+Na] [CCS Type: DT, Method: single field calibrated with Agilent tune
mix (Agilent)]

https://pubs.acs.org/doi/abs/10.1021/acs.analchem.6b03091

CCSbase

173.83 Å² [M-H] [CCS Type: DT, Method: stepped-field]
https://pubs.rsc.org/en/content/articlelanding/2017/sc/c7sc03464d

CCSbase

169 Å² [M+H] [CCS Type: TW, Method: calibrated with polyalanine]
https://pubs.acs.org/doi/abs/10.1021/ac500405x

CCSbase

174.3 Å² [M+H] [CCS Type: DT, Method: single field calibrated with ESI Low
Concentration Tuning Mix (Agilent)]

https://pubs.acs.org/doi/abs/10.1021/acs.analchem.8b04322

CCSbase

170.8 Å² [M+Na] [CCS Type: DT, Method: single field calibrated with ESI Low
Concentration Tuning Mix (Agilent)]

https://pubs.acs.org/doi/abs/10.1021/acs.analchem.8b04322

CCSbase

171.2 Å² [M-H] [CCS Type: DT, Method: single field calibrated with ESI Low
Concentration Tuning Mix (Agilent)]

https://pubs.acs.org/doi/abs/10.1021/acs.analchem.8b04322

CCSbase

166.5 Å² [M+Na-2H] [CCS Type: DT, Method: single field calibrated with ESI Low
Concentration Tuning Mix (Agilent)]

https://pubs.acs.org/doi/abs/10.1021/acs.analchem.8b04322

CCSbase

166.6 Å² [M-2H+Na]

171.4 Å² [M-H]

171.5 Å² [M+Na]

+

-

+

+

+

-

-

-

-

+

+
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174.9 Å² [M+H]
S50 | CCSCOMPEND | The Unified Collision Cross Section (CCS) Compendium |
DOI:10.5281/zenodo.2658162

NORMAN Suspect List Exchange

5 Spectral Information

5.1 1D NMR Spectra

5.1.1 1H NMR Spectra

Showing 2 of 3 View More

Spectra ID 1142

Instrument Type Varian

Frequency 500 MHz

Solvent Water

pH 7.00

Shifts [ppm]:Intensity
4.01:14.43, 4.01:26.57, 4.02:25.90, 4.03:15.85, 4.36:8.68,
4.36:8.95, 4.50:3.72, 4.50:4.12, 4.51:3.69, 6.12:41.10,
6.14:38.14, 8.21:100.00, 8.55:91.64

Thumbnail

Human Metabolome Database (HMDB)

Spectra ID 4857

Instrument Type Bruker

Solvent D2O

pH 7.4

Shifts [ppm]:Intensity
0.00:0.34, 4.00:0.35, 4.02:0.96, 4.03:1.84, 4.04:2.08,
4.05:1.04, 4.06:0.37, 4.37:1.31, 4.38:1.31, 4.50:1.18,
4.52:1.59, 4.53:1.13, 4.76:1.39, 4.77:2.31, 4.79:1.96,
6.11:2.09, 6.12:2.03, 8.19:4.47, 8.55:4.12

Thumbnail

+ Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=Spectral-Information&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=1D-NMR-Spectra&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=1H-NMR-Spectra&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=1H-NMR-Spectra&fullscreen=true
https://doi.org/DOI:10.5281/zenodo.2658162
https://hmdb.ca/spectra/nmr_one_d/1142
https://hmdb.ca/spectra/nmr_one_d/4857


Human Metabolome Database (HMDB)

5.1.2 13C NMR Spectra

Spectra ID 4858

Instrument Type Bruker

Solvent D2O

pH 7.4

Shifts [ppm]:Intensity
126.23:28.76, 142.66:66.42, 149.10:67.26, 151.50:38.33,
161.44:31.15, 66.16:38.31, 66.20:38.97, 73.36:98.24,
77.49:98.92, 87.52:50.94, 87.61:51.88, 90.07:92.53

Thumbnail

Human Metabolome Database (HMDB)

Copyright Database Compilation Copyright © 2021 John Wiley &
Sons, Inc. All Rights Reserved.

