Quantitation Report (QT Reviewed)

QLast Update
Response via

Tue Apr 17 16:51:03 2012
Initial Calibration

Data Path : Z:\HPCHEM1\BNA_J\data\BJ041712\

Data File : BJO00754.D

Acq On : 17 Apr 2012 13:40

Operator :© HLM

Sample : CWA-5

Misc : BNA_J HLM

ALS Vvial : 3 Sample Multiplier: 1 _
Manual Integrations

Quant Time: Apr 20 05:37:19 2012 APPROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ041712.M AHPatel

Quant Title : CWA degredation products by GCMS

Abundance TIC: BJ0O00754.D\data.ms
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Abundance

Scan 169 (4.736 min): BJ000755.D\data.ms (-164) (-
1!

)
0

#1
1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL

RT: 4_707 min Scan# 16[WStinEl

Ref 50 15 Delta R.T. -0.029 min  ShG& _
Lab File: BJ000754.D  |SUSClEis
52 78 Acq: 17 Apr 2012 13:40
0l ”?ﬁ.”.JJHG} ..... J].?Z..?gu...dl ............. 1 — - - Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 | 19T 10N:152 Resp: 295338 BEAAEEIvI
Abundance Scan 167 (4.707 min): BJ000754.D\data.ms lon Ratio Lower Upper
150 152 100 AHPatel
115 48.6 38.0 78.0 4/21/2012 4:18:05 AM
Raw g
Abund
115 i
52 78
o 38 | 61 8 99 ly 100000
IR HNPE H- SR G | RS — ]
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 80000
150
60000
Sub
0 40000
115 20000 \
52 78 / K
o 38 62 87 g9 0 N\
N R L N N LR R RN R EERE R R T T T T T T T T T T T
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time--> 460 480 500
Abundance Scan 22 (2.644 min): BJ000755.D\data.ms (-19) (-) #2
H Dimethyl Disulfide
45 Concen:  11.28 ug/mL
79 RT: 2.644 min Scan# 22
Ref 50 Delta R.T. -0.000 min
Lab File: BJ0O00754.D
‘ 61 Acq: 17 Apr 2012 13:40
o3 Mo Lles e _ _
miz--> 30 40 50 60 70 80 90 100 Tgt lon: 94 Resp: 1537918
Abundance Scan 22 (2.644 min): BJ000754.D\data. ms lon Ratio Lower Upper
94 94 100
45 52.3 54.7 94 _7#
79 50.1 38.8 78.8
Raw g 45 79
Abundance
200000
‘ 61
oL 3540 M50 66 74 | 84 |
SRR <3 T 411 SRS D1 . J1 NN I IS,
m/z--> 30 40 50 60 70 8 90 100 150000
Abundance
94
100000
Sub
50 4 &
50000
61
o 35 50 66 74 0
SRR * BN 111 N BN - 2t NN I1 IS e
miz--> 30 40 50 60 70 8 90 100  Time-> 2.40 2.60 2.80
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Abundance Scan 89 (3.598 min): BJ000755.D\data.ms (-86) (-) #3
79 e DMMP
Concen: 6.41 ug/mL
RT: 3.597 min Scan# 89UECInEhI
Ref 50 109 Delta R.T. -0.000 min BNA—J .
Lab File:  BJ000754.D g\',:/i”ésamp'e'd :
17 63 ]ﬁ4 Acq: 17 Apr 2012 13:40 -
| )
(O R Her e e e . - Manual Integrations
miz--> 40 50 60 70 80 90 100 110 120 130 19t fon: 79 Resp: 421754 APPROVEDg
Abundance Scan 89 (3.597 min): BJ000754.D\data. ms lon Ratio Lower Upper
79 9% 79 100 AHPatel
94 107.4 88.2 128.2 4/21/2012 4:18:05 AM
109 43.3 24 .6 64.6
Raw 5q
109 Abundance
47 150000 3.597
63 124
0 | ‘u | . 86 .
T T T T T e T T e T
miz--> 40 70 80 90 100 110 120 130
Abundance 100000
79 94
Sub 50000
50 109
a7 63 124
o IR VR SN GRS SR | AN MRS e
miz--> 40 70 80 90 100 110 120 130 [Time--> 3.60 3.80
Abundance Scan 188 (5.007 min): BJ000755.D\data.ms (-182) (-) #4
97 DIMP
Concen: 5.22 ug/mL m
123 RT: 4.949 min Scan# 184
Ref 50 Delta R.T. -0.057 min
29 Lab File: BJ0O00754.D
43 Acq: 17 Apr 2012 13:40
mizs B o % 7o e 100 110 130 140 ado 140 1o 170 | TOT lon: 97 Resp: 1291469
Abundance Scan 184 (4.949 min): BJ000754.D\data.ms lon Ratio Lower Upper
97 97 100
123 59.3 41.1 81.1
123 43 16.7 0.0 36.9
Raw 5, 41 8.0 0.0 28.2
Abundance
43 79 4.949
59 139 165
0.,“..“.Lq..”,.”§9“............“ e | 300000
miz-> 30 40 50 60 70 80 90 100110 120 130 140 150 160 170
