Data Path :

Data File : VX027993.D

Acqg On : 06 Apr 2022 13:17
Operator : JC/MD

Sample : N2253-02

Misc

ALS vial : 9

Sample Multiplier: 1

Quant Time: Apr 07 08:04:57 2022

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

Compound

Quantitation Report

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040622\

: 1.10g/1emL/100uL/5.00mL/MSVOA_X/MEOH

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040522W.M

: Tue Apr 05 15:58:31 2022
Initial Calibration

(QT/LSC Reviewed)

Conc Units Dev(Min)

Internal Standards
1) Pentafluorobenzene
34) 1,4-Difluorobenzene
63) Chlorobenzene-d5
72) 1,4-Dichlorobenzene-d4

System Monitoring Compounds
33) 1,2-Dichloroethane-d4
Spiked Amount 50.000
35) Dibromofluoromethane

Spiked Amount 50.000
50) Toluene-d8
Spiked Amount 50.000

62) 4-Bromofluorobenzene
Spiked Amount 50.000

Target Compounds

16) Acetone

39) Methylcyclohexane

52) Toluene

67) Ethyl Benzene

68) m/p-Xylenes

69) o-Xylene

73) Isopropylbenzene

78) n-propylbenzene

80) 1,3,5-Trimethylbenzene
84) 1,2,4-Trimethylbenzene
85) sec-Butylbenzene

86) p-Isopropyltoluene

89) n-Butylbenzene

95) Naphthalene

Range
Range

Range

11.

Range

R.T. QIon Response
550 168 105206 50.
763 114 172229 50.
061 117 156952 50.
030 152 86553 50.
.958 65 66098 50.
61 - 141 Recovery
.391 113 53738 46.
69 - 133 Recovery
.653 98 205355 48.
65 - 126 Recovery
091 95 101559 60.
58 - 135 Recovery
422 43 57575  117.
379 83 357227  186.
744 92 9690233 3305
201 91 423783 74.
305 106 485656  217.
646 106 258314  119.
970 105 290463 48.
311 91 1240617 18e.
463 105 1205883  232.
762 105 4180495  795.
896 105 622595 97.
018 119 384351 70.
335 91 857179  186.
780 128 182360 30.

000
000
000
000

356

106

ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
100.720%

ug/1 0.00
92.220%

ug/1 0.00
96.440%

ug/1 0.01
121.300%

Qvalue

ug/1 91
ug/1 93
ug/1 86
ug/1 99
ug/1 93
ug/1 92
ug/1 99
ug/1 100
ug/1 99
ug/1 97
ug/1 82
ug/1 96
ug/l # 63
ug/l # 95

(#) = qualifier out of range (m) =

82X040522W.M Thu Apr 07 17:33:09 2022

manual integration (+)

signals summed

Page:
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Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX040622\
Data File : VX027993.D

Acqg On : 06 Apr 2022 13:17

Operator : JC/MD

Sample : N2253-02

Misc : 1.10g/10mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Time: Apr 07 08:04:57 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X040522W.M
Quant Title : SW846 8260

QLast Update : Tue Apr 05 15:58:31 2022

Response via : Initial Calibration

Abundance TIC: VX027993.D\data.ms
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Abundance Scan 733 (5.556 min): VX027980.D\data.ms (-72 #1
168.1 pentafluorobenzene
Concen: 50.000 ug/1l

99.1 RT: 5.550 min Scan# 7gEgtll=ples
Ref 50 Delta R.T. -0.006 min [US\ICLIRS
Lab File: VvX@27993.D [(®lEIEElsliEllof
. 1202
75.0 11811371 Acq: 06 Apr 2022 13:17
0\3\6\.?\\\\“\i\“\‘}\‘\\‘\‘i\\\\“’\‘\\\"\\“\\‘\“\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 105206

Abundance  Scan 732 (5.550 min): VX027993 D\datams ~ 1N Ratio Lower Upper
168.1 168 100