Thumbnail

SpectraBase

5.2 2D NMR Spectra

5.2.1 1H-1H NMR Spectra

2D NMR Spectra Type 1H-1H TOCSY

Spectra ID 983

Shifts [ppm] (F2:F1)

4.02:4.08, 4.04:4.04, 4.04:4.38, 4.04:4.52, 4.05:4.00,
4.38:4.04, 4.38:4.38, 4.38:4.52, 4.38:4.78, 4.52:4.04,
4.52:4.38, 4.52:4.52, 4.52:4.78, 4.52:6.12, 4.78:4.38,
4.78:4.52, 4.78:6.12, 4.83:4.83, 6.12:4.52, 6.12:4.78,
6.12:6.12, 6.23:4.83, 8.20:8.19, 8.57:8.56

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://hmdb.ca/spectra/nmr_one_d/4858
https://hmdb.ca/spectra/nmr_two_d/983


Thumbnail

Human Metabolome Database (HMDB)

5.2.21H-13C NMR Spectra

2D NMR Spectra Type1H-13C HSQC

Spectra ID1187

Instrument TypeBruker

Frequency600 MHz

SolventWater

pH7.00

Shifts [ppm] (F2:F1):Intensity
4.02:66.17:0.96, 4.37:87.42:0.99, 4.51:73.32:1.00,
4.78:77.39:0.76, 6.12:89.95:1.00, 8.14:149.01:0.40,
8.26:148.97:0.36, 8.55:142.60:0.50

Thumbnail

Human Metabolome Database (HMDB)

5.3Mass Spectrometry

5.3.1GC-MS

Showing 2 of 4View More

Spectra ID31049

Instrument TypeGC-MS

SPLASHsplash10-014i-1952000000-fd534f438bc14efb9a2c

Top 5 Peaks

169.0 1
315.0 0.49
230.0 0.29
193.0 0.29
299.0 0.24

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=1H-13C-NMR-Spectra&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=Mass-Spectrometry&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=GC-MS&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=GC-MS&fullscreen=true
https://hmdb.ca/spectra/nmr_two_d/1187
https://hmdb.ca/spectra/c_ms/31049
https://mona.fiehnlab.ucdavis.edu/spectra/browse?query=splash.splash%3D%3D%22splash10-014i-1952000000-fd534f438bc14efb9a2c%22


299.0 0.24

Thumbnail

Human Metabolome Database (HMDB)

Spectra ID 32262

Instrument Type GC-EI-TOF

Ionization Mode positive

SPLASH splash10-014i-0952000000-240bf898db7f932db317

Top 5 Peaks

169.0 100
315.0 53.05
147.0 43.14
230.0 30.53
193.0 28.83

Thumbnail

Notes instrument=Leco Pegasus IV

Human Metabolome Database (HMDB)

5.3.2 MS-MS

Showing 2 of 8 View More

Spectra ID 2235630

Ionization Mode Negative

SPLASH splash10-0002-2009000000-fd4ac18ae0dd374e6ff5

Top 5 Peaks

347.04307 100
78.95926 20.40
96.9707 7.30
210.99842 3.70
135.02998 2.10

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://hmdb.ca/spectra/m_ms/2235630
https://mona.fiehnlab.ucdavis.edu/spectra/browse?query=splash.splash%3D%3D%22splash10-0002-2009000000-fd4ac18ae0dd374e6ff5%22


Thumbnail

Human Metabolome Database (HMDB)

Spectra ID2237725

Ionization ModeNegative

SPLASHsplash10-004j-9201000000-349e076b55d7b34813f1

Top 5 Peaks

78.95926 100
96.96958 51
135.03109 23
347.04034 16.80
211.00292 11.30

Thumbnail

Human Metabolome Database (HMDB)

5.3.3LC-MS

Showing 2 of 13View More

Accession IDMSBNK-RIKEN-PR100152

AuthorsMatsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

InstrumentUPLC Q-Tof Premier, Waters

Instrument TypeLC-ESI-QTOF

MS LevelMS2

Ionization ModePOSITIVE

IonizationESI

Collision EnergyRamp 5-60 V

Precursor m/z349.0549

Precursor Adduct[M+H]+

137.0468 999

97.029 115

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=LC-MS&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=LC-MS&fullscreen=true
https://hmdb.ca/spectra/m_ms/2237725
https://mona.fiehnlab.ucdavis.edu/spectra/browse?query=splash.splash%3D%3D%22splash10-004j-9201000000-349e076b55d7b34813f1%22
https://massbank.eu/MassBank/RecordDisplay?id=MSBNK-RIKEN-PR100152


Top 5 Peaks 110.0353 43

119.0362 33

94.042 24

SPLASH splash10-000i-1900000000-d9a723b143b346290896

Thumbnail

License CC BY-SA

MassBank Europe

Accession ID MSBNK-RIKEN-PR100573

Authors Matsuda F, Suzuki M, Sawada Y, Plant Science Center, RIKEN.

