Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX029516.D

Acqg On : 15 Jun 2022 19:28
Operator : JC/MD
Sample : N3293-07ME
Misc : 5.03g/10mL/100uL/5.00emL/MSVOA_X/MEOH
ALS Vvial : 16 Sample Multiplier: 1
Manual Integrations
Quant Time: Jun 16 04:16:01 2022 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M Reviewed By :Mahesh Dadoda  06/16/2022

Quant Title : SW846 8260 Supervised By :Semsettin Yesilyurt  06/16/2022
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 282530 50.000 ug/l # 0.00
34) 1,4-Difluorobenzene 6.763 114 461361 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 392967 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 180029 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 155447 35.641 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery = 71.280%

35) Dibromofluoromethane 5.397 113 123740 31.548 ug/1 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery =  63.100%t
50) Toluene-d8 8.653 98 524673 37.823 ug/l 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery =  75.640%

62) 4-Bromofluorobenzene 11.085 95 187662 34.570 ug/l 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery = 69.140%

Target Compounds Qvalue

6) Chloroethane 1.709 64 153 Below Cal # 69
11) Tert butyl alcohol 2.953 59 12312 Below Cal # 74
16) Acetone 2.435 43 9375 4.102 ug/1 95
25) 2-Butanone 4.617 43 9722m 2.689 ug/1
41) Methacrylonitrile 4,897 41 22 Below Cal # 18
44) Trichloroethene 7.129 130 6355 1.210 ug/1 94
48) Methyl methacrylate 7.720 41 1899 0.376 ug/1 # 37

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX061522\
Data File : VX@29516.D

Acqg On : 15 Jun 2022 19:28
Operator : JC/MD
Sample : N3293-07ME
Misc : 5.03g/10mL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 16 Sample Multiplier: 1
Manual Integrations
Quant Time: Jun 16 04:16:01 2022 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X060722W.M Reviewed By :Mahesh Dadoda  06/16/2022

Quant Title : SW846 8260 Supervised By :Semsettin Yesilyurt  06/16/2022
QLast Update : Wed Jun 08 03:00:38 2022

Response via : Initial Calibration

Abundance :
indance TIC: VX029516.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: 5.550 min Scan# 7{iEUAIuELE
Ref 50 Delta R.T. -0.006 min [US\ICLES
Lab File: VvX@29516.D [(®IEIEEllsliEllof
137.1 . . 40808ME
70 | me1 Acq: 15 Jun 2022 19:28
0\\\.\\\\‘\\\“\M\‘\\\M\\\\}\\\\}\\\‘\\ .
miz--> 4‘0 6‘0 gb 160 150 1[’10 1(‘50 Tgt IOI’]Z:!.68 Resp: 28253 Manual Integrations
Abundance  Scan 732 (5.550 min): VX029516 D\data.ms | 10N Ratio  Lower Upper BRAGAMON=0)
168.1 168 1600 Reviewed By :Mahesh Dadoda  06/16/2022
99 62.6 41.7 62.5 Supervised By :Semsettin Yesilyurt  06/16/2022
99.1
Raw 50
Abundance
118 1137.1
75.0 .
0\3\6\.9\ ‘E)‘\':_)‘.]‘\-‘}\‘\“W}‘““i“““’}“"“\““‘“‘ 80000
m/z--> 40 60 80 100 120 140 160
Abundance 60000
168.1
99.1 40000
Sub
50
20000
118 1137'1
5.36.0 55.1 750 ' 0 \
e i m e T
miz--> 40 60 80 100 120 140 160 Time-> 540  5.60

