Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028762.D

Acqg On : 17 May 2022 16:55

Operator : JC/MD

Sample : N2806-01

Misc : 4.73g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Time: May 17 17:17:53 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

QLast Update : Thu May 12 14:58:53 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.550 168 313079 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.763 114 547771 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 481292 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 305162 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 210182 48.975 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery = 97.960%

35) Dibromofluoromethane 5.391 113 170334 47.461 ug/l 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery = 94.920%

50) Toluene-d8 8.647 98 664655 49.121 ug/1 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery =  98.240%

62) 4-Bromofluorobenzene 11.085 95 272012 53.822 ug/l 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery = 107.640%

Target Compounds Qvalue
39) Methylcyclohexane 7.379 83 1056276 170.867 ug/l 93
65) Chlorobenzene 10.086 112 81061 7.939 ug/l 99
73) Isopropylbenzene 10.963 105 149015 6.439 ug/l 99
78) n-propylbenzene 11.305 91 173831 6.494 ug/1 97
85) sec-Butylbenzene 11.896 105 219459 9.529 ug/l # 78
89) n-Butylbenzene 12.335 91 111387 6.652 ug/l 89

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051722\
Data File : VX028762.D

Acqg On : 17 May 2022 16:55

Operator : JC/MD

Sample : N2806-01

Misc : 4.73g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 16 Sample Multiplier: 1

Quant Time: May 17 17:17:53 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

QLast Update : Thu May 12 14:58:53 2022

Response via : Initial Calibration

Abundance TIC: VX028762.D\data.ms
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Abundance Scan 732 (5.549 min): VX028635.D\data.ms (-71 #1

168.0 Ppentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT: 5.550 min Scan# 7 ETIE R
Ref 50 Delta R.T. ©0.001 min MSVOA_X
Lab File: Vx028762.D [GlUEEQISEIIAE
Acq: 17 May 2022 16:55 UWISREEE

75.0 118 0137'0
0 36.0 L \"H L ‘ if M .\ ‘ \‘ A
T T T ‘ T T 1T ‘ T 1T ‘ T 1T ’ TT 1T ‘ T TT ‘ TTT ‘ T TT ‘

m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 313079

Abundance  Scan 732 (5.550 min): VX028762.D\datams ~ 1°on Ratio Lower Upper
168.0 168 100

99 61.7 41.7 62.5

99.0
Raw 50
Abundance
137.0 5.850
100000
75.0 118.0
\3\7\"0\ \E)\?"‘o\ U\“\ w “\ T \M’ TTT \H‘ ‘\ T \“ T 1‘\ T ‘ \“\ T ‘
m/z--> 40 60 80 100 120 140 160 80000
Abundance Scan 732 (5.550 min): VX028762.D\data.ms (-68
168.0 60000
Sub 99.0 40000
50
20000
8 o137.0
75.0 118.
‘g?Pusq?muWWu‘HiH‘M‘m“‘JM“‘V“ B e
m/z--> 40 60 80 100 120 140 160 Time--> 5.40 5.60

Abundance Scan 799 (5.958 min): VX028635.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 48.975 ug/1l
RT: 5.958 min Scan# 799
Ref 50 Delta R.T. ©.000 min
51.0 .
102.0 Lab File: VX028762.D
35.0 ‘( Acq: 17 May 2022 16:55
G\\‘\\‘\‘\’\H‘\“\‘\H“\‘\M“HH‘H'H‘HH‘H‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 210182
Abundance  Scan 799 (5.958 min): VX028762.D\data.ms Ion Ratio Lower Upper
65.0 65 100
67 51.3 0.0 107.4
Raw 50
51.0 Abundance
102.0 5.958
0\\‘\3\3\.?\H‘\“\‘\H“\‘\M“\\\\‘8?,\-\8\‘\\\\‘!!\\‘\\ 60000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX028762.D\data.ms (-75
68.0 40000
Sub
50 510 20000
102.0
037°\w838\\ O
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.80 5.90 6.00 6.10
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Abundance Scan 931 (6.763 min): VX028635.D\data.ms (-91 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.763 min Scan# 9lEidllEies
Ref 50 Delta R.T. ©0.000 min MSVOA_X
Lab File: Vx028762.D [GlUEEQISEIIAE
00 10 88.0 Acq: 17 May 2022 16:55 MISKEIEE
37.1 ‘ 750 |
0 w“H\‘H‘JHJ‘N"W‘“‘\H“wl‘w“ww‘“‘\H
m/z--> 30 40 50 60 70 80 90 100 110 120 '8t Ion:114 Resp: 547771
Abundance  Scan 931 (6.763 min): VX028762.D\datams 10" Ratio Lower Upper
114.0 114 100
63 20.2 0.0 36.8
88 16.4 0.0 32.4
Raw 50
Abundance
63.0 88.0 6.763
0 \‘\:\3\7\‘0\\75\0‘\0\\‘\“}‘}\}‘i??\\o‘\\\!‘\1‘\\‘\\\\‘\ ‘\\‘\\ 200000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 931 (6.763 min): VX028762.D\data.ms (-88 20000
114.0
100000
Sub 50
50000
o 63.0 88.0
G‘\ﬁzﬁw‘W”www“W?ﬁ?ﬁwlwlww‘”M‘H\” A AL
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 6.60 6.70 6.80 6.90

