Quantitation Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060922\
Data File : VX029349.D

Acqg On : 09 Jun 2022 16:44

Operator : JC/MD

Sample : N3209-11 10X

Misc : 4.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Time: Jun 09 17:58:46 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

Internal Standards

1) Pentafluorobenzene 5.556 168 232314 50.
34) 1,4-Difluorobenzene 6.763 114 391255 50.
63) Chlorobenzene-d5 10.055 117 372303 50.
72) 1,4-Dichlorobenzene-d4 12.024 152 208253 50.

System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.958 65 180943 51.
Spiked Amount 50.000 Range 61 - 141 Recovery
35) Dibromofluoromethane 5.385 113 165987 49,
Spiked Amount 50.000 Range 69 - 133 Recovery
50) Toluene-d8 8.653 98 549278 46.
Spiked Amount 50.000 Range 65 - 126 Recovery
62) 4-Bromofluorobenzene 11.085 95 266067 57.
Spiked Amount 50.000 Range 58 - 135 Recovery
Target Compounds
39) Methylcyclohexane 7.385 83 211323 31
73) Isopropylbenzene 10.964 105 92742 5
78) n-propylbenzene 11.305 91 78428 4.
85) sec-Butylbenzene 11.890 105 100746 6
89) n-Butylbenzene 12.335 91 47597 4

(#) = qualifier out of range (m) = manual integration (+) =

82X060722W.M Fri Jun 10 16:39:48 2022

(QT/LSC Reviewed)

Units Dev(Min)

000 ug/1 .00
000 ug/1 .00
000 ug/1 .00
000 ug/1 .00

209 ug/l  ©.00

= 102.420%
903 ug/1 0.00
= 99.800%
692 ug/1 0.00
= 93.380%
795 ug/1 0.00
= 115.580%
Qvalue
.225 ug/l 92
.657 ug/1 97
216 ug/l 99
.074 ug/1 81
.060 ug/l 94

signals summed
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Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060922\
Data File : VX029349.D

Acqg On : 09 Jun 2022 16:44

Operator : JC/MD

Sample : N3209-11 10X

Misc : 4.00g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Time: Jun 09 17:58:46 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: VX029349.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: 5.556 min Scan# 7{EHAE
Ref 50 Delta R.T. -0.000 min [US\AeLEVS
Lab File: VX029349.D [(CEhISElellEIl0f
0 11‘?.113‘7-1 | Acq: 09 Jun 2022 16:44 UISEEIEDA
ok b L
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 232314
Abundance  Scan 733 (5.556 min): VX029349.D\datams | 10N Ratio Lower Upper
168.1 168 100
99 61.0 41.7 62.5
99.0
Raw 50
Abundance
1371 80000
asoss0 30 L WRL
miz--> 40 60 80 100 120 140 160 60000
Abundance
168.1
40000
99.0
Sub
50 20000
137.1
o360 550 75.0 118.1
miz--> 40 60 80 100 120 140 160 Time--> 5.40 550 5.60 5.70

65
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37.0 ‘

.0

102.1

30 40 50 60

70 80 90 100 110

Abundance Scan 799 (5.958 min): VX029288.D\data.ms (-78 #33
1,2-Dichloroethane-d4

Scan 799 (5.958 m
65

51.0

37.0 ‘

in): VX029349.D\data.ms
.0

102.0

839 ‘\

30 40 50 60

70 80 90 100 110

65.0

51.0

37.0

102.0

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50
0

m/z-->

30 40 50 60

70 80 90 100 110

Concen: 51.209 ug/1
RT: 5.958 min Scan# 799
Delta R.T. ©0.000 min
Lab File: VX029349.D
Acq: 09 Jun 2022 16:44
Tgt Ion: 65 Resp: 180943
Ion Ratio Lower Upper
65 100
67 53.3 0.0 107.4
Abundance
60000
40000
20000
\\\\‘\\\\‘\\\‘\\\\
Time--> 5.80 5.90 6.00 6.1
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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# 9lglSidtipl=lgies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VvX029349.D [(®IEIEE lsllEllof
631 880 Acq: 09 Jun 2022 16:44 LUICEEIERAE
0 \\SZ‘.‘lw \“\ i‘ ‘H‘} }”\H\ “ T ! \“‘\ T ft ‘\ [T T T T[T T T T
m/z--> 40 60 80 100 120 140 160 T8t Ion:114 Resp: 391255
Abundance  Scan 931 (6.763 min): VX029349.D\datams | 10N Ratlo Lower Upper
114.1 114 100
63 19.0 0.0 36.8
88 16.5 0.0 32.4
Raw 50
Abundance
63.0  88.0 150000
G \?’\7.‘()\ \‘\ \‘ “‘} }‘\H\ “\ ! \“\ ‘ T \“\ ‘ L ‘ T \J-\5\5.‘2\
m/z--> 40 60 80 100 120 140 160
Abundance 100000
114.1
Sub
50 50000
63.0 88.0
0 37.0 155.2 0 /SN
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 Time--> 6.70 6.80 6.90

