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Structure CICCNC(=0O)N(CCCI)N=0

Mol Weight 214.05

Formula C5H9CI2N302

InChi Key INChIKey=DLGOEMSEDOSKAD-UHFFFAQYSA-
N

LogP 1.02

LogD 1.02

TPSA 61.77

AtomCount 21

Heavy Atom 12

Count

Ring Count 0

Rotatable 5

Bonds

H Bond 2

Acceptors

H Bond 1

Donors

Lipinskirule  true

of 5(40of 4)

Polarizibility 17
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Scope Note

Description
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C5H9CIZN302

A cell-cycle phase nonspecific alkylating
antineoplastic agent. It is used in the treatment of
brain tumors and various other malignant
neoplasms. (From Martindale, The Extra

A member of the class of N-nitrosoureas that is 1,3-bis(2-

chloroethyl)urea in which one of the nitrogens is substituted by a

nitroso group.

A cell-cycle phase nonspecific alkylating antineoplastic agent. It is

lupac Name

CAS Registry
Number

InChlKey

INCHI

Smiles
Representatio
n

1,3-bis(2-chloroethyl)-3-nitrosourea

154-93-8

DLGOEMSEDOSKAD-UHFFFAOYSA-N

INChl=1S/C5H9CI2N302/c6-1-3-8-5(11)10(9-
12)4-2-7/h1-4H2,(H,8,11)

CICCNC(=0O)N(CCCI)N=0
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FDA drug-event: DECADRON, CLOBAZAM, SENOKQOT, AVASTIN,
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Key Takeaways

* Ability to have competitive and new insights in minutes.
* Bridge between big data storage/data lake and analytic possibilities
* Helps you handle your growing data problems

* Make your data actionable by enabling: searching, data linking, harmonization and

cataloguing
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