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NOTE BY THE TECHNICAL SECRETARIAT

REPORT OF THE THIRTY-NINTH MEETING OF THE VALIDATION GROUP
FOR THE UPDATING OF THE OPCW CENTRAL ANALYTICAL DATABASE
1 AND 2 APRIL 2014

1. The Validation Group (hereinafter “the Group”) met on 1 and 2 April 2014 to discuss
the evaluation of new analytical data for possible inclusion in the OPCW Central
Analytical Database (OCAD) and to consider matters related to it. Mr James Riches
of the United Kingdom of Great Britain and Northern Ireland acted as Chairperson of
the meeting.

2. The Group was informed that Mr James Jones (United Kingdom) and Mr Roberto
Alvarez (Spain) have been accepted as new members.

3. The Group was informed that Mr Mike Salt has resigned.

4. The Group was informed that Mr Damian Magiera has been unanimously elected to
coordinate the nuclear magnetic resonance (NMR) subgroup.

5. The evaluators for the analytical techniques evaluated new data and data postponed
from previous meetings and sent their written reports to the coordinators for each
analytical technique. The names of the coordinators who were present at the meeting,
along with the technique for which each is responsible, are listed below:

Slzse;? E(éngztRoig)r)ap hy (retention Mr Martin Séderstrom (Finland)

Mass spectrometry (MS) Mr Sten-Ake Fredriksson (Sweden)

Infrared (IR) spectroscopy Mr Armando Alcaraz (United States of America)
NMR spectroscopy Mr Damian Magiera (Germany)

The coordinators provided an evaluation summary of the data presented to the Group
for discussion at the meeting. The evaluators finalised the evaluation of the analytical
data and confirmed that the data approved is technically valid.

6. This report of the Group’s Thirty-Ninth Meeting presents the sets of validated

analytical data of scheduled chemicals and derivatives of scheduled chemicals (see
Annex 1) to be forwarded to the Director-General for appropriate action.
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12.

13.

14.
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The Group was informed that the latest versions of the OCAD (version 16) and the
Validation Group Working Database have been released and are available to members
of the Group.

The Group discussed electronic formats for the submission of NMR data and was
made aware that software is available, at modest cost, which can convert data
acquired on instruments from different manufacturers into a single format. The NMR
subgroup, with support from Mr Marc-Michael Blum from the OPCW Laboratory,
agreed to discuss and update the guidelines for submission of NMR data to include
electronic data submission before the next meeting.

A list of chemicals proposed to be relevant to investigations of alleged use was
collated by Mr Armando Alcaraz and distributed to the Group for comments. The list
will be managed by the OPCW Laboratory for use by the Group members. The
Group welcomes additions to this list.

The Group was informed of progress on the submission of MS/MS data. Three
laboratories have now submitted MS/MS data. The MS subgroup coordinator agreed
to distribute all three sets of data for discussion before the next meeting.

A proposal by the OPCW Laboratory for a system to coordinate data evaluation
across the subgroups was discussed. The Group agreed to evaluate this approach and
provide feedback. The proposal involves the presentation of a chemical ID number
with each data submission, which will ensure that any change to chemical names
proposed by any of the subgroups is captured in the tables produced by all evaluators.

Mr Mehran Babri pointed out a corrupted data file in the IR data for 04-1-0196v in the
current version of the OCAD. This will be corrected in the next version of the
OCAD.

MS, GC(RI), and IR data are available for the next meeting. Available data from all
analytical techniques will be sent to the Group at least six weeks before the next
scheduled Group meeting.

The next meeting is scheduled to take place on 9 and 10 September 2014. The
evaluators agreed to send their written evaluation reports to the appointed
coordinators no later than 26 August 2014. The evaluators have agreed to come to the
meeting prepared to finalise the evaluation of the analytical data referred to in the
previous paragraph.

Annex 3 to this report lists the evaluators.

Annexes:

Annex 1: Lists of Approved Data Recommended for Inclusion in the OPCW Central

Analytical Database

Annex 2: Lists of Approved Data for Chemicals Relevant to the Convention
Annex 3: List of Members of the Validation Group
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Note: In the last column of the tables that follow, “A” means “accepted”; “B”, “accepted
subject to minor corrections”.

