Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX060922\
Data File : VX029345.D

Acqg On : 09 Jun 2022 15:11

Operator : JC/MD

Sample : N3209-04

Misc : 5.20g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Time: Jun 09 17:54:55 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 240764 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.763 114 398793 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 386990 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 214905 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 218242 59.895 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery = 119.800%

35) Dibromofluoromethane 5.391 113 185975 54.855 ug/1 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery = 109.700%

50) Toluene-d8 8.647 98 653953 54.539 ug/1 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery = 109.080%

62) 4-Bromofluorobenzene 11.085 95 323261 68.891 ug/l 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery = 137.780%#

Target Compounds Qvalue
18) Methyl Acetate 2.751 43 50190 9.726 ug/1 # 46
39) Methylcyclohexane 7.367 83 164502 23.847 ug/l # 38
73) Isopropylbenzene 10.963 105 138376 8.179 ug/l 98
78) n-propylbenzene 11.305 91 47823 2.491 ug/1 88
83) tert-Butylbenzene 11.719 119 106062 7.609 ug/l 75
85) sec-Butylbenzene 11.896 105 599678 35.035 ug/1 99
89) n-Butylbenzene 12.335 91 226444 18.717 ug/1 94

(#) = 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 : VX029345.D

Acqg On : 09 Jun 2022 15:11

Operator : JC/MD

Sample : N3209-04

Misc : 5.20g/5mL/100uL/5.00emL/MSVOA_X/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Time: Jun @9 17:54:55 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: VX029345.D\data.ms
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Abundance Scan 733 (5.556 min): VX029288.D\data.ms (-72 #1
168.1 Ppentafluorobenzene
Concen: 50.000 ug/1l

99.1 RT: 5.550 min Scan# 7{E0IELE
Ref 50 Delta R.T. -0.006 min [US\ICLIRS
Lab File: Vx029345.D |[SUEHIEEIIEICICE
137.1 . PR\ C-14B-4-GR
0 11‘?_1 ‘ | Acq: 09 Jun 2022 15:11
0\\\.‘\\\\“\\\“\‘}\‘\\\M’\\\\‘}\\\‘\}\\‘\ ‘\\‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 240764

Abundance  Scan 732 (5.550 min): VX029345. D\datams ~ 1N Ratio Lower Upper
168.1 168 100

99 61.8 41.7 62.5

99.0
Raw 50
Abundance
137.0 80000 5.350
75.0 118.0
\3\7\"0\ \5\6\‘.‘]‘-\ ”\“\ w }H\ T \"‘ TTT \H‘ } T \“ T 1‘\ T ‘ T ‘\ T ‘
m/z--> 40 60 80 100 120 140 160 60000
Abundance Scan 732 (5.550 min): VX029345.D\data.ms (-68
168.1
40000
Sub 99.0
u
50
20000
137.0
75.0 118.0
‘3‘7‘"0"56“"‘1‘1“““}1‘““,‘““H‘:“““lu_ L A S REEEEEE S
m/z--> 40 60 80 100 120 140 160  Time-> 5.40 5.50 5.60 5.70

