Quantitation Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051023\
Data File : VX@35578.D

Acqg On : 10 May 2023 11:39

Operator : JC/MD

Sample : VXe51eMBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Time: May 11 04:15:26 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

Internal Standards

1) Pentafluorobenzene 5.544 168 303684 50
34) 1,4-Difluorobenzene 6.757 114 486455 50.
63) Chlorobenzene-d5 10.055 117 448788 50.
72) 1,4-Dichlorobenzene-d4 12.018 152 216205 50.

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.946 65 155327 42.

Spiked Amount 50.000 Range 78 - 117 Recovery
35) Dibromofluoromethane 5.379 113 152628 51.

Spiked Amount 50.000 Range 75 - 124 Recovery
50) Toluene-d8 8.647 98 566147 50.

Spiked Amount 50.000 Range 92 - 112 Recovery
62) 4-Bromofluorobenzene 11.079 95 220294 51.

Spiked Amount 50.000 Range 83 - 123 Recovery

Target Compounds

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

82X042523W.M Thu May 11 13:42:14 2023

(LSC Reviewed)

Units Dev(Min)

.000 ug/1 .00
000 ug/1 .00
000 ug/1 .00
000 ug/1 .00

395 ug/1 -0.01
=  84.800%
119 ug/1 0.00
= 102.240%
266 ug/l 0.00
= 100.540%
993 ug/1 0.00
= 103.980%

signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051023\
Data File : VX@35578.D

Acqg On : 10 May 2023 11:39

Operator : JC/MD

Sample : VXe51eMBLO1

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

ALS vial : 3  Sample Multiplier: 1

Quant Time: May 11 04:15:26 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: VX035578.D\data.ms
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Abundance Scan 732 (5.549 min): VX035275.D\data.ms (-71 #1
168.0 | pentafluorobenzene
Concen: 50.000 ug/1l

99.0 RT: 5.544 min Scan# 7gSgtllEples
Ref 50 Delta R.T. -0.005 min [US\ICLS
Lab File: vX@35578.D |(®lEIEEllsllEllof
137.0 . . \/X0510MBLO1
750 118.0 Acq: 10 May 2023 11:39
0\:\37\-‘0\\\\“\i\“\w\‘\\‘\“‘\\\\“i\\\“\}‘\\‘\“\\‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 3063684

Abundance  Scan 731 (5.544 min): VX035578.D\datams = 1N Ratio Lower Upper
168.0 168 100

99 53.0 45.7 68.5

Raw 50 9.0
Abundance
118 0137.0 100000 5.544
75.0 B
\?\)6\.‘0\ \5\4"1.?\ 1‘\““ tor \‘\“‘ T \H‘ T \“ T }‘\ T \“\ ™
miz-> 40 60 80 100 120 140 160 80000
Abundance Scan 731 (5.544 min): VX035578.D\data.ms (-68
168.0 60000
Sub 99.0 40000
50
20000
137.0
olse0 549 130 L TP L ot
m/z—-> 40 60 80 100 120 140 160 Time-->  5.40 5.50 5.60 5.70

Abundance Scan 799 (5.958 min): VX035275.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 42.395 ug/1l
RT: 5.946 min Scan# 797
Ref 50 Delta R.T. -0.012 min
51.0 La
102.0 Lab File: VXe35578.D
Acq: 10 May 2023 11:39
GH‘\:\BZ\-?\\\‘\“\‘H\“\‘\i\“HH‘H.H‘HH‘M‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 155327
Abundance  Scan 797 (5.946 min): VX035578.D\datams | 10N Ratlo Lower Upper
65.0 65 100
67 52.9 0.0 104.0
Raw 50
51.0 Abundance
102.0 5.946
0H‘\35\.‘:\]-‘\\\‘\“\H\“\‘\i\“\\\\‘8\3\.\9\‘\\\\‘!!\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 40000
Abundance Scan 797 (5.946 min): VX035578.D\data.ms (-75
65.0
Sub 20000
50
51.0
102.0
m/z--> 30 40 50 60 70 80 90 100 110 Tjme--> 5.805.90 6.00 6.10
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Abundance Scan 931 (6.763 min): VX035275.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.757 min Scan#t 9lgSiiiglElies
Ref 50 Delta R.T. -0.006 min [US\ICLIRS
63.0 Lab File: Vx@35578.D [SUERIEEU e
501 | 751 290 Acq: 10 May 2023 11:39 NESUERIUIEIR0R
0 \‘\3\Z\‘.:‘I-\\H“‘Hi‘\‘w‘h}‘i\M\'\“\H!‘\‘1\9‘0\.\\\‘\“\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 486455
Abundance  Scan 930 (6.757 min): VX035578.D\data.ms 10" Ratio Lower Upper
114.0 114 100
63 18.6 0.0 42.2
88 15.9 0.0 33.2
Raw 50
Abundance
63.0 88.0 200000 6.757
0 \‘\3\71.?\\\5\?:\]\-1‘\“11\}“‘7\?\.9“\\\!‘\‘1‘\\‘\\\\‘\“\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 120 150000
Abundance Scan 930 (6.757 min): VX035578.D\data.ms (-88
114.0
100000
Sub
50 50000
63.0 88.0
0 37“0 50\‘1“ uly \\7?.0\ ‘ Iy Al 1
e A A 1 St I L
m/z--> 30 40 50 60 70 80 90 100 110 120 Tjme--> 6.60 6.70 6.80 6.90

Abundance Scan 705 (5.385 min): VX035275.D\data.ms (-68 #35
97.0 Dibromofluoromethane

