Quantitation Report (Not Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45567.D

Acqg On : 05 Nov 2021 18:29

Operator : SY/MD

Sample : M4475-03

Misc : 5.04g/10.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Time: Nov 05 18:57:36 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
Quant Title : SW846 8260

QLast Update : Fri Nov 05 13:35:16 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.369 168 135107 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.247 114 262074 50.000 ug/l 0.00
63) Chlorobenzene-d5 9.423 117 268610 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 11.816 152 143717 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.700 65 113699 56.193 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 112.380%

35) Dibromofluoromethane 5.289 113 84900 48.522 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  97.040%

50) Toluene-d8 7.899 98 339043 52.110 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 104.220%

62) 4-Bromofluorobenzene 10.639 95 139108 53.318 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 106.640%

Target Compounds Qvalue

3) Chloromethane 1.514 50 415 0.207 ug/l 88

5) Bromomethane 1.822 94 771 0.708 ug/1 98
10) Methyl Iodide 2.700 142 670 0.340 ug/l # 83
11) Tert butyl alcohol 3.179 59 638 1.593 ug/1 # 72
16) Acetone 2.646 43 775 0.752 ug/l 94
20) Methylene Chloride 3.031 84 772 0.431 ug/l 98
29) Tetrahydrofuran 5.073 42 1322 1.513 ug/l1 # 83
31) Cyclohexane 5.369 56 3117 1.056 ug/l # 1
36) 1,1-Dichloropropene 5.369 75 12188 4.769 ug/l # 50
38) Carbon Tetrachloride 5.372 117 14485 5.622 ug/l # 17
41) Methacrylonitrile 5.070 41 600 0.387 ug/l # 39
43) Isopropyl Acetate 5.970 43 2557 0.570 ug/1 # 59
51) 4-Methyl-2-Pentanone 7.899 43 1319 0.445 ug/l # 1
59) 2-Hexanone 8.716 43 160 7.595 ug/l # 21
76) 1,2,3-Trichloropropane 10.639 75 74223 17.030 ug/l # 43
81) trans-1,4-Dichloro-2-b... 10.639 75 74223 55.443 ug/l # 12
95) Naphthalene 14.089 128 630 1.082 ug/l # 69

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45567.D

Acqg On : 05 Nov 2021 18:29

Operator : SY/MD

Sample : M4475-03

Misc : 5.04g/10.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 24 Sample Multiplier: 1

Quant Time: Nov @5 18:57:36 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U110521W.M
Quant Title : SW846 8260

QLast Update : Fri Nov 05 13:35:16 2021

Response via : Initial Calibration
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Abundance Scan 1255 (5.375 min): VU045552.D\data.ms (-1 #1
168.1 pentafluorobenzene
Concen: 50.000 ug/1l

56.1 RT:  5.369 min Scan# 1[QE{dUIEl]es
Ref 50 84.0 Delta R.T. -0.006 min [US\/eL\(]
Lab File: VU@45567.D [(CUEISEIellEIl0f
‘ 1180370 Acq: 05 Nov 2021 18:29 LI
0\\\“‘\\‘\”\“\‘1 “H\‘\\‘\“\\\\“ H“‘}‘H“\H
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 135107

Abundance Scan 1253 (5.369 min): VU045567.D\datams 100 Ratio Lower Upper
168.1 168 100

99 63.7 51.0 76.6

99.0
Raw 50
Abundance
137.0 5.369
550 750 11807 60000
0\3\5\‘9\\\‘\“\” “ H}‘\\‘\w\\\\”‘ \\\‘\1‘\\‘\ ‘\\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1253 (5.369 min): VU045567.D\data.ms (-1 40000
168.1
99.0
Sub
50 20000
118 0137'0
0‘35?‘§ﬁp ””‘HMJH;‘H‘M}“L‘l““M‘ 0% T
m/z--> 40 60 80 100 120 140 160 Time--> 530 5.40

