Data Path

Data File : VX@31527.D

Acqg On : 21 Sep 2022 16:16
Operator : JC/MD

Sample : N4509-16RE

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 19

Quant Time: Sep 22 01:14:08 2022

Quant Method :
Quant Title : SW846 8260
QLast Update
Response via :

Compound

Quantitation Report

Sample Multiplier: 1

: Tue Sep 20 ©9:45:29 2022
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\

Response

(LSC Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.M

S1-SO_UNK-20220902RE

Conc Units Dev(Min)

Internal Standards
1) Pentafluorobenzene
34) 1,4-Difluorobenzene
63) Chlorobenzene-d5
72) 1,4-Dichlorobenzene-d4

System Monitoring Compounds
33) 1,2-Dichloroethane-d4
Spiked Amount 50.000
35) Dibromofluoromethane

Spiked Amount 50.000
50) Toluene-d8
Spiked Amount 50.000

62) 4-Bromofluorobenzene
Spiked Amount 50.000

Target Compounds
37) Ethyl Acetate
43) Isopropyl Acetate

12.

Range
Range

Range

11.

Range

R.T. QIon
550 168
763 114
055 117
024 152
.958 65

74 - 125

.391 113

75 - 124
.653 98

86 - 113
079 95

83 - 123
727 43
.342 43

81051
133829
128962

55666

76255
Recovery
61445
Recovery
199564
Recovery
61034
Recovery

12634
52167

50.000 ug/l 0.00
50.000 ug/l 0.00
50.000 ug/l 0.00
50.000 ug/l 0.00
51.232 ug/1 0.00
= 102.460%
44,338 ug/l 0.00
= 88.680%
37.428 ug/1 0.00
= 74.860%#
33.794 ug/l 0.00
= 67 .580%t
Qvalue
4.978 ug/1 98
13.375 ug/1 99

(#) = qualifier out of range (m) =

82X091922W.M Thu Sep 22 ©5:48:41 2022

manual integration (+) = signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX092122\
Data File : VX@31527.D

Acqg On : 21 Sep 2022 16:16

Operator : JC/MD

Sample : N4509-16RE

Misc : 5.0mL/MSVOA_X/WATER S1-SO_UNK-20220902RE

ALS vial : 19 Sample Multiplier: 1

Quant Time: Sep 22 01:14:08 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X091922W.M
Quant Title : SW846 8260

QLast Update : Tue Sep 20 09:45:29 2022

Response via : Initial Calibration

Abundance TIC: VX031527.D\data.ms
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Abundance Scan 733 (5.556 min): VX031454.D\data.ms (-72 #1

168.0 | pentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT: 5.550 min Scan# 7gEgtll=ples
Ref 50 Delta R.T. -0.006 min [S\ACLEDS
Lab File: VvXx@31527.D [(GlEhISElellEIl0l
50 118.0137'0 Acq: 21 Sep 2022 16:16 S1-SO UNK-20220902RE
0\3\6\.‘0\\H"\‘H“\w\‘H\‘i\\\\”“\\\“\}‘\\’\ \H
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 81051
Abundance  Scan 732 (5.550 min): VX031527 D\data.ms 10N Ratio  Lower Upper
168.0 168 100
99 50.5 48.8 73.2
Raw &0 99.0
Abundance
137.0
srosse 10 L Y
miz--> 40 60 80 100 120 140 160 20000
Abundance
168.0 15000
Sub 50 99.0 10000
5000
137.0
o370 559 75.0 118.0 ;
m/z--> 40 60 80 100 120 140 160 Time--> 5.40 550 5.60 5.70

