Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX035439.D

Acqg On : 01 May 2023 14:44

Operator : JC/MD

Sample : 02558-04

Misc : 4.42g/1emL/100uL/5.0emL/MSVOA_ X/MEOH P001-SS011-0006-02

ALS Vvial : 12 Sample Multiplier: 1

Quant Time: May 02 00:00:09 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

QLast Update : Tue Apr 25 16:31:40 2023

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.550 168 254415 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.757 114 409469 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 374153 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 179777 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.952 65 145417 47.377 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 94.760%

35) Dibromofluoromethane 5.385 113 113299 45.082 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 90.160%

50) Toluene-d8 8.647 98 483937 51.045 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 102.080%

62) 4-Bromofluorobenzene 11.085 95 183365 51.414 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 102.820%

Target Compounds Qvalue
18) Methyl Acetate 2.709 43 12377 2.401 ug/1 94
68) m/p-Xylenes 10.299 106 13461 2.506 ug/l 98
69) o-Xylene 10.640 106 9212 1.749 ug/1 96
78) n-propylbenzene 11.305 91 22495 1.490 ug/1 100
80) 1,3,5-Trimethylbenzene 11.451 15 82448 7.441 ug/l 100
84) 1,2,4-Trimethylbenzene 11.750 105 220678 19.821 ug/1 99
85) sec-Butylbenzene 11.890 105 22424 1.644 ug/l 100
86) p-Isopropyltoluene 12.012 119 26633 2.296 ug/l 100

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX050123\
Data File : VX@35439.D

Acqg On : 01 May 2023 14:44

Operator : JC/MD

Sample : 02558-04

Misc : 4.42g/10mL/100uL/5.00mL/MSVOA_X/MEOH P001-SS011-0006-02

ALS vial : 12  Sample Multiplier: 1

Quant Time: May 02 00:00:09 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042523W.M
Quant Title : SW846 8260

QLast Update : Tue Apr 25 16:31:40 2023

Response via : Initial Calibration

Abundance TIC: VX035439.D\data.ms
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Abundance Scan 732 (5.549 min): VX035275.D\data.ms (-71 #1

168.0 = pPentafluorobenzene

Concen: 50.000 ug/1l

99.0 RT: 5.550 min Scan# 7EitiglEnies
Ref 50 Delta R.T. ©0.001 min MSVOA_X

Lab File: VvX@35439.D [(®lEIEEIsllEl0f
137.0 . . P001-SS011-0006-02
750 118.0 ‘ Acq: 01 May 2023 14:44
0\3\7\-‘0\\\\“\i\“\w\‘\\‘\“‘\\\\“i\\\‘\}‘\\‘\“\\‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 254415

Abundance  Scan 732 (5.550 min): VX035439.D\datams = 1N Ratio Lower Upper
168.0 168 100

99 52.3 45.7 68.5

Raw 50 99.0
Abundance
5.550
137.0
80000
\?\)6\.‘0\ \5\51.?\ ”7\?\.‘(})1‘\ \‘\‘i T \1\1\“8‘\0\ T \“ T }‘\ T \“\ ™
m/z--> 40 60 80 100 120 140 160 60000
Abundance Scan 732 (5.550 min): VX035439.D\data.ms (-68
168.0
40000
Sub 99.0
50
20000
137.0
k80 580 J0 L 0 14 4 0
mjze> 40 60 80 100 120 140 160  Time-> 540  5.60