431 99 56.9 41.7 62.5
99.1
Raw 50
Abundance
137.1 5.%50
‘ H 75.1‘ | 11‘8.1 ‘ |
OWWWi\‘\‘\“\“\W\“\W\‘\\‘\“\\\\"\‘\\\’\}\\‘\‘\\ 30000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 732 (5.550 min): VX027993.D\data.ms (-68
168.1 20000
43.1
Sub 99.1
50 10000
137.1
‘ H 5.1 118.1 ‘
G\\\‘i\‘\\‘\‘\UM\“\W\M\\‘\‘}\\\\H’\\\\’\}‘\\‘\‘\\ 0‘\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160  Time-> 5.40 5.50 5.60 5.70

Abundance Scan 212 (2.380 min): VX027980.D\data.ms (-20 #16

43.1 Acetone
Concen: 117.231 ug/1l
RT: 2.422 min Scan# 219
Ref 50 Delta R.T. ©.042 min
58.1 Lab File: VX027993.D
Acq: 06 Apr 2022 13:17
0\\\““‘i\\\‘\\7\5\']]\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 I8t Ion: 43 Resp: = 57575
Abundance  Scan 219 (2.422 min): VX027993.D\datams 100 Ratio Lower Upper
43.1 43 100
58 30.5 28.8 43.2
Raw 50
58.1 Abundance
20000 2.422
0 il 127.0142.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 15000
Abundance Scan 219 (2.422 min): VX027993.D\data.ms (-16
43.1
10000
Sub 50
581 5000
ol e 12701420 o
miz--> 40 60 80 100 120 140  Time--> 240 260
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Abundance Scan 799 (5.958 min): VX027980.D\data.ms (-78 #33
1

63 1,2-Dichloroethane-d4
Concen: 50.356 ug/1l
RT: 5.958 min Scan# 7{gEitigl=nies
Ref 50 511 Delta R.T. ©0.000 min MSVOA_X
: Lab File: VX027993.D (SISl
102.1 31292
Acq: 06 Apr 2022 13:17
0\‘\:\3?\.]‘-\\\‘\“\‘\\\‘\‘\\‘\“\\\\‘\\\\‘\\\\‘\‘!i\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 18t Ion: 65 Resp: 66098
Abundance  Scan 799 (5.958 min): VX027993.D\datams 10" Ratio Lower Upper
65.1 65 100
67 51.2 0.0 107.4
Raw 50
51.1 Abundance
102.1 5.858
37.1
0\‘\\\‘\‘\\\‘\“\‘\\\“\‘\\‘\“\\\\‘8\4\’.\()\‘\\\\‘\‘!i\‘\\ 20000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX027993.D\data.ms (-75 15000
65.0
10000
Sub
50
51.0 5000
102.1
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00 6.10

