Data Path

Data File : VX@34626.D

Acqg On : 20 Mar 2023 14:35
Operator : JC/MD

Sample : 01828-01

Misc

ALS vial : 8

Sample Multiplier: 1

Quant Time: Mar 21 01:42:02 2023

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

Compound

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
18) Methyl Acetate

Quantitation Report

: Mon Mar 13 10:29:32 2023
Initial Calibration

R.T. QIon
5.544 168
6.757 114

10.055 117
12.024 152
5.952 65
Range 78 - 117
5.385 113
Range 75 - 124
8.647 98
Range 92 - 112
11.085 95
Range 83 - 123
2.416 43
2.715 43

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\

: 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

Response

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M

(QT/LSC Reviewed)

Conc Units Dev(Min)

231579 50.000
431239 50.000
340442 50.000
161978 50.000
159202 47.255
Recovery =
117057 41.112
Recovery =
487066 45.824
Recovery =
167592 39.036
Recovery =
5653 3.562
136340 26.293

ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
94.500%
ug/1 0.00
82.220%
ug/1 0.00
91.640%t
ug/1 0.00
78.080%tt
Qvalue
ug/1 98
ug/1 98

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

82X031023W.M Tue Mar 21 04:20:49 2023

manual integration (+) = signals summed
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Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032023\
Data File : VX@34626.D

Acqg On : 20 Mar 2023 14:35

Operator : JC/MD

Sample : 01828-01

Misc : 5.06g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Time: Mar 21 01:42:02 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
Quant Title : SW846 8260

QLast Update : Mon Mar 13 10:29:32 2023

Response via : Initial Calibration

Abundance TIC: VX034626.D\data.ms
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Abundance Scan 731 (5.544 min): VX034419.D\data.ms (-71 #1

168.0 = pentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT: 5.544 min Scan# 7S lEnies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX@34626.D [(SIEIEEIsllEI0f
750 11802370 Acq: 20 Mar 2023 14:35 RUENEEEN
0\?7\.‘1\\\\“\\\“\‘}\‘\ \‘\‘i\\\\‘,}\\\"\}‘m‘\“H
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 231579
Abundance  Scan 731 (5.544 min): VX034626.D\datams ~ 10N Ratlo Lower Upper
168.0 168 100
99 58.5 45.7 68.5
99.0
Raw 50
Abundance
75.0 1180370 50000 >
\3\6\‘.‘0\ \5\5‘1.?\ “\“\.w iy \‘\w T \H’.1 T \" T }‘\ T \“\ T
m/z--> 40 60 80 100 120 140 160 60000
Abundance Scan 731 (5.544 min): VX034626.D\data.ms (-68
168.0
40000
Sub 50 99.0
20000
137.0
75.0 118.0
360580 Ty L i L —
m/z-> 40 60 80 100 120 140 160 Time--> 5.40 550 5.60
Abundance Scan 211 (2.373 min): VX034419.D\data.ms (-1 #16
43.0 Acetone
Concen: 3.562 ug/1
RT: 2.416 min Scan# 218
Ref 50 Delta R.T. ©.043 min
Lab File: VX034626.D
Acq: 20 Mar 2023 14:35
Ol— \”““\‘ TTT ‘6:5\9\ \8‘4\'9\ ;?2\\8\ T ‘:\1-\5(\)\9‘ T
m/z--> 40 60 80 100 120 140 160 gt Ion: 43 Resp: 5653
Abundance  Scan 218 (2.416 min): VX034626.D\datams ~ 10N Ratlo Lower Upper
43.1 43 100
58 31.9 24.7 37.1
Raw 50
Abundance
2500 2416
75.2
O'WMM‘\\‘\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 2000
miz--> 40 60 80 100 120 140 160
Abundance Scan 218 (2.416 min): VX034626.D\data.ms (-16 1500
43.0
1000
Sub
50
500
I 75.2 0
O A
m/z--> 40 60 80 100 120 140 160 Time--> 2.30 2.40 2.50
VX034626.D 82X031023W.M Tue Mar 21 04:20:50 2023
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Abundance Scan 264 (2.697 min): VX034419.D\data.ms (-25 #18