TABLE 1: LIST OF APPROVED MS DATA OF SCHEDULED CHEMICALS
OPCW Chemical Name Schedule | Decision
Code

04-2-0464 | 3,5-Dimethylcyclohexyl S-2-diethylaminoethyl 1.A.03 A
ethylphosphonothiolate

04-2-0515 | 1-Methylpentyl S-2-diethylaminoethyl 1.A.03 A
isopropylphosphonothiolate

04-2-0516 | 2-Methylpentyl S-2-diethylaminoethyl 1.A.03 A
isopropylphosphonothiolate

04-2-0518 | 1-Methylhexyl S-2-diethylaminoethyl 1.A.03 A
isopropylphosphonothiolate

04-2-0552 | 2-Ethylhexyl S-2-diethylaminoethyl 1.A.03 A
isopropylphosphonothiolate

04-2-0553 | Nonyl S-2-diethylaminoethyl 1.A.03 A
isopropylphosphonothiolate

04-2-0554 | 1-Methyloctyl S-2-diethylaminoethyl 1.A.03 A
isopropylphosphonothiolate

04-2-0555 | Decyl S-2-diethylaminoethyl 1.A.03 A
isopropylphosphonothiolate

04-2-0556 | 1-Methylnonyl S-2-diethylaminoethyl 1.A.03 A
isopropylphosphonothiolate

05-2-0178 | 3,5,5-Trimethylhexyl S-2-dimethylaminoethyl 1.A.03 A
propylphosphonothiolate

07-2-2051 | 2-Diisopropylaminoethyl ethylphosphonofluoridate 2.B.04 A

08-2-0118 | O-Methyl S-pentyl methylphosphonothiolate 2.B.04 A

14-2-0035 | 4-tert-Butylcyclohexyl S-2-dimethylaminoethyl 1.A.03 A
methylphosphonothiolate

17-2-0371 | 2,4-Dimethylhexahydro-1,3,5,2,4- 2.B.04 A
benzotrioxadiphosphepine-2,4-disulfide

17-2-0372 | 2,4-Dimethylhexahydro-1,5,3,2,4- 2.B.04 A
benzodioxathiadiphosphepine-2,4-disulfide

17-2-0373 | 2,4-Diethylhexahydro-1,3,5,2.4- 2.B.04 A
benzotrioxadiphosphepine-2,4-disulfide

17-2-0374 | 6-(2-Chloroethyl)-2-propyl-1,3,6,2- 2.B.04 A
dioxazaphosphocane-2-sulfide

17-2-0375 | 6-(2-Chloroethyl)-2-ethyl-1,3,6,2-dioxazaphosphocane- | 2.B.04 A
2-sulfide

17-2-0376 | 6-(2-Chloroethyl)-2-methyl-1,3,6,2- 2.B.04 A

dioxazaphosphocane-2-sulfide
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OCI:DO%\;V Chemical Name Schedule | Decision
23-2-0001 | 2,4,6-Tripropyl-1,3,5,2,4,6-trioxatriphosphorinane- 2.B.04 A
2.,4,6-trioxide
28-2-0050 | Phenyl N,N-dimethyl-P-methylphosphonamidate 2.B.04 A




TABLE 2:  LIST OF APPROVED GC(RI) DATA OF SCHEDULED CHEMICALS
Note: A “1” under the “Column” heading of GC(RI) data means an HP5 or an SE54 column and a “2” means a DB-5MS column.

OPeY! | Chemical Name Schedule | Column | RI(a) | RI(b) | RI(c) | RI(d) | RI(e) | Decision
04-4-0277 | Pentyl S-2-diethylaminoethyl propylphosphonothiolate 1.A.03 1 2023 A
04-4-0078 2-Methylbutyl S-2-f11ethylam1noethyl LA.03 1 1971 A

