Data Path

Data File : VN@74238.D

Acqg On : 01 Sep 2022 13:27
Operator : JC\MD

Sample : N4421-06

Misc

ALS vial : 11

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

Sep 01 16:15:35 2022
Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.M

Quantitation Report

Sample Multiplier: 1

: Wed Aug 31 07:02:40 2022
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@90122\

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

(QT Reviewed)

\WC-PALM-SP-02

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

Internal Standards

1) Pentafluorobenzene 8.010 168 242411 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 8.898 114 464401 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.686 117 482726 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.616 152 212811 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 8.363 65 174176 46.319 ug/1 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery =  92.640%

35) Dibromofluoromethane 7.945 113 142577 47.180 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 94.360%

50) Toluene-d8 10.375 98 527045 44.286 ug/l 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery =  88.580%

62) 4-Bromofluorobenzene 12.669 95 251692 69.545 ug/1l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 139.100%#
Target Compounds Qvalue
25) 2-Butanone 7.275 43 45468 11.311 ug/l1 # 80
80) 1,3,5-Trimethylbenzene 12.998 105 34329 2.316 ug/1 65
84) 1,2,4-Trimethylbenzene 13.304 105 44735 3.127 ug/1 93
85) sec-Butylbenzene 13.439 105 19689 1.107 ug/1 # 70

(#) = 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©90122\
Data File : VN@74238.D

Acqg On : 01 Sep 2022 13:27

Operator : JC\MD

Sample : N4421-06

Misc : 5.07g/10emL/100uL/5.00mL/MSVOA_N/MEOH WC-PALM-SP-02

ALS vial : 11 Sample Multiplier: 1

Quant Time: Sep 01 16:15:35 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©83022W.M
Quant Title : SW846 8260

QLast Update : Wed Aug 31 07:02:40 2022

Response via : Initial Calibration

Abundance TIC: VN074238.D\data.ms
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Abundance Scan 1042 (8.016 min): VN074173.D\data.ms (-1 #1

56.0 84.0 168.0 Pentafluorobenzene
' Concen: 50.000 ug/1l
RT: 8.010 min Scan#t 1(gSillEhies
Ref 50 Delta R.T. -0.006 min [S\AeLW)
Lab File: VN@74238.D [SlEEQISEIIAE
“ ‘ 137.0 Acq: @1 Sep 2022 13:27 WICENRVES:
0‘H‘MW_u‘u‘m\_‘H‘\_m\_‘\”_‘H‘W_ngs‘s;
m/z--> 40 60 80 100120 140160 180200220240 T8t Ion:168 Resp: 242411
Abundance Scan 1041 (8.010 min): VNO74238.D\datams 10" Ratio Lower Upper
168.0 168 100
99 61.1 42.3 63.5
98.9
Raw 50
Abundance
137.0 100000 8.010
0‘3‘(‘5\?”‘\“”‘?w“H“‘\‘HHHWH‘W‘HM‘Hw”w”w”w
80000
miz--> 40 60 80 100 120 140 160 180 200 220 240
Abundance Scan 1041 (8.010 min): VN074238.D\data.ms (-¢
168.0 60000
<ub 98.9 40000
50
20000
137.0
G‘?‘(‘S\?”H“”‘(‘Pw””“‘\‘”HHW”‘W“w‘”w”w”w”w o BERBUNEREE
miz--> 40 60 80 100 120 140 160 180 200 220 240 Time-.> 7.90 8.00 8.10

