Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vvial

Quantitation Report

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VXe51223\
: VX035627.D

: 12 May 2023 10:34

: JC/MD

: VX0512MBLO1

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

: 3  Sample Multiplier: 1

Quant Time: May 15 01:52:13 2023

Quant Method :
Quant Title
QLast Update
Response via :

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.M
: SW846 8260

: Thu May 11 13:57:54 2023

Initial Calibration

(LSC Reviewed)

000
000
000
000

Conc Units Dev(Min)

ug/l # 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
94.840%
ug/1 0.00
95.240%
ug/1 0.00
96.380%
ug/1 0.00
99.020%

Compound R.T. QIon Response

Internal Standards

1) Pentafluorobenzene 5.544 168 203159 50.
34) 1,4-Difluorobenzene 6.757 114 376987 50.
63) Chlorobenzene-d5 10.055 117 343454 50.
72) 1,4-Dichlorobenzene-d4 12.024 152 156545 50.
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.952 65 168063 47.

Spiked Amount 50.000 Range 78 - 117 Recovery
35) Dibromofluoromethane 5.379 113 121067 47.

Spiked Amount 50.000 Range 75 - 124 Recovery
50) Toluene-d8 8.647 98 452600 48.

Spiked Amount 50.000 Range 92 - 112 Recovery
62) 4-Bromofluorobenzene 11.079 95 187230 49,

Spiked Amount 50.000 Range 83 - 123 Recovery

Target Compounds

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

82X051123W.M Mon May 15 14:24:49 2023

signals summed

Page:

1



Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051223\
Data File : VX@035627.D

Acqg On : 12 May 2023 10:34

Operator : JC/MD

Sample ¢ VXe512MBLO1

Misc : 5.00g/1emL/100ul/5.00mL/MSVOA_X/MEOH

ALS vial : 3  Sample Multiplier: 1

Quant Time: May 15 ©1:52:13 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051123W.M
Quant Title : SW846 8260

QLast Update : Thu May 11 13:57:54 2023

Response via : Initial Calibration

Abundance TIC: VX035627.D\data.ms
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Abundance Scan 732 (5.550 min): VX035603.D\data.ms (-72 #1

168.0 | pentafluorobenzene
99.0 Concen: 50.000 ug/1l
RT: 5.544 min Scan# 7gSgtllEples
Ref 50 Delta R.T. -0.006 min [US\ICLIRS
1370 Lab File: Vx035627.D [SUERIEEICIe
75.0 118.0 ‘ : Acq: 12 May 2023 10:34 NESEREAUIEIR
0 \?7\.‘0\ TTT “\ } \“\w i \‘\w T \H‘ mEm T 1‘\ T \“\ ™
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 203159
Abundance  Scan 731 (5.544 min): VX035627.D\datams 100 Ratlo Lower Upper
168.0 168 100
99.0 99 71.7 45.7 68.5#
Raw 50
Abundance
137.0 5.544
0 \3\7.‘0\ \5\?.?\ (\?\.WM \‘ \w \‘\1\1\“8‘-?\ T \“ T 1‘\ T ‘\ ™ 60000
miz--> 40 60 80 100 120 140 160
Abundance Scan 731 (5.544 min): VX035627.D\data.ms (-68
168.0 40000
99.0
sub 20000
o o 0137.0
75. 118.
pssrsse 0 L RO
miz--> 40 60 80 100 120 140 160 Time-> 5.40 5.50 5.60 5.70

Abundance Scan 798 (5.952 min): VX035603.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 47.419 ug/1
RT: 5.952 min Scan# 798
Ref 50 51.0 Delta R.T. ©0.000 min
Lab File: VX035627.D
102.0 Acq: 12 May 2023 10:34
35.0
0"w““wH“‘\“‘H\“““‘wH‘swl"gwww*!“w
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 168663
Abundance  Scan 798 (5.952 min): VX035627.D\data.ms Ton Ratio Lower Upper
65.0 65 100
67 49.6 0.0 1le4.0
Raw 50
51.0 Abundance
. 102.0 60000 5.0852
0"w“"‘wH“‘\HH\“‘“‘wH‘?‘?’V?‘\HH\MMH
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 798 (5.952 min): VX035627.D\data.ms (-74 40000
65.0
sub o 20000
51.0
350 102.0
0"w“‘.‘wH“‘\“‘Hw“H‘wH‘\S‘B"Q‘ww“w” O
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.80 5.90 6.00 6.10
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Abundance Scan 931 (6.763 min): VX035603.D\data.ms (-91 #34
114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.757 min Scan# 9lglSiidtipl=lgies
Ref 50 Delta R.T. -0.006 min [US\IeJEDS
63.0 Lab File: VX@35627.D |(GUEINEEIEIH
50.0 ‘ 750 88.0 Acq: 12 May 2023 10:34 NESUSHEAVIEIR0
0 ‘_3“7“1””“"mewH!_luww IR
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 376987
Abundance  Scan 930 (6.757 min): VX035627.D\datams | 10N Ratlo Lower Upper
114.0 114 100
63 24.0 0.0 42.2
88 17.1 0.0 33.2
Raw 50
Abundance
63.0 88.0 150000 6.757
0 ‘_3‘)‘7‘?”?‘7‘?”“1‘;‘1‘;7‘?‘?“H!_luww b
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 930 (6.757 min): VX035627.D\data.ms (-88 100000
114.0
Sub 50 50000
c00 63.0 88.0
G‘\???”‘w‘ﬂww“mtﬁéw”!MM‘M‘HM‘”M“ [N
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): VX035603.D\data.ms (-68 #35
97.0 Dibromofluoromethane
Concen: 47.619 ug/1l
RT: 5.379 min Scan# 704
Ref 50 61.0 Delta R.T. -0.006 min
Lab File: VX035627.D
Acq: 12 May 2023 10:34
0 ?‘5“‘0‘ V- M - ‘H‘ ‘M‘M;\“‘ : ‘]M\‘ — ‘]"‘5‘9‘?‘ — ‘\!\‘ ‘
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 121667
Abundance  Scan 704 (5.379 min): VX035627.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 104.5 83.7 125.5
192 17.0 15.4 23.2
Raw 50
Abundance
78.9 191.8 40000 5379
0 "ww‘\HHH"H‘“\"w‘wwl“s?‘?w””“w
m/z--> 40 60 80 100 120 140 160 180 30000
Abundance Scan 704 (5.379 min): VX035627.D\data.ms (-65
110.9
20000
Sub 50
10000
80.9 191.8
0"‘\w‘\"HH"H‘”‘\"‘wwwl‘??‘?w””“w AR AR ARRARE
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