propylphosphonothiolate
04-4-0279 | Ethyl S-2-diethylaminoethyl propylphosphonothiolate 1.A.03 1 1758 A
04-4-0282 1-Methylbutyl S-Z-Qlethylamlnoethyl LA03 1 1920 A
propylphosphonothiolate
04-4-0084 1-Methylpentyl S-2‘-dlethylam1noethyl 1A03 1 2004 A
propylphosphonothiolate
04-4-0087 1-Methylhexyl S-2-'dlethylam1noethyl 1A03 1 2096 A
propylphosphonothiolate
04-4-0090 1-Methylheptyl S-2‘-dlethy1ammoethyl LA.03 1 2189 A
propylphosphonothiolate
04-4-0322r 2,2-D1methylpropyl S-.2-dlethy1am1noethy1 LA.03 1 1857 A
isopropylphosphonothiolate
09-4-0028 | Benzyl butyl methylphosphonate 2.B.04 1 1738 A
09-4-0029 | Benzyl methylphosphonofluoridate 2.B.04 1 1318 A
09-4-0032 | Bis(tert-butyldimethylsilyl) ethylphosphonate 2.B.04 1 1653 A
09-4-0033 | Bis(tert-butyldimethylsilyl) isopropylphosphonate 2.B.04 1 1702 A
09-4-0034 | Bis(tert-butyldimethylsilyl) methylphosphonate 2.B.04 1 1571 A
09-4-0035 | Bis(tert-butyldimethylsilyl) propylphosphonate 2.B.04 1 1712 A
15-4-0047 3,3,5,5-Tetramethylcyclohexyl N,N-diethyl-P- 2 B.OA 1 1869 A
ethylphosphonamidate
15-4-0048 2;n1\i/ldeat£16ylpentyl N,N-diethyl-P,P'-dimethyldiphosphono-P- 2 B.04 1 1971 A
15-4-0049 | 3-Methylpentyl N,N-diethyl-P-methylphosphonamidate 2.B.04 1 1569 A
15-4-0050 ;:yrgfgzggyclohexyl N,N-diethyl-P,P'-dimethyldiphosphono- 2 B.OA 1 2107 | 2112 | 2129 | 2130 A
15-4-0051 | 4-Methylcyclohexyl N,N-diethyl-P-ethylphosphonamidate 2.B.04 1 1758 | 1764 | 1771 | 1782 A
15-4-0052 | 4-Methylcyclohexyl N,N-diethyl-P-methylphosphonamidate 2.B.04 1 1684 | 1691 | 1700 | 1711 A
=
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Code Chemical Name Schedule | Column | RI(a) | RI(b) | RI(c) | RI(d) | RI(e) | Decision #
15-4-0056 I(;Iiijﬁli\(liéN -Tetraethyl-P,P'-diisopropylpyrophosphonic 2 B.OA 1 1993 | 2043 B
15-4-0057 | N,N,N',N'-Tetraethyl-P-methylphosphonic diamide 2.B.04 1 1488 B
15-4-0058 | N,N,N',N'-Tetraethyl-P,P'-diethylpyrophosphonic diamide 2.B.04 1 1958 B
15-4-0059 | N,N,N',N'-Tetraethyl-P,P'-dimethylpyrophosphonic diamide 2.B.04 1 1818 | 1834 B
15-4-0060 | N,N,N',N'-Tetraethyl-P-ethylphosphonic diamide 2.B.04 1 1561 B
15-4-0062 grﬁclicileexyl N,N-diethyl-P,P'-dimethyldiphosphono-P- 2 B.OA 1 2065 | 2069 A
15-4-0063 | Cyclohexyl N,N-diethyl-P-methylphosphonamidate 2.B.04 1 1645 A
15-4-0074 | Isobutyl N,N-diethyl-P-isopropylphosphonamidate 2.B.04 1 1479 A
15-4-0075 | Isobutyl N,N-diethyl-P-methylphosphonamidate 2.B.04 1 1371 B
15-4-0077 | Isopropyl N,N-diethyl-P-isopropylphosphonamidate 2.B.04 1 1362 A
15-4-0078 zllilcfg;)ayl N,N-diethyl-P,P'-diisopropyldiphosphono-P- 2 B.O4 1 1817 | 1338 A
15-4-0079 | N,N-Diethyl-P-isopropylphosphonamidic chloride 2.B.04 1 1358 A
15-4-0080 | N,N-Diethyl-P-methylphosphonamidic chloride 2.B.04 1 1235 A
15-4-0082 | Pinacolyl N,N-diethyl-P,P'-diethyldiphosphono-P-amidate 2.B.04 1 1975 | 1988 | 1988 | 2016 A
15-4-0083 | Pinacolyl N,N-diethyl-P-methylphosphonamidate 2.B.04 1 1474 A
15-4-0084 | Pinacolyl N,N-diethyl-P-ethylphosphonamidate 2.B.04 1 1547 | 1554 A
15-4-0085 | sec-Butyl N,N-diethyl-P,P'-dimethyldiphosphono-P-amidate 2.B.04 1 1734 | 1744 | 1746 | 1754 A
15-4-0086 | sec-Butyl N,N-diethyl-P-methylphosphonamidate 2.B.04 1 1351 B
17-4-0203 | Dibutyl diisopropylpyrophosphonate 2.B.04 1 1937 A
(5-Ethyl-2-methyl-2-oxido-1,3,2-dioxaphosphinan-5- 1
17-4-0207 yl)methyl methyl methylphosphonate 2.B.04 2068 | 2099 A
17-4-0208 Butyl (5-ethyl-2-methyl-2-oxido-1,3,2-dioxaphosphinan-5- 2 B.04 1 2300 | 2314 A
yl)methyl methylphosphonate
17-4-0209 Bis[(5-ethyl-2-methyl-2-oxido-1,3,2-dioxaphosphinan-5- 2 B.04 1 3296 | 3298 | 3309 A
yl)methyl] methylphosphonate
28-4-0016r | 2,4-Dimethyl-1,3,2-dioxaphospholane-2-oxide 2.B.04 1 1176 1191 A
28-4-0017 | 4-Ethyl-2-methyl-1,3,2-dioxaphospholane-2-oxide 2.B.04 1 1265 | 1293 A