Abundance Scan 705 (5.385 mln) VX028635.D\data.ms (-69 #35
97. Dibromofluoromethane

Concen: 47.461 ug/l

RT: 5.391 min Scan# 706

Ref 50 61.0 Delta R.T. ©0.006 min
Lab File: VX028762.D
18.9 Acq: 17 May 2022 16:55
0\:3\7\‘9\\\M\\\\H\\w““\\\\H“\\\\‘\\l\\s‘g\?\\‘\\‘!‘\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 170334
Abundance  Scan 706 (5.391 min): VX028762.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 103.5 82.8 124.2
192 19.0 16.9 25.3
Raw 50
Abundance
80.9 191.9 60000 5801
0l 44.0 H ! 1998 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 706 (5.391 min): VX028762.D\data.ms (-65 #0000
110.9
Sub 20000
50
78.9 191.9
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 1032 (7.378 min): VX028635.D\data.ms (-1 #39

83.1 Methylcyclohexane
55.1 Concen: 170.867 ug/l
98.1 RT: 7.379 min Scan# 1({Edl e
Ref 50 41.1 ' Delta R.T. ©0.001 min MSVOA_X
Lab File: Vx028762.D [GlUEEQISEIIAE
‘ ‘ 69.1 Acq: 17 May 2022 16:55 LWISRILES
0 ww“\“‘mi“u“w“““‘\‘H““\”“‘wH““\HHWHW
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion: 83 Resp: 1056276
Abundance Scan 1032 (7.379 min): VX028762.D\datams 10" Ratio Lower Upper
83.1 83 100
55.1 55  76.7 54.6 81.8
98 47.5 37.4 56.2
Raw 50 411 98.1
Abundance
69.1 7.879
O+ [T \“\ TT i‘\u T \‘\‘\‘H TT \‘\“‘\‘ \‘ T \‘\“ TTT \1‘1\3\\2\‘ T 400000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1032 (7.379 min): VX028762.D\data.ms (- 300000
1
. 83.1
200000
S50l 410 98.0
100000
69.1
0 1132
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 7.30 7.40 7.50

Abundance Scan 1240 (8.646 min): VX028635.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 49.121 ug/1

RT: 8.647 min Scan# 1240

Ref 50 Delta R.T. ©0.001 min
Lab File: VX028762.D
421 701 Acq: 17 May 2022 16:55
GH\i‘\\““i“‘\‘\\“\m‘\‘HH‘HH’HH‘HH
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 98 Resp: 664655
Abundance Scan 1240 (8.647 min): VX028762.D\datams 100 Ratio Lower Upper
98.1 98 100
100 63.6 52.6 78.8
Raw 50
Abundance
55.1 400000 8.647
038 61 | 13291553
m/z--> 40 60 80 100 120 140 160 300000
Abundance Scan 1240 (8.647 min): VX028762.D\data.ms (-1
98.1
200000
Sub
S0 100000
55.1
0L.36. 6.1 | 132.9 155.3 0]
\\\\‘\\\\’\\\\‘\\\\ \‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 Time--> 8.60 8.70
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Abundance Scan 1640 (11.085 min): VX028635.D\data.ms (- #62

