Data Path

Data File : VN@77871.D

Acqg On : 25 May 2023 01:00
Operator : JC\MD

Sample : 02884-01

Misc

ALS vial : 29

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

May 25 05:00:43 2023
Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@51523W.M

Quantitation Report

Sample Multiplier: 1

: Tue May 16 04:07:42 2023
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@52423\

: 5.01g/1emL/100uL/5.0mL/MSVOA_N/MEOH

(QT Reviewed)

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

Internal Standards

1) Pentafluorobenzene 8.230 168 353337 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 9.106 114 630812 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.871 117 553852 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.800 152 227719 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 8.583 65 232561 43.989 ug/1 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery =  87.980%

35) Dibromofluoromethane 8.171 113 196775 47.837 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 95.680%

50) Toluene-d8 10.571 98 766089 48.386 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery = 96.780%

62) 4-Bromofluorobenzene 12.859 95 255103 45.620 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery =  91.240%
Target Compounds Qvalue
16) Acetone 4.453 43 9527 5.728 ug/1 93
80) 1,3,5-Trimethylbenzene 13.176 105 23863 1.446 ug/l 97
84) 1,2,4-Trimethylbenzene 13.488 105 101886 6.279 ug/1 99

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©52423\
Data File : VN@77871.D

Acqg On : 25 May 2023 01:00

Operator : JC\MD

Sample : 02884-01

Misc : 5.01g/1emL/100uL/5.0mL/MSVOA_N/MEOH

ALS vial : 29 Sample Multiplier: 1

Quant Time: May 25 ©5:00:43 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©51523W.M
Quant Title : SW846 8260

QLast Update : Tue May 16 04:07:42 2023

Response via : Initial Calibration

Abundance TIC: VNO77871.D\data.ms
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Abundance Scan 1067 (8.230 min): VNO77704.D\data.ms (-1 #1

168.0 | pentafluorobenzene
Concen: 50.000 ug/1l
RT: 8.230 min Scan# 1([EidlllEies

Ref 50 Delta R.T. -0.000 min [SVEIE
1370 Lab File: VNo77871.D (SUERISEUICIe
56‘1 75‘0‘ 990115‘30 ‘ Acq: 25 May 2023 01:00 AU
0 T \“h\ T \‘ \“ i ‘\\\\‘\\\\‘\\\\‘\}\\‘\ ‘\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 353337

Abundance Scan 1067 (8.230 min): VNO77871.D\datams = 1°n Ratio Lower Upper
168.0 @ 168 100

99 65.2 53.0 79.6

99.0
Raw 50
Abundance
137.0 150000 8.230
118.0
\3\‘5\‘9\ \5\5\?\ “7\?\?“\ \‘\” \ T \“ TTT ‘ T } T ‘ T ‘\ T
miz--> 40 60 80 100 120 140 160
Abundance Scan 1067 (8.230 min): VNO77871.D\data.ms (-1 100000
168.0
99.0
Sub
50 50000
501370
75.0 11
AR T T O W B e
miz-> 40 60 80 100 120 140 160  Time-> 8.10 820 8.30

Abundance Scan 422 (4.436 min): VNO77704.D\data.ms (-4C #16

43.0 Acetone
Concen: 5.728 ug/1
RT: 4.453 min Scan# 425
Ref 50 Delta R.T. ©.023 min
Lab File: VNO77871.D
Acq: 25 May 2023 01:00
[ \““‘i TTT ‘6\6\0\ \‘85\.\0\ ]\-(‘)2\\8\ T ‘:\15\0\\8‘ T
miz--> 40 60 80 100 120 140 160 '8t Ion: 43 Resp: 9527
Abundance  Scan 425 (4.453 min): VNO77871.D\datams | 100 Ratio Lower Upper
43.0 43 100
58 38.8 28.0 42.0
Raw 50
Abundance
3000 4.453
0' \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160
Abundance Scan 425 (4.453 min): VNO77871.D\data.ms (-37 2000
43.0
sub o 1000
) — O e
miz--> 40 60 80 100 120 140 160 Time--> 4.40 4.45 4.50
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Abundance Scan 1127 (8.583 min): VNO77704.D\data.ms (-1 #33

63.0 1,2-Dichloroethane-d4
Concen: 43,989 ug/1l
RT: 8.583 min Scan#t 11gSiiinglElies
Ref 50 51.0 78.0 Delta R.T. 0.001 min MS_VO/-\_N
102.0 Lab File: VN@©77871.D [(GEhISEInlellEll0f
370 ‘ : Acq: 25 May 2023 01:00 HAUUE
0 \‘\H‘i“\H‘\‘H‘H\“\‘\i\“\H‘\“HH‘HH‘\!‘H‘H\
m/z--> 30 40 50 60 70 80 90 100 110 18t Ion: 65 Resp: 232561
Abundance Scan 1127 (8.583 min): VNO77871.D\datams 100 Ratlo Lower Upper
65.0 65 100
67 50.3 0.0 106.6
Raw 50
51.0 Abundance
102.0 100000 8.583
0 \‘\3\3\‘0‘\H‘\“\‘H\“\‘\i\“\\7\8\.‘0\\\\‘\\\\‘!!\\‘\\\
miz-> 30 40 50 60 70 80 90 100 110 80000
Abundance Scan 1127 (8.583 min): VN077871.D\data.ms (-1
65.0 60000
40000
Sub
50
51.0 20000
102.0
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 850 8.60 8.70

