Data Path

Data File : VX@42339.D

Acqg On : 16 Jul 2024 13:37
Operator : JC/MD

Sample : P3224-21 50X

Misc

ALS vial : 8

Quant Time: Jul 17 05:36:05 2024

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

Compound

Quantitation Report

Sample Multiplier: 1

Fri Jun 21 23:51:58 2024
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071624\

: 5.07g/1emL/100uL/5.00mL/MSVOA_X/MEOH

Response

(QT Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.M

356STEVEN-12

Conc Units Dev(Min)

Internal Standards
1) Pentafluorobenzene
34) 1,4-Difluorobenzene
63) Chlorobenzene-d5
72) 1,4-Dichlorobenzene-d4

System Monitoring Compounds
33) 1,2-Dichloroethane-d4
Spiked Amount 50.000
35) Dibromofluoromethane

Spiked Amount 50.000
50) Toluene-d8
Spiked Amount 50.000

62) 4-Bromofluorobenzene
Spiked Amount 50.000

Target Compounds
16) Acetone
95) Naphthalene

Range
Range

Range

11.

Range

.958 65
78 - 117
.391 113
75 - 124
.653 98
92 - 112
079 95
83 - 123

.386 43
.780 128

143638 50.000 ug/1l # 0.00

220538 50.000 ug/l 0.00

201164 50.000 ug/l 0.00
96170 50.000 ug/1l 0.00
87388 52.760 ug/1 0.00
Recovery = 105.520%

84347 53.902 ug/1l 0.00
Recovery = 107.800%

263432 47.920 ug/1 0.00
Recovery =  95.840%

96200 47.472 ug/1 0.00
Recovery =  94.940%

Qvalue

1548 2.128 ug/1 96
34421 5.665 ug/1 99

(#) = qualifier out of range (m) =

82X061824W.M Wed Jul 17 15:56:31 2024

manual integration (+)

= signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX071624\
Data File : VX042339.D

Acqg On : 16 Jul 2024 13:37

Operator : JC/MD

Sample : P3224-21 50X

Misc : 5.07g/10mL/100ulL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Time: Jul 17 ©5:36:05 2024

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061824W.M
Quant Title : SW846 8260

QLast Update : Fri Jun 21 23:51:58 2024

Response via : Initial Calibration

Abundance TIC: VX042339.D\data.ms
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Abundance Scan 732 (5.550 min): VX042043.D\data.ms (-72 #1
168.0 | pentafluorobenzene
Concen: 50.000 ug/1l
RT: 5.556 min Scan# 7St igl=nlies
Ref 50 99.0 Delta R.T. ©.006 min  [US\ICLS
Lab File: VXe42339.D ([GlEEQISEIIAE
1370 . N 356STEVEN-12
75.0 118.0 Acq: 16 Jul 2024 13:37
0\3\?.‘0\\\\“\\\“\“‘\‘\\‘\“’\\\\H"\\\\“\}‘\\‘\“\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 143638
Abundance  Scan 733 (5.556 min): VX042339.D\datams 10" Ratlo Lower Upper
168.0 @ 168 100
99 45.2 56.6 85.0#
Raw 50 99.0
Abundance
137.0 5556
43.9 75.0 118.0 ‘
0\\\‘\.\H“\V\“\‘“‘H‘\‘i\\H"MH‘\}‘H‘\“H 40000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 733 (5.556 min): VX042339.D\data.ms (-68 30000
168.0
20000
Sub gy 99.0
10000
137.0
oL3T1se0 700 L T L o
miz--> 40 60 80 100 120 140 160  Time-> 540  5.60
Abundance Scan 214 (2.392 min): VX042043.D\data.ms (-20 #16
43.0 Acetone
Concen: 2.128 ug/1
RT: 2.386 min Scan#t 213
Ref 50 Delta R.T. -0.012 min
58.1 Lab File: VX042339.D
Acq: 16 Jul 2024 13:37
0 37‘" NN . .
\H‘HH‘HH‘H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH’HH . .
m/z--> 30 35 40 45 50 55 60 65 70 75 g0 I8t Ion: 43 Resp: 1548
Abundance  Scan 213 (2.386 min): VX042339.D\datams = 100 Ratio Lower Upper
43.0 43 100
58 29.3 21.9 32.9
Raw 50
Abundance
58.0
800 2.486
36.0
0 N
\H‘HH‘HH‘H \‘HH‘HH‘HH‘HH‘HH‘HH‘HH’HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 600
Abundance Scan 213 (2.386 min): VX042339.D\data.ms (-16
43.0
400
Sub 50
200
58.0
36.0
0“WHH‘MJ_11_H‘_HW‘HWH‘WHH‘HHM‘HMH‘ T T T T
miz--> 30 35 40 45 50 55 60 65 70 75 80  Time--> 2.35 2.40 2.45
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Abundance Scan 799 (5.958 min): VX042043.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 52.760 ug/1l
RT: 5.958 min Scan# 7{gEitigl=nies
Ref 50 51.0 Delta R.T. ©0.000 min MSVOA_X
' 102.0 Lab File: Vx042339.D [SUEEEIICIEE
Acq: 16 Jul 2024 13:37 EEEEIAVENGEE
0 \‘\3\7\.(‘)\\\‘\“\‘H\“\‘\M“HH‘H.H‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 18t Ion: 65 Resp: 87388
Abundance  Scan 799 (5.958 min): VX042339.D\data.ms 10N Ratio Lower Upper
65.0 65 100
67 53.5 0.0 100.2
Raw 50
51.0 Abundance
102.0 5.958
30000
370 1 1]l : ‘
0 \‘\H\‘\\\‘\‘\H\“\\M‘HH‘HH‘HH‘HH‘H
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX042339.D\data.ms (-75 20000
65.0
sub 10000
51.0
102.0
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): VX042043.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.763 min Scan# 931
Ref 50 Delta R.T. ©.000 min
Lab File: VX042339.D
63.0 88.0 Acq: 16 Jul 2024 13:37
0 37.1 50\0 | ‘ 75\'0\ ‘ | |
\‘\H‘HHH‘HM“H\H\}H‘HH‘M‘H‘HH‘\‘H‘H . .
miz--> 30 40 50 60 70 80 90 100 110 120 gt Ion:114 Resp: 226538
Abundance  Scan 931 (6.763 min): VX042339.D\datams = 100 Ratio Lower Upper
114.0 114 100
63 17.7 0.0 45.0
88 14.6 0.0 36.6
Raw 50
Abundance
63.0 88.0 6.763
370 501 750 | | 80000
0 \‘\H‘HHH‘Hi\“H\”\H\\“HH‘\‘\‘H‘HH‘\‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 931 (6.763 min): VX042339.D\data.ms (-89 00000
114.0
40000
Sub
50
20000
63.0 88.0
370 50.1 75.0
O R R e AR ARARRARRRRS Vo
m/z-—-> 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): VX042043.D\data.ms (-69 #35