Abundance Scan 266 (2.708 min): VX035275.D\data.ms (-25 #18

43.1 Methyl Acetate
Concen: 2.401 ug/1
RT: 2.709 min Scan# 266
Ref 50 Delta R.T. ©.001 min
74.0 Lab File: VX035439.D
Acq: 01 May 2023 14:44
0\\\““\\\\“\\\\‘\\\\‘\\\\‘\\\]\.4‘]-\'7\
miz--> 40 60 80 100 120 140 Tgt IOI’]Z.43 Resp: 12377
Abundance  Scan 266 (2.709 min): VX035439.D\datams | 100 Ratio Lower Upper
3.1 43 100
74 25.9 18.3 27.5
Raw 50
Abundance
73.9 6000 2.709
0\\\i”‘\\\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140
Abundance Scan 266 (2.709 min): VX035439.D\data.ms (-21, 4000
43.0
Sub
50 2000
73.9
GH‘MH“Hm‘HH‘HH‘HH‘H OHH‘HH‘H
m/z-—-> 40 60 80 100 120 140 Time--> 270 280
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Abundance Scan 799 (5.958 min): VX035275.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 47.377 ug/1l
RT: 5.952 min Scan# 7{gEigtll=ples
Ref 50 510 Delta R.T. -0.006 min MS_VO/-\_X
: 102.0 Lab File: VvX035439.D [(ClEhISEIlellEIl0f
' Acq: 01 May 2023 14:44 HUSESERRENINEE
0\‘\:\SZ\.(‘)\\\‘\“\‘\\\“\‘\i\“HH‘H.H‘HH‘M}\‘H
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 145417
Abundance  Scan 798 (5.952 min): VX035439.D\datams 100 Ratlo Lower Upper
65.0 65 100
67 51.7 0.0 104.0
Raw 50
51.0 Abundance
102.0
50000 5852
0\‘\\33\.(‘)\\\‘\“\‘\\\“\‘\i\“HH‘H-H‘HH‘M‘H‘H
m/z-—-> 30 40 50 60 70 80 90 100 110 40000
Abundance Scan 798 (5.952 min): VX035439.D\data.ms (-75
65.0 30000
Sub 20000
%0 51.0
: 1020 10000
ol 870 | o5 | |
SR uHMBSOIN HSSRSRVRE W LN HSIMBEE. £ 3 MU S T
m/z-> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00

Abundance Scan 931 (6.763 min): VX035275.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.757 min Scan# 930
Ref 50 Delta R.T. -0.006 min
63.0 Lab File: VX035439.D
501 | 751 88.0 Acq: 01 May 2023 14:44
0 \‘\:\”Z\“%\\H“‘.Hi‘\‘w‘h}‘i\M\.\“\H!M‘H‘QR'\“H‘\“H‘\H
miz--> 30 40 50 60 70 80 90 100 110 120 'gt Ion:114 Resp: 409469
Abundance  Scan 930 (6.757 min): VX035439.D\data.ms Ion Ratio Lower Upper
114.0 114 100
63 20.1 0.0 42.2
88 16.6 0.0 33.2
Raw 50
Abundance
63.0 88.0 6.757
371 500 ‘ 750 | | 150000
0 \‘H\‘HHH“\H‘\“H\H\}H“HH‘\‘\‘H‘HH‘\‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 930 (6.757 min): VX035439.D\data.ms (-88
114.0 100000
sub g, 50000
63.0 88.0
0 37.1 500‘ u‘\ \\\75.0\ I |l
AR L e R REREEEERREERRE
m/z-—-> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90
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Abundance Scan 705 (5.385 min): VX035275.D\data.ms (-69 #35

917.0 Dibromofluoromethane
Concen: 45.082 ug/1l
RT: 5.385 min Scan# 7{gEigtllElples
Ref 50 61.0 Delta R.T. ©0.000 min MSVOA_X
Lab File: VX035439.D ([GlEEQISEIIAEE
18.9 191.9 | Acq: 01 May 2023 14:44 [HUSESEREENIE0
0 ‘3‘?‘0“‘ - M - ““\‘ ‘\‘m‘;\““ o ‘H‘\‘ e ‘]"?“9‘?‘ T ‘\!\‘ ‘
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 113299
Abundance  Scan 705 (5.385 min): VX035439.D\data.ms 10" Ratio Lower Upper
119.9 113 100
111 103.0 83.7 125.5
192 20.4 15.4 23.2
Raw 50
Abundance
78.9 191.9 5.485
0l 440 (. 159.9 \
R R R A SRR SRR RN EARE SRR 30000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 705 (5.385 min): VX035439.D\data.ms (-65
1129 20000
Sub
50 10000
78.9 191.9
G"4‘9"1‘”\‘H‘UHHH‘\‘“‘w”w”l“s?‘.?w”““\ 0'”‘\””\””\””
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1240 (8.646 min): VX035275.D\data.ms (-1 #50

