Quantitation Report (QT Reviewed)

Thu Jun 28 10:45:59 2012
Initial Calibration

QLast Update
Response via

Data Path : Z:\HPCHEM1\BNA_J\data\BJ062712\

Data File : BJ000980.D

Acq On > 27 Jun 2012 20:34

Operator : HLM

Sample : PB63957BS

Misc : WATER BNA_J HLM

ALS Vial : 24 Sample Multiplier: 1 _
Manual Integrations

Quant Time: Jul 02 07:23:12 2012 APHROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ060812.M AHPatel

Quant Title : CWA degredation products by GCMS

IAbundance TIC: BJ000980.D\data.ms
1.2e+07

1.15e+07
1.1e+07
1.05e+07
le+07
9500000
9000000
8500000
8000000
7500000
7000000
6500000
6000000
5500000
5000000
4500000
4000000
3500000
3000000
2500000
2000000
1500000
1000000

500000 k\“A\__J‘J\J

0 L e e e L o o e LA A e B e L B e o e e e L i e i o o s o LA B e e s s B

Time-->  2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 9.50 10.00 10.50

BJ060812_.M Mon Jul 02 07:23:14 2012 Page: 2



IAbundance Scan 167 (4.713 min): BJ000930.D\data.ms (-162) (-) #1
150 1,4-Dichlorobenzene-d4
Concen: 2.00 ug/mL
RT: 4.678 min Scan# 16[UEnEhiE
Ref 50 Delta R.T. -0.006 min & _
Lab File:  BJ000980.D  \SUSHCOlEER
Acq: 27 Jun 2012 20:34
0 Tgt lon:152 Resp: 186069 Manual Integrations
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 - - APPROVED
Abundance Scan 165 (4.678 min): BJ000980.D\data. ms lon Ratio Lower Upper
150 152 100 AHPatel
115 53.6 29.6 69.6 7/10/2012 1:25:56 AM
Raw g
115 IAbundance
43 o 78
oL, 35 ‘ 61 | 87 99 \ I 80000
m/z--> 30 4'0 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance 60000
150
40000
Sub
50
115 20000
52 78
0 40 62 87 99 >~
RN RN N R B N N LR R R R LN R RN R T T T T T T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 [Time--> 460 470 480
Abundance Scan 21 (2.635 min): BJ000930.D\data.ms (-17) (-) #2
9 Dimethyl Disulfide
Concen: 2.89 ug/mL m
RT: 2.729 min Scan# 28
Ref 50 79 Delta R.T. 0.165 min
45 Lab File: BJO00980.D
64 Acq: 27 Jun 2012 20:34
o 35 l,51 57 | | " b
m/z--> 30 40 50 60 70 80 90 100 Tgt lon: 94 Resp: 182543
Abundance Scan 28 (2.729 min): BJ000980.D\data.ms fon Ratio Lower Upper
o4 94 100
45 24.9 55.3 95.3#
43 79 39.0 37.3 77.3
Raw g
79 IAbundance
2[729
‘ 58 g4 84 100000
O\H\\ T
m/z--> 30 40 70 80 90 100 80000
IAbundance
94 60000
Sub 40000 1
50 79
5 20000
64 L
o+ttt 0 ,A‘/ T
m/z--> 30 40 50 60 70 80 90 100 Time--> 2.60 2.80  3.00
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IAbundance Scan 87 (3.575 min): BJ000930.D\data.ms (-84) (-) #3
79 g4 DMMP
Concen: 2.02 ug/mL
RT: 3.583 min Scan# 88|WEIyENL:
Ref 50 109 Delta R.T. 0.037 min e :
Lab File:  BJ000980.D  \SUSHCAlEEl
T e 124 | Acq: 27 Jun 2012 20:34
0..“..Aﬁ.hL,.”.,J ...... L .?ﬁ,.'”,...q...q.l..“. - - Manual Integrations
vz~ 30 40 50 60 70 8 90 100 110 120 130 19t Bon: 79 Resp:  139825FGetaaiviig
Abundance Scan 88 (3.583 min): BJ000980.D\data. ms lon Ratio Lower Upper
43 79 9 79 100 AHPatel
94 97.3 84.5 124.5 7/10/2012 1:25:56 AM
109 36.7 23.4 63.4
Raw g
109 IAbundance
3.583
101 124