96.8 Dibromofluoromethane
Concen: 53.902 ug/1l
RT: 5.391 min Scan# 7{gEgtllElples
Ref 50 61.0 Delta R.T. 0.000 min  [USMACLDA
Lab File: VXe42339.D ([GlEEQISEIIAE
18.9 191.8 | Acq: 16 Jul 2024 13:37 ERESINAVUSNDE
0 \:?Z.‘Q‘\ - N‘ - “\“‘ “M‘i“ " ‘H‘\‘ e ‘]"?“9‘8“ T ‘H‘ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 84347
Abundance  Scan 706 (5.391 min): VX042339.D\data.ms 10N Ratio Lower Upper
110.9 113 100
111 102.4 82.9 124.3
192 26.1 13.3  19.9%
Raw 50
lo18 Abundance
80.9 . 5.491
0H‘4\3"9‘wm‘HH”H‘\‘“‘w””wl‘ﬁ‘\g‘)‘?wm‘w
miz--> 40 60 80 100 120 140 160 180 20000
Abundance Scan 706 (5.391 min): VX042339.D\data.ms (-65
110.9
Sub 10000
50
191.8
78.9
G"3‘%"9“‘\‘H‘HHH”‘\‘“"\““\“1“5‘\9‘.2‘3”\”““\ Or“w““_“w””‘
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1240 (8.647 min): VX042043.D\data.ms (-1 #50
98.1 Toluene-d8
Concen: 47.920 ug/1l
RT: 8.653 min Scan# 1241

Ref 50 Delta R.T. ©0.006 min
Lab File: VXe42339.D
420 70.0 Acq: 16 Jul 2024 13:37
G\\\i‘\}“\‘\‘i‘\‘\\‘\\\‘\‘ \\\\‘\\\\‘\\\]\-‘6\3'\1\
m/z--> 40 60 80 100 120 140 160 I8t Ion: 98 Resp: 263432
Abundance Scan 1241 (8.653 min): VX042339.D\datams = 10N Ratlo Lower Upper
98.1 98 100
100 66.7 53.1 79.7
Raw 50
Abundance
8.653
42.1 70.0 150000
0\\\i‘\\“‘\‘\‘“\‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1241 (8.653 mig)ez \1/XO42339.D\data.ms (-1 100000
sub o 50000
42.1 70.0
o) Y TSP S O
m/z--> 40 60 80 100 120 140 160 Time--> 8.60 8.70 8.80
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Abundance Scan 1639 (11.079 min): VX042043.D\data.ms (- #62

