Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX039951.D

Acqg On : 25 Jan 2024 14:10

Operator : JC/MD

Sample : P1235-06ME

Misc : 5.05g/1emL/100uL/5.0mL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Jan 26 01:33:13 2024

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

QLast Update : Thu Jan 11 03:51:26 2024

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.550 168 89895 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.757 114 164011 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 143011 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 68510 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 72770 48.324 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  96.640%

35) Dibromofluoromethane 5.385 113 48623 44,015 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  88.040%

50) Toluene-d8 8.647 98 191472 45.956 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery =  91.920%#

62) 4-Bromofluorobenzene 11.085 95 73399 45.051 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 90.100%

Target Compounds Qvalue
16) Acetone 2.416 43 188667 222.776 ug/l 96
18) Methyl Acetate 2.715 43 2292 1.294 ug/l1 # 79
31) Cyclohexane 5.495 56 23888 12.020 ug/l # 42
39) Methylcyclohexane 7.366 83 3258 1.578 ug/1 89
52) Toluene 8.720 92 585047 201.171 ug/1 95

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX012524\
Data File : VX@039951.D

Acqg On : 25 Jan 2024 14:10

Operator : JC/MD

Sample : P1235-06ME

Misc : 5.05g/10mL/100ul/5.0emL/MSVOA_X/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: Jan 26 01:33:13 2024

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X011024W.M
Quant Title : SW846 8260

QLast Update : Thu Jan 11 03:51:26 2024

Response via : Initial Calibration

Abundance TIC: VX039951.D\data.ms
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Abundance Scan 732 (5.550 min): VX039697.D\data.ms (-72 #1
168.1 | pentafluorobenzene
Concen: 50.000 ug/1l

991 RT: 5.550 min Scan# 7EitiglEnies
Ref 50 Delta R.T. -0.000 min [SVCLES
Lab File: vX@39951.D [(®IEIEEllsliEllof
750 1180731 Acq: 25 Jan 2024 14:10 Ll
0 \3\7\-’0\ L “\ } \“\ w \h\ \‘ \w TTT \“ } T \" T 1‘\ T ‘ T ‘\ T
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 89895

Abundance  Scan 732 (5.550 min): VX039951 D\datams = 1°n Ratio Lower Upper
1681 168 160

99 70.3 56.6 85.0

7]

99.0
Raw 50
Abundance
137.0 30000 5.550
37.0 56.0 75.1 ‘ 118.0 ‘
[ \”’”\ 4 “\ “\“\w iy \w T \H‘ T T }‘\ T \“H
m/z--> 40 60 80 100 120 140 160
Abundance Scan 732 (5.550 min): VX039951.D\data.ms (-68 20000
168.1
99.0
Sub
50 10000
137.0
srese0 1 L PP L b e
m/z-> 40 60 80 100 120 140 160  Time-> 5.40 550 5.60 5.70
Abundance Scan 212 (2.380 min): VX039697.D\data.ms (-1 #16
43.1 Acetone
Concen: 222.776 ug/l
RT: 2.416 min Scan# 218
Ref 50 Delta R.T. ©0.036 min
Lab File: VX039951.D
Acqg: 25 Jan 2024 14:10
0L \”““i T \7\5\.9\ TT ;?2\\8\ L ‘\1\5(\)\9‘
miz--> 40 60 80 100 120 140 Tgt IOI"IZ.43 Resp: 188667
Abundance  Scan 218 (2.416 min): VX039951.D\datams = 100 Ratio Lower Upper
43.1 43 100
58 29.7 21.9 32.9
Raw 50
Abundance
2.416
0\\\‘”i“}\\6\‘.:\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140
. 40000
Abundance Scan 218 (2.416 min): VX039951.D\data.ms (-16
43.1
Sub 20000
50
0\\\‘”‘“\ T \6\":\[\ L L B L L B B R B OV\‘\\\\’\\\\‘\\\\’\\\
m/z-—-> 40 60 80 100 120 140 Time-->  2.30 2.40 2.50 2.60
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Abundance Scan 265 (2.703 min): VX039697.D\data.ms (-25 #18