Abundance Scan 931 (6.763 min): VX027980.D\data.ms (-92 #34

1141 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.763 min Scan# 931
Ref 50 Delta R.T. -0.000 min
631 Lab File: VX027993.D
. 88.1 . .
470 501 751 ‘ Acq: 06 Apr 2022 13:17
0 \‘H”“\\H“‘\H‘\N\‘\\‘“‘\\H\\“\\H‘\‘l‘\\‘\\\\‘\“H‘H\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 172229
Abundance  Scan 931 (6.763 min): VX027993.D\datams 10" Ratio Lower Upper
114.1 114 100
63 20.3 0.0 36.8
88 17.6 0.0 32.4
Raw 50
Abundance
63.1 88.1 6.763
O+ T \S\Zi.:‘[\ t :5\(‘{.\]\-1 T N‘\‘ T \““7\?\'%“\‘\ T \‘1‘\ T ft ‘\ T 60000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 931 (6.763 min): VX027993.D\data.ms (-88
114.1 40000
Sub
50 20000
63.1 88.1
50.1 75.1
0 w‘:‘3‘7(:‘[”H“‘H““1‘0“‘““0‘”“””“luwm‘w‘u‘m O
m/z-—-> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90
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Abundance Scan 705 (5.385 min): VX027980.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 46.106 ug/1l
RT: 5.391 min Scan# 7{gEgtllElples
Ref 50 61.0 Delta R.T. ©.006 min  [USI\ACXWS
Lab File: VvX027993.D [(CUEhlSEnlollEll0f
19.0 192.0 Acq: 06 Apr 2022 13:17 EEEZEE
0 \:?Z.‘]\-‘\ - }\“ - ““w ‘W‘i“ o ‘H‘\‘ e ‘]"(‘Sio"‘o‘ T ‘\!\‘ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 53738
Abundance  Scan 706 (5.391 min): VX027993.D\datams 10" Ratio Lower Upper
111.0 113 100
111 101.5 82.8 124.2
192 18.5 16.9 25.3
Raw 50
Abundance
81.0 192.0 5.391
0“‘4\4"‘1‘ AN ‘HU‘ A ““\H“\“lﬁ‘\g"?‘ T ‘Hw 15000
m/z-—-> 40 60 80 100 120 140 160 180
Abundance Scan 706 (5.391 min): VX027993.D\data.ms (-65
111.0 10000
Sub 50 5000
81.0 192.0
GH‘\‘H‘\HH‘\‘HUH‘\‘“‘\““\“1“5?‘-?”\””\ 0 AR AR
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1033 (7.385 min): VX027980.D\data.ms (-1 #39

83.1 Methylcyclohexane
55.1 Concen: 186.263 ug/l
RT: 7.379 min Scan# 1032
Ref 500  ,i, 9%8.2 Delta R.T. -0.006 min
70.1 Lab File: VX027993.D
‘ ‘ ‘ H Acq: 06 Apr 2022 13:17
0\‘\\H“\‘\\\“\‘\‘\‘\‘\\‘\‘\“\H‘\“‘\‘\‘H‘\H‘\“HH‘HH‘\ . .
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 83 Resp: 357227
Abundance ~Scan 1032 (7.379 min): VX027993.D\datams 1N Ratlo Lower Upper
83.1 83 100
55.1 55 77.2 54.6 81.8
98 47.1 37.4 56.2
Raw 50 41.1 98.2
' Abundance
69.1 150000 T.R79
1 A Y
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1032 (7.379 min): VX027993.D\data.ms (-9 100000
83.1
55.1
Sub
50 11 98.2 50000
69.1 K
I ST AT A N R/ —
miz--> 30 40 50 60 70 80 90 100 110  Time-> 7.30 7.40 7.50
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Abundance Scan 1241 (8.653 min): VX027980.D\data.ms (-1 #50

98.2 Toluene-d8
Concen: 48.224 ug/1l
RT: 8.653 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.000 min MS_VO/-\_X
Lab File: VX027993.D (SISl
421 541 701 Acq: 06 Apr 2022 13:17 EXZAZ
0 \‘\\\\’\‘\\\‘1\‘\\‘\}l\l\\\\‘z\\o\\‘\\\ “‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion: 98 Resp: 285355
Abundance Scan 1241 (8.653 min): VX027993.D\datams 10" Ratlo Lower Upper
98.2 98 100
100 64.1 52.6 78.8
Raw 50
Abundance
8.653
421 544 701 100000
0 \‘\\\\"\‘\\\‘1\“}\‘\\‘1\l\\\ﬁz\\z\\‘\\‘\““\\\]\.%\‘2\.\2\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 80000
Abundance Scan 1241 (8.653 min): VX027993.D\data.ms (-1
0g.2 60000
Sub 40000
50
20000
42.1 70.0
Ot 822 1122 A
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.60 8.70

