Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060922\
Data File : VX029347.D

Acqg On : 09 Jun 2022 15:58

Operator : JC/MD

Sample : N3209-09

Misc : 6.01g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Time: Jun 09 17:57:33 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

QLast Update : Wed Jun 08 03:00:38 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.550 168 232922 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.763 114 384126 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 356434 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 199044 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 191775 54.237 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery = 108.480%

35) Dibromofluoromethane 5.391 113 171155 52.411 ug/1 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery = 104.820%

50) Toluene-d8 8.653 98 633780 54.875 ug/1 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery = 109.740%

62) 4-Bromofluorobenzene 11.085 95 292502 64.716 ug/l 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery = 129.440%

Target Compounds Qvalue
39) Methylcyclohexane 7.361 83 240110 36.137 ug/l # 26
73) Isopropylbenzene 10.964 105 870885 55.577 ug/1 99
78) n-propylbenzene 11.305 91 889667 50.034 ug/l 99
83) tert-Butylbenzene 11.719 119 85664 6.635 ug/1 73
85) sec-Butylbenzene 11.896 105 626711 39.532 ug/l # 76
89) n-Butylbenzene 12.335 91 308106 27.497 ug/1 96

(#) = 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\VX060922\
Data File : VX029347.D

Acqg On : @09 Jun 2022 15:58

Operator : JC/MD

Sample : N3209-09

Misc : 6.01g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Time: Jun 09 17:57:33 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M
Quant Title : SW846 8260

QLast Update : Wed Jun 08 03:00:38 2022

Response via : Initial Calibration

Abundance TIC: VX029347.D\data.ms
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Abundance Scan 733 (5.556 min): VX029288.D\data.ms (-72 #1
168.1 | pentafluorobenzene
Concen: 50.000 ug/1l

99.1 RT: 5.550 min Scan# 7[00
Ref 50 Delta R.T. -0.006 min [US\ICLIRS
Lab File: VvX@29347.D [(SIEIEElsllEll0f
137.1 . P\ C-14B-10-GR
750 | 11‘?.1 ‘ | Acq: 09 Jun 2022 15:58
0\\\.‘\\\\“\\\“\‘}\‘\\\‘i\\\\’}\\\’\}\\‘\ ‘\\
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 232922

Abundance  Scan 732 (5.550 min): VX029347 D\data.ms 10N Ratio  Lower Upper
1681 168 100

99 61.4 41.7 62.5

99.0
Raw 50
Abundance
80137_1 80000
75.0 118.
\3\7\.‘()\\E)\e‘\"o\“\“\w}\\\‘i\\\\H’\\\\"\\“\\‘\‘\\
m/z--> 40 60 80 100 120 140 160 60000
Abundance
168.1
40000
99.0
Sub 50
20000
0 1180137'1
75. .
56.0 ]
ol 300 e L L Ol e
m/z--> 40 60 80 100 120 140 160 Time--> 5.40 5.50 5.60

Abundance Scan 799 (5.958 min): VX029288.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 54.237 ug/1
RT: 5.958 min Scan# 799
Ref 50 Delta R.T. ©.000 min
510 1021 Lab File:  VX029347.D
Acqg: 09 Jun 2022 15:58
0\\‘\:\BZ\-O‘\\\‘\“\‘\\\“\‘\}\“\\\\‘\\.\\‘\\\\‘\\}\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 gt Ion: 65 Resp: 191775
Abundance  Scan 799 (5.958 min): VX029347. D\datams | 100 Ratio Lower Upper
65.0 65 100
67 52.5 0.0 107.4
Raw 50
51.0 Abundance
102.0
0\\‘\3\\':_‘)\.‘]\-‘\\\\“\‘\\\‘\‘\}\“\\Z\BEQ\\\\‘\\\\‘\!\\‘\\\ 60000
miz--> 30 40 50 60 70 80 90 100 110
Abundance
65.0 40000
Sub
50 20000
51.0
102.0
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00 6.10
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Abundance Scan 931 (6.763 min): VX029288.D\data.ms (-92 #34