Abundance Scan 57 (1.523 min): VU045552.D\data.ms (-48) #3

50.0 Chloromethane
Concen: 0.207 ug/l
RT: 1.514 min Scan# 54
Ref 50 Delta R.T. -0.010 min
Lab File: Vue45567.D
Acq: 05 Nov 2021 18:29
0 H‘M‘H?ﬁgww‘w‘hl“H\H‘W‘H‘M‘H\H‘
m/z--> 30 35 40 45 50 55 60 65 70 Tgt Ion: 5@ Resp: 415
Abundance  Scan 54 (1.514 min): VU045567.D\datams 100 Ratio Lower Upper
44.0 50 100
52 26.8 26.6 40.0
Raw 50
Abundance
1.514
49.9 64‘-0
O 300
m/z--> 30 35 40 45 50 55 60 65 70
Abundance Scan 54 (1.514 min): VU045567.D\data.ms (-1) (
64.0 200
Sub 49.9
50 100
0 R R N A R 0\““\““\““\“‘
miz--> 30 35 40 45 50 55 60 65 70 Time--> 1.48 1.50 1.52 1.54
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Abundance Scan 158 (1.848 min): VU045552.D\data.ms (-14 #5

94.0 Bromomethane
Concen: 0.708 ug/l
RT: 1.822 min Scan#t 1{gSiiiglEhies
Ref 50 Delta R.T. -0.026 min MS_VO/-\_U
Lab File: VU@45567.D [(CUEISEIellEIl0f
78.9 Acq: 05 Nov 2021 18:29 EEIZ
0‘\\\\‘\\4(\5.\9‘\\\\‘HH’HH““MH‘M\M\‘H\
miz—> 30 40 50 60 70 80 90 100 18t Ion: 94 Resp: 771
Abundance  Scan 150 (1.822 min): VU045567.D\datams ~ 10 Ratlo Lower Upper
44.0 63.0 94 100
96 96.2 75.4 113.2
Raw 50
93.9 Abundance
78.1 1692
0‘\\\\“‘\ ‘\\‘\\\\‘\‘\\\’\\\‘\M“‘\\\\“\‘\‘\\‘\\\ 600
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 150 (1.822 min): VU045567.D\data.ms (-6&
45.0 63.0 400
sub 93.9 200
78.1 A
Ll \‘\H LUl 0

G‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\ \\\‘\\\\‘\\\\‘\\\\‘\
miz—> 30 40 50 60 70 80 90 100 Time-> 1.80 1.82 1.84

Abundance Scan 431 (2.726 min): VU045552.D\data.ms (-41 #10
1420 Methyl Iodide

Concen: 0.340 ug/l
RT: 2.700 min Scan#t 423
Ref 50 126.9 Delta R.T. -0.026 min

Lab File: VUe45567.D

Acq: 05 Nov 2021 18:29

63.4
0‘\H"\HH\HH““‘\“\\\H“\\\

m/z--> 40 60 80 100 120 140 Tgt Ion:142 Resp: 670

Abundance  Scan 423 (2.700 min): VU045567.D\data.ms 10N Ratio Lower Upper
141.9 142 100

127 33.7 32.2 48.2

43.9 141 0.0 11.3 16.9%
Raw 50
126.9 Abundance
2/r00
400
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140
Abundance Scan 423 (2.700 min): VU045567.D\data.ms (-32 300
141.9
200
Sub
50
126.9 100
R T SRS B e
m/z--> 40 60 80 100 120 140  Time--> 2.65 2.70
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Abundance Scan 570 (3.173 min): VU045552.D\data.ms (-55 #11

