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NOTE BY THE TECHNICAL SECRETARIAT

REPORT OF THE FIFTY-SIXTH MEETING OF THE VALIDATION GROUP
FOR THE UPDATING OF THE OPCW CENTRAL ANALYTICAL DATABASE
13 - 14 SEPTEMBER 2023

The Validation Group met on 13 and 14 September 2023 to discuss the evaluation of
analytical data for possible inclusion in the OPCW Central Analytical Database
(OCAD) and to consider matters related to this database. Mr Brian Mayer (United
States of America) served as the Chairperson of the meeting. The meeting was held in
a hybrid format, with some members attending in person and others joining via video
conference. Meetings addressing data review were held in accordance with the
subgroup coordinators’ preferences.

The evaluators for the analytical techniques evaluated new data and reported 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 was responsible, are
listed below.

Mr Gary Mallard

(United States of America)
Ms Karin Hojer Holmgren
(Sweden)

Mr Armando Alcaraz
(United States of America)
Mr Damian Magiera
(Germany)

Gas chromatography (retention index) (GC(RI))

Mass spectrometry (MS)

Infrared (IR) spectroscopy

Nuclear magnetic resonance (NMR) spectroscopy

Mr Harri Heikkinen (Finland) announced his resignation from the Validation Group.
The Group thanked him for his contributions, and wished him well in his next assignment.

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

The Validation Group discussed several matters relating to data submission and
evaluation. First, members agreed to stop using the “C” designation for unaccepted data
and to use only “N” since the two designations are procedurally equivalent: “C” will no
longer be used as an evaluation designation. The definition of “P”” (namely, “postponed”)
was clarified by members to mean simply “no decision was made”. This designation may
be used in the event that there is a lack of agreement among subgroup members, or when
there is an insufficient number of available evaluators.
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6.

10.

11.

12.

The Validation Group recommended that submission laboratories now provide a
Simplified Molecular Input Line Entry Specification (SMILES) notation along with
their data for review. Additionally, the OPCW Laboratory will begin adding SMILES
notations to approved data in the OCAD and the Validation Group Working Database.

The Validation Group discussed how to encourage laboratories to submit data for
chemicals listed in Schedules 1.A.13, 1.A.14, 1.A.15, and 1.A.16. The Group
acknowledged that submission laboratories might be reluctant to provide data, so the
Group discussed the practicalities of anonymising submissions (if requested) prior to
Group review. The Group also recommended the OPCW Laboratory to provide
laboratories with prioritisation to better guide synthesis and data acquisition efforts.
The Group also recommended that all laboratories— not just designated laboratories—
be encouraged to submit data to the OCAD and the Validation Group Working
Database.

The Validation Group discussed the possibility of including data associated with
biomedical signatures (such as protein adducts) and biotoxins (such as saxitoxin and
ricin). The Group also discussed considering synthetic opioids (fentanyl-based
compounds, for example). The Group agreed to discuss interest in this endeavour with
their home organisations and will continue the conversation when the Group
reconvenes in spring 2024.

The Group discussed how to increase participation in the Validation Group. The Group
recommended that the OPCW Laboratory continue to remind proficiency test meeting
participants that any scientific staff can be nominated for Group membership,
regardless of designated laboratory status. The Group agreed to advertise the same
information within their home organisations and external scientific networks.

After review, the MS subgroup recommended that the data under code 04-2-0617ar
be moved to the Validation Group Working Database, since the data under code
04-2-0617a was previously accepted into the OCAD.

This document presents the sets of validated analytical data on scheduled chemicals
recommended for inclusion in the OCAD (Annex 1). Validated analytical data on
non-scheduled chemicals relevant to the Chemical Weapons Convention are found in
Annex 2 to this Note. Annex 3 to this Note lists the members and evaluators from the
Validation Group.

The available data from all analytical techniques will be sent to the Validation Group
at least six weeks before its next scheduled meeting, which is proposed to take place
on 10 and 11 April 2024 at the OPCW Centre for Chemistry and Technology (ChemTech
Centre). The evaluators agreed to send their evaluation reports to the appointed
coordinators no later than 25 March 2024. The evaluators agreed to provide their
individual data evaluations prior to the meeting and to come to the meeting prepared to
finalise the evaluation of the analytical data provided to the Group. If travel to the
ChemTech Centre is not possible, the evaluators may meet virtually.
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Lists of Approved Data on Scheduled Chemicals Recommended for Inclusion
in the OPCW Central Analytical Database

Lists of Approved Data on Non-scheduled Chemicals Relevant to the Chemical
Weapons Convention and Recommended for Inclusion in the OPCW Central
Analytical Database

List of Members of the Validation Group
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LISTS OF APPROVED DATA ON SCHEDULED CHEMICALS RECOMMENDED

Annex 1

FOR INCLUSION IN THE OPCW CENTRAL ANALYTICAL DATABASE

Note: In the “Decision” column of the tables that follow, “A” means “accepted” and “B” means
“accepted subject to minor corrections”.

