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SECT I ON 1: I de nt ific a t ion of t he subst a nc e/m ixt ure a nd of t he com pa ny/und e rt ak ing 

1.1 Product  ident ifie rs 

Product name : Caffeine Anhydrous 

CAS-No. : 58-08-2 

1.2 2 Rel eva nt ident ified uses of th e subst a nce or m ix t ure a nd uses a dvised a ga inst 

Identified uses : Laboratory chemicals, Industrial & for professional use only. 

1.3 3 De t a ils of t he supp lier of t he safet y dat a shee t 

Company : Quantung, Lda. 
      RUA PADRE VINCENTE MARIA DA  

 ROCHA 384J 3840-453 VAGOS, PORTUGAL 
 

Telephone : +351 9621-63100 
Email : info@quantung.com  

1.4 Emergency telephone number 

Emergency Phone # : +351 91910-8800 (9:00am - 6:00 pm) [Office hours] 
SECT ION 2: H a zards ident ific at ion 

2.1 1 Cla ssific at ion of th e subst ance or m ix t ure 

Cla ssific a t ion a cc ording t o Re gula t ion (EC) N o 12 7 2 /2 0 08 
Acute toxicity, Oral (Category 4), H302 

For the full text of the H-Statements mentioned in this Section, see Section 16. 

Cla ssific at ion a cc ording t o EU Direc t ives 67 /5 48 /EEC or 1 99 9/4 5/EC 

Xn Harmful R22 

For the full text of the R-phrases mentioned in this Section, see Section 16. 

2.2 Label e le m e nt s 

La be lling a cc ording Regul at ion (EC) N o 1 2 72 /2 008 

Pictogram 

 
 

Signal word Warning 

Hazard statement(s) 
H302 Harmful if swallowed. 

Precautionary statement(s) none 

Supplemental Hazard none 

MATERIAL SAFETY DATA SHEET 

SDS/MSDS 

Caffeine Anhydrous 

CAS No 58-08-2 
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 Statements 

2. 3 Oth e r ha za rds - none 

 
SECT ION 3: Com posit ion/info rm at ion on ingredient s 

3.1 Subst anc e s 
 

 Synonyms : 1,3,7-Trimethylxanthine 

 
Formula : C8H10N4O2 

 Molecular Weight : 194,19 g/mol 
 CAS-No. : 58-08-2 
 EC-No. : 200-362-1 
 Index-No. : 613-086-00-5 
 

Ha za rdous ingre die nt s ac cording t o Re gula t ion (EC) No 1 2 72 /2 0 08 
 

Component 

Caffe ine 

 Classification Concentration 

CAS-No. 58-08-2 Acute Tox. 4; H302 <= 100 % 
EC-No. 200-362-1   

Index-No. 613-086-00-5   

 

Ha za rdous ingre die nt s a c cording t o Dire ct ive 1 9 99/45 /EC 

Component 

Caffe ine 

 Classification Concentration 

CAS-No. 58-08-2 Xn, R22 <= 100 % 
EC-No. 200-362-1   

Index-No. 613-086-00-5   

 
For the full text of the H-Statements and R-Phrases mentioned in this Section, see Section 16 

 
SECT ION 4: First aid m ea sure s 

4.1 1 De script ion of first ai d m e a 

sures Gene ral advic e 
Consult a physician. Show this safety data sheet to the doctor in attendance. 

If inhaled 

If breathed in, move person into fresh air. If not breathing, give artificial respiration. Consult a physician. 

In c a se of sk in conta ct 

Wash off with soap and plenty of water. Consult a physician. 

In c a se of  e ye conta ct 

Flush eyes with water as a precaution. 

If sw all ow ed 

Never give anything by mouth to an unconscious person. Rinse mouth with water. Consult a physician. 

4.2 2 M ost impo rt ant sympto m s and effe ct s, bot h ac ut e a nd dela yed 
The most important known symptoms and effects are described in the labelling (see section 2.2) and/or in 
section 11 

4.3 I ndica t ion of any imm e diat e m e dic al a tt e nt ion and special t re atm ent ne eded 

no data available 

 
SECT ION 5: Fire fight ing m e a sure s 

5.1 1 Ext ingu ishing  m edia 

Suit able e xt inguishing m e dia 
Use water spray, alcohol-resistant foam, dry chemical or carbon dioxide. 
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5.2 2 Spe cial ha za rds a rising from th e subst a nc e or m ix ture 
no data available 

5.3 3 Advic e for firefight e rs 
Wear self contained breathing apparatus for fire fighting if necessary. 

5.4 Furth er  inform at ion 
no data available 

 
SECT ION 6: Ac ci de nt al rel e a se m e a sures 

6.1 1 Pe rsonal pre c aut ions, prot ec t ive e quipm ent and e m ergency proc edures 

Use personal protective equipment. Avoid dust formation. Avoid breathing vapours, mist or gas. Ensure 

adequate ventilation. Avoid breathing dust. 
For personal protection see section 8. 