43.0 Methyl Acetate
Concen: 26.293 ug/l
RT: 2.715 min Scan#t 2(gSiglEhies
Ref 50 Delta R.T. ©0.018 min MSVOA_X
4.0 Lab File: VX034626.D [(CUEhISEIoEIlH
| 590 Acq: 20 Mar 2023 14:35 RUENEEEN
m/z--> 30 35 40 45 50 55 60 65 70 75 80 | T&t Ion: 43 Resp: 136340
Abundance  Scan 267 (2.715 min): VX034626.D\datams 10N Ratio Lower Upper
43.1 43 100
74 22.0 18.3 27.5
Raw 50
Abundance
74.0 2.7115
59.0
OHH\HH\"‘HH“ AR RRRRN AR AR LA RN AR 60000
miz--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 267 (2.715 min): VX034626.D\data.ms (-21
43.0 40000
Sub
50 20000
74.0
59.0
0 ”w””ww“ ‘v”‘w”w”lv‘”w””w”w”ww SRR RRERE RS
m/z--> 30 35 40 45 50 55 60 65 70 75 80  Time-> 2.60 2.70 2.80

Abundance Scan 797 (5.946 min): VX034419.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 47.255 ug/1l
RT: 5.952 min Scan# 798
Ref 50 51.0 Delta R.T. ©.006 min
102.0 Lab File: VX034626.D
’ Acq: 20 Mar 2023 14:35
70 1l |
0 \‘\\\\‘\\\‘\‘\\H“\\M‘HH‘H'H‘HH‘H‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 159202
Abundance  Scan 798 (5.952 min): VX034626.D\datams 100 Ratio Lower Upper
65.0 65 100
67 51.0 0.0 104.0
Raw 50
51.0 Abundance
102.0 60000 5.452
37,0 I I
0 \‘\\\‘\‘\\\‘\“\\H“\\M‘HH‘\-H\‘HH‘H‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 798 (5.952 min): VX034626 D\data.ms (-74 #0000
65.0
Sub 20000
50 51.0
102.0
Y = R 1 okt
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00 6.10
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Abundance Scan 930 (6.757 min): VX034419.D\data.ms (-91 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.757 min Scan#t 9lgSiiiglElies
Ref 50 Delta R.T. -0.000 min MS_VO/-\_X
63.0 Lab File: VX034626.D [(CUEhISEIoEIlH
500 | 88.0 Acq: 20 Mar 2023 14:35 RWSNESED
0\‘\3\\7\:"-\\\\‘\\\‘\“}‘}\\“i??\(\)‘\\\!‘\1‘\\‘\\\\‘\‘\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 431239
Abundance  Scan 930 (6.757 min): VX034626.D\datams 10" Ratio Lower Upper
114.0 114 100
63 22.7 0.0 42.2
88  18.3 0.0 33.2
Raw 50
Abundance
63.0 88.0 6.7157
50.1
0\‘\3\\7\%\\\\“\\\‘\‘w‘\‘\l‘i??\\o‘\\\\‘\1‘\\‘\\\\‘\‘\\‘\\\ 150000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 930 (6.757 min): VX034626.D\data.ms (-88
114.0 100000
Sub
50 50000
63.0 88.0
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.60 6.70 6.80 6.90

Abundance Scan 704 (5.379 min): VX034419.D\data.ms (-69 #35

96.9 Dibromofluoromethane
Concen: 41.112 ug/1
RT: 5.385 min Scan# 705
Ref 50 61.0 Delta R.T. ©0.006 min
Lab File: VX034626.D
18.9 191.8 Acq: 20 Mar 2023 14:35
G\:3\7\‘9\\\M\\\\“‘\\w”““\\\\H“\\\\‘\\l\\5‘9\§\\‘\\“\‘\.‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 117657
Abundance  Scan 705 (5.385 min): VX034626.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 103.4 83.7 125.5
192 19.1 15.4 23.2
Raw 50
Abundance
80.9 191.9 0 5.885
soto Ly | e ]
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 30000
Abundance Scan 705 (5.385 min): VX034626.D\data.ms (-65
110.9
20000
Sub
S0 10000
78.9 191.9
H Il 1599 ||
0\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\
m/z-—-> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 1240 (8.647 min): VX034419.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 45.824 ug/1
RT: 8.647 min Scan# 1lgfidtipl=lgiss

