Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41524\
Data File : VN@81742.D

Acqg On : 15 Apr 2024 17:10

Operator : JC\MD

Sample : P2108-03ME

Misc : 5.03g/1emL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Quant Time: Apr 15 23:29:29 2024

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N@41524W.M
Quant Title : SW846 8260

QLast Update : Mon Apr 15 15:37:39 2024

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 8.218 168 222826 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 9.100 114 386820 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.865 117 342304 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.794 152 168533 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 8.577 65 158987 50.705 ug/l 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery = 101.420%

35) Dibromofluoromethane 8.165 113 128055 50.132 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 100.260%

50) Toluene-d8 10.565 98 469900 49.936 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery =  99.880%

62) 4-Bromofluorobenzene 12.853 95 160018 49.762 ug/l 0.00

Spiked Amount 50.000 Range 64 - 133 Recovery = 99.520%

Target Compounds Qvalue
11) Tert butyl alcohol 5.595 59 24369 56.975 ug/1 95
16) Acetone 4.448 43 11680 13.384 ug/l 91

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@41524\
Data File : VN@81742.D

Acqg On : 15 Apr 2024 17:10

Operator : JC\MD

Sample : P2108-03ME

Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Time: Apr 15 23:29:29 2024

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©41524W.M
Quant Title : SW846 8260

QLast Update : Mon Apr 15 15:37:39 2024

Response via : Initial Calibration

Abundance TIC: VN081742.D\data.ms
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Abundance Scan 1066 (8.224 min): VN081734.D\data.ms (-1 #1

168.0 Pentafluorobenzene
Concen: 50.000 ug/1l
RT: 8.218 min Scan# 1([gidllglEies
Ref 50 Delta R.T. -0.006 min |US\eLEN
Lab File: VN@81742.D [(SlEhlSEInlollEll0f
56.0 g40 137.0 Acq: 15 Apr 2024 17:1@ HZlS
0 \HW\H“\‘\”\M\H‘\ \‘\‘%99\.\8‘1\\\“\MH‘\“H‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:168 Resp: 222826
Abundance Scan 1065 (8.218 min): VN081742.D\datams 10N Ratio Lower Upper
168.0 168 100
99 59.3 48.2 72.4
99.0
Raw 50
AU
137.0 8.218
75.0
O+ ‘\5\0\.%‘\ 1‘\“\‘} i \‘\‘i T \H‘ T \“ T }‘\ T \“\ T \2‘(\)\7\9 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1065 (8.218 min): VN081742.D\data.ms (-1
60000
168.0
40000
Sub 99.0
50
20000
137.0
ob 508 DOl L o=t e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.10 8.20 8.30

Abundance Scan 605 (5.512 min): VN081734.D\data.ms (-5¢ #11

59.0 Tert butyl alcohol

Concen: 56.975 ug/1

RT: 5.595 min Scan# 619

Ref 50 Delta R.T. 0.083 min
Lab File: VN@81742.D
h‘ Acqg: 15 Apr 2024 17:10
Gﬁeﬂ‘JiH\‘\‘“iuu‘uu‘uu‘HH‘HH‘HH‘HH‘H\'\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion: 59 Resp: 24369
Abundance  Scan 619 (5.595 min): VN081742.D\datams = 100 Ratio Lower Upper
59.0 59 100
57  13.1 8.9 13.3
Raw 50
Abundance
6000
0\\\‘Hw\‘\‘1‘}\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 619 (5.595 min): VN081742.D\data.ms (-5& 4000
59.0
Sub 2000
50
miz--> 40 60 80 100 120 140 160 180 200 Time-> 5.40 5.50 5.60 5.70
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Abundance Scan 420 (4.424 min): VN081734.D\data.ms (-4C #16

43.0 Acetone
Concen: 13.384 ug/l
RT: 4.448 min Scan# 4lgSigtlElples
Ref 50 Delta R.T. ©0.024 min MS_VOA_N
Lab File: VN@81742.D [(SlEhlSEInlollEll0f
Acq: 15 Apr 2024 17:10 HZLlS
0 \“‘M TT \‘6\6\.\9\ T T \l\??\g\\ [T ‘1\5\‘(\‘)\9‘\ T \2‘0\\6\9\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 43 Resp: 11680
Abundance Scan 424 (4.448 min): VN081742.D\datams 10" Ratlo Lower Upper
43.0 43 100
58 26.3 25.2 37.8
Raw 50
Abundance
‘ 4.448
0\\\H}‘H‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 3000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 424 (4.448 min): VN081742.D\data.ms (-3€
43.0 2000
Sub
50 1000
miz--> 40 60 80 100 120 140 160 180 200  Time--> 440 450