Abundance Scan 913 (7.257 min): VN074173.D\data.ms (-9C #25

43.0 2-Butanone

Concen: 11.311 ug/1

RT: 7.275 min Scan# 916

Ref 50 Delta R.T. ©.018 min
609 72.0 950 Lab File: VNO74238.D
‘ ‘ 5. Acq: 01 Sep 2022 13:27
0\‘\\‘\w“‘l\\\‘\\\‘\‘\‘\\\’\\\‘\8‘\\8\\‘\\‘\‘\‘\\\\‘
miz--> 30 40 50 70 80 90 100 Tgt Ion: .43 Resp: 45468
Abundance Scan 916 (7.275 mln): VNO74238.D\datams | 1on Ratio Lower Upper
43.0 43 100
72 19.0 23.7 35.5#
Raw 50
Abundance
74.9 7.275
57.0 “
0 \‘H\i“‘”\‘\“\‘\‘\‘\‘\‘\‘\H\’\H‘\‘HH‘HH‘HH‘
m/z--> 30 40 50 60 70 80 90 100 10000
Abundance Scan 916 (7.275 min): VN074238.D\data.ms (-8€
43.0
Sub 5000
50
74.9
57.0 “
0\‘\\\\“H\‘\‘\\‘\\‘\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘ OV\\\\‘\\\\’\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 Time--> 7.20 7.30 7.40
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Abundance Scan 1102 (8.369 min): VNO74173.D\data.ms (-1 #33

64.9 78.0 1,2-Dichloroethane-d4
' Concen: 46.319 ug/1
51.0 RT: 8.363 min Scan# 11EldllEies
Ref 50 Delta R.T. -0.006 min [IS\O/EIN
Lab File: VN@74238.D [SlEEQISEIIAE
39.0 ‘ 101.9 Acq: 01 Sep 2022 13:27 UWISHRVESIERV
0 \‘\\\M“‘“\\‘\“‘!‘\\\“\‘\‘\\“\“\‘1 “HH‘HH‘M‘H‘HH
miz--> 30 40 50 60 70 80 90 100 110 | I8t Ion: 65 Resp: 174176
Abundance Scan 1101 (8.363 min): VNO74238.D\datams 10" Ratio Lower Upper
65.0 65 100
67 53.1 0.0 104.8
Raw 50 50.9
Abundance
101.9 8.363
36.9
79.0
0 \‘H\‘\‘H\‘\“\‘\H“\‘\M“HH‘HH‘HH‘\!‘H‘HH 60000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1101 (8.363 min): VN074238.D\data.ms (-1
65.0 40000
Sub
50 50.9 20000
101.9
36.9
miz--> 30 40 50 60 70 80 90 100 110  Time--> 8.30 8.40

Abundance Scan 1193 (8.904 min): VN074173.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 8.898 min Scan# 1192
Ref 50 Delta R.T. -0.006 min
63.0 Lab File: VNO74238.D
Acq: 01 Sep 2022 13:27
[ ‘}‘ “\MW‘H \“‘\‘h‘ \“\ LB Ly B B B B
mlz-—-> 50 100 150 200 250 Tgt Ion: :!.14 Resp . 464401
Abundance Scan 1192 (8.898 min): VN074238.D\datams = 10N Ratlo Lower Upper
114.0 114 100
63 21.9 0.0 40.0
88 14.7 0.0 32.6
Raw 50
Abundance
63.0 8.898
200000
O ‘}‘ “\m 4t ! \“ ‘\‘h 7T ‘ T \1‘5\9\3 LENNL E \28\3\:
m/z--> 50 100 150 200 250 150000
Abundance Scan 1192 (8.898 min): VN074238.D\data.ms (-1
114.0
100000
Sub
50
50000
63.0
0\“\ }H‘\m““‘\“\“‘\‘\\\‘\.\\\’\\\\‘\\28\3\.: \\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 Time--> 8.80 8.90 9.00
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Abundance Scan 1031 (7.951 min): VNO74173.D\data.ms (-1 #35

96.8 Dibromofluoromethane
Concen: 47.180 ug/1l
60.9 RT: 7.945 min Scan# 1({EdtilEpies
Ref 50 : Delta R.T. -0.006 min [IS\O/EIN
Lab File: VN@74238.D [SlEEQISEIIAE
18.8 191.8 Acq: 01 Sep 2022 13:27 UICHZARNESIEEVA
37.0 :
[ ‘\“ T M\ T “i \H\H‘U‘“\ Tt \H“\ T \J\-\S“g\g\\ T \‘!‘\ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 142577
Abundance Scan 1030 (7.945 min): VN074238.D\datams 10N Ratio Lower Upper
1199 113 100
111 102.9 81.4 122.0
192 17.2 17.8 25.6
Raw 50
80.9 Abundeac)n(foeo
‘ 191.8 7.845
ol 441 H T 1598 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1030 (7.945 min): VN074238.D\data.ms (-¢ #0000
112.9
Sub 20000
50
80.9
191.8
miz--> 40 60 80 100 120 140 160 180 Time--> 7.90 8.00

