Quantitation Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45568.D

Acqg On : 05 Nov 2021 18:52

Operator : SY/MD

Sample : M4475-04

Misc : 5.02g/10.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 25 Sample Multiplier: 1

Quant Time: Nov 05 19:09:20 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

Internal Standards

1) Pentafluorobenzene 5.372 168 139183 50
34) 1,4-Difluorobenzene 6.247 114 265880 50.
63) Chlorobenzene-d5 9.423 117 269625 50.
72) 1,4-Dichlorobenzene-d4 11.815 152 143071 50.

System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.700 65 115470 55.
Spiked Amount 50.000 Range 78 - 117 Recovery
35) Dibromofluoromethane 5.288 113 86957 48.
Spiked Amount 50.000 Range 75 - 124 Recovery
50) Toluene-d8 7.899 98 347143 52.
Spiked Amount 50.000 Range 92 - 112 Recovery
62) 4-Bromofluorobenzene 10.639 95 140856 53.
Spiked Amount 50.000 Range 83 - 123 Recovery

Target Compounds

5) Bromomethane 1.826 94 774 0
10) Methyl Iodide 2.697 142 500 %]
11) Tert butyl alcohol 3.179 59 531 1
16) Acetone 2.649 43 452 0
20) Methylene Chloride 3.031 84 721 %]
29) Tetrahydrofuran 5.073 42 1000 1
31) Cyclohexane 5.369 56 3338 1
36) 1,1-Dichloropropene 5.372 75 12500 4
38) Carbon Tetrachloride 5.372 117 15364 5
43) Isopropyl Acetate 5.970 43 2413 %]
51) 4-Methyl-2-Pentanone 7.896 43 1506 %]
59) 2-Hexanone 8.710 43 40 7
76) 1,2,3-Trichloropropane 10.639 75 74858 17
81) trans-1,4-Dichloro-2-b... 10.639 75 74858 56
95) Naphthalene 14.095 128 546 1

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

82U110521W.M Fri Nov ©5 19:09:28 2021

(Not Reviewed)

Units Dev(Min)

.000 ug/1 .00
000 ug/1 .00
000 ug/1 .00
000 ug/1 .00

397 ug/l1  ©.00

= 110.800%

986 ug/1l 0.00
= 97.980%

591 ug/1 0.00
= 105.180%

215 ug/1 0.00
= 106.440%

Qvalue

.690 ug/l 90
.246 ug/l # 77
.287 ug/l # 72
.426 ug/1 92
.391 ug/1 # 93
.111 ug/1 # 80
.098 ug/l # 1
.822 ug/l # 50
.878 ug/1 # 15
.530 ug/l1 # 59
.501 ug/l # 1
.550 ug/1 # 21
.253 ug/1 # 42
.131 ug/1 # 12
.075 ug/l # 69

signals summed
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Quantitation Report (Not Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU110521\
Data File : VU@45568.D

Acqg On : 05 Nov 2021 18:52

Operator : SY/MD

Sample : M4475-04

Misc : 5.02g/10.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS vial : 25 Sample Multiplier: 1

Quant Time: Nov 05 19:09:20 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

Abundance TIC: VU045568.D\data.ms
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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:  5.372 min Scan# 1[QE{d0IE]es
Ref 50 84.0 Delta R.T. -0.003 min [US\/e/\U!
Lab File: VU@45568.D [(GUEhISElellEll0f
‘ 1180370 Acq: @5 Nov 2021 18:52 HSIEIE
0\\\“‘\\‘\”\“\‘1 “H\‘\\‘\“\\\\“ H“‘}‘H“\H
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 139183

Abundance Scan 1254 (5.372 min): VU045568.D\datams 10N Ratio Lower Upper
168.1 168 100

99 64.8 51.0 76.6

99.0
Raw 50
Abundance
137.0 5.872
75.0 118.0 60000
\3\5\?\ \5\5\ “\ H “ H }‘\ \‘\‘i TTT \H‘ \\\“ T }‘\ T ‘\ ‘\\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1254 (5.372 min): VU045568.D\data.ms (-1 40000
168.1
99.0
Sub o 20000
75.0 118 0137'0
035?55? ] “"‘1“““1”””‘ H“M‘H_ L O
m/z--> 40 60 80 100 120 140 160 Time--> 530 5.40

