Quantitation Report (QT Reviewed)

QLast Update
Response via

Tue Apr 17 17:06:28 2012
Initial Calibration

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

Data File : BJ000762.D

Acq On : 17 Apr 2012 17:11

Operator :© HLM

Sample : PB62359BSD

Misc : WATER BNA_J HLM

ALS Vial :© 11 Sample Multiplier: 1 _
Manual Integrations

Quant Time: Apr 21 04:56:35 2012 APPROVED

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

Quant Title : CWA degredation products by GCMS

Abundance TIC: BJ000762.D\data.ms
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Abundance Scan 169 (4.736 min): BJ000755.D\data.ms (-164) (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4.737 min Scan# 16{QEUuElE
Ref 50 Delta R.T. 0.000 min ETA_is el
Lab File: BJ000762.D Ientsampield -
Acq: 17 Apr 2012 17:11 (HEZEsHESl
0 . - Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 19T 10on:152 Resp: 319500 APPROVEDg
Abundance Scan 169 (4.737 min): BJ000762.D\data.ms lon Ratio Lower Upper
150 152 100 AHPatel
115 49.5 38.0 78.0 4/21/2012 4:18:14 AM
Raw g
115 Abundance
52 78
0 49\ ‘ | 61 \‘ 87 99 ‘ ‘ |
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 100000
Abundance
150
Sub 50000
50
115
52 78
0 38 62 87 99 0
mmmwmwwmm T T T T
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 Time—>  4.60
Abundance Scan 22 (2.644 min): BJ000755.D\data.ms (-19) (-) #2
H Dimethyl Disulfide
45 Concen: 4.24 ug/mL m
79 RT: 2.815 min Scan# 34
Ref 50 Delta R.T. 0.171 min
Lab File: BJ0O00762.D
61 Acq: 17 Apr 2012 17:11
o 35 lso |66 1. 88 |,
o o b LS L s 2 S [D B . .
miz--> 30 40 50 60 70 80 90 100 Tgt lon: 94 Resp: 515578
Abundance Scan 34 (2.815 min): BJ000762.D\data.ms lon Ratio Lower Upper
94 94 100
45 54.2 54.7 4. 7#
45 79 53.3 38.8 78.8
Raw g &
Abundance
500000
“ 61
35 66 84
0..,....4|0..‘.I‘L’;,O....,‘.l..,....‘,‘....,. ‘.‘.,.... 400000
miz--> 30 90 100
Abundance
94 300000
200000
79
Sub 50 45
100000
61
0 35 50 66 ol -
R T e ——
miz--> 30 90 100 Time--> 2.70 2.80 2.90
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Abundance Scan 89 (3.598 min): BJ000755.D\data.ms (-86) (-) #3
79 % DMMP
Concen: 2.66 ug/mL
RT: 3.598 min Scan# 89Ul
Ref 50 109 Delta R.T. 0.001 min I o :
Lab File:  BJ000762.D  \SUSHCNEEER
4|7 63 1T4 Acq: 17 Apr 2012 17:11
| )
(O B et e e . - Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 19T lon: 79 Resp: 211349 APPROVEDg
Abundance Scan 89 (3.598 min): BJ000762.D\data.ms '33 ESE'O Lower Upper —
79
109 22.8 24 .6 64 .6#
Raw 5q
47 Abundance
63 109 3.598
0 39 ‘\ m 55 ‘ ‘ ! 86 1(\)1 ‘ 1?4 100000
miz-> 30 40 50 60 70 80 90 100 110 120 130 80000
Abundance
» 94 60000
Sub 40000
50
47
o 109 20000
o3 55 101 124
mz-> 30 40 50 60 70 80 90 100 110 120 130 Mime->  3.50 3.60 3.70 3.80 3.90
Abundance Scan 188 (5.007 min): BJ000755.D\data.ms (-182) (-) #4
97 DIMP
Concen: 1.95 ug/mL
123 RT: 5.007 min Scan# 188
Ref 50 Delta R.T. 0.001 min
29 Lab File: BJ000762.D
43 Acq: 17 Apr 2012 17:11
0 1 1 5|9 139 165
iz 3 a0 % 66 70,80 9 100 110 130 130 140 150 1o 170 | TOT lon: 97 Resp: 539581
Abundance Scan 188 (5.007 min): BJ000762.D\data.ms lon Ratio Lower Upper
97 97 100
123 123 70.3 41.1 81.1
43 16.5 0.0 36.9
Raw o 41 6.9 0.0 28.2
Abundance
43 79 5[b07
oL L D aso 165 | 100000
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 80000
Abundance
97
60000
123
Sub 40000
50
N 79 20000 \
0 59 139 165 0 N\
TWWWWWTWWWWWWWWWWWWW T T TT T T TT T T 1T
mz-> 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 Time--> 480 500  5.20 '
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Abundance Scan 97 (3.712 min): BJ000755.D\data.ms (-94) (-) #5
46 1,4-Oxathiane
Concen: 4_.31 ug/mL
RT: 3.755 min Scan# 10{USnEGIE
Ref 50 Delta R.T. 0.043 min EAG _
61 104 Lab File: BJ000762.D  \SUSHCNEEEs
