Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX101122\
Data File : VX@32032.D

Acqg On : 11 Oct 2022 13:26
Operator : JC/MD
Sample : N5046-04
Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 7 Sample Multiplier: 1
Manual Integrations
Quant Time: Oct 11 16:24:25 2022 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100622W.M Reviewed By :John Carlone  10/12/2022

Quant Title : SW846 8260 Supervised By :Mahesh Dadoda ~ 10/12/2022
QLast Update : Thu Oct 06 14:28:46 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.550 168 79957 50.000 ug/1 0.00
34) 1,4-Difluorobenzene 6.763 114 120966 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 119144 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.024 152 65834 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.958 65 81559 49.391 ug/1 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery =  98.780%

35) Dibromofluoromethane 5.391 113 62021 45.295 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 90.600%

50) Toluene-d8 8.647 98 241196 48.953 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery =  97.900%

62) 4-Bromofluorobenzene 11.085 95 72938 41.874 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery =  83.740%

Target Compounds Qvalue
25) 2-Butanone 4.623 43 9663m  11.015 ug/1

(#) = 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\VX101122\
Data File : VX@32032.D

Acqg On : 11 Oct 2022 13:26
Operator : JC/MD
Sample : N5046-04
Misc : 5.00g/10mL/100uL/5.00mL/MSVOA_X/MEOH
ALS vial : 7 Sample Multiplier: 1
Manual Integrations
Quant Time: Oct 11 16:24:25 2022 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X100622W.M Reviewed By :John Carlone  10/12/2022

Quant Title : SW846 8260 Supervised By :Mahesh Dadoda ~ 10/12/2022
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Response via : Initial Calibration

Abundance TIC: VX032032.D\data.ms
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Abundance Scan 733 (5.556 min): VX031915.D\data.ms (-72 #1

168.0 | 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: Vx032032.D (GlEEQISEIIAE
137.0 . . R-4
75.0 | 11‘?0 ‘ | Acqg: 11 Oct 2022 13:26
0\\\\\\\\\\“\H\\\\H\\\\ \\\\1\\\“\\ .
m/z--> ‘ 6‘0 80 1(‘,0 1éo 1)10 1éo Tgt Ion::}68 Resp: 7995 MVERNEIRGICIIE WIS
Abundance  Scan 732 (5,550 min): VX032032.D\datams  1on Ratio Lower Upper BECULuENzE
1681 168 100
99 60.8 48.8 73.2
99.0
Raw 50
Abundance
8. 0137.0 25000 5.850
11
\3\6\.‘9\ \??l?\ H?ﬁ?‘\‘\ \‘\‘i TTT \H‘ \ TT \“ T }‘\ T ‘ \“\ T
m/z--> 40 60 80 100 120 140 160 20000
Abundance Scan 732 (5.550 min): VX032032.D\data.ms (-68
168.1 15000
Sub 99.0 10000
50
5000
8. 0137.0
11
o389 580 8 | PO L .
m/z--> 40 60 80 100 120 140 160  Time-> 5.40 550 5.60

Abundance Scan 570 (4.562 min): VX031915.D\data.ms (-56 #25

Reviewed By :John Carlone
Supervised By :Mahesh Dadoda

3. 2-Butanone
Concen: 11.015 ug/1 m
RT: 4.623 min Scan# 580
Ref 50 Delta R.T. ©0.061 min
72.0 Lab File: VX032032.D
571 ‘ Acq: 11 Oct 2022 13:26
G‘\H\‘\H\‘\‘\\“\\H‘.\\H‘\\H‘\\H‘HH‘HH‘HH‘H\\
miz--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 9663
Abundance  Scan 580 (4.623 min): VX032032.D\datams | 100 Ratio Lower Upper
43.1 43 100
72 17.4 21.1 31.7#
Raw 50
Abundance
72.0 1500 41623
‘ 56.9 ‘
0‘\\\\‘\\\‘\“\\\‘\\H‘\\H‘\‘\H‘\\H‘HH‘HH“HH‘H\\
miz--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 580 (4.623 min): VX032032.D\data.ms (-52 1000
43.1
Sub
50 500
72.0
56.9 | ‘
O prrrrprrrr ‘_‘H_‘H_\WH“W‘Hm‘w_m EEEEE RS SRR
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Time--> 4.40 4.60 4.80

VX032032.D 82X100622W.M

Wed Oct 12 15:12:58 2022
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Abundance Scan 799 (5.958 min): VX031915.D\data.ms (-78 #33