114.1 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.763 min Scan# 9lEidllEies
Ref 50 Delta R.T. -0.000 min [ISNOLWS
Lab File: VvX@29347.D [(SIEIEElsllEll0f
63.1 88.0 Acq: 09 Jun 2022 15:58 LUICEEIERNEER
371 50.0 75.1 ‘
0 \‘\H‘i.‘\\\\“\\i‘\“H\}‘i\“\\“\‘\\\‘\‘}‘\\‘HH‘\“H‘\H
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 384126
Abundance  Scan 931 (6.763 min): VX029347 D\data.ms | 10N Ratlo Lower Upper
114.1 114 100
63 19.7 0.0 36.8
88 16.3 0.0 32.4
Raw 50
Abundance
. 63.1 88.0 150000
0 T ‘ \3\\7\.%\ T \5\0“‘\ T \‘\ ‘ \“} T } i??\.\]-“\ TT ! ‘ T \‘ \QP\'Q\ T ‘ \‘ ‘\ T ‘ 1
mlz--> 30 40 50 60 70 80 90 100 110 120
Abundance 100000
114.1
Sub
50 50000
50.1 et 88.0
ol 371 > 75.1 100.0 0 e
e ] TN TN N st T P & e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time-> 6.60 6.70 6.80 6.90

Abundance Scan 706 (5.391 min): VX029288.D\data.ms (-68 #35
97.0 Dibromofluoromethane

Concen: 52.411 ug/1

RT: 5.391 min Scan# 706

Ref 50 61.0 Delta R.T. -0.000 min
Lab File: VX029347.D
19.0 191.9 Acqg: 09 Jun 2022 15:58
0 \3\7.‘0\‘\ TT M TT \““i \‘W‘i‘\ Tt \H“\ T \1\5\8‘\0\ T \‘1‘\ T
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 171155
Abundance  Scan 706 (5.391 min): VX029347 D\data.ms 10N Ratio  Lower Upper
113.0 113 100

111 1e1.1 82.8 124.2
192 18.9 16.9 25.3

Raw 50
Abundance
78.9 192.0 5.391
0 T ﬁo‘-P\ TT ‘ TTT \U\ \HH\ ‘ TT \‘ T ‘ TTTT ‘ T \]\-?ig\.?\ T ‘ T \‘\‘\ ‘
m/z--> 40 60 80 100 120 140 160 180 40000
Abundance
113.0
Sub 20000
50
78.9 192.0
0 52.7 159.9 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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83.1
55.1

Abundance Scan 1033 (7.385 min): VX029288.D\data.ms (-1 #39

Methylcyclohexane
Concen: 36.137 ug/1
RT: 7.361 min Scan# 1{gSidtipl=lpies

Ref 50 98.2 Delta R.T. -0.024 min (USVLW%
411 co1 Lab File: VX@29347.D (GIEWEENTETE
‘ ' Acq: 09 Jun 2022 15:58 WISHEIEENVEE]S
0\‘\\H‘i!‘u\"\u\‘\‘u‘\wHH\‘\“‘J\‘H‘H\‘\“HH‘HH‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion: 83 Resp: 240116
Abundance Scan 1029 (7.361 min): VX029347.D\datams | 10N Ratlo  Lower Upper
55.1 83 100
601 83.1 55 140.6 54.6 81.8%
41.1 97.1 98 12.9 37.4 56.2#
Raw 50
Abundance
R Y L) 1122 |
G\‘\\\\"\\\\"\}\\‘\\‘\\“\\\‘\“‘\\\\‘\\\\‘\\\\‘\‘\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120 100000
Abundance
55.0
83.1
410 oad 97.1
Sub 50000
50
112.2 L NS
Ot el el S S
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 7.20 7.30 7.40 7.50

98.1

Abundance Scan 1241 (8.653 min): VX029288.D\data.ms (-1 #50

Toluene-d8
Concen: 54.875 ug/1
RT: 8.653 min Scan#t 1241

Ref 50 Delta R.T. -0.000 min
Lab File: VX029347.D
421 70.0 Acq: 09 Jun 2022 15:58
0\H“‘H“H\H‘H\‘\H‘\‘ L L B B
miz--> 40 60 80 100 120 140 160 Tgt Ion: 98 Resp: 633780
Abundance Scan 1241 (8.653 min): VX029347. D\data.ms | 10N Ratio Lower Upper
98.1 98 100
100 60.4 52.6 78.8
Raw 50
Abundance
55.1
6.0
0 \?76\.‘1\ M“} T \‘\‘?\ T T \‘ T \1\3\3\.‘2\]\_5\5\.‘1\ T T T 300000
m/z--> 40 60 80 100 120 140 160
Abundance
98.1 200000
Sub
50 100000
55.0
0l361 760 . 13321861 e
miz--> 40 60 80 100 120 140 160 Time--> 860  8.70
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Abundance Scan 1640 (11.085 min): VX029288.D\data.ms (- #62