Abundance Scan 1126 (8.577 min): VN081734.D\data.ms (-1 #33

63.0 1,2-Dichloroethane-d4
Concen: 50.705 ug/1
RT: 8.577 min Scan# 1126
Ref 50 51.0 78.1 Delta R.T. -0.000 min
102.0 Lab File: VNe81742.D
’ Acqg: 15 Apr 2024 17:10
G\‘\3\3;?\\\‘\wH\\\“\‘\}\“\i}‘f“\\\\‘\\\\‘!!}\‘\\
miz--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 158987
Abundance Scan 1126 (8.577 min): VNO81742.D\datams = 10N Ratlo Lower Upper
65.0 65 100
67 50.1 0.0 103.0
Raw 50
51.0 Abundance
102.0 8.877
0 \‘\3\?\.?\\\‘\“\‘\\\“\‘\}\“\\\\‘8\:3\.\8\‘\\\\‘\!}\‘\\ 60000
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1126 (8.577 min): VN081742.D\data.ms (-1
65.0 40000
Sub
20000
50 51.0
102.0
v [ I
O e e e B
miz--> 30 40 50 60 70 80 90 100 110 Time--> 850 8.60 8.70
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Abundance Scan 1215 (9.100 min): VN081734.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 9.100 min Scan# 11l Eies
Ref 50 Delta R.T. ©0.000 min MSVOA_N
630 Lab File: VNe81742.D (SlEQISEnIdE0
500 ‘ 750 88.0 Acq: 15 Apr 2024 17:10 HZLlS
0 \‘\3\7\.?\\\\“‘\\1‘\““\H\H\’\“\‘H!‘\‘1‘\\‘\\H‘\“H‘H
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 386820
Abundance Scan 1215 (9.100 min): VN081742.D\datams 10" Ratlo Lower Upper
114.0 114 100
63 19.4 0.0 41.0
88 15.5 0.0 31.4
Raw 50
Abundance
500 63.0 88.0 9.100
O+ T \?Zi‘?\ T \“‘.\ T i‘\ H 7 H?‘?\'c\)“ﬁ T ! T \‘1‘\ T ft ‘\ T
miz--> 30 40 50 60 70 80 90 100 110 120 150000
Abundance Scan 1215 (9.100 min): VN081742.D\data.ms (-1
114.0 100000
Sub
50 50000
63.0
88.0
50.0
0 ‘_3];'?””“‘“‘;““11‘1‘17‘?‘.9“”‘!"luwm‘w‘uw L an
miz--> 30 40 50 60 70 80 90 100 110 120 Time->  9.00 9.10 9.20
Abundance Scan 1056 (8.165 min): VN081734.D\data.ms (-1 #35
97.0 Dibromofluoromethane
Concen: 50.132 ug/1
RT: 8.165 min Scan# 1056
Ref 50 61.0 Delta R.T. -0.000 min
Lab File: VNe81742.D
191.9 Acq: 15 Apr 2024 17:10
0 \3\3.‘(\)‘\ TT N\ TT \H‘i \‘M‘“\ \:il%“ougw T \]\-5\‘9\.\8\ T \‘!‘\ RRRR
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:113 Resp: 128055
Abundance Scan 1056 (8.165 min): VN081742.D\data.ms Ion Ratio Lower Upper
112.9 113 100
111 102.0 83.4 125.2
192 17.0 14.0 21.0
Raw 50
8.9 Abundance
H 191.9 50000 8.f65
0\\\4.‘3\.§\‘\\\\‘\\HH\‘\\“\\‘\\\\‘\\]\-?“9\.\9\\‘\\‘!‘\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 40000
Abundance Scan 1056 (8.165 min): VN081742.D\data.ms (-1
112.9 30000
Sub 20000
50
78.9 10000
191.9
0438 H - 159.9 ol
R AR AR m e e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.10 8.20 8.30
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Abundance Scan 1465 (10.571 min): VN081734.D\data.ms (; #50