‘ 24 Acq: 17 Apr 2012 17:11
O.q.?§."|h..'“ .”,.!L,.Eg,.”.,.”.,.u. Tgt lon: 46 Resp: 479664 el EUEIE
miz--> 30 40 50 60 70 80 90 100 110 . - APPROVED
Abundance Scan 100 (3.755 min): BJ000762.D\data.ms lon Ratio Lower Upper
46 46 100 AHPatel
61 33.7 13.9 53.9 4/21/2012 4:18:14 AM
104 32.5 14.6 54.6
Raw g
61 104 Abundance
400000 155
0 39 \“\ 55 H ‘\ 86 94
T T [T [T T T e T e
mz--> 30 80 90 100 110 300000
Abundance
46
200000
Sub
50
61 104 100000
74
35 86 94 \
s LA, T
miz--> 30 80 90 100 110 Time--> 3.60 3.70 3.80 3.90 4.00
Abundance Scan 260 (6.031 min): BJ000755.D\data.ms (-253) (-:g #6
136 Naphthalene-d8
Concen: 2.00 ug/mL
RT: 6.032 min Scan# 260
Ref 50 Delta R.T. 0.000 min
Lab File: BJ000762.D
Acq: 17 Apr 2012 17:11
w0 B3 88 g gy 100'® | P
O e eyt et e SO A0 L 18l e
miz-> 30 40 50 60 70 80 90 100 110 120 130 140 gt lon:1 esp:-
Abundance Scan 260 (6.032 min): BJ000762.D\data. ms lon Ratio Lower Upper
136 136 100
68 4.8 0.0 25.1
Raw g
Abundance
61
45 108
o 38 > 68 78 91 wop ] 122 il 300000
RN I € RS c AR
mz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
136 200000
Sub
50 100000
61
45 108
miz--> 30 40 50 60 70 80 90 100 110 120 130 140 Time-> 5.80 6.00 6.20
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Abundance Scan 201 (5.192 min): BJ000755.D\data.ms (-192) (-) #H7
120 1,4-Dithiane
Concen: 4.74 ug/mL
46 RT: 5.192 min Scan# 20[LSUnERIE
Ref 50 61 Delta R.T. 0.000 min EAG _
Lab File: BJ000762.D  \SUSHClEEEt
92 Acq: 17 Apr 2012 17:11
0..,.??.“..h,§?.“| ..... ?.. Bk }?? ..... I - - Manual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 19T lon: 46 Resp:  407615EESmAEEvi
Abundance Scan 201 (5.192 min): BJ000762.D\data. ms lon Ratio Lower Upper
120 46 100 AHPatel
61 87.4 61.1 101.1 4/21/2012 4:18:14 AM
120 223.4 152.3 192.3#
Raw 5o %
Abundance
92 250000
39 ‘\ s3 ||| T g5 1
OIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII 200000
m/z--> 30 50 60 70 80 90 100 110 120 130
Abundance
120 150000
5.192
100000
Sub % /
50000
92 |
. 39 || 53 3 g 105 o N, ]
miz--> 30 40 50 60 70 8 90 100 110 120 130 ime--> 500 520 540
Abundance Scan 254 (5.946 min): BJ000755.D\data.ms (-244) (-) #8
oL Thiodiglycol
45 Concen: 37.35 ug/mL
RT: 5.932 min Scan# 253
Ref 50 104 Delta R.T. -0.014 min
91 Lab File: BJ000762.D
‘ Acq: 17 Apr 2012 17:11
b Mgl o2 L2 _ _
miz-> 30 40 50 60 70 8 90 100 110 120 130 19T lon: 61 Resp: 3052509
Abundance Scan 253 (5.932 min): BJ000762.D\data.ms lon Ratio Lower Upper
6l 61 100
45 45 72.6 53.3 93.3
47 29.1 9.3 49.3
Raw 50 104
o1 Abundance
‘ 500000
o35 s 6070 83 122
miz--> 30 50 60 70 80 90 100 110 120 130 | 400000
Abundance
61 300000
45
200000
Sub 50 104
91 100000
ol 35 53 69 ° 83 122
miz--> 30 50 60 70 80 90 100 110 120 130 [Time--> 580 600  6.20
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Abundance Scan 281 (6.330 min): BJ000755.D\data.ms (-273) (-) #9
135 Benzothiazole
Concen: 9.82 ug/mL
RT: 6.331 min Scan# 28[LSUnEN
Ref 50 Delta R.T. 0.000 min EAG _
108 Lab File:  BJ000762.D ggggfga;gg'e'd
69 o Acq: 17 Apr 2012 17:11
oL 37 45 58, | © 91 g9 ! Manual Intearat
AR ALY RSARS RS RAARS RRARS RN LARAE UM LS LRSS BARS - - anual Integrations
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 | 19T 10n:135 Resp: 3386941 B
Abundance Scan 281 (6.331 min): BJ000762.D\data. ms lon Ratio Lower Upper
135 135 100 AHPatel
108 27.9 9.9 49.9 4/21/2012 4:18:14 AM
69 11.1 0.0 32.5
Raw 5q
108 Abundance
69 800000
82
e VN il N N
mz--> 30 40 50 60 70 80 90 100 110 120 130 140 600000
Abundance
135
400000
Sub
50
200000
108
oL 39 50 58 82 91 g9
WTWWWWWWWWW L N I N N N BN B N B M
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140  [Time--> 620 640  6.60
Abundance Scan 334 (7.085 min): BJ000755.D\data.ms (-326) (-) #10