Concen: 51.119 ug/1

RT: 5.379 min Scan# 704

Ref 50 61.0 Delta R.T. -0.006 min
Lab File: VX035578.D
18.9 191.9 | Acq: 10 May 2023 11:39
0 ‘?"Z"O‘w‘ - M - ““\‘ ‘W‘i“ " ‘H‘\‘ e ‘]"‘5“9‘?‘ T ‘\!\‘ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 152628
Abundance  Scan 704 (5.379 min): VX035578 D\datams 10N Ratio Lower Upper
110.9 113 100
111 102.9 83.7 125.5
192 22.1 15.4 23.2
Raw 50
Abundance
78.9 191.9 50000 5.879
0‘*ﬁ+9‘\w‘w“‘ww‘““\‘w*\H%§%§‘W*Jm\
miz--> 40 60 80 100 120 140 160 180 40000
Abundance Scan 704 (5.379 min): VX035578.D\data.ms (-65
110.9 30000
Sub 20000
50
10000
s0s 101.9 /\
0 "AFF?“""JJ‘JW"“1‘M“““%§?;§““‘Mt‘ 0 RN RAREE ARRRARAN
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 1240 (8.646 min): VX035275.D\data.ms (-1 #50

98.0 Toluene-d8
Concen: 50.266 ug/l
RT: 8.647 min Scan#t 1gSiiinglElies
Ref 50 Delta R.T. ©.001 min  |US\ICLS
Lab File: vX@35578.D |(®lEIEEllsllEllof
420 544 701 Acq: 10 May 2023 11:39 NESUXI0VI=IR0AE
0\‘\\\\‘!\\\‘\‘1\\’\\\‘\"\\\\8’2\\]-\\‘\\\“‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 566147
Abundance Scan 1240 (8.647 min): VX035578.D\data.ms 10N Ratio Lower Upper
98.1 98 100
160 66.6 52.5 78.7
Raw 50
Abundance
8.647
42.1 541 .
0\‘\\\\‘\‘\\\i\‘l\\’\}l\"\\\\%z\}\\‘\\\“‘\\\\‘\ 300000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1240 (8.647 min): VX035578.D\data.ms (-1
98.1 200000
Sub
50 100000
421 541
G \‘\H\‘\‘HHHH’\}1\"\\\\8’2\\1\\‘”\ “‘\\\\‘\ G‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 30 40 50 60 70 80 90 100 Time--> 8.50 8.60 8.70 8.80

Abundance Scan 1639 (11.079 min): VX035275.D\data.ms (- #62

95.0 4-Bromofluorobenzene
1740 ' concen: 51.993 ug/1
RT: 11.079 min Scan# 1639
Ref 50 75.0 Delta R.T. ©.000 min
Lab File: VX035578.D
50.0 Acq: 10 May 2023 11:39
ob ol 2369 1409 |
miz--> 40 60 80 100 120 140 160 180 I8t Ion: 95 Resp: 226294
Abundance Scan 1639 (11.079 min): VX035578.D\data.ms Ion Ratio Lower Upper
95.0 95 100
1740 | 174 82.1 0.0 147.4
176 79.4 0.0 140.6
Raw 59 75.0
Abundance
50.0 11.079
0 \\\‘\\“\ “‘H\‘ U\‘\ ‘\H\ 1“1‘\}}\6‘.\9\}\4.‘1\.(\)\\‘\H‘\“H 150000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1639 (11.079 min): VX035578.D\data.ms (-
95.0 100000
174.0
Sub
50 75.0 50000
50.0
Olrtredep bl 1169 1420 ) 0l
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): VX035275.D\data.ms (1 #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.055 min Scan#t 14{{gfSidtil=lgles
Ref 50 Delta R.T. -0.000 min [S\ACLEDS

Lab File: VX©35578.D [GUEhISEIE

sl Acq: 10 May 2023 11:39 NESUXI0VI=IR0AE

40.0 H

o

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 448788

Abundance Scan 1471 (10.055 min): VX035578.D\datams 10N Ratio Lower Upper
117.0 117 1ee

82 52.1 45.0 67.4
119 33.1 26.0 39.0

Raw  go 82.1
Abundance
54.1 300000 10{055
0H‘\\\4\0‘\]\.\\‘!\‘\\‘\\H.‘HH“\‘H\‘\\9\\9‘9\\\‘\\\1‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX035578.D\data.ms (200000
117.0
Sub 82.1
50 100000
54.1
ol 200 || ero... 0 I ol
m/z--> 30 40 50 60 70 80 90 100110120  Time--> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX035275.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 12.018 min Scan# 1793
Ref 50 115.0 Delta R.T. -0.006 min

8.0 Lab File:  VX@35578.D
‘ Acq: 10 May 2023 11:39
G T \hi T \‘\‘\ ‘ e \“ ‘ T \ \ \ ‘ T } ‘ \]-\3,\$\ ‘ T \‘\“\ ‘ T
miz--> 40 100 120 140 160 Tgt Ion:152 Resp: 216205

Abundance Scan 1793 (12.018 min): VX035578.D\data.ms | 10N Ratio Lower Upper
150.0 152 100

115 58.3 45.0 135.0
150 156.1 0.0 352.4
Raw 50
115.0 Abundance
520 /80 250000
[ \‘i T \‘!‘\‘ T \“H“‘ \“\‘9\6\“0\ T 1“ \1\3-\1\9‘ T \‘\“\ T
miz--> 40 60 80 100 120 140 160 200000
Abundance Scan 1793 (12.018 min): VX035578.D\data.ms (-
150.0 150000
sub 100000
115.0 50000
520 780
b ss0 | ame L ot
miz--> 40 60 80 100 120 140 160 Time--> 1200 1210
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