Abundance Scan 266 (2.709 min): VX029288.D\data.ms (-25 #18
43

3.0 Methyl Acetate
Concen: 9.726 ug/l
RT: 2.751 min Scan# 273
Ref 50 Delta R.T. ©.043 min
741 Lab File:  VX@29345.D
59.0 Acqg: 09 Jun 2022 15:11
0 HH’HH’\.\(\)\H! \“H\\‘\\\\‘\H\‘\H\‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 Tgt Ion: 43 Resp: 50190
Abundance  Scan 273 (2.751 min): VX029345.D\data.ms Ion Ratio Lower Upper
43.1 43 100
74 0.0 22.8 34.24#
Raw 50
Abundance
s o 7.2 15000 2.151
0 35'd | L ‘ I - 8?.1
HH’HH’HH‘H T \H\‘\\\\‘\H\‘\\H‘\\\\‘\\H‘HH‘HH‘HH‘HH‘\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance Scan 273 (2.751 min): VX029345.D\data.ms (-21 10000
43.0
Sub
50 5000
71.2
55.0 86.1 f\
O‘HW‘HWHHV‘uHHM‘MLHWHHMHHH‘WHHMHWLH“H‘_ G“““,““_““‘
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90  Time-->  2.60 2.70 2.80
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Abundance Scan 799 (5.958 min): VX029288.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 59.895 ug/1l
RT: 5.958 min Scan# 7{gEigtll=ples
Ref 50 Delta R.T. ©0.000 min MS_VO/-\_X
51.0 102.1 Lab File: VX@29345.D [(®ICHIEEGIel(EI(CH
Acq: 09 Jun 2022 15:11 WISSEIEEERE
0 \‘\\33\.?\H‘\“\‘\H“\‘\1\“\\H‘H-H‘HH‘MM‘\H
m/z--> 30 40 50 60 70 80 90 100 110 18t Ion: 65 Resp: 218242
Abundance  Scan 799 (5.958 min): VX029345 D\datams 100 Ratio Lower Upper
65.0 65 100
67 50.6 0.0 107.4
Raw 50
51.0 Abundance
102.0 80000 5.858
a0 | I
0 \‘\\\\‘\H‘\‘\\H“Hi\‘HH‘HH‘HH‘HM‘\H
miz--> 30 40 50 60 70 80 90 100 110 60000
Abundance Scan 799 (5.958 min): VX029345.D\data.ms (-75
63.0
40000
Sub
50 510 20000
102.0
870 1l 791 ‘\‘ 0
e e R T e e e I e m
m/z--> 30 40 50 60 70 80 90 100 110 Time-> 5.80 5.90 6.00 6.10

Abundance Scan 931 (6.763 min): VX029288.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
63 Lab File: VX029345.D
1 88.0 . .
50.0 751 Acq: 09 Jun 2022 15:11
0 \‘\?Zi.%\\\\“\\i‘\“H\}‘i\“\\“\‘\\!‘\‘}‘\\‘HH‘\“H‘\H
m/z--> 30 40 50 60 70 80 90 100 110 120 'gt Ion:114 Resp: 398793
Abundance  Scan 931 (6.763 min): VX029345.D\datams 100 Ratio Lower Upper
114.1 114 100
63 20.8 0.0 36.8
88 16.6 0.0 32.4
Raw 50
Abundance
63.1 88.0 6.763
O+ T \:%Z\‘(‘)\ T ?3‘\0\ i‘\ “\“\‘ T \“i??\.:\l“\ TT ! T \‘\“\ T = ‘\ T 100000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan93l(6763rnwD:VX02934SINdmff?i088 100000
Sub 50000
63.1 88.0
0‘_§??H?ﬂeﬂwﬁmwii}ﬁ‘HMWH‘H‘WNVW‘H ARSI EEREENERENES
m/z-—-> 30 40 50 60 70 80 90 100 110 120 Time.> 6.606.706.806.90
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Abundance Scan 706 (5.391 min): VX029288.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 54.855 ug/1l
RT: 5.391 min Scan# 7{gE8lEnles

Ref 50 61.0 Delta R.T. -0.000 min [US\(SLDX
Lab File: VvX@29345.D [(®lEIEETlsllEll0f
19.0 1919 Acg: 09 Jun 2022 15:11 IISEEERECR
o370l WL 1580 T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 185975
Abundance  Scan 706 (5.391 min): VX029345 D\datams 10N Ratio Lower Upper
118.0 113 100