Abundance Scan 1216 (9.106 min): VNO77704.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 9.106 min Scan# 1216
Ref 50 Delta R.T. ©.000 min
Lab File: VNO77871.D
500 30 88.0 Acq: 25 May 2023 01:00
G\\‘\:\3\‘8‘\-‘0\\\\}‘Hi‘\“\“}\H??\’\g“ﬁ\!H‘l‘u‘uu‘\“u‘u
miz--> 30 40 50 60 70 80 90 100 110 120 I8t Ion:114 Resp: 630812
Abundance Scan 1216 (9.106 min): VNO77871.D\data.ms Ion Ratio Lower Upper
114.0 114 100
63 20.1 0.0 36.4
88 15.4 0.0 30.6
Raw 50
APUNGaNSSo
500 63.0 88.0 9.106
0\\‘\3\7\‘.‘0\\\\}‘.Hi‘\‘w‘\‘\”\U\\“\‘\\!‘\‘1‘\\‘\\\\‘\“\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1216 (9.106 min): VN077871.D\datams (-1 200000
114.0
Sub 100000
50
50.0 0 88.0
0"wgp?w‘W““M$‘W‘“‘W‘H\W”W‘H‘MNH\H 07”\”“W“W‘”‘\”
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 9.00 9.10 9.20 9.30
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Abundance Scan 1057 (8.171 min): VNO77704.D\data.ms (-1 #35

97.0 Dibromofluoromethane
Concen: 47.837 ug/1l
RT: 8.171 min Scan#t 1({gSuilglEhies
Ref 50 61.0 Delta R.T. -0.000 min |[UE\/eLWN
Lab File: VN@©77871.D [(GEhISEInlellEll0f
118.9 1919 Acq: 25 May 2023 01:00 ZUNS
0‘?Zﬁu"M"wm‘WML‘“MW“‘M‘}é%ﬁ‘W‘”MW
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 196775
Abundance Scan 1057 (8.171 min): VNO77871.D\datams 10N Ratio Lower Upper
110.9 113 100
111 104.1 82.6 123.8
192 16.9 12.7 19.1
Raw 50
Abundance
78.9 191.9 80000 8.171
obtae |y | 1ss |
miz--> 40 60 80 100 120 140 160 180 60000
Abundance Scan 1057 (8.171 min): VNO77871.D\data.ms (-1
110.9
40000
Sub
50 20000
78.9 191.9
0 “ﬁ47q‘\‘“‘U“W‘\“‘w““\“%s?;?“\‘whw 0"“\“ T
miz--> 40 60 80 100 120 140 160 180 Time--> 8.10 8.20 8.30

Abundance Scan 1465 (10.571 min): VNO77704.D\data.ms (- #50

98.1 Toluene-d8

Concen: 48.386 ug/l

RT: 10.571 min Scan# 1465

Ref 50 Delta R.T. -0.000 min
Lab File: VNe77871.D
420 540 70.1 Acq: 25 May 2023 01:00
0 \‘H\\MiH‘“HM‘\11\l\\\\8‘2\‘}\\‘\1\““\\\\‘\
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 766089
Abundance Scan 1465 (10.571 min): VNO77871.D\data.ms 100 Ratio Lower Upper
98.1 98 100
100 63.1 52.0 78.0
Raw 50
Abundance
400000 10.571
42.1 70.1
0 \‘H\i“\‘\\\“‘S\ﬁ.ilw‘H‘l\l\\\\8‘2\‘.}\\‘\1\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 300000
Abundance Scan 1465 (10.571 min): VN0O77871.D\data.ms (
98.1
200000
Sub 50
100000
42.1 70.1
0 w‘H‘QL“in“W‘L“ﬁ%%“m‘MM‘H“ Lo
miz--> 30 40 50 60 70 80 90 100 Time--> 1050 10.60
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Abundance Scan 1853 (12.853 min): VNO77704.D\data.ms (; #62

