Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX036969.D

Acqg On : 14 Aug 2023 17:00

Operator : JC/MD

Sample : 03985-04

Misc : 5.0mL/MSVOA_X/WATER PNNL-APM2-0811-2

ALS Vvial : 17 Sample Multiplier: 1

Quant Time: Aug 15 01:30:11 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

QLast Update : Fri Jul 21 12:14:12 2023

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.556 168 116535 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.763 114 216315 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 208411 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 95145 50.000 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 84354 48.921 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  97.840%

35) Dibromofluoromethane 5.385 113 70137 47.172 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 94.340%

50) Toluene-d8 8.647 98 259903 49.293 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery =  98.580%

62) 4-Bromofluorobenzene 11.079 95 103447 52.002 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 104.000%

Target Compounds Qvalue

8) Diethyl Ether 2.136 74 997 1.171 ug/1 64
16) Acetone 2.380 43 22833 31.911 ug/1 # 88
20) Methylene Chloride 2.788 84 12005 7.544 ug/l 90
25) 2-Butanone 4.568 43 7173 6.179 ug/1 96
37) Ethyl Acetate 4.727 43 3028 1.207 ug/l 95
43) Isopropyl Acetate 6.342 43 124086 28.739 ug/l # 94

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX081423\
Data File : VX036969.D

Acqg On : 14 Aug 2023 17:00

Operator : JC/MD

Sample : 03985-04

Misc ¢ 5.0mL/MSVOA_X/WATER PNNL-APM2-0811-2

ALS vial : 17 Sample Multiplier: 1

Quant Time: Aug 15 01:30:11 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X072123W.M
Quant Title : SW846 8260

QLast Update : Fri Jul 21 12:14:12 2023

Response via : Initial Calibration

Abundance TIC: VX036969.D\data.ms
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Abundance Scan 732 (5.550 min): VX036603.D\data.ms (-72 #1

168.0 pentafluorobenzene

Concen: 50.000 ug/1l

99.0 RT: 5.556 min Scan# 7/ G E
Ref 50 Delta R.T. ©0.006 min MSVOA_X
Lab File: VX036969.D [SlLERISEIIAE0
Acq: 14 Aug 2023 17:00 [ENNEZNHNPEURNE

75.0 118 Ol37 0
0\3\7\.‘0\\\\“\i\“\.w\‘\\‘\w\H\H‘.MH‘\‘\‘H‘\ | T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 116535

Abundance  Scan 733 (5.556 min): VX036969.D\datams ~ 1N Ratio Lower Upper
168.0 168 100

99 62.3 56.6 85.0

99.0
Raw 50
Abundance
11801370 40000 5.856
75.0 .
\3\7\.‘0\ \5\6\'?\ “\“\w i \‘\‘i T T \“ i \“ T }‘\ T ‘\ T
m/z--> 40 60 80 100 120 140 160 30000
Abundance Scan 733 (5.556 min): VX036969.D\data.ms (-68
168.0
20000
sub 99.0
u
50 10000
137.0
75.0 118.0
G‘?’?"O"Sﬁ'?‘1“““}1””“‘1‘H““mu‘_MW L e L e
m/z--> 40 60 80 100 120 140 160 Time--> 5.40 5.50 5.60 5.70

Abundance Scan 172 (2.136 min): VX036603.D\data.ms (-16 #8

59.1 Diethyl Ether
Concen: 1.171 ug/1
RT: 2.136 min Scan# 172
Ref 50 Delta R.T. -0.000 min
Lab File:  VX036969.D
41 Acq: 14 Aug 2023 17:00
ol 79930 8o 1443
m/z--> 40 60 80 100 120 140 Tgt Ion: 74 Resp: 997
Abundance  Scan 172 (2.136 min): VX036969.D\datams 1o Ratio Lower Upper
44.0 74 100
45 68.9 53.3 159.8
74.1
Raw 50
Abundance
2.136
91.1
0! \\‘\w\\‘\‘\“‘\\‘\\‘\\\\‘\\\\‘\\\\‘ 600
m/z--> 40 60 80 100 120 140
Abundance Scan 172 (2.136 min): VX036969.D\data.ms (-12
530 400
Sub
50 200
42. 7.9
0‘H\“"H}HH\‘H‘HMHw‘”w‘”w GH\HH\HH
m/z--> 40 60 80 100 120 140 Time--> 210 215
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Abundance Scan 214 (2.392 min): VX036603.D\data.ms (-20 #16