59.0 Tert butyl alcohol
Concen: 1.593 ug/l
RT: 3.179 min Scan# S| glERies
Ref 50 Delta R.T. ©.007 min  |US\CLEU
410 Lab File: VU@45567.D [SlEEHISEIIAE
: Acq: 05 Nov 2021 18:29 EEIZ
0 \\‘\\H‘Hili!}‘\\‘\?ﬂ;q\“\‘\ i\H\‘\\H‘HH‘HH‘HH‘\-\H‘HH‘H\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 18t Ion: 59 Resp: 638
Abundance  Scan 572 (3.179 min): VU045567.D\datams ~ 10N Ratlo Lower Upper
89.0 59 100
57 0.0 8.3 12.5#
59.0
Raw 59 44.0
Abundance
3.479
300
0 \\‘\\H‘HH‘\\\\‘\\H‘\\\\‘H\\‘\H\‘HH‘HH‘HH‘HH‘\H ‘HH‘H\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance Scan 572 (3.179 min): VU045567.D\data.ms (-47 200
89.0
59.0
Sub 50 100
39.8
O hrrrrerprres ek e ——
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time--> 315 3.20
Abundance Scan 399 (2.623 min): VU045552.D\data.ms (-37 #16
3.0 Acetone
Concen: 0.752 ug/l
RT: 2.646 min Scan#t 406
Ref 50 Delta R.T. ©0.023 min
58.0 Lab File: VU@45567.D
Acq: 05 Nov 2021 18:29
0 Hw\\\\ﬁ?‘ﬂ“l i‘\\\\‘5\]-\'\9\‘\\\\‘\\\\‘\\\\
m/z--> 30 35 40 45 50 55 60 65 Tgt Ion: 43 Resp: 775
Abundance  Scan 406 (2.646 min): VU045567.D\datams 100 Ratio Lower Upper
42.9 43 100
58 29.4 26.2 39.2
Raw 50
58.0 Abundance
‘ ‘ 2.646
0\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 300
miz--> 30 35 40 45 50 55 60 65
Abundance Scan 406 (2.646 min): VU045567.D\data.ms (-3C
42.9 200
Sub
50 100
58.0
L —— e
miz--> 30 35 40 45 50 55 60 65  Time-> 2.60 265 270
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Abundance Scan 531 (3.047 min): VU045552.D\data.ms (-51 #20
44

0 84.0 Methylene Chloride
Concen: 0.431 ug/l
RT: 3.031 min Scan# SISt glERies
Ref 50 Delta R.T. -0.016 min |US\eLEU
Lab File: VU@45567.D [SlEEHISEIIAE
Acq: 05 Nov 2021 18:29 EEIZ
0 \H‘H\ﬁﬁ.\\g‘“\\‘\‘\\ iHH‘HH‘HH‘HH‘\\H‘HH‘H‘\ “Hl\‘\\\\‘\\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 18t Ion: 84 Resp: 772
Abundance  Scan 526 (3.031 min): VU045567.D\datams ~ 10N Ratlo Lower Upper
49.0 83.9 84 100
' 49 118.5 96.4 144.6
51  38.3 30.5 45.7
Raw gg 8 60.7 50.3 75.5
Abundance
600
3.031
0 \H‘HH‘HH‘HH‘H\ ‘HH‘HH‘HH‘HH‘\\H‘HH‘\H ‘HH‘HH‘H
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance Scan 526 (3.031 min): VU045567.D\data.ms (-4% 400
49.0 83.9
Sub
50 200
e SRS SEASILESSESSS RS SRS O
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time--> 3.00 3.05
Abundance Scan 1153 (5.047 min): VU045552.D\data.ms (-1 #29
42.0 Tetrahydrofuran
Concen: 1.513 ug/1
RT: 5.073 min Scan# 1161
Ref 50 72.1 Delta R.T. ©.026 min
Lab File: VU@45567.D
Acq: 05 Nov 2021 18:29
ol s w2
H‘HH‘HH‘\ H‘HH‘HH‘HH’HH‘\\H‘\H\‘HH‘HH‘HH‘HH . .
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 18t Ion: 42 Resp: 1322
Abundance Scan 1161 (5.073 min): VU045567.D\data.ms 10" Ratio Lower Upper
42.0 42 100
72 36.2 38.2 57.4#
71 33.8 35.4 53.2#
Raw 50
71.0 Abundance
‘ ‘ 600 5.073
0 H‘HH‘\H‘\‘\ H‘HH‘HH‘HH’HH‘\H\‘\H\‘HH‘HH‘HH‘HH
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance Scan 1161 (5.073 min): VU045567.D\data.ms (-1 400
42.0
Sub
50 200
71.0
O ey e e e e e e O
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90  Time--> 5.05 5.10
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Abundance Scan 1260 (5.391 min): VU045552.D\data.ms (-1 #31

