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NOTE BY THE TECHNICAL SECRETARIAT

REPORT OF THE FOURTY-FIFTH MEETING OF THE VALIDATION GROUP
FOR THE UPDATING OF THE OPCW CENTRAL ANALYTICAL DATABASE
29 AND 30 MARCH 2017

1. The Validation Group (hereinafter “the Group”) met on 29 and 30 March 2017 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 served as
Chairperson of the meeting.

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

Gas chromatography Mr Gary Mallard (acting coordinator) (United

(retention index) (GC(RI)) States of America)

Mass spectrometry (MS) Mr Alexandre Bennett (United Kingdom of Great
Britain and Northern Ireland)

Infrared (IR) spectroscopy Mr Armando Alcaraz (United States of America)

i\ll\lllﬁic{a)rsr;lscgtrrlgsccoze;onance Mr Damian Magiera (Germany)

3. 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 approved data is technically valid.

4. The Group welcomed the following four new members:

(a) Ms Shilei Liu from the Research Institute of Chemical Defence (RICD) of
China has joined the MS subgroup;

(b) Mr Jijun Tang from the Academy of Military Medical Science (AMMS) of
China has joined the GC(RI) subgroup;

(c) Mr Dusan Trefilik from the Chemical Department of the 31st Radiological

Chemical and Biological Defence Regiment of the Czech Republic has joined
the MS subgroup; and
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10.

11.

12.

13.

14.

15.

(d) Mr Brian Paul Mayer from the Lawrence Livermore National Laboratory
(LLNL) of the United States of America has joined the NMR subgroup.

The Group accepted the resignations of Mrs Sarah Chinn (United States of America)
from the NMR subgroup, Mr Jingquan Liu (China) from the MS subgroup, and
Mr Martin = Soderstrom  (Finland) from the GC(RI) subgroup. The Group
acknowledged the support of all these contributors, especially Mr Martin Séderstrom,
who has contributed to the development of the OCAD for 23 years.

Mr Ferdinand Visser (South Africa) agreed to coordinate the GC(RI) subgroup from
the Forty-Seventh Meeting onwards, following the resignation of Mr Martin
Soderstrom.

Mr Alexandre Bennett (United Kingdom of Great Britain and Northern Ireland)
agreed to collate and coordinate MS/MS data through the MS subgroup following the
resignation of Mr Martin Séderstrom.

This report of the Forty-Fifth Meeting of the Group presents the sets of validated
analytical data of scheduled chemicals to be forwarded to the Director-General for
appropriate action (Annex 1).

The Group discussed the list of non-scheduled chemicals from the Validation Group
Working Database recommended for inclusion in the OCAD and forwarded to the
Director-General for appropriate action following the Forty-Fourth Meeting of the
Group. It was agreed that a set of these chemicals (Annex 2) will be removed from the
list.

Changes to the “Procedures for the Evaluation of Data to be Included in the OPCW
Central Analytical Database” (S/969/2011, dated 2 November 2011) were agreed by
the Group and forwarded to the Technical Secretariat for appropriate action.

Mr Harri Koskela (Finland) presented the NMR subgroup’s work on evaluating
suitable electronic submission formats for NMR data. The choice of the JCAMP-DX
format and the use of JSpecView software were explained clearly and accepted by the
Group.

The Group discussed Raman data collection and possible inclusion in the OCAD. It
was agreed that the technique would be designated “technique number 6” and that the
IR subgroup would work on submission and evaluation criteria at future meetings.

Available data from all analytical techniques will be sent to the Group at least six
weeks before its next scheduled meeting.

The next meeting of the Group is scheduled to take place on 27 and
28 September 2017. The evaluators agreed to send their evaluation reports to the
appointed coordinators no later than 13 September 2017. 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 members and evaluators of the Group.



S/1498/2017

page 3
Annexes:
Annex 1: Lists of Approved Data Recommended for Inclusion in the OPCW Central
Analytical Database
Annex 2: List of Data to be Removed from Annex 2 of the Report of the Forty-Fourth

Meeting of the Validation Group (S/1433/2016)

Annex 3: List of Members of the Validation Group
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Annex 1

LISTS OF APPROVED DATA RECOMMENDED FOR INCLUSION

IN THE OPCW CENTRAL ANALYTICAL DATABASE

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

TABLE1: LIST OF APPROVED MS DATA OF SCHEDULED CHEMICALS
OPCW Chemical Name Schedule | Decision
Code