Abundance Scan 1252 (8.720 min): VX027980.D\data.ms (-1 #52

911 Toluene

Concen: 3305.698 ug/1

RT: 8.744 min Scan# 1256

Ref 50 Delta R.T. ©.024 min
Lab File: VX027993.D
39.1 65‘0 Acq: 06 Apr 2022 13:17
0\\\“\\“\\“‘\\\\‘\\"\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 80 100 120 140 Tgt IOI’]Z.92 Resp: 9690233
Abundance Scan 1256 (8 744 min); VX027993.D\datams 100 Ratio Lower Upper
91.1 92 100
91 152.1 137.5 206.3
Raw 50
Abundance
391 651
0\\\‘\\“\\“‘\‘\\\‘\\“‘\‘\\11\_\5.‘1\\\\‘\15\2-\2‘
m/z--> 40 60 80‘ 100 120 140 4000000 8(744
Abundance Scan 1256 (8.744 min): VX027993.D\data.ms (-1
91.1
Sub 2000000
50
391 651
0‘m‘_N““““‘H_““““1‘1‘5"1””_1‘5‘3;1‘ Of S
miz--> 40 80 100 120 140 Time--> 8.60 8.80
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Abundance Scan 1639 (11.079 min): VX027980.D\data.ms (- #62

93.1 4-Bromofluorobenzene
1741  Concen: 60.647 ug/l
750 RT: 11.091 min Scan#t 1(lgigiipgl=gles
Ref 50 ’ Delta R.T. 0.012 min MSVOA_X
Lab File: VvX@27993.D [(®lEIEElsliEllof
50.1 Acq: 06 Apr 2022 13:17 EEZZ
0 T \ ‘ T \“‘\ \‘ ‘H‘\ U\‘H‘\W \HM ‘ T \]-\]-\8‘ \0\ \]-\4.‘1\(\)\ T ‘ T \‘\“ 1
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: 101559
Abundance Scan 1641 (11.091 min): VX027993.D\datams 10" Ratio Lower Upper
57.1 95 100
174 60.2 0.0 163.0
176 58.6 0.0 155.0
Raw 50
Abundance
98.2 60000 116091
0 \S\ZH f \‘\“\‘“ T \‘\77\‘1\“\ T t }‘2\5\\2;“4\5\:\'-\ T \1\7\ﬁ ‘1\ 1
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1641 (11.091 min): VX027993.D\data.ms (- 40000
70.1
43.1 08.2
Sub 2
50 0000
176.1
L Y & 2 NN [ .
miz--> 40 60 80 100 120 140 160 180 Time..> 11.00 11.05 11.10
Abundance Scan 1471 (10.055 min): VX027980.D\data.ms (- #63
117.1 Chlorobenzene-d5
Concen: 50.000 ug/l
82.1 RT: 10.061 min Scan# 1472
Ref 50 Delta R.T. ©.006 min
Lab File: VX027993.D
54.1 Acq: 06 Apr 2022 13:17
0 38\ 1 H MR 99.0 I,
\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 Tgt IOI’]Z:!.17 Resp: 156952
Abundance Scan 1472 (10.061 min): VX027993.D\data.ms Ion Ratio Lower Upper
117.1 117 100
82 49.8 41.8 62.8
82.1 119 32.8 24.8 37.2
Raw 50
Abundance
54.1 100000 10.061
Ol H\ ‘HWH‘ t \ T \‘“‘ ‘\H\ \9\9‘]\-\ T \“‘ T \1\4‘0.\2\ 1 80000
m/z--> 100 120 140
Abundance Scan 1472 (10.061 mln): VX027993.D\data.ms (-
117.1 60000
40000
Sub 82.1
50
20000
54.1
0 33“1 Lo e | 02 0
““‘ e
m/z--> 80 100 120 140 Time--> 10.00 10.10
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Abundance Scan 1494 (10.195 min): VX027980.D\data.ms (- #67

