Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092223\
Data File : VX@37877.D

Acqg On : 22 Sep 2023 14:57

Operator : JC/MD

Sample : 04436-09ME 20X

Misc : 6.45g/5mL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 16 Sample Multiplier: 1

Quant Time: Sep 23 01:27:17 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.M
Quant Title : SW846 8260

QLast Update : Sat Sep 16 04:55:44 2023

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.550 168 216559 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.757 114 366348 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 364667 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 196580 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.952 65 133614 46.960 ug/l 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  93.920%

35) Dibromofluoromethane 5.385 113 114291 46.626 ug/l 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  93.260%

50) Toluene-d8 8.647 98 453689 49.813 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 99.620%

62) 4-Bromofluorobenzene 11.079 95 179399 54.205 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 108.400%

Target Compounds Qvalue
31) Cyclohexane 5.470 56 38708 10.599 ug/1l 96
39) Methylcyclohexane 7.379 83 129173 30.141 ug/1 96
65) Chlorobenzene 10.079 112 9448 1.201 ug/1 93
73) Isopropylbenzene 10.963 105 49040 3.400 ug/l 99
78) n-propylbenzene 11.305 91 144761 8.888 ug/l 99
85) sec-Butylbenzene 11.890 105 32347 2.166 ug/1l 96
89) n-Butylbenzene 12.329 91 53222 4.883 ug/l # 77

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Time:

Quant Method
Quant Title
QLast Update
Response via

Quantitation Report

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092223\
: VXe37877.D
: 22 Sep 2023 14:57

JC/MD

: 04436-09ME 20X
: 6.45g/5mL/100uL/5.0mL/MSVOA_X/MEOH
. 16

Sample Multiplier: 1

Sep 23 01:27:17 2023
: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091523W.M
: SW846 8260
: Sat Sep 16 04:55:44 2023
Initial Calibration

(LSC Reviewed)
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Abundance Scan 733 (5.556 min): VX037746.D\data.ms (-72 #1

168.1 Pentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT: 5.550 min Scan# 7EitiglEnies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: vXxe37877.D |(®lEIEElsliEllof
751 1371 Acq: 22 Sep 2023 14:57 EHZEIEERIONIS
0H\‘H.H“\M“\W\”H‘\WHHHH\H‘H“\\‘\‘H‘\Hw
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 216559
Abundance  Scan 732 (5.550 min): VX037877.D\datams 10" Ratio Lower Upper
168.1 168 100
99 57.3 56.6 85.0
99.1
Raw 50
Abundance
s7a S0 L L 1919
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ T 60000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 732 (5.550 min): VX037877.D\data.ms (-68
16p.1 40000
Sub 99.1
50 20000
137.1
o‘377"‘1”m‘u:‘?w:u“wuH”‘m“_s‘u_““1‘9‘1;? e
m/z—-> 40 60 80 100 120 140 160 180  Tjme-> 5.40 5.50 5.60 5.70

Abundance Scan 719 (5.470 min): VX037746.D\data.ms (-70 #31

56.1 84.0 Cyclohexane
Concen: 10.599 ug/1
RT: 5.470 min Scan# 719
Ref 50 Delta R.T. -0.000 min
Lab File: VX037877.D
Acq: 22 Sep 2023 14:57
0 \\“r‘”“\u\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
miz--> 40 60 80 100 120 140 160 180 Tgt Ion: 56 Resp: 38708
Abundance ~ Scan 719 (5.470 min): VX037877.D\datams | 100 Ratlo Lower Upper
56.1 56 100
84.1 69 27.7 23.4 35.2
84 78.1 65.9 98.9
Raw 50
Abundance
8000 270
112.9
0 ‘\“i‘\ \”M‘H\“H‘\‘\‘HH‘H\\‘HH‘]\-\Q\l\.S‘
m/z--> 40 60 80 100 120 140 160 180 6000
Abundance Scan 719 (5.470 min): VX037877.D\data.ms (-67
56.1
84.1 4000
Sub
50
2000
JL ] e P
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\’\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.40 5.50 5.60