Abundance Scan 719 (5.470 min): VX039697.D\data.ms (-70 #31

56.1 Cyclohexane
84.0 Concen: 12.020 ug/1
RT: 5.495 min Scan# 723
Ref 50 Delta R.T. ©0.024 min
Lab File: VX039951.D
Acqg: 25 Jan 2024 14:10
0 “\“r”\\“\‘\H‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 Tgt Ion: 56 Resp: 23888
Abundance  Scan 723 (5.495 min): VX039951.D\datams = 100 Ratio Lower Upper
43.1 56 100
69 8.0 23.4 35.2#
84 24.6 65.9 98.94#
Raw 50 85.1
Abundance
5./495
ob Ml 630 | 1108 1370 1681 6000
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160
Abundance Scan 723 (5.495 min): VX039951.D\data.ms (-67
43.0 4000
Sub 85.1
50 2000
0 ‘ ‘ Ls.o | 1108 1370 168.1 ol
R e L i R e
miz--> 40 60 80 100 120 140 160  Time-> 5.40 5.50
VX039951.D 82X011024W.M Fri Jan 26 16:51:27 2024

43.0 Methyl Acetate
Concen: 1.294 ug/l
RT: 2.715 min Scan# 2([EdtilEpies
Ref 50 Delta R.T. 0.012 min  [US\ICLS
741 Lab File: VX039951.D (SIS
501 | Acq: 25 Jan 2024 14:10 M
0 T “\h\ T T “'\ T T T ‘ T T T T ‘ T T T T ‘ T T \\14‘2\.(\)
m/z--> 40 60 80 100 120 140  Tgt Ion: 43 Resp: 2292
Abundance  Scan 267 (2.715 min): VX039951.D\datams 10N Ratio Lower Upper
43.0 43 100
74 12.3 17.8 26.8%
Raw 50
Abundance
800 2.745
‘ 5.2 77.9
0 T \“‘ ‘\ T T “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 40 60 80 100 120 140 600
Abundance Scan 267 (2.715 min): VX039951.D\data.ms (-21
73.9
400
Sub
50 200
G\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ 0‘\\\\’\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 Time-> 2.652.702.752.80
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Abundance Scan 798 (5.952 min): VX039697.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 48.324 ug/1l
RT: 5.958 min Scan# 7{gEigtll=ples
Ref 50 51.0 Delta R.T. 0.006 min  (USVLDE
Lab File: vX@39951.D [(®IEIEEllsliEllof
102.0 Acq: 25 Jan 2024 14:10 LEH
30 1l I
0\‘\\\\‘\\\‘\“\\\\“Hi\‘HH‘HH‘HH‘HM‘H\
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 72770
Abundance  Scan 799 (5.958 min): VX039951.D\datams 10N Ratio Lower Upper
65.1 65 100
67 51.7 0.0 100.2
Raw 50
51.0 Abundzasnéz(?o
102.1 5.958
37.0
84.1
0\‘\\\‘\“\\\‘\“\‘\\\“\‘\i\‘“HH‘HH‘HH‘MM‘H\ 20000
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX039951.D\data.ms (-74 15000
65.1
10000
Sub
50 51.0
5000
102.1
YA PN 7 S [ R
m/z--> 30 40 50 60 70 80 90 100 110 Tjme--> 5.80 5.90 6.00 6.10