911 Ethyl Benzene
Concen: 74.690 ug/l
RT: 10.201 min Scan#t 14gigiipl=gles
Ref 50 Delta R.T. 0.006 min MSVOA_X
106.2 Lab File: Vx027993.D [GUEGISEIEIEIHE
51.0 65.0 Acq: 06 Apr 2022 13:17 SR
0 \‘H\\‘\H\“‘\‘H\‘\‘\‘\\‘\\\‘\“\\H‘1\H‘\‘\‘\‘\‘H\\‘\H\‘\H\
m/z--> 30 40 50 60 70 80 90 100110120130 T8t Ion: 91 Resp: 423783
Abundance Scan 1495 (10.201 min): VX027993.D\datams 10N Ratlo Lower Upper
91.1 91 100
106 31.4 24.6 36.8
Raw 50
106.1 Abundance
10201
51.1 69.1
0 \‘H\\‘9\\\“‘\\‘\“\‘\‘\‘\\‘i\\\‘\‘\\H‘1\\\‘\‘\‘\\“\\\\‘].\2\?‘2\\\\
miz--> 30 40 50 60 70 80 90 100 110120130 200000
Abundance Scan 1495 (10.201 min): VX027993.D\data.ms (-
91.1
Sub 100000
50
106.1
51.1 65.0
o LY OO NN NOOO A2 00 O
miz--> 30 40 50 60 70 80 90 100110120130 Time--> 10.20

Abundance Scan 1512 (10.305 m|n) VX027980.D\data.ms (- #68

11 m/p-Xylenes
Concen: 217.795 ug/l
106.2 RT: 10.305 min Scan# 1512
Ref 50 ' Delta R.T. -0.000 min
Lab File: VX027993.D
511 Acq: 06 Apr 2022 13:17
G\3\5\.?\\“}.‘\‘\\7\4\HT‘\\1\“\“\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 Tgt IOI"IZ:!.@G Resp: 485656
Abundance Scan 1512 (10.305 min): VX027993.D\data.ms Ion Ratio Lower Upper
91.1 106 100
91 211.5 160.4 240.6
Raw 50 106.2
Abundance
39.1 551
Ob— \““‘\ \“M‘ “U \‘\ \HT‘ it \‘1 \‘ T ‘\‘“\ — :‘szﬁwgl\‘l‘lw?’\ 600000
m/z--> 40 60 80 100 120 140
Abundance Scan 1512 (10.305 min): VX027993.D\data.ms (-
91.1 400000
10(305
Sub
50 106.2 200000
511 @91
ol 36l L mu bl 12521403 S ——————
miz--> 40 60 80 100 120 140 Time-> 10.20 10.30 10.40
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Abundance Scan 1568 (10.646 min): VX027980.D\data.ms (- #69

91.1 0-Xylene
Concen: 119.709 ug/l
RT: 10.646 min Scan#t 1{gSagilnlcale
Ref 50 106.2 Delta R.T. ©.000 min  [US\ICLS
Lab File: VvX@27993.D [(®lEIEElsliEllof
51‘1 74# H Acq: 06 Apr 2022 13:17 EEZZ
0\\\“\\‘\‘\‘U\\M.}‘\\‘\‘\“\‘\\\‘\\\\‘\\\
m/z--> 40 80 100 120 140 Tgt I0n1%06 RESpZ 258314
Abundance Scan 1568 (10.646 min): VX027993.D\datams 10N Ratio Lower Upper
91.1 106 100
91 224.6 106.1 318.1
Raw 50
Abundance
400000
0,360, @‘ Hm vl 2123.2 1403
m/z--> 40 100 120 140 300000
Abundance Scan 1568 (10.646 mm): VX027993.D\data.ms (-
91.1
200000 10,646
Sub
50 100000
51.1 107.2
0L 360 Tk | C17°123.2140.3 O
miz--> 40 60 80 100 120 140  Time--> 10.60 10.70

Abundance Scan 1794 (12.024 min): VX027980.D\data.ms (- #72

150.1 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 12.030 min Scan# 1795