VX037877.D 82X091523W.M Mon Sep 25 15:45:54 2023 Page 3



Abundance Scan 799 (5.958 min): VX037746.D\data.ms (-78 #33

65.1 1,2-Dichloroethane-d4

Concen: 46.960 ug/1l

RT: 5.952 min Scan# 7{gEgiaERIes

Ref 50 51.0 Delta R.T. -0.006 min [US\ICLIRS
102.0 Lab File: vXxe37877.D |(®lEIEElsliEllof
35.1 ‘ ’ Acq: 22 Sep 2023 14:57 EHUZANEEERONIS
0H‘\\‘\‘\‘\\\‘\“\‘H\“\‘H‘\“HH‘H.H‘HH‘\!‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 65 Resp: 133614
Abundance  Scan 798 (5.952 min): VX037877.D\datams 100 Ratlo Lower Upper
65.1 65 100

67 53.3 0.0 100.2

Raw 50
51.1 Abundance
102.0 5.952
37.0
0H‘\\\‘\‘\\\‘\“\‘H\“\‘H‘\“\\\\‘8\3\-\9\‘\\\\‘\\‘\\‘\\ 40000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 798 (5.952 min): VX037877.D\data.ms (-75 30000
65.1
20000
Sub
50 511
' 10000
102.0
o by it llly B30 L O
miz--> 30 40 50 60 70 80 90 100 110 Time-> 590 6.00

Abundance Scan 931 (6.763 min): VX037746.D\data.ms (-92 #34

1141 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.757 min Scan# 930
Ref 50 Delta R.T. -0.006 min
631 Lab File: VX037877.D
: 88.1 Acq: 22 Sep 2023 14:57
371 901 75.1 ‘ 9 P
0 \‘\H‘HHH“\\\‘\“H\”H‘H“HH‘\‘\‘\\‘HH‘\‘H‘H\
m/z--> 30 40 50 60 70 80 90 100 110 120 '8t Ion:114 Resp: 366348
Abundance  Scan 930 (6.757 min): VX037877.D\datams = 10N Ratlo Lower Upper
114.1 114 100
63 19.3 0.0 45.0
88 15.2 0.0 36.6
Raw 50
AN 00
63.1 88.1 6.757
0 3771 5({‘1‘ mh m7!\:_\>.0m i il
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 930 (6.757 min): VX037877.D\data.ms (-8g 100000
114.1
Sub 50000
50
63.1 88.1
0 37.1 50\1 i \u??'o\ s Al 1
T R e R R A BERA R
miz--> 30 40 50 60 70 80 90 100 110 120 fTime-> 6.60 6.70 6.80 6.90
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Abundance Scan 705 (5.385 min): VX037746.D\data.ms (-69 #35

917.0 Dibromofluoromethane
Concen: 46.626 ug/l
RT: 5.385 min Scan# 7(EtiglEies
Ref 50 61.0 Delta R.T. -0.000 min [US\ICLES
Lab File: Vvx@37877.D [(®lEhlSEInlollEll0f
19.0 101.9 | Acq: 22 Sep 2023 14:57 EHUENEIEERIINIS
0\‘?\’7\‘]\-\\\M\\\\H\\W\“\\\\H“\\\\‘\\J\-\S‘g\?\\‘\\‘!‘\‘\
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 114291
Abundance  Scan 705 (5.385 min): VX037877.D\datams | 10N Ratlo Lower Upper
111.0 113 100
111 101.4 82.9 124.3
192  19.3 13.3 19.9
Raw 50
Abundanc
79.0 191.9 40560 5.385
0,391 H TR 159.9 \‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 180 30000
Abundance Scan 705 (5.385 min): VX037877.D\data.ms (-65
111.0
20000
Sub
50 10000
79.0 191.9
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1032 (7.379 min): VX037746.D\data.ms (-1 #39