43.0 Acetone
Concen: 31.911 ug/1
RT: 2.380 min Scan# 21EdllEies
Ref 50 Delta R.T. -0.012 min |US\CLA
58.0 Lab File: VX036969.D [SlLERISEIIAE0
Acq: 14 Aug 2023 17:00 [ENNEZNHNPEURNE
0 \‘H\‘i“‘liH‘\\H’\\\\7(‘).\9\\\‘\\\\9(’)-\9\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 I8t Ion: 43 Resp: = 22833
Abundance  Scan 212 (2.380 min): VX036969.D\data.ms 10N Ratio Lower Upper
43.0 43 100
58 33.7 21.9 32.9#
Raw 50
58.0 Abundance
2.380
0 \‘H\‘\”i‘“H‘\\H"\\H‘HH‘HH’HH‘H 10000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 212 (2.380 min): VX036969.D\data.ms (-16
43.0
Sub 5000
u
50
58.0
0 ""‘m1‘“"‘“,““‘H“““‘,“““‘ 0 I N
m/z--> 30 40 50 60 70 80 90 100 Time-> 2.30 2.40 2.50

Abundance Scan 279 (2.788 min): VX036603.D\data.ms (-26 #20

49.0 83.9 Methylene Chloride
' Concen: 7.544 ug/1
RT: 2.788 min Scan#t 279
Ref 50 Delta R.T. -0.000 min
Lab File: VX036969.D
Acq: 14 Aug 2023 17:00
37.0 ‘
0\‘Hi‘\‘\HHHH’HH’HH‘\“\‘\‘\9\5\'(\)‘\\\\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 84 Resp: 12005
Abundance  Scan 279 (2.788 min): VX036969.D\datams 100 Ratio Lower Upper
49.0 84.0 84 100
49 112.6 103.6 155.4
51 35.7 33.8 50.6
Raw 5o 86 63.4 49.4 74.0
Abundance
6000 2.788
70 Il es ||
0\‘H‘H‘MH‘HH’HH"HH‘\ TTTT T T T
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 279 (2.788 min): VX036969.D\data.ms (-23 4000
49.0 84.0
Sub
50 2000
370 08 |
0 e e e e e e
miz--> 30 40 50 60 70 80 90 100 Time-> 270 2.80 2.90
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Abundance Scan 570 (4.562 min): VX036603.D\data.ms (-55 #25

43.0 2-Butanone
Concen: 6.179 ug/l
RT: 4.568 min Scan#t S|EIieinglEgies
Ref 50 Delta R.T. ©0.006 min MSVOA_X
72.0 Lab File: VX036969.D [SlLERISEIIAE0
570 Acq: 14 Aug 2023 17:00 [ENNEZNHNPEURNE
0 ‘HH‘HH’\‘\ H\H\‘.\H\‘\H\‘HH‘\\H‘\H\iHH‘\.\H‘HH‘
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 Tgt Ion: 43 Resp: 7173
Abundance  Scan 571 (4.568 min): VX036969.D\datams 19" Ratlo Lower Upper
43.1 75.0 43 100
72 26.1 19.4 29.2
Raw 50
Abundance
4568
H 57.1 2000
0 ‘HH‘HH‘"\“\ \‘\1\\‘\H\‘H‘\‘\“HH‘HH‘\H‘\ \“H\‘HH‘HH‘
miz--> 30 35 40 45 50 55 60 65 70 75 80 85
Abundance Scan 571 (4.568 min): VX036969.D\data.ms (-52 1500
43.0 75.0
1000
Sub
50
500
57.1
Oty 1‘_mww“umwwh e O
miz--> 30 35 40 45 50 55 60 65 70 75 80 85  Time-> 450 4.60 4.70

