WORKING DRAFT + T#EX

-
TL IR / SAFETY DATA SHEET (SDS)
&35 (EC) 1907/2006 (REACH) f3fE l——i%3 (EU) 2020/878 BHi: 18.10.2026 | fjAs : 2 | ZH

Biotinyl-4-nitrophenyl ester

(4-nitrophenyl) 5-[(3aS,4S,6aR)-2-0x0-1,3,3a,4,6,6a-hexahydrothieno[3,4-
d]imidazol-4-yl]pentanoate

CAS 33755-53-2

c16H19N3055

BN (GHS/CLP)
KT CLP HE——FTONENKEE (M VI) | BRSEMEERBE. B ECHA CSL BR/HERRLBIERTIER. BRI TERE.

1. YBR/IREYFIAT/EAIRR

1.1 ¥ G4 FHR Biotinyl-4-nitrophenyl ester

1.1 IUPACA TR (4-nitrophenyl) 5-[(3aS,4S,6aR)-2-ox0-1,3,3a,4,6,6a-hexahydrothieno[ 3,4-
dJimidazol-4-yl]pentanoate

1.1 CASS 33755-53-2

1.1 ECS TeEhdE

1.1 PubChem CID 83848

1.1 InChiKey YUDNXDTXQPYKCA-YDHLFZDLSA-N

1.1 SMILES Cl[C@HI2[C@@HI([C@@H](S1)CCCCC(=0)0C3=CC=C(C=C3)[N+](=0)
[O-)NC(=0)N2

L1 4FR C16H19N3055 171

1.1 BiRIRE 365.4 g/mol 71

1.1 BHRE 365.1045 Da M

1.2 A%

ATRREMFRER. REBEYRN , MEAT R, HRTERHET.

1.3 HVEER

REFERENCE COPY — NO 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.
DISTRIBUTION MolGod.org prepares documentation and is not the supplier of this substance.

1.4 2 HEESH

IVESERr 112 (EU-wide emergency number)

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

I ' KHE CLP HE——TYNENLEE (MF V) |, BERSENRIRAME. FE ECHA C&L BR/HIERRLBIRRTIZRK. BABERFHEREE.

3. BAAREERE 4. ZRIETE

R SR

CASS 33755-53-2

ST C16H19N3055

REE >00% (FEVHHIBAE — MApLIE BA

HARHEN) BREEBRENGET L. RIFRE. MR : ST AL

B (PRAMAR) ,
R s
B snmky, FIRSRKHERE (E1556) |
[11[2]
RAR

FIRSKITERE (Z01590%4) . aneTRE , EUHFSTEARSS.
WMRIHFFE—— B RRB A, 2]

‘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). 2]

FERAN N
kPR AR,

SRR

NEBE: £8155% : 112 (EU-wide). Poison centre: as
designated in the country of placing on the market
(CLP Art. 45).

5. JHBTEE 6. RN 24LIE

EAR K A AR EFMEAE R AN . CO2, T PONE L FRAMAPTRES (LESYT) . BHIEA
B, k. Bz, we

REBHRAA TR, S BRI TOKE, #FkAuhgRoK, w2

RIRER #SMEFH) : CO, CO2, NOX, SOX. FISEAEIE % FISHEAEL (B, 7. RESEt) RS

I RN HREARITIRE (SCBA) . £EF j}ﬂﬁiﬁi KA BH. BT
* RXET 8; 13

7. BRIERESHEE

Bttt BRI R BT T, TR, Yokslig, i
AR R (15-25°C) THtF , SURIEIERbfE, 2]
sk EFARAER (<60% RH) , 121
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* BHAXEST,
eI SREMF.

8. HEFIEHIAABIR

8.1 #=HIs%K

NDS (&) MBETEEHRFSI NDS (BRVVEAIRE) — (FRANE/EIAT MRPIPS JEMFIZER ; 118
{BREARTFLEIR(E.