Instrument UPLC Q-Tof Premier, Waters

Instrument Type LC-ESI-QTOF

MS Level MS2

Ionization Mode NEGATIVE

Ionization ESI

Collision Energy Ramp 5-60 V

Precursor m/z 347.0393

Precursor Adduct [M-H]-

Top 5 Peaks

78.9602 999

347.0393 639

96.9704 496

135.0315 360

92.026 132

SPLASH splash10-002b-9203000000-e2ceede282569ac77de5

Thumbnail

License CC BY-SA

MassBank Europe

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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5.3.4 Other MS

Showing 2 of 5 View More

MoNA ID MoNA011119

MS Category Experimental

MS Level MS2

Precursor Type [M+H]+

Precursor m/z 349.054382324219

Instrument Agilent 6550 iFunnel

Instrument Type Q-TOF

Ionization Mode Positive

Top 5 Peaks
137.0456 100

97.02855 5.16

SPLASH splash10-000i-0900000000-11acf4a747474c165349

Thumbnail

Submitter romanas chaleckis, gunma university

MassBank of North America (MoNA)

MoNA ID MoNA011120

MS Category Experimental

MS Level MS2

Precursor Type [M+H]+

Precursor m/z 349.054382324219

Instrument Agilent 6550 iFunnel

Instrument Type Q-TOF

Ionization Mode Positive

Top 5 Peaks
137.0456 100

97.02834 8.61

SPLASH splash10-000i-0900000000-7e872d86f058899156a9

Thumbnail

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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Submitter romanas chaleckis, gunma university

MassBank of North America (MoNA)

5.4 UV Spectra
Maximum absorption of a 20 mg/l solution in 0,01N HCl at 250 nm

EU Food Improvement Agents

6 Related Records

6.1 Related Compounds with Annotation

PubChem

6.2 Related Compounds
Same Connectivity 28 Records

Same Stereo 4 Records

Same Isotope 23 Records

Same Parent, Connectivity 116 Records

Same Parent, Stereo 48 Records

Same Parent, Isotope 108 Records

Same Parent, Exact 44 Records

Mixtures, Components, and
Neutralized Forms 83 Records

Similar Compounds 4,163 Records

Similar Conformers 2,645 Records

PubChem

6.3 Substances

6.3.1 Related Substances

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://www.ncbi.nlm.nih.gov/pccompound?cmd=Link&LinkName=pccompound_pccompound_parent_isotopes_pulldown&from_uid=135398640
https://www.ncbi.nlm.nih.gov/pccompound?cmd=Link&LinkName=pccompound_pccompound_parent_pulldown&from_uid=135398640
https://www.ncbi.nlm.nih.gov/pccompound?cmd=Link&LinkName=pccompound_pccompound_mixture&from_uid=135398640
https://www.ncbi.nlm.nih.gov/pccompound?cmd=Link&LinkName=pccompound_pccompound&from_uid=135398640
https://www.ncbi.nlm.nih.gov/pccompound?cmd=Link&LinkName=pccompound_pccompound_3d&from_uid=135398640


All 782 Records

Same 267 Records

Mixture 515 Records

PubChem

6.3.2 Substances by Category

PubChem

6.4 Entrez Crosslinks
PubMed 170 Records

Protein Structures 145 Records

Taxonomy 2 Records

Gene 3 Records

PubChem

7 Chemical Vendors

PubChem

8 Drug and Medication Information

8.1 Clinical Trials

8.1.1 ClinicalTrials.gov

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://www.ncbi.nlm.nih.gov/sites/entrez?LinkName=pccompound_gene&db=pccompound&cmd=Link&from_uid=135398640


ClinicalTrials.gov

8.1.2 EU Clinical Trials Register

EU Clinical Trials Register

9 Food Additives and Ingredients

9.1 Food Additive Classes

JECFA Functional Classes

Food Additives -> FLAVOUR_ENHANCER;

Joint FAO/WHO Expert Committee on Food Additives (JECFA)

9.2 Evaluations of the Joint FAO/WHO Expert
Committee on Food Additives - JECFA

Chemical Name INOSINIC ACID

Evaluation Year 1985

ADI NOT SPECIFIED

Comments Group ADI for inosinic acid and its calcium, dipotassium and
disodium salts

Report TRS 733-JECFA 29/25

Tox Monograph NOT PREPARED

Joint FAO/WHO Expert Committee on Food Additives (JECFA)

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=EU-Clinical-Trials-Register&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=Food-Additives-and-Ingredients&fullscreen=true
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https://pubchem.ncbi.nlm.nih.gov/element/Calcium
https://pubchem.ncbi.nlm.nih.gov/compound/disodium
http://whqlibdoc.who.int/trs/WHO_TRS_733.pdf
https://pubchem.ncbi.nlm.nih.gov/food-additives-contaminants-jecfa-database/Document/Index/566