Abundance Scan 98 (1.685 min): VX029288.D\data.ms (-92) #6

64.0 Chloroethane
Concen: Below Cal
RT: 1.709 min Scan# 102
Ref 50 Delta R.T. ©0.024 min
490 Lab File: VX029516.D
‘ Acq: 15 Jun 2022 19:28
O+ T 4 ‘\ T i”“\ \7\8"0\ \9\3\1‘197\]\.\ T
miz--> 40 60 80 100 120 Tgt Ion: .64 Resp: 153
Abundance  Scan 102 (1.709 min): VX029516.D\datams | 100 Ratio Lower Upper
451 631 64 100
66 48.6 25.3 37.9#
Raw 50
Abundance
1.7
‘ ‘ ‘ 78‘-1 105'0]119'1 200 09
ol ‘\N ‘H‘H‘\ \!\ ! il “HW“‘ ‘\M\H‘ : “‘ ‘ ‘H\‘\‘ L
m/z--> 40 60 80 100 120 150
Abundance
35.1 63.1
100
Sub 50 49.1
50
78.1
105.0119.1
ok o L (U BN
m/z--> 40 60 80 100 120 Time--> 1.70 1.72
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VX029516.D 82X060722W.M

Abundance Scan 313 (2.995 min): VX029288.D\data.ms (-28 #11
591 Tert butyl alcohol
Concen: Below Cal
RT: 2.953 min Scan# 3{gSidtipgl=lpies
Ref 50 Delta R.T. -0.042 min [ISNOLWS
41.0 Lab File: Vx029516.D (SUEQIEEGIC]e
Acq: 15 Jun 2022 19:28 &UEIENIS
0\\\“1“\\\“\“i\\\\‘\8\9.\0\‘\\\\‘\\\\‘\.\\
m/z--> 40 60 80 100 120 140 Tgt Ion: ‘59 Resp: 12318V EQIVEL Integrations
Abundance  Scan 306 (2.953 min): VX029516 D\data.ms | 10N Ratio  Lower Upper BRAGLMON=0)
89.1 59 100 Reviewed By :Mahesh Dadoda
57 0.7 8.3 12. Supervised By :Semsettin Yesilyurt
Raw 50 59.1
Abundance
G\ T \131.‘]\_ T \‘i‘\ T T ‘ T \“\ \1‘0\4..\1\ T ‘ T T T ‘ L 3000
m/z--> 40 60 80 100 120 140
Abundance
89.1 2000
sub - 59.1 1000
0 440 104.1 | AV /
— T T
miz--> 40 60 80 100 120 140  Time--> 290 3.00
Abundance Scan 214 (2.392 min): VX029288.D\data.ms (-20 #16
43.0 Acetone
Concen: 4.102 ug/l
RT: 2.435 min Scan# 221
Ref 50 Delta R.T. ©.043 min
58.0 Lab File: VX@29516.D
Acq: 15 Jun 2022 19:28
G\\\”““i\\\‘\\\\"\\\\|\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140  Tgt Ion: 43 Resp: 9375
Abundance  Scan 221 (2435 min): VX029516 D\datams 100 Ratio  Lower Upper
43.1 43 100
58 39.1 28.8 43.2
Raw 50
Abundazné:oe0
142.0
127.0
0\\}“‘H“\\\‘\\\\‘\\\\‘\\\\‘\‘\\\‘\\
miz--> 40 80 100 120 140 1500
Abundance
43.0
1000
Sub \
50 500/ |
142.0
127.0 |
o7 RS
miz--> 40 60 80 100 120 140 Time-> 2.30 2.40 250

Thu Jun 16 16:17:41 2022
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Abundance Scan 570 (4.562 min): VX029288.D\data.ms (-56 #25

43.1 2-Butanone
Concen: 2.689 ug/l m
RT: 4.617 min Scan#t SUEIeIlEies
Ref 50 Delta R.T. ©.055 min  [US\ICL
72.0 Lab File: Vx029516.D (SUEQIEEGIC]e
Acq: 15 Jun 2022 19:28 &UEIENIS
O‘HH‘HH‘H‘ \“HH‘.HH‘H‘\\‘\\\\6‘\.\9\\‘\\\\‘\\\\‘\\\\ .
miz--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 RESpZ Manualnuegranons
Abundance  Scan 579 (4.617 min): VX029516.D\datams 10N Ratio  Lower APPROVED
43.0 43 100 Reviewed By :Mahesh Dadoda  06/16/2022
72 28.3 24.4 36.6 Supervised By :Semsettin Yesilyurt  06/16/2022
Raw 50
729 Abundance
M‘ 56.9
G‘HH‘HH“H \‘HH‘HH‘\‘H\‘\\H‘HH‘HH‘HH‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 1000
Abundance
43.0
500
Sub
50
il
“V
72.2 ) {\AW
O b e e e e mal
mlz--> 30 35 40 45 50 55 60 65 70 75 80  Time-->  4.40 4.60 4.80 5.00

