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1. YENIREMMAT /A AARA

1.1 YRR

1.1 IUPAC£ K

1.1 CASS

1.1 ECS

1.1 PubChem CID
1.1 InChiKey

1.1 SMILES

1.1 5FRK

1.1 BE/REE

1.1 BHRE

1.2 A%

/IlIE253
1,3,7-trimethylpurine-2,6-dione
58-08-2

200-362-1

2519
RYYVLZVUVI)VGH-UHFFFAOYSA-N
CN1C=NC2=C1C(=0)N(C(=0)N2C)C
CgH1oN40; ™

194.19 g/mol M

194.0804 Da "

ATRRENFREM, KEELEN , FMEATER. AR RNET,

1.3 HVE{ER

REFERENCE COPY — NO

MoLGob.ore

RS LOGP
4.19 -0.07
(pomiar:
Merck
Index 15th
ed.
(2013))

; PR E ZAMOZAITRER BV E BN K (CLP 5 4(3) &) ——ERHEN R e MIER.

Supplier details are not included in this reference copy. The supplier placing the substance on

SUPPLIER DETAILS — NOT FOR the market must complete this section and remains responsible for the sheet under REACH.
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1.4 V5SS

IVESEEhE D 112 (EU-wide emergency number)

Contact the poison centre designated in the country of placing on the market (CLP Art. 45).

2. BRMIRA

MBS

R
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=

fEfinEg (H) [Bl41ao

H302 ﬁﬂiﬁ%

FiiEisngg (P) [Bl4Ii0l

p264 e N ETEETFRBIAD. ... .

P270 (EFIA T ENRERR . KSR,

P301+P312 IMEEIE : : EHASE | M hEEHPLBELE ...
P330 WO,

P501 RERNEMAE......

FEEXATERTUNASZE (CLP MiE VI) ; PHAKE ZSMIAIMTRER R AN B (CLP 5 4(3) &) ——ERX AR LBIER.
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3. BAIABIEE 4. ZRIETE

R 2 i
CASS 58-08-2
ECS 200-362-1
SF C8H10N402 A
B EEBREHET L. RIFRE. TR : ST AL
RE >99% (HMAENKFIRAE — BN H&X(WBEE:*%AE) A [1][2][14_]r =
HIAEHAIA)
Clp index no 613-086-00-5 B xdEA
BRI, BIEEMKTRER (20155044)
[11[2][14]
AREETEfh

FRREIKIFEARES (ZD1550%%) . aNTTRE , BUH BETRARES.
WRHFFSE——ERIRB A, IR0

"A

Do NOT induce vomiting (unless directed by a
physician). Rinse mouth with water. Never give
anything by mouth to an unconscious person.
Emergency number: 112 (EU-wide). Contact the poison

centre designated in your country (CLP Art. 45).
[11[21[14]

FERFARE

0, IR, g5, (31010

AN

FEMR

BT - R2ME0L 0 112 (EU-wide). Poison centre: as

designated in the country of placing on the market
(CLP Art. 45).
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5. JHBTEE 6. RN 24bIE

&R A RIEREFREAE K AN R, CO2, F MWNlEEyi FRAMNABRE (WEE8T) . BRIRA
. K. . 12104
REBERR KR TCRFER PRSI, Wi FREFNTKE, HTFoKFIHERK,
SRS MR . CO, CO2, NOx. 151 I
. . R MR A A 1. HRIER 2. P& : TIRFE. P2
THB AR 2§ . . .
i %FHQ?AEW?U&% S o S5t FHE 3. AR IR ERI TR
° F R 4. FIKIRGERERY) 5.
AR AMEBSLHIE(EITH 150-200
mag/kg {AE , BF =5 g (Willson 2018,
do0i:10.1016/j.toxrep.2018.11.002)
ARRETT 8; 13
AEMRE 1. BB RA G 2. ird& - THEF
E. PES%. P2 ¥EE. Bk 3. Al
WARNBERBRER T H TS SF |, B
GIFHEMA 4. B NTOKIE ; tnkisE)
MR, BB EETR)
MR B 551 HHEPATIESNTRET RS
EEHAZMATIRL =
N iFiae: - BAPSFEE: nitrile powder free; BF1FER
&5 2 WIRFF: dust mask P2; B AR:
lab coat
7. BIERESHERE
g IR R ElB X R TRt A T, TSR IR, MoKSRiE, e
fETEIRE fEFIREMET 25°C. (1214
BkE TR B (<60% RH) , [I4
¥ BREYCEST, [rRIn