Abundance Scan 158 (1.848 min): VU045552.D\data.ms (-14 #5

94.0 Bromomethane
Concen: 0.690 ug/l
RT: 1.826 min Scan# 151
Ref 50 Delta R.T. -0.022 min
Lab File: VUe45568.D
78.9 Acq: 05 Nov 2021 18:52
0‘\\\\‘\\4\6-\9‘\\\\‘\\\\‘\\\\“‘\\\\“‘\“\’\\\
miz—> 30 40 50 60 70 90 100  Tgt Ion: 94 Resp: 774
Abundance  Scan 151 (1.826 min): VU045568 D\datams 100 Ratio Lower Upper
45.0 63.0 94 100
96 84.3 75.4 113.2
Raw g0 93.9
Abundance
78.0 500 1.826
0‘\\\\‘ \\\‘\\\\‘\!\\‘\\\‘““\\\\“\‘\‘\\’\\\
m/z--> 30 70 80 90 100
Abundance Scan 151 (1.826 mm). VU045568.D\data.ms (-6 400
45.0 63.0
Sub
50 93.9 200
78.0
miz--> 30 70 80 90 100 Time--> 1.80 1.85
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Abundance Scan 431 (2.726 min): VU045552.D\data.ms (-41 #10

142.0  Methyl Iodide
Concen: 0.246 ug/l
RT: 2.697 min Scan#t 4SiiglEhies
Ref 50 126.9 Delta R.T. -0.029 min US\Ue/\V
Lab File: VU@45568.D [SlEEISEIIAE0
Acq: 05 Nov 2021 18:52 [IIUZE]
0w‘H‘?3‘4"\HH\HH\“‘H”\“H
m/z--> 40 60 80 100 120 140 Tgt Ion:142 Resp: 500
Abundance  Scan 422 (2.697 min): VU045568.D\data.ms 10N Ratio Lower Upper
141.9 142 100
439 127 28.4 32.2 48.2#
126.9 141 0.0 11.3 16.9%
Raw 50
Abundance
300 2.697
Oy
miz--> 40 60 80 100 120 140
Abundance Scan 422 (2.697 min): VU045568.D\data.ms (-32 200
141.9
126.9
Sub 50 100
O 0 T
m/z--> 40 60 80 100 120 140  Time--> 2.70

Abundance Scan 570 (3.173 min): VU045552.D\data.ms (-55 #11

59.0 Tert butyl alcohol
Concen: 1.287 ug/1
RT: 3.179 min Scan# 572
Ref 50 Delta R.T. ©.006 min
210 Lab File: VUe45568.D
' Acq: 05 Nov 2021 18:52
0H‘\\H‘Hili!}‘\\‘\?e;(\)\\“\‘\ i\H\‘HH‘HH‘HH‘HH‘\'\H‘HH‘H\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 8590 95 18t Ion: 59 Resp: 531
Abundance  Scan 572 (3.179 min): VU045568.D\datams ~ 100 Ratio Lower Upper
89.0 59 100
57 0.0 8.3 12.5#
59.0
Raw 50
43.9 Abundance
300 3.479
0H‘\\H‘\H\‘\H\‘\H\‘\\H‘H\\‘HH‘\\H‘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): VU045568.D\data.ms (-47 200
89.0
59.0
Sub 100
50
0 berprrreperreperreprrreprreepreeb e e
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time--> 315  3.20
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Abundance Scan 399 (2.623 min): VU045552.D\data.ms (-37 #16