TABLE 1: LIST OF APPROVED MS DATA ON SCHEDULED CHEMICALS
Ogocél\év Chemical Name Schedule | Decision
28-2-0249 | Diphenyl methylphosphonoselenoate 2.B.04 A
28-2-0332 | Methyl-d3 N-(1-(diethylamino)ethylidene)phosphoramidofluoridate 1.A14 A
28-2-0333 | Methyl N-(1-(dipropylamino)ethylidene)phosphoramidofluoridate 1.A14 B
28-2-0334 | Methyl-d3 N-(1-(dipropylamino)ethylidene)phosphoramidofluoridate 1.A.14 A
28-2-0335 | Ethyl-d5 N-(1-(dimethylamino)ethylidene)phosphoramidofluoridate 1.A.14 A
28-2-0337 | Ethyl-d5 N-(1-(dipropylamino)ethylidene)phosphoramidofluoridate 1.A14 A
28-2-0338 | Propyl N-(1-(dimethylamino)ethylidene)phosphoramidofluoridate 1.A.14 A
28-2-0339 | Propyl N-(1-(diethylamino)ethylidene)phosphoramidofluoridate 1.A.14 A
28-2-0340 | Propyl N-(1-(dipropylamino)ethylidene)phosphoramidofluoridate 1.A.14 A
28-2-0341 | Isopropyl N-(1-(dimethylamino)ethylidene)phosphoramidofluoridate 1.A.14 A
28-2-0342 | Isopropyl N-(1-(diethylamino)ethylidene)phosphoramidofluoridate 1.A14 A
28-2-0343 | Isopropyl N-(1-(dipropylamino)ethylidene)phosphoramidofluoridate 1.A.14 A
28-2-0344 | N-(1-(Diethylamino)ethylidene)-P-methylphosphonamidic fluoride 1.A.13 A
07-2-3551 | Ethyl S-2-N-methyl-N-propylaminoethyl isopropylphosphonothiolate 1.A.03 A
07-2-3552 | Ethyl S-2-N-isopropyl-N-methylaminoethyl isopropylphosphonothiolate | 1.A.03 A




S/2214/2023

%'

g

<
\% €51 I AR apuionyy orprureuoydsoydiAyow-J-(auaprjAyio(ourwe] Ayal()-1)-N LY€0-1-8C
\% €181 I 4R apepuionjjoprureroydsoyd(eusprAypo(ourureAdoidip)-1)-N jAdoxdosy 9%€0-1-8C
\4 6L91 I IVl areprionjjopruweroydsoyd(auaprjAya(ourteAyierp)-1)-N [Adoxdosy SYE0-v-8T
\4 €651 I IVl dpepuonfjopruweroydsoyd(auaprAya(ourweiyiowp)-1)-N [Adoxdosy vY€0-7-8C
\% 8881 I 4R apeprionjjoprweroydsoyd(eusprAya(ourureAdoidip)-1)-N 1Adoig £7E0-7-8C
\4 SSLT I 4R apepLonjjoprureroydsoyd(sudprjAya(ourwe[Ayierp)-1)-N [Adoid TrE0-1-8C
\4 9991 I 4R epuonjjoprweroydsoyd(ouaprjAya(ourwejAyiowip)-1)-N [Adoid 17€0--8C
\4 TOLT I IVl ajeprionjjoprureroydsoyd(suaprAypa(ourwejdoidip)-1)-N ¢p-1Ayig 07€0-7-8C
\4 Ts91 I IVl ajepuonjoprureroydsoyd(auaprAyia(ourwe[AyIorp)-1)-N Sp-IApd 6££0-7-8C
\4 LLST I PVl oepLonfjoprweloydsoyd(eusprAyo(ourwe|Ayownip)-1)-N Sp-[Apd 8€€0-7-8C
\4 OvL1 I 4R apeprionjjoprueroydsoyd(suaprjAypa(ourureAdoidip)-)-N ¢p-IAUIRIN LEEO1-8T
\4 LI I 4R apeprionjjoprweroydsoyd(eusprAya(ourure[Adoidip)-)-N AU 9€€0-1-8C
v 6651 I PV aeprionjoprueroydsoyd(suaprAma(oureAyaIp)-1)-N €P-TAYRN $E€0-v-8C
v LOST I PV apepLionjjoprueloydsoyd(sudpriAya(ourwreAyowip)-1)-N €P-1AWRIN YEC0-1-8C
\% L6LT I AR ajepuonjjopruwreroydsoyd(ousprAypa(ourwejdoidip)-1)-N [Apd | IEEE0-4-8T