95.0 1789 | 4-Bromofluorobenzene
Concen: 47.472 ug/1l
RT: 11.079 min Scan#t 1(lgigilpgl=gles
Ref 50 75.0 Delta R.T. ©0.000 min MS_VO/-\_X
Lab File: VXe42339.D ([GlEEQISEIIAE
50.0 Acq: 16 Jul 2024 13:37 EEEEIAVENGEE
0 ‘ ol ‘ | n‘\ 116.9 140.9
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ . .
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: 96200
Abundance Scan 1639 (11.079 min): VX042339.D\datams 10N Ratio Lower Upper
95.0 173.9 95 1ee0
174 99.7 0.0 135.6
176  97.5 0.0 131.0
Raw 50 75.0
Abundance
50.0 11.0479
0\\\‘\\‘\\‘”‘\ H\‘\‘\w ”H‘\\]-\]-\6‘.\9\\]-\4.‘0\.\8\\‘\\\‘\“\ 60000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1639 (11.079 min): VX042339.D\data.ms (-
95.0 173.9 40000
Sub
50 750 20000
50.0
O 1169 108 | e——
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10

Abundance Scan 1471 (10.055 min): VX042043.D\data.ms (- #63

11y.0 Chlorobenzene-d5

Concen: 50.000 ug/l

82.0 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. ©.000 min

Lab File: VX042339.D

54.1 Acq: 16 Jul 2024 13:37

40.1 H I
\‘HH‘\H\‘HH‘HH‘\H\‘HH’\H\‘\H\‘HH’\H\‘

miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 201164

Abundance Scan 1471 (10.055 min): VX042339.D\datams 10N Ratio Lower Upper
117.0 117 100

82 50.1 46.2 69.4
119 32.6 25.5 38.3

o

Raw 50 82.1
Abundance
54.0 10.p55
0 \‘\\\4.\3.\‘1\-\\iHH“HH.‘\\Hi\‘\\\’\\9\\9‘.(\)\\\‘\\\\"\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120
- 100000
Abundance Scan 1471 (10.055 min): VX042339.D\data.ms (-
117.0
Sub 50000
50 82.1
54.0
40.0 H | |
0 “HH}‘HwHH_m‘ulwm,uw‘m_m,mw o EEEmE
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): VX042043.D\data.ms (-

150.0

#72
1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l

Delta R.T. ©0.000 min
Lab File:

Tgt Ion:152 Resp: 96170

50
Ref 115.0
52.0 78.0
0\\\W\\HH‘\\\JM\H?\?\\\”i}gapww
Miz-> 40 60 80 100 120 140 160
Abundance Scan 1794 (12.024 min): VX042339.D\data.ms

150.0

Ion Ratio Lower Upper
152 100

115 53.9 43.3 129.9
150 157.6 0.0 345.0

RT: 12.024 min Scan#t 1Sl
MSVOA X

VX042339.D [(GIEiEsEplol(=]le
Acq: 16 Jul 2024 13:37 EEEEIAVENGEE

Raw 50
115.0 Abundance
52.0 78.0
ol L M ,95.9 131.9 | 100000
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1794 (12.024 min): VX042339.D\data.ms (- 12/024
150.0
50000
Sub
50
115.0
G‘m;‘u!ww“H‘“95‘9””“1‘3‘1‘9_“&“_ oS
miz--> 40 60 100 120 140 160 Time--> 12.00 12.20
Abundance Scan 2081 (13.774 m|n) VX042043.D\data.ms (- #95
28.0 Naphthalene
Concen: 5.665 ug/1l
RT: 13.780 min Scan# 2082
Ref 50 Delta R.T. ©.006 min
Lab File: VX042339.D
51.0 102.0 Acq: 16 Jul 2024 13:37
0\\\‘\\“\\‘\7\%}“0\\\\“‘\\\\‘\‘H\\‘\\\\‘\\\\‘\\\\‘\\\'\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:128 Resp: 34421
Abundance Scan 2082 (13.780 min): VX042339.D\datams A 100 Ratio Lower Upper
128.0 128 100
127 13.3 10.3 15.5
129 11.4 8.8 13.2
Raw 50
Abundance
25000 13.780
400,641 120 | 207.1
L L L I L L L B B L B 20000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2082 (13.780 min): VX042339.D\data.ms (-
15000
128.0
10000
Sub
50
5000
o, 510 780 1920 0
R e R RARaaRasa T
miz--> 40 60 80 100 120 140 160 180 200 Time->  13.70 13.80
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