VX035627.D 82X051123W.M

Mon May 15 14:24:52 2023
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Abundance Scan 1240 (8.647 min): VX035603.D\data.ms (-1 #50
98.1 Toluene-d8
Concen: 48.189 ug/1l
RT: 8.647 min Scan# 1UgSiAtTlEnles
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: Vx035627.D |SUEEEISICIEE
421 g4 701 Acq: 12 May 2023 10:34 NEUSHPAVIEEOR
0\‘\\\\“\‘\\\‘\‘1\\‘{\‘1\“\\\\8‘2\\]-\\‘\\\“‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 452600
Abundance Scan 1240 (8.647 min): VX035627.D\datams | 10N Ratlo Lower Upper
98.1 98 100
100 66.0 52.5 78.7
Raw 50
Abundance
421 54.1 70.1 8.647
I o T S | 250000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 200000
Abundance Scan 1240 (8.647 min): VX035627.D\data.ms (-1
9.1 150000
Sub 100000
50
50000
421 54.1 70.1
0 ‘}““““8‘21‘ Ml O
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70
Abundance Scan 1639 (11.079 min): VX035603.D\data.ms (- #62
93.0 4-Bromofluorobenzene
174.0 Concen: 49.509 ug/l
75.0 ' RT: 11.079 min Scan# 1639
Ref 50 Delta R.T. ©.000 min
50.0 Lab File: VX035627.D
’ Acq: 12 May 2023 10:34
0 T \ ‘ T \“\ \‘ ‘H‘\ U \‘1 “‘ T w HM ‘ T \1\]\_?.\9\ \]_\4‘]-\.(\)\ T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 1go I8t Ion: 95 Resp: 187230
Abundance Scan 1639 (11.079 min): VX035627.D\datams = 10N Ratlo Lower Upper
95.0 95 100
174 65.2 0.0 147.4
174.0
750 176 63.3 0.0 140.6
Raw 50
Abundance
50.0 150000 11.b79
0 T \H‘ T \“\ \‘ ‘m\ U \‘1 “‘ w “M T \]\-]\-?.\9\ \]\-4‘.\3-\0\ T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1639 (11.079 min): VX035627.D\data.ms (- 100000
95.0
750 174.0
Sub : 50000
50
50.0
oot i 89 1430 | o e
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10
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Abundance Scan 1471 (10.055 min): VX035603.D\data.ms (1 #63

11y.0 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\Ue/ADA
54.1 Lab File: VvX@35627.D |(SlEIEEIsllEll0f
Acq: 12 May 2023 10:34 NESUXRAVI=IR0AE
40.0 H
0‘w”WHwm\‘Hw”‘m“”‘\“9?\9‘”\””‘\”“1
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 343454

Abundance Scan 1471 (10.055 min): VX035627.D\datams 10N Ratio Lower Upper
1170 117 1ee

82 58.8 45.0 67.4

82.1 119 31.7 26.0 39.0
Raw 50
Abundance
54.1 250000 10.055
40.1 H
98.9
0\\‘\\\}“}\\\‘\\\\‘\\\\‘\\1\“‘\‘\\\‘\\\\‘\\\\‘\\\1‘\\\\‘ 200000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX035627.D\data.ms (- 150000
117.0
100000
Sub 82.1
50
541 50000
0 0 oo e | oL
miz--> 30 40 50 60 70 80 90 100 110 120  Time--> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX035603.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. ©.000 min
500 (80 Lab File: VX035627.D
‘ Acq: 12 May 2023 10:34
OM sose llasan )
miz--> 40 60 80 100 120 140 160 18t Ion:152 Resp: 156545

Abundance Scan 1794 (12.024 min): VX035627.D\data.ms 10N Ratio Lower Upper
150.0 152 100

115 65.1 45.0 135.0
150 155.3 0.0 352.4
Raw 50
78.1 115.0 Abundance
52.1 ‘
‘ 131.
(B \w \‘\‘\‘\‘ [T \“‘H \“\9\6\‘0\ T 1“ T \3\ \9‘ T \“\“\ T 150000
m/z--> 40 60 80 100 120 140 160 12024
Abundance Scan 1794 (12.024 min): VX035627.D\data.ms (-
150.0 100000
Sub
50 115.0 50000
521 /81
0Lt ey 1,960 | 131.9 e L e
m/z-—-> 40 60 80 100 120 140 160 Time--> 1200 1210
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