10 Pharmacology and Biochemistry

10.1 Human Metabolite Information

10.1.1 Tissue Locations

All Tissues

Human Metabolome Database (HMDB)

10.1.2 Cellular Locations

Cytoplasm
Extracellular
Mitochondria

Human Metabolome Database (HMDB)

10.1.3 Metabolite Pathways

Adenine phosphoribosyltransferase deficiency (APRT)
Adenosine Deaminase Deficiency
Adenylosuccinate Lyase Deficiency
AICA-Ribosiduria
Aspartate Metabolism
Azathioprine Action Pathway
Canavan Disease
Gout or Kelley-Seegmiller Syndrome
Hypoacetylaspartia

Lesch-Nyhan Syndrome (LNS)
Total 20 pathways, visit the HMDB page for details

Human Metabolome Database (HMDB)

10.2 Biochemical Reactions

PubChem

11 Use and Manufacturing

11.1 Uses

11.1.1 Use Classification

Food additives

EU Food Improvement Agents

Food Additives -> FLAVOUR_ENHANCER; -> JECFA Functional Classes

Joint FAO/WHO Expert Committee on Food Additives (JECFA)

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=Human-Metabolite-Information&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=Tissue-Locations&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=Cellular-Locations&fullscreen=true
https://pubchem.ncbi.nlm.nih.gov/compound/Inosinic-acid#section=Metabolite-Pathways&fullscreen=true
http://smpdb.ca/view/SMP00535
http://smpdb.ca/view/SMP00144
http://smpdb.ca/view/SMP00167
http://smpdb.ca/view/SMP00168
http://smpdb.ca/view/SMP00067
http://smpdb.ca/view/SMP00427
http://smpdb.ca/view/SMP00175
http://smpdb.ca/view/SMP00365
http://smpdb.ca/view/SMP00192
http://smpdb.ca/view/SMP00364
http://www.hmdb.ca/metabolites/HMDB0000175
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11.2General Manufacturing Information

EPA TSCA Commercial Activity Status

5'-Inosinic acid: INACTIVE
https://www.epa.gov/tsca-inventory

EPA Chemicals under the TSCA

12Toxicity

12.1Toxicological Information

12.1.1Acute Effects

ChemIDplus

13Associated Disorders and Diseases

Comparative Toxicogenomics Database (CTD)

DiseaseReferences

Febrile seizuresPubMed: 6198481, 11102727, 1794121,
10688964

Crohn's disease
PubMed: 16440420, 11418788, 8723414,
19491857, 17269711, 23516449, 23867873,
24811995, 25598765, 26806034, 26848182,
27609529, 28842642

Case No.: IPR2023-00207 
U.S. Patent No. 11,224,241
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https://pubmed.ncbi.nlm.nih.gov/?term=16440420,11418788,8723414,19491857,17269711,23516449,23867873,24811995,25598765,26806034,26848182,27609529,28842642
https://www.epa.gov/tsca-inventory


Ulcerative colitis PubMed: 21059682, 1740537, 17269711,
17314143, 21761941, 23516449, 23867873,
24811995, 25598765, 26806034, 26848182,
27609529, 28842642

Human Metabolome Database (HMDB)

14 Literature

14.1 NLM Curated PubMed Citations

PubChem

14.2 Springer Nature References

Springer Nature

14.3 Wiley References
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Wiley

14.4Depositor Provided PubMed Citations

PubChem

14.5Synthesis References
Yasuhiko Yoshihara, Yoshio Kawahara, Yasutsugu Yamada, Sigeho Ikeda, "Process for
producing 5'-inosinic acid by fermentation." U.S. Patent US5164306, issued
September, 1985.

DrugBank

Park, Yeong Hun; Cho, Gwang Myeong; Baek, Min Ji; Hong, Guk Gi; Lee, Jin Nam.
Method for preparing 5'-inosinic acid by using microbe capable of over-expressing
purC gene. Repub. Korea (2007), 7pp.