95.1 174.0 4-Bromofluorobenzene
Concen: 64.716 ug/l
RT: 11.085 min Scan#t 1(lgigiipgl=gles
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX029347.D [GlUERISEIIAEIE
50.0 Acq: 09 Jun 2022 15:58 UWISHEIEEIVEIE
Ol \”‘ T \‘L\ f* “”\7”?‘}(‘)"\‘1 i“\‘ T \1\]\-?\9\ \1\4‘.\3\9\ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 95 Resp: 292502
Abundance Scan 1640 (11.085 min): VX029347.D\data.ms | 100 Ratlo Lower Upper
95.1 95 100
174 64.2 0.0 163.0
174.0 176 61.7 0.0 155.0
Raw 50
69. Abundance
0' \“} "le \“\H" T \‘\ T ‘ TTT \]"-4\8\.]\-‘ TT \‘\“ T \\2\0‘1-\-\0
m/z--> 40 60 80 100 120 140 160 180 200 150000
Abundance
174.0
95.1 100000
Sub
50 50000
50.0 125.2
bttt e A48l 2010 e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 11.05 11.10
Abundance Scan 1471 (10.055 min): VX029288.D\data.ms (- #63
117.1 Chlorobenzene-d5
Concen: 50.000 ug/l
82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. -0.000 min
Lab File: VX029347.D
5ﬂ-1 Acq: 09 Jun 2022 15:58
G\H"“H‘H“\H”M‘HH’\H\‘i\\\\‘\\\\’\\\\
miz--> 40 60 80 100 120 140 160 Tgt Ion:117 Resp: 356434
Abundance Scan 1471 (10.055 min): VX029347.D\data.ms | 10N Ratio Lower Upper
117.1 117 100
82 55.0 41.8 62.8
82.1 119 32.2 24.8 37.2
Raw 50
Abundance
54.1 250000
0! ———— ‘1‘4‘1"‘3‘ ‘}6‘37“0‘ 200000
miz--> 40 60 80 100 120 140 160
Abundance
1171 150000
Sub 82.1 100000
50
50000
52.1
Ol M3 1670 oL,
miz--> 40 60 80 100 120 140 160  Time-->
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Abundance Scan 1794 (12.024 min): VX029288.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4

Concen: 50.000 ug/1l

RT: 12.024 min Scan#t 11gigil=gles
Delta R.T. -0.000 min [US\IeJEDS
Lab File: VX@29347.D [(GICHIEEIel(EI(6H
Acq: 09 Jun 2022 15:58 WISHEIEENVEE]S

Ref 50

0,
m/z--> 40 60 80 100 120 140 160 180 200 @ T8t Ion:152 Resp: 199044

Abundance Scan 1794 (12.024 min): VX029347 D\data.ms ig; Eg’éio Lower Upper

115 62.5 37.5 112.7
150 153.5 0.0 338.2

Raw 50
Abundance
0! 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance 150000 12.024
150.1
100000
Sub
%0 115.1 50000
521 78.1 |
0 174.9198.2 0= S
e e e e e e e e T T T
miz--> 40 60 80 100 120 140 160 180 200 Time--> 12.00 12.05

Abundance Scan 1620 (10.964 min): VX029288.D\data.ms (- #73

105.1 Isopropylbenzene

Concen: 55.577 ug/1

RT: 10.964 min Scan# 1620

Ref 50 Delta R.T. -0.000 min
Lab File: VX029347.D
511 771 ‘ Acq: @9 Jun 2022 15:58
0H\“‘H“M“\‘H\“‘H‘H‘M\H“HH‘HH‘HH‘HH‘HH‘H
miz--> 40 60 80 100 120 140 160 180 200 220 T8t Ion:105 Resp: 870885
Abundance Scan 1620 (10.964 min): VX029347. D\data.ms | 10N Ratio Lower Upper
105.1 105 100

120 26.5 13.5 4.5

Raw 50
Abundance
41.1 i ‘ 600000
0 TT \““.\ \“\ h“‘\”\H\ \M‘ ‘1 \‘\ \“‘M\ T “\ \174\.‘()\.\2\ \]‘-\6\9\.\3‘ TTTT ‘ \\2\1\8‘.\2\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
105.1 400000
sub o 200000
77.1
51.0
0 140.2 170.2 218.2 0 ~
T T T e e e e e A AR
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.90 11.00
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Abundance Scan 1676 (11.305 min): VX029288.D\data.ms (- #78