111 102.3 82.8 124.2
192 18.6 16.9 25.3

Raw 50
Abundance
89 192.0 60000 i
0\\4\0‘\0\\\‘\\\\U\\HH\‘\\}\‘\\\\‘\\]\.\5‘9\?\\‘\\!‘\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 706 (5.391 min): VX029345.D\data.ms (-65 40000
111.0
sub 20000
78.9 192.0
ol 481 | 1599 |,
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\’\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 180  Time--> 5.30 5.40 5.50
Abundance Scan 1033 (7.385 min): VX029288.D\data.ms (-1 #39
83.1 Methylcyclohexane
55.1 Concen: 23.847 ug/l1
98.2 RT: 7.367 min Scan# 1030
Ref 50 ) Delta R.T. -0.018 min
4l co1 Lab File:  VX029345.D
‘ ‘ ‘ H Acqg: 09 Jun 2022 15:11
0\‘\\\\’\\\\“\u\\‘\\\‘\“\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 83 Resp: 164502
Abundance Scan 1030 (7.367 min): VX029345.D\data.ms Ion Ratio Lower Upper
58.1 83 100
o1 83.1 55 125.4 54.6 81.8#
411 o7l 98 14.6 37.4 56.2#
Raw 50
Abundance
80000
miz--> 30 40 50 60 70 80 90 100 110 60000
Abundance Scan 1030 (7.367 min): VX029345.D\data.ms (-9
55.1
83.1
971 40000
Sub 41.1
50
20000
‘M T | 122
ARt N e ——
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 7.30 7.40
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Abundance Scan 1241 (8.653 min): VX029288.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 54.539 ug/1l
RT: 8.647 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.006 min [S\ACLEDS
Lab File: VX029345.D [GlEERISEIIAEI
1 700 Acq: @9 Jun 2022 15:11 ISEEIEEECIS
Ot wlep e
m/z--> 0 60 80 160 120 140 160  Tgt Ion: 98 Resp: 653953
Abundance Scan 1240 (8.647 min): VX029345.D\datams 10" Ratio Lower Upper
98.1 98 100
100 62.7 52.6 78.8
Raw 50
Abundance
55.1 8.647
omw‘w ‘u?b\Ww‘_l‘sa-?‘mlﬁi%-a 200000
M/z--> 100 120 140 160
Abundance Scan 1240 (8.647 min): VX029345.D\data.ms (-1
9.1 200000
Sub
50 100000
55.1
ol 37W 80l | 1330 1630 i
miz--> 60 80 100 120 140 160 Time> 8.60 8.70
Abundance Scan 1640 (11.085 min): VX029288.D\data.ms (- #62
95.1 1740 4-Bromofluorobenzene
Concen: 68.891 ug/1
RT: 11.085 min Scan# 1640
Ref 50 75.0 Delta R.T. -0.000 min
Lab File: VX029345.D
50.0 Acqg: 09 Jun 2022 15:11
Ot b b 1189 1430
m/z--> 40 60 80 100 120 140 160 1g0 I8t Ion: 95 Resp: 323261
Abundance Scan 1640 (11.085 min): VX029345.D\data.ms Ion Ratio Lower Upper
98.1 95 100
174 62.0 0.0 163.0
1740 176 60.0 0.0 155.0
Raw 50 75.1
Abundance
50.1 125.2 200000 11.085
fo ‘MM‘ “\‘\‘M m‘ \1 Ll \‘H‘\ I ;\HH‘ e ““ : ‘1‘4‘5‘%‘ - ‘\‘\‘ :
m/z--> 40 60 80 100 120 140 160 180
- 150000
Abundance Scan 1640 (11.085 min): VX029345.D\data.ms (-
95.1 174.0
75.0 100000
Sub
50
50000
50.0
0m““‘w”u“““‘c‘l“‘ “\“1‘2‘\5“2‘1‘4‘5‘3‘-“”‘\\‘ e
miz--> 40 60 80 100 120 140 160 180 Time--> 11.05 11.10
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Abundance Scan 1471 (10.055 min): VX029288.D\data.ms (- #63