98.0 Toluene-d8

Concen: 51.045 ug/1

RT: 8.647 min Scan# 1240

Ref 50 Delta R.T. ©0.001 min
Lab File: VX035439.D
420 541 701 Acq: 01 May 2023 14:44
0 w\\uiuu‘i”\\‘\11\“\\\32\.\1\\‘H‘\““HH‘HH‘
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 483937
Abundance Scan 1240 (8.647 min): VX035439.D\datams = 100 Ratio Lower Upper
9d.1 98 100
100 66.5 52.5 78.7
Raw 50
Abundance
300000 8.647
421 541 701
0 \‘HHMMHH\\‘\11\“\\\52\.\1\\‘H‘\““H\]\_:}\l\.\g\‘
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1240 (8.647 min): VX035439.D\data.ms (-1 200000
98.1
Sub
50 100000
421 541 701
0 ‘_‘HHuu‘u“W:M‘HH‘GHM‘ \“ml“l‘l‘.gw R R SRR
miz--> 30 40 50 60 70 80 90 100 110  Time--> 8.50 8.60 8.70 8.80
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Abundance Scan 1639 (11.079 min): VX035275.D\data.ms (- #62

95.0 4-Bromofluorobenzene
1740 ' concen: 51.414 ug/1
RT: 11.085 min Scan#t 1(lgigiipgl=gles
Ref 50 75.0 Delta R.T. 0.006 min  [USNCIWS
Lab File: VX035439.D ([GlEEQISEIIAEE
50.0 Acq: 01 May 2023 14:44 HUSESERRENINEE
0 T \ ‘ T \“\ \ ‘\H‘ U\‘}“‘\‘\ ”M ‘ T \]-\J-\G‘.\g\ \]-\4.‘0\.\9\ T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: 183365
Abundance Scan 1640 (11.085 min): VX035439.D\datams 10N Ratio Lower Upper
95.0 95 100
176.0 174 79.1  e.e 147.4
176  77.9 0.0 140.6
Raw 50 75.0
Abundance
50.0 11.p85
0 \“““\ \“‘\ ‘i‘ ‘H\‘ UH\“} “‘ - 1“1 T \1\1\7|9\ \1\4‘1\ 9\ T \‘\“ T 100000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1640 (11.085 min): VX035439.D\data.ms (-
95.0
176.0
50000
Sub 50 75.0
50.0
0 \‘\ M H\ \‘\ 1l n‘\ 117.0 142.9 1
SRRBTER SR R MBS S M £ Sl S e
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10

Abundance Scan 1471 (10.055 min): VX035275.D\data.ms (- #63
11y.0 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. ©0.000 min
541 Lab File: VX035439.D
400 H | Acq: 01 May 2023 14:44
0\‘HH‘\H\‘\H\‘HH‘H\‘\‘i\‘\\\‘H\\‘HH’HH‘\H\‘
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 374153

Abundance Scan 1471 (10.055 min): VX035439.D\datams 10N Ratio Lower Upper
117.0 117 100

82 54.8 45.0 67.4
119 31.9 26.0 39.0

82.1
Raw 50
Abundance
54.1 250000 10.055
0 \‘\\\4.\‘(:‘)\1\-\\‘\HH‘\6\\7\.‘0\\1“\‘\\\‘\\9\\9‘\0\\\’\\\1‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 1471 (10.055 min): VX035439.D\data.ms (-
150000
117.0
Sub 82.1 100000
50
50000
54.1
o 200 | sro. 0 S
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 10.00 10.10
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Abundance Scan 1511 (10.299 min): VX035275.D\data.ms (- #68

91.0 m/p-Xylenes
Concen: 2.506 ug/l
RT: 10.299 min Scan#t 1{gigiipl=gles
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX@35439.D [(GICHIEEIel(EI(6H
51.1 ‘ Acq: 01 May 2023 14:44 HUSESERRENINEE
oL ‘\ “h \H\ ‘H\ ‘\‘ ““\ T \1\48‘]\_ LA R B \2\48‘(
m/z--> 50 100 150 200 250 Tgt Ion:}@G RESpZ 13461
Abundance Scan 1511 (10.299 min): VX035439.D\datams 100 Ratlo Lower Upper
91.0 106 100
91 208.7 164.0 246.0
Raw 50
Abundance
51.0
(O ‘i‘ “““‘\“H\”‘H\ ‘\“ “‘1\26\ l\ ‘1\66\9\ T \2\45‘8 15000
m/z--> 50 100 150 200 250
Abundance Scan 1511 (10.299 min): VX035439.D\data.ms (-
91.0 10000 10269
Sub
50 5000
51.0
ol 1261 1669 2458 s
m/z—-> 50 100 150 200 250 Time--> 10.30  10.40

