Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@72329.D

Acqg On i 04 May 2022 15:38

Operator : JC\MD

Sample : N2602-03

Misc : 5.02g/1emL/100uL/5.eemL/MSVOA N/MEOH 12-15-SB4-BK-PRISON

ALS Vvial : 13  Sample Multiplier: 1

Quant Time: May 05 02:20:40 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042622W.M
Quant Title : SW846 8260

QLast Update : Tue Apr 26 18:50:11 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 8.081 168 254083 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 8.963 114 497282 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.739 117 535639 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.668 152 228883 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 8.428 65 202698 51.964 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery = 103.920%

35) Dibromofluoromethane 8.016 113 153322 48.171 ug/1 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery =  96.340%

50) Toluene-d8 10.439 98 633937 50.687 ug/l 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery = 101.380%

62) 4-Bromofluorobenzene 12.727 95 260207 62.681 ug/l 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery = 125.360%

Target Compounds Qvalue
16) Acetone 4.316 43 3500 2.081 ug/1 100
25) 2-Butanone 7.345 43 28627 10.688 ug/1 99
29) Tetrahydrofuran 7.692 42 1815 1.033 ug/1 # 71

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50422\
Data File : VN@72329.D

Acqg On : 04 May 2022 15:38

Operator : JC\MD

Sample : N2602-03

Misc : 5.02g/10mL/100uL/5.00mL/MSVOA_N/MEOH 12-15-SB4-BK-PRISON

ALS vial : 13  Sample Multiplier: 1

Quant Time: May 05 02:20:40 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042622W.M

Quant Title : SW846 8260

QLast Update : Tue Apr 26 18:50:11 2022

Response via : Initial Calibration

Abundance TIC: VNO072329.D\data.ms
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Abundance Scan 1036 (8.080 min): VN072260.D\data.ms (-1 #1

168.1 Pentafluorobenzene
Concen: 50.000 ug/1l
56.1 84.0 RT: 8.081 min Scan# 1{S{dVl=lies
Ref 50 ’ Delta R.T. -0.000 min [IS\O/EIN
Lab File: VN@72329.D (SlEEQISEIAEN
‘ 137.1 Acq: 04 May 2022 15:38 12-15-SB4-BK-PRISON
0\\\““\\‘\H\‘\w‘\“\}‘\“\\‘\1\‘\\\\‘\\\\“\\\\‘\“\\‘]\_\9\]_\-7‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 254083
Abundance Scan 1036 (8.081 min): VN072329.D\datams 10" Ratio Lower Upper
168.1 168 100
99 62.9 42.3 63.5
99.0
Raw 50
Abundance
137.0 100000 88l
75.0
0 \3\7\‘0\\\‘\ “\“\“\w}\\‘\w\\\\”‘\\\\‘\}‘\\‘\“\\‘]\-\9\]-\.?
m/z--> 40 60 80 100 120 140 160 180 80000
Abundance Scan 1036 (8.081 min): VN072329.D\data.ms (-¢
168.1 60000
99.0
Sub 40000
50
20000
137.0
75.0
o‘3"7“0“m‘uMU}:HMHHH‘HH‘_:‘H_“wl‘?‘lc? S
miz--> 40 60 80 100 120 140 160 180  Time--> 8.00 8.10 8.20
Abundance Scan 389 (4.275 min): VN072260.D\data.ms (-3¢ #16
43.1 Acetone
Concen: 2.081 ug/l
RT: 4.316 min Scan# 396
Ref 50 Delta R.T. ©0.035 min
Lab File: VNO72329.D
Acq: 04 May 2022 15:38
0\\\““\\\\‘\\7\5\(‘]\\\\‘\\\\‘\\\\‘\]_\5\2\7‘
m/z--> 40 60 80 100 120 140 Tgt Ion: 43 Resp: 3500
Abundance  Scan 396 (4.316 min): VN072329.D\datams 100 Ratio Lower Upper
43.0 43 100
58 32.5 26.0 39.0
Raw 50
Abundance
4.316
H‘ 1000
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 800
Abundance Scan 396 (4.316 min): VN072329.D\data.ms (-32
43.0 600
Sub 400
50
200
OH‘““‘ O
miz--> 40 60 80 100 120 140 Time--> 430  4.40
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Abundance Scan 908 (7.328 min): VN072260.D\data.ms (-8 #25

3.1 2-Butanone
Concen: 10.688 ug/l
RT: 7.345 min Scan# 91EidllEies
Ref 50 61.0 770 Delta R.T. ©0.017 min MSVOA_N
' ' 96.0 Lab File: VN@72329.D (SlEEQISEIAEN
‘ ‘ ‘ Acq: 04 May 2022 15:38 HZRERSIERREl SISO
0 \‘Hi‘\“f\‘i\‘i‘f\u‘\“‘\u‘HH“HH’\H‘!WHH‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 28627
Abundance  Scan 911 (7.345 min): VN072329.D\data.ms 10N Ratio Lower Upper
43.0 43 100
72 29.1 23.7 35.5
Raw 50
721 Abundance
8000 7.445
57.0 ‘
Orrprrerpthr e e e
miz--> 30 40 50 60 70 80 90 100 6000
Abundance Scan 911 (7.345 min): VN072329.D\data.ms (-85
43.0
4000
Sub 50
721 2000
57.0 |
Ot e RRARRARARRRRERE
m/z--> 30 40 50 60 70 80 90 100  Time-> 7.20 7.30 7.40 7.50

