Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quantitation Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXx091423\
1 VXe37727.D

: 14 Sep 2023 14:07

: JC/MD

: 04374-02 20X

: 4.97g/5mL/100uL/5.00mL/MSVOA_X/MEOH

: 9 Sample Multiplier: 1

Quant Time: Sep 15 01:56:42 2023

Quant Method :
Quant Title
QLast Update
Response via :

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091123W.M
: SW846 8260

: Tue Sep 12 10:10:04 2023

Initial Calibration

(LSC Reviewed)

000
000
000
000

Conc Units Dev(Min)

Compound R.T. QIon Response

Internal Standards

1) Pentafluorobenzene 5.549 168 240906 50.
34) 1,4-Difluorobenzene 6.763 114 403885 50.
63) Chlorobenzene-d5 10.055 117 377084 50.
72) 1,4-Dichlorobenzene-d4 12.024 152 173077 50.
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.952 65 151956 38.

Spiked Amount 50.000 Range 78 - 117 Recovery
35) Dibromofluoromethane 5.385 113 126212 44,

Spiked Amount 50.000 Range 75 - 124 Recovery
50) Toluene-d8 8.646 98 485425 a4.

Spiked Amount 50.000 Range 92 - 112 Recovery
62) 4-Bromofluorobenzene 11.079 95 179340 46.

Spiked Amount 50.000 Range 83 - 123 Recovery
Target Compounds

84) 1,2,4-Trimethylbenzene 11.750 15 16686 1.

520

ug/l # 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
77 .980%t
ug/1 0.00
88.180%
ug/1 0.00
89.920%¢
ug/1 0.00
92.080%
Qvalue
ug/1 96

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

82X091123W.M Fri Sep 15 18:48:11 2023

signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX091423\
Data File : VX@37727.D

Acqg On : 14 Sep 2023 14:07

Operator : JC/MD

Sample : 04374-02 20X

Misc : 4.97g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Time: Sep 15 01:56:42 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091123W.M
Quant Title : SW846 8260

QLast Update : Tue Sep 12 10:10:04 2023

Response via : Initial Calibration

Abundance TIC: VX037727.D\data.ms
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Abundance Scan 732 (5.550 min): VX037599.D\data.ms (-72 #1
168.0 | pentafluorobenzene
Concen: 50.000 ug/1l

99.0 RT: 5.549 min Scan# 7lgSitlEales
Ref 50 Delta R.T. -0.001 min [US\ICLRS
Lab File: Vxe37727.D |QUCUISCIIECICHE
137.0 . . DB-2-(26-28
750 ‘ 11%0 ‘ Acq: 14 Sep 2023 14:07
0\\\‘\\.\\“\\\“\w\‘\\\‘i\\\\’i\\\’\}\\‘\‘\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 240906

Abundance  Scan 732 (5.549 min): VX037727.D\datams = 1N Ratio Lower Upper
168.1 168 100

99 56.4 56.6 85.0#

99.0
Raw 50
Abundance
50 11805370 80000 5.549
\3\6\.‘]-\ \5\!5‘\‘.]“-\ ”\“\.w \M\ \‘\‘i TTT \H’.} T \" T }‘\ T ‘ T ‘\ T
m/z--> 40 60 80 100 120 140 160 60000
Abundance Scan 732 (5.549 min): VX037727.D\data.ms (-68
168.1
40000
Sub 99.0
50
20000
75.0 118 0137'0
ol 381 5‘5{%‘1““"‘}“‘M‘H“‘,.m“,m‘”_ L RS Sa
m/z--> 40 60 80 100 120 140 160  Time-> 5.40 5.50 5.60 5.70

Abundance Scan 799 (5.958 min): VX037599.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 38.986 ug/l
RT: 5.952 min Scan# 798
Ref 50 51.0 Delta R.T. -0.007 min
' 102.0 Lab File:  VX@37727.D
Acq: 14 Sep 2023 14:07
0 SIA IR .
miz--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 151956
Abundance  Scan 798 (5.952 min): VX037727.D\data.ms Ion Ratio Lower Upper
65.0 65 100
67 54.0 0.0 100.2
Raw
>0 51.0 Abundance
102.0 5.952
. 370 11l g0 M‘ 50000
m/z--> 3 40 50 60 70 80 90 100 110 40000
Abundance Scan 798 (5.952 min): VX037727.D\data.ms (-75
65.0 30000
Sub 20000
50 51.0
102.0 10000
O L o | |
O bt ey T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00
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Abundance Scan 931 (6.763 min): VX037599.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.763 min Scan# 9UPSIIATIElIs

