Data Path

Data File : VX@37920.D

Acqg On : 27 Sep 2023 13:44
Operator : JC/MD

Sample : 04614-04ME

Misc

ALS vial : 11

Quant Time:
Quant Method :
Quant Title : SW846 8260
QLast Update :
Response via :

Sep 28 01:20:34 2023
Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.M

Quantitation Report

Sample Multiplier: 1

Sat Sep 16 04:55:44 2023
Initial Calibration

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092723\

: 4.98g/1emL/100uL/5.00mL/MSVOA_X/MEOH

(QT Reviewed)

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

Internal Standards

1) Pentafluorobenzene 5.550 168 262583 50.000 ug/l # 0.00
34) 1,4-Difluorobenzene 6.757 114 434116 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 388335 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 208242 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.952 65 152398 44.174 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  88.340%

35) Dibromofluoromethane 5.385 113 126846 43.669 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  87.340%

50) Toluene-d8 8.647 98 516372 47.844 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery =  95.680%

62) 4-Bromofluorobenzene 11.086 95 185837 47.385 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 94.760%
Target Compounds Qvalue
16) Acetone 2.416 43 6445 3.883 ug/l1 95

(#) = 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\VX092723\
Data File : VX037920.D

Acqg On : 27 Sep 2023 13:44

Operator : JC/MD

Sample : 04614-04ME

Misc : 4.98g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Time: Sep 28 01:20:34 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.M
Quant Title : SW846 8260

QLast Update : Sat Sep 16 04:55:44 2023

Response via : Initial Calibration

Abundance TIC: VX037920.D\data.ms
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Abundance Scan 733 (5.556 min): VX037746.D\data.ms (-72 #1
168.1 | pentafluorobenzene
Concen: 50.000 ug/1l

99.0 RT: 5.550 min Scan# 7gEgtll=ples
Ref 50 Delta R.T. -0.000 min [US\AeLEVS
Lab File: VX037920.D [(GUEhISEIIellEIl0f
751 1803t Acq: 27 Sep 2023 13:44 PRIV
0““48‘-9‘ “H“\“\‘\‘H‘ ““i““u\}“‘\‘}“‘\‘ \H‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 262583

Abundance  Scan 732 (5.550 min): VX037920.D\datams = 1o Ratio Lower Upper
1681 168 100

99 55.0 56.6 85.0#

99.0
Raw 50
Abundance
11512371 5.650
360 550 150 || " L 80000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘
miz--> 40 60 80 100 120 140 160
Abundance Scan 732 (5.550 min): VX037920.D\data.ms (-6§ 60000
168.1
40000
Sub 99.0
50
20000
o 11811371
75. .
0‘$?ﬁ‘§Q%‘MWW:uJﬂp“ﬁ‘lu“‘ﬂ“_ b O
miz--> 40 60 80 100 120 140 160  Time-> 5.405.505.605.70

Abundance Scan 212 (2.380 min): VX037746.D\data.ms (-20 #16

43.1 Acetone
Concen: 3.883 ug/l
RT: 2.416 min Scan# 218
Ref 50 Delta R.T. ©.037 min
Lab File: VX037920.D
L Acq: 27 Sep 2023 13:44
Ob— \““M T \5\ ‘.0\ \7\5\.]‘-\ L B B
miz--> 40 60 80 100 120 140 gt Ion: 43 Resp: 6445
Abundance  Scan 218 (2.416 min): VX037920.D\data.ms Ion Ratio Lower Upper
43.1 43 100
58 29.8 21.9 32.9
Raw 50
Abundance
58.2 25001 2416
142.0
126.9
0 MHM‘\ L 80.0 \ J
LN e I 2000
miz--> 40 60 80 100 120 140
Abundance Scan 218 (2.416 min): VX037920.D\data.ms (-16
131 1500
1000
Sub
50
58.2 500
142.0
\ 12594 o
0\\\““\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\“\\ \\\\‘\\\\’\\\\
miz--> 40 60 80 100 120 140  Time-> 2.40 2.50
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Abundance Scan 799 (5.958 min): VX037746.D\data.ms (-78 #33