Abundance Scan 799 (5.958 min): VX029288.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 35.641 ug/1
RT: 5.958 min Scan# 799
Ref 50 Delta R.T. ©.000 min
51.0 1021 Lab File: VX029516.D
Acq: 15 Jun 2022 19:28
0 \‘\\3Z\.?\H‘\“\‘\\\“\‘\1\“HH‘H'H‘HH‘MM‘H
miz--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 155447
Abundance  Scan 799 (5.958 min): VX029516.D\datams | 10N Ratio  Lower Upper
65.0 65 100
67 52.6 0.0 107.4
Raw 50
51.0 Abundance
102.0
50000
0\‘\\33\.(‘)\\\\“\‘\\\‘\‘\}\“\\\\‘8\3\.\8\‘\\\\‘!\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 40000
Abundance
65.0 30000
Sub 20000
50 51.0
' 102.0 10000
ol 310 83.8 -
——— TR
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.80 6.00
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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# 9lEidllEies
Ref 50 Delta R.T. -0.000 min [SVCLES
Lab File: VX029516.D (SlEEQISEIIAE
63.1 88.0 Acq: 15 Jun 2022 19:28 WIS
371 50.0 75.1 ‘

0 w\u‘huu“ui‘\““\H\U\\“\‘H\‘\‘}‘H‘HH‘\“H‘H .
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt IOI’]Z:!.14 RESpZ 46136 WY ERIEL Integratlons
Abundance  Scan 931 (6.763 min): VX029516.D\datams | 10N Ratio Lower Upper Betgiiellsy

1141 114 106 Reviewed By :Mahesh Dadoda  06/16/2022
63 18.6 0.0 36.88 supervised By :Semsettin Yesilyurt  06/16/2022
88 16.4 0.0 32.4
Raw 50
Abundance
63.0 88.0
50.1 75.0
37.0

G \‘\\\\‘\\\\“\\\‘\“\w\}i\“\\“\\\\‘\1‘\\‘\\\\‘\“\\‘\\ 150000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance

114.1 100000
Sub
50 50000
63.0 88.0
ol 370 50.1 75.0 J N\
R R e L e R A RRAR
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.60 6.70 6.80 6.90

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

Concen: 31.548 ug/1

RT: 5.397 min Scan# 707

Ref 50 61.0 Delta R.T. ©.006 min
Lab File: VX029516.D
19.0 191.9 Acq: 15 Jun 2022 19:28
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: 123740
Abundance  Scan 707 (5.397 min): VX029516 D\data.ms 10N Ratio  Lower Upper
111.0 113 100