Abundance Scan 930 (6.757 min): VX039697.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. -0.000 min
63.0 Lab File: VX039951.D
’ 88.0 Acq: 25 Jan 2024 14:10
371 °01 ‘ 51
0 \‘\Hw.“\\H““\H“\“H\l‘i\HH“\‘\H‘\‘1‘\\‘\\\\‘\“\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 120 'gt Ion:114 Resp: 164011
Abundance  Scan 930 (6.757 min): VX039951.D\data.ms Ion Ratio Lower Upper
114.1 114 100
63 22.7 0.0 45.0
88 17.3 0.0  36.6
Raw 50
Abundance
63.1 6.757
501 88.1 60000
O+ T \:\EZ\‘.‘:‘L\ T \““\ T 1‘\ “\‘ tr \““\716\.\0“\‘\ T \‘ T 1‘1‘\ TTTTT = ‘\ T
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 930 (6.757 min): VX039951.D\data.ms (-88 40000
114.1
Sub
50 20000
co1 63.1 88.1
0“?m%uH(uﬂﬁﬁ‘wﬂﬁﬂh‘h‘MW‘uwwMW‘H b S ST
m/z-—-> 30 40 50 60 70 80 90 100 110 120 Time--> 6.60 6.70 6.80 6.90
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Abundance Scan 705 (5.385 min): VX039697.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 44,015 ug/1
RT: 5.385 min Scan# 7{{iEi8lEies
Ref 50 61.0 Delta R.T. -0.000 min [EVCIS
Lab File: vX@39951.D [(®IEIEEllsliEllof
. .10 HE
19.0 191.9 Acq: 25 Jan 2024 14:10
0 \3\)3.‘9‘\ T \‘M\ T \H‘i \‘1”‘1“‘\ T \“‘\ T \J\-\S“g\?\ T \‘1‘\ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 48623
Abundance  Scan 705 (5.385 min): VX039951.D\datams | 10N Ratlo Lower Upper
111.0 113 100
111 103.8 82.9 124.3
192 16.9 13.3 19.9
Raw 50
Abundance
191.9 15000 '
ol 398 o 1579 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 705 (5.385 min): VX039951.D\data.ms (-65 10000
111.0
sub 5000
79.0
“ 191.9
Olerrprrerprrra e e 2829 oL e
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1032 (7.379 min): VX039697.D\data.ms (-1 #39

55.1 83.1 Methylcyclohexane
Concen: 1.578 ug/1
RT: 7.366 min Scan# 1030
Ref 50 41.1 98.2 Delta R.T. -0.012 min
0.1 Lab File: VX@39951.D
‘ ‘ ‘ ' Acq: 25 Jan 2024 14:10
0\‘\\\i"\‘\\\i‘wu\‘\‘H‘\‘Ju\\\‘\“‘Jr‘\\‘\\\‘\“\\\\’
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 83 Resp: 3258
Abundance Scan 1030 (7.366 min): VX039951 D\datams A 100 Ratio Lower Upper
55.1 83.1 83 100
55 91.8 64.6 97.0
98 41.1 36.7 55.1
Raw gp 39.9
69.1 98.2 Abundance
7.366
m/z--> 30 40 50 60 70 80 90 100 1000
Abundance Scan 1030 (7.366 min): VX039951.D\data.ms (-9
55.1 83.1
Sub 500
S0 41.2 98.2
69.1
0”’ \\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 30 40 50 60 70 80 90 100  Time-> 7.307.357.407.45
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Abundance Scan 1240 (8.647 min): VX039697.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 45,956 ug/1l
RT: 8.647 min Scan# 1lgfidtipl=lgiss
Ref 50 Delta R.T. -0.000 min [ISNOLWS
Lab File: VX@39951.D [(®ICHIEEIel(EI(6H:
421 541 701 Acq: 25 Jan 2024 14:10 K=l
0 \‘\\\i}\‘i\\‘i\‘\‘i\‘\}\‘\“\\\\8‘%.\1\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 191472
Abundance Scan 1240 (8.647 min): VX039951.D\datams 10" Ratlo Lower Upper
98.1 98 100
100 63.9 53.1 79.7
Raw 50
Abundance
8.647
421 5g41 70.
0 \‘HH‘“\‘MH\‘\‘MH1\‘\“\\\\8‘2\.9\\‘\\‘\““\\\\‘\ 100000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1240 (8.647 min): VX039951.D\data.ms (-1
98.1
50000
Sub
50
421 5g4.1 70.1
0 ‘Ww}“mu““m;M“‘““‘8‘2\'9‘_6“““”“‘ B
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70

Abundance Scan 1251 (8.714 min): VX039697.D\data.ms (-1 #52

911 Toluene

Concen: 201.171 ug/1

RT: 8.720 min Scan# 1252

Ref 50 Delta R.T. ©.006 min
Lab File: VX039951.D
391 519 65.1 Acqg: 25 Jan 2024 14:10
0 \‘\\\1“\\‘H‘H\‘.\\\“}‘\“\\‘\7\5\.:1\-‘\\\\“‘\‘\\\‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 92 Resp: 585647
Abundance Scan 1252 (8.720 min): VX039951.D\data.ms Ion Ratio Lower Upper
91.1 92 100
91 174.0 134.2 201.2
Raw 50
Abundance
600000
391 514 65.1
0 \‘\\\‘\‘“\\‘H“\‘\\\“\“\“M‘\\7\7\.0‘\\\\“‘\‘\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 1252 (8.720 min): VX039951.D\data.ms (-1 400000 8l720
91.1
Sub
50 200000
39.1 65.1
51.1
0 \‘\\m“‘\m\}‘m\\‘w“c‘m‘\\7\7?(‘)””“‘\‘\”‘””‘ LI E e o o e o
m/z--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70 8.80
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Abundance Scan 1639 (11.079 min): VX039697.D\data.ms (- #62