uoisIQ | (e)ly | uwn) | IMPIYdS dureN [ed1UAY) ap0D MIdO

'UWN|0d SING-9Q € SUBSW 7, ¥ PUE ‘UWNJ0D yGHS UR 10 GJF Ue SUBW [, & ‘ejep (1Y)DD 10§ SuIpeay  uwnjo),, 3y 9pu 910N

STVOINAHO AdATNAAHIS NO VLVA (RDOD AAAOUddV 40 LSI'T

CHTIdVL




S/2214/2023

Annex 1
page 6
TABLE 3: LIST OF APPROVED IR DATA ON SCHEDULED CHEMICALS
Ogé(:j\év Chemical Name Schedule | Decision
04-1-0354v | 2-Methylcyclopentyl S-2-diethylaminoethyl isopropylphosphonothiolate 1.A.03 A
04-1-0359v | 1,1,2-Trimethylpropyl S-2-diethylaminoethyl isopropylphosphonothiolate 1.A.03 B
04-1-0362v | 1,1,2-Trimethylpropyl S-2-diethylaminoethyl propylphosphonothiolate 1.A.03 B
TABLE 4: LIST OF APPROVED NMR DATA ON SCHEDULED CHEMICALS
Ogocé\év Chemical Name Schedule | Decision
05-3-0195 | O-Isobutyl methylphosphonothionate, sodium salt 2.B.04 B
05-3-0196 | O-Isobutyl methylphosphonothionate, sodium salt 2.B.04 B
05-3-0197 | O-lIsobutyl methylphosphonothionate, sodium salt 2.B.04 B
05-3-0198 | Methylphosphonic fluoride 2.B.04 A
05-3-0199 | Methylphosphonic fluoride 2.B.04 A
05-3-0200 | Methylphosphonic fluoride 2.B.04 A
05-3-0201 | Methylphosphonic fluoride 2.B.04 A
05-3-0202 | Methylphosphonic fluoride 2.B.04 A
33-3-0011r | Ethyl N-(1-(dimethylamino)propylidene)phosphoramidofluoridate 1.A14 A
TABLE 5: LIST OF APPROVED MS/MS DATA ON SCHEDULED CHEMICALS
Oé’oizv Chemical Name Schedule | Decision
35-5-0004 | Diethyl phosphite 3.B.11 B
35-5-0005 | Diethyl phosphite 3.B.11
35-5-0006 | Diethyl phosphite 3.B.11 B
35-5-0007 | Dimethyl ethylphosphonate 2.B.04 B
35-5-0008 | Dimethyl ethylphosphonate 2.B.04 B
35-5-0009 | Dimethyl ethylphosphonate 2.B.04 B
35-5-0010 | O,0-Dimethyl ethylphosphonothionate 2.B.04 B
35-5-0011 | O,0-Dimethyl ethylphosphonothionate 2.B.04 B
35-5-0012 | O,0-Dimethyl ethylphosphonothionate 2.B.04 B
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TABLE 6: LIST OF APPROVED GC-HRMS! DATA ON SCHEDULED CHEMICALS

OPCW Chemical Name Schedule | Decision
Code

02-7-0001 | Diethyl methylphosphonate 2.B.04 A
02-7-0002 | Diisopropyl methylphosphonate 2.B.04 A
14-7-0006 | Diisopropyl methylphosphonate 2.B.04 A

GC-HRMS = gas chromatography-high resolution mass spectrometry.
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Annex 2

LISTS OF APPROVED DATA ON NON-SCHEDULED CHEMICALS RELEVANT
TO THE CHEMICAL WEAPONS CONVENTION AND RECOMMENDED FOR
INCLUSION IN THE OPCW CENTRAL ANALYTICAL DATABASE

Note: In the “Decision” column of the tables that follow, an “A” means “accepted,” and a “B”

means “accepted subject to minor corrections”.

TABLE: LIST OF APPROVED MS/MS DATA ON NON-SCHEDULED CHEMICALS

OPCW Code Chemical Name Schedule | Decision | Justification?
35-5-0001 | Tributyl phosphate NS B
35-5-0002 | Tributyl phosphate NS B Standard
35-5-0003 | Tributyl phosphate NS B

MS/MS data is used only by the off-site laboratories.
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