56.1  84.0 Cyclohexane
Concen: 1.056 ug/l
168.1 RT: 5.369 min Scan# 1lgEigbll=ples
Ref 50 Delta R.T. -0.022 min [US\eXEU
Lab File: VU@45567.D [(CUEISEIellEIl0f
1370 Acq: @5 Nov 2021 18:29 S
36 118.0-°/
0 “ \“1‘\“\‘{‘\‘\ \‘\ T \“ T \“ T N\ T .
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 56 Resp: 3117
Abundance Scan 1253 (5.369 min): VU045567.D\datams ~ 10N Ratlo Lower Upper
168.1 56 100
69 201.3 26.4 39.6#
99.0 84 162.4 68.4 102.6#
Raw 50
Abundance
137.0
550 750 118.0 ‘ 2500
0 \3\5\.‘9\ T \‘i"‘\ “\“\w i \‘\w T \H‘ mmm T 1‘\ T ‘\\
miz--> 40 60 80 100 120 140 160 2000
Abundance Scan 1253 (5.369 min): VU045567.D\data.ms (-1
168.1 1500
99.0
Sub 1000
50
500
75.0 118 0137'0
G‘35"?”5?(?‘1““;‘}1“”“‘;”””‘.1”“_1”_ L e
miz--> 40 60 80 100 120 140 160 Time-> 5.30 5.35 5.40

Abundance Scan 1357 (5.703 min): VU045552.D\data.ms (-1 #33

63.0 1,2-Dichloroethane-d4
Concen: 56.193 ug/1
RT: 5.700 min Scan# 1356
Ref 50 51.0 Delta R.T. -0.003 min
102.0 Lab File: VUe45567.D
’ Acq: 05 Nov 2021 18:29
0 \‘\%?;g“\‘\\‘\“\‘H\“\‘\i\“\\H‘H'H‘HH‘M‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 113699
Abundance Scan 1356 (5.700 min): VU045567.D\datams ~ 10N Ratlo Lower Upper
65.0 65 100
67 52.5 0.0 105.8
Raw 50
51.0 Abundance
102.0 50000 5.7100
0 \‘\3\§\'9‘\\\‘\“\‘H\“\‘\i\“\\H‘H.H‘HH‘MM‘H
m/z--> 30 40 50 60 70 80 90 100 110 40000
Abundance Scan 1356 (5.700 min): VU045567.D\data.ms (-1
63.0 30000
Sub 0 20000
510 10000
102.0
w9 | e |
e T Rt e e
miz--> 30 40 50 60 70 80 90 100 110 Time-> 5.60 5.70 5.80
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Abundance Scan 1528 (6.253 min): VU045552.D\data.ms (-1 #34

114.1 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.247 min Scan# 1{EdllEgies
Ref 50 Delta R.T. -0.006 min |US\CLEU
Lab File: VU@45567.D [SlEEHISEIIAE
63.0 SB02A
88.0 Acq: 05 Nov 2021 18:29
50.0 75.0
0 \‘\3\\7\(‘)\\\\“\\\‘\“}}\}‘i\“\\‘\\\!‘\1‘\\‘\\\\‘\ ‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 262074
Abundance Scan 1526 (6.247 min): VU045567.D\datams ~ 10N Ratlo Lower Upper
114.1 114 100
63 22.9 0.0 45.6
88 16.8 0.0 33.8
Raw 50
Abundance
63.0 88.0 6.247
0 \‘\:\3\7\?\\\5\0“\()\\‘\“}‘}\}‘i??\\o‘\\\!‘\1‘\\‘\\\\‘\ ‘\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 100000
Abundance Scan 1526 (6.247 min): VU045567.D\data.ms (-1
114.1
Sub 50000
50
63.0 88.0
o 31050 L0 SN
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.20 6.30

Abundance Scan 1229 (5.292 min): VU045552.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 48.522 ug/1l