Abundance
¥ 200000
Sub 123
50 100000
43 9
o 59 69 139 165
WWWWWWWWWW LI B N B N B B B N N B B B B B
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 Time--> 480 500 520 540
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Abundance Scan 97 (3.712 min): BJ000755.D\data.ms (-94) (-) #5
46 1,4-Oxathiane
Concen: 11.78 ug/mL
RT: 3.740 min Scan# 99uUBUnEIE
Ref 50 Delta R.T. 0.028 min EAG _
61 104 Lab File: BJ000754.D  |SUSClEics
2 Acq: 17 Apr 2012 13:40
O.q.??qhn|h...“L...,J!.,.ﬁ?,...q....“...,”..,.. - Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 19T fon:z 46 Resp: 1248766 sty
Abundance Scan 99 (3.740 min): BJ000754.D\data.ms lon Ratio Lower Upper
46 46 100 AHPatel
104 61 42.5 13.9 53.9 4/21/2012 4:18:05 AM
104 81.5 14.6 54 _6#
Raw g
61 Abundance
24 3.740
o N L R 124 200000
L T LA
miz--> 30 50 60 70 80 90 100 110 120 130
Abundance 600000
46 104
400000
Sub
50 61
200000
74 a
0 39 86 o3 124 - _
SNSRI WA Y NN 1 RERISAIS YN S SIS TIRMMS - SR, S
miz--> 30 50 60 70 80 90 100 110 120 130 [Time-> 3.60 3.70 3.80 3.90 4.00
Abundance Scan 260 (6.031 min): BJ000755.D\data.ms (-253) (-% #6
136 Naphthalene-d8
Concen: 2.00 ug/mL m
RT: 6.045 min Scan# 261
Ref 50 Delta R.T. 0.014 min
Lab File: BJ0O00754.D
Acq: 17 Apr 2012 13:40
w0 B3 88 g gy 100'® | P
O bbb B 0 2001 18l oate
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 gt lon:1 esp:-
Abundance Scan 261 (6.045 min): BJ000754.D\data.ms lon Ratio Lower Upper
136 136 100
68 3.3 0.0 25.1
Raw g 61
a5 Abundance
9 104 250000
0 35 1] ‘H 5\4 , 68 76 84 ‘ m 122 \H‘
ST vV N L MiB|| MR
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 200000
Abundance
136 150000
Sub 100000
50 61
45 o 50000
91
oL 35 54 68 76 84 122 0
TrrrrrrrrfrrrrrrrrrfrrrﬁrrrrrrrrrrrrrrmTrrrrrrrrrrm-rrrrﬂ
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-->
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Abundance Scan 201 (5.192 min): BJ000755.D\data.ms (-192) (-) #H7
120 1,4-Dithiane
Concen: 12.54 ug/mL m
46 RT: 5.149 min Scan# 19{SUnEN
Ref 50 61 Delta R.T. -0.043 min S8 _
Lab File: BJ000754.D  |SUSClEis
92 Acq: 17 Apr 2012 13:40
0 % L 53'” 3 8 1?5 I Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 19T lon: 46 Resp: 993257 ENmAEEvi
Abundance Scan 198 (5.149 min): BJ000754.D\data.ms lon Ratio Lower Upper
120 46 100 AHPatel
61 87.6 61.1 101.1 4/21/2012 4:18:05 AM
120 238.2 152.3 192.3#
Raw g
46 61 Abundance
92
Ol 39 “ sall| B e TP 500000
e e ...“.”,”.w.”.“.”,”...”.“.
mz--> 30 50 60 70 80 90 100 110 120 130
Abundance 400000
120
300000
5.149
Sub 50 200000
46 61
100000 /ﬁ/
92
oL 35 53 B g5 105 -
SN VRS .S MMM MBS 1| RN, —
miz--> 30 50 60 70 80 90 100 110 120 130 Time--> 5.00 5.20 5.40
Abundance Scan 254 (5.946 min): BJ000755.D\data.ms (-244) (-) #8
oL Thiodiglycol
45 Concen: 100.64 ug/mL m
RT: 5.974 min Scan# 256
Ref 50 104 Delta R.T. 0.028 min
91 Lab File: BJ0O00754.D
Acq: 17 Apr 2012 13:40
ss g, 78 122
RS O 111 3 R N N Tat lon- 61 Resp- 7340239
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 gt fon- esp:
Abundance Scan 256 (5.974 min): BJ000754.D\data.ms lon Ratio Lower Upper
6l 61 100
45 45 74.6 53.3 93.3
47 29.6 9.3 49.3
Raw g 104
91 Abundance
136 1000000
o 3 54 68758 | 122
SRS F4 1 VWO PN N MM M
mz--> 30 40 50 60 70 80 90 100 110 120 130 140 800000
Abundance
61 600000
45
400000
Sub 104
91 200000
136
oL 35 54 68 70 g 122 0
wmmﬂmmmw T T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 Time-> 550
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Abundance