Human Metabolome Database (HMDB)

14.6Metabolite References

Human Metabolome Database (HMDB)

14.7Chemical Co-Occurrences in Literature
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PubChem

14.8Chemical-Gene Co-Occurrences in
Literature

PubChem

14.9Chemical-Disease Co-Occurrences in
Literature

PubChem

15Patents

15.1Depositor-Supplied Patent Identifiers
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PubChem

Link to all deposited patent identifiers

PubChem

15.2 WIPO PATENTSCOPE
Patents are available for this chemical structure:

https://patentscope.wipo.int/search/en/result.jsf?inchikey=GRSZFWQUAKGDAV-
KQYNXXCUSA-N

PATENTSCOPE (WIPO)

16 Interactions and Pathways

16.1 Protein Bound 3D Structures

RCSB Protein Data Bank (RCSB PDB)

View 145 proteins in NCBI Structure

PubChem

16.1.1 Ligands from Protein Bound 3D Structures

PDBe Ligand Code IMP

PDBe Conformer

Protein Data Bank in Europe (PDBe)

16.2 Chemical-Target Interactions
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http://www.ebi.ac.uk/pdbe-srv/pdbechem/chemicalCompound/show/IMP


Comparative Toxicogenomics Database (CTD)

DrugBank

Therapeutic Target Database (TTD)

16.3 Pathways

PubChem
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17 Biological Test Results

17.1 BioAssay Results

PubChem

18 Taxonomy
Inosinic acid is a metabolite found in or produced by Escherichia coli (strain K12,
MG1655).

E. coli Metabolome Database (ECMDB)

WormJam Metabolites Local CSV for MetFrag | DOI:10.5281/zenodo.3403364
WormJam: A consensus C. elegans Metabolic Reconstruction and Metabolomics Community
and Workshop Series, Worm, 6:2, e1373939, DOI:10.1080/21624054.2017.1373939

ECI Group, LCSB, University of Luxembourg

Zebrafish Pathway Metabolite MetFrag Local CSV (Beta) | DOI:10.5281/zenodo.3457553
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https://pubchem.ncbi.nlm.nih.gov/taxonomy/511145
https://pubchem.ncbi.nlm.nih.gov/taxonomy/511145
https://doi.org/DOI:10.5281/zenodo.3403364
https://doi.org/DOI:10.1080/21624054.2017.1373939
https://doi.org/DOI:10.5281/zenodo.3457553


ECI Group, LCSB, University of Luxembourg

The LOTUS Initiative for Open Natural Products Research: frozen dataset union wikidata
(with metadata) | DOI:10.5281/zenodo.5794106

LOTUS - the natural products occurrence database

Inosinic acid is a metabolite found in or produced by Saccharomyces cerevisiae.

Yeast Metabolome Database (YMDB)

19Classification

19.1MeSH Tree

Medical Subject Headings (MeSH)

19.2ChEBI Ontology
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ChEBI

19.3 KEGG : Glycosides

KEGG

19.4 ChemIDplus

ChemIDplus

19.5 ChEMBL Target Tree

ChEMBL

19.6 NORMAN Suspect List Exchange
Classification
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NORMAN Suspect List Exchange

19.7CCSBase Classification

CCSbase

19.8EPA DSSTox Classification

EPA DSSTox

19.9LOTUS Tree
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LOTUS - the natural products occurrence database

20 Information Sources
FILTER BY SOURCE

1. CAS Common Chemistry
LICENSE
The data from CAS Common Chemistry is provided under a CC-BY-NC 4.0 license, unless
otherwise stated.
https://creativecommons.org/licenses/by-nc/4.0/

Inosinic acid
https://commonchemistry.cas.org/detail?cas_rn=131-99-7

Polyinosinic acid
https://commonchemistry.cas.org/detail?cas_rn=30918-54-8

2. ChemIDplus
LICENSE
https://www.nlm.nih.gov/copyright.html

Inosinic acid
https://chem.nlm.nih.gov/chemidplus/sid/0000131997

ChemIDplus Chemical Information Classification
https://chem.nlm.nih.gov/chemidplus/

3. DrugBank
LICENSE
Creative Common's Attribution-NonCommercial 4.0 International License
(http://creativecommons.org/licenses/by-nc/4.0/legalcode)
https://www.drugbank.ca/legal/terms_of_use

Inosinic Acid
https://www.drugbank.ca/drugs/DB04566

4. EPA Chemicals under the TSCA
LICENSE
https://www.epa.gov/privacy/privacy-act-laws-policies-and-resources

5'-Inosinic acid
https://www.epa.gov/chemicals-under-tsca

5. EPA DSSTox
LICENSE
https://www.epa.gov/privacy/privacy-act-laws-policies-and-resources

Polyinosinic acid
https://comptox.epa.gov/dashboard/DTXSID4044294

5'- ​Inosinic acid
https://comptox.epa.gov/dashboard/DTXSID80948097

CompTox Chemicals Dashboard Chemical Lists
https://comptox.epa.gov/dashboard/chemical-lists/

6. European Chemicals Agency (ECHA)
LICENSE
Use of the information, documents and data from the ECHA website is subject to the terms and