Ref 50 119.2 Delta R.T. ©0.006 min
78.1 Lab File: VX@27993.D
52.1 Acq: 06 Apr 2022 13:17
0 “\“\“\9\9‘\0\\\‘[\\\‘\‘\\‘\‘HH‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 86553
Abundance Scan 1795 (12.030 min): VX027993.D\datams 100 Ratio Lower Upper
150.1 152 100
115 95.6 37.5 112.7
119.2 150 154.2 0.0 338.2
Raw 50
Abundance
100000
0
m/z--> 40 60 80 100 120 140 160 80000 120
Abundance Scan 1795 (12.030 min): VX027993.D\data.ms (-
150.1 60000
sub 119.2 40000
50
78.1 20000
52.1
| M w2 || |
O b rth el b b L L 1732 N
m/z-—-> 40 60 80 100 120 140 160 Time--> 12.00 12.05 12.10

VX027993.D 82X040522W.M Thu Apr 07 17:33:16 2022 Page 9



Abundance Scan 1620 (10.963 min): VX027980.D\data.ms (- #73

105.1 Isopropylbenzene
Concen: 48.072 ug/1l
RT: 10.970 min Scan#t 1([gEigial=laies
Ref 50 Delta R.T. ©.007 min  [US\ICLS
Lab File: VvX@27993.D [(®lEIEElsliEllof
77.1 Acq: 06 Apr 2022 13:17 EEZZ
I il T M &
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 Tgt IOFIZ:!.@S RESpZ 290463
Abundance Scan 1621 (10.970 min): VX027993.D\datams 10" Ratio Lower Upper
105.1 105 100
120 26.5 13.5 40.5
Raw 59 55.1
Abundance
391 771 10.970
Ll ) e w02 200
0\\\ “\ \‘\‘\ “\“\ T \“h\ \‘\ \‘ ‘ T \‘\‘ T “\‘\ L “\ L
m/z--> 40 60 80 100 120 140 150000
Abundance Scan 1621 (10.970 min): VX027993.D\data.ms (-
105.1
100000
Sub
50
50000
69.1
51. ‘ 121.2 1402
oLt ol llgo 11| 11212 1402
miz—-> 0 60 8 100 120 140 Time-> 1090 11.00
Abundance Scan 1676 (11.305 min): VX027980.D\data.ms (- #78
911 n-propylbenzene
Concen: 180.017 ug/l
RT: 11.311 min Scan# 1677
Ref 50 Delta R.T. ©.006 min
Lab File: VX027993.D
Acq: 06 Apr 2022 13:17
G\‘\SJ‘T%“\“\\“‘\‘\‘\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 Tgt IOI’]Z.91 Resp: 1240617
Abundance Scan 1677 (11.311 min): VX027993.D\datams 100 Ratio Lower Upper
91.1 91 100
120 23.1 11.6 34.8
Raw 50
Abundance
11.811
55. 4 ,
[ ‘\‘ ‘H“\ 4 “‘\ 2 ““‘\‘l‘ \‘4\.2\1‘57\.2\ LI T B \2\8\1\‘ 800000
miz--> 50 100 150 200 250
Abundance Scan 1677 (11.311 min): VX027993.D\data.ms (- 600000
91.1
400000
Sub
50
200000
o 511 ‘1£8.0 170.3 281.; o
e ——
m/z--> 50 100 150 200 250 Time--> 11.30
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Abundance Scan 1700 (11.451 min): VX027980.D\data.ms (- #80