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

Concen: 49.903 ug/1l

RT: 5.385 min Scan# 705

Ref 50 61.0 Delta R.T. -0.006 min
Lab File: VX029349.D
19.0 191.9 Acq: 09 Jun 2022 16:44
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: 165987
Abundance  Scan 705 (5.385 min): VX029349 D\data.ms 10N Ratio  Lower Upper
111.0 113 100

111 102.8 82.8 124.2
192 19.1 16.9 25.3

Raw 50
Abundance
81.0 191.9 5.385
0 T \3\9‘.\9\ TT ‘ TTTT U TT HH\ ‘ TT \‘ T ‘ TTTT ‘ T \1\5’\7‘-\9\ T ‘ T \‘!‘\ ‘
m/z--> 40 60 80 100 120 140 160 180 40000
Abundance
111.0
Sub 20000
50
81.0 191.9
0 157.9 0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.305.405.50
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Abundance Scan 1033 (7.385 min): VX029288.D\data.ms (-1 #39

83.1 Methylcyclohexane
55.1 Concen: 31.225 ug/1
RT: 7.385 min Scan# 1({gEidtiglEies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX029349.D [(CEhISElellEIl0f
Acq: 09 Jun 2022 16:44 WISSHEIERZ
0 3 TT ‘\H\‘“ \‘wH\ T ““1 Tt “ T [T T T T T
miz--> 40 60 80 100 120 140 160 gt Ion: 83 Resp: 211323
Abundance Scan 1033 (7.385 min): VX029349.D\data.ms | 10N Ratio Lower Upper
83.1 83 100
55.1 55 78.0 54.6 81.8
98 48.1 37.4 56.2
Raw 50
Abundance
H 80000
0' 38 ‘ T ‘1 T “‘1 T \1\ “O-\O\ T ‘ T T 1T ‘ T \]-\55\.‘0\
miz--> 40 60 80 100 120 140 160
Abundance 60000
o 83.1
55. 40000
Sub
50
20000
0,381 100.0 of— ~ e
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 Time--> 7.30 7.40 7.50

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

98.1 Toluene-d8

Concen: 46.692 ug/l

RT: 8.653 min Scan# 1241

Ref 50 Delta R.T. -0.000 min
Lab File: VX029349.D
421 700 Acq: 09 Jun 2022 16:44
GH\i‘\}‘\”\‘\“\\\‘\\\‘\‘HH’HH’HH‘HH
miz--> 40 60 80 100 120 140 160 Tgt Ion: 98 Resp: 549278
Abundance Scan 1241 (8.653 min): VX029349.D\data.ms | 10N Ratio Lower Upper
98.1 98 100
100 66.6 52.6 78.8
Raw 50
Abundance
42.1 70.1
0\\\“\}\‘“\‘\“\\\‘\\\‘\ \\\\’]_\2\8.\()\’\1\5\]_.\9‘\\\\ 300000
miz--> 40 60 80 100 120 140 160
Abundance
08.1 200000
Sub 50 100000
42.1 70.0
Lttt ol 1280 1519 SSS-——
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: 57.795 ug/1
RT: 11.085 min Scan#t 1Sl
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX029349.D [(CEhISElellEIl0f
50.0 Acq: 09 Jun 2022 16:44 WISHEERZS
0 \\\‘\\‘\\“H\\H\‘\‘“\w\‘M‘\\\\‘\\\]-\4‘.\3\\0\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 95 Resp: 266067
Abundance Scan 1640 (11.085 min): VX029349.D\data.ms | 100 Ratlo  Lower Upper
95.1 95 100
174.0 174  72.8 0.0 163.0
176  69.1 0.0 155.0
Raw 50
Abundance
50.1
() ‘\ h‘ M “\ \‘m | n‘\ 125 2150 1 [ 200 2
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 150000
miz--> 40 60 80 100 120 140 160 180 200
Abundance
951 174.0 100000
Sub
50 50000
50.1
0 125.2150.1 214.4 0
o S\ & S MR < e T
m/z-> 40 60 80 100 120 140 160 180 200 Time--> 11.00 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: VX029349.D
Eﬂl Acq: 09 Jun 2022 16:44
0\\\"‘\\\\‘\\\‘\‘i‘\\\\‘\\\\"\\\\‘\\\\‘\\\\’\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:117 Resp: 372303
Abundance Scan 1471 (10.055 min): VX029349.D\datams | 100 Ratio Lower Upper
117.1 117 100
82 57.9 41.8 62.8
82.1 119 31.8 24.8 37.2
Raw 50
Abundance
54.1 250000
0\\\’\\H\‘\\\}‘i‘\\\\‘\\\\"\\]\_\4‘1\\]_\\%@7\3\’\\2\99\\4
m/z--> 40 60 80 100 120 140 160 180 200 200000
Abundance
117.1 150000
sub 82.1 100000
50
50000
54.1
Ot ey 145216922004 e
miz--> 40 60 80 100 120 140 160 180 200 Time--> 10.00 10.20
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Abundance Scan 1794 (12.024 min): VX029288.D\data.ms (- #72
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@29349.D [(®ICHIEEIel(EI(CH
Acq: 09 Jun 2022 16:44 WISSHEIERZ