ALL SOURCES
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conditions of this Legal Notice, and subject to other binding limitations provided for under
applicable law, the information, documents and data made available on the ECHA website may be
reproduced, distributed and/or used, totally or in part, for non-commercial purposes provided that
ECHA is acknowledged as the source: "Source: European Chemicals Agency,
http://echa.europa.eu/". Such acknowledgement must be included in each copy of the material.
ECHA permits and encourages organisations and individuals to create links to the ECHA website
under the following cumulative conditions: Links can only be made to webpages that provide a
link to the Legal Notice page.
https://echa.europa.eu/web/guest/legal-notice

Inosine 5'-monophosphate
https://echa.europa.eu/substance-information/-/substanceinfo/100.004.588

7. FDA Global Substance Registration System (GSRS)
LICENSE
Unless otherwise noted, the contents of the FDA website (www.fda.gov), both text and graphics,
are not copyrighted. They are in the public domain and may be republished, reprinted and
otherwise used freely by anyone without the need to obtain permission from FDA. Credit to the
U.S. Food and Drug Administration as the source is appreciated but not required.
https://www.fda.gov/about-fda/about-website/website-policies#linking

INOSINIC ACID
https://gsrs.ncats.nih.gov/ginas/app/beta/substances/TAO7US05G5

8. Human Metabolome Database (HMDB)
LICENSE
HMDB is offered to the public as a freely available resource. Use and re-distribution of the data, in
whole or in part, for commercial purposes requires explicit permission of the authors and explicit
acknowledgment of the source material (HMDB) and the original publication (see the HMDB citing
page). We ask that users who download significant portions of the database cite the HMDB paper
in any resulting publications.
http://www.hmdb.ca/citing

Inosinic acid
http://www.hmdb.ca/metabolites/HMDB0000175

HMDB0000175_cms_31049
https://hmdb.ca/metabolites/HMDB0000175#spectra

9. CCSbase
Inosine 5'-monophosphate
CCSbase Classification
https://ccsbase.net/

10. NORMAN Suspect List Exchange
LICENSE
Data: CC-BY 4.0; Code (hosted by ECI, LCSB): Artistic-2.0
https://creativecommons.org/licenses/by/4.0/

Inosine-5'-monophosphate
NORMAN Suspect List Exchange Classification
https://www.norman-network.com/nds/SLE/

11. ChEBI
IMP
http://www.ebi.ac.uk/chebi/searchId.do?chebiId=CHEBI:17202

ChEBI Ontology
http://www.ebi.ac.uk/chebi/userManualForward.do#ChEBI%20Ontology

12. E. coli Metabolome Database (ECMDB)
LICENSE
ECMDB is offered to the public as a freely available resource.
https://ecmdb.ca/citations

https://ecmdb.ca/compounds/M2MDB000601

13. LOTUS - the natural products occurrence database
LICENSE
The code for LOTUS is released under the GNU General Public License v3.0.
https://lotus.nprod.net/

inosinic acid
https://www.wikidata.org/wiki/Q27074273
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LOTUS Tree
https://lotus.naturalproducts.net/

14. NCI Thesaurus (NCIt)
LICENSE
Unless otherwise indicated, all text within NCI products is free of copyright and may be reused
without our permission. Credit the National Cancer Institute as the source.
https://www.cancer.gov/policies/copyright-reuse

https://ncithesaurus.nci.nih.gov/ncitbrowser/ConceptReport.jsp?
dictionary=NCI_Thesaurus&ns=ncit&code=C162311

15. West Coast Metabolomics Center-UC Davis
Inosine-5'-monophosphate

16. Yeast Metabolome Database (YMDB)
LICENSE
YMDB is offered to the public as a freely available resource.
http://www.ymdb.ca/downloads

Inosinic acid
http://www.ymdb.ca/compounds/YMDB00352

17. ClinicalTrials.gov
LICENSE
The ClinicalTrials.gov data carry an international copyright outside the United States and its
Territories or Possessions. Some ClinicalTrials.gov data may be subject to the copyright of third
parties; you should consult these entities for any additional terms of use.
https://clinicaltrials.gov/ct2/about-site/terms-conditions#Use

https://clinicaltrials.gov/

18. Comparative Toxicogenomics Database (CTD)
LICENSE
It is to be used only for research and educational purposes. Any reproduction or use for
commercial purpose is prohibited without the prior express written permission of NC State
University.
http://ctdbase.org/about/legal.jsp

Inosine Monophosphate
https://ctdbase.org/detail.go?type=chem&acc=D007291

19. Therapeutic Target Database (TTD)
Inosinic Acid
http://idrblab.net/ttd/data/drug/details/D0H2YT

20. ECI Group, LCSB, University of Luxembourg
LICENSE
Data: CC-BY 4.0; Code: Artistic-2.0
https://creativecommons.org/licenses/by/4.0/