6.2 Environm ent al  pre c aut ions 
Do not let product enter drains. 

6.3 3 M ethod s and m at e ria ls for c ont a inm e nt a nd c le aning up 

Pick up and arrange disposal without creating dust. Sweep up and shovel. Keep in suitable, closed 

containers for disposal. 

6.4 Re fe re nce t o ot her se ct ions 
For disposal see section 13. 

 
SECT ION 7: H andling a nd storage 

7.1 1 Pre c aut ions for sa fe ha ndling 
Avoid contact with skin and eyes. Avoid formation of dust and aerosols. 
Provide appropriate exhaust ventilation at places where dust is formed. 
For precautions see section 2.2. 

7.2 2 Cond itions for sa fe st ora ge, including any inc om pa t ibilit ies 
Store in cool place. Keep container tightly closed in a dry and well-ventilated place. 

7.3 3 Spe cific end use (s) 
Apart from the uses mentioned in section 1.2 no other specific uses are stipulated 

 
SECT ION 8: Exposure cont rols/pe rsonal prot ec t ion 

 

8.1 1 Cont rol pa ra m e te rs 

Compon e nt s w it h w ork pla c e c ont rol para m et e rs 

8.2 2 Exposure con trols 

Appropriat e engine e ring c ontrols 

Handle in accordance with good industrial hygiene and safety practice. Wash hands before breaks and at 
the end of workday. 

Pe rsona l prot ec t ive e quipm ent 

 
Eye/fa ce prote ct ion 

Safety glasses with side-shields conforming to EN166 Use equipment for eye protection tested 
and approved under appropriate government standards such as NIOSH (US) or EN 166(EU). 

Sk in prote ct ion 

Handle with gloves. Gloves must be inspected prior to use. Use proper glove removal technique 

(without touching glove’s outer surface) to avoid skin contact with this product. Dispose of 

contaminated gloves after use in accordance with applicable laws and good laboratory practices. 

Wash and dry hands. 

Body Prote ct ion 
Complete suit protecting against chemicals, The type of protective equipment must be selected 

according to the concentration and amount of the dangerous substance at the specific workplace. 
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Res pira to ry prote ct ion 

For nuisance exposures use type P95 (US) or type P1 (EU EN 143) particle respirator.For higher 
level protection use type OV/AG/P99 (US) or type ABEK-P2 (EU EN 143) respirator cartridges. Use 
respirators and components tested and approved under appropriate government standards such as 
NIOSH (US) or CEN (EU). 

Cont rol of environm ent a l ex posure 
Do not let product enter drains. 

 
SECT ION 9: Physic al and chem ic al prope rt ies 

9.1 Inform at ion on basic physic al and chem ic al propert ie s 

a) Appearance Form: powder 
Colour: white 

b) Odour odourless 

c) Odour Threshold no data available 

d) pH 5,5 - 6,5 at 10 g/l at 20 °C 

e) Melting point/freezing Melting point/range: 235 - 238 °C - lit. 
point 

f) Initial boiling point and no data available 
boiling range 

g) Flash point no data available 

h) Evapouration rate no data available 

i) Flammability (solid, gas) no data available 

j) Upper/lower no data available 
flammability or 
explosive limits 

k) Vapour pressure 20 hPa at 89 °C 
 

 

l) Vapour density 

m) Relative density 

n) W ater solubility 

o) Partition coefficient: n- 
octanol/water 

p) Auto-ignition 
temperature 

q) Decomposition 
temperature 

r) Viscosity 

s) Explosive properties 

t) Oxidizing properties 

9.2 Oth er sa fet y inform a t ion 

Bulk density 

Dissociation constant 

no data available 

1,230 g/cm3 at 18 °C 

soluble 

log Pow: -0,091 at 23 °C 

no data available 

no data available 

 
no data available 

no data available 

no data available 

 
220 kg/m3 

10,4 at 40 °C 
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SECT ION 1 0: St abili t y and re ac t ivit y 

 
10.1 .1  Rea c tivit y 

no data available 

10.2 Che m ical st a bili t y 
Stable under recommended storage conditions. 

10.3 3   Possi bilit y of ha za rdous rea c t ions 
no data available 

10.4 Cond it ions t o avoid 
no data available 

10.5 I nc omp a t ible m a t e rials 
Strong oxidizing agents 

10.6 Ha za rdous dec om posit ion produc ts 

Other decomposition products - no data available 

In the event of fire: see section 5 
 

SECT ION 1 1 : T ox ic ologic a l inform at ion 

 

11.1 Inform a t ion on to x ic ological e ffe c ts 

Ac ut e toxic it y 

LD50 Oral - rat - male and female - 367,7 mg/kg 
(OECD Test Guideline 401) 

LC50 Inhalation - rat - male and female - 4,94 mg/l 
(Calculation method) 

LD50 Dermal - rat - male and female - > 2.000 mg/kg 

Sk in corrosion/irrit a t ion 
Skin - rabbit 

Result: No skin irritation 
(OECD Test Guideline 404) 

Se rious e ye dam age/e ye irrit at ion 

Eyes - rabbit 
Result: No eye irritation 

(OECD Test Guideline 405) 

Res pira to ry or sk in se nsit isa t ion 

- mouse 

Result: Did not cause sensitisation on laboratory animals. 