04-2-0580 1-Ethylpropyl N,N-dimethylphosphoramidocyanidate 1.A.02 A

Propyl S-2-N-methyl-N-propylaminoethyl LA03 A
07-2-3543 propylphosphonothiolate o

Methyl S-2-N-ethyl-N-methylaminoethyl LA03 A
07-2-3544 isopropylphosphonothiolate o

Methyl S-2-N-methyl-N-propylaminoethyl 1A03 A
07-2-3545 isopropylphosphonothiolate o

Methyl S-2-N-isopropyl-N-methylaminoethyl LA03 A
07-2-3546 | isopropylphosphonothiolate o

Methyl S-2-N-ethyl-N-propylaminoethyl 1A03 A
07-2-3547 | isopropylphosphonothiolate o

Methyl S-2-N-ethyl-N-isopropylaminoethyl LA03 A
07-2-3548 | isopropylphosphonothiolate o

Methyl S-2-N-isopropyl-N-propylaminoethyl LA03 A
07-2-3549 | isopropylphosphonothiolate T

Ethyl S-2-N-ethyl-N-methylaminoethyl LA.03 A
07-2-3550 | isopropylphosphonothiolate T

Ethyl S-2-N-ethyl-N-propylaminoethyl 1A.03 A
07-2-3553 isopropylphosphonothiolate T

Ethyl S-2-N-ethyl-N-isopropylaminoethyl LA03 A
07-2-3554 | isopropylphosphonothiolate o

Ethyl S-2-N-isopropyl-N-propylaminoethyl LA03 A
07-2-3555 isopropylphosphonothiolate T

Propyl S-2-N-ethyl-N-methylaminoethyl LA03 A
07-2-3556 | isopropylphosphonothiolate T

Propyl S-2-N-methyl-N-propylaminoethyl LA03 A
07-2-3557 isopropylphosphonothiolate o

Propyl S-2-N-isopropyl-N-methylaminoethyl LA03 A
07-2-3558 isopropylphosphonothiolate o

Propyl S-2-N-ethyl-N-propylaminoethyl LA03 A
07-2-3559 isopropylphosphonothiolate o

Propyl S-2-N-ethyl-N-isopropylaminoethyl LA03 A
07-2-3560 isopropylphosphonothiolate o

Propyl S-2-N-isopropyl-N-propylaminoethyl 1A03 A
07-2-3561 isopropylphosphonothiolate o

Isopropyl S-2-N-ethyl-N-methylaminoethyl LA03 A
07-2-3562 | isopropylphosphonothiolate o
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Isopropyl S-2-N-methyl-N-propylaminoethyl LA03 A
07-2-3563 isopropylphosphonothiolate o

Isopropyl S-2-N-isopropyl-N-methylaminoethyl LA03 A
07-2-3564 | isopropylphosphonothiolate o

Isopropyl S-2-N-ethyl-N-propylaminoethyl LA03 A
07-2-3565 isopropylphosphonothiolate o

Isopropyl S-2-N-ethyl-N-isopropylaminoethyl LA03 A
07-2-3566 | isopropylphosphonothiolate o

Isopropyl S-2-N-isopropyl-N-propylaminoethyl 1A.03 A
07-2-3567 | isopropylphosphonothiolate T

Butyl S-2-N-ethyl-N-methylaminoethyl 1A.03 A
07-2-3568 | isopropylphosphonothiolate T

Butyl S-2-N-methyl-N-propylaminoethyl 1A.03 A
07-2-3569 | isopropylphosphonothiolate T

Butyl S-2-N-isopropyl-N-methylaminoethyl LA03 A
07-2-3570 | isopropylphosphonothiolate T

Butyl S-2-N-ethyl-N-propylaminoethyl LA03 A
07-2-3571 isopropylphosphonothiolate T

Butyl S-2-N-isopropyl-N-propylaminoethyl LA03 A
07-2-3573 isopropylphosphonothiolate T

sec-Butyl S-2-N-ethyl-N-methylaminoethyl LA03 A
07-2-3574a | isopropylphosphonothiolate o

sec-Butyl S-2-N-ethyl-N-methylaminoethyl LA03 A
07-2-3574b | isopropylphosphonothiolate o

sec-Butyl S-2-N-methyl-N-propylaminoethyl LA03 A
07-2-3575a | isopropylphosphonothiolate o

sec-Butyl S-2-N-methyl-N-propylaminoethyl LA03 A
07-2-3575b | isopropylphosphonothiolate o

sec-Butyl S-2-N-isopropyl-N-methylaminoethyl LA03 A
07-2-3576a | isopropylphosphonothiolate o