63.0 1,2-Dichloroethane-d4
Concen: 49,391 ug/1
RT: 5.958 min Scan# 7{gEitigl=nies
Ref 50 51.0 Delta R.T. ©0.000 min MSVOA_X
' 1020 Lab File: Vx@32032.D [(®ICHIEEGIelE(CH
370 ‘ ‘ Acq: 11 Oct 2022 13:26 LS
0\‘\\\‘\‘\\\‘\“\‘\\\“\‘\}\“\\\\‘\\\\‘\\\\‘\\i\‘\\ .
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion:‘65 RESpZ 8155 hﬂanualnuegranons
Abundance  Scan 799 (5.958 min): VX032032.D\datams 10N Ratio Lower Upper BRNGE i ON=0)
65.0 65 1600 Reviewed By :John Carlone  10/12/2022
67 51.8 0.0 102.4 Supervised By :Mahesh Dadoda  10/12/2022
Raw 50
51.0 Abundance
102.0 30000 5.958
G\‘\\33\.?\\\‘\“\‘\\\“\‘\i\“\\\\‘8\3\-\7\‘\\\\‘!!\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX032032.D\data.ms (-75 20000
65.0
Sub 10000
50 51.0
102.0
G\_???H\U_MHyuww\\uﬁng\u\w!\w\\ R B R R I
miz--> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00

Abundance Scan 931 (6.763 min): VX031915.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.763 min Scan# 931
Ref 50 Delta R.T. ©.000 min
Lab File: VX032032.D
63.1 88.0 Acq: 11 Oct 2022 13:26
0 \‘\H‘i.‘\\\\}‘ui‘\““\}‘i?}ﬁ\'\q‘u\\‘\‘1‘\\‘\\\\‘\“\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 1208966
Abundance  Scan 931 (6.763 min): VX032032.D\datams | 100 Ratio Lower Upper
114.0 114 100
63 19.8 0.0 42.6
88 15.0 0.0 33.0
Raw 50
Abundance
co1 67.0 . 88.0 6.763
0 \‘\‘\?’\‘81.‘0\\\\“‘.\\1\““\}‘i\“\.\“u\!Hl‘u‘uu‘\“u‘u 40000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 931 (6.763 min): VX032032.D\data.ms (-88 30000
114.0
20000
Sub
50
10000
63.0 88.0
38,0 50.1 ‘ 75.0
Ovprr b e e O
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.606.706.806.90
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Abundance Scan 705 (5.385 min): VX031915.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 45,295 ug/1
RT: 5.391 min Scan# 7{gE8lEnles
Ref 50 61.0 Delta R.T. 0.006 min MSVOA_X
Lab File: VvX@32032.D [(®lEIEElsllEl0f
18.9 191.9 Acq: 11 Oct 2022 13:26 &%

0 \3\)?.‘9‘\‘\ T M\ T \U‘i \‘1”‘1‘1‘\ T \H“\ T \J\-\S“g\?\ T \“\‘\ T .
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:}13 Resp: 6202 BV EQIVEL Integratlons
Abundance  Scan 706 (5.391 min): VX032032.D\datams 10N Ratio Lower Upper BRNE i ON=0)

11p.9 113 1ee Reviewed By :John Carlone  10/12/2022
111 1e3.2 82.4 123.6 supervised By :Mahesh Dadoda  10/12/2022
192 18.3 14.1 21.1
Raw 50
Abundance
789 191.9 20000 5891
0. 399 H [T 159.8 \
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 15000
Abundance Scan 706 (5.391 min): VX032032.D\data.ms (-65
112.9
10000
Sub
50 5000
789 191.9
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1241 (8.653 min): VX031915.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 48.953 ug/1l

RT: 8.647 min Scan# 1240

Ref 50 Delta R.T. -0.006 min
Lab File: VX032032.D
42,0 70.1 Acq: 11 Oct 2022 13:26
G\\\‘,‘\i‘“i,}‘\‘\\‘\\\‘\““\\\\‘\\\\’
miz--> 40 60 30 100 120 Tgt Ion: .98 Resp: 241196
Abundance Scan 1240 (8.647 min): VX032032.D\datams = 100 Ratio Lower Upper
9g.1 98 100
100 66.3 52.5 78.7
Raw 50
Abundance
150000 8.647
42.1 70.1
Owww‘i‘iﬂ‘?ﬁﬂ.}i‘\‘\\“\\\‘\“‘\\\\‘\]\-3\371’
m/z--> 40 60 80 100 120
Abundance Scan 1240 (8.647 min): VX032032.D\data.ms (-1 100000
98.1
Sub
50 50000
42.1 70.1
ol S8 188 T
miz--> 40 60 80 100 120 Time--> 8.60 8.70
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Abundance Scan 1639 (11.079 min): VX031915.D\data.ms (- #62