43.0 Acetone
Concen: 0.426 ug/l
RT: 2.649 min Scan# 4(QEdllEgies
Ref 50 Delta R.T. ©0.026 min MSVOA_U
58.0 Lab File: VU@45568.D (GUWISEUIIEIE
Acq: 05 Nov 2021 18:52 [IIUZE]
o 370 | 519
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ . .
m/z--> 30 35 40 45 50 55 60 65 Tgt Ion: 43 Resp: 452
Abundance  Scan 407 (2.649 min): VU045568 D\datams ~ 19" Ratlo Lower Upper
42.9 43 100
58  37.2 26.2 39.2
Raw 50
58.0 Abundance
649
‘ ‘ 300
0\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 30 35 40 45 50 55 60 65
Abundance Scan 407 (2.649 min): VU045568.D\data.ms (-3C
y 200
42.9
Sub
100
50 58.0
Ok rrrprrr e O
m/z--> 30 35 40 45 50 55 60 65  Time-> 262 264 2.66
Abundance Scan 531 (3.047 min): VU045552.D\data.ms (-51 #20
49.0 84.0 Methylene Chloride
Concen: 0.391 ug/l
RT: 3.031 min Scan# 526
Ref 50 Delta R.T. -0.016 min
Lab File: VU@45568.D
Acqg: 05 Nov 2021 18:52
0 \\\‘\\\\3‘?.\\9‘“\\‘\‘\1 iH\\‘\\H‘\\\\‘\H\‘\\H‘H\\‘H‘H“Hl\‘\\\\‘\\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 18t Ion: 84 Resp: 721
Abundance  Scan 526 (3.031 min): VU045568.D\data.ms Ion Ratio Lower Upper
44.9 83.9 84 100
49 114.4 96.4 144.6
51 47.1 30.5 45.7#
Raw 5g 8 60.3 50.3 75.5
Abundance
500 3031
0 \H‘HH‘HH‘HH‘\H ‘H\\‘\\H‘\\\\‘\H\‘\\H‘H\\‘HH‘HH‘HH‘H
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 200
Abundance Scan 526 (3.031 min): VU045568.D\data.ms (-43
48.9 83.9 300
Sub 200
50
100
O bereprrerprrreprreb e e O
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time--> 3.00 3.05
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Abundance Scan 1153 (5.047 min): VU045552.D\data.ms (-1 #29

42.0 Tetrahydrofuran
Concen: 1.111 ug/1
RT: 5.073 min Scan# 1E8lEies
Ref 50 21 Delta R.T. ©.026 min  [(SVeISU
Lab File: VU@45568.D |(GUEINEETSIEIR
‘ ‘ Acq: 05 Nov 2021 18:52 [IIUZE]
0 \\‘\\H‘H}\l\ \‘\‘HH‘H\-\‘HH’\\H‘\H\‘\H‘\‘\H\‘\H.\‘HH‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 18t Ion: 42 Resp: 1600
Abundance Scan 1161 (5.073 min): VU045568.D\datams ~ 10N Ratlo Lower Upper
42.0 42 100
72 45.2 38.2 57.4
791 71 20.0 35.4 53.2#
Raw 50
Abundance
5073
‘ 400
0 H‘HH‘HH‘\ H‘HH‘HH‘HH’\\H‘\H\‘\H\‘HH‘HH‘HH‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 300
Abundance Scan 1161 (5.073 min): VU045568.D\data.ms (-1
42.0
200
sub 72.1
50
100
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90  Time--> 5.05 5.10
Abundance Scan 1260 (5.391 min): VU045552.D\data.ms (-1 #31
56.1  84.0 Cyclohexane
Concen: 1.098 ug/1l
168.1 RT: 5.369 min Scan# 1253
Ref 50 Delta R.T. -0.023 min
Lab File: VUe45568.D
Acqg: 05 Nov 2021 18:52
a6 118.0137:0 a
0 "\‘u‘\“\w!‘\\‘\‘\\H"MH“\NH‘\ mm
miz--> 40 60 80 100 120 140 160 Tgt Ion: 56 Resp: 3338
Abundance Scan 1253 (5.369 min): VU045568.D\datams ~ 10N Ratlo Lower Upper
168.1 56 100
69 169.2 26.4 39.6#
99.0 84 136.1 68.4 102.6#
Raw 50
Abundance
137.0
75.0 118.0 ‘ 2500
0 \3\?.‘0\ \5\5“\-’9‘\ U\“\w }h\ \‘\w TTT \" } TTT ‘ T }‘\ T ‘\ ‘\\
miz--> 40 60 80 100 120 140 160 2000
Abundance Scan 1253 (5.369 min): VU045568.D\data.ms (-1 3
168.1 1500
99.0
Sub 1000
50
500
75.0 1180137'O
0‘3‘7"0"5‘5"?‘1““;‘};“MHHH,;H“M‘H_ L =T
miz--> 40 60 80 100 120 140 160  Time-> 5.30 535 540
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Abundance Scan 1357 (5.703 min): VU045552.D\data.ms (-1 #33