Abundance Scan 967 (7.675 min): VN072260.D\data.ms (-94 #29

42.1 Tetrahydrofuran
Concen: 1.033 ug/1
RT: 7.692 min Scan# 970
Ref 50 72.1 Delta R.T. 0.011 min
Lab File: VN©72329.D
‘ ‘ 050 1300 Acq: 04 May 2022 15:38
Ob— \“l 1 ‘\“\5\ "2\ T “‘ T \‘.‘\ AL H‘\ ™
m/z--> 40 60 80 100 120 Tgt Ion: .42 Resp: 1815
Abundance  Scan 970 (7.692 min): VN072329.D\data.ms 100 Ratio Lower Upper
42.0 42 100
72 34.7 39.7 59.5#
71 21.0 36.6 55.0#
Raw 50
721 Abundance
7692
‘ H 600
0 L ‘ T T T ‘ T T ‘ T T T ‘ T T T ‘ T T T ‘
m/z--> 40 60 80 100 120
Abundance Scan 970 (7.692 min): VN072329.D\data.ms (-91
42.0 400
Sub
50 71.0 200
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 Time--> 7.65 7.70 7.75

VNO72329.D 82N0O42622W.M

Thu May 05 15:38:29 2022

Page 4



Abundance Scan 1096 (8.433 min): VN072260.D\data.ms (-1 #33

63.0 781 1,2-Dichloroethane-d4
Concen: 51.964 ug/1l
RT: 8.428 min Scan# 1([gidllglElies
Ref 50 511 Delta R.T. -0.006 min [USVLWN
Lab File: VN@72329.D [(®lEIEEIsliEll0f
102.0 . . -15-SB4-BK-
39‘_0 I ‘ Acq: @4 May 2022 15:3g EZRRESisRSelSEIoN]
0 \‘\HH“\‘\\‘\“HH“\H‘\“\‘M “HH‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 18t Ion: 65 Resp: 202698
Abundance Scan 1095 (8.428 min): VN072329.D\datams 100 Ratlo Lower Upper
65.0 65 100
67 51.1 0.0 104.8
Raw 50
51.0 Abundance
102.0 80000 8.428
0 \‘\3\3\'(‘)\\\‘\“\‘H\“\‘\1\“HH‘HH‘HH‘MM‘H
miz--> 30 40 50 60 70 80 90 100 110 60000
Abundance Scan 1095 (8.428 min): VN072329.D\data.ms (-1
65.0
40000
Sub
50
51.0 20000
102.0
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 8.30 8.40 8.50 8.60

Abundance Scan 1186 (8.963 min): VN072260.D\data.ms (-1 #34

1141 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 8.963 min Scan# 1186
Ref 50 Delta R.T. -0.000 min
Lab File: VN@72329.D
63.0 88.1
: Acq: 04 May 2022 15:38
371 501 ‘ 750 |
0 \‘\H‘\‘“HH““\\i\“\‘\‘\\Hi\‘\HH“\‘\H‘\H\“\\‘HH‘\“H‘\H
m/z--> 30 40 50 60 70 80 90 100 110 120 '8t Ion:114 Resp: 497282
Abundance Scan 1186 (8.963 min): VN072329.D\data.ms 10" Ratio Lower Upper
114.0 114 100
63 22.2 0.0 40.0
88 17.1 0.0 32.6
Raw 50
Abundance
0. 63.0 83.0 8.963
O+ T \3\3\“(‘)\ T \‘}‘-\ T i‘\ H‘} T \“i??\.(\)“\‘\ T ! T \‘1‘\ T Tt ‘\ T 200000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1186 (8.963 min): VN072329.D\data.ms (-1 150000
114.0
100000
Sub
50
50000
00 63.0 88.0
0 37.0 - ‘ \‘ | 7?0\ | |
AR A e L B S
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.90 9.00 9.10
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Abundance Scan 1025 (8.016 min): VN072260.D\data.ms (-1 #35

97.0 Dibromofluoromethane
Concen: 48.171 ug/1
RT: 8.016 min Scan#t 1({gSiilnlEhies
Ref 50 61.0 Delta R.T. -0.000 min |[UE\/eLWN
Lab File: VN©72329.D [(GEhISEnlellEll0f
18.9 192.0 Acq: 04 May 2022 15:38 HZRERSIERSEl SISO
0 ‘3:7“9\‘ - M - ‘H‘ \‘UW“\ o ‘H‘\‘ . ‘]"‘5?‘?‘ T ‘\!\‘ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 153322
Abundance Scan 1025 (8.016 min): VN072329.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100
111 103.7 81.4 122.0
192 17.5 17.0 25.6
Raw 50
Abundance
80.9 191.9 60000 8.016
| 1509 |
0“‘\““\"“\"HH‘\““‘\““\““!““\““‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1025 (8.016 min): VN072329.D\data.ms (-C 40000
110.9
Sub 50 20000
78.9 191.9 A
G“3‘9\‘9“‘W"UH"\‘Hw”w”l‘??‘?w”!‘w 0 ARRBASRAAR SRR
m/z--> 40 60 80 100 120 140 160 180 Time->  7.90 8.00 8.10

