Propylthiouracil

Other names: 2,3-Dihydro-6-propyl-2-thioxo-4(1H)-pyrimidinone
2-Mercapto-4-hydroxy-6-n-propylpyrimidine
2-Mercapto-6-propyl-4-pyrimidone
2-Mercapto-6-propylpyrimid-4-one
2-Thio-4-o0x0-6-propyl-1,3-pyrimidine
2-Thio-6-propyl-1,3-pyrimidin-4-one
4(1H)-Pyrimidinone, 2,3-dihydro-6-propyl-2-thioxo-
4-Hydroxy-2-mercapto-6-propylpyrimidine
6-Propil-tiouracile
6-Propyl-2-thio-2,4(1H,3H)-pyrimidinedione
6-Propyl-2-thiouracil
6-Propylthiouracil
6-Thio-4-propyluracil
6-n-Propyl-2-thiouracil
6-n-Propylthiouracil
NSC 6498
PTU
PTU (thyreostatic)

Procasil
Propacil
Propilthiouracil
Propycil
Propyl-Thiorist
Propyl-Thyracil
Propylthiorit
Propythiouracil
Prothiucil
Prothiurone
Prothycil
Prothyran
Protiural
Tegretol
Thiuragyl
Thyreostat Il
Uracil, 6-propyl-2-thio-

Inchi: INChl=1S/C7H10N20S/c1-2-3-5-4-6(10)9-7(11)8-5/h4H,2-3H2,1H3,(H2,8,9,10,11)

InchiKey: KNAHARQHSZJURB-UHFFFAOYSA-N

Formula: C15H12N20

SMILES: CCCclcc(=0)[nH]c(=S)[nH]1

Mol. weight [g/mol]: 236.27



CAS: 51-52-5

Physical Properties

Property code Value Unit Source
ie 8.07 £ 0.08 eV NIST Webbook
log10ws -2.15 Aqueous Solubility
Prediction Method
logp 0.421 Crippen Method
mcvol 127.910 ml/mol McGowan Method
tf 492.82 K Aqueous Solubility

Prediction Method

Temperature Dependent Properties

Property code Value Unit

pvap 1.03e-04 kPa

Temperature [K] Source

401.14

Thermochemistry
of
6-propyl-2-thiouracil:
an experimental
and
computational
study.
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pvap 1.51e-04 kPa
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pvap

2.31e-04

kPa
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pvap

2.74e-04

kPa
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pvap

3.32e-04

kPa
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pvap

4.10e-04

kPa
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pvap

4.84e-04

kPa
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pvap

5.83e-04

kPa
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pvap

7.14e-04

kPa
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pvap

8.53e-04

kPa
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Sources

NIST Webbook: http://webbook.nist.gov/cgi/cbook.cgi?ID=C51525&Units=SI
Crippen Method: http://pubs.acs.org/doi/abs/10.1021/ci990307I
Solubility modelling and https://www.doi.org/10.1016/].jct.2018.12.038

thermodynamic aspect of
I@dﬂh@x@h@mtgwpgi 2- thloxo 4(1H) p rlrﬁtmﬁHM@VW doi.org/10.1016/j.tca.2014.04.018

ﬁﬁh@ﬂ%%@é‘ in Aqueous https://lwww.doi.org/10.1021/acs.jced.9b00201

olutlons of Ethylene Gly
|w@pﬁmrﬁr@g|ct|on Method: http://onschallenge.wikispaces.com/file/view/AgqueousDataset002.xIsx/351826032/AqueousDe

I2 rrol done and
gﬁ%% Lﬂ\ﬁ%tﬂ : Measurement and  Nttp://link.springer.com/article/10.1007/BF02311772

Thermodynamic Modeling:

Legend

ie: lonization energy

logl0ws: Log10 of Water solubility in mol/l
logp: Octanol/Water partition coefficient
mcvol: McGowan's characteristic volume
pvap: Vapor pressure

tf: Normal melting (fusion) point

Latest version available from:
https://www.chemeo.com/cid/30-207-8/Propylthiouracil.pdf
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Cheméo (https://lwww.chemeo.com) is the biggest free database of chemical and physical data for the
process industry.