Scan 281 (6.330 min): BJO00755.D\data.ms (-273) (-)
35

#9

Benzothiazole

Concen: 26.27 ug/mL m

RT: 6.259 min Scan# 27{SUnEn

Ref 50 Delta R.T. -0.072 min BNA_J _
108 Lab File: BJ000754.D  |SUSClEies
6 Acq: 17 Apr 2012 13:40
a7 45 58, | B2 91 o ! T
LA RARRS RARS RS AN RARRS KAARS RIS SARAS AR LAY SRS AR - - anual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 10n:135 Resp: 7702278 EEiaivin
Abundance Scan 276 (6.259 min): BJ000754.D\data.ms lon Ratio Lower Upper
135 135 100 AHPatel
108 29.9 9.9 49.9 4/21/2012 4:18:05 AM
69 12.5 0.0 32.5
Raw g
108 Abundance
69
82
3745 5461 " Slog | 150 |
IIIIIIIIIIII LI TTTT TTTT [T TTT[TTTIT TTTT 1500000
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
135
1000000
Sub 50
500000
108
69
o 39 50 58 82 91 gg 118 —
L B O B B L L L N B R R R EE RN EE LI e
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 Time-> 600 620 6.40 6.60
Abundance Scan 334 (7.085 min): BJ000755.D\data.ms (-326) (-) #10
9 Tripropylphosphate
Concen: 6.10 ug/mL m
RT: 7.084 min Scan# 334
Ref 50 Delta R.T. -0.000 min
141 Lab File: BJ000754.D
123 Acg: 17 Apr 2012 13:40
43 o 1] 153 183 a p
ol 5405 82 | L Nl 17165 1195 200 _ _
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon: 99 Resp: 2317113
Abundance Scan 334 (7.084 min): BJ000754.D\data. ms lon Ratio Lower Upper
99 99 100
141 9.7 19.1 28.7#
183 3.2 6.2 9.2#
Raw g
Abundance
4 by 4 7.084
ol e 82 | M 18355 18,95 yg9 | 800000
SVC WSS BN OV V| NP SO .MM -2
miz--> 40 60 80 100 120 140 160 180 200
Abundance 600000
99
400000
Sub
50
200000
43 123 /VPZA A
o 59 71 82 111 153165 83105000 | ol A~ VAN
S NS DO £ S -uBME ROV P S S-S R = == T
miz--> 40 60 80 100 120 140 160 180 200  [Time--> 6.80 7.00 7.20 7.40
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Abundance Scan 299 (6.586 min): BJ000755.D\data.ms (-291) (- #11
138 p-Chlorophenylmethylsulfide
Concen: 28.83 ug/mL m
RT: 6.586 min Scan# 29UEUCInEYIE
Ref 50 143 Delta R.T. -0.000 min NS _
Lab File: BJ0O00754.D g\'ﬁ”;samp'e'd-
Acq: 17 Apr 2012 13:40 d
0 - - Manual Integrations
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Tgt lon:158 Resp: 5041675 APPROVEDg
Abundance Scan 299 (6.586 min): BJ000754.D\data.ms lon Ratio Lower Upper
158 158 100 AHPatel
143 50.3 28.9 68.9 4/21/2012 4:18:05 AM
108 32.6 8.9 48.9
Raw 5, 143 45 8.2 0.0 27.0
108 Abundance
1500000 6.$86
45 5 125
A RS A
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance 1000000
158
Sub 50 143 500000
125
o3 45 63 0 g5 99 0 ARVAN