98.0 174.0 4-Bromofluorobenzene
Concen: 53.822 ug/1l
RT: 11.085 min Scan#t 1(lgigiipgl=gles
Ref 50 Delta R.T. ©0.000 min MSVOA_X
Lab File: VvX028762.D |(®lEIEElsliEll0f
50.0 740 Acq: 17 May 2022 16:55 UUeREIER!
0 T \\ ‘ \\“\ \‘ ‘m\ U \“H‘\W ”“ ‘\\]-\:I-ﬁ.\g\ \]\-4’.?.\9\\‘ T \\‘\"\ T
m/z--> 40 60 80 100 120 140 160 180 '8t Ion: 95 Resp: 272012
Abundance Scan 1640 (11.085 min): VX028762.D\datams 10" Ratio Lower Upper
95.0 95 100
174.0 174  69.8 0.0 163.0
176 67.0 0.0 155.0
Raw 50
Abundance
1251 200000 11.085
0' \N‘le ”‘H“\\\\‘\‘\\\1"4;5\\9\‘\\\”’\\\
miz--> 100 120 140 160 180 150000
Abundance Scan 1640 (11.085 min): VX028762.D\data.ms (-
95.0 174.0
100000
Sub
50 50000
50.0 74.0
m/z--> 40 60 80 100 120 140 160 180  Time--> 11.05 11.10
Abundance Scan 1471 (10.055 min): VX028635.D\data.ms (- #63
11y.0 Chlorobenzene-d5
Concen: 50.000 ug/l
82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. ©0.000 min
541 Lab File: VX@28762.D
' Acq: 17 May 2022 16:55
G\H"“\\‘H\“\‘H”m‘\H\‘H\\‘i\\\\‘\\\\’\\\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:117 Resp: 481292
Abundance Scan 1471 (10.055 min): VX028762.D\datams 10N Ratio Lower Upper
117.0 117 100
82 54.1 41.8 62.8
82.1 119 31.3 24.8 37.2
Raw 50
Abundance
54.0 10.055
“ 300000
0\\ H‘\H ‘\‘\H‘\\‘\1“‘\”\\\‘\\\\"\\\]_\49-\]\_\\’1\6\9\.0\
miz--> 40 60 80 100 120 140 160
Abundance Scan 1471 (10.055 min): VX028762.D\data.ms (- 200000
117.0
82.1
sub o 100000
54.0
Ol 1801 1690 S VRS
mlz--> 40 60 80 100 120 140 160 Time--> 10.00  10.10
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Abundance Scan 1475 (10.079 min): VX028635.D\data.ms (- #65

Ref 50
0,

m/z-->
Abundance
Raw 50
0,

m/z-->
Abundance

Sub
50
O,

m/z-->

112.0

40 60 80 100 120 140

112.0

160 180 200

Scan 1476 (10.086 min): VX028762.D\data.ms

UL L 156.9 207.1

40 60 80 100 120 140

112.0

51.0

L. 143.

160 180 200

Scan 1476 (10.086 min): VX028762.D\data.ms (-

0 207.1

40 60 80 100 120 140

160 180 200

Chlorobenzene

Concen: 7.939 ug/l
RT: 10.086 min Scan#t 14gigiipl=igles
Delta R.T. 0.007 min MSVOA_X
Lab File:
Acq: 17 May 2022 16:55 WUEREIERE

Tgt Ion:112 Resp: 81061
Ion Ratio Lower Upper

112 100
114 31.8 25.8 38.8

Abundance

10/086
50000

40000
30000
20000

10000

Time--> 1000 10.10

Abundance Scan 1794 (12.024 min): VX028635.D\data.ms (- #72

Ref 50 119.1
52 o 780
G\\\h}\\\‘\“‘\‘\\!‘i\‘\‘\\‘\\\\i\\\\‘\\U\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1794 (12.024 min): VX028762.D\data.ms
150.0
Raw 50
o 174.9 207.1
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1794 (12.024 min): VX028762.D\data.ms (-
150.0
Sub
50 115.0
52 o 781
0 ‘\\“‘ i | 17311083
“““ R A
miz--> 40 60 80 100 120 140 160 180 200

VX028762.D 82X051222W.M

15

0.0

1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 12.024 min Scan# 1794
Delta R.T. ©0.000 min

Lab File: VX028762.D

Acq: 17 May 2022 16:55

Tgt Ion:152 Resp: 305162
Ion Ratio Lower Upper
152 100

115 61.9 37.5 112.7
150 154.9 0.0 338.2

Abundance

300000

200000

100000

Time--> 12.00 12.05
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Abundance Scan 1620 (10.963 min): VX028635.D\data.ms (- #73