0..,.??.uw.u:ﬁ...ﬂ,j...,..n. .Fﬁ L N
m/z--> 30 80 90 100 110 120 130
IAbundance
79 %4 40000
Sub 5
109 20000
a
124
29 101
Ol e e e e | e
m/z--> 30 50 60 80 90 100 110 120 130 [Time->  3.50 3.60 3.70 3.80
IAbundance Scan 186 (4.984 min): BJ000930.D\data.ms (-179) (-) #4
97 DIMP
123 Concen: 4_.39 ug/mL
RT: 4_.977 min Scan# 186
Ref 50 Delta R.T. 0.023 min
Lab File: BJO00980.D
9 Acg: 27 Jun 2012 20:34
43 139
o 59 g9 3 165
e 30 4 50 80 7 80 90 100 140 120 130 140 150 160 106 | TOt lon: 97 Resp: 698016
IAbundance Scan 186 (4.977 min): BJ000980.D\data.ms lon Ratio Lower Upper
97 97 100
123 64.7 45.3 85.3
123 43 35.0 0.0 35.5
Raw g, 41 9.5 0.0 27.9
43 lAbundance
79
ol % 6 ‘\ 199150 165 | 150000
e e e e e e ey
m/z—-> 30 40 50 60 70 80 90 100 110120 130 140 150 160 170
IAbundance
97 100000
123
Sub
50 50000
79
43
o 59 g9 139 165 0
m/z—-> 30 40 50 60 70 80 90 100 110120 130 140 150 160 170 [Time—>
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IAbundance Scan 95 (3.688 min): BJ000930.D\data.ms (-92) (-) #5
46 1,4-Oxathiane
Concen: 5.16 ug/mL
RT: 3.696 min Scan# 96UECInEYI
Ref 50 Delta R.T. 0.037 min EAG _
61 104 Lab File: BJ000980.D gggg;;%@p'e'd-
‘ 74 Acq: 27 Jun 2012 20:34
O.q.?§qhn|h..um...q.!!q.§§q...q..”,..u Tat lon: 46 Resp: 320887 LGUlERGIERENE
m/z--> 30 40 50 60 70 80 90 100 110 9 - p: APPROVED
IAbundance Scan 96 (3.696 min): BJ000980.D\data.ms lon Ratio Lower Upper
46 46 100 AHPatel
61 36.0 15.3 55.3 7/10/2012 1:25:56 AM
104 104 65.5 38.4 78.4
Raw g
61 lAbundance
3.696
‘ 24 300000
39 ‘ 55 86 94 |
O L. 55 MJ.... e | 250000
m/z--> 30 40 50 60 80 90 100 110
IAbundance 200000
46
150000
104
Sub
50 100000
61 50000
74 |
35 86 94 |
O e | e
m/z--> 30 80 90 100 110 Time--> 3.60 3.70 3.80 3.90
IAbundance Scan 258 (6.008 min): BJ000930.D\data.ms (-250) (-:g #6
136 Naphthalene-d8
Concen: 2.00 ug/mL
RT: 5.974 min Scan# 256
Ref 50 Delta R.T. -0.006 min
Lab File: BJ0O00980.D
108 Acq: 27 Jun 2012 20:34
0 40 54 66 76 84 100" | 118 129
B L = L S . .
s> 30 40 50 60 70 80 90 100 110 120 130 140 | 19t 10n:136 Resp: 769963
IAbundance Scan 256 (5.974 min): BJ000980.D\data.ms lon Ratio Lower Upper
136 136 100
68 2.8 0.0 22.3
Raw g
45 61 lAbundance
104
o1 200000
o Bl P BB I8 84 L Ly 122
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance 150000
136
100000
Sub 5
45 61 50000
104
91
o 35 54 68 76 84 122 0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-->
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IAbundance Scan 199 (5.169 min): BJ000930.D\data.ms (-192) (-) #H7
20 1,4-Dithiane
Concen: 4_47 ug/mL
RT: 5.120 min Scan# 19{SUNER
Ref 50 % Delta R.T. -0.006 min e :
Lab File:  BJ000980.D  \SUSHCOlEER
‘ 92 105 Acq: 27 Jun 2012 20:34
Oy el §$A”..” 7?...??.' ...... L | . . Manual Integrations
Wz~ 30 40 50 60 70 8 90 100 110 120 130 19t lon: 46 Resp: 245166 Eaetaaiviig
Abundance Scan 196 (5.120 min): BJ000980.D\data. ms lon Ratio Lower Upper
120 46 100 AHPatel
61 73.0 50.6 90.6 7/10/2012 1:25:56 AM
46 120 181.3 131.1 171.1#
Raw g