N LN R L I L R R R N RN AR RRRRE RRR N LI B e e e e e e e e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150160  Time--> 640 660 680
Abundance Scan 352 (7.341 min): BJ000755.D\data.ms (-343) (-) #12
2 2-Bromothioanisole
Concen: 28.05 ug/mL m
108 RT: 7.340 min Scan# 352
Ref 50 Delta R.T. -0.000 min
Lab File: BJ0O0O0754.D
Acq: 17 Apr 2012 13:40
o’ . .
miz--> 40 60 80 100 120 140 160 180 200 Tgt 1on:204 Resp: 1978722
Abundance Scan 352 (7.340 min): BJ000754.D\data.ms lon Ratio Lower Upper
202 204 100
202 102.7 82.0 122.0
108 108 56.6 34.9 74.9
Raw g
Abundance
171 600000 7.340
45 o 7T 122 156 H 189
ol eSS s | 500000
miz-—-> 40 60 80 100 120 140 160 180 200
Abundance 400000
202
300000
108 ‘
Sub 200000 \
169 100000
45 69 g 122 156 187
o 58 93 136 0
miz--> 40 60 80 100 120 140 160 180 200  Mme-> 7.00 7.0  7.40  7.60
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Abundance Scan 398 (7.995 min): BJ000755.D\data.ms (-389) (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 34.36 ug/mL m
RT: 8.009 min Scan# 39WEITyENL:
Ref 50 174 Delta R.T. 0.014 min BNA_J _
Lab File:  BJ000754.D g\',:/i”ésamp'e'd :
Acq: 17 Apr 2012 13:40 d
0 - - Manual Integrations
miz--> 4 60 80 100 120 140 160 180 200 | 19T 10n:159 Resp: 3441262 naiaivinn
Abundance Scan 399 (8.009 min): BJ000754.D\data.ms lon Ratio Lower Upper
1%9 159 100 AHPatel
174 17.1 27.3 67.3# 4/21/2012 4:18:05 AM
108 2.9 0.0 28.2
Raw &, 174 50 6.2 0.0 36.4
Abundance
75 11 3
50 % ‘
0 T II3? I‘I“I T IG?I‘ I“I‘ I §I7I T ‘I T l ‘I“I T ‘l‘ I‘ I14‘I.3I T I“‘I T ‘I I]-Iglol 20I4I' T 600000
mz--> 40 60 80 100 120 140 160 180 200
Abundance
159
400000
Sub 174
50 200000
75 11 ¥
ol 38 0 63 | g7 9 143 190 0
miz--> 40 60 80 100 120 140 160 180 200 Time-> 7.0 800 850
Abundance Scan 412 (8.195 min): BJ000755.D\data.ms (-405) (-) #14
11 p-Chlorophenylmethylsulfone
Concen: 28.85 ug/mL m
RT: 8.208 min Scan# 413
Ref 50 75 127 Delta R.T. 0.014 min
175 Lab File: BJ0O00754.D
50 9% 190 Acq: 17 Apr 2012 13:40
ol 38 63 7 140
miz--> 40 60 80 100 120 140 160 180 200 19t fon:11l Resp: 4640920
Abundance Scan 413 (8.208 min): BJ000754.D\data.ms fon Ratio Lower Upper
111 111 100
75 34.0 20.1 60.1
127 41.1 18.5 58.5
Raw &, 190 25.5 0.0 39.5
75 127 175 Abundance
190 8.208
50 99 ‘
. A
rrryrrrryrTrryTTTT T T T T T T T T T T T T T T T T T T T
mz--> 40 60 80 100 120 140 160 180 200 1000000
Abundance
111
Sub 500000
50 127 175
8 190
50 99
ol 38 63 87 140 159 ) ) §
m'z--> 40 60 8 100 120 140 160 180 200 Time-> 7.80 8.00 8.20 8.0
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Quantitation Report (QT Reviewed)