105.1 Isopropylbenzene
Concen: 6.439 ug/l
RT: 10.963 min Scan#t 1(lgigiipl=gles
Ref 50 Delta R.T. ©.000 min  [US\ICLS
Lab File: VvX028762.D |(®lEIEElsliEll0f
51.1 77"0 Acq: 17 May 2022 16:55 UWISREEE
0\\\“‘\\“\‘\“\‘\\‘\“‘\\‘H’M\H“HH‘HH‘HH‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:105 Resp: 149015
Abundance Scan 1620 (10.963 min): VX028762.D\datams 10" Ratio Lower Upper
105.1 105 100
120 26.5 13.5 40.5
55.1
Raw 50
Abundance
7.0 10.963
140.2
0! T e R amaa “ T ‘1\7\0\\1‘ 100000
m/z--> 40 60 80 100 120 140 160 80000
Abundance Scan 1620 (10.963 min): VX028762.D\data.ms (-
105.1 60000
Sub 40000
50
20000
77.0
51.0 ‘ ‘ 140.2
S W B N1 T S .0 e
m/z--> 40 60 80 100 120 140 160 Time--> 10.90 11.00
Abundance Scan 1676 (11.304 min): VX028635.D\data.ms (- #78
91.0 n-propylbenzene
Concen: 6.494 ug/1l
RT: 11.305 min Scan# 1676
Ref 50 Delta R.T. ©.001 min
Lab File: VX028762.D
Acq: 17 May 2022 16:55
0:\39‘\‘11‘ \“\“\ ‘\‘ “‘\ [ L \2\8\2\]
m/z--> 50 100 150 200 250 Tgt IOI’]Z.91 Resp: 173831
Abundance Scan 1676 (11.305 min): VX028762.D\data.ms Ion Ratio Lower Upper
91.0 91 100
120 21.9 11.6 34.8
Raw 50
55.1 Abundance
11.805
281.1
0! ‘\H\‘lh H\“\h\ ) 1’43'1156-1 :‘L9“3‘O‘ : ‘2‘4?'9‘ “h :
miz-> 50 100 150 200 250 100000
Abundance Scan 1676 (11.305 min): VX028762.D\data.ms (-
91.0
Sub 50000
50
281.1
oL 50 isa.o 1930  249.0 | 01
— e —— ———T—
m/z--> 50 100 150 200 250 Time--> 11.30
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Abundance Scan 1772 (11.890 min): VX028635.D\data.ms (- #85

105.1 sec-Butylbenzene
Concen: 9.529 ug/1l
RT: 11.896 min Scan#t 1Sl
Ref 50 Delta R.T. 0.006 min  [US\ICLS
1341 Lab File: Vx028762.D [GlUEEQISEIIAE
50 771 | : Acq: 17 May 2022 16:55 UWISREEE
0\\\‘\\‘\\‘\\\\M‘\\\\‘H\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:105 Resp: 219459
Abundance Scan 1773 (11.896 min): VX028762.D\datams 100 Ratlo Lower Upper
105.1 105 100
134 30.5 10.2 30.4#
Raw 50
81. Abundance
127.2 11/396
0 1522 1820 150000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1773 (11.896 min): VX028762.D\data.ms (-
57.1 105.1 100000
sub 50000
81. 134.1
o il 1592 1m0 o2
miz--> 40 60 80 100 120 140 160 180  Time-> 11.80  11.90

Abundance Scan 1845 (12.335 min): VX028635.D\data.ms (- #89
911 n-Butylbenzene

Concen: 6.652 ug/1l
146.0 RT: 12.335 min Scan# 1845
Ref 50 Delta R.T. ©.000 min

Lab File: VX028762.D

w1, 65‘ O\HH ﬂq ‘ Acq: 17 May 2022 16:55
uly \ A 1Y | Ll

m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 91 Resp: 111387

Abundance Scan 1845 (12 335 min): VX028762.D\data.ms Ig: ig'gio Lower Upper

92 44.0 27.8 83.3
134 26.8 13.3 39.8

o

Raw 50
Abundance
80000 12.835
154.2
0 184.1 214.1
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1845 (12.335 min): VX028762.D\data.ms (-
91.0
40000
Sub 0 67|10
125.1 20000
39.1 ‘ H
o A 1m8 1853 2144
miz--> 40 60 80 100 120 140 160 180 200 Time--> 12.30 12.35
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