61 lAbundance
92
150000
PR - <~ e N T
m/z--> 30 40 50 60 70 80 90 100 110 120 130
IAbundance
120 100000 5.120
46
Sub o1 50000 A
92 /
o 39 | 53 73 79 105 0 J
SN L UM 4. SRR UM B UMIMBS || M .
m/z--> 30 40 50 60 70 80 90 100 110 120 130 [Time > 500 520 540
IAbundance Scan 254 (5.951 min): BJ000930.D\data.ms (-246) (-) #8
g1 Thiodiglycol
45 Concen:  39.69 ug/mL
RT: 5.917 min Scan# 252
Ref 50 104 Delta R.T. -0.020 min
o1 Lab File:  BJ000980.D
‘ Acq: 27 Jun 2012 20:34
b Mhsedl e || ns2 i _ _
s> 30 40 50 60 70 80 90 100 110 120 130 140 Tgt lon: 61 Resp: 1856577
IAbundance Scan 252 (5.917 min): BJ000980.D\data.ms lon Ratio Lower Upper
61 61 100
45 45 77.8 55.5 95.5
47 31.3 10.4 50.4
Raw g, 104
91 lAbundance
s sl e 22 1| 0000
S, TPURNT P> BN PSS il S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance
61 200000
45
Sub
50 104 100000
91
o 35 54 75 g3 122 16 0
mmmwwmm |||||IIII|IIII|IIII
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140  [Time> 560 580 6.00 6.20
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IAbundance Scan 278 (6.293 min): BJ000930.D\data.ms (-270) (-) #9
3 Benzothiazole
Concen: 9.31 ug/mL
RT: 6.258 min Scan# 27UEUCINEYIE
Ref 50 Delta R.T. -0.006 min & _
108 Lab File: BJ000980.D gggg;;%fgp'e'd -
69 82 Acq: 27 Jun 2012 20:34
37 45 58 | 9|1 98 |
MR RAR S AR ARy LA LAy LEa s La ey Le sty ey e s s e - - Manual Integrations
T T I T 1 T 1 T | T T T
vz~ 30 40 50 60 70 80 90 100 110 120 130 140 | 19t 10n=135 Resp: 1970007 astaaiviig
IAbundance Scan 276 (6.258 min): BJ000980.D\data.ms lon Ratio Lower Upper
135 135 100 AHPatel
108 30.9 12.4 52._4 7/10/2012 1:25:56 AM
69 14.7 0.0 36.7
Raw g
108 lAbundance
500000 6.258
82
0I|III3‘;‘8II??I‘I;ISI8‘I“III Illl‘llllg‘?-llggllll‘llllIIII Ill‘l Trom 400000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
IAbundance
135 300000
Sub 200000
50
108 100000
69
L 38 5058 82 43 -
SRR N R RN LR RE R e LA N N S B B S o
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 [Time-> 6.00 620 6.40  6.60
IAbundance Scan 331 (7.047 min): BJ000930.D\data.ms (-323) (-) #10
9 Tripropylphosphate
Concen: 0.51 ug/mL
RT: 7.027 min Scan# 330
Ref 50 Delta R.T. 0.008 min
141 Lab File: BJ0O00980.D
43 111123 Acq: 27 Jun 2012 20:34
0 59 82 157 | 183565 183166 09
R e e . .
mz--> 40 60 80 100 120 140 160 180 200 Tgt lon: 99 Resp: 152167
IAbundance Scan 330 (7.027 min): BJ000980.D\data.ms lon Ratio Lower Upper
99 99 100
141 23.0 18.4 27.6
183 6.9 6.0 9.0
Raw g
43 lAbundance
141
123 40000
| 82 1117 ‘ 153 183
O e b M e
m/z--> 40 60 80 100 120 140 160 180 200 30000
IAbundance
99
20000
Sub
50
10000
41 123 ¥
o 65 81 m 153 183 ol
s B = I MMMMMIEENPISE L ]
m/z--> 40 60 80 100 120 140 160 180 200 Time-—> 6.80  7.00  7.20
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IAbundance Scan 296 (6.549 min): BJ000930.D\data.ms (-288) (- #11
138 p-Chlorophenylmethylsulfide
Concen: 8.67 ug/mL
143 RT: 6.514 min Scan# 29{UBUnERIE
Ref 50 Delta R.T. -0.006 min & _
Lab File:  BJ000980.D gggg;;%@p'e'd-