T TIRBARAL | TESRMAGR, B,

B AL, 1)
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8. HEFIEHINAFIR

8.1 EHIZ ¥

NDS (=) WEILEERSIT NDS (FRNVIEMPR(E) — {FRATNEEIIT MRPIPS &% ; 718
{BRERTFIER(A.

OEL (ExH#) KR EBEAMVIEAMBRE (OEL) R7EA A¥UBE&EFRIE—— 5K EIOELV/BOELVIES | A&
{BETE.

DNEL Jor] AR,

PNEC Jor] %R .

8.2 P APH%E (PPE) blsine

O

M F B FE HNXRLRESIFEH HAARLE (REHTF)
EN ISO 374-1:2016+A1:2018 EN ISO 16321-1:2022 / EN EN IS0 20345:2022 (S2/S3)
nitrile powder free 166:2001

9. MREFMLFMR

MR (559.190) {H SRIR
L7/ E& (AesbRaais)
iEs Af
il bezwonny, gorzki smak
PHME (1%7KIAHK) 6.9
AN 236°C (CRC Handbook of Chemistry
and Physics, 94th ed. (2013), p.
3-99) (81 7]
e 178°C (Sublimuje w 178 °C (nie

wrze) — The Merck Index, 15th ed.

(2013), p. 289) (experimental data)
[71

N &M (REACH 9.1(h))

SR Ter] ¥R,

LT IRIEARBR/ ZRARIR AEA (REACH 9.1(g))

RE (20°C) 1.23 g/cm® (18 °C; The Merck Index,

15th ed. (2013), p. 289) [

ZKE =1.2x10-7 kPa (9.0x10-7 mmHg, 25
°C) — Emel'yanenko & Verevkin, J.
Chem. Thermodyn. 40 (2008) 1661,
doi:10.1016/j.jct.2008.07.002 (7]

MMEEE FEM (REACH 9.1(q))
EEFE &M (REACH 9.1(1))
BHRIREE Tea] ¥R,

AERE NEH

BB E L (pKa) pKa: = 14 / pKaz = -0.12 (9



MR (5£9.13) & iR

IKIAME 21.6 g/L (25 °C) — Yalkowsky, He,
Jain, Handbook of Aqueous
Solubility Data, 2nd ed. (2010), p.

506 [91010]
TURIFAE i AT A RIESIMERAE 7 A —ARIBHHE
IT 9.1(r) BMEM ; MARYEHEL RIRIAR #b
Fo
log Kow (XLogP3) -0.07 "1 (Hansch, Leo, Hoekman,

Exploring QSAR (1995), p. 44;
Sangster: -0.42)

BEIRIE 194.19 g/mol 7!
SFR CgHygNg0p 1
FIFHTERFN (RO5) PASS

Where a property above reads "No data available", no measured value was found in the public sources consulted for this substance. The property has not been
determined by MolGod.org and no value is inferred. "Not applicable" means the property has no meaning for this substance in the form supplied.

10. FEEMHEM &M

RRtE EIEE M AME A THRRE.
WEFRREN TEHEE R T HRARE.
Vo940 EREHETREAMBR KL,
ISZ 3B £ A Sin. BSEY. 1B

F) SEE .

SR WoMiRT=H) . CO, CO2, NOX.