83.1 Methylcyclohexane
55.0 Concen: 30.141 ug/1
RT: 7.379 min Scan# 1032
Ref 50/ 410 98.2 Delta R.T. -0.000 min
69.1 Lab File: VX037877.D
‘ ‘ ‘ H Acq: 22 Sep 2023 14:57
0\‘\\\\i\\\\“\H\\‘\\\‘\“\\\\‘\\‘\\‘\\\‘\“\\\\‘\\\\‘\ T I . R . 12917
m/z--> 30 40 50 60 70 80 90 100 110 gt Ion: 83 Resp: 3
Abundance Scan 1032 (7.379 min): VX037877.D\data.ms Ion Ratio Lower Upper
83.1 83 100
55.1 55 75.4 64.6 97.0
98 45.8 36.7 55.1
Raw 50 411 98.1
' Abundance
69.1 7.879
50000
0 T \‘\‘\‘HH\‘\“‘\ \‘H‘\H‘\‘H\]\_:‘L\z\\z\ T
m/z--> 30 40 50 60 70 80 90 100 110 40000
Abundance Scan 1032 (7.379 min): VX037877.D\data.ms (-9
83.1 30000
55.1
Sub 20000
50 411 98.1
69.1 10000
0 1122 S
miz--> 30 40 50 60 70 80 90 100 110  Time--> 730 7.40 7.50
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Abundance Scan 1240 (8.647 min): VX037746.D\data.ms (-1 #50

98.2 Toluene-d8

Concen: 49.813 ug/1l

RT: 8.647 min Scan#t 1gSiiinglElies
Ref 50 Delta R.T. -0.000 min [S\ACLEDS
Lab File: Vvx@37877.D [(®lEhlSEInlollEll0f

421 54, 701 Acq: 22 Sep 2023 14:57 ERZEEERIVIS
0 \‘\\\\i\\\\‘1\‘\\‘\\‘1\"\\\\‘2\\0\\‘\\\ “\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion: 98 Resp: 453689
Abundance Scan 1240 (8.647 min): VX037877.D\datams 10" Ratlo Lower Upper
98.1 98 100
100 64.3 53.1 79.7
Raw 50
Abundance
42.1 70.1 8447
o S e 1122
\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\ ‘\\\\‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100 110 120
_ 200000
Abundance Scan 1240 (8.647 min): VX037877.D\data.ms (-1
98.1
Sub 100000
50
421 70.1
o St T e0 1122 0;
SMSINAIN BN P [N B hu S| [~ T
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.60 8.70

Abundance Scan 1639 (11.079 min): VX037746.D\data.ms (- #62

95.1 0 4-Bromofluorobenzene
174. Concen: 54.205 ug/1
RT: 11.079 min Scan# 1639
Ref 50 75.1 Delta R.T. -0.000 min
Lab File: VX@37877.D
50.1 Acq: 22 Sep 2023 14:57
ol by 2070 1830
miz--> 40 60 80 100 120 140 160 1go I8t Ion: 95 Resp: 179399
Abundance Scan 1639 (11.079 min): VX037877.D\data.ms Ion Ratio Lower Upper
95.1 95 100
1740 | 174 81.4 0.0 135.6
176  77.2 0.0 131.0
Raw 5o 75.1
Abundance
431 11.079
ol 12521450 I
‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1639 (11.079 min): VX037877.D\data.ms (-
951 174.0
Sub 75.1 50000
50
50.1
SR S S PRI E R I
mlz--> 40 60 80 100 120 140 160 180 Time--> 11.00 11.05 11.10
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Abundance Scan 1471 (10.055 min): VX037746.D\data.ms (1 #63

1171 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.055 min Scan# 14{[{dVilEliss
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: Vvx@37877.D [(®lEhlSEInlollEll0f
54.1 Acq: 22 Sep 2023 14:57 EHVZAIEEOIIS
0\‘\\\4}(7\‘(\)\\‘!J\\‘\H\‘\\1\‘“\‘\\\‘\\9\\9‘\]-\\\‘\\\\“\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100110120130 T8t Ion:117 Resp: 364667
Abundance Scan 1471 (10.055 min): VX037877.D\datams = 10N Ratlo Lower Upper
117.1 117 100
82 52.6 46.2 69.4
a1 119 32.4 25.5 38.3
Raw 50 8
Abundance
54.1 250000/ 10-p55
0\‘\\\4}0}\‘]\_\\‘!J\\‘\H\‘\\1\‘“\‘\\\‘\\9\\9‘\0\\\‘\\\\“\\\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 120 130 200000
Abundance Scan 1471 (10.055 min): VX037877.D\data.ms (-
117.1 150000
Sub 821 100000
50
50000
54.1
miz--> 30 40 50 60 70 80 90 100110120130 Time--> 10.00 10.10 10.20

