Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062822\
Data File : VX029840.D

Acqg On : 28 Jun 2022 19:49
Operator : JC/MD
Sample : N3494-09
Misc : 5.16g/5.0mL/100ulL/5.0mL/MSVOA_X/MEOH
ALS Vvial : 15 Sample Multiplier: 1
Manual Integrations
Quant Time: Jun 29 06:07:36 2022 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M Reviewed By :Mahesh Dadoda  06/30/2022

Quant Title : SW846 8260 Supervised By :Semsettin Yesilyurt  06/30/2022
QLast Update : Wed Jun 29 05:54:51 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.550 168 251284 50.000 ug/1 0.00
34) 1,4-Difluorobenzene 6.763 114 422294 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 345462 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 145067 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 133672 42.024 ug/l1 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery =  84.040%

35) Dibromofluoromethane 5.391 113 116937 44.309 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  88.620%

50) Toluene-d8 8.653 98 478680 48.349 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery =  96.700%

62) 4-Bromofluorobenzene 11.085 95 152990 43.715 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery =  87.440%

Target Compounds Qvalue
18) Methyl Acetate 2.727 43 6042 1.259 ug/1 93
65) Chlorobenzene 10.080 112 165524 23.869 ug/l 98
88) 1,4-Dichlorobenzene 12.049 146 6564m 1.327 ug/1
91) 1,2-Dichlorobenzene 12.341 146 77415 16.256 ug/1l 100

(#) = 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\VX062822\
Data File : VX029840.D

Acqg On : 28 Jun 2022 19:49
Operator : JC/MD
Sample : N3494-09
Misc : 5.16g/5.0mL/100uL/5.0mL/MSVOA_X/MEOH
ALS vial : 15 Sample Multiplier: 1
Manual Integrations
Quant Time: Jun 29 06:07:36 2022 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X062822W.M Reviewed By :Mahesh Dadoda  06/30/2022

Quant Title : SW846 8260 Supervised By :Semsettin Yesilyurt  06/30/2022
QLast Update : Wed Jun 29 05:54:51 2022
Response via : Initial Calibration

Abundance TIC: VX029840.D\data.ms
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Abundance Scan 733 (5.556 min): VX029833.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. -0.006 min [ISMOLWS
Lab File: VX029840.D [GlEEQISEIIAE
137.1 Acq: 28 Jun 2022 19:49 ElE=NCHEINES
60 /20 |
0\\fw\\\w\HM%WJ”\\HMi\H‘\L\‘\M\‘H\\M\?\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.68 Resp: 25128 \ERIEL Integratlons
Abundance  Scan 732 (5.550 min): VX029840 D\data.ms | 10N Ratio Lower Upper BRAGLMON=0)
168.1 168 100 Reviewed By :Mahesh Dadoda  06/30/2022
99 51.5 44.0 66.0 Supervised By :Semsettin Yesilyurt  06/30/2022
Raw &0 99.1
Abundance
137.1 80000
75.0
G \3\7\.’]\-\\\’\\H\“\H’}\\‘\“‘\\\\H‘\\\\“\}‘\\‘\ ‘\\‘\\\\2‘0\\7\.?\‘
m/z--> 40 60 80 100 120 140 160 180 200 60000
Abundance
168.1
40000
Sub 1
50 9
20000
750 137.1
oL, L1 ™ 207.3 0 \
e e e e e e RRRARREEARSERRERAR
m/z—-> 40 60 80 100 120 140 160 180 200 Time--> 5.40 5.50 5.60 5.70