1171 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.055 min Scan#t 1{gSagilnlcle
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX029345.D [GlEERISEIIAEI
54.1 Acq: ©9 Jun 2022 15:11 WICHEIEEIEE
0\\3\8‘1‘9\\‘“\“\\\”1“‘\\\9\9‘-9\\\“‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 18t Ion:117 Resp: 3869960
Abundance Scan 1471 (10.055 min): VX029345.D\datams 10N Ratlo Lower Upper
117.1 117 100
82 55.9 41.8 62.8
82.1 119 31.5 24.8 37.2
Raw 50
Abundance
54.1 250000 10.055
(O \3\8“]‘%\ \‘H‘\‘H‘ \‘\‘ \”\MM\H\ \9\9‘.]\- T \“‘ T \1\49.\0\ 1
miz--> 40 60 80 100 120 140 200000
Abundance Scan 1471 (10.055 min): VX029345.D\data.ms (-
117.1 150000
Sub 82.1 100000
50
50000
54.1
0 38\0 ‘H | |11l 99.1 | 140.0 0
e b el e S AR R R
miz--> 40 60 80 100 120 140  Time-> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX029288.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
119.1 RT: 12.024 min Scan# 1794
Ref 50 Delta R.T. -0.000 min
78.0 Lab File: VX029345.D
521 Acq: @9 Jun 2022 15:11
0\\\hi‘\\!‘\h“ih\\\‘Mi\‘\“\g\g‘.‘(\)‘\\}“}\\\“\‘\\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 214905
Abundance Scan 1794 (12.024 min): VX029345.D\data.ms Ion Ratio Lower Upper
150.1 152 100
115 62.3 37.5 112.7
150 154.7 0.0 338.2
Raw
>0 115.1 Abundance
551 (81
250000
0! 37 o .“2‘ \M‘ ‘\“ L A ‘\‘\“ ‘1‘6‘8‘2‘
miz--> 40 60 80 100 120 140 160 200000
Abundance Scan 1794 (12.024 min): VX029345.D\data.ms (-
150.1 150000
Sub 100000
50 115.1
51 78.1 50000
01682 OHH‘HH‘HH :
m/z--> 40 60 80 100 120 140 160  Time--> 12.00 12.05
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Abundance Scan 1620 (10.964 min): VX029288.D\data.ms (- #73

105.1 Isopropylbenzene
Concen: 8.179 ug/l
RT: 10.963 min Scan#t 1(lgigiipl=gles
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VvX@29345.D [(®lEIEETlsllEll0f
771 Acq: 09 Jun 2022 15:11 WISSEIEEERE
51.1
0\\\‘\\“\\‘\\\\m‘\\‘\\“\‘\\J\-z‘q‘\.l\\\‘\\\
m/z--> 40 60 80 100 120 140 Tgt IOFIZ:!.@S RESpZ 138376
Abundance Scan 1620 (10.963 min): VX029345.D\datams 10" Ratio Lower Upper
105.1 105 100
120  26.0 13.5 40.5
55.1
Raw 50
Abundance
39 77.1 100000 10.63
140.2
0l ) e
0\\\‘\\‘“\“\‘ \\“\\‘\H“\‘\H\‘\‘\\\\“\\\
miz--> 40 100 120 140 80000
Abundance Scan 1620 (10.963 mm). VX029345.D\data.ms (-
105.1 60000
40000
Sub
50
20000
s l 140.2
miz--> 40 80 100 120 140  Time--> 10.90 11.00

Abundance Scan 1676 (11.305 min): VX029288.D\data.ms (- #78

91.0 n-propylbenzene
Concen: 2.491 ug/1
RT: 11.305 min Scan# 1676
Ref 50 Delta R.T. -0.000 min
Lab File: VX029345.D
l Acqg: 09 Jun 2022 15:11
ok F]‘T(\)“\ “‘\ f “‘\‘\3\3'\0‘ T T \297\2\ T \2\8\1\3
m/z--> 50 100 150 200 250 Tgt IOI’]Z.91 Resp: 47823
Abundance Scan 1676 (11.305 min): VX029345.D\datams 100 Ratio Lower Upper
55.1 91 100
97.1 120 17.6 11.6 34.8
Raw 50 281.2
" Abundance
30000 11.805
“h \ \M Mﬁ?fj' 19%1 2492 |
ok : et ‘\”““\‘\“\ g T ul \““‘\ T “ g
miz--> 50 100 150 200 250
Abundance Scan 1676 (11.305 min): VX029345.D\data.ms (- 20000
91.1 281.1
Sub
50 10000
]fS.l 193.1
59.0 249.2 ‘
. T A W G o -
m/z--> 50 100 150 200 250 Time--> 11.30
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Abundance Scan 1744 (11.720 min): VX029288.D\data.ms (- #83