Abundance Scan 1475 (10.079 min): VX037746.D\data.ms (- #65

1121 Chlorobenzene
Concen: 1.201 ug/1
77.1 RT: 10.079 min Scan# 1475
Ref 50 Delta R.T. -0.000 min
Lab File: VX037877.D
511 Acq: 22 Sep 2023 14:57
G\\‘\3\71“1\\\\‘HHH‘HH‘\‘\‘H}‘\\\\‘\9\\7\.(‘)\\\\‘ ‘H\‘HH‘\H
miz--> 30 40 50 60 70 80 90 100110120130 I8t Ion:112 Resp: 9448
Abundance Scan 1475 (10.079 min): VX037877.D\datams A 10" Ratio Lower Upper
117.1 112 100
114 28.3 25.7 38.5
771
Raw 50
Abundance
411 55.1 10.079
TR
OH‘H\‘H\H}\ : H‘ T WHW\H\“\‘\‘\‘\‘\H‘\u“\‘\‘\“u‘\‘\‘u\
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance Scan 1475 (10.079 min): VX037877.D\data.ms (-
171 4000
sub g, 77.1 2000
50.0
0 ”’HU“‘ alll 3L e
miz--> 30 40 50 60 70 80 90 100110120130 Tjme--> 10.00 10.10
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Abundance Scan 1794 (12.024 min): VX037746.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 12.024 min Scan# 1[[Eigial=lies
Ref 50 115.1 Delta R.T. -0.000 min SVEIX
78.1 Lab File: vXxe37877.D |(®lEIEElsliEllof
52. Acq: 22 Sep 2023 14:57 EHREEIINIS
0\\\“\\‘\"‘\\\!‘\\\\‘\\\}‘\\\‘\‘\\‘\“\‘\\\\
m/z--> 40 60 100 120 140 160 Tgt Ion:152 Resp: 196580
Abundance Scan 1794 (12.024 min): VX037877.D\datams = 10N Ratio Lower Upper
150.1 152 100
115 59.8 43.3 129.9
150 157.5 0.0 345.0
Raw 50
1151 Abundance
spq 781 250000
[ \“i‘\ T \‘h\”’ gt \‘! ‘ \“\‘\ T \‘\‘H“ T \“\ ‘1\6\8\4\. 200000
m/z--> 40 60 80 100 120 140 160 12,024
Abundance Scan 1794 (12.024 min): VX037877.D\data.ms (-
150000
150.1
100000
Sub
50
115.1 50000
52.1 78.1
GHN,‘H‘J‘,H“‘M‘NH“HH“HH‘H‘“‘}??:“‘ L
miz--> 40 60 80 100 120 140 160  Time--> 12.00
Abundance Scan 1620 (10.963 min): VX037746.D\data.ms (- #73
105.1 Isopropylbenzene
Concen: 3.400 ug/l
RT: 10.963 min Scan# 1620
Ref 50 Delta R.T. -0.000 min
120.1 Lab File: VX037877.D
51.1 77.1 Acq: 22 Sep 2023 14:57
0\36\'9\\“\\‘\\\\m‘\\‘\\"\‘\\\“\\\\‘\\
miz--> 40 60 30 100 120 140 Tgt IOI’]Z:!.@S Resp: 49040
Abundance Scan 1620 (10.963 min): VX037877.D\datams A 100 Ratio Lower Upper
105.1 105 100
120 26.0 12.9 38.6
Raw 50
120.1 Abundance
’ 10.963
391 55.1 77.1 ‘
0l ‘w\\ \‘ “\ Hhh H\M \ L ‘\\‘M‘ e ‘1‘4“0"2‘ 30000
m/z--> 40 0 80 100 120 140
Abundance Scan 1620 (10.963 min): VX037877.D\data.ms (-
105.1 20000
Sub
50 10000
120.1
77.1
51.0
Ol sl b M ) 1402 U= ———
miz--> 40 60 80 100 120 140 Time--> 10.90 11.00