OPCYY | Chemical Name Schedule | Column | RI(a) | RI(b) | RI(c) | RI(d) | RI(e) | Decision
28-4-0018 | 2,4,5-Trimethyl-1,3,2-dioxaphospholane-2-oxide 2.B.04 1 1210 | 1237 | 1283 A
28-4-0020r | 2-Ethyl-4-methyl-1,3,2-dioxaphospholane-2-oxide 2.B.04 1 1267 | 1287 A
28-4-0021r | 2,4-Diethyl-1,3,2-dioxaphospholane-2-oxide 2.B.04 1 1349 | 1376 A
28-4-0022 | 2-Ethyl-4,5-dimethyl-1,3,2-dioxaphospholane-2-oxide 2.B.04 1 1296 | 1317 | 1356 A
28-4-0023 | 2,5-Diethyl-4-propyl-1,3,2-dioxaphosphinane-2-oxide 2.B.04 1 1665 | 1689 | 1708 A
28-4-0025r | 4-Ethyl-2-propyl-1,3,2-dioxaphospholane-2-oxide 2.B.04 1 1432 | 1460 A
28-4-0026 | 4,5-Dimethyl-2-propyl-1,3,2-dioxaphospholane-2-oxide 2.B.04 1 1375 | 1397 | 1443 A
28-4-0027r | 5-Ethyl-2,4-dipropyl-1,3,2-dioxaphosphinane-2-oxide 2.B.04 1 1736 | 1762 | 1781 A
28-4-0028r | 2,4-Dimethyl-1,3,2-dioxaphospholane-2-sulfide 2.B.04 1 1199 | 1209 A
28-4-0029r | 4-Ethyl-2-methyl-1,3,2-dioxaphospholane-2-sulfide 2.B.04 1 1284 | 1303 A
28-4-0032 | 2-Ethyl-4-methyl-1,3,2-dioxaphospholane-2-sulfide 2.B.04 1 1292 | 1305 A
28-4-0033r | 2,4-Diethyl-1,3,2-dioxaphospholane-2-sulfide 2.B.04 1 1369 | 1388 A

TABLE 3: LIST OF APPROVED INFRARED DATA OF DERIVATIVES OF SCHEDULED CHEMICALS

Associated
OPCW Chemical Name Schedule | Chemical Decision
Code
Schedule
09-1-0013 | N,N-Diisopropyl-N-(2-trimethylsilyloxyethyl)amine DS 2.B.11 A
09-1-0015 | N-Ethyl-N-methyl-N-(2-trimethylsilyloxyethyl)amine DS 2.B.11 A
09-1-0016 | N-Isopropyl-N-propyl-N-(2-trimethylsilyloxyethyl)amine DS 2.B.11 A
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Annex 2