Abundance Scan 266 (2.709 min): VX029833.D\data.ms (-25 #18

43.0 Methyl Acetate
Concen: 1.259 ug/1
RT: 2.727 min Scan# 269
Ref 50 Delta R.T. ©0.018 min
741 Lab File: VX029840.D
59‘_1 Acq: 28 Jun 2022 19:49
0 \‘\H\“H‘H‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH"\H
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion: 43 Resp: 6042
Abundance  Scan 269 (2.727 min): VX029840.D\datams 100 Ratio  Lower Upper
43.1 43 100
74 20.9 19.4 29.2
Raw 50
Abundance
741 2500
‘ ‘ 59.2
0 w\H“w”H‘HH“\H\M\H‘MWWWH\M\H‘H\W\H\M\\ 2000
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance 00
43.0 15
1000
Sub
50
74.1 500
59.1
o N S Eeaas
miz--> 30 40 50 60 70 80 90 100110120130 Time--> 2.65 2.70 2.75 2.80
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Abundance Scan 799 (5.958 min): VX029833.D\data.ms (-78 #33

63.1 1,2-Dichloroethane-d4
Concen: 42.024 ug/l
RT: 5.958 min Scan# 7{Ei8lEies
Ref 50 51.1 Delta R.T. ©0.000 min MS_VOA_X
102.0 Lab File: Vx029840.D [GUERIEEICIo
351 ‘ ‘ Acq: 28 Jun 2022 19:49 ElE=NCHEINES
0l \\‘\‘\ \H‘\‘ \‘\\\ ‘\‘H‘\‘ LB e .
miz--> 3‘0 4‘0 5‘0 6‘0 7b gb gb 160 1]‘_0 Tgt Ion: ‘65 Resp: 13367 Manual Integrations
Abundance  Scan 799 (5.958 min): VX029840 D\data.ms | 10N Ratio Lower Upper BRAGLON=0)
65.1 65 1600 Reviewed By :Mahesh Dadoda  06/30/2022
67 55.6 0.0 109.6 Supervised By :Semsettin Yesilyurt  06/30/2022
Raw 50 51.1
’ Abundance
102.1
37.1 ‘
G\\‘\\\‘\‘\\\‘\“\‘\\\‘\‘\\‘\“\\\\‘8\3\.\9\‘\\\\‘\!}\‘\\\\ 40000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance 30000
65.1
20000
Sub
50 51.1
10000
102.1
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): VX029833.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. ©.000 min
Lab File: VX029840.D
63.1 Acq: 28 Jun 2022 19:49
(e “‘ “\‘HW‘ f ‘\““ \“\ T \15‘4\0\ LI B
miz--> 50 100 150 200 250 | T8t Ion:}14 Resp: 422294
Abundance  Scan 931 (6.763 min): VX029840.D\datams | 10N Ratio Lower Upper
114.1 114 100
63 18.6 0.0 38.4
88 14.9 0.0 31.8
Raw 50
Abundance
63.1
0 T T “ ‘\H‘h} - \‘ ‘\h‘ \“\ T T ‘ T T T \2’07\.2\ T \25‘4\.5 150000
miz--> 50 100 150 200 250
Abundance
114.1 100000
sub g, 50000
63.1
obmpbrp bs 0 207.2 2544 e
miz--> 50 100 150 200 250 Time--> 6.70 6.80 6.90
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Abundance Scan 706 (5.391 min): VX029833.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 44,309 ug/1l
RT: 5.391 min Scan# 7{gE8lEnles
Ref 50 61.0 Delta R.T. ©.000 min MSVOA_X
Lab File: VX@29840.D [(®ICHIEEIel(E(6H
119.0 192.0 Acq: 28 Jun 2022 19:49 SEE2UCHEIE
0 ‘3‘?"(‘)\“‘ : N‘ - ‘H\‘ ““H“”i“ ok ‘H‘\‘ e ‘]"I"‘_’?"?‘ — ‘\!\‘ = y
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 11693 Manualnuegranons
Abundance  Scan 706 (5.391 min): VX029840. D\data.ms 10N Ratio  Lower  Upper BENEEHONZS)
111.0 113 1ee Reviewed By :Mahesh Dadoda  06/30/2022
111 1e2.5 83.2 124.8F suypervised By :Semsettin Yesilyurt — 06/30/2022
192 18.9 14.8 22.2
Raw 50
Abund4aon(§:(z)eo ‘
79.0 192.0 5.391
AT I S N
miz--> 40 60 80 100 120 140 160 180 30000
Abundance
111.0
20000
Sub
50 10000
79.0 192.0
0 44.3 159.9 0
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1241 (8.653 min): VX029833.D\data.ms (-1 #50
98.2 Toluene-d8
Concen: 48.349 ug/1l
RT: 8.653 min Scan# 1241