Acq: 27 Jun 2012 20:34
0! Tat lon:-158 Res 1151300 Manual Integrations
7> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9 - p: APPROVED
IAbundance Scan 294 (6.514 min): BJ000980.D\data.ms lon Ratio Lower Upper
158 158 100 AHPatel
143 52.9 31.9 71.9 7/10/2012 1:25:56 AM
108 38.6 15.8 55.8
Raw g, 143 45 13.5 0.0 29.2
108 IAbundance
i 300000 6.514
Ohrrr 38 e B e B e e et | 250000
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160
IAbundance 200000
158
150000
143
Sub 100000
108 50000
75 125
| s 45 e g5 99
BN LN R L N L R R R N RN AR RRRRE R N LI B B B B s e B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160  [Time--—> 640 660  6.80
IAbundance Scan 349 (7.303 min): BJ000930.D\data.ms (-339) (-) #12
2 2-Bromothioanisole
Concen: 4._.41 ug/mL
108 RT: 7.269 min Scan# 347
Ref 50 Delta R.T. -0.006 min
169 Lab File:  BJ000980.D
o...,.l.u-.??u..l i 93 e lss L _ _
m/z--> 40 60 80 100 120 140 160 180 200 Tgt lon:204 Resp: 231970
Abundance Scan 347 (7.269 min): BJ000980.D\data. ms lon Ratio Lower Upper
108 202 204 100
202 103.8 84.6 124.6
108 116.8 48.1 88.1#
Raw g
45 . 169 lAbundance
122 |
e | |82 156 “ 187 7/269
o TN A H\ 135 \h, .| 60000
m/z--> 40 60 80 100 120 140 160 180
IAbundance
108 202 40000
Sub
50 20000
45 169
69 122
82 156 187
0 58 93 145
e T ———
m/z--> 40 60 80 100 120 140 160 180 200  [Time> 7.00 7.0  7.40  7.60
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IAbundance Scan 396 (7.972 min): BJ000930.D\data.ms (-387) (-) #13
139 p-Chlorophenylmethylsulfoxide
Concen: 12.04 ug/mL m
RT: 7.952 min Scan# 39N
Ref 50 14 Delta R.T. 0.008 min  [NG& _
Lab File:  BJ000980.D  \SUSHCOlEEt
Acq: 27 Jun 2012 20:34
0 - - Manual Integrations
m/z--> 4 60 80 100 120 140 160 160 19T 10n:159 Resp:  975715FENeeiuig
IAbundance Scan 395 (7.952 min): BJ000980.D\data.ms lon Ratio Lower Upper
159 159 100 AHPatel
174 39.7 26.0 66.0 7/10/2012 1:25:56 AM
108 7.9 0.0 28.6
Raw 5, 174 50 15.3 0.0 37.3
131 lAbundance
111 ‘ 200000 7.952
0...|....|.. HII\\ “121“‘.1“1:3...“‘...‘”.
m/z--> 40 120 140 160 180 150000
IAbundance
159
100000
- %0 e 50000 A
- " 131 \
50 I\
L3 63 g5 99 191, 143 0 \
wz> 40 60 80 100 120 140 160 180 [Tme>  7.50 'é'oé' 1850 9.0
IAbundance Scan 410 (8.172 min): BJ000930.D\data.ms (-402) (-) #14
11 p-Chlorophenylmethylsulfone
Concen: 9.40 ug/mL m
RT: 8.151 min Scan# 409
Ref 50 127 Delta R.T. 0.008 min
™ 7 Lab File:  BJ000980.D
50 9% O | Acq: 27 Jun 2012 20:34
ol 38 63 | 85 139 159
miz--> 40 60 80 100 120 140 160 1g0 | 19t fon:111 Resp: 1053076
Abundance Scan 409 (8.151 min): BJ000980.D\data. ms lon Ratio Lower Upper
111 111 100
75 33.4 19.3 59.3
127 42 .0 18.4 58.4
Raw g o7 175 190 29.2 1.5 41.5
75 190 IAbundance
50 99
o3 | & & | | w19 | | 200000
m/z--> 40 60 80 160 120 140 160 180
IAbundance 150000
111
100000
Sub 50 127 175
75 190 50000
50 99
oL 38 63 | 8 142 159
m/z--> 40 60 8 100 120 140 160 180  [Time> 7.80 8.00 8.20 840 8.60
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Quantitation Report (QT Reviewed)