RT: 5.289 min Scan# 1228

Ref 50 Delta R.T. -0.003 min
Lab File: VU®45567.D
78.9 ‘ 1919 Acq: @5 Nov 2021 18:29
0 \?\’6\‘9\\ TT “\ TT \U\ \H\H\“ TT } \“ TTTT ‘ T \]\-é“g\.g\\ T ‘ T \‘\‘\ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 84900
Abundance Scan 1228 (5.289 min): VU045567.D\data.ms Ion Ratio Lower Upper
110.9 113 100

111 102.2 82.8 124.2
192 17.6 14.8 22.2

Raw gg
Abundance
80.9 191.9 5.289
ol 44.0 [y | 1509 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 30000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1228 (5.289 min): VU045567.D\data.ms (-1
1199 20000
Sub
50 10000
80.9 191.9
oh 40 L 00 N
miz--> 40 60 80 100 120 140 160 180 Time—> 520 530 5.40
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Abundance Scan 1303 (5.530 min): VU045552.D\data.ms (-1 #36
73.0 116.9 1,1-Dichloropropene
Concen: 4.769 ug/l
RT: 5.369 min Scan# 1gEtigl=ies
Ref 50{ 39.0 Delta R.T. -0.161 min [IS\e/ W
Lab File: VU@45567.D [(GICHIEEIelEI(CH:
Acq: 05 Nov 2021 18:29 EEIZ
0 96.9 ||l
- \\\‘\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 75 Resp: 12188
Abundance Scan 1253 (5.369 min): VU045567.D\datams ~ 100 Ratlo Lower Upper
168.1 75 100
110 8.7 16.7 50.0#
99.0 77 0.0 25.0 37.4#
Raw 50
Abundance
75.0 11807210 N
0\3\5\‘9\\5\5‘\?\” “H}‘\\‘\w\\\\”‘.\\\“\1‘\\‘\‘\\
miz--> 40 60 80 100 120 140 160 2000
Abundance Scan 1253 (5.369 min): VU045567.D\data.ms (-1
168.1
99.0
Sub 2000
50
11802370
0‘35?‘§ﬁp ””‘HMJH;‘H‘M}“L‘N““M‘ AR EEEEEE T
miz--> 40 60 80 100 120 140 160 Time-->  5.30 5.35 5.40
Abundance Scan 1303 (5.530 min): VU045552.D\data.ms (-1 #38
73.0 116.9 Carbon Tetrachloride
Concen: 5.622 ug/1l
RT: 5.372 min Scan# 1254
Ref 50 Delta R.T. -0.157 min
39.0 Lab File: VU®@45567.D
Acq: 05 Nov 2021 18:29
ol sas L1l
\\\‘\\\\‘\\ \\\‘\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 40 60 80 100 120 140 160 Tgt Ion:117 Resp: 14485
Abundance Scan 1254 (5.372 min): VU045567.D\datams 100 Ratio  Lower Upper
168.1 117 100
119 6.5 77.4 116.0#
99.0 121 0.0 24.8 37.2#
Raw 50
Abundance
137.0 5.872
550 75 118.0 ‘
0\3\5‘9\\\‘\“ H“H}‘\\‘\w\\\\H‘}\\\‘\l‘\\‘\‘\\ 6000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1254 (5.372 min): VU045567.D\data.ms (-1
168.1 4000
99.0
Sub
50 2000
75.0 118 0137'0
olasass0 Iy L U |y
miz--> 40 60 80 100 120 140 160 Time--> 5.30 5.35 5.40 5.45
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Abundance Scan 1129 (4.970 min): VU045552.D\data.ms (-1 #41