Ref 50 Delta R.T. ©.000 min
Lab File: VX029840.D
2.1 70.0 Acq: 28 Jun 2022 19:49
0\\\i‘\\”“i‘\“\‘\\‘\\\‘\‘ L B
miz--> 40 60 80 100 120 140 160 gt Ion: 98 Resp: 478680
Abundance Scan 1241 (8.653 min): VX029840.D\data.ms | 10N Ratio Lower Upper
98.2 98 100
100 65.0 52.3 78.5
Raw 50
Abundance
300000
42.1 70.1
0\\\“\\‘}‘\‘\‘\‘\\‘\\\\ \\\\‘\]-\3\3\.]‘_\\\:\[§3\.\0\
m/z--> 40 60 80 100 120 140 160
Abundance 200000
98.2
Sub 100000
50
421 701 ‘
Ol 1331 1630 o
m/z--> 40 60 80 100 120 140 160 Time--> 8.60 8.70
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Abundance Scan 1639 (11.079 min): VX029833.D\data.ms (- #62

951 4-Bromofluorobenzene
1741 Concen: 43,715 ug/1
RT: 11.085 min Scan#t 1(lgigiipgl=gles
Ref 50 Delta R.T. ©.006 min  [US\ICLS
Lab File: VvX029840.D [(®IEIEE lsllEllof
50.1 Acq: 28 Jun 2022 19:49 SlE=(eEITEl
0\\\‘\\“\\“H‘\U\‘}"‘\w\“\"\\]-\]_\8‘\()\\1\4‘.2\\9\\‘\\\‘\‘\\\\‘\\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ] 95 Resp: 15299 Manual Integratlons
Abundance Scan 1640 (11.085 min): VX029840 D\data.ms 10N Ratio Lower Upper BRAGAON=0)
95.1 95 160 Reviewed By :Mahesh Dadoda  06/30/2022
174.1 174 74.6 0.0 149.08 supervised By :Semsettin Yesilyurt  06/30/2022
176 71.2 0.0 146.0
Raw 50
Abundance
G \ I[N H ‘m 1 n‘\ 118 O 142 9 il 201 3 100000
\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 80000
Abundance
95.1
1741 60000
Sub 40000
50
20000
50.1
0 118.0140.9 201.3 0
B S RS R AR B am e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 11.00 11.10

Abundance Scan 1471 (10.055 min): VX029833.D\data.ms (+ #63

1171 Chlorobenzene-d5
Concen: 50.000 ug/l
82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. ©.000 min
Lab File:  VX029840.D
Acq: 28 Jun 2022 19:49
G “‘(1‘ ‘\ T H\” T T L ‘ T T T T ‘ L ‘ L 2\9\]"“
miz--> 100 150 200 250 Tgt Ion:}17 Resp: 345462
Abundance Scan 1471(10.055min):VX029840.D\data.ms Ton Ratio Lower Upper
117.1 117 100
82 53.8 42.7 64.1
821 119 31.9 25.4 38.2
Raw 50
Abundance
ol ﬂ\ 15142000 200000
m/z--> 100 150 200 250
Abundance 150000
117.1
100000
Sub 82.0
50
50000
ol . L4 2001 ob L
miz--> 50 100 150 200 250 Time--> 10.00 10.10
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VX029840.D 82X062822W.M