111 102.9 82.8 124.2
192 18.7 16.9 25.3

Raw 50
Abundance
78.9 192.0 40000
0\\4:0‘.\]-\\\‘\\\\U\\m‘\‘\\\‘\‘\\\\‘\\]\-!\:_)ig\.?\\‘\\‘\‘\‘
m/z--> 40 60 80 100 120 140 160 180 30000
Abundance
111.0
20000
Sub 50
10000
78.9 192.0
0l..45.0 159.9 0 R
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 630 (4.928 min): VX029288.D\data.ms (-61 #41
411 Methacrylonitrile
67.1 Concen: Below Cal
RT: 4.897 min Scan# 6[[EiEillEaiss
Ref 50 . Delta R.T. -0.031 min [USMOLWS
: Lab File: VX029516.D (GUEINEETSIEIR
H ‘ 93.0 ‘ Acq: 15 Jun 2022 19:28 wUllS
0 L } “\ w‘\ T “‘!‘ \‘ T “‘ T ‘\M\ ’ T \]-1\4\.0‘ T ‘\ T ‘
m/z--> 40 60 80 100 120 Tgt Ion: ‘41 RESpZ 2 Manual Integrations
Abundance  Scan 625 (4.897 min): VX029516 D\data.ms | 10N Ratio  Lower Upper BRAGLON=0)
75.0 41 100 Reviewed By :Mahesh Dadoda
39 0.0 43.0 64.49 Supervised By :Semsettin Yesilyurt
39.8 67 0.0 70.2 105.4
Raw 5 52 0.6 26.0 39.04
Abundance
4.807
G T 1T “ \‘ T 1T ‘ T T T ‘ T T T ’ T T T ‘ T T T
m/z--> 40 60 80 100 120
Abundance 40
75.0
Sub 20
5
44.8
O b .
m/z--> 40 60 80 100 120 Time--> 4.88 4.90
Abundance Scan 991 (7.129 min): VX029288.D\data.ms (-98 #44
93.0 130.0 Trichloroethene
Concen: 1.210 ug/1
RT: 7.129 min Scan# 991
Ref 50 60.0 Delta R.T. -0.000 min
Lab File: VX029516.D
Acq: 15 Jun 2022 19:28
0\\37-‘0\‘}‘\\““\”\\\‘uwwu“‘\\\\‘\\”\“\
m/z--> 40 60 80 100 120 140 I8t Ion:13@ Resp: 6355
Abundance  Scan 991 (7.129 min): VX029516 D\datams 101 Ratio Lower Upper
94.9 132.0 130 100
95 100.1 0.0 188.8
Raw 50
60.0 Abundance
40.0 2500
0 LI ‘1“\‘“1‘ T ‘\‘H“‘\ LI “H T \H “ T %]\-4\“]‘- T : ‘\ ‘ T
m/z--> 40 60 80 100 120 140 2000
Abundance
94.9 132.0 1500
Sub 1000
50
60.0 500
40.0 /
O+ e e e
miz--> 40 60 80 100 120 140 Time-> 710  7.20

VX029516.D 82X060722W.M
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Abundance Scan 1084 (7.696 min): VX029288.D\data.ms (-1

#48

VX029516.D 82X060722W.M

Thu Jun 16 16:17:43 2022

41.0 69.1 Methyl methacrylate
Concen: 0.376 ug/l
RT: 7.720 min Scan# 1{gfSidtipl=lgies
Ref 50 gs.1 100.1 Delta R.T. ©0.024 min MSVOA_X
58.1 : Lab File: VX@29516.D [(G®ICEHIEEIelEI(CH
Acq: 15 Jun 2022 19:28 &UEIENIS
0 \‘\\\‘1“\”“\\‘\‘\“\“\“\\\\‘“\\\\‘}\‘\‘\‘\\\\“‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: ‘41 RESpZ 189 WY ERIEL Integrations
Abundance Scan 1088 (7.720 min): VX029516.D\data.ms | 10N Ratio Lower Upper EEEULSEEISE
44.1 41 100 Reviewed By :Mahesh Dadoda  06/16/2022
69 18.5 82.5 123.7% supervised By :Semsettin Yesilyurt  06/16/2022
39 36.8 43.8 65.8
Raw 50
58.0 70.0 Abundance
| =
G\‘\\‘\\“\\\‘\‘\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100
Abundance 400
44.1
Sub 200 )
50 58.0
70.0 [
G\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 Time--> 7.657.707.757.80
Abundance Scan 1241 (8.653 min): VX029288.D\data.ms (-1 #50
98.1 Toluene-d8
Concen: 37.823 ug/l
RT: 8.653 min Scan# 1241
Ref 50 Delta R.T. -0.000 min
Lab File: VX029516.D
2.1 70.0 Acq: 15 Jun 2022 19:28
G\Hi‘\}‘\”\“‘\H‘H\‘\‘\\H‘\\H|HH‘\H
m/z--> 40 60 80 100 120 140 160 18t Ion: 98 Resp: 524673
Abundance Scan 1241 (8.653 min): VX029516.D\datams | 100 Ratio Lower Upper
98.1 98 100
1006 67.8 52.6 78.8
Raw 50
Abundance
421 70.1 300000
0\\\"‘\}\“\‘“\\\‘\\\‘\ \\\\‘\1\3\3\.(‘)\\\:\[‘6\3.\2\
m/z--> 40 60 80 100 120 140 160
Abundance 200000
98.1
Sub
50 100000
42.0 70.1
Ol 1330 1632 e
miz--> 40 60 80 100 120 140 160 Time--> 8.60 8.70
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Abundance Scan 1640 (11.085 min): VX029288.D\data.ms (- #62

