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MetaSci
Safety Data Sheet
Dihydrothymine
1. Identification
Product name: Dihydrothymine
Catalog#: MSI37187
IUPAC name: 5-methyl-1,3-diazinane-2,4-dione
Product use restrictions: For research and development use only, by or directly under the

supervision of a technically qualified individual. Not intended for food,
cosmetic, drug, biocide, pesticide, household, or consumer use.
Company: MetaSci Inc.
1 Yonge St., Suite 1801
Toronto, M5E 1W7, ON, Canada
Telephone: 1-289-597-1611
Website: www.metasci.ca
Emergency contact number: 1-800-633-8253 United States & Canada
1-801-629-0667 International

2. Hazard Identification

GHS Classification

Skin irritation (Category 2)

Eye irritation (Category 2A)

Specific target organ toxicity - single exposure (Category 3), Respiratory tract irritation
Pictogram:

Signal word: Warning

Hazard statement(s)

H315 Causes skin irritation.

H319 Causes serious eye irritation.

H335 May cause respiratory irritation.

Precautionary statement(s)

P261 Avoid breathing dust/fume/gas/mist/vapors/spray.

P264 Wash skin thoroughly after handling.

P271 Use only outdoors or in a well-ventilated area.

P280 Wear protective gloves/protective clothing/eye protection/face protection.

P302+P352 IF ON SKIN: Wash with plenty of soap and water.

P304+P340 IF INHALED: Remove victim to fresh air and keep at rest in a position comfortable for
breathing.

P305+P351+P338 IF IN EYES: Rinse cautiously with water for several minutes. Remove contact lenses, if
present and easy to do. Continue rinsing.

P312 Call a poison center or doctor if you feel unwell.

P321 Specific treatment (see supplemental first aid instructions on this label).

P332+P313 If skin irritation occurs: Get medical advice/attention.

P337+P313 If eye irritation persists: Get medical advice/attention.

P362 Take off contaminated clothing and wash before reuse.

P403+P233 Store in a well-ventilated place. Keep container tightly closed.

P405 Store locked up.

P501 Dispose of contents/container to an approved waste disposal plant.

Other hazard information: Current supplier SDS classifications for CAS 696-04-8 are not fully consistent. See Section

16 for source comparison.
Hazards not otherwise classified: None identified in the consulted current U.S. OSHA SDS.
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3. Composition/Information on Ingredients
Chemical name: Dihydrothymine / 5-methyl-1,3-diazinane-2,4-dione
Synonyms: 5,6-Dihydro-5-methyluracil; 5,6-Dihydrothymine; 5-Methyl-5,6-

dihydrouracil; NSC 44131; Hydrouracil, 5-methyl-; dihydro-5-methyl-
2,4(1H,3H)-pyrimidinedione

CAS#: 696-04-8

Purity: >=98% (Cayman Chemical item 37187)
EC#: 211-787-7

Molecular formula: C5H8N202

Molecular weight: 128.13 g/mol

MDL#: MFCD00023159

BRN#: 81983

PubChem CID: 93556

4. First Aid Measures

General information: Move the exposed person away from the source of exposure. Consult a
physician if symptoms occur; show this safety data sheet to the physician.

Inhalation: Move person to fresh air. If not breathing, give artificial respiration. Obtain medical
attention if symptoms occur.

Skin contact: Wash with soap and plenty of water. Remove contaminated clothing. Obtain medical
attention if irritation or other symptoms occur.

Eye contact: Rinse thoroughly with plenty of water, including under the eyelids, for at least 15
minutes. Obtain medical attention.

Ingestion: Rinse mouth with water. Never give anything by mouth to an unconscious person. Obtain
medical advice if symptoms occur.

Most important symptoms/effects: No specific symptoms are established in the current Thermo
Fisher/LGC SDS; irritation effects are reflected in the conservative supplier classification in Section 2.
Notes to physician: Treat symptomatically.

5. Fire Fighting Measures

Suitable extinguishing media: Use water spray, alcohol-resistant foam, dry chemical, carbon
dioxide, or extinguishing media appropriate to the surrounding fire.

Unsuitable extinguishing media: Do not scatter spilled material with high-pressure water streams.
No other specific limitation identified.

Specific hazards arising from the chemical: Keep product and empty container away from heat and
ignition sources. Thermal decomposition or combustion may generate carbon oxides and nitrogen
oxides.

Advice for firefighters: Wear self-contained breathing apparatus and full protective firefighting gear.
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6. Accidental Release Measures

Personal precautions, protective equipment and emergency procedures: Ensure adequate
ventilation. Avoid dust formation and breathing dust. Use personal protective equipment as required
and keep unprotected personnel away. See Section 8.

Environmental precautions: Prevent release to drains, soil, and waterways. Do not release into the
environment.

Methods and materials for containment and cleaning up: Pick up without creating dust. Sweep or
shovel into suitable, closed containers for disposal. Clean contaminated surfaces and objects in
accordance with applicable environmental requirements. See Section 13.