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Abundance Scan 1676 (11.305 min): VX037746.D\data.ms (- #78
91.0 n-propylbenzene
Concen: 8.888 ug/l
RT: 11.305 min Scan#t 1(lgigilpl=gles
Ref 50 Delta R.T. -0.000 min [ISNOLWS
Lab File: vxe37877.D |GICEEIEETE
Acq: 22 Sep 2023 14:57 ERZUHEEIINIS
0:\39‘\ 1“ \“\ ‘\ \‘ “‘\‘i\?’\swz T \:\19\30\ T \2\4? ;281]
m/z--> 50 100 150 200 250 Tgt Ion:‘91 RESpZ 144761
Abundance Scan 1676 (11.305 min): VX037877.D\datams = 10N Ratlo Lower Upper
91.1 91 100
120 23.2 11.5 34.4
Raw 50
Abundance
11.805
0:\”9‘\‘1‘“\“‘\ “\ ‘\““‘\% \2\ L L \2\8\2\‘ 100000
miz--> 50 100 150 200 250 80000
Abundance Scan 1676 (11.305 min): VX037877.D\data.ms (-
91.1 60000
Sub 40000
50
20000
ol 2 ) as7a 281.1 0!
T B I R R R
miz--> 50 100 150 200 250 Time--> 11.30
Abundance Scan 1772 (11.890 min): VX037746.D\data.ms (- #85
105.1 sec-Butylbenzene
Concen: 2.166 ug/1l
RT: 11.890 min Scan# 1772
Ref 50 Delta R.T. -0.000 min
134.2 Lab File: VX037877.D
77.1 ' Acq: 22 Sep 2023 14:57
0\\\‘\5\]‘-\]\-‘\\\\m‘\\‘\\“\‘\\‘\‘\\\‘\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 gt Ion:1@5 Resp: = 32347
Abundance Scan 1772 (11.890 min): VX037877.D\datams 100 Ratio Lower Upper
105.1 105 100
134 17.7 9.8 29.4
57.1
Raw 50
Abundance
81.1
39 134.1 25000 11.890
ol 152.3
m/z--> 40 60 80 100 120 140 160 20000
Abundance Scan 1772 (11.890 min): VX037877.D\data.ms (-
105.1 15000
Sub 57.1 10000
50
5000
‘ 85.2 134.1
oLl W‘\‘ ST TR SO SS
miz--> 100 120 140 160 Time--> 11.80  11.90
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Abundance Scan 1845 (12.335 min): VX037746.D\data.ms (- #89
911 n-Butylbenzene
Concen: 4,883 ug/l
145.9 RT: 12.329 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.006 min [US\IeJEDS
111.0 Lab File: Vx@37877.D [(GICHIEEIelE(6H
50.1 74.0 ‘ L Acq: 22 Sep 2023 14:57 ERZEEERIVIS
0l ‘h“\‘ ‘\H‘ " ‘H\“‘ ‘\“;H\‘ sl ‘\“‘ \‘i“\ ‘1‘2‘9‘-‘ ‘ il -
m/z--> 40 60 80 100 120 140 160 T8t Ion: 91 Resp: 53222
Abundance Scan 1844 (12.329 min): VX037877.D\datams = 10N Ratlo Lower Upper
91.1 91 100
92 45.3 27 .4 82.0
134 47 .0 12.6 37.8#
Raw 50
"1 691 1342 Abundance 12829
109.1
ol | wﬁ\u‘ bl 1922 30000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1844 (12.329 min): VX037877.D\data.ms (-
91.1 20000
Sub
50 10000
134.2
39.1 Gﬁ"l A ) lpoa
GH‘\‘H\H“‘}H\‘HH h‘\‘\‘\“MH\‘H“\H\‘M“H“‘ M m s SR
m/z--> 40 60 80 100 120 140 160 Time--> 12.25 12.30 12.35
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