63.0 1,2-Dichloroethane-d4
Concen: 55.397 ug/1
RT: 5.700 min Scan# 1gEitiglcies
Ref 50 51.0 Delta R.T. -0.003 min [IS\e/ W
1020 Lab File: VU@45568.D [SlEEISEIIAE0
: Acq: 05 Nov 2021 18:52 [IIUZE]
0 \‘\3\?;9“\‘\\‘\“\‘H\“\‘\i\“\\H‘H-H‘HH‘!\‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 18t Ion: 65 Resp: 115476
Abundance Scan 1356 (5.700 min): VU045568.D\datams 10" Ratio Lower Upper
65.0 65 100
67 52.3 0.0 105.8
Raw 50
510 Abundance
102.0 50000 5.700
36.9 ‘ 1 ) ‘
0 \‘\H‘\‘\\\‘\“\H\“Hi\‘HH‘HH‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 40000
Abundance Scan 1356 (5.700 min): VU045568.D\data.ms (-1
65.0 30000
sub 60 20000
51.0
102.0 10000
o | | \
1) M N A 1 RS L e
miz--> 30 40 50 60 70 80 90 100 110 Time-> 5.60 5.70 5.80

Abundance Scan 1528 (6.253 min): VU045552.D\data.ms (-1 #34

1141 1,4-Difluorobenzene

Concen: 50.000 ug/l

RT: 6.247 min Scan# 1526

Ref 50 Delta R.T. -0.006 min
63.0 Lab File: VU@45568.D
=00 ‘ 750 88.0 Acq: 05 Nov 2021 18:52
0 W?"?(?m}mwmwmm‘!_‘lm‘w_“w‘
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 265830

Abundance Scan 1526 (6.247 min): VU045568.D\datams 10N Ratio Lower Upper
114.1 114 100

63 22.7 0.0 45.6
88 17.2 0.0 33.8
Raw 50
Abundance
63.0 88.0 6.947
O+ T \3\71(‘)\ t 753‘\? 7 H‘} T }‘i?‘?\.(\)“\‘\ T \‘1‘\ T ft ‘\ T
m/z--> 30 40 50 60 70 80 90 100 110 120 100000
Abundance Scan 1526 (6.247 min): VU045568.D\data.ms (-1
114.1
sub 50000
50
50.0 T 83.0
. 75.
RIEL7 Yo A A G
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.20 6.30
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Abundance Scan 1229 (5.292 min): VU045552.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 48.986 ug/1l
RT: 5.288 min Scan# 1E8lEies

Ref 50 Delta R.T. -0.003 min [SVCIWE
Lab File: VU@45568.D [(GICHIEEIel(EI(6R:
78.9 ‘ 1919 Acq: ©5 Nov 2021 18:52 S
0\3\6\‘9\\\\“\\\\U\\H\H\“\\\\“\\\\‘\\%?“9;8\\\‘\\\‘\‘
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 86957
Abundance Scan 1228 (5.288 min): VU045568.D\datams 19" Ratlo Lower Upper
110.9 113 100
111 102.9 82.8 124.2
192 17.5 14.8 22.2
Raw 50
Abundance
80.9 191.9 5.288
Jass | 1509 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 30000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1228 (5.288 min): VU045568.D\data.ms (-1
119.9 20000
Sub
50 10000
80.9 191.9
oL 439 |y 1509 ||
S AR | R vt | e
miz--> 40 60 80 100 120 140 160 180  Time--> 520 530 5.40

Abundance Scan 1303 (5.530 min): VU045552.D\data.ms (-1 #36

75.0 116.9 1,1-Dichloropropene

Concen: 4.822 ug/l

RT: 5.372 min Scan# 1254
Delta R.T. -0.158 min

Lab File: VU@45568.D

Acqg: 05 Nov 2021 18:52

Ref 507 39.0

96.9

0' J‘J’
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 75 Resp: 12500
Abundance Scan 1254 (5.372 min): VU045568.D\datams ~ 10N Ratlo Lower Upper

168.1 75 100
110 8.6 16.7 50.0#
99.0 77 0.0 25.0 37.4#
Raw 50
Abundance
137.0 5.872
5.0 118.0 ‘
0\3\5\‘9\\5\5\?\“ “H}‘\\‘\‘i\\\\u’ \\\‘\}\\‘\‘\\
m/z--> 40 60 80 100 120 140 160 4000
Abundance Scan 1254 (5.372 min): VU045568.D\data.ms (-1
168.1
99.0
Sub 2000
50
75.0 118. 0137'0
0\3\5\‘9\\5\5\'(’)‘\”“H}‘H‘\‘immuy \\\“\}‘\\‘\‘\\ T T T T T T T T
miz--> 40 60 80 100 120 140 160 Time--> 5.30 5.35 5.40
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Abundance Scan 1303 (5.530 min): VU045552.D\data.ms (-1 #38