Data Path : Z:\HPCHEM1\BNA_J\data\BJ062712\

Data File : BJ000980.D

Acq On 27 Jun 2012 20:34

Operator :© HLM

Sample : PB63957BS

Misc = WATER BNA_J HLM

ALS Vial : 24 Sample Multiplier: 1 ,
Manual Integrations

Quant Time: Jul 02 07:23:12 2012 APPROVED

Quant Method : H:\VOL1\GCMSDATA\J\METHODS\BJ060812_M AHPatel

Quant Title CWA degredation products by GCMS

QLast Update - Thu Jun 28 10:45:59 2012
Response via : Initial Calibration

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

Internal Standards

1) 1,4-Dichlorobenzene-d4 4.678 152 186069 2.00 ug/mL 0.00

6) Naphthalene-d8 5.974 136 769963 2.00 ug/mL 0.00
System Monitoring Compounds

10) Tripropylphosphate 7.027 99 152167 0.51 ug/mL 0.00

Spiked Amount 0.500 Range 70 - 130 Recovery = 102.00%

12) 2-Bromothioanisole 7.269 204 231970 4.41 ug/mL 0.00

Spiked Amount 5.000 Range 70 - 130 Recovery = 88.20%
Target Compounds Qvalue

2) Dimethyl Disulfide 2.729 94 182543m 2.89 ug/mL

3) DMMP 3.583 79 139825 2.02 ug/mL 92

4) DIMP 4.977 97 698016 4_.39 ug/mL 91

5) 1,4-Oxathiane 3.696 46 320887 5.16 ug/mL 94

7) 1,4-Dithiane 5.120 46 245166 4_47 ug/mL# 83

8) Thiodiglycol 5.917 61 1856577 39.69 ug/mL 98

9) Benzothiazole 6.258 135 1970007 9.31 ug/mL 97
11) p-Chlorophenylmethylsu. .. 6.514 158 1151300 8.67 ug/mL 96
13) p-Chlorophenylmethylsu. .. 7.952 159 975715m 12.04 ug/mL

14) p-Chlorophenylmethylsu. .. 8.151 111 1053076m 9.40 ug/mL

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