OEL (ExH) Kx BEERMVIEAMBRE (OEL) R7EA] A¥UEEFRIE—— 5K EIOELV/BOELVIES ; RNE
{BETE.

DNEL JoRT %R,

PNEC Jor] %R,

8.2 M ABiiric# (PPE)

M BB FE HAATLREZIF B HAARLHE (FREHEEIR)
EN ISO 374-1:2016+A1:2018 EN ISO 16321-1:2022 / EN EN ISO 20345:2022 (52/S3)
AP & REE G RE BE 166:2001

HE—BINLHKIERATFEM
Blo ERBHBNERESRIERMT
YESAET RIS WS (E A ARk

#o

9. YREFMLFMR

R (559.170) & IR
Mz Tor] %R
me ToR] %R
Sk Tor] %R,
PHE (1%KiAK) Tor] %R,
BR ToA] ¥R,
R ToR] %R,
W ToR] ¥R
Stk Jor] %R
ETIRHEARBR/ BHRARIR ToR] ¥R
¥ (20°C) Tor] ¥R,
ERE Tor] %R
HXEIEE ToR] ¥R,
EEEE Tl %R
BMIRE ToR] ¥R
DRRE TER
TKIEME ToR] ¥R
FURIFFAE ToR] %R



I
iy

MR (5£9.13)

EfE - KECRE (SPEE)

BERRE

nFR

FIFHERAR (RO5)

L=l iR

2 8]

365.4 g/mol 7! PubChem
PubChem

C16M19N3055 1

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
HEETEEM
ek R

[z 8 S S A
SRFCH)
)

11. SHPES

oif
i

LD50 (££[0)
LD50 (2F)
LC50 (RA)
BEBRRIEE
ARAERIME

Higtt

IARCHZE (BuEtE)
HEHFNE
STOT—H R R&E
STOT——E&2 &%
YN

12 [l gi?&#'fgzu

KEFM
FFRME AR R
M ZRME

e i bheE g
PBT/vPVBIF{#

RIS T A

EIEE M AME B TIRRE.
TEHEE R THRARE.
EREHETREABR KA.

=in. B5EY. 1B,

SR,

PoMiRT=H) : CO, CO2, NOX, SOX.

Jer] %R,
ToA] SR,
ToA] ¥R,
JeAT ¥R,
JoA] %R,
JCrT ¥R,
JeA] %R,
Tl R
ZCASSITLHIMMIARCE ZE ——XHAWATBUREM (S NE2TCLP/GHSH ) .
ToA] FgE.
JoA] ¥R,
JerT ¥R,
JoA] %R,

13. EULE

JoR] %R, WETTi* RIEERMM AN | BB ERAARE
SHs— 48 'ﬁ
AT R, BEHITRE., AEHENTKE,
s Soz g J\ K AhAES S =}
log Kow = 2 18, & BEBHANE PRI (BWE) A BEA RN T LB B
2 RIS (EWC) —— N ZERIEKME. ED
(log Kow < 4.5 — {kifs ECHA #5553 CEHAABEM (16 05 06%) , iR
R.11 # PBT/VPVB 5 #r) BERARBEIE ( ). A
o SO BEZHIBEM (16 0500) ; [
ECHA N2 atfixe, !
S % SRR, E5RNaE
PR B AFE(EPBT/VPVB, NIRIB ANy 240 (I, B3 EWC
Sz ) ERLEEKMEN |, EOBREASTE

ERBE,

Tame



14. =HER

UN%RS

WEsHE

AT
CN/HS%wY

&

15. JEAER

FEMR —

TLERZSRA UN 4R S HEC.