Thu Jun 30 13:40:08 2022

Abundance Scan 1475 (10.079 min): VX029833.D\data.ms ( #65
112.1 Chlorobenzene
Concen: 23.869 ug/l
77.1 RT: 10.080 min Scan# 1{gEigial=laies
Ref 50 Delta R.T. ©0.000 min MSVOA_X
511 Lab File: VX@29840.D [(®ICHIEEIel(E(6H
H ‘ Acq: 28 Jun 2022 19:49 ElE=NCHEINES
0\\\‘\\\\‘\\\‘H“‘\\\\‘\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ .
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:}lz Resp: 16552 Manual Integratlons
Abundance Scan 1475 (10.080 min): VX029840 D\data.ms 10N Ratio  Lower Upper BRAGLON=0)
112.1 112 100 Reviewed By :Mahesh Dadoda  06/30/2022
114 31.8 24.6 36.8 Supervised By :Semsettin Yesilyurt  06/30/2022
77.1
Raw 50
Abundance
51.1
ol ‘ |, 1411 203.2 100000
‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
112.1
0 50000
7.
Sub
50
51.0
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 10.00 10.10
Abundance Scan 1794 (12.024 min): VX029833.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 12.024 min Scan# 1794
Ref 50 119.2 Delta R.T. ©.000 min
781 Lab File: VX029840.D
‘ Acq: 28 Jun 2022 19:49
G\\\h}\\\‘\“\‘\\!“‘\‘\‘\\‘\\\\i\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:152 Resp: 145667
Abundance Scan 1794 (12.024 min): VX029840.D\data.ms | 10N Ratio Lower Upper
150.1 152 100
115 58.3 40.5 121.5
150 156.1 0.0 347.0
Raw 50
115.1 Abundance
b ‘ ' ‘\\‘ | | 1851 221.2 150000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 220
12.024
Abundance
150.1 100000
Sub 50 50000
115.1
501 78.0
) SESTRRETTUWRES | KRS SN | N 3 g4y £, =
miz--> 40 60 80 100 120 140 160 180 200 220  Time--> 12.00 12.10
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Abundance Scan 1797 (12.042 min): VX029833.D\data.ms (- #88

146.0 1,4-Dichlorobenzene
Concen: 1.327 ug/l m
RT: 12.049 min Scan#t 1Sl
Ref 50 111.1 Delta R.T. ©0.006 min MSVOA_X
75.1 Lab File: VX029840.D [(GUEhISEnlollEll0f
50.1 M Acq: 28 Jun 2022 19:49 ElE=NCHEINES
‘HH\“\“‘H“ 1‘\\\uuuu\‘\‘uuuuuuuu
miz--> 0 4‘0 6‘0 8‘0 160 ]éo 11‘10 1é0 1é0 260 22‘0 Tgt Ion:146 Resp: 6564 VERGIEL Integrations
Abundance Scan 1798 (12.049 min): VX029840.D\datams | 100 Ratio Lower Upper BEULSeio)
150. 146 100 Reviewed By :Mahesh Dadoda  06/30/2022

111 30.3 20.3 60.98 supervised By :Semsettin Yesilyurt — 06/30/2022
148 37.9 32.3 96.8
Raw 50
Abundance
ol 185.3 215.5 4000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance 3000
150.1
2000
Sub
50
115.1 1000
75.1
50.0
0 179.0203.3 0
ARINTL S| (NITHNT Il b bt R
miz-> 40 60 80 100 120 140 160 180 200 220 Time--> 12.00 12.05 12.10

Abundance Scan 1845 (12.335 min): VX029833.D\data.ms ( #91

911 1,2-Dichlorobenzene
Concen: 16.256 ug/1l
146.1 RT: 12.341 min Scan# 1846
Ref 50 Delta R.T. ©0.006 min
Lab File: VX029840.D
391 65.1 ‘ ]j o ‘ Acq: 28 Jun 2022 19:49
0\\\H“‘\\‘h\‘\"\‘\\“\H"‘\‘\‘\“\‘\\ﬂ\-‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:146 Resp: 77415
Abundance Scan 1846 (12.341 min): VX029840.D\data.ms | 10N Ratio Lower Upper
146.1 146 100
111 41.3  20.7 62.1
148 64.3 32.0 96.2
Raw 50
111.0
75.1 Abundance
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance 40000
146.0
Sub 20000
50 111.0
75.0
0 37.1 187.4213.3 Y — N
rr e e e T e
m/z--> 40 60 80 100 120 140 160 180200220  Time--> 12.30 12.40
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