Abundance Scan 1437 (10.439 min): VN072260.D\data.ms (- #50

98.1 Toluene-d8

Concen: 50.687 ug/l

RT: 10.439 min Scan# 1437

Ref 50 Delta R.T. ©0.000 min
Lab File: VN@72329.D
42,0 70.1 Acq: 04 May 2022 15:38
0\\\“‘\}‘H\‘H\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 98 Resp: 633937
Abundance Scan 1437 (10.439 min): VN072329.D\datams 100 Ratio Lower Upper
98.1 98 100
100 64.5 52.6 78.8
Raw 50
Abundance
10/139
421 70.1 300000
0\\\“i}‘H\‘H\‘\\‘\\\\“\\\\‘\\\\‘\1_54\‘0\\\\‘\\\\‘2\]_\0\\c
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1437 (1o.ggglmin): VN072329.D\data.ms (- 200000
sub o 100000
421 701
Ol bk 1540 210( o——
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 10.40
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Abundance Scan 1826 (12.727 min): VN072260.D\data.ms (- #62

98.1 4-Bromofluorobenzene
174.0 Concen:  62.681 ug/l
RT: 12.727 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©.000 min  [US\eZEN
Lab File: VN@72329.D [(®lEIEEIsliEll0f
500 Acq: 04 May 2022 15:38 AEESsluelCESOIN
0 T “ “ ‘\‘H H\ ‘“\‘ H\“‘ ‘ T T ]\-4\1“‘0\ \H\ T ‘ T T T T ‘ T 2\8\]_-\:
m/z--> 50 100 150 200 250 Tgt Ion: 95 Resp: 260207
Abundance Scan 1826 (12.727 min): VN072329.D\datams 10N Ratlo Lower Upper
95.0 95 100
174.0 174 73.9 0.0 167.6
176 70.3 0.0 163.4
Raw 50
Abundance
1500001 1227
0‘\\\wwwaM “%4?9“m“‘ R “%8}%
miz--> 50 100 150 200 250
Abundance Scan 1826 (12.727 min): VN072329.D\data.ms (- 100000
95.0
174.0
Sub
50 50000
obpalbd__tero | om
miz--> 50 100 150 200 250 Time--> 12.70 12.80

Abundance Scan 1658 (11.739 min): VN072260.D\data.ms (- #63
111 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 11.739 min Scan# 1658
Ref 50 Delta R.T. 0.000 min
54.1 Lab File:  VN@72329.D
201 Acq: 04 May 2022 15:38
0\‘HH‘“\‘H\‘HH‘HH‘\\HM\‘“\‘\H’\\9\\9‘\0\\\‘1}‘\\"\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 535639

Abundance Scan 1658 (11.739 min): VN072329.D\datams 10N Ratio Lower Upper
1171 117 100

82 60.1 44.2 66.2

821 119 31.6 25.4 38.0
Raw 50
Abundance
54.1 11.7r39
40.1 ‘
0\‘H\\‘“\‘\HiHH‘HH‘H}H\‘\H’Hg\\g‘(\)\\\‘HH"HH‘
m/z--> 30 40 50 60 70 80 90 100 110 120
. 200000
Abundance Scan 1658 (11.739 min): VN072329.D\data.ms (-
117.1
Sub 821 100000
50
54.1
0 \‘\ H [N 99.0 | 1
e ARRRR e “,“,‘ T
m/z--> 30 40 50 60 70 80 90 100110120  Time--> 11.70 11.80
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Abundance Scan 1986 (13.668 min): VN072260.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 13.668 min Scan#t 1{gSigilnlcle
Ref 50 Delta R.T. -0.001 min [S\AeLE)
520 781 1151 Lab File: VN@72329.D (SUCHIEENIICICE
Acq: 04 May 2022 15:38 MZRERSIEELEICHAIEION
oH‘\;MW!‘““97‘2‘”‘_‘3‘1‘8_““\“
m/z--> 40 60 80 100 120 140 160 gt Ion:152 Resp: 228883
Abundance Scan 1986 (13.668 min): VN072329.D\datams 100 Ratio Lower Upper
150.0 152 100
115 62.6 28.9 86.7
150 159.8 0.0 356.2
Raw
%0 520 78.0 115.0 Abundance
‘ ‘ 200000
O ot 1989 3318
miz--> 40 60 80 100 120 140 160 150000
Abundance Scan 1986 (13.668 min): VN072329.D\data.ms (-
150.0
100000
Sub
50 115.0 50000
ob—4 “‘ ol 1 98:9 ] 1319 e
miz—-> 40 60 80 100 120 140 160 Time--> 13.60 13.70
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