P9 Tripropylphosphate
Concen: 0.38 ug/mL
RT: 7.085 min Scan# 334
Ref 50 Delta R.T. 0.000 min
141 Lab File: BJ000762.D
123 Acq: 17 Apr 2012 17:11
43 o 1] 153 183 a p
ol 5465 & |7y Wy UT185 | 195 200 _ :
miz-—> 40 60 80 100 120 140 160 180 200 Tgt lon: 99 Resp: 171492
Abundance Scan 334 (7.085 min): BJ000762.D\data. ms lon Ratio Lower Upper
99 99 100
141 22 .4 19.1 28.7
183 7.1 6.2 9.2
Raw g
Abundance
4 141
123
‘ 61 g 1}1 | 153 1?3 40000
N N
miz--> 40 60 80 100 120 140 160 180 200
Abundance 30000
99
20000
Sub
50
141 10000
43 123
183
o 65 81 m 153 )
e B ——
mz--> 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: 9.21 ug/mL
RT: 6.587 min Scan# 29EIIUNENT
Ref 50 143 Delta R.T. 0.000 min EiNA _
Lab File: BJ000762.D  \SUSHClEEEt
Acq: 17 Apr 2012 17:11
o Tgt lon:158 Resp: 21565458 EIECRIEEIEIEIS
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9 p: APPROVED
Abundance Scan 299 (6.587 min): BJ000762.D\data.ms lon Ratio Lower Upper
158 158 100 AHPatel
143 47 .9 28.9 68.9 4/21/2012 4:18:14 AM
108 28.2 8.9 48.9
Raw g, 143 45 7.4 0.0 27.0
Abundance
108 500000 6687
125
574654638 g 9 T |
O prrrrpreer et T T e e e T T 400000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
158 300000
200000
Sub 143
100000
112 125
o, 36 50 65 7> g5 99 0
AN LN R L N L R R R L AN RN RRRRE RRR N N e e s s s
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160  [Time--> 640 6.60 6.80 '
Abundance Scan 352 (7.341 min): BJ000755.D\data.ms (-343) (-) #12
2 2-Bromothioanisole
Concen: 3.45 ug/mL
RT: 7.327 min Scan# 351
Ref 50 Delta R.T. -0.014 min
Lab File: BJ000762.D
45 77 Acq: 17 Apr 2012 17:11
63
89
0 . .
miz--> 40 60 80 100 120 140 160 180 200 Tgt lon:204 Resp: 301392
Abundance Scan 351 (7.327 min): BJ000762.D\data.ms lon Ratio Lower Upper
108 02 | 204 100
202 104.5 82.0 122.0
108 121.4 34.9 T4 _.9#
Raw g
45 Abundance
69 169 100000
122
sg, | %2 158 “ 187 7.327
0! HI\‘I |9|3| | ol ‘\ 135 : . \h ~ 80000
miz--> 40 60 80 100 120 140 160 180
Abundance
108 202 60000
40000
Sub
50
45 20000
69 122 169
e | 82 o 156 187
R 1 0 1 - .0 | W/ e
miz--> 40 60 80 100 120 140 160 180 200  [Time--> 720 740  7.60
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Abundance Scan 398 (7.995 min): BJ000755.D\data.ms (-389) (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 11.72 ug/mL m
RT: 7.996 min Scan# 39EIIUNENT
Ref 50 174 Delta R.T. 0.001 min E?A%S el
Lab File: BJ000762.D ientsampleld -
Acq: 17 Apr 2012 17:11 |HEEEsHESE
04
Tgt lon:159 Resp: 1430661
m/z--> 40 60 80 100 120 140 160 180 _ APPROVED
Abundance Scan 398 (7.996 min): BJ000762.D\data.ms lon Ratio Lower Upper
159 159 100
174 32.2 27.3 67.3
108 4.8 0.0 28.2
Raw 5, 174 50 15.0 0.0 36.4
131 Abundance
111
0 38 | ‘\ 6 ! \“ \‘\\121“ “ 1‘\13 1L ! 300000
miz--> 40 ' ' 120 140 160 180
Abundance
159 200000
Sub
50 174 100000
131
50 & 111
38 63 g7 9 121 143 \
OIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIII
miz--> 40 60 80 100 120 140 160 180 Mime-> 780 800 820 8.40
Abundance Scan 412 (8.195 min): BJ000755.D\data.ms (-405) (-) #14
11 p-Chlorophenylmethylsulfone
Concen: 9.59 ug/mL
RT: 8.195 min Scan# 412
Ref 50 75 127 Delta R.T. 0.000 min
175 Lab File: BJ000762.D
50 9% ‘ ‘ 190 | Acq: 17 Apr 2012 17:11
el g hw L _ _
miz--> 40 60 80 100 120 140 160 180 Tgt lon:111 Resp: 1750841
Abundance Scan 412 (8.195 min): BJ000762.D\data.ms lon Ratio Lower Upper
111 111 100
75 38.6 20.1 60.1
127 39.3 18.5 58.5
Raw g, 190 21.8 0.0 39.5
75 127 175 /Abundance
50 99 190 500000 8.195
M O V=N (N
miz--> 40 60 80 100 120 140 160 180 400000
Abundance
111 300000
sub , 200000
75 127
175 100000
50 o 190
o B e s s |
miz--> 40 60 80 100 120 140 160 180 Time--> 800 820 840 '
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Quantitation Report (QT Reviewed)

