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Description

Descriptions for the entry (BMOD0000008424) Hydrocortisone (Cortisol) from Selleckchem Anti cancer
compound Selleckchem.com(Anti cancer compound library). This entry was first introduced in [1].
This entry is aggregated and processed from the following sources|2][3][4][5][6][7][8][9]:

e On 2018-01-09 entry ID: S1696 was downloaded from Anti cancer compound library (Selleckchem
Anti cancer compound Selleckchem.com)

e On 2018-08-28 entry ID: S1696 was downloaded from NMR, Screening (National Magnetic Reso-
nance Facility At Madison)

e On 2018-08-28 entry ID: S1696 was downloaded from ALATIS (National Magnetic Resonance
Facility At Madison)

e On 2018-08-28 entry ID: S1696 was downloaded from RUNER (National Magnetic Resonance
Facility At Madison)

Entry contents

There are 1 type of information in the entry (Molecular modeling file set), which are consist of 5 files
for RUNER, 4 files for Xplor-NIH, 16 files for AMBER, 4 files for CHARMM. To produce the content
of this entry 4 software packages were used;

e TopSpin[7]: provided by Bruker Biospin, which was used for Collection, Processing, Data analysis
e ALATIS[2]: provided by NMRFAM, which was used for Unique atom labeling

e RUNER|2][3]: provided by NMRFAM, which was used for Converting atom names to PDB format,
Executing antechamber, Preparing molecular modeling files

e RDKit[9]: provided by RDKit: Open-Source Cheminformatics Software, which was used for Gen-
erating canonical SMILES strings

The NMRbox[8] computing platform was utilized in NMRbox to execute these software packages.

Release notes

There are 1 release notes for this entry, as follows:

e Author “NMRFAM” on 2018-08-28 applied the task “original meta data”, that is marked as “orig-
inal”.
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