LISTS OF APPROVED DATA FOR CHEMICALS RELEVANT TO THE CONVENTION

TABLE 1: LIST OF APPROVED DATA FOR DERIVATIVES OF SCHEDULED CHEMICALS
Associated
OPCW Chemical Name Schedule | Chemical Decision
Code
Schedule
17-2-0230 | Bis(2-trifluoroacetoxyethyl)sulfide DS 2.B.13 A
17-2-0236 | Bis(2-heptafluorobutyryloxyethyl)sulfide DS 2.B.13 A
TABLE 2: LIST OF APPROVED DATA FOR NON-SCHEDULED CHEMICALS RELEVANT TO THE CONVENTION
OPCW Chemical Name Schedule Decision
Code
08-2-0092 | Dimethyl trimethylsilyl phosphate NS A
08-2-0094 | Dimethyl tert-butyldimethylsilyl phosphate NS A
08-2-0097 | tert-Butyldimethylsilyl N,N-diethylaminoethyl-2-sulfonate NS A
08-2-0098 | tert-Butyldimethylsilyl N,N-diisopropylaminoethyl-2-sulfonate NS A
08-2-0099 | tert-Butyldimethylsilyl N,N-dipropylaminoethyl-2-sulfonate NS A
08-2-0101 | Trimethylsilyl N,N-diethylaminoethyl-2-sulfonate NS A
08-2-0102 | Trimethylsilyl N,N-diisopropylaminoethyl-2-sulfonate NS A
08-2-0106 | Methyl N,N-diisopropylaminoethyl-2-sulfonate NS A
08-2-0107 | Methyl N,N-dipropylaminoethyl-2-sulfonate NS A
17-2-0095 | 2-Chloroethyl vinyl sulfoxide NS A
24-2-0047 | 2-Hydroxyethyl vinyl sulfone NS A
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Annex 3

LIST OF MEMBERS OF THE VALIDATION GROUP*

Name Country Address Phone/Fax/E-Malil Speciality
Christine France DGA Maitrise NRBC +33 1 69908224 NMR
Albaret BP-3, 91710 Vert-le-Petit +33 1 64935266

France Christine.albaret@dga.defense.gouv.fr
Armando United States | Lawrence Livermore National Laboratory +1 925 423 6889 MS, IR
Alcaraz* of America Forensic Science Center +1 925423 9014 Coordinator of the
P.O. Box 808, L-091 Alcarazl @lInl.gov IR subgroup
Livermore, CA 94551
United States of America
Roberto Spain Facultad de Ciencias Quimicas +34 91 394 4325 MS, NMR
Martinez UCM +34 91 394 4103
Alvarez 28040 Madrid rma@ucm.es
Mehran Babri* | Islamic Defence Chemical Research Lab (DCRL) +98 263 2313441 MS
Republic of P.O. Box 31585-1461 +98 263 2313447
Iran Karaj, Islamic Republic of Iran derl.mod@gmail.com
Alexandre United Dstl, Porton Down +44 1980 617513 MS
Bennett* Kingdom Salisbury, Wiltshire, SP4 0JQ +44 1980 613830
United Kingdom of Great Britain and abennett@mail.dstl.gov.uk
Northern Ireland
Jiri Cermak* Czech Vyzkumny ustav organickych syntéz .a.s +420 466 822 351 MS
Republic (Research Institute for Organic Syntheses) +420 466 823 900
c.p. 296 jiri.cermak@vuos.com
53354 Rybitvi
Czech Republic
Sarah Chinn United States | Lawrence Livermore National Laboratory +1 925 424 5514 NMR

of America

P.O. Box 808, L-091
Livermore, CA 94551
United States of America

+1 925423 9014
Chinn7@]lInl.gov

An asterisk indicates that the evaluator was present at this meeting of the Group.
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Name Country Address Phone/Fax/E-Malil Speciality
Devendra K. India Defence R&D Establishment +91 751 223 3488 MS
Dubey VERTOX Laboratory +91 751 234 1148