41.0 Methacrylonitrile
67.0 129.9 Concen: 0.387 ug/l
' RT: 5.070 min Scan# 1{QSIa0ll=lis
Ref 50 Delta R.T. ©0.100 min MSVOA_U
92.9 Lab File: VU@45567.D [(CUEISEIellEIl0f
‘ ‘ ‘ ‘ Acq: 05 Nov 2021 18:29 EEIZ
OH\H‘\“HH“\!\}‘“““‘M““Hl‘ll‘s"g‘ W
m/z--> 40 60 80 100 120 Tgt Ion: 41 Resp: 600
Abundance Scan 1160 (5.070 min): VU045567.D\datams 10" Ratio Lower Upper
42.0 41 100
39 35.5 43.4 65.0#
67 0.0 61.0 91.4#
Raw gg 720 52 0.0 23.4 35.0#
Abundance
5.070
H ‘ 250
Oty
m/z-—-> 40 60 80 100 120 200
Abundance Scan 1160 (5.070 min): VU045567.D\data.ms (-1
43.0 150
Sub 100
50 72.0
50
0 G“‘\““\“‘
m/z--> 40 60 80 100 120 Time--> 505 5.10
Abundance Scan 1422 (5.912 min): VU045552.D\data.ms (-1 #43
43.0 Isopropyl Acetate
Concen: 0.570 ug/l
RT: 5.970 min Scan# 1440
Ref 50 Delta R.T. ©.058 min
610 Lab File: VU@45567.D
| ‘ 87‘.0 Acq: 05 Nov 2021 18:29
o) SNSRI PSS R S 20
miz--> 3‘0 io 5‘0 6‘0 7’0 8b gb 160 ' Tgt Ion: 43 Resp: 2557
Abundance Scan 1440 (5.970 min): VU045567.D\data.ms 10" Ratio Lower Upper
71.0 43 100
43.0 61 0.0 16.9 25.3#
87 0.0 11.0 16.4#
Raw 50
Abundance
56.0 86.0 1000 5.870
0 ‘\““H‘M“\“‘!‘\‘“‘!““\““\““\““\
m/z--> 30 40 50 60 70 80 90 100 800
Abundance Scan 1440 (5.970 min): VU045567.D\data.ms (-1
71.0 600
43.0
Sub 400
50
200
56.0 86.0
0 \H‘\“\r\\\\ RARARERRNNARBARE
m/z--> 30 40 50 60 70 80 90 100 Time--> 5.90 5.95 6.00 6.05
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Abundance Scan 2040 (7.899 min): VU045552.D\data.ms (-z #50

98.1 Toluene-d8
Concen: 52.110 ug/1
RT: 7.899 min Scan# 2([EidllEpies
Ref 50 Delta R.T. ©.000 min  [US\CXEU
Lab File: VU@45567.D [SlEEHISEIIAE
420 540 701 Acq: 05 Nov 2021 18:29 SEIZA
0\‘\\\\i!\\}i\‘li\‘\}1\“\\\\8‘2\-\()\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 339043
Abundance Scan 2040 (7.899 min): VU045567.D\datams ~ 10N Ratlo Lower Upper
98.1 98 100
100 66.2 52.5 78.7
Raw 50
Abundance
7.899
42.0 54.0 70.1
0 Lt 821
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\ 150000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 2040 (7.899 min): VU045567.D\data.ms (-1
98.1 100000
Sub
50 50000
42.0 54.0 70.1
0 WHqmu“l;W;M‘m‘8‘2"‘1‘“‘0“““”“‘ e
miz--> 30 40 50 60 70 80 90 100 Time-> 7.80 7.90 8.00

Abundance Scan 2007 (7.793 min): VU045552.D\data.ms (-1 #51

43.0 4-Methyl-2-Pentanone
Concen: 0.445 ug/1
RT: 7.899 min Scan#t 2040
Ref 50 58.0 Delta R.T. ©0.106 min
Lab File: vue45567.D
851 1001 Acq: ©5 Nov 2021 18:29
0 \‘\H\‘i‘\‘iu‘H‘\\“H\‘\7‘2\.\0\\’\\‘\\’\\H“HH‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 1319
Abundance Scan 2040 (7.899 min): VU045567.D\datams ~ 10N Ratlo Lower Upper
9g.1 43 100
58 220.2 33.8 50.8#
Raw 50
Abundance
420 540 701
0 \‘\H\i\M\‘Hli\‘\11\l\\\\8’2\.\1\\’\\‘\““\\\\‘\ 1500
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 2040 (7.899 min): VU045567.D\data.ms (-1
08.1 1000
: .89
Sub 50 500
42.0 540 70.1
0 wmm‘uulluwl‘lmﬁzﬁl“,m [ MR R R
miz--> 30 40 50 60 70 80 90 100 Time->  7.85 7.90
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Abundance Scan 2284 (8.684 min): VU045552.D\data.ms (-2 #59