Abundance Scan 1567 (10.640 min): VX035275.D\data.ms (- #69

911 0-Xylene
Concen: 1.749 ug/1
RT: 10.640 min Scan# 1567
Ref 50 Delta R.T. ©.000 min
Lab File: VX035439.D
51‘1 ‘ \H Acq: 01 May 2023 14:44
miz--> io éo 8b 160 12‘0 140 160 180 200 T8t Ton:1086 Resp: 9212
Abundance Scan 1567 (10.640 min): VX035439.D\data.ms Ion Ratio Lower Upper
91.0 106 100
91 223.8 108.5 325.3
Raw 50
Abundance
51.0
0\u“”u“\“l““\‘h\h“ m}‘\‘\‘“1‘7“0‘”‘”H‘HH‘HHZ‘Q‘?‘C‘
miz--> 40 60 80 100 120 140 160 180 200 10000
Abundance Scan 1567 (10.640 min): VX035439.D\data.ms (-
91.0 10.640
Sub 5000
50
51.0
ol dbdlr g g 2250 2070 o— —
miz--> 40 60 80 100 120 140 160 180 200 Time-> 10.60 10.70
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Abundance Scan 1794 (12.024 min): VX035275.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 12.024 min Scan#t 11gigil=gles
Ref 50 115.0 Delta R.T. ©.000 min  [USI\ACXWS
78.0 Lab File: Vx@35439.D |SUEHIEEIIECIER
‘ Acq: 01 May 2023 14:44 HUSESERRENINEE
0‘HmH\‘“H‘\“‘H‘“‘H;“w”“"”\‘\“’””
m/z--> 40 100 120 140 160 Tgt IOFIZ:!.SZ RESpZ 179777
Abundance Scan 1794 (12.024 min): VX035439.D\data.ms 10N Ratio Lower Upper
150.0 152 100
115 61.0 45.0 135.0
150 157.9 0.0 352.4
Raw
%0 115.0 Abundance
52.1 78.0
‘ “ 200000
qu‘i” H‘H‘H\‘\\“H‘“2‘H;“HH’H“\“’HH
m/z--> 40 60 80 100 120 140 160 150000
Abundance Scan 1794 (12.024 min): VX035439.D\data.ms (-
150.0
100000
Sub
%0 115.0 50000
52.1 780
06” 0 — “ —
miz--> 40 60 80 100 120 140 160  Time-—> 12.00 12.10
Abundance Scan 1676 (11.304 min): VX035275.D\data.ms (- #78
91.0 n-propylbenzene
Concen: 1.490 ug/1
RT: 11.305 min Scan# 1676
Ref 50 Delta R.T. ©.001 min
Lab File: VX035439.D
Acq: 01 May 2023 14:44
0‘39\‘1‘\ ‘\“\“ “ ‘m““ ] ‘2‘8‘1-‘:
mlz-—-> 50 100 150 200 250 Tgt IOI’]Z.91 Resp: 22495
Abundance Scan 1676 (11.305 min): VX035439.D\data.ms Ion Ratio Lower Upper
91.1 91 100
120 23.2 11.5 34.5
Raw 50
Abundance
0 \‘\\5‘\“5‘\‘.%‘\‘“ L m\\ 14 281.. 20000
B HH\HH\HH\HH 11.305
miz--> 50 100 150 200 250
Abundance Scan 1676 (11.305 min): VX035439.D\data.ms (1 15000
91.1
10000
Sub
50
5000
G‘P“““““ 1J2'8281" 0 R R
m/z--> 50 100 150 200 250 Time--> 11.25 11.30 11.35
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Abundance Scan 1700 (11.451 min): VX035275.D\data.ms (- #80