Jhansi Road dkdubey@rediffmail.com
Gwalior 474002
India
Mozaffar Islamic Research Institute of Petroleum Industry +98 21 5901021 to 51 MS
Eslami Republic of (RIPI) (ext. 4817)
Iran P.O. Box 18745-4391 Direct tel. +98 21 5901092 and
Tehran +98 21 6153397
Islamic Republic of Iran Eslamim@nioc-ripi.org
Zdenka Czech State Office for Nuclear Safety +420 226 514 372 IR
Fabianova* Republic Division of Chemical Weapons Prohibition | +420 226 514 420
Senovazné nam. 9 zdenka.fabianova@sujb.cz
110 00 Praha 1
Czech Republic
Sten-Ake Sweden FOI CBRN Defence and Security +46 90 106712 MS
Fredriksson* Cementvagen 20 +46 90 106800 Coordinator of the
SE-90182 Umeé sten-ake.fredriksson@foi.se MS subgroup
Sweden
Vesa Finland VERIFIN +358 9 19150439 MS
Héakkinen* P.O. Box 55 +358 9 19150437
00014 University of Helsinki vesa.hakkinen@helsinki.fi
Finland
Liu Jingquan* | China P.O. Box 1043 +86 10 69760259 MS
102205, Beijing ricdliu@public3.bta.net.cn
China
James Jones United Dstl, Porton Down +44 1980 614549 NMR
Kingdom of Salisbury, Wiltshire, SP4 0JQ +44 1980 613830
Great Britain | United Kingdom of Great Britain and jtjones@dstl.gov.uk
and Northern | Northern Ireland

Ireland
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Name Country Address Phone/Fax/E-Malil Speciality
Josef Kosata* | Czech MINISTERSTVO VNITRA — generaini +420 950 580338 GC
Republic rediteistvi HZS CR +420 950 580101
INSTITUT OCHRANY OBYVAELSTVA | josef.kosata@seznam.cz
N a Luzci 204 josef.kosata@ioolb.izscr.cz
533 41 Lazn& Bohdane¢
Czech Republic
Harri Koskela | Finland VERIFIN +358 9 19150453 NMR
P.O. Box 55 +358 9 19150437
00014 University of Helsinki harri.t.koskela@helsinki.fi
Finland
Damian Germany Wehrwissenschaftliche Institut fiir +49 5192 136 402 NMR, IR
Magiera* Schutztechnologien -ABC-Schutz (WIS) +49 5192 136 355 (fax) Coordinator of the
P.O. Box 1142 damianmagiera@bundeswehr.org NMR subgroup
29633 Munster, Germany
Gary Mallard* | United States | Teal Consulting +1 301 656-0402 GC
of America Chevy Chase, MD 20815 gary.mallard@gmail.com
United States of America
Urs Meier Switzerland Spiez Laboratory +41 33228 1713 NMR
CH-3700 Spiez +41 33228 1402
Switzerland urs.meier@babs.admin.ch
Daan Noort Netherlands TNO Defence, Security and Safety +31 888 661307 NMR
Lange Kleiweg 137 daan.noort@tno.nl
2288GJ Rijswijk
The Netherlands
Deepak India Defence Research & Development +91 751 2341148 GC
Pardasani Establishment +91 751 2233488
Gwalior, India deepakpardasani@rediffmail.com
Leo de Netherlands TNO Defence, Security and Safety +31 88 8661339 GC
Reuver* Lange Kleiweg 137 leo.dereuver@tno.nl

2288G]J Rijswijk
The Netherlands
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Name Country Address Phone/Fax/E-Malil Speciality
James Riches* | United Dstl, Porton Down +44 1980 613986 MS
Kingdom of Salisbury, Wiltshire, SP4 0JQ +44 1980 613830 Chair of the
Great Britain | United Kingdom of Great Britain and jriches@dstl.gov.uk Validation Group
and Northern | Northern Ireland
Ireland
Martin Finland VERIFIN +358 9 19150 438 GC, IR
Soderstrom* P.O. Box 55 +358 9 19150 437 Coordinator of the
00014 University of Helsinki martin.soderstrom@helsinki.fi GC subgroup
Finland
Ferdinand South Africa PROTECHNIK +27 845173852 GC
Visser* P.O. Box 8855 ferdiev@protechnik.co.za
Pretoria 0001 solly2@iburst.co.za
South Africa
Takeharu Japan Chemicals Evaluation and Research +81 480 37 2601 GC
Wada* Institute +81 480 37 2521

1600, Shimo-Takano, Sugito-machi
Kitakatsushika-gun

Saitama 345-0043

Japan

wada-takeharu@ceri.jp
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