7. Handling and Storage

Precautions for safe handling: Avoid contact with skin, eyes, and clothing. Avoid ingestion,
inhalation, and formation of dust or aerosols. Ensure adequate ventilation. Wear appropriate personal
protective equipment. Do not eat, drink, or smoke while handling. Wash hands after use.

Conditions for safe storage, including any incompatibilities: Cayman Chemical specifies storage
at -20 deg C. Keep the container tightly closed, dry, and protected from contamination. For prepared
stock solutions, Cayman recommends using solvent purged with an inert gas. Keep away from strong
oxidizing agents. Supplier storage recommendations vary; follow the product label/CoA where more
specific.

8. Exposure Controls/Personal Protection

Exposure limits

OSHA PEL: No specific occupational exposure limit established.
NIOSH REL.: No specific occupational exposure limit established.
ACGIH TLV: No specific occupational exposure limit established.

Appropriate engineering controls: Provide adequate general/local exhaust ventilation, especially
where dust may form. Use good industrial hygiene and safety practice. An eyewash station and safety
shower should be readily accessible.

Personal protection

Eyes: Wear safety glasses with side shields or chemical splash goggles meeting
applicable standards (e.g., OSHA 29 CFR 1910.133 / EN 166).

Hands: Wear appropriate chemical-resistant protective gloves. Inspect gloves before use
and select based on task, duration, and chemical resistance.

Skin and body: Wear suitable protective clothing or a laboratory coat and closed-toe footwear.
Select additional protection based on workplace risk assessment.

Respiratory: Normally not required under adequately controlled conditions. If dust exposure is

not adequately controlled or irritation occurs, use an appropriate NIOSH/CEN-
approved particle respirator based on risk assessment.
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9. Physical and Chemical Properties

Physical state:
Appearance:

Molecular formula:
Molecular weight:
Odor:

Odor threshold:

pH:

Melting/freezing point:
Boiling point/range:
Flash point:
Evaporation rate:
Flammability:
Explosion limits:
Vapor pressure:
Vapor density:
Relative density:
Water/PBS solubility:

Solubility in other solvents:

Partition coefficient:
Auto-ignition temperature:
Decomposition temperature:
Viscosity:

Particle characteristics:
Explosive properties:
Oxidizing properties:

10. Stability and Reactivity

Solid; crystalline solid/powder.

White to off-white solid, powder, crystals, or crystalline material depending
on supplier description.

C5H8N202

128.13 g/mol

No data available.

No data available.

No data available.

261-265 deg C (supplier values include 261-263 deg C and 263-265 deg C).
No data available.

No data available.

Not applicable - solid.

No data available for solid flammability.

No data available.

No data available.

Not applicable - solid.

No measured SDS value available.

Cayman Chemical: PBS (pH 7.2) approximately 0.25 mg/mL. Independent
supplier data: water approximately 11 mg/mL at 25 deg C.

Cayman Chemical: DMSO approximately 10 mg/mL; DMF slightly soluble.
Other current supplier data also report solubility/slight solubility in DMSO,
methanol, and ethanol (about 5 mg/mL in one supplier dataset).

No measured data available.

No data available.

No data available.

Not applicable - solid.

No data available.

No data available.

No data available.

Reactivity:

Chemical stability:

No reactive hazard known based on available current supplier
information.

Stable under normal conditions and under recommended storage
conditions.

Possibility of hazardous reactions: None known under normal processing; hazardous polymerization is not

Conditions to avoid:
Incompatible materials:
Hazardous decomposition
products:

Mechanical/static sensitivity:

expected to occur.

Avoid incompatible materials/products and uncontrolled dust generation.
Strong oxidizing agents.

None expected under normal use conditions; fire/thermal decomposition
may produce carbon oxides and nitrogen oxides.

No sensitivity to mechanical impact or static discharge identified in
consulted SDS data.
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11. Toxicological Information

Acute toxicity:

Routes of exposure:
Skin corrosion/irritation:

Serious eye damage/irritation:
Respiratory effects:

Respiratory sensitization:
Skin sensitization:

Germ cell mutagenicity:
Carcinogenicity:
Reproductive toxicity:
STOT - single exposure:
STOT - repeated exposure:
Aspiration hazard:

Symptoms related to exposure:

Other adverse effects:

12. Ecological Information

No quantitative LD50/LC50 data were found in the consulted current major
supplier SDSs. Indagoo classifies oral acute toxicity Category 4 (H302), while
current Thermo Fisher/LGC sources do not classify the substance as acutely
toxic.

Inhalation, eye contact, skin contact, ingestion.

Conservative supplier classification: Skin Irritation Category 2 (H315). Current
Thermo Fisher/LGC SDSs report no specific test data or that classification
criteria are not met.

Conservative supplier classification: Eye Irritation Category 2A (H319). Other
current SDSs report no specific test data.

Conservative supplier classification includes STOT SE Category 3, respiratory
tract irritation (H335). Quantitative inhalation data are not available.

No data available.

No data available.