Germ c ell m uta genicity 
rat 
Kidney 
Micronucleus test 

 
mouse 
Micronucleus test 

Carcinogenicity 

IARC: 3 - Group 3: Not classifiable as to its carcinogenicity to humans (Caffeine) 

Re produ c t ive tox ic it y 

no data available 
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Spe cific t arget organ to xi cit y - single ex posure 
no data available 

Spe cific t arget organ to xi cit y - re pea t ed e xposure 
no data available 

Aspira t ion ha za rd 
no data available 

 
Addit ional Inform ation 
RTECS: EV6475000 

To the best of our knowledge, the chemical, physical, and toxicological properties have not been 
thoroughly investigated. 

Liver - Irregularities - Based on Human Evidence 

SECT ION 1 2: Ec ological inform a t ion 

12. 1 T oxic it y 

Toxicity to fish LC50 - Leuciscus idus (Golden orfe) - 87 mg/l - 96 h 

 
Toxicity to daphnia and  static test EC50 - Daphnia magna (Water flea) - 182 mg/l - 48 

other aquatic (DIN 38412) 

invertebrates 

 
Toxicity to algae static test - Desmodesmus subspicatus (green algae) - > 100 mg/l - 72 h 

(OECD Test Guideline 201) 

 

12.2 Pers ist e nce a nd de gra dabilit y 

no data available 

 
12.3 Bioac c um ulat ive  pot e nt ial 

no data available 

 
12.4 M obili t y in soil 

no data available 

 
12.5 Res ult s of PBT a nd vPvB asses sm e nt 

PBT/vPvB assessment not available as chemical safety assessment not required/not conducted 

 
12.6 Oth er a dve rse e ffe c t s 

no data available 

 
 

SECT ION 1 3: Dis posal c onsiderat ions 

13.1 Wa st e t re atm e nt m e thods 

Produc t 

Dissolve or mix the material with a combustible solvent and burn in a chemical incinerator equipped with 

an afterburner and scrubber. Offer surplus and non-recyclable solutions to a licensed disposal company. 

Cont am ina t ed pa c ka ging 

Dispose of as unused product. 
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SECT ION 1 4: T ransport inform a t ion 

14.1 .1 U N num be r 

ADR/RID: - 

14.2 UN proper shipping na m e 
ADR/RID: Not dangerous goods 
IMDG: Not dangerous goods 
IATA: Not dangerous goods 

14.3 T ra nsport ha zard c lass (e s) 

ADR/RID: - 

14.4 Pac k a ging group 

ADR/RID: - 

14.5 Environm e nt al  ha za rds 

ADR/RID: no 

14.6 Special prec a ut ions for user 
no data available 

 
 

IMDG: - IATA: - 

 
 
 
 

 
IMDG: - IATA: - 

 
IMDG: - IATA: - 

 
IMDG Marine pollutant: no IATA: no 

 

SECT ION 1 5: Re gula t ory inform a t ion 

This safety datasheet complies with the requirements of Regulation (EC) No. 1907/2006. 

15.1 Safe t y, hea lt h a nd e nvironm ent al regula t ions/le gisl a t ion spe cific for t he subst ance or m ixture 
 

no data available 

15.2 Che m ical  Safe t y Assess m e nt 

For this product a chemical safety assessment was not carried out 

 
 

SECT ION 1 6: Ot he r inform at ion 

Full t ex t of H -St at e m ent s refe rre d t o under se ct ions 2 a nd 3. 

Acute Tox. Acute toxicity 

H302 Harmful if swallowed. 

Full t ex t of R-phra ses re fe rre d t o und e r se ct ions 2 a nd 3 

Xn Harmful 
R22 Harmful if swallowed. 

Furth er inform a t ion 
 

The above information is believed to be correct but does not purport to be all inclusive and shall be 
used only as a guide. The information in this document is based on the present state of our 
knowledge and is applicable to the product with regard to appropriate safety precautions. It does 
not represent any guarantee of the properties of the product. Quantung, Lda. and its Affiliates shall not 
be held liable for any damage resulting from handling or from contact with the above product. See 
www.quantung.com for additional terms and conditions of sale. 
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