65.0

Abundance Scan 799 (5.958 min): VX031454.D\data.ms (-78 #33

1,2-Dichloroethane-d4
Concen: 51.232 ug/1
RT: 5.958 min Scan# 799

Ref 50 51.0 Delta R.T. ©0.000 min
102.0 Lab File: VX031527.D
37.0 Acq: 21 Sep 2022 16:16
G\‘\H‘\“\\\‘\“\‘H\“\‘\i\“\\H‘HH‘HH‘\‘\M‘H
miz--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 76255
Abundance  Scan 799 (5.958 min): VX031527.D\datams | 10N Ratio Lower Upper
65.0 65 100
67 51.2 0.0 102.4
Raw 50 51.0
Abundance
102.0
37.0 ‘
0\‘\\\‘\‘\\\‘\“\‘\\\“\‘\\\“\\\\‘8\?’\.\9\‘\\\\‘\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 20000
Abundance
65.0
Sub 10000
50 51.0
102.0
37.0
G\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\.\\‘\\\\‘\\\\‘\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 110 Time-> 5.805.906.00 6.10

VX031527.D 82X091922W.M

Thu Sep 22 05:48:46 2022
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Abundance Scan 931 (6.763 min): VX031454.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene

Concen: 50.000 ug/1l

RT: 6.763 min Scan# 9lglSidtipl=lgies
Ref 50 Delta R.T. ©.000 min MSVOA_X

63.0 Lab File: Vx@31527.D |QUEUISEINIlEIlHE
' 88.0 Acq: 21 Sep 2022 16:16 SERSIOMEINISVPAEIAN=
37.0 5%0‘ ‘ \7?0\ ‘ | l
0 \‘H\‘\“‘\\\\“H}\“M\\‘i\‘}H‘\‘\H‘\‘\‘H‘HH‘\‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:114 Resp: 133829

Abundance  Scan 931 (6.763 min): VX031527 D\data.ms 10N Ratio  Lower Upper
114.0 114 100

63 19.0 0.0 42.6
88 15.2 0.0 33.0
Raw 50
Abundance
63.0 88.0
: 50000
0 T ‘ \3\7\‘.‘1\‘\‘\5\0}‘\0\}‘\ i‘} } T }‘i?ﬁ\.(\)“\ TTT ‘ T 1‘\ T ‘ TTTT ‘ \‘ ‘\ T ‘ 1
m/z--> 30 40 50 60 70 80 90 100 110 120 40000
Abundance
114.0 30000
sub 20000
50
63.0 10000
: 88.0
o 371 50.0 75.0 0 \
A A e e e E e mat e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90
Abundance Scan 706 (5.391 min): VX031454.D\data.ms (-68 #35
97.0 Dibromofluoromethane
Concen: 44,338 ug/1l
RT: 5.391 min Scan# 706
Ref 50 61.0 Delta R.T. ©.000 min
Lab File: VX031527.D
18.9 191.8 Acq: 21 Sep 2022 16:16
0 \3\1.‘9‘\‘\ \‘Ni T \H‘i \‘1”‘1‘1‘\ T \H“\ T \:I\_\Sig\?\ BE \‘!‘\ T
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 61445
Abundance  Scan 706 (5.391 min): VX031527.D\data.ms | 10N Ratio Lower Upper
112.9 113 100
111 102.2 82.4 123.6
192 19.3 14.1 21.1
Raw 50
78.9 Abundance s hot
H 191.8 20000 :
0\\\‘\.\\\‘\\\\‘\\Hh\‘\\}\‘\\\\‘\\J\-?)ig\.?\\‘\\‘!‘\‘
m/z--> 40 60 80 100 120 140 160 180 15000
Abundance
110.9
10000
Sub
50 5000
78.9
191.8
0 40.0 159.9 0 S
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\‘\\\\‘
m/z-—-> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

VX031527.D 82X091922W.M Thu Sep 22 05:48:46 2022 Page 4



Abundance Scan 596 (4.721 min): VX031454.D\data.ms (-58 #37

43.0 Ethyl Acetate
Concen: 4,978 ug/l
RT: 4.727 min Scan#t S{UEIideinlEgies
Ref 50 Delta R.T. 0.006 min  [US\ICLS
Lab File: VvXx@31527.D [(GlEhISElellEIl0l
‘ ‘70‘.0 Acq: 21 Sep 2022 16:16 S1-SO UNK-20220902RE
0\\‘M\\\‘\\\‘\’\‘l\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