Ref 50 Delta R.T. -0.000 min [SVCLES
63.0 Lab File: vXxe37727.D |(SlEIEEplsliEllof
: 88.0 Acq: 14 Sep 2023 14:07 RERZAEZS
37.0 591 7§O ‘ |1 | ! P
0 \‘\\\\‘\\\\‘\\\\“}}\}i\}\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 = Tgt Ion:114 Resp: 4063885

Abundance  Scan 931 (6.763 min): VX037727.D\datams = 1N Ratio Lower Upper
1141 114 100

63 19.2 0.0 45.0
88 15.6 0.0 36.6
Raw 50
Abundance
63.1 88.1 6.f63
50.1 150000
0 \‘\3\\7\%\\\\“\\\‘\“\‘\‘\\“i\}ﬁ\“\\\!‘\\‘\\‘\\\\‘\ ‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 931 (6.763 min): VX037727.D\data.ms (-88 100000
114.1
Sub o 50000
63.1 88.1
50 1
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.60 6.70 6.80 6.90
Abundance Scan 705 (5.385 min): VX037599.D\data.ms (-68 #35
97.0 Dibromofluoromethane
Concen: 44,087 ug/l
RT: 5.385 min Scan# 705
Ref 50 61.0 Delta R.T. -0.000 min
Lab File: VX037727.D
118.9 191.9 Acq: 14 Sep 2023 14:07
G \3\7\‘0\\ TT }“\ TT \“‘\ \w”““\ T i \H‘ TTTT ‘ T \]\_\5‘9\?\ T ‘ T \‘!‘\ ‘
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 126212
Abundance  Scan 705 (5.385 min): VX037727.D\data.ms Ion Ratio Lower Upper
118.0 113 100
111 102.8 82.9 124.3
192 19.2 13.3 19.9
Raw 50
Abundance
80.9 . 5.385
192.0 40000
olaar |y ] asee
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
- 30000
Abundance Scan 705 (5.385 min): VX037727.D\data.ms (-65
118.0
20000
Sub
50
10000
79.0 192.0
H I 159.9 )
0\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180  Time-—> 5.30 5.40 5.50

VX037727.D 82X091123W.M

Fri Sep 15 18:48:14 2023
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Abundance Scan 1241 (8.653 min): VX037599.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 44,960 ug/1l
RT: 8.646 min Scan# 1lgfidtipl=lpies

Ref 50 Delta R.T. -0.007 min [ISMOLWS
Lab File: VX037727.D (SlUEERISEIIAEIE
. DB 2-(26-28
42‘0 41 70‘_1 - | Acq: 14 Sep 2023 14:07
0\‘\\\\‘\\\\‘1\‘\\‘\}1\‘\\\\’\\\\’\\\"\\\\’\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 485425
Abundance Scan 1240 (8.646 min): VX037727.D\datams 10" Ratlo Lower Upper
98.1 98 100
100 64.0 53.1 79.7
Raw 50
Abundance
300000 8.646
42.1 541 70.1
U SR -~ S
0\‘\\\\‘\\\\‘\\\\‘\\‘\\‘\\\\’\\\\’\\\’\\\\’\
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1240 (8.646 min): VX037727.D\data.ms (-1 200000
98.1
Sub
50 100000
42.1 541 70.1
0 “‘““‘ls,21, L NS e
miz--> 30 40 50 60 70 80 90 100 Time--> 8.50 8.60 8.70 8.80