IMP

21. EU Clinical Trials Register
https://www.clinicaltrialsregister.eu/

22. EU Food Improvement Agents
INOSINIC ACID
https://eur-lex.europa.eu/legal-content/EN/ALL/?uri=CELEX%3A32012R0231

23. Joint FAO/WHO Expert Committee on Food Additives (JECFA)
LICENSE
Permission from WHO is not required for the use of WHO materials issued under the Creative
Commons Attribution-NonCommercial-ShareAlike 3.0 Intergovernmental Organization (CC BY-
NC-SA 3.0 IGO) licence.
https://www.who.int/about/policies/publishing/copyright

INOSINIC ACID
https://apps.who.int/food-additives-contaminants-jecfa-database/Home/Chemical/565
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24. MassBank of North America (MoNA)
LICENSE
The content of the MoNA database is licensed under CC BY 4.0.
https://mona.fiehnlab.ucdavis.edu/documentation/license

inosine 5'-monophosphate
https://mona.fiehnlab.ucdavis.edu/spectra/browse?
query=compound.metaData%3Dq%3D%27name%3D%3D%22InChIKey%22%20and%20value%3D%3
D%22GRSZFWQUAKGDAV-KQYNXXCUSA-N%22%27

25. SpectraBase
Inosine 5'-monophosphate
https://spectrabase.com/spectrum/JqmUQcqDt7o

Inosine 5'-monophosphate
https://spectrabase.com/spectrum/7ytocQqTTfy

26. NIST Mass Spectrometry Data Center
LICENSE
https://www.nist.gov/srd/public-law

Inosine 5'-monophosphate
http://www.nist.gov/srd/nist1a.cfm

27. MassBank Europe
LICENSE
https://github.com/MassBank/MassBank-web/blob/main/MassBank-Project/LICENSE.txt

GRSZFWQUAKGDAV-KQYNXXCUSA-N
https://massbank.eu/MassBank/Result.jsp?inchikey=GRSZFWQUAKGDAV-KQYNXXCUSA-N

28. Protein Data Bank in Europe (PDBe)
http://www.ebi.ac.uk/pdbe-srv/pdbechem/chemicalCompound/show/IMP

29. RCSB Protein Data Bank (RCSB PDB)
LICENSE
Data files contained in the PDB archive (ftp://ftp.wwpdb.org) are free of all copyright restrictions
and made fully and freely available for both non-commercial and commercial use. Users of the
data should attribute the original authors of that structural data.
https://www.rcsb.org/pages/policies

https://www.rcsb.org/

30. Springer Nature
https://pubchem.ncbi.nlm.nih.gov/substance/?source=15745&sourceid=23052607-670427264
https://pubchem.ncbi.nlm.nih.gov/substance/?source=15745&sourceid=23052627-29331976

31. Wikidata
LICENSE
CCZero
https://creativecommons.org/publicdomain/zero/1.0/

5'-inosine monophosphate
https://www.wikidata.org/wiki/Q27074273

32. Wiley
https://pubchem.ncbi.nlm.nih.gov/substance/?source=wiley&sourceid=149620

33. Medical Subject Headings (MeSH)
LICENSE
Works produced by the U.S. government are not subject to copyright protection in the United
States. Any such works found on National Library of Medicine (NLM) Web sites may be freely used
or reproduced without permission in the U.S.
https://www.nlm.nih.gov/copyright.html