Abundance Scan 1444 (10.380 min): VNO74173.D\data.ms (; #50
98.0 Toluene-d8
Concen: 44,286 ug/l
RT: 10.375 min Scan# 1443

Ref 50 Delta R.T. -0.006 min
Lab File: VNO74238.D
42.0 Acq: 01 Sep 2022 13:27
04 “\‘”“‘H‘\”‘\‘ T \““‘ LI R B B B N B A \25‘2\(
miz--> 50 100 150 200 250 Tgt Ion:.98 Resp: 527045
Abundance Scan 1443 (10.375 min): VNO74238.D\datams 100 Ratio Lower Upper
od.1 98 100
100 65.7 52.6 78.8
Raw 50
Abundance
10.8375
42.0 250000
04 ‘}‘”WH‘\“\‘ ™ \““‘ \1\28\2\ ‘16\3\0\ L L B B
m/z--> 50 100 150 200 250 200000
Abundance Scan 1443 (10.375 min): VN074238.D\data.ms (
98.1 150000
sub 100000
50
50000
42.0
ol il 1282 731 o/ -
miz--> 50 100 150 200 250 Time--> 10.40
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Abundance Scan 1833 (12.669 min): VN074173.D\data.ms (- #62

95.0 4-Bromofluorobenzene
1759 Concen: 69.545 ug/1l
RT: 12.669 min Scan#t 1{gSagilnlElee
Ref 50 Delta R.T. ©.000 min  [US\(eZNN
Lab File: VN@74238.D [SlEEQISEIIAE
Acq: 01 Sep 2022 13:27 UISSRRVESIEEV
A HM | usowes |
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 95 Resp: 251692
Abundance Scan 1833 (12.669 min): VN074238.D\datams 10N Ratio Lower Upper
95.0 95 100
173.9 174 77.8 0.0 167.6
176 71.4 0.0 163.4
Raw 50
Abundance
50.0 12.569
O it ‘\‘\‘ L M e A . 11?01“‘30 il 2023
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1833 (12.669 min): VN074238.D\data.ms ( 100000
95.0
173.9
Sub 50000
50
0 \m”“u‘u‘”\ H\‘W\W ;\‘\‘“1‘1‘8“1“14‘1‘0‘?‘““‘\‘\"“292“3‘ 01 —_——
miz--> 40 60 80 100 120 140 160 180 200 Time.> 12.60 12.70
Abundance Scan 1666 (11.686 min): VN074173.D\data.ms (- #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/l
82.0 RT: 11.686 min Scan# 1666
Ref 50 Delta R.T. ©0.000 min
54.0 Lab File: VN@74238.D
‘ Acq: 01 Sep 2022 13:27
0"‘W"h!‘\“‘”HW‘“‘\“““‘\““\““\““!““\‘
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:117 Resp: 482726
Abundance Scan 1666 (11.686 min): VN074238.D\data.ms 10" Ratio Lower Upper
117.0 117 100
82 58.8 44.2 66.2
82.0 119 32.8 25.4 38.0
Raw 50
Abundance
54.0 250000 11/686
S R PR PRI | NS 1 .
miz--> 40 60 80 100 120 140 160 180 200000
Abundance Scan 1666 (11.686 min): VN074238.D\data.ms (
117.0 150000
Sub 82.0 100000
50
54.0 50000
o"mHHH"‘mwwu“l‘s‘?m47%}49@:% o=t
miz--> 40 60 80 100 120 140 160 180 Time-->  11.60 11.70
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Abundance Scan 1993 (13.610 min): VN074173.D\data.ms (- #72
149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 13.616 min Scan#t 1{gigiipl=gies
Ref 50 Delta R.T. ©.006 min  |US\eLEN
520 78.0 1150 Lab File: VN@74238.D [SlEEQISEIIAE
‘ M Acq: 01 Sep 2022 13:27 WISHRARVESISEV
0H\‘}\‘\\‘\"\\\\i\“\\\“\\\\‘\H\‘H T I T I T T
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 212811