Abundance Scan 798 (5.952 min): VX036603.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 48.921 ug/1
RT: 5.958 min Scan# 799
Ref 50 51.0 Delta R.T. ©0.006 min
’ 102.0 Lab File: VX036969.D
’ Acq: 14 Aug 2023 17:00
70 1l |
G\‘\H\‘\\\‘\‘\H\“Hi\‘HH‘H'H‘HH‘H‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 84354
Abundance  Scan 799 (5.958 min): VX036969.D\datams 10N Ratio  Lower Upper
65.0 65 100
67 51.4 0.0 100.2
Raw 50
51.0 Abundance
102.0 30000 5.958
0\‘\3\3\.(‘)\\\‘\“\‘H\“\‘\i\“\\\\‘8\4\‘-9‘\\\\‘111\‘\\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX036969.D\data.ms (-74 20000
65.0
Sub
50 10000
51.0
102.0
70 Lm0 |
e = SN R Eee
miz--> 30 40 50 60 70 80 90 100 110 Time-> 5.805.906.006.10
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Abundance Scan 931 (6.763 min): VX036603.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.763 min Scan# 9lglSidtipl=lgies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX@836969.D [(GICEHIEEIel(EI(6H:
63.0 88.0 Acq: 14 Aug 2023 17:00 PNNL-APM2-0811-2
370 900 | 780 |
0 \‘\\\\‘\\\\‘\\\\‘w}\}‘i\}\\‘\\\\‘\\‘\\‘\\\\‘\ \\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 216315
Abundance  Scan 931 (6.763 min): VX036969.D\data.ms 10" Ratio Lower Upper
114.0 114 100
63 20.7 0.0 45.0
88 16.7 0.0 36.6
Raw 50
Abundance
63.0 6.7163
88.0
80000
0 \‘\3\\7\?\\\5\0}\0\\‘\“}‘}\}“‘7\?\(\)‘\\\!‘\\\\‘\\\\‘\ ‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 60000
Abundance Scan 931 (6.763 min): VX036969.D\data.ms (-88
114.0
40000
Sub
50
20000
63.0 88.0
NI LN
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90

Abundance Scan 705 (5.385 mln) VX036603.D\data.ms (-69 #35
97. Dibromofluoromethane

Concen: 47.172 ug/1

RT: 5.385 min Scan# 705

Ref 50 61.0 Delta R.T. -0.000 min
Lab File: VX036969.D
18.9 1919 Acq: 14 Aug 2023 17:00
G‘??B"ww‘”U‘WWJ”‘“W“W‘}ﬁzg”‘\”w‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 70137
Abundance  Scan 705 (5.385 min): VX036969.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 1e3.4 82.9 124.3
192 18.4 13.3 19.9
Raw 50
Abundance
78.9 191.9 5.385
0Hf‘ﬁ%""HU"""‘;““““‘1“5?‘5“”_‘\‘\“ 20000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 705 (5.385 min): VX036969.D\data.ms (-65 15000
110.9
10000
Sub
50
5000
78.9 191.9
| 1598 | 0
O e e RN R R AR AR
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 595 (4.715 min): VX036603.D\data.ms (-58 #37

43.0 Ethyl Acetate
Concen: 1.207 ug/l
RT: 4.727 min Scan# S{UgSiigtll=ples
Ref 50 Delta R.T. ©0.012 min MSVOA_X
Lab File: VX036969.D [SlLERISEIIAE0
| 61‘.0 70.0 650 Acq: 14 Aug 2023 17:00 ENNENGINPRVERREY
o HH“MH S
m/z—-> 30 40 50 60 70 8 90 100 Tgt Ion: 43 Resp: 3028
Abundance  Scan 597 (4.727 min): VX036969.D\datams 100 Ratio Lower Upper
43.0 43 100
61 11.1 10.6 16.0
70 8.5 8.3 12.5
Raw 50
Abundance
61.0 70,0 4.re?
0 HH““"\"H\‘HHMHWmew” 800
miz—> 30 40 50 60 70 80 90 100
Abundance Scan 597 (4.727 min): VX036969.D\data.ms (-54 600
43.0
400
Sub 50
200
61.0 70.0
0 ""\‘H"\"H\“H‘l“”w‘”w‘”w” 0 [ A B R
miz—> 30 40 50 60 70 80 90 100 Time-> 470 4.80

Abundance Scan 862 (6.342 min): VX036603.D\data.ms (-85 #43

43.0 Isopropyl Acetate

Concen: 28.739 ug/1

RT: 6.342 min Scan# 862

Ref 50 Delta R.T. -0.000 min
610 Lab File: VX@36969.D
| ‘ 87‘.0 Acq: 14 Aug 2023 17:00
0 T \\\\‘ \‘}‘\\ \\\\‘ TTTT TTTT TT T TTTT \.\ T 1
miz--> 36 45 55 6‘0 7‘0 8b gb 160 " Tgt Ton: 43 Resp: 124086
Abundance  Scan 862 (6.342 min): VX036969.D\datams 100 Ratio Lower Upper
43.1 43 100