105.1 1,3,5-Trimethylbenzene
Concen: 232.210 ug/l
RT: 11.463 min Scan#t 1Sl
Ref 50 Delta R.T. 0.012 min  [US\ICLS
Lab File: VvX@27993.D [(®lEIEElsliEllof
26.1 31292
39.1 63.1 ‘ Acq: @6 Apr 2022 13:17
[ \“" \‘\‘M‘\”““i‘\ \‘”\‘?5\‘.\‘\ \“M\ \‘\“" M L L B
m/z--> 40 60 80 100 120 140 160 180 T8t Ion:165 Resp: 1205883
Abundance Scan 1702 (11.463 min): VX027993.D\datams 10N Ratlo Lower Upper
106.1 105 100
120 48.1 24.3 72.9
Raw 50
Abundance
551 771
[ \u“\ \“i‘ h‘”‘ ‘\‘ ‘\“‘\ \“““‘\‘ \“i \‘“‘M\ ‘\‘ ‘\“"\ \:\L‘\l“O\Z\\ T ‘1\7\0\\3‘ T 1500000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1702 (11.463 min): VX027993.D\data.ms (-
10b.1 1000000 11.463
Sub
50 500000
55.1 77.0
Ol ot il 1402 1820 ol
m/z--> 40 60 80 100 120 140 160 180 Time--> 11.40 11.50

Abundance Scan 1750 (11.756 min): VX027980.D\data.ms (- #84

105.1 1,2,4-Trimethylbenzene
Concen: 795.018 ug/1l

RT: 11.762 min Scan# 1751

Ref 50 Delta R.T. ©0.006 min
Lab File: VX027993.D
Acq: 06 Apr 2022 13:17
sto T T
G\\\"\\‘i‘\“‘\‘\\\“\\‘\\‘1H‘\"‘\H\‘HH‘H'\\‘H
m/z--> 40 60 80 100 120 140 160 180 18t Ion:165 Resp: 4180495
Abundance Scan 1751 (11.762 min): VX027993.D\datams 10N Ratlo Lower Upper
105.2 105 100
120 47.5 22.6 67.8
Raw 50
Abundance
w01 771 3000000 11.r62
O~ \""\ \“i‘ ‘\”“ ‘\‘ Il M‘\ \“i t “‘\“\ \‘\11’ \5\\2\ ‘1\5\0\\3‘ T \1\8‘2\\0
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1751 (11.762 min): VX027993.D\data.ms (- 2000000
105.2
Sub
50 1000000
77.1
51.1
Ot ll 4y 1393 182.0 O
miz--> 40 60 80 100 120 140 160 180 Time--> 11.70  11.80
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Abundance Scan 1772 (11.890 min): VX027980.D\data.ms (- #85
sec-Butylbenzene

105.1

Ref 50
771 134.2
SLL )
0\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\‘\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160
Abundance Scan 1773 (11.896 min): VX027993.D\data.ms
106.1
Raw 50
57.1 77.1 134.2
oL ‘3‘&“4“ NNM ‘ Mm‘ ‘H‘W , “ ‘\\‘ M‘H‘\ ) ‘ I ‘ ‘175‘4" ‘3‘1‘7‘3‘(‘)
miz--> 40 60 100 120 140 160
Abundance Scan 1773 (11.896 min): VX027993.D\data.ms (-

Sub 50

105.1

57 1771 134.2

Q

m/z-->

3841 m ol H AL 153.1173.0

40 60 80 100 120 140 160

Concen:

RT: 11.896 min Scan#t 1Sl
Delta R.T. ©0.006 min

Lab File: VvX@27993.D [(®lEIEElsliEllof

97.417 ug/1l

MSVOA_X

Acq: 06 Apr 2022 13:17 EEZZ

Tgt Ion:105 Resp: 622595
Ion Ratio Lower Upper

105 100

134  28.