Abundance Scan 1994 (13.616 min): VN074238.D\datams = 10N Ratlo Lower Upper
150.0 152 100
115 63.7 28.9 86.7
150 159.2 0.0 356.2
Raw 50
520 78.0 1150 Abundance
O~ \W\ I ‘\“‘ el 1“ Tt “\ Uy T \]‘-\8\8\"}‘ TTTT
miz-> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1994 (13.616 min): VN074238.D\data.ms ( 13.616
: 100000
Sub
50 50000
O' 173.0202.2 \\\\‘\\\\’\\
mi/z--> 40 60 80 100 120 140 160 180 200  Tjme--> 13.50 13.60 13.70
Abundance Scan 1889 (12.998 min): VN074173.D\data.ms (- #80
105.0 1,3,5-Trimethylbenzene
Concen: 2.316 ug/1
RT: 12.998 min Scan# 1889
Ref 50 Delta R.T. ©0.000 min
Lab File: VNO74238.D
77.0 Acq: 01 Sep 2022 13:27
0 :\3\9“‘-\0\‘\‘\”‘ TTT \‘H‘ TTTT ‘h\‘\ \‘\““\ TTTTTTT ‘:\LZQ\"’Q\\ \\2‘Q§\'\9‘ T
miz--> 40 60 80 100 120 140 160 180 200 220 18t Ion:165 Resp: 34329
Abundance Scan 1889 (12.998 min): VN074238.D\data.ms A 100 Ratio Lower Upper
55.0 105 100
97.0
120 26.1 24.9 74.7
Raw 50
Abundance
140.2 12398
174.0 208.0
0 15000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1889 (12.998 min): VN074238.D\data.ms (
55.0 97.0 10000
Sub
50 5000
‘ 140.2
0 bbb 1753 2063 S —
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 13.00 13.10
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Abundance Scan 1942 (13.310 min): VN074173.D\data.ms (i #84
105.0 1,2,4-Trimethylbenzene
Concen: 3.127 ug/1
RT: 13.304 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min |US\eLEN
Lab File: VN@74238.D [(®lEIEEllsllEllof
Acq: 01 Sep 2022 13:27 UWISHRVESIERV
0 \\3\9“‘?\“}‘\“;“\‘\7\7““0\‘\‘\‘\“H\\\“?\%\?\\\iiﬁ\?‘\\\\‘\\\\ q p
miz--> 40 60 80 100 120 140 160 180 200 T8t Ion:165 Resp: 44735
Abundance Scan 1941 (13.304 min): VN074238.D\datams = 10N Ratlo Lower Upper
105.0 105 100
120 41.5 23.3 69.8
Raw 50| 0 690
Abundance
Lso.1 25000 13.804
0 173.0 202.3
miz--> 40 60 80 100 120 140 160 180 200 20000
Abundance Scan 1941 (13.304 min): VN074238.D\data.ms (
105.0 15000
sub 10000
50
5000
139.1
owwu,hm ‘mwwm\‘m:_w‘w‘wwm -
miz—-> 40 60 80 100 120 140 160 180 200 Time->  13.2513.30 13.35
Abundance Scan 1964 (13.439 min): VNO74173.D\data.ms (- #85
105.0 sec-Butylbenzene
Concen: 1.107 ug/1
RT: 13.439 min Scan# 1964
Ref 50 Delta R.T. ©0.000 min
1341 Lab File: VN@74238.D
51.0 77.0‘ ‘ Acq: 01 Sep 2022 13:27
0\\\‘\\‘\\‘\\\\m‘\\\\‘m\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@5 Resp: 19689
Abundance Scan 1964 (13.439 min): VNO74238.D\datams 100 Ratio Lower Upper
0 105 100
134 34.8 10.4 31.1#
Raw 50
Abundance
13439
10000
0
miz--> 40 60 80 100 120 140 160 180 200 8000
Abundance Scan 1964 (13.439 min): VN074238.D\data.ms (
97.0 6000
Sub 4000
50| 550
139.0 2000
o 67.0 206.9 ol
miz--> 40 60 80 100 120 140 160 180 200  Time--> 13.40
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