75.0 116.9 Carbon Tetrachloride

Concen: 5.878 ug/1l
RT: 5.372 min Scan# 1lgEgbll=lples

Ref 50 Delta R.T. -0.158 min [WS\AeL¥lV

39.0 Lab File: VU@45568.D [SULEQIEEUIEIE
‘ Acq: ©5 Nov 2021 18:52 SIEVAE
0+ h\“m‘w ‘9‘4"?”““”v”m\mwm
m/z--> 60 80 100 120 140 160 Tgt Ion:117 Resp: 15364

Abundance Scan 1254 (5.372 min): VU045568.D\datams ~ 10N Ratio Lower Upper

168.1 117 100
119 4.2 77.4 1l16.0#
99.0 121 0.0 24.8 37.2#
Raw 50
Abundance
137.0 5872
75.0 118.0
\3\5\‘9\\5\5\"\” “H}‘\\‘\‘i\\\\u’ \\\“\}‘\\‘\‘\\ 6000
miz--> 40 60 80 100 120 140 160
Abundance Scan 1254 (5.372 min): VU045568.D\data.ms (-1
168.1 4000
99.0
Sub
50 2000
75.0 118 0137'0
0‘375‘?”5‘5‘19” “.”wu“‘iuu”, m“m‘w‘ L e S
miz--> 40 60 80 100 120 140 160 Time--> 5.30 5.35 5.40

Abundance Scan 1422 (5.912 min): VU045552.D\data.ms (-1 #43

43.0 Isopropyl Acetate
Concen: 0.530 ug/l
RT: 5.970 min Scan# 1440
Ref 50 Delta R.T. ©.058 min
61.0 Lab File: VUe45568.D
" 87.0 Acq: @5 Nov 2021 18:52
0\‘\\\\“H\\\‘\\\\“\\\\’\\\\‘\\\‘\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 2413
Abundance Scan 1440 (5.970 min): VU045568.D\data.ms 10" Ratio Lower Upper
71.1 43 100
61 0.0 16.9 25.3#
43.0 87 8.0 11.8 16.4#
Raw 50
Abundalnézgo
55.9 86.0 5.970
0\‘\\\\H\H\\‘\\‘!\‘\\\\’\\\\‘\\!\‘\\\\‘\\\\‘ 800
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 1440 (5.970 min): VU045568.D\data.ms (-1
_n 600
43.0 400
Sub
50
200
5.9 86.0
0 ‘H“‘ S S O
mlz--> 30 40 50 60 70 8 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 (-2 #50

98.1 Toluene-d8

Concen: 52.591 ug/1

RT: 7.899 min Scan# 2{giSidtipgl=lpies

Ref 50 Delta R.T. -0.000 min [IS\e/ W
Lab File: VU@45568.D |(GUEINEETSIEIR
420 5409 701 Acq: 05 Nov 2021 18:52 SIEIVZE]
0 \‘\\\\i!\\\‘i}1{\‘\}1\“\\\\8‘2\-\()\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 347143
Abundance Scan 2040 (7.899 min): VU045568.D\datams ~ 10N Ratlo Lower Upper
98.1 98 100
100 65.4 52.5 78.7
Raw 50
Abundance
7.899
42.0 540 70.1
0 \‘\\Hi!MHHM‘\11\“\\\\8‘2\.}\\‘\\‘\““\\\\‘\
miz--> 30 40 50 60 70 80 90 100 150000
Abundance Scan 2040 (7.899 min): VU045568.D\data.ms (-1
98.1
100000
Sub
50 50000
42.0 540 70.1
0 ‘_mMmillcw11“‘”“8‘2"‘1“_0“ e O
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: 0.501 ug/1
RT: 7.896 min Scan# 2039
Ref 50 58.0 Delta R.T. ©.103 min
Lab File: VUe45568.D
851 1001 Acq: ©5 Nov 2021 18:52
0 \‘\\\\‘i‘l‘\\\‘\\‘\\"\\\‘\7’2\.9\\’\\‘\\‘\\\\“\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 1506
Abundance Scan 2039 (7.896 min): VU045568.D\data.ms 10" Ratio Lower Upper
98.1 43 100
58 202.7 33.8 50.8#
Raw 50
Abundance
42.0 540 70.1 1500
Ll [ 821 )
0\‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 2039 (7.896 min): VU045568.D\data.ms (-1 1000 89
98.1 .
Sub
42.0 54.0 70.1
0 ‘_mi!mH1“,‘11‘,‘““8,2";'”“0‘ [ MR O
m/z--> 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: 7.550 ug/l
58.0 RT: 8.710 min Scan#t 2[SiiiiglEhies
Ref 50 Delta R.T. ©.026 min  |US\eLEU
Lab File: VU@45568.D [(GUEhISElellEll0f
. .co [SElE
| ‘ ‘ 71"0 85.1 10‘0.1 Acq: 05 Nov 2021 18:52
0\‘\\\\‘1{\\‘\\‘\\"\\\\’\\\\’\\\\‘\\\\‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 40
Abundance Scan 2292 (8.710 min): VU045568.D\datams 10" Ratio Lower Upper
3.9 43 100
58 0.0 29.5 88.6#
Raw 50
Abundance
100 8.
0\‘\\\\‘\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘ 80
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 2292 (8.710 min): VU045568.D\data.ms (-2
43.0 60
40
Sub
50
20
o S e
miz--> 30 40 50 60 70 80 90 100 Time--> 8.70 8.71 8.72