QLast Update
Response via

Tue Apr 17 16:51:03 2012
Initial Calibration

Data Path : Z:\HPCHEM1\BNA_J\data\BJ041712\

Data File : BJ000754.D

Acq On 17 Apr 2012 13:40

Operator :© HLM

Sample - CWA-5

Misc = BNA_J HLM

ALS Vial : 3 Sample Multiplier: 1 ,
Manual Integrations

Quant Time: Apr 20 05:37:19 2012 APPROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ041712_M AHPatel

Quant Title : CWA degredation products by GCMS

Compound R.T. Qlon Response Conc Units Dev(Min)

Internal Standards

1) 1,4-Dichlorobenzene-d4 4.707 152 295338 2.00 ug/mL -0.03

6) Naphthalene-d8 6.045 136 1090318m 2.00 ug/mL 0.01
System Monitoring Compounds

10) Tripropylphosphate 7.084 99 2317113m 6.10 ug/mL 0.00

Spiked Amount 0.500 Range 70 - 130 Recovery = 1220.00%#

12) 2-Bromothioanisole 7.340 204 1978722m 28.05 ug/mL 0.00

Spiked Amount 5.000 Range 70 - 130 Recovery = 561.00%#
Target Compounds Qvalue

2) Dimethyl Disulfide 2.644 94 1537918 11.28 ug/mL# 80

3) DMMP 3.597 79 421754 6.41 ug/mL 99

4) DIMP 4.949 97 1291469m 5.22 ug/mL

5) 1,4-Oxathiane 3.740 46 1248766 11.78 ug/mL# 52

7) 1,4-Dithiane 5.149 46 993257m 12.54 ug/mL

8) Thiodiglycol 5.974 61 7340239m 100.64 ug/mL

9) Benzothiazole 6.259 135 7702278m 26.27 ug/mL

11) p-Chlorophenylmethylsu. .. 6.586 158 5041675m 28.83 ug/mL

13) p-Chlorophenylmethylsu. .. 8.009 159 3441262m 34.36 ug/mL

14) p-Chlorophenylmethylsu. .. 8.208 111 4640920m 28.85 ug/mL

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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