Ref 50 Delta R.T. -0.000 min [US\IeJEDS
Lab File: VX@34626.D [(GUCEHIEEIelEI(CH
421 549 701 Acq: 20 Mar 2023 14:35 RWSNESED
0 w“‘mj‘wilh“wl‘w“ﬁgpu“u‘NH‘W‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 487066
Abundance Scan 1240 (8.647 min): VX034626.D\datams 1N Ratio Lower Upper
98.1 98 100
100 65.9 52.5 78.7
Raw 50
Abundance
21 541 701 300000 8.647
0 w“H{jueghh“ul‘w“ﬁ%}u“u‘HH“_
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1240 (8.647 min): VX034626.D\data.ms (-1 200000
98.1
Sub 50 100000
421 541 701
0 wHH\‘“HH‘HHM“1‘\‘”“%2‘}”\”‘ ‘\“Hw RN AN AR AR
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70 8.80

Abundance Scan 1639 (11.079 min): VX034419.D\data.ms (- #62

93.0 4-Bromofluorobenzene
174.0 Concen: 39.036 ug/l
RT: 11.085 min Scan# 1640
Ref 50 Delta R.T. ©.006 min
Lab File: VX034626.D
Acq: 20 Mar 2023 14:35
0 H“H\‘ ‘\‘m‘ U“W‘\‘ \‘\“ “‘1‘]-‘7“9‘]“4‘0“9‘ T ‘\‘\‘ R ma
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 95 Resp: 167592
Abundance Scan 1640 (11.085 min): VX034626.D\datams 10N Ratlo Lower Upper
95.0 95 100
176.0 174 74.8 0.0 147.4
176 73.2 0.0 140.6
Raw 50
Abundance
11/085
0 TT \H“ T \‘\ \‘ ‘H‘\ U \‘} “‘ T w ““\ ‘ T \]-\]\-‘8.\9\\]-\4"§.\0\\ ‘ TT \‘\“ T \2\\0’0\.%\ 100000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1640 (11.085 min): VX034626.D\data.ms (-
g
%0 174.0
50000
Sub
50
0118914302014 o 4
miz--> 40 60 80 100 120 140 160 180 200 Time-—> 11.00 11.10
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Abundance Scan 1471 (10.055 min): VX034419.D\data.ms (- #63

117.0 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\ICLES
541 Lab File: VX034626.D (SlUEEHISEIIAE
H Acq: 20 Mar 2023 14:35 RUENEEEN
0\\\‘}‘\\‘\\‘\\\lui‘\\\\‘\\}\“\\\\‘\\\\‘\\\\‘\\\\‘\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:117 Resp: 340442
Abundance Scan 1471 (10.055 min): VX034626.D\datams 10N Ratlo Lower Upper
117.0 117 100
82 56.3 45.0 67.4
821 119 31.1 26.0 39.0
Raw 50
Abundance
54.1 250000 10.b55
0\\\‘}‘\\‘H\“\\\l‘i‘\\\\‘\\\\“\\]\-\4.9.\9\\‘\\\]\-‘8\4.\.\8\‘\\ 200000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1471 (10.055 min): VX034626.D\data.ms (- 150000
117.0
100000
Sub 82.1
50
50000
54.1
Ol ihr bt 2430 187.2 S
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX034419.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. -0.008 min
520 78.0 Lab File: VX034626.D
‘ ‘ Acq: 20 Mar 2023 14:35
0“N‘MHMHWMHM"H‘L‘HM‘HHW‘H“H‘W‘H“H
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:152 Resp: 161978
Abundance Scan 1794 (12.024 min): VX034626.D\data.ms Ion Ratio Lower Upper
150.0 152 100
115 61.4 45.0 135.0
150 157.8 0.0 352.4
Raw 50
Abundance
200000
o 186.1 218.1
m/z--> 40 60 80 100 120 140 160 180 200 220 150000 121024
Abundance Scan 1794 (12.024 min): VX034626.D\data.ms (-
150.0
100000
Sub
S0 115.0 50000
521 78.0
b di Lm0 762 oL —
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 12.00 12.10
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