Abundance Scan 2890 (10.632 min): VU045552.D\data.ms (- #62

95.0 4-Bromofluorobenzene
1740  Concen:  53.215 ug/l
75.0 RT: 10.639 min Scan# 2892
Ref 50 Delta R.T. ©0.006 min
Lab File: VU@45568.D
500 Acq: ©5 Nov 2021 18:52
0 e n‘\ 116.9 140.9 i
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 I8t Ion: 95 Resp: 148856
Abundance Scan 2892 (10.639 min): VU045568.D\datams 100 Ratio Lower Upper
95.0 95 100
1740 174 72.8 0.0 141.8
50 176  70.5 0.0 138.2
Raw 50 :
Abundance
50.0 80000 10839
0+ \H“ \ \“‘\ ft ‘H‘\ U \“H‘ 4 ”M T \1\1\6‘\9\ \1\4‘1\(\)\ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 60000
Abundance Scan 2892 (10.639 min): VU045568.D\data.ms (-
95.0
174.0 40000
Sub 75.0
50
20000
50.0
0o b 891410 oS
m/z--> 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

Ref 50

o

117.1

82.1

54.0
40.0 H

m/z-->
Abundance

Raw 50

o

30 40 50 60 70 80 90 100 110 120

Scan 2514 (9.423 min): VU045568.D\data.ms
117.1

82.1

54.0

4\0\\0 H g 99.0 1L,

m/z-->
Abundance

Sub 50

30 40 50 60 70 80 90 100 110 120

Scan 2514 (9.423 min): VU045568.D\data.ms (-2
117.1

82.1

40.0 H 990 |

m/z-->

30 40 50 60 70 80 90 100 110 120

Chlorobenzene-d5

Concen: 50.000 ug/1l

RT: 9.423 min Scan# 2l e
Delta R.T. ©0.003 min MSVOA_U

Lab File: VU@45568.D [(GICHIEEIel(EI(6R:
Acq: 05 Nov 2021 18:52 [IIUZE]
Tgt Ion:117 Resp: 269625
Ion Ratio Lower Upper
117 100
82 60.2 47.8 71.8
119 32.7 25.8 38.8
Abundance
150000 9423
100000
50000
T T T T ‘ T T T T ‘ T T
Time--> 9.40 950

Abundance Scan 3257 (11.812 min): VU045552.D\data.ms (- #72

Ref 50

150.0

1,4-Dichlorobenzene-d4

115.0

78.0

52.0
M \“\‘9\5\"9‘\ T \‘““ \1\3\3\'(‘)\ T

40 60 80 100 120 140 160

Scan 3258 (11.815 min): VU045568.D\data.ms
150.0

115.0
520 780

. “M ‘\\““‘958 Al 1319

L L L T
40 60 80 100 120 140 160

Scan 3258 (11.815 min): VU045568.D\data.ms (-
150.0

115.0
520 780

“‘ ‘\\““‘958 ‘\ 131.9 |

0
m/z-->
Abundance

Raw 50

0
m/z-->
Abundance

Sub
50

0

m/z-->
VU@45568.D

40 60 80 100 120 140 160

82U110521W.M Fri Nov 05 19:09:

Concen: 50.000 ug/l
RT: 11.815 min Scan# 3258
Delta R.T. ©0.003 min
Lab File: VUe45568.D
Acqg: 05 Nov 2021 18:52
Tgt Ion:152 Resp: 143071
Ion Ratio Lower Upper
152 100
115 61.8 42.7 128.1
150 156.1 0.0 346.8
Abundance
100000
50000
G T T ‘ T T
Time--> 11.80
36 2021
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Abundance Scan 2950 (10.825 min): VU045552.D\data.ms (- #76

73.0 1,2,3-Trichloropropane
Concen: 17.253 ug/1
RT: 10.639 min Scan#t 2{gSigilnlEllee
Ref 50 110.0 Delta R.T. -0.187 min [IS\e/ W
39.0 Lab File: VU@45568.D [SUEERISE o
‘ ‘ ‘ Acq: 05 Nov 2021 18:52 [IIUZE]
0\\\‘\\\\‘m\\\‘\\\\H‘\\‘\\‘\\\\‘\\\\‘\\\\‘\ . . 88
m/z--> 40 60 80 100 120 140 160 180 '8t Ion: 75 Resp: 7485
Abundance Scan 2892 (10.639 min): VU045568.D\datams 10" Ratio Lower Upper
95.0 75 100
1740 77 1.1 17.1  51.3#
Raw 50 7.0
Abundance
50.0 10.639
0\\\‘\\“\ \“H‘\ U\‘}“‘\w ”M‘\\].\1\6‘.\9\\].\4‘1-\.\0\\‘\\\‘\“\ 40000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 2892 (10.639 min): VU045568.D\data.ms (- 30000
95.0
174.0 20000
Sub 75.0
50
10000
50.0
Ok bl 1189 1410 | o
miz-> 40 60 80 100 120 140 160 180 Time--> 1060  10.70

Abundance Scan 2864 (10.549 min): VU045552.D\data.ms (- #81

53.0 88.0 trans-1,4-Dichloro-2-butene
Concen: 56.131 ug/1
RT: 10.639 min Scan# 2892
Ref 50 Delta R.T. ©0.090 min
Lab File: VU@45568.D
‘ Acq: ©5 Nov 2021 18:52
0 ‘\“lH‘w‘“‘\““1\2‘4“.9‘\”“1“”\‘
m/z--> 40 60 80 100 120 140 160 180 I8t Ion: 75 Resp: 74858
Abundance Scan 2892 (10.639 min): VU045568.D\data.ms 107 Ratio  Lower Upper
95.0 75 100
1740 53 0.0 76.2 114.4#
89 0.0 34.0 51.0#
Raw g0 75.0
Abundance
50.0 10.639
0l ‘\‘ ‘ “\‘ L ‘H\‘ H“W‘H HM = ‘1‘1‘6‘?‘ ‘1‘4‘1‘9‘ - ‘\‘\‘ : 40000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 2892 (10.639 min): VU045568.D\data.ms (- 30000
95.0
174.0 20000
Sub 75.0
50
10000
50.0
oot b 1189 2410 [ oL
miz--> 40 60 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: 1.075 ug/l
RT: 14.095 min Scan#t (Sl
Ref 50 Delta R.T. ©.009 min  [SVCIWE
Lab File: VU@45568.D [(GICHIEEIel(EI(6R:
. . SB02B
510 740 102.1 Acq: @5 Nov 2021 18:52
0+ \3\7.“0\ \“\ T “” T \“1“‘\88\.(\)\““\ I \‘H\ T
m/z--> 40 60 80 100 120 Tgt Ion:}28 RESpZ 546
Abundance Scan 3967 (14.095 min): VU045568.D\datams 10N Ratlo Lower Upper
43.9 1280 128 100
127 0.0 10.6 15.8#
129 0.0 8.6 13.0#
Raw 50
Abundance
40 14/095
G LI ‘ LI ‘ L ‘ L ‘ L ‘ T L
miz--> 40 60 80 100 120 300
Abundance Scan 3967 (14.095 min): VU045568.D\data.ms (-
128.0
200
Sub
50 100
o - ys- -
miz--> 40 60 80 100 120 Time--> 14.05 14.10
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