11. S ER

LD50 (£0) 367 mg/kg (K5R) 14

LD50 (&) ToAl PR

LC50 (IRA\) ToA] R,

B BRIt HEERDYE (B CLP M VI YRAHHMTER ; SRSV B a Ky B
ARAF R HIEERNZE (B CLP W VI URANHTER ; RSB e Ey ) B
Stk ZEERNYE (B CLP M VI PNRANEKTER ; BAZSEV B EKRaZE) B
BRAM HIEERDYE (B CLP M VI YRASNEMTER ; SRSV B a Ky 2 B
Btk HIEERDZE (B CLP W VI URASNEKTER ; BB e Ey ) B
IARCH2 (Bfietk) ZCASSTLEAIMMIARCE FH ——XHAHATBIENE (S HHE27CLP/GHSS )
EEE HIEERDYE (B CLP M VI YRAHHHTER ; SRSV B Ba Ky 2 B
HAtfER NEBBUFIE(EITA 150-200 mg/kg KE (BE =5 9) ; RIKBSLMZAIRELA 80

mg/L (Willson 2018 , doi:10.1016/j.toxrep.2018.11.002)., MAZKFIEARHRIT
200 mg (%) 3 mg/kg #KE) URSHRMEBRARNRE 400 mg/X (243 : Figid 200
mg/X) A4s|f2eeialk (EFSA 2015 , doi:10.2903/j.efsa.2015.4102). {EFL
) BRE AL 0 A2A RRIFEIERF M (Fredholm % 1999 , PMID

10049999),
STOT——# i EERHZ (BHh CLP HHHE VI INASH ST | EHEHTAHERS %) oo
STOT——BR&H TEERAL (R CLP ik VI YRBSK0EE | WHERHER0ERA%) B
BASE EERAYL (R CLP i VI YRESK00E | WHESHEROERA%) B

W6MK9



FFAME AR
S ZFME

IR TR
PBT/vPVBiF{i
P T HUFME

|
x
HE
il
HF

14. =HEE

UNZw=S

E78T NS

27 SIlE Y
CN/HS%it5

&iE

15. &R

SVHCHKKE

REACH Ffft4 XIV

REACH [ifi4 XVII

ECS2R

13. EYsE
LC50 (96 h, Pimephales promelas) B RIEE R IEN, , A R R,
151 mg/L; EC50 (24 h, Daphnia BB TAE. TEHENTKE,

magna) 160 mg/L — Ministry of the

S 5 _ SpIAES Y 2
Environment, Japan, initial EMAREL (EWC) 16 05 06* — SKWMEMAFTALER (H

environmental risk assessment, ?H@h#i\iﬁ%"]) SHBRYR. FERIE
CAS 58-08-2 ( j EWC {15, 131

-08-2 (env.go.jp/content/
000316699.pdf) 2k TEES BRI A, SIS AR NI
Jor] PR . 1ERTER AL IR,

log Kow = -0.07 71, A EFR% DK
(log Kow < 4.5 — k& ECHA 1&5mg
R.11 f¥ PBT/VPVB & ARAE)

[17][18]

ForT ¥R
PR R AIF(&PBT/VPVB,

IKREEMFIRERND B (£5F
ISMHR , US EPA ECOTOX ; R#AR
fikilE 2018/605 KK ER DT IS

%) . o

UN 1544 71
EMAEASENIEEEY (CLP i VI h 3T H400/HA10/HA11 ; TLRH1EHI554)
pig) o

ROECHZER) (ADR/IMDG/IATA) 1EXTER AR | REUXZEHIAHN A TRBAHETE .
CN/HS YRED : 2E4£ Eurostat A& NIF4%R,

UN number per the indicated source. Verify the transport class and packing
group in ADR Table A / UN Model Regulations before shipment. [71

SEXRRAT FMURAEARSE SVHC RS — WaRATE ECHA 1Rk | WONREAH
. w

RXFHE ECHA SRAUEREHITIZK — &R REACH [fHF XIV, ™

TERAMHEXVIBHRE ST KA ——FERE TSRS IRIE L ATECHATE BARIE ; RERBR
TebRY,

EINECS

16. HMEE

31/ (9)

—

SIYEPTRER - ARYE CLP B VI B1A — 33 (EC) No 1272/2008 (BREZKABH) . £REMMT 26.10.2026 R AR H8E .