105.1 1,3,5-Trimethylbenzene
Concen: 7.441 ug/l
RT: 11.451 min Scan#t 1Sl
Ref 50 Delta R.T. ©.000 min  [US\ICLS
Lab File: VvX035439.D [(ClEhISEIlellEIl0f
39.0 63.0 Acq: 01 May 2023 14:44 HUSESERRENINEE
0 \\\‘\\“}‘\“‘H\\m\”‘\\H\‘w\\‘\“\19\-9\\\\‘\\\\‘\\\\‘\\.\\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:1@5 Resp: 82448
Abundance Scan 1700 (11.451 min): VX035439.D\datams 100 Ratlo Lower Upper
105.1 105 100
120 47.4 23.7 71.1
Raw 50
Abundance
77.0
0 39“0\‘\‘\\ ol ‘H\ ‘ L m‘ 1401 60000 11451
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1700 (11.451 min): VX035439.D\data.ms (-
105.1 40000
Sub
50 20000
77.0
\\5]\“\0 Ll L)) 1401
Ot et P e e e T T T
miz--> 40 60 80 100 120 140 160 180 200  Time->  11.40  11.50

Abundance Scan 1749 (11.749 min): VX035275.D\data.ms (1 #84

105.1 1,2,4-Trimethylbenzene
Concen: 19.821 ug/1

RT: 11.750 min Scan# 1749

Ref 50 Delta R.T. 0.001 min
Lab File: VX035439.D
510 77.0 Acq: 01 May 2023 14:44
Ol g ‘M‘ s A “““12‘9‘9‘ . ‘1‘9‘6‘3‘9“
miz--> 40 60 80 100 120 140 160 Tgt Ion:105 Resp: 220678
Abundance Scan 1749 (11.750 min): VX035439.D\datams 10N Ratio Lower Upper
105.1 105 100
120 45.7 22.4 67.0
Raw 50
Abundance
7.1 150000 i
0l “‘M‘ HV‘S? Tl ‘m‘m‘ e ‘H‘ " \‘\“\‘ ‘]"3‘?‘1‘ e
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1749 (11.750 min): VX035439.D\data.ms (- 100000
105.1
sub o 50000
77.0
O‘H“\\H\??‘\‘\‘M‘ “\“MHH‘\\‘H\‘\“\H]"??‘l‘”‘HH‘ 0 T
miz--> 40 60 80 100 120 140 160 Time--> 11 70 11.80
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Abundance Scan 1772 (11.890 min): VX035275.D\data.ms (1 #85

105.1 sec-Butylbenzene
Concen: 1.644 ug/l
RT: 11.890 min Scan#t 1gigill=gles
Ref 50 Delta R.T. ©0.000 min MSVOA_X
1341 Lab File: VX@35439.D [(GICHIEEIel(EI(6H
5, 770 | ' Acq: 01 May 2023 14:44 HUSESEIEEORERV?
0\\\“‘\\“\.\“\‘\\\M‘\\\\‘H\\‘\“\\\‘\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 18t Ion:105 Resp: 22424
Abundance Scan 1772 (11.890 min): VX035439.D\datams 10N Ratio Lower Upper
57.1 105.1 165 1ee
134 20.5 10.2 30.4
Raw 50 85.1
Abundance
39 127.2 11.890
152.3 15000
0,
mlz--> 40 60 80 100 120 140 160
Abundance Scan 1772 (11.890 min): VX035439.D\data.ms (-
57.1 105.1 10000
sub 4, 85.1 5000
39 127.2
sl ‘ | 1523
0! ‘\'\‘\H“\‘\”\‘N\\\”“\\\‘\‘\ L
miz--> 40 60 80 100 120 140 160 Time--> 11.85 11.90 11.95

Abundance Scan 1791 (12.006 min): VX035275.D\data.ms (- #86
119.1 p-Isopropyltoluene
Concen: 2.296 ug/1
RT: 12.012 min Scan# 1792
Ref 50 Delta R.T. ©.006 min
91.1 Lab File:  VX@35439.D
Acq: 01 M 2023 14:44

391 650 ‘ I ‘ 150.0 “d ay
0\\\“\\‘W\“‘\\\‘ih‘\\‘1‘\“‘”\\i“\\\‘\‘\\}\‘\
miz--> 40 60 80 100 120 140 160 gt Ion:119 Resp: 26633
Abundance Scan 1792 (12.012 min): VX035439.D\data.ms Ion Ratio Lower Upper

150.0 119 100
134 26.6 13.2  39.5
91 25.7 12.9 38.7
Raw 50 115.0
Abundance
30000
0
m/z--> 40 60 80 100 120 140 160 12012
Abundance Scan 1792 (12.012 min): VX035439.D\data.ms (- |
150.0 20000
sub- o 115.0 10000
500 780
miz--> 40 60 80 100 120 140 160 Time--> 12.00 12.05
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