93.0 4-Bromofluorobenzene
1740 concen: 41.874 ug/1
75.0 RT: 11.085 min Scan#t 1(lgigiipgl=gles
Ref 50 Delta R.T. ©0.006 min MSVOA_X
Lab File: Vx@32032.D [(®ICHIEEGIelE(CH
50.0 Acq: 11 Oct 2022 13:26 &

0 T \ ‘ T \“\ \‘ ‘H‘\ U \‘1 “‘ T w \“‘ ‘ T \J-\]-\G‘.\g\ \]-\4.‘0\-\9\ T ‘ T \‘\“ 1 .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:‘95 Resp: 7293 Manualnuegranons
Abundance Scan 1640 (11.085 min): VX032032.D\datams 10N Ratio Lower Upper BRNEON=0)

95.0 1740 95 160 Reviewed By :John Carlone  10/12/2022
174 79.0 0.0 153. Supervised By :Mahesh Dadoda  10/12/2022
176 75.8 0.0 144.
Raw 50
Abundance
50000 11.p85
0 116.9 141.0 |
- ‘ TTTT ‘ TTrTT ‘ TTTT ‘ TT T ‘ 1
M/z--> 80 100 120 140 160 180 40000
Abundance Scan 1640 (11.085 min): VX032032.D\data.ms (-
95.0 30000
174.0
Sub 75.0 20000
50
10000
50.0
0 116.9 141.0 | 0
- ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T ‘ T T T ‘ L ’ T
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10 11.20

Abundance Scan 1471 (10.055 min): VX031915.D\data.ms (- #63
11y.0 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. ©0.000 min
54.0 Lab File: VX@32032.D
Acq: 11 Oct 2022 13:26
40.0
0\‘\\\}}\‘\H‘\\H‘\\H‘H‘\‘}i\‘\\\‘\\g\\g‘(\)\\\‘\\\\“\\H‘
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 119144

Abundance Scan 1471 (10.055 min): VX032032.D\data.ms 10N Ratio Lower Upper
117.1 117 100

82 55.5 46.8 70.2
119 33.0 26.4 39.6

82.1
Raw 50
Abundance
54.0 80000 10.p55
40.1
0 \‘\\\}“\\\\i\‘\\\‘\\\\‘9\\‘\\“\\\\‘\\9\\9‘\0\\\‘\\\\“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 60000
Abundance Scan 1471 (10.055 min): VX032032.D\data.ms (-
117.1
40000
Sub 821
50 20000
54.0
o“Hﬁafu‘H‘WH‘WHLMNHW‘R%QHW‘HJMH“ e D
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 10.00 10.10
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VX032032.D 82X100622W.M

Wed Oct 12 15:13:01 2022

Abundance Scan 1794 (12.024 min): VX031915.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 12.024 min Scan#t 11gigil=gles
Ref 50 119.1 Delta R.T. 0.000 min MSVOA_X
78.0 Lab File: Vvxe32032.D |QUCIEEIECICE
52.0 ' . . R-4
Acqg: 11 Oct 2022 13:26
Ol— \w \‘\‘h!‘\‘ ‘”‘i”\ \“‘!“i \“\‘ ‘\9\9‘.(‘\)\ T }“i T \‘\ T \‘\“\ T
miz--> 40 60 80 100 120 140 160 T8t IOF‘I::!.SZ Resp: [¥1E! Manual Integrations
Abundance Scan 1794 (12.024 min): VX032032.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
150.0 | 152 160 Reviewed By :John Carlone  10/12/2022
115 61.9 43.4 130.1 Supervised By :Mahesh Dadoda  10/12/2022
150 159.2 0.0 346.8
Raw 50
780 1150 Abundance
52.0 " 80000
(o \w \‘\‘!‘\‘ “”i‘\ \“‘!“i \“\‘9\5\.§\ T \‘“ \1\3;\9‘ T \“\“\ T
miz--> 40 60 80 100 120 140 160 60000
Abundance Scan 1794 (12.024 min): VX032032.D\data.ms (- 12,024
150.0
40000
Sub 50
115.0 20000
52.0 78.0
ol m!u ol 1958 ] 1319 ] e
miz--> 40 60 80 100 120 140 160 Time--> 12.00 12.10
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