sec-Butyl S-2-N-isopropyl-N-methylaminoethyl LA03 A
07-2-3576b | isopropylphosphonothiolate o

sec-Butyl S-2-N-ethyl-N-propylaminoethyl LA03 A
07-2-3577a | isopropylphosphonothiolate o

sec-Butyl S-2-N-ethyl-N-propylaminoethyl LA.03 A
07-2-3577b | isopropylphosphonothiolate T

sec-Butyl S-2-N-ethyl-N-isopropylaminoethyl 1A.03 A
07-2-3578a | isopropylphosphonothiolate T

sec-Butyl S-2-N-ethyl-N-isopropylaminoethyl LA.03 A
07-2-3578b | isopropylphosphonothiolate T

sec-Butyl S-2-N-isopropyl-N-propylaminoethyl 1A.03 A
07-2-3579a | isopropylphosphonothiolate T

sec-Butyl S-2-N-isopropyl-N-propylaminoethyl LA03 A
07-2-3579b | isopropylphosphonothiolate T

Isobutyl S-2-N-ethyl-N-methylaminoethyl LA03 A
07-2-3580 | isopropylphosphonothiolate T
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Isobutyl S-2-N-isopropyl-N-methylaminoethyl LA03 A
07-2-3582 | isopropylphosphonothiolate o

Isobutyl S-2-N-ethyl-N-propylaminoethyl LA03 A
07-2-3583 isopropylphosphonothiolate o

Isobutyl S-2-N-ethyl-N-isopropylaminoethyl LA03 A
07-2-3584 | isopropylphosphonothiolate o

Isobutyl S-2-N-isopropyl-N-propylaminoethyl LA03 A
07-2-3585 isopropylphosphonothiolate o

Cyclohexyl S-2-N-ethyl-N-methylaminoethyl 1A.03 A
07-2-3586 | isopropylphosphonothiolate T

Cyclohexyl S-2-N-methyl-N-propylaminoethyl 1A.03 A
07-2-3587 | isopropylphosphonothiolate T

Cyclohexyl S-2-N-isopropyl-N-methylaminoethyl 1A.03 A
07-2-3588 | isopropylphosphonothiolate T

Cyclohexyl S-2-N-ethyl-N-propylaminoethyl LA03 A
07-2-3589 | isopropylphosphonothiolate T

Cyclohexyl S-2-N-ethyl-N-isopropylaminoethyl LA03 A
07-2-3590 | isopropylphosphonothiolate T

Cyclohexyl S-2-N-isopropyl-N-propylaminoethyl LA03 A
07-2-3591 isopropylphosphonothiolate T

Pinacolyl S-2-N-ethyl-N-methylaminoethyl LA03 A
07-2-3592a | isopropylphosphonothiolate T

Pinacolyl S-2-N-ethyl-N-methylaminoethyl LA03 A
07-2-3592b | isopropylphosphonothiolate o

Pinacolyl S-2-N-methyl-N-propylaminoethyl LA03 A
07-2-3593a | isopropylphosphonothiolate o

Pinacolyl S-2-N-methyl-N-propylaminoethyl LA03 A
07-2-3593b | isopropylphosphonothiolate o

Pinacolyl S-2-N-isopropyl-N-methylaminoethyl 1A03 A
07-2-3594a | isopropylphosphonothiolate o

Pinacolyl S-2-N-isopropyl-N-methylaminoethyl 1A03 A
07-2-3594b | isopropylphosphonothiolate o

Pinacolyl S-2-N-ethyl-N-isopropylaminoethyl 1A03 A
07-2-3596a | isopropylphosphonothiolate o

Pinacolyl S-2-N-ethyl-N-isopropylaminoethyl 1A03 A
07-2-3596b | isopropylphosphonothiolate T

Pinacolyl S-2-N-isopropyl-N-propylaminoethyl LA.03 A
07-2-3597a | isopropylphosphonothiolate T

Pinacolyl S-2-N-isopropyl-N-propylaminoethyl LA.03 A
07-2-3597b | isopropylphosphonothiolate T
16-2-0268r | 2,2-Dimethylpropyl propyl methylphosphonate 2.B.04 A
16-2-0269r | 2,2-Dimethylpropyl propyl ethylphosphonate 2.B.04 A

1,2-Dimethylpropyl 2-diisopropylaminoethyl 2 B.O4 A
16-2-0281ar | methylphosphonate o