91.0 n-propylbenzene
Concen: 50.034 ug/1l
RT: 11.305 min Scan#t 1Sl
Ref 50 Delta R.T. -0.000 min IVIS_VOA_X
Lab File: VvX@29347.D [(SIEIEElsllEll0f
Acq: 09 Jun 2022 15:58 UWISHEIEEIVEIE
ok ‘\5]“.(\)“\ “‘\ \‘ "‘\J\‘As’\ T [T \297\2\ T \2\8\1\3
m/z--> 50 100 150 200 250 Tgt Ion: 91 Resp: 889667
Abundance Scan 1676 (11.305 min): VX029347.D\data.ms | 10N Ratio Lower Upper
91.1 91 100
120 22.9 11.6 34.8
Raw 50
Abundance
55.1
ol gl ‘AS.Z 176.0208.4 249.1281.2 600000
T T ‘ T T T T ’ T T T T ’ T T T T ’ T T T T ’ T T T T
m/z--> 50 100 150 200 250
Abundance
91.1 400000
Sub 50 200000
ol 2t 153.2 189.0 234.9 281.1 0
A R e A EL.- —
miz--> 50 100 150 200 250 Time--> 11.30  11.40

Abundance Scan 1744 (11.720 min): VX029288.D\data.ms (- #83

119.1 tert-Butylbenzene
Concen: 6.635 ug/1l
91.0 RT: 11.719 min Scan# 1744
Ref 50 Delta R.T. -0.000 min
Lab File: VX029347.D
411 167.0 Acqg: 09 Jun 2022 15:58
0 \“‘\‘\“\ \6}?.\:'\-\“““\‘\“\““1 H‘\H‘\ \H‘\ ] \H\‘\ RRRERE T
miz--> 40 60 80 100 120 140 160 180 200  'gt Ion:119 Resp: 85664
Abundance Scan 1744 (11.719 min): VX029347 D\data.ms | 10N Ratio Lower Upper
711 119 100
43.1 91 79.8 26.9 80.6
134 25.4 11.4 34.2
Raw 50
119.1 Abundance
51 60000
O B 1562 1822206
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
A
711 0000
43.1
sub o 20000
119.1
0 156.2 184.1206.9 0 -
R R R R R e R et L T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 11.70 11.80
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Abundance Scan 1772 (11.890 min): VX029288.D\data.ms (1 #85

105.1 sec-Butylbenzene
Concen: 39.532 ug/1
RT: 11.896 min Scan#t 1Sl
Ref 50 Delta R.T. ©0.006 min MSVOA_X
134.2 Lab File: VvX029347.D [(CUEhISElollEIl0f
1, 770 | : Acq: 09 Jun 2022 15:58 WISHEIEENVEE]S
0\\\‘\\‘\\‘\\\\M‘\\\\‘U\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:105 Resp: 626711
Abundance Scan 1773 (11.896 min): VX029347.D\data.ms | 10N Ratio Lower Upper
105.1 105 100
134 31.3 10.2 30.4#
Raw 50
57.1 242 Abundance
81.1 ‘ 134.
0! I L 1982 187.3 1 400000
miz--> 40 60 80 100 120 140 160 180
Abundance 300000
105.1
200000
Sub
50
100000
57.1 134.2
79.1
O 15621811 e
miz--> 40 60 80 100 120 140 160 180  Time->  11.80 11.90

Abundance Scan 1845 (12.335 min): VX029288.D\data.ms (- #89

911 n-Butylbenzene
Concen: 27.497 ug/1l
146.0 RT: 12.335 min Scan# 1845
Ref 50 Delta R.T. -0.000 min
Lab File: VX029347.D
391 65‘ 1“ ‘#30 ‘ Acqg: 09 Jun 2022 15:58
0\\\’\\\\"\\\‘\”“”\‘\‘w\\\‘\\\\‘\\‘\\‘\\\\’\\\\’\\
miz--> 40 60 80 100 120 140 160 180 200 I8t Ion: 91 Resp: 368106
Abundance Scan 1845 (12.335 min): VX029347 D\data.ms | 10N Ratio Lower Upper
91.1 91 100
92 51.4 27.8 83.3
134 25.7 13.3 39.8
Raw 50 69.1
Abundance
41.1 ‘ 134.2 250000
o \‘\ l \‘\ Ly ‘M\\ 1691 2001
\\\’\\\\\\\\‘\\\‘\\\\\\\\‘\\ ‘\\\\’\\\\’\\ 200000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
911 150000
100000
Sub
50
69.1 134.2 50000
O 1572, 1800 ol
mlz--> 40 60 80 100 120 140 160 180 200 Time-->
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