65.1 1,2-Dichloroethane-d4

Concen: 44,174 ug/1

RT: 5.952 min Scan# 7{gEgiaERIes

Ref 50 51.0 Delta R.T. -0.006 min [US\ICLIRS
102.0 Lab File: VvX@37920.D [(®lEIEEIsllEl0f
35.1 ‘ ’ Acq: 27 Sep 2023 13:44 REIREIEENIS
0H‘\\‘\‘\‘\\\‘\“\‘H\“\‘H‘\“HH‘H.H‘HH‘\!‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 65 Resp: 152398
Abundance  Scan 798 (5.952 min): VX037920.D\datams 100 Ratlo Lower Upper
65.1 65 100

67 53.4 0.0 100.2

Raw 50
51.0 Abundance
102.0 5.952
50000
0H‘\?Z\'?\\\‘\“\‘H\“\‘\1\“\\\\‘8\4\..%‘\\\\‘!!\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 40000
Abundance Scan 798 (5.952 min): VX037920.D\data.ms (-75
63.1 30000
s 20000
51.0
102.0 10000
37.0
G\\M\”\M\H”MM\w\“}“\\m‘\“u‘\\u‘\hw‘\\ 0‘\\H‘\\\wwwwwwww
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.80 5.90 6.00 6.10

Abundance Scan 931 (6.763 min): VX037746.D\data.ms (-92 #34

1141 1,4-Difluorobenzene
Concen: 50.000 ug/l

RT: 6.757 min Scan# 930

Ref 50 Delta R.T. -0.006 min
631 Lab File: VX037920.D
. 88.1 . .
272 501 51 | | Acq: 27 Sep 2023 13:44
0\‘\H‘HHH“\\\‘\“H\”H‘H“HH‘\‘\‘\\‘HH‘\‘H‘H\
miz--> 30 40 50 60 70 80 90 100 110 120 A Tgt Ion:114 Resp: 434116

Abundance  Scan 930 (6.757 min): VX037920.D\data.ms | 10N Ratio Lower Upper
114.1 114 100

63 19.6 0.0 45.0
88 16.0 0.0 36.6
Raw 50
Abundance
63.1 88.1 6.157
0 3771 5({‘1‘ u‘\ m7?.1m Lo ol 150000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 930 (6.757 min): VX037920.D\data.ms (-88
114.1 100000
Sub 50 50000
63.1 88.1
0 ‘_?‘7(:"’”‘5‘()}.‘1‘”“1‘1‘1‘17‘?;‘1“””‘”‘“Wm‘w‘u‘m S
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 6.606.706.806.90
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Abundance Scan 705 (5.385 min): VX037746.D\data.ms (-69 #35
97.0 Dibromofluoromethane
Concen: 43.669 ug/l
RT: 5.385 min Scan# 7(EtiglEies
Ref 50 61.0 Delta R.T. ©.000 min  [US\ICLS
Lab File: VX037920.D [SlEEQISEIIAEI
19.0 101.9 Acq: 27 Sep 2023 13:44 REREREEINIS
0 \3\)3.‘]\-‘\ TT M T \H‘i \‘1”‘1‘1‘\ Tt \H“\ T \:I\-\Sig\?\ T \‘!‘\ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 126846
Abundance  Scan 705 (5.385 min): VX037920.D\datams | 10N Ratlo Lower Upper
111.0 113 100
111 102.1 82.9 124.3
192 19.3 13.3 19.9
Raw 50
Abundance
81.0 191.9 40000 5.385
0\\\4.‘4\’.\()\\‘\\\\U\\w‘\‘\\‘}\‘\\\\‘\\]\-ﬁig\.?\\‘\\‘\‘\‘\
m/z--> 40 60 80 100 120 140 160 180
; 30000
Abundance Scan 705 (5.385 min): VX037920.D\data.ms (-65
114.0
20000
Sub
50
10000
79.0 191.9
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
Abundance Scan 1240 (8.647 min): VX037746.D\data.ms (-1 #50
98.2 Toluene-d8
Concen: 47.844 ug/l
RT: 8.647 min Scan#t 1240
Ref 50 Delta R.T. ©.000 min
Lab File: VX037920.D
421 541 70.1 Acq: 27 Sep 2023 13:44
0 \‘\\H“\‘H\‘“\‘\‘.\‘\‘H‘\‘\"H\\8‘2\.9\\‘\1\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 516372
Abundance Scan 1240 (8.647 min): VX037920.D\datams = 10N Ratlo Lower Upper
9g.1 98 100
100 63.9 53.1 79.7
Raw 50
Abundance
421 70.1 B.p47
1 541 . 300000
0 \‘\\H“\‘H\‘“H\‘\‘H‘\‘\"H\\8‘2\.}\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 1240 (8.647 min): VXO37920.D\ggti.ms (-1 200000
sub o 100000
42.1 541 70.1
O‘“H‘iL‘WJJH‘wJ‘M“ﬁg%“w‘MM‘H“ R
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70 8.80
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Abundance Scan 1639 (11.079 min): VX037746.D\data.ms (- #62