1,2-Dimethylpropyl 2-diisopropylaminoethyl 2 B.O4 A
16-2-0291ar | ethylphosphonate o
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2-Ethoxy-1-methylethyl 2-diisopropylaminoethyl 2 B.OA A
16-2-0297ar | ethylphosphonate o
2-Ethoxy-1-methylethyl 2-diisopropylaminoethyl 2 B.OA A
16-2-0297br | ethylphosphonate o
3-Methoxypropyl 2-diisopropylaminoethyl 2 B.04 A
16-2-0298 | methylphosphonate o
16-2-0299 | Cyclobutyl 2-diisopropylaminoethyl methylphosphonate 2.B.04 A
16-2-0300 | 2-Methylbutyl 2-diisopropylaminoethyl methylphosphonate 2.B.04 A
16-2-0301 Hexyl 2-diisopropylaminoethyl methylphosphonate 2.B.04 A
16-2-0302a | 1-Methylbutyl 2-diisopropylaminoethyl methylphosphonate 2.B.04 A
16-2-0302b | 1-Methylbutyl 2-diisopropylaminoethyl methylphosphonate 2.B.04 A
16-2-0304 | 2-Propoxyethyl 2-diisopropylaminoethyl methylphosphonate | 2.B.04 A
3-Ethoxypropyl 2-diisopropylaminoethyl 2 B.O4 A
16-2-0305 | methylphosphonate o
4-Methoxybutyl 2-diisopropylaminoethyl 2 B.O4 A
16-2-0306 | methylphosphonate o
16-2-0309 | 3-Methylpentyl 2-diisopropylaminoethyl methylphosphonate | 2.B.04 A
16-2-0310 | 2-Methylpentyl 2-diisopropylaminoethyl methylphosphonate | 2.B.04 A
16-2-0311a | 1-Ethylbutyl 2-diisopropylaminoethyl methylphosphonate 2.B.04 A
16-2-0311b | 1-Ethylbutyl 2-diisopropylaminoethyl methylphosphonate 2.B.04 A
16-2-0312a | 1-Methylpentyl 2-diisopropylaminoethyl methylphosphonate | 2.B.04 A
16-2-0312b | 1-Methylpentyl 2-diisopropylaminoethyl methylphosphonate | 2.B.04 A
3-Methoxypropyl 2-diisopropylaminoethyl 2 B.OA A
16-2-0313 ethylphosphonate o
16-2-0315 2-Methylbutyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0316 | Hexyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0318 | 3-Methoxybutyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0319 | 2-Propoxyethyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0320 | 3-Ethoxypropyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
Cyclobutylmethyl 2-diisopropylaminoethyl 2 B.OA A
16-2-0322 | ethylphosphonate o
16-2-0323 4-Methylpentyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0324 | 3-Methylpentyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0325 | 2-Methylpentyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0326a | 1-Ethylbutyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0326b | 1-Ethylbutyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0327a | 1-Methylpentyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
16-2-0327b | 1-Methylpentyl 2-diisopropylaminoethyl ethylphosphonate 2.B.04 A
28-2-0230 | Methylphosphonoselenoic dichloride 2.B.04 A
28-2-0231 Methyl methylphosphonoselenochloridate 2.B.04 A
28-2-0232 | Ethyl methylphosphonoselenochloridate 2.B.04 A
28-2-0233 | Ethyl-d5 methylphosphonoselenochloridate 2.B.04 A
28-2-0234 | Propyl methylphosphonoselenochloridate 2.B.04 A
28-2-0235 Isopropyl methylphosphonoselenochloridate 2.B.04 A
28-2-0237 | Butyl methylphosphonoselenochloridate 2.B.04 A
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28-2-0238a | sec-Butyl methylphosphonoselenochloridate 2.B.04 A
28-2-0238b | sec-Butyl methylphosphonoselenochloridate 2.B.04 A
28-2-0239 | Phenyl methylphosphonoselenochloridate 2.B.04 A
28-2-0240 | Dimethyl methylphosphonoselenoate 2.B.04 A
28-2-0241 Bis(methyl-d3) methylphosphonoselenoate 2.B.04 A
28-2-0242 | Diethyl methylphosphonoselenoate 2.B.04 A
28-2-0243 Bis(ethyl-d5) methylphosphonoselenoate 2.B.04 A
28-2-0244 | Dipropyl methylphosphonoselenoate 2.B.04 A
28-2-0245 | Diisopropyl methylphosphonoselenoate 2.B.04 A
28-2-0246 | Bis(isopropyl-d7) methylphosphonoselenoate 2.B.04 A
28-2-0247 | Dibutyl methylphosphonoselenoate 2.B.04 A
28-2-0248a | Bis(sec-butyl) methylphosphonoselenoate 2.B.04 A
28-2-0248b | Bis(sec-butyl) methylphosphonoselenoate 2.B.04 A
28-2-0250 | Ethyl propyl methylphosphonoselenoate 2.B.04 A
28-2-0251 Ethyl isopropyl methylphosphonoselenoate 2.B.04 A
28-2-0252a | sec-Butyl ethyl methylphosphonoselenoate 2.B.04 A
28-2-0252b | sec-Butyl ethyl methylphosphonoselenoate 2.B.04 A
28-2-0253 Butyl propyl methylphosphonoselenoate 2.B.04 A
28-2-0254a | sec-Butyl propyl methylphosphonoselenoate 2.B.04 A
28-2-0254b | sec-Butyl propyl methylphosphonoselenoate 2.B.04 A
28-2-0255 | Butyl isopropyl methylphosphonoselenoate 2.B.04 A
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TABLE 3: LIST OF APPROVED IR DATA OF SCHEDULED CHEMICALS
OPCW code Chemical name Schedule Decision
Propyl N,N-
04-1-0376v dimethylphosphoramidocyanidate 1.A.02 A
Isobutyl N,N-
04-1-0378v dimethylphosphoramidocyanidate 1.A.02 A
Pentyl N,N-
04-1-0379v dimethylphosphoramidocyanidate 1.A.02 A
04-1-0380v Hexyl N,N-dimethylphosphoramidocyanidate 1.A.02 A
Pinacolyl N,N-
04-1-0381v dimethylphosphoramidocyanidate 1.A.02 A
Cyclopentyl N,N- LAO2 A
04-1-0382v dimethylphosphoramidocyanidate o
Cyclohexyl N.N-= . 1.A.02 A
04-1-0383v dimethylphosphoramidocyanidate
04-1-0384v Methyl N,N-diethylphosphoramidocyanidate 1.A.02 A
04-1-0385v Ethyl N,N-diethylphosphoramidocyanidate 1.A.02 A
04-1-0386v Propyl N,N-diethylphosphoramidocyanidate 1.A.02 A
sec-Butyl N,N-
04-1-0388v diethylphosphoramidocyanidate 1.A.02 A
04-1-0389v Pentyl N,N-diethylphosphoramidocyanidate 1.A.02 A
04-1-0390v Hexyl N,N-diethylphosphoramidocyanidate 1.A.02 A
Pinacolyl N,N-
04-1-0391v diethylphosphoramidocyanidate 1.A.02 A
Cyclopentyl N,N- . 1.A.02 A
04-1-0392v diethylphosphoramidocyanidate
Cyclohexyl N,N-
04-1-0393v diethylphosphoramidocyanidate 1.A.02 A
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LIST OF DATA TO BE REMOVED FROM ANNEX 2 OF THE REPORT
OF THE FORTY-FOURTH MEETING OF THE VALIDATION GROUP