95.1 4-Bromofluorobenzene
Concen: 45.051 ug/1
750 1741 | RT: 11.085 min Scan# 1(SIEIN=01
Ref 50 Delta R.T. ©0.006 min MSVOA_X
0.0 Lab File: VX@39951.D [(®ICHIEEIel(EI(6H:
: Acq: 25 Jan 2024 14:10 M
Om_‘\h byl 169 1430 |
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: 73399
Abundance Scan 1640 (11.085 min): VX039951.D\datams = 10N Ratlo Lower Upper
05.1 95 100
174  65.5 0.0 135.6
1740 176 64.0 0.0 131.0
75.1
Raw 50
Abundance
50.1 11.085
‘ 50000
0\\\‘\\‘\ ‘\‘m‘ U“w‘w ul“‘l‘l‘g"g ‘1‘4‘1"9“““\‘\“‘
miz--> 40 60 80 100 120 140 160 180 40000
Abundance Scan 1640 (11.085 min): VX039951.D\data.ms (-
95.1 30000
174.0
Sub 75.1 20000
50
50.1 10000
GH\”‘H“\ gl H“w It ”1‘\\1\1\7‘(\)\\1\4‘1\9\\‘\\\‘\“\\ e
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10 11.20

Abundance Scan 1471 (10.055 min): VX039697.D\data.ms (- #63
111 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. -0.000 min
54.1 Lab File:  VX@39951.D
H Acq: 25 Jan 2024 14:10
0‘WH‘“JH“HH‘m‘_H‘Hm“,“9?‘9”“””‘,””‘
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 143011

Abundance Scan 1471 (10.055 min): VX039951.D\data.ms 10N Ratio Lower Upper
1171 117 100

82 60.3 46.2 69.4

82.1 119 32.0 25.5 38.3
Raw 50
Abundance
54.1 100000 10.b55
99.0
0\‘HH‘“\‘H\‘HH‘HH‘\H\‘HH’\H\‘HH‘HH"HH‘ 80000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX039951.D\data.ms (-
60000
117.1
82.1 40000
Sub
50
54.1 20000
4
O ST L 990 L
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 10.00 10.10 10.20
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Abundance Scan 1794 (12.024 min): VX039697.D\data.ms (- #72

150.1 1,4-Dichlorobenzene-d4

Abundance Scan 1794 (12.024 min): VX039951.D\datams = 1o Ratio

150.1 152 100

50.000 ug/1l
RT: 12.024 min Scan#t 1Sl

-0.000 min [US\IOLNDS

VX039951.D [(GEEstlplel(=][e
Acq: 25 Jan 2024 14:10 M

Concen:
Ref 50 115.1 Delta R.T.
52.0 78.1 Lab File:
[ \w T ‘\“‘!“\“ ‘”‘\”‘\ \“\‘?5\.?\ T }““ ‘1‘3_:14‘8‘ T ‘\“\ T
m/z--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 68510

Lower Upper

115 65.1 43.3 129.9
150 158.4 0.0 345.0
Raw 50
115.1
521 78.1 Abundance
‘ 80000
(o \“}‘\ ‘\“\“\‘ ‘mi‘\ \“‘!““ \“\‘ \9\7.“1\ = 1“ \1\3\2\1‘ T \“\“\ T
m/z--> 40 60 80 100 120 140 160 60000 12ld24
Abundance Scan 1794 (12.024 min): VX039951.D\data.ms (-
150.1
40000
Sub 50
521 781
ol w“ e \“ n 981 || 1321 —_——
m/z--> 40 60 80 100 120 140 160 Time--> 12.00 12.10

VX039951.D 82X011024W.M
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