95.1 4-Bromofluorobenzene
1740 concen: 47.385 ug/1l
RT: 11.086 min Scan#t 1(lgigiipl=gles
Ref 50 75.1 Delta R.T. ©.006 min  [USNCIWS
Lab File: VX037920.D [SlEEQISEIIAEI
50.1 Acq: 27 Sep 2023 13:44 =UIREREEIIS
0 \\\‘\\“‘\ \“H‘\ U\‘““\‘\ “‘\“\}}\7‘.\0\\]\-4‘.3\.\0\\‘\\\‘\“\\
m/z--> 40 60 80 100 120 140 160 180 T8t Ion: 95 Resp: 185837
Abundance Scan 1640 (11.086 min): VX037920.D\datams = 10N Ratlo Lower Upper
05.1 1740 95 100
174  81.5 0.0 135.6
176  79.0 0.0 131.0
Raw 50 75.1
Abundance
50.1 11,086
0 \\\‘\\“\ ‘\“H‘ U\‘\H“\w H‘\“\\J\-]\.?.\g\ }\4.‘1\.9\\‘\\\‘\“\\
miz--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1640 (11.086 min): VX037920.D\data.ms (-
951 174.0
50000
sub 75.1
50.1 J
S P P 2.3 B o A
m/z-> 40 60 80 100 120 140 160 180 Tjme-> 11.00 11.10 11.20

Abundance Scan 1471 (10.055 min): VX037746.D\data.ms (- #63
11y1 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. ©0.000 min
Lab File: VX@37920.D
54.1 Acq: 27 Sep 2023 13:44
40.0
G\‘HH‘}\‘H\‘\H\‘HH‘H\‘\‘i\‘\\\‘\\\\9’\]_\\\‘\\\1‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 388335

Abundance Scan 1471 (10.055 min): VX037920.D\data.ms 10N Ratio Lower Upper
117.1 117 100

82 55.6 46.2 69.4
119 31.7 25.5 38.3

82.1
Raw 50
Abundance
54.1 10.p55
0 \‘\\\4\‘?\‘]\-\\‘\\‘\\“\6\\7\.‘\\\‘\“‘\‘\\\‘Hg\\g’(\)\\\‘\\\\‘\\\\‘ 250000
m/z--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 1471 (10.055 min): VX037920.D\data.ms (-
1171 150000
Sub 82.1 100000
50
50000
54.1
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 10.00 10.10 10.20
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Abundance Scan 1794 (12.024 min): VX037746.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 12.024 min Scan#t 11gigil=gles
Ref 50 115.1 Delta R.T. ©0.000 min MSVOA_X
78.1 Lab File: Vx037920.D (SUEHIEEIPICIEE
Acq: 27 Sep 2023 13:44 REIREIEENIS

. 132.1 |
O+
m/z--> 40 100 120 140 160 18t Ion:152 Resp: 208242
Abundance Scan 1794 (12.024 min): VX037920.D\data.ms 10N Ratio Lower Upper

150.1 152 100

115 59.8 43.3 129.9

150 155.4 0.0 345.0

Raw 50 1151 Abundance
521 /81 250000
0“‘W‘““‘\“‘ﬂt“"\““\}g;%“huw‘
miz--> 40 60 80 100 120 140 160 2000007 o
Abundance Scan 1794 (12.024 min): VX037920.D\data.ms (-
150.1 150000
sib 100000
115.1
o1 780 50000
oY a— ‘ s u‘!“ 4950 || 1319 | e
miz--> 40 60 80 100 120 140 160 Time-> 12.00 12.10
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