43.0 2-Hexanone
Concen: 7.595 ug/l
58.0 RT: 8.716 min Scan# 21l Eies
Ref 50 Delta R.T. ©0.032 min MS_VO/-\_U
Lab File: VU@45567.D [SlEEHISEIIAE
. PP S502A
| ‘ ‘ 71"0 851 10‘0.1 Acq: 05 Nov 2021 18:29
0\‘\\\\‘1{\\‘\\‘\\"\\\\’\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 160
Abundance Scan 2294 (8.716 min): VU045567.D\datams 10N Ratio Lower Upper
3.9 43 100
58 0.0 29.5 88.6#
Raw 50
Abundance
(716
0\‘\\\\‘\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 100
Abundance Scan 2294 (8.716 min): VU045567.D\data.ms (-2
43.0
50
Sub
50
O T O
m/z--> 30 40 50 60 70 80 90 100 Time--> 8.68 870 8.72
Abundance Scan 2890 (10.632 min): VU045552.D\data.ms (- #62
93.0 4-Bromofluorobenzene
1740  Concen:  53.318 ug/l
75.0 RT: 10.639 min Scan# 2892
Ref 50 Delta R.T. ©0.007 min
Lab File: VU@45567.D
50.0 Acq: ©5 Nov 2021 18:29
G T \H“ T \“‘\ \‘ ‘H‘\ U \“1 “‘ T w ”M ‘ T \l\]_\e‘\g\ \1\4‘0\\9\ T ‘ TT \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 139168
Abundance Scan 2892 (10.639 min): VU045567.D\data.ms 100 Ratio Lower Upper
95.0 95 100
a0 | Te e o6 138.2
75.0 : ) )
Raw 50
Abundance
50.0 80000 10.639
0 118.9 140.9 I
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 60000
Abundance Scan 2892 (10.639 min): VU045567.D\data.ms (-
95.0
174.0 40000
Sub 75.0
50 20000
50.0
0 118.9 140.9 I 0
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 Time--> 10.60  10.70
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Abundance Scan 2513 (9.420 min): VU045552.D\data.ms (-2 #63

117.1 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT:  9.423 min Scan# 2{[EEGIs
Ref 50 Delta R.T. 0.003 min MSVOA U
540 Lab File: VU@45567.D [(CUEISEIellEIl0f
H Acq: 05 Nov 2021 18:29 EEIZ

4?0

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 268610

Abundance Scan 2514 (9.423 min): VU045567.D\datams 10N Ratio Lower Upper
117.1 117 100

82 59.7 47.8 71.8

o

82.1 119 31.6 25.8 38.8
Raw 50
Abundance
54.0 9.423
40.0 ‘
0\‘\\\}}}H\‘!H\‘\H\’\\1}“\‘H\‘\\9\\9‘(\)\\\‘\\\\“\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120 100000
Abundance Scan 2514 (9.423 min): VU045567.D\data.ms (-2
117.1
Sub 82.1 50000
50
54.0
0 00 | ool w0 | D
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 9.40 9.50

Abundance Scan 3257 (11.812 min): VU045552.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 11.816 min Scan# 3258
Ref 50 115.0 Delta R.T. ©.003 min
500 780 Lab File:  VU@45567.D
Acqg: 05 Nov 2021 18:29
OM 2959, 1330
m/z--> 40 60 80 100 120 140 160 I8t Ion:152 Resp: 143717
Abundance Scan 3258 (11.816 min): VU045567.D\data.ms 10N Ratio  Lower Upper
150. 152 100