95.1 174.0 4-Bromofluorobenzene
Concen: 34.570 ug/1l
RT: 11.085 min Scan#t 1(lgigiipgl=gles
Ref 50 75.0 Delta R.T. -0.000 min [ISNOLWS
Lab File: VvX@29516.D [(®IEIEEllsliEllof
50 0 Acq: 15 Jun 2022 19:28 mUslUElIS
0 T \‘\ \‘\ T ‘\H‘ U\‘\‘ “\W \“\‘ ‘ T \]\-1\-8‘\9\ \%4‘.3\\()\ T ‘ T \‘\“\
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 95 Resp: 18766 Manualnuegraﬂons
Abundance Scan 1640 (11.085 min): VX029516 D\data.ms 10N Ratio  Lower Upper BRAGAON=0)
95.1 95 160 Reviewed By :Mahesh Dadoda  06/16/2022
176.1 174 70.3 0.0 163.0/ supervised By :Semsettin Yesilyurt  06/16/2022
176 69.2 0.0 155.0
Raw 50 75.1
Abundance
50.1
G T \ ‘ T \“\ \‘ ‘H‘\ U\‘}“‘\w ”‘\‘ ‘ T \]-\1\6‘\9\ \J\-4‘.3\\q T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 100000
Abundance
95.1
174.0
Sub 50 751 50000
50.1
0 116.9 140.9 0 /
B I B e e e 1
m/z--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10

Abundance Scan 1471 (10.055 min): VX029288.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. -0.000 min
Lab File: VX@29516.D
00 54.1 Acq: 15 Jun 2022 19:28
0H\H‘4wH‘\HH\HH!H“\‘“H‘\“9?\9“‘1‘”1\””\
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 392967

Abundance Scan 1471 (10.055 min): VX029516.D\data.ms 10N Ratio  Lower Upper
117.1 117 100

82 55.7 41.8 62.8
119 31.2 24.8 37.2

82.1
Raw 50
Abundance
54.1 10.055
o 401 ‘ 671 99.0 | 250000
H‘\H\‘\\H‘\\\\‘\\H‘\H\‘\\H‘\\\\‘\\\\‘H\\‘\H\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance
1171 150000
Sub 82.1 100000
50
541 50000
Qb OTL 990 ol e
m/z--> 30 40 50 60 70 80 90 100110120  Time--> 10.00 10.10 10.20
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Abundance Scan 1794 (12.024 min): VX029288.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 12.024 min Scan#t 11gigil=gles
Delta R.T. -0.000 min [USI\ACXWDS
Lab File: VX@29516.D [(G®ICEHIEEIelEI(CH
Acq: 15 Jun 2022 19:28 &UEIENIS

Ref 50

0,

m/z—> 40 60 80 100 120 140 160 180 Tgt Ion:152 Resp: 18002 \ERIEL Integrations
Abundance Scan 1794 (12.024 min): VX029516.D\data.ms 10N Ratio  Lower  Upper BRAGIZHONZD)
150.1 152 1e0 Reviewed By :Mahesh Dadoda  06/16/2022

115 64.0 37.5 112.7
150 158.4 0.0 338.2

06/16/2022

Supervised By :Semsettin Yesilyurt

Raw 50
28.1 1151 Abundance
52.1 ’
200000
m/z--> 40 60 80 100 120 140 160 180
Abundance 150000 12,024
150.1
100000
Sub
50
o1 115.1 50000
52.1 ’
195.2
) STRSIN PN PSRN MMBMBSMEE | SSS_ 1 £71 0
m/z--> 40 60 80 100 120 140 160 180 Time--> 12.00 12.10
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