119.1 tert-Butylbenzene
Concen: 7.609 ug/l
91.0 RT: 11.719 min Scan#t 1Sl
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VvX029345.D [(SUEhISElollEIl0f
411 167.0 Acq: 09 Jun 2022 15:11 WISSEIEEERE
0\\\“‘\\\\6‘5\\\\m“\‘\\H\“\\\‘\H‘\\H\‘\\\\‘\H\‘\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:119 Resp: 106062
Abundance Scan 1744 (11.719 min): VX029345 D\datams 10" Ratlo Lower Upper
711 119 100
43.1 91 77.7 26.9 80.6
1191 134 25.6 11.4 34.2
Raw 50
Abundance
80000 11719
o 5L | 1862
- \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 1744 (11.719 min): VX029345.D\data.ms (-
71.1
40000
119.1
43.1
Sub 50
20000 /\
ook Llona | 1se2 o o)
miz--> 40 60 80 100 120 140 160 180 200 Time--> 11.70 11.80

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

105.1 sec-Butylbenzene
Concen: 35.035 ug/1
RT: 11.896 min Scan# 1773
Ref 50 Delta R.T. ©0.006 min
134.2 Lab File: VX029345.D
77.0 ' Acqg: 09 Jun 2022 15:11
G\\\’\5\17\]\-‘\\\\““\\‘\\““\\‘\H‘\\\‘\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 gt Ion:1@5 Resp: 599678
Abundance Scan 1773 (11.896 min): VX029345 D\datams 100 Ratio Lower Upper
105.1 105 100
134 19.8 10.2 30.4
Raw 50
Abundance
5t 134.2 11/896
0l “ HM \‘M HMH ‘ ‘\‘ M\H\ ey Lol “‘ i ‘1‘5‘2‘2‘ : 400000
miz--> 100 120 140 160
Abundance Scan 1773 (11.896 min): VX029345.D\data.ms (- 300000
105.1
200000
Sub
50
100000
57.1 134.2
‘ 77.1
omw,ﬁww\ U L L 2522 ot
miz--> 80 100 120 140 160 Time->  11.80 11.90
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Abundance Scan 1845 (12.335 min): VX029288.D\data.ms (- #89

911 n-Butylbenzene
Concen: 18.717 ug/1
146.0 RT: 12.335 min Scan#t 1{gSagiinlElee
Ref 50 Delta R.T. -0.000 min [SVCLES
111.0 Lab File: Vvx029345.D0 |CICEEIECITE
39.1 651‘ ‘ ‘ Acq: @9 Jun 2022 15:11 UICRRIEEIE
0\\\‘\\\\“\‘\\“\H"H‘ \"\“\\‘\’\\\\‘\\“\\‘\\\\
m/z--> 40 80 100 120 140 160 Tgt Ion: 91 Resp: 226444
Abundance Scan 1845 (12.335 min): VX029345 D\datams 10N Ratio Lower Upper
91.1 91 100
69.1 92 50.1 27.8 83.3
134 24.4 13.3 39.8
Raw  50f 411 T
undance
109.2 1342 12,835
L L=
07 "\‘\ T \ "\‘ L ‘ T \ \ ‘ L 150000
miz--> 40 60 80 100 120 140 160
Abundance Scan 1845 (12.335 min): VX029345.D\data.ms (-
911 100000
Sub
50 69.1 50000
134.2
41.1 109.2 ‘
0! T “J ‘\‘ \h\ T ’U“\ \‘\H“ T ‘]‘.5‘8“3‘ TT L I L B I
m/z--> 40 60 80 100 120 140 160  Time> 12.30 12.35
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