61 21.3 15.2 22.8
87 15.4 9.8 14.6#

Raw 50
Abundance
61.0 870 6.342
0 \‘\\\\‘i‘\‘“\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\.\\\‘\ 40000
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 862 (6.342 min): VX036969.D\data.ms (-81 30000
43.1
20000
Sub
50
10000
61.0 87.0
0 \‘HH“MW\‘\H\“\\H‘HH‘HH‘HH‘\'H\‘\ T T T T T T T T
m/z--> 30 40 50 60 70 80 90 100 Time--> 6.206.30 6.40 6.50
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Abundance Scan 1240 (8.647 min): VX036603.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 49,293 ug/1l
RT: 8.647 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX@836969.D [(GICEHIEEIel(EI(6H:
420 540 701 Acq: 14 Aug 2023 17:00 ENNEAEIPECED
0\‘\\\\i\‘\\\‘i}l\\‘\}1\“\\\\8‘2\9\\‘\\\“‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 259903
Abundance Scan 1240 (8.647 min): VX036969.D\datams 10N Ratlo Lower Upper
98.1 98 100
100 66.5 53.1 79.7
Raw 50
Abundance
8.647
42.1 540 70.1 150000
Joo | 821 1l
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1240 (8.647 min): VX036969.D\data.ms (-1 100000
0d.1
Sub
50 50000
421 549 701
0 ‘_m;“HJ‘H‘W;M‘m‘s‘z“l‘wm [N O
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70
Abundance Scan 1639 (11.079 min): VX036603.D\data.ms (- #62
93.0 4-Bromofluorobenzene
174.0 Concen: 52.002 ug/1l
RT: 11.079 min Scan# 1639
Ref 50 75.0 Delta R.T. -0.000 min
Lab File: VX@36969.D
50.0 Acq: 14 Aug 2023 17:00
0 T \ ‘ T \“\ \‘ ‘m\ U \‘}“‘\‘\ H“ ‘ T \]_\]-\6‘\9\ \1\4‘1\(\)\ T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 103447
Abundance Scan 1639 (11.079 min): VX036969.D\datams 10N Ratio  Lower Upper
95.0 95 100
174  74.4 0.0 135.6
140 176 71.6 0.0 131.0
75.0
Raw 50
Abundance
50.0 80000]  11.p79
oo Ly 1189 1028 |
miz--> 40 60 80 100 120 140 160 180 60000
Abundance Scan 1639 (11.079 min): VX036969.D\data.ms (-
95.0
1740 40000
Sub 75.0
50 20000
50.0
ob ool 189 1010 [ et
miz--> 4 60 80 100 120 140 160 180 Time-->  11.00 11.10 11.20
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Abundance Scan 1471 (10.055 min): VX036603.D\data.ms (- #63

11y.0 Chlorobenzene-d5

Concen: 50.000 ug/1l

82.0 RT: 10.055 min Scan#t 14gigiipl=gles
Ref 50 Delta R.T. -0.000 min [US\IeJEDS
540 Lab File: VX@836969.D [(GICEHIEEIel(EI(6H:
H Acq: 14 Aug 2023 17:00 [ENNEZNHNPEURNE

Qi 99.0 i

490
L1y

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 208411

Abundance Scan 1471 (10.055 min): VX036969.D\datams 10N Ratio Lower Upper
117.0 117 100

82 55.5 46.2 69.4

o

821 119 32.3 25.5 38.3
Raw 50
Abundance
54.0 150000 10.p55
0 \‘\\\4}(‘?\‘]\-\\‘HH‘\H\‘HM"\‘H\‘\\9\\9’\0\\\‘\\\1‘\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX036969.D\data.ms (- 100000
117.0
Sub 82.1
50 50000
54.0
G 40M0 H 670 Lyl 990 | 1
e e T T
m/z--> 30 40 50 60 70 80 90 100 110120 Time--> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX036603.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 12.024 min Scan# 1794
Ref 50 115.0 Delta R.T. -0.000 min

78.0 Lab File: VX036969.D
‘ ‘ Acq: 14 Aug 2023 17:00
Ol— \“} T ‘\“\‘\ ‘”i”\ \“‘ ‘ T \ \ T Tt ‘ I \3\3\ T ‘\“\ T
miz--> 40 60 100 120 140 160 18t Ion:152 Resp: 95145

Abundance Scan 1794(12.024m|n). VX036969.D\data.ms 10N Ratio Lower Upper
150.0 152 100

115 63.7 43.3 129.9
150 156.0 0.0 345.0

Raw gg
78.0 1150 Abundance
52.0
Owww‘i\\‘!‘\ 9581318 100000

miz--> 40 60 80 100 120 140 160 80000 12424
Abundance Scan 1794 (12.024 min): VX036969.D\data.ms (-
15p.0 60000
Sub 40000
50 115.0
5o 780 20000
Ol 0958 | 1318 o S
miz--> 40 60 80 100 120 140 160 Time--> 12.00 12.10
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