PERFORMANCE WORK STATEMENT (PWS)

“Data collections for the NIST/NIH/EPA mass spectral library and the NIST chemistry web-book”

	I. BACKGROUND & SCOPE OF WORK


The purpose of this contract is to provide a range of long-term technical assistance to the NIST Mass Spectrometry Data Center in the Chemical and Biochemical Reference Data Division.  The contractor shall develop and maintain activities aimed the acquisition of mass spectral (MS) data, chemical structures, Chemical Abstract Service Registry Numbers (CASRN), and names/synonyms for the inclusion to the NIST/EPA/NIH Mass Spectral Library (http://www.nist.gov/srd/nist1.htm) and to the NIST chemistry web-book (http://webbook.nist.gov/chemistry/). The contract is for a base period of one year with 3 option periods.

	II. SPECIFIC TASKS 


Services to sources of collections of MS data, chemical structures, CASRNs, and names/synonyms are required. The sources may be individuals and/or organizations. The contractor shall identify data sources, communicate with sources, and deliver to NIST lists of compounds for which the data is available along with samples of the data. The contractor shall make preliminary examination of the data, and recommendations to NIST.

Specifically, activities will include the following:

(a) Search for sources of MS data collections,

(b) Search for sources of chemical structure collections,

(c) Search for sources of Chemical Abstract Service Registry Number collections,

(d) Search for sources of names/synonyms collections,

(e) Communications with the sources of data collections,

(f) Preliminary evaluation of the lists of compounds in the data collections,

(g) Delivery to NIST samples of the data,

(h) Arrangement of delivery to NIST of appropriate formats of the data.

(i) Attend 2009, 2010, 2011 and 2012 annual conferences of the American Society for Mass Spectrometry to identify additional sources of data collections. 

KEY PERSONNEL REQUIREMENTS:

Key personnel performing under this contract shall have a degree in chemistry or physics, and at least 3 years experience on working with chemical databases.

	III. DELIVERABLES


The deliverables will include the following:

· Mass spectral data collections; the total number of spectra shall not exceed 800,

· Chemical structure collections along with Chemical Abstract Service Registry Numbers and names/synonyms; the total number of names shall not exceed 362,400,

· Reports on new data collection sources identified at 2009, 2010, 2011 and 2012 

Annual conferences of the American Society for Mass Spectrometry.

The data shall be delivered to NIST in appropriate formats:  (a) chemical structures in a mol. format (http://www.chemaxon.com/marvin/doc/user/mol-csmol-doc.html), (b) CASR numbers, names/synonyms and conference reports in a text format, such as “MS Word”.

	IV. DELIVERABLE DUE DATES AND/OR PERIOD OF PERFORMANCE


The period of performance will be for one year from date of award, with an option for extension for each of the three following years.

	V. GOVERNMENT-FURNISHED PROPERTY, DATA AND/OR INFORMATION


NIST will provide the contractor with an office, equipment, email and internet access, and NIST library access. The contractor will have an access to all scientific data of the Chemical Reference Data Group.

The HSPD-12 Security Risk Level assigned to this Task Order is:  Low
	VI. PERFORMANCE REQUIREMENT SUMMARY

	Desired Output
	Required Service
	Performance Standard
	Result for Not Meeting the Performance Standards

	Acquisition of data collections for inclusion to the NIST/NIH/EPA mass spectral library and the chemistry web-book..
	1. Mass spectral data collections.

2. Chemical structure collections along with Chemical Abstract Service Registry Numbers and names/synonyms
	(a) High quality mass spectral data.*

(b) Chemical structures shall match chemical names.

(c) CASRN shall be assigned to the correct isomer.

(d) Synonyms shall not include regio- isomers.


	The criteria for acceptance shall be that no more than 3% of the data submitted to NIST are found to be in need of editing of any kind.




* The guidelines for data examination are defined by NIST in the document “The critical evaluation of a comprehensive mass spectral library”, published in the Journal American Society for Mass Spectrometry, 1999, vol. 10, p, 287-299.