Abundance
500000

400000

300000

200000

100000

6 10.2 30.4

11.896

Time--> 11.80  11.90

Abundance Scan 1792 (12.012 min): VX027980.D\data.ms (- #86
p-Isopropyltoluene

119.2

91.0
150.0
w1 1 | |

Ref 50
0

m/z-->
Abundance

el | o 1 .
TTT ‘ T T ‘ T T ‘ T T TT ‘ T ‘ TTTT ‘ TTTT ‘ T 1T ‘
40 60 80 100 120 140 160
Scan 1793 (12.018 min): VX027993.D\data.ms

119.2
Raw 50
91.1
411 691 ‘ 150.1
0l ““\‘ Ll . ‘ ‘\H\“\ \“\“H‘\ " 1“‘ Ay L H\‘ e e ‘M“ ‘:‘L?]‘-‘Z‘
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1793 (12.018 min): VX027993.D\data.ms (-
119.2
Sub
50
91.1
150.1
65.1 ‘ ‘
o3 Py L ama
miz--> 40 60 80 100 120 140 160

VX027993.D 82X040522W.M

Thu Apr 07 17:33:

Concen:

70.766 ug/l

RT: 12.018 min Scan# 1793
Delta R.T. ©0.006 min

Lab File:

VX027993.D

Acq: 06 Apr 2022 13:17

Tgt Ion:119 Resp: 384351
Ion Ratio Lower Upper

119 100

134  26.
91 26.

Abundance
500000

400000

300000

200000

100000

Time-->

18 2022

1 13.0 39.0
6 11.3 33.9

12.018

12.00 12.05
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Abundance Scan 1845 (12.335 min): VX027980.D\data.ms (- #89

911 n-Butylbenzene
Concen: 186.446 ug/l
146.1 RT: 12.335 min Scan# 1{QE{dUnIEIes
Ref 50 Delta R.T. ©.000 min  [US\ICLS
Lab File: VvX@27993.D [(®lEIEElsliEllof
1111 ) 21092
301 65 1” ‘ Acq: 06 Apr 2022 13:17
0\\\““\\\\‘\\\‘”‘w\"\“\‘\\\‘\\\\‘\\“\\‘\\\\
m/z--> 40 60 80 100 120 140 160 Tgt Ion: 91 Resp: 857179
Abundance Scan 1845 (12.335 min): VX027993.D\datams 10N Ratio  Lower Upper
91.1 91 100
92 41.7 27.8 83.3
119.2 134 65.2 13.3  39.8#
Raw 50
Abundance
411 65.1 500000 12.335
ob— U\‘ ‘\“\‘M ‘ \“ H . “H"H‘\ 1 \M by \‘\‘ I U‘\ m ‘]‘. \‘\8‘ ‘2‘1‘5‘7‘9‘ -
miz--> 100 120 140 160 400000
Abundance Scan 1845 (12.335 min): VX027993.D\data.ms (-
91.1 300000
Sub 119.2 200000
50
100000
65.1
39.1
ol 21 a e e, 1382 1662 B
miz--> 40 60 80 100 120 140 160 Time--> 12.30 12.35

Abundance Scan 2082 (13.780 min): VX027980.D\data.ms (- #95

128.2 Naphthalene
Concen: 30.067 ug/l
RT: 13.780 min Scan# 2082
Ref 50 Delta R.T. -0.000 min
Lab File: VX027993.D
511 744 1021 Acq: 06 Apr 2022 13:17
0\\\‘\\‘\\‘\\\Hw‘\\\\“‘\\\\‘\“\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 18t Ion:128 Resp: 182366
Abundance Scan 2082 (13.780 min): VX027993.D\datams 100 Ratio Lower Upper
128.1 128 100
127 13.8 10.2 15.4
129 14.3 8.7 13.1#
Raw 50
Abundance
13.780
51.1 102.1
0\ T \““\ \“\ ‘\ “‘\‘ \7\31““].\‘\ \ T ‘ \‘\ T \ ‘ \‘ ‘\‘\ ‘J-\4.\‘9\.\2‘ T \1\8‘2\\3\
miz--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 2082 (13.780 min): VX027993.D\data.ms (-
128.1
Sub 50000
50
102.1
ol 15t Ml 16011803 T
miz--> 40 60 80 100 120 140 160 180 Time-> 13.70  13.80

VX027993.D 82X040522W.M Thu Apr 07 17:33:19 2022
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