Inosine Monophosphate
https://www.ncbi.nlm.nih.gov/mesh/68007291

MeSH Tree
http://www.nlm.nih.gov/mesh/meshhome.html
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https://pubchem.ncbi.nlm.nih.gov/source/MassBank%20of%20North%20America%20(MoNA)
https://mona.fiehnlab.ucdavis.edu/documentation/license
https://mona.fiehnlab.ucdavis.edu/spectra/browse?query=compound.metaData%3Dq%3D%27name%3D%3D%22InChIKey%22%20and%20value%3D%3D%22GRSZFWQUAKGDAV-KQYNXXCUSA-N%22%27
https://mona.fiehnlab.ucdavis.edu/spectra/browse?query=compound.metaData%3Dq%3D%27name%3D%3D%22InChIKey%22%20and%20value%3D%3D%22GRSZFWQUAKGDAV-KQYNXXCUSA-N%22%27
https://mona.fiehnlab.ucdavis.edu/spectra/browse?query=compound.metaData%3Dq%3D%27name%3D%3D%22InChIKey%22%20and%20value%3D%3D%22GRSZFWQUAKGDAV-KQYNXXCUSA-N%22%27
https://pubchem.ncbi.nlm.nih.gov/source/SpectraBase
https://spectrabase.com/spectrum/JqmUQcqDt7o
https://spectrabase.com/spectrum/7ytocQqTTfy
https://pubchem.ncbi.nlm.nih.gov/source/NIST%20Mass%20Spectrometry%20Data%20Center
https://www.nist.gov/srd/public-law
http://www.nist.gov/srd/nist1a.cfm
https://pubchem.ncbi.nlm.nih.gov/source/MassBank%20Europe
https://github.com/MassBank/MassBank-web/blob/main/MassBank-Project/LICENSE.txt
https://massbank.eu/MassBank/Result.jsp?inchikey=GRSZFWQUAKGDAV-KQYNXXCUSA-N
https://pubchem.ncbi.nlm.nih.gov/source/Protein%20Data%20Bank%20in%20Europe%20(PDBe)
http://www.ebi.ac.uk/pdbe-srv/pdbechem/chemicalCompound/show/IMP
https://pubchem.ncbi.nlm.nih.gov/source/RCSB%20Protein%20Data%20Bank%20(RCSB%20PDB)
https://www.rcsb.org/pages/policies
https://www.rcsb.org/
https://pubchem.ncbi.nlm.nih.gov/source/Springer%20Nature
https://pubchem.ncbi.nlm.nih.gov/substance/?source=15745&sourceid=23052607-670427264
https://pubchem.ncbi.nlm.nih.gov/substance/?source=15745&sourceid=23052627-29331976
https://pubchem.ncbi.nlm.nih.gov/source/Wikidata
https://creativecommons.org/publicdomain/zero/1.0/
https://www.wikidata.org/wiki/Q27074273
https://pubchem.ncbi.nlm.nih.gov/source/Wiley
https://pubchem.ncbi.nlm.nih.gov/substance/?source=wiley&sourceid=149620
https://pubchem.ncbi.nlm.nih.gov/source/Medical%20Subject%20Headings%20(MeSH)
https://www.nlm.nih.gov/copyright.html
https://www.ncbi.nlm.nih.gov/mesh/68007291
http://www.nlm.nih.gov/mesh/meshhome.html


34. PubChem
https://pubchem.ncbi.nlm.nih.gov

35. ChEMBL
LICENSE
Access to the web interface of ChEMBL is made under the EBI's Terms of Use
(http://www.ebi.ac.uk/Information/termsofuse.html). The ChEMBL data is made available on a
Creative Commons Attribution-Share Alike 3.0 Unported License
(http://creativecommons.org/licenses/by-sa/3.0/).
http://www.ebi.ac.uk/Information/termsofuse.html

ChEMBL Protein Target Tree
https://www.ebi.ac.uk/chembl/g/#browse/targets

36. KEGG
LICENSE
Academic users may freely use the KEGG website. Non-academic use of KEGG generally requires a
commercial license
https://www.kegg.jp/kegg/legal.html

Glycosides
http://www.genome.jp/kegg-bin/get_htext?br08021.keg

37. PATENTSCOPE (WIPO)
SID 403379866
https://pubchem.ncbi.nlm.nih.gov/substance/403379866
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https://pubchem.ncbi.nlm.nih.gov/
https://pubchem.ncbi.nlm.nih.gov/source/ChEMBL
http://www.ebi.ac.uk/Information/termsofuse.html
https://www.ebi.ac.uk/chembl/g/#browse/targets
https://pubchem.ncbi.nlm.nih.gov/source/KEGG
https://www.kegg.jp/kegg/legal.html
http://www.genome.jp/kegg-bin/get_htext?br08021.keg
https://pubchem.ncbi.nlm.nih.gov/source/PATENTSCOPE%20(WIPO)
https://pubchem.ncbi.nlm.nih.gov/substance/403379866
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https://pubchemdocs.ncbi.nlm.nih.gov/contact
https://www.ncbi.nlm.nih.gov/home/about/policies/
https://www.nih.gov/institutes-nih/nih-office-director/office-communications-public-liaison/freedom-information-act-office
https://www.hhs.gov/vulnerability-disclosure-policy/index.html
https://www.facebook.com/pubchem
https://www.twitter.com/pubchem
https://pubchemdocs.ncbi.nlm.nih.gov/posts
https://www.ncbi.nlm.nih.gov/
https://www.ncbi.nlm.nih.gov/
https://www.nlm.nih.gov/
https://www.nih.gov/
https://www.hhs.gov/
https://www.usa.gov/


PubChem  is a registered trademark of the National Library of Medicine®
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