BRTNREE | KEMR. DISRIBEAME ——B R TINR B E DT E B 5 24hr
e ; ZTEHTIR CLP Bfif4 VI, %5 12 F1& ADR 2.2.9 / IMDG #%5%,

RAECHIZER] (ADR/IMDG/IATA) {ERTER FENAE ; REUZZEAIAR N AT RA1EHE .
CN/HS 4wt5 : F4E Eurostat A& fiRIshA%sE,
BN EFREIE., AERZIZARS—— & 1TANEREADR/IMDG/IATA,

SVHCKE

REACH 4 XIV

REACH [t XVII

16. Hft5E

KRR YR SERAZSR SVHC KRZE — FERRHK ECHA RIEHES ; BORENT

ED [11

KX ECHA RAUS S TIZSR — 6 &M REACH 4 XIv, [
FEIABHHAEX VIR &P RAIA ——ER TR RTEIRYE S ATECHATE S IOIE ; RERIX

bR, M

DAPEEBN | RIFRICR — TR ECHA FFZ3k, AR AT 17.10.2026 R RA KM A0 .

BREMREE AL

B3I/ (2)

$%WiE%E (PubChem, ECHA. NISTZ%) .

Simona Marincean, Diana Nichols, Rachael Schulz et al.. 6-(7,8-Dimethyl-2,4-dioxo-3,4-dihydrobenzo[g]pteridin-10(2H)-yl)hexyl 5-((3aS,4S,6aR)-2-oxohexahydro-1H-
thieno[3,4-d]imidazol-4-yl)pentanoate. Molbank (2025). DOI: 10.3390/m1994

Xiaomei Yang, Siyu Chen, Wenxin Liu et al.. Crystal structure of (3 <i>R</i> ,5a <i>S5</i> ,6 <i>R</i> ,9 <i>R</i> ,12 <i>R</i> ,12a <i>R</i> )-3,6,9-
trimethyldecahydro-12 <i>H</i> -3,12-epoxy[1,2]dioxepino[4,3- <i>i</i> ]isochromen-10-yl 5-((3a <i>S</i> ,4 <i>5</i> ,6a <i>R</i> )-2-oxohexahydro-1
<i>H</i> -thieno[3,4- <i>d</i> Jimidazol-4-yl)pentanoate. (2026). DOI: 10.1107/s2056989026004895/hb8220sup1.cif

wE

IATA
IMDG
ReWRR
LC50

LD50

RO X T falk S E PR A BSOS M T E
StEEET

Chemical Abstracts Service

N RERMEE ((EC) 1272/20087%H)
BEtE, BORAE, AEEM

HTAE TR K

European Community number
MONiEine 33

LHRE—HIE

ES]IN RS iy P
EfrigE Bk RN

TeWIER

FIHSURE

FBEBETIE

RaVPRE (TIERAT , BZ)
4aBF NDS

Occupational Exposure Limit
FFAME, Y ZFREREM

TR TT L 34
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REACH M, A AR ((EC) 1907/20067£41)

SDS Safety Data Sheet

STOT LR ETM

SVHC S EREMIR

TPSA Topological Polar Surface Area

vPVB SRS LY EFN

hRA 7 58

v2 (17.10.2026) AUEFRRITRENTEEF — B7E ECHA (M VI / C&L) F#ZSSEIR.
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HIMERAESR

NIST: https://webbook.nist.gov/cgi/cbook.cgi?ID=33755-53-2

ADMET / Drug-likeness

300.4

IEEEE . ASCHFRIE PubChem (NIH), ECHA, NIST WebBook, ChemSpider (RSC) RAEM/ABGREMSBIRENER. FHRAEBERIAIEM (EC) No 1907/2006 (REACH)
ERRLWIRF (SDS). (EFHRMERT , X REIER I TR SBIRFAZIIIE.

R - AAFRIBRIBARITRANNZE (F7E ECHA ShigsR) MARUHIREESFNEM.

{E% : www.MolGod.org — B3 R2%IER (SDS) FA.

AATAR : 18.10.2026 | XHERRA : 2

TEMIER (SDS) — Biotinyl-4-nitrophenyl ester - CAS 33755-53-2 W6 M6 1% : www.MolGod.org
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