Annex 2

(S/1433/2016)

OPCW Code(s) Chemical Name
24-4-0040r 1,3-Bis(2-trimethylsilyloxyethylsulfinyl)propane
24-4-0028r 1,3-Bis(2-trimethylsilyloxyethylthio)propane
24-4-0034r 1,2-Bis(2-trimethylsilyloxyethylsulfinyl)ethane
24-4-0037r 1,2-Bis(2-trimethylsilyloxyethylsulfonylethyl)ether
24-4-0038r Bis(2-trimethylsilyloxyethylsulfinyl)methane
24-4-0046r Bis(2-trimethylsilyloxyethylsulfinylmethyl)ether
24-4-0047r Bis(2-trimethylsilyloxyethylsulfonylmethyl)ether
24-4-0027r Bis(2-trimethylsilyloxyethylthio)methane
24-4-0030r 1,5-Bis(2-trimethylsilyloxyethylthio)pentane
24-4-0042r 1,4-Bis(2-trimethylsilyloxyethylsulfinyl)butane
Sg:j:g?‘s‘ér 1,4-Bis(2-trimethysilyloxyethylsulfonyl)butane
24-4-0044r 1,5-Bis(2-trimethylsilyloxyethylsulfinyl)pentane
08-2-0082 Ethyl 2-methoxyethyl N,N-dimethylphosphoramidate
17-2-0111 2-(2-Chlorovinyl)-1,3,6,2-dioxathiarsocane
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