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

Data File : BJ000762.D

Acq On 17 Apr 2012 17:11

Operator :© HLM

Sample : PB62359BSD

Misc = WATER BNA_J HLM

ALS Vial : 11 Sample Multiplier: 1 ,
Manual Integrations

Quant Time: Apr 21 04:56:35 2012 APPROVED

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

Quant Title CWA degredation products by GCMS

QLast Update ; Tue Apr 17 17:06:28 2012
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 4.737 152 319500 2.00 ug/mL 0.00

6) Naphthalene-d8 6.032 136 1259868 2.00 ug/mL 0.00
System Monitoring Compounds

10) Tripropylphosphate 7.085 99 171492 0.38 ug/mL 0.00

Spiked Amount 0.500 Range 70 - 130 Recovery = 76 .00%

12) 2-Bromothioanisole 7.327 204 301392 3.45 ug/mL -0.01

Spiked Amount 5.000 Range 70 - 130 Recovery = 69 . 00%#
Target Compounds Qvalue

2) Dimethyl Disulfide 2.815 94 515578m 4.24 ug/mL

3) DMMP 3.598 79 211349 2.66 ug/mL# 71

4) DIMP 5.007 97 539581 1.95 ug/mL 91

5) 1,4-Oxathiane 3.755 46 479664 4_.31 ug/mL 98

7) 1,4-Dithiane 5.192 46 407615 4.74 ug/mL# 73

8) Thiodiglycol 5.932 61 3052509 37.35 ug/mL 99

9) Benzothiazole 6.331 135 3386941 9.82 ug/mL 96
11) p-Chlorophenylmethylsu. .. 6.587 158 2156545 9.21 ug/mL 99
13) p-Chlorophenylmethylsu. .. 7.996 159 1430661m 11.72 ug/mL

14) p-Chlorophenylmethylsu. .. 8.195 111 1750841 9.59 ug/mL 97

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