Ref 50

0,
m/z--> 40 60 80 100 120 140 160 180 200 220 T8t Ion:152 Resp: 208253
Abundance Scan 1794 (12.024 min): VX029349 D\datams | 100 Ratio Lower Upper
150, 152 100

115 64.0 37.5 112.7
150 155.1 0.0 338.2

Raw 50
Abundance
250000
ol 176.2200.2
miz--> 40 60 80 100 120 140 160 180 200 220 ~ 2000001
Abundance
150.1 150000
Sub 100000
50 115.1
50000
521 /81
Ottt per bbbl A2, 2018 e
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 12.00 12.05

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

105.1 Isopropylbenzene
Concen: 5.657 ug/1l
RT: 10.964 min Scan# 1620
Ref 50 Delta R.T. -0.000 min
Lab File: VX029349.D
5%1 7m1 | Acq: 09 Jun 2022 16:44
0\\\‘\\‘\\‘\\\\“\\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 200 18t Ion:1@5 Resp: 92742
Abundance Scan 1620 (10.964 min): VX029349.D\data.ms | 10N Ratio Lower Upper
105.1 105 100
120 25.4 13.5 40.5
Raw 50
Abundance
571 731 l 155.2
28.1 187.1
0\\\““\\‘\“1“‘\”\”\\“‘w\‘\\“‘\“\‘\\‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\ 60000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
105.1 40000
Sub
50 20000
77.0
1
o 51.0 28.0 1552 1372 0 )\
DESEIRRA | RIS DR So Muita LS. s
mlz--> 40 60 80 100 120 140 160 180 200 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: 4,216 ug/l
RT: 11.305 min Scan#t 1(lgigilpl=gles
Ref 50 Delta R.T. -0.000 min [ISNOLWS
Lab File: VvX029349.D [(®IEIEE lsllEllof
Acq: 09 Jun 2022 16:44 WISSHEIERZ
ok ‘\51‘-‘(\)“\ “‘\ \‘ “‘\‘l\fs’\ T T \2‘07\2\\ ™ \2\8\1.\:
m/z—> 50 100 150 200 250 Tgt Ion:‘91 Resp: 78428
Abundance Scan 1676 (11.305 min): VX029349.D\data.ms | 10N Ratio Lower Upper
91.1 91 100
120 22.7 11.6 34.8
Raw 50
Abundance
55.1 A 155.1 ’ 60000
ob il 11282 " 1931 24912611
m/z--> 50 100 150 200 250
Abundance 40000
91.0
Sub
50 20000
ol 510 1951 4931 24912811
———
m/z--> 50 100 150 200 250 Time-->

Abundance Scan 1772 (11.890 min): VX029288.D\data.ms (- #85

105.1 sec-Butylbenzene
Concen: 6.074 ug/l
RT: 11.890 min Scan# 1772
Ref 50 Delta R.T. -0.000 min
134.2 Lab File: VX029349.D
77.0 ’ Acq: 09 Jun 2022 16:44
0\\\“‘\5\:"‘-\-\:'-“\‘\\\““H‘H“\“\\‘\H‘\H‘\‘HH‘HH‘HH‘HH‘\
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:165 Resp: 180746
Abundance Scan 1772 (11.890 min): VX029349.D\data.ms | 10N Ratio Lower Upper
105.1 105 100
134 28.9 10.2 30.4
57.1
Raw 50
Abundance
81.1 134.2
0' \‘\ H\‘H} ‘\ “\H‘\ \‘\ “ TTTT ‘ \177\\5‘.\0\]-\9\?\.\0\ T ‘ T
miz--> 40 60 80 100 120 140 160 180 200 60000
Abundance
105.1
40000
Sub 57.1
50 20000
81.1 134.2
obrre bl el Ll L 17502002 e
miz--> 40 60 80 100 120 140 160 180 200 Time->  11.80 11.90
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Abundance Scan 1845 (12.335 min): VX029288.D\data.ms (- #89
911 n-Butylbenzene
Concen: 4,060 ug/l
146.0 RT: 12.335 min Scan#t 1{gSagiinlElee
Ref 50 Delta R.T. -0.000 min [SVCLES
Lab File: VvX029349.D [(®IEIEE lsllEllof
391 651 Acq: @9 Jun 2022 16:44 ISRl
0' \”“‘.\ \‘”\‘\ ‘”‘\‘\ \“LH“ s ‘Wp\-‘i‘\?‘.\]\-\‘\ T \‘\“\ ERRRARRERRRRERERRRRRN|
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion: 91 Resp: 47597
Abundance Scan 1845 (12.335 min): VX029349.D\data.ms | 10N Ratio Lower Upper
91.1 91 100
92 49.6 27.8 83.3
551 134 28.0 13.3 39.8
Raw 50
Abundance
170.2196.4 230.:
0 30000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
81.1 20000
Sub
50 10000
134.2
65.0
ot 170.2106.4 230.: 0
T e S e e
miz--> 40 60 80 100 120 140 160 180 200 220  Time-->
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