BIREREBAHKSENHIEE (PubChem, ECHA, NIST%)

Deng H, Wang L, Liu P et al.. Caffeine and taurine: a systematic review and network meta-analysis of their individual and combined effects on physical capacity,
cognitive function, and physiological markers.. Journal of the International Society of Sports Nutrition (2025). DOI: 10.1080/15502783.2025.2566371

Marcus GM, Hu FB, van Dam RM et al.. Caffeine and Cardiovascular Disease: A Scientific Statement From the American Heart Association.. Circulation (2026). DOI:
10.1161/CIR.0000000000001454

Eichenwald E, Corwin M, McEntire B et al.. Intermittent hypoxia and caffeine in infants born preterm: the ICAF Randomized Clinical Trial.. Archives of disease in
childhood. Fetal and neonatal edition (2026). DOI: 10.1136/archdischild-2025-329230

Razazan R, Hemmatinafar M, Imanian B et al.. Performance-enhancing effects of caffeine and L-Theanine among Iranian elite wrestlers: a focus on cognitive and
specific physical performance.. Journal of the International Society of Sports Nutrition (2025). DOI: 10.1080/15502783.2025.2564238
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Nawarathna GS, Ariyasinghe DI, Dassanayake TL. High-dose L-theanine-caffeine combination improves neurobehavioural and neurophysiological measures of selective
attention in acutely sleep-deprived young adults: a double-blind, placebo-controlled crossover study.. The British journal of nutrition (2025). DOI: 10.1017/

S0007114525104169
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P270 ERAT MR ESE, RKEIRIE.
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P330 ®A.

P501 WERNEIBLE......

s

ADR R R Tk s E R A S e

ATE SMEEET

CASS Chemical Abstracts Service

CLP N HREFEE ((EC) 1272/20087%H1)

CMR BEtE, B, EEEH

DNEL HTHE TC K

EC European Community number

EPI NIERES-S

GHS LG —HE

IATA EfriiE s s

IMDG Ebriga i AN

RLWHRER TEWIER

LC50 FUEBKRE

LD50 FEEISIE

NDS BRERFRE (T{EHAT , EZ)

NDSCh 4gfF NDS

OEL Occupational Exposure Limit

PBT FFAME, £ ZFREMET

PNEC TR T R i

REACH WEREM. PG, AFRTRIBRSI ((EC) 1907/20067%41)

SDS Safety Data Sheet

STOT FEILSRES

SVHC B EREIR

TPSA Topological Polar Surface Area

vPVB SRS EN B

hRAS 758

V9 (26.10.2026) T ECHA ¥R/ 2w (CLP Mt VI, ATP 23)
S0k
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NIST: https://webbook.nist.gov/cgi/cbook.cgi?ID=58-08-2

NFPA 704 (#3t{sE2——NFPA/EE RS ; INEREACHHEIZ SRR L 2 BIRRER)

2 0

N 4

JREFSER ¢ ASCAHARYE PubChem (NIH), ECHA, NIST WebBook, ChemSpider (RSC) RHEAMAHIIRERHIRENER. ALHREERRTTEIEN (EC) No 1907/2006 (REACH) f
EXREWIRR (SDS). ERXMGERT , EX RS THR BB RAZEE.

HRRES ¢ ASCHHARYE ECHA A4S (CLP B VI) AR AR EB AR,

#£% : www.MolGod.org — B3ifkREHIER (SDS) F4.

KAEH : 26.10.2026 | SCHHARA : 9

REWIRF (SDS) — MIMEE - CAS 58-08-2 WI9K9 €% : www.MolGod.org
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