95.0 4-Bromofluorobenzene
173.9 Concen: 45.620 ug/1l
RT: 12.859 min Scan#t 1{gigiil=les
Ref 50 Delta R.T. ©.006 min  |US\eLEN
Lab File: VN@77871.D |(®lEIEEIsliEll0f
Acq: 25 May 2023 01:00 HAUUE
0 T “ “‘ ‘\“‘ H\ ‘H\‘ h\““‘ T T :I\-4\]- 0\ T H\ \2‘07\.(\) T T ‘ T 2\8\]_.\:
m/z--> 50 100 150 200 250 Tgt Ion: . 95 RESpZ 255103
Abundance Scan 1854 (12.859 min): VN077871.D\datams 10N Ratio Lower Upper
95.0 95 100
174.0 174  73.8 0.0 143.8
176 71.0 0.0 135.8
Raw 50
Abundance
500 12859
0 T “\ “‘ \‘\H H\ ‘H\‘ “\““‘ T T J\-4\1.P\ T h\ \2‘07\.]\- T T ‘ T 2\8\1"\:
miz--> 100 150 200 250 100000
Abundance Scan 1854 (12.859 min): VNO77871.D\data.ms (
95.0
174.0
Sub 50000
50
50 0
bk 1410 | 2071 o b
miz--> 50 100 150 200 250 Time--> 12.80 12.90
Abundance Scan 1686 (11.871 min): VNO77704.D\data.ms (- #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/l
82.1 RT: 11.871 min Scan# 1686
Ref 50 Delta R.T. ©0.001 min
541 Lab File: VN@77871.D
Acq: 25 May 2023 01:00
G\\\‘}‘\\‘H\“\\\‘1”‘”\\\\‘\\1\“\\\\‘\\\\‘\\\\‘\\\\‘\\'\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:117 Resp: 553852
Abundance Scan 1686 (11.871 min): VN077871.D\data.ms 10" Ratio Lower Upper
117.0 117 100
82 54.1 44.0 66.0
821 119 32.5 25.6 38.4
Raw 50
Abundance
54.0 300000 11.871
0\\\““\\‘H\‘\\\\“\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1686 (11.871 min): VNO77871.D\data.ms (200000
117.0
Sub 82.1 100000
50
54.0
mlz--> 40 60 80 100 120 140 160 180 200  Time--> 11.80 11.90
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Abundance Scan 2014 (13.800 min): VNO77704.D\data.ms (; #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 13.800 min Scan#t 2(gigiil=gles
Ref 50 Delta R.T. -0.000 min [IS\O/EIN
520 780 1150 Lab File: VN@77871.D glolloelntSampleld -
‘ “ ‘ Acqg: 25 May 2023 01:00
0\\\"\\\‘\“\\\\i\‘\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 227719
Abundance Scan 2014 (13.800 min): VNO77871.D\datams = 10N Ratlo Lower Upper
150.0 152 100
115 62.7 32.3 96.8
150 158.2 0.0 355.8
Raw 50
1150 Abundance
52 o 780
‘ 200000
0\\\’\\\\‘\\\“!“\“\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\%Q§‘\8\
mlz--> 40 60 80 100 120 140 160 180 200 150000 13400
Abundance Scan 2014 (13.800 min): VNO77871.D\data.ms (
150.0
100000
Sub
50
115.0 50000
520 78.0
AR OO RN SUOOON (N': =
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 13.70 13.80 13.90
Abundance Scan 1909 (13.182 min): VNO77704.D\data.ms (- #80
105.1 1,3,5-Trimethylbenzene
Concen: 1.446 ug/l
RT: 13.176 min Scan# 1908
Ref 50 Delta R.T. -0.006 min
Lab File: VN@77871.D
77.0 Acq: 25 May 2023 01:00
0 \\“\5\171‘.9“\H\“‘\H\‘MH‘\JJ‘\\\\‘\\\\‘\]-\7\3\‘7\
miz--> 40 60 80 100 120 140 160 1g0 I8t Ion:165 Resp: 23863
Abundance Scan 1908 (13.176 min): VNO77871.D\data.ms 100 Ratio Lower Upper
106.1 105 100
57.1 120 50.0 24.1 72.3
Raw 50
Abundance
85.1 15000  13.A76
037 ‘\ “1“\“\\\\8\1\-\\‘\]-\7\3\‘8\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1908 (13.176 min): VN077871.D\data.ms ( 10000
106.1
43.0
Sub
50 5000
85.1
65.
o TN S i
mlz--> 40 60 80 100 120 140 160 180 Time--> 13.15 13.20
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Abundance Scan 1961 (13.488 min): VNO77704.D\data.ms (| #84
105.1 1,2,4-Trimethylbenzene
Concen: 6.279 ug/l
RT: 13.488 min Scan#t 1{gSugilnl=lee
Ref 50 Delta R.T. ©.000 min  [SVELWN
Lab File: VN@77871.D |(®lEIEEIsliEll0f
Acq: 25 May 2023 ©1:00 AU
10 UL e 00 e
0\\\‘\‘\‘\‘\“\‘\\\“‘\‘\\‘\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:105 Resp: 101886
Abundance Scan 1961 (13.488 min): VNO77871.D\datams = 10N Ratlo Lower Upper
105.0 105 100
120 43.5 22.0 66.0
Raw 50
Abundance
60000 13.488
390 10
G\\\“‘\\“\‘\“‘\‘\\\“\\‘\\‘h\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1961 (13.488 min): VNO77871.D\data.ms ( 40000
105.0
Sub
50 20000
77.0
oot b L s20 o
miz--> 40 60 80 100 120 140 160 180 200 Time--> 13.40  13.50
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