No data available.

Not listed by IARC, NTP, ACGIH, or OSHA in the current Thermo Fisher SDS.
No data available.

See respiratory-effects entry above; supplier classifications differ.

No data available.

Not applicable for a solid / no data indicating an aspiration hazard.

No specific symptoms established in the consulted current major supplier
SDSs. Irritation may occur under the conservative classification used in Section
2.

The toxicological properties have not been fully investigated.

Ecotoxicity:

Persistence and degradability:
Bioaccumulative potential:
Mobility in soil:

PBT/vPvB:

Endocrine disruption:

Other adverse effects:

13. Disposal Considerations

No quantitative ecotoxicity data available; environmental impact has not been
fully investigated.

No data available.

No data available.

No data available.

LGC reports that the substance does not meet PBT/vPvB criteria; another
current SDS states that an assessment was not available.

Current Thermo Fisher/LGC SDSs identify no known or suspected endocrine
disruptors.

No further information available. Do not release to drains or the environment.

Disposal of waste: Chemical waste generators must determine whether discarded material is classified as
hazardous waste. Dispose through a licensed waste service and in accordance with applicable federal,
provincial/state, and local regulations. Do not discharge to drains or the environment.

Disposal of packaging: Do not reuse empty containers. Dispose of contaminated packaging as unused product

or in accordance with applicable regulations.
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14. Transportation Information
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DOT (United States)
UN/NA number:
Proper shipping name:

Not regulated.

Not applicable / not regulated.

Transport hazard class: Not regulated.
Packing group: Not regulated.
TDG (Canada)

Transport status: Not regulated.
IATA

UN number: Not regulated.

Proper shipping name:

Not applicable / not regulated.

Transport hazard class: Not regulated.
Packing group: Not regulated.
IMDG/IMO

Transport status: Not regulated.

Marine pollutant:

No / not applicable.

15. Regulatory Information

TSCA: Source status is inconsistent. Thermo Fisher (24-Dec-2025) lists CAS 696-04-8 as
not listed; LGC states TSCA inventory status is not confirmed and distributes for
exempt/R&D uses; Indagoo lists TSCA among regulatory listings. Verify status for
the intended use.

Canada DSL/NDSL: Source status is inconsistent. Thermo Fisher lists the substance as not listed on DSL
or NDSL; LGC advises contacting the supplier; Indagoo lists DSL. Verify current
Canadian inventory status before non-exempt use.

EC / EINECS: 211-787-7.

Other inventories: Thermo Fisher identifies AICS/AIIC as listed and shows several other inventory
entries as not listed; Indagoo lists EINECS, IECSC, ENCS, TCSI, TSCA, NZIOC,
PICCS, AICS, and DSL. Inventory status should be verified for the jurisdiction and
intended use.

REACH: Not identified in the consulted current SDSs as subject to Annex XIV authorization,
Annex XVII restriction, or the Article 59 SVHC Candidate List.

SARA 313: Not subject to Section 313 reporting in the current Thermo Fisher SDS.

CERCLA: No CERCLA hazardous substance identified in the current Thermo Fisher SDS.

California Proposition 65: No Proposition 65 chemicals identified in the current Thermo Fisher SDS.

Water hazard class: LGC reports non-hazardous to water (nwg).

NFPA rating: Health: 0; Flammability: 1; Instability: 0 (Thermo Fisher SDS).

16. Additional Information

Revision Date: 08/17/2026

Printed Date: 08/17/2026

Data-source note: This MetaSci SDS was prepared for Dihydrothymine, CAS 696-04-8, MetaSci catalog MSI37187 (supplier catalog
Cayman Chemical 37187, purity >=98%). Product-specific identity, purity, formulation, solubility, and -20 deg C storage information were
taken from Cayman Chemical item 37187 and its product insert. Safety data were cross-checked against current Thermo Fisher Scientific
Chemicals SDS (revision 24-Dec-2025), LGC/TRC SDS (17-Oct-2024), Indagoo Research Chemicals SDS (01-Nov-2024), AK Scientific
product/SDS data current 10-Apr-2026, Fisher Scientific/NIST identity data, and other exact-CAS supplier data. Hazard classifications
conflict: Cayman-linked/AK Scientific and multiple supplier sources list H315/H319/H335; Indagoo additionally lists H302; Thermo Fisher
under U.S. OSHA HCS 2024 and LGC under CLP classify the substance as not hazardous. The conservative H315/H319/H335 classification
is retained here while the discrepancy is disclosed rather than silently reconciled.

Disclaimer:

The information above is believed to be accurate and represents the best information currently available to us. However, we make no
warranty of merchantability or any other warranty, express or implied, with respect to such information, and we assume no liability resulting
from its use. Users should make their own investigations to determine the suitability of the information for their particular purposes. In no
event shall MetaSci be liable for any claims, losses, or damages of any third party or for lost profits or any special, indirect, incidental,
consequential or exemplary damages, howsoever arising, even if MetaSci has been advised of the possibility of such damages.