Abundance Scan 1639 (11.079 min): VX037599.D\data.ms (- #62

93.0 4-Bromofluorobenzene
174.0 Concen: 46.041 ug/1l
RT: 11.079 min Scan# 1639
Ref 50 75.0 Delta R.T. -0.000 min
Lab File: VX037727.D
500 Acq: 14 Sep 2023 14:07
0\\\‘\\‘\\“”\ U\‘H‘\W HM‘\\]_\]-\6‘.\9\\]\-4‘2\.\9\\‘\\\‘\“\\
miz--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 179348
Abundance Scan 1639 (11.079 min): VX037727.D\data.ms Ion Ratio Lower Upper
95.1 95 100
174.0 174 79.8 0.0 135.6
176 77.1 0.0 131.0
Abundance
50.1 11.ﬁ)79
0\\\ \\“\ \“m\ U\‘}H H H‘\“\\]\-]\-?.\O\ }\4.‘1\.9\\‘\\\‘\“\\
m/z--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1639 (11.079 min): VX037727.D\data.ms (-
95.1
174.0
sub 751 50000
50.1 J
Ohbdepibg 1190 1820 | O
miz--> 40 60 80 100 120 140 160 180 Time->  11.00 11.10 11.20
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Abundance Scan 1471 (10.055 min): VX037599.D\data.ms (1 #63

1171 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.055 min Scan#t 1{gSagilnlcle
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: vXxe37727.D |(SlEIEEplsliEllof
5ﬂ 1 Acq: 14 Sep 2023 14:07 [ERERZAERA
0\\\’\\\\‘\\\“i‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:117 Resp: 377084
Abundance Scan 1471 (10.055 min): VX037727.D\datams 10" Ratio Lower Upper
117.1 117 100
82 55.6 46.2 69.4
821 119 32.6 25.5 38.3
Raw 50
Abundance
54.1 10.p55
H 250000
0\\\"“\\\\‘\\\1‘i‘\\\\‘\\\\“\\\\‘\\\\}?\7.\3\‘\\\
miz--> 40 80 100 120 140 160 180 200000
Abundance Scan 1471 (10.055 min): VX037727.D\data.ms (-
117.1 150000
Sub 82.1 100000
50
50000
54.1
I U S SR 2 N I S
m/z-> 40 60 80 100 120 140 160 180 Time--> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX037599.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
78.1 Lab File: VX037727.D
52.0 ‘ Acq: 14 Sep 2023 14:07
0 \H“‘H‘\“\“‘\‘\ \‘!“i \‘\“H“\H}“iu\‘\,m‘\“\ BERRERER
miz--> 40 60 80 100 120 140 160 180 I8t Ion:152 Resp: 173677
Abundance Scan 1794 (12.024 min): VX037727.D\datams 100 Ratio Lower Upper
150.1 152 100
115 58.8 3.3 129.9
150 156.8 0.0 345.0
Raw 50
o 1151 Abundance
78.1
521 ‘ 200000
0\\\“‘\\‘\“\“‘\\\“!‘\\\\‘\\\\“\\\\’\\‘\‘\‘\\]\_7\?.\9\
m/z--> 40 60 80 109 .120 140 160 180 150000 121024
Abundance Scan 1794 (12.024 min): VX037727.D\data.ms (-
150.1
100000
Sub 50
115.1 50000
52.1 78.1
o‘H‘;‘mH»1“"H"H‘\_m,wwl‘??e‘ ot
miz--> 40 60 80 100 120 140 160 180 Time--> 12.00 12.10
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Abundance Scan 1750 (11.756 min): VX037599.D\data.ms (- #84
105.1 1,2,4-Trimethylbenzene
Concen: 1.520 ug/l
RT: 11.750 min Scan#t 1Sl
Ref 50 Delta R.T. -0.007 min [US\ACLEDS
Lab File: Vvx@37727.D [(®lEWISEIoEIH
771 Acq: 14 Sep 2023 14:07 RERACRAS
510 | ) 297 .
Ottt b e S e P
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 16686
Abundance Scan 1749 (11.750 min): VX037727.D\datams 10N Ratio Lower Upper
105.1 105 100
120 44.9 21.2 63.6
Raw 50
Abundance
00 171 . 11.7150
0L ‘M ‘wm\“ I \‘i‘”‘ : ‘\“ : “M‘ ‘\“\“2‘8"2“:‘[?“2"2“‘“ : ‘\"‘ ‘ 10000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1749 (11.750 min): VX037727.D\data.ms (-
105.1
5000
Sub 50
77.1
ol ot 282151 1822 ot
miz--> 40 60 80 100 120 140 160 180 Time--> 11.70  11.80
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