98.1 Toluene-d8
Concen: 49.936 ug/1l
RT: 10.565 min Scan#t 14gigiipl=gles
Ref 50 Delta R.T. -0.006 min |US\eLEN
Lab File: VNe81742.D (SlEQISEnIdE0
420 701 Acq: 15 Apr 2024 17:10 ZLENUS
0\\\i‘\}H\‘H\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 98 Resp: 469900
Abundance Scan 1464 (10.565 min): VN081742.D\datams 10" Ratlo Lower Upper
98.1 98 100
100 65.6 51.8 77.6
Raw 50
Abundance
250000 10.665
42.0 701
0\\\i‘\\\\‘H\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 200000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1464 (10.565 min): VN081742.D\data.ms ( 150000
98.1
100000
Sub
50
50000
42.0 701
Y S N N A | R
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.50 10.60 10.70

Abundance Scan 1853 (12.853 min): VN081734.D\data.ms (; #62

93.0 176.0 4-Bromofluorobenzene
Concen: 49.762 ug/1l
RT: 12.853 min Scan# 1853
Ref 50 Delta R.T. -0.000 min
Lab File: VNO81742.D
50.0 Acq: 15 Apr 2024 17:10
[o \‘\ ‘\”‘ H“H‘\ u‘d‘\‘ — :‘1‘4‘2"9‘ - R e S
miz--> 100 150 200 250 Tgt Ion:.95 Resp: 160018
Abundance Scan 1853 (12.853 min): VN081742.D\datams | 10N Ratio Lower Upper
95.0 95 100
174.0 174 74.6 0.0 160.6
176 71.8 0.0 152.8
Raw 50
Abundance
50.0 12.853
[o 0 \“ u‘\H H“H‘\ h‘\\“ : ‘%4}"0‘ - e 80000
miz--> 100 150 200 250
Abundance Scan 1853 (12.853 min): VN081742.D\data.ms ( 60000
95.0
176.0 40000
Sub
50
20000
50.0
oL h \“ u‘\H H“H‘\ h‘\\“ . ‘J"4‘1‘0‘ ‘H‘ T 01 T
m/z--> 5 100 150 200 250 Time--> 12.80 12.90
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Abundance Scan 1685 (11.865 min): VN081734.D\data.ms (1 #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 11.865 min Scan#t 1(gSugilnl=alee
Ref 50 Delta R.T. -0.000 min MS_VO/-\_N
520 Lab File: VN@81742.D [(SlEhlSEInlollEll0f
i Acq: 15 Apr 2024 17:10 HZLlS
0\\\‘}‘\\“\‘\“\‘\\h‘\”i‘\H\‘\H“Mi\H\‘\H\‘\H\‘\H\‘H\.\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:117 Resp: 342304
Abundance Scan 1685 (11.865 min): VN081742.D\datams = 10N Ratlo Lower Upper
117.0 117 100
82 55.7 44.6 66.8
82.1 119 30.2 25.9 38.9
Raw 50
Abundance
54.0 ‘ 11.865
0\\\“M\\‘H\“\‘\\M‘\w‘\H\‘\H\‘i\H\‘\H\‘\H\‘\H\‘H\\ 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1685 (11.865 min): VN081742.D\data.ms (
117.0 100000
Sub 821
50 50000
54.0 ‘
G‘w}w!“_m\wmWm‘_m_m_m_m_m 01— R R
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 11.80 11.90

Abundance Scan 2013 (13.794 min): VN081734.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 13.794 min Scan# 2013
Ref 50 Delta R.T. ©.000 min

115.0 Lab File: VN@81742.D
52"0 8.0 ‘ Acq: 15 Apr 2024 17:18

0\\\‘\\\‘\‘\\\\‘\‘\\\\\\\\\\\\\\\\\\\\\\\\'\\
m/z--> 40 60 80 100 120 140 160 180 200  Tgt Ion: 152 Resp: 168533
Abundance Scan 2013 (13.794 min): VN081742.D\datams = 10N Ratlo Lower Upper
150.0 152 100
115 61.3 30.4 91.3
156 155.4 0.0 353.2

Raw 50
Abundance
150000
0,
m/z--> 40 60 80 100 120 140 160 180 200 131794
Abundance Scan 2013 (13.794 min): VN081742.D\data.ms ( 100000
150.0
Sub 50000
50 115.0
52.1 78.1
0‘H“,H‘!‘u‘HH‘!‘MHwm:“mwu w““‘]??‘l?%uu e e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 1370 13.80
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