115 61.5 2.7 128.1
150 155.1 0.0 346.8

0.0
Raw gg
520 78.0 1150 Abundance
‘ ‘ 95.9 131.9
0\\\‘}\\‘\‘\‘ THTT “‘H\“\\\‘\\\‘1“\\\\‘\\‘

miz--> 40 60 80 100 120 140 160 100000 111816
Abundance Scan 3258 (11.816 min): VU045567.D\data.ms (-
150.0

Sub 50000

50 115.0

520 780

0 99 || 1319 A

miz--> 40 60 80 100 120 140 160 Time--> 11.80
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Abundance Scan 2950 (10.825 min): VU045552.D\data.ms (- #76

78.0 1,2,3-Trichloropropane
Concen: 17.030 ug/l
RT: 10.639 min Scan#t 2{gEigil=lies

Ref 50 110.0 Delta R.T. -0.186 min [IS\e/ W
39.0 Lab File: Vue45567.D |[CUCINEEIEEICE
‘ ‘ ‘ Acq: 05 Nov 2021 18:29 EEIZ
0\\\‘\\\\‘“‘\\\\‘\\\\H‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 80 100 120 140 160 180 Tgt Ion: 75 Resp: 74223

Abundance Scan 2892 (10.639 mm): VU045567.D\datams 10N Ratio Lower Upper

95, 75 100
174.0 77 1.2 17.1 51.3#
Raw 50
Abundance
10.639
o 118.9 140.9 | 40000
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\

miz--> 100 120 140 160 180
Abundance Scan 2892 (10 639 mm) VU045567.D\data.ms (- 30000

95.
174.0 20000
Sub
50
10000
118.9 140.9 | 0
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\

miz--> 100 120 140 160 180 Time--> 10.60  10.70

o

Abundance Scan 2864 (10. 549 min): VU045552.D\data.ms (- #81

53.0 88.0 trans-1,4-Dichloro-2-butene
Concen: 55.443 ug/1
RT: 10.639 min Scan# 2892
Ref 50 Delta R.T. ©.090 min
Lab File: VUe45567.D
Acq: 05 Nov 2021 18:29
O' \‘Hl\\‘\‘\“\\‘\\\%‘2\4.\.(\)\‘\\\\‘\\\\‘\
m/z--> 40 80 100 120 140 160 180 I8t Ion: 75 Resp: = 74223
Abundance Scan 2892 (10.639 min): VU045567.D\data.ms 10N Ratlo Lower Upper
95.0 75 100
174.0 53 0.0 76.2 114.4#
89 0.0 34.0 51.0#
Raw 50
Abundance
10.639
0 el M‘\ 118.9 140.9 I 40000
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 120 140 160 180
Abundance Scan 2892 (10.639 min): VU045567.D\data.ms (- 30000
95.0
174.0 20000
Sub
50
10000
0 TR \\‘\ 11891409 L G
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
miz--> 80 100 120 140 160 180 Time--> 1060  10.70
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Abundance Scan 3964 (14.086 min): VU045552.D\data.ms (- #95

128.1  Naphthalene
Concen: 1.082 ug/l
RT: 14.089 min Scan#t 3{gSigiinlcllee
Ref 50 Delta R.T. ©.003 min  [SVCLWL
Lab File: VU@45567.D [SlEEHISEIIAE
. . SB02A
51.0 740 102.1 Acq: 05 Nov 2021 18:29
0+ \3\7.“0\ \“\ T “” T \“1“‘\88\.(\)\““\ I \‘H\ T
m/z--> 40 60 80 100 120 Tgt Ion:}28 RESpZ 630
Abundance Scan 3965 (14.089 min): VU045567.D\data.ms 10" Ratio Lower Upper
43.9 1281 128 100
' 127 0.0 10.6 15.8#
129 0.0 8.6 13.0#
Raw 50
Abundance
14(
G\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\ 300
m/z--> 40 60 80 100 120
Abundance Scan 3965 (14.089 min): VU045567.D\data.ms (-
Sub
50 100
43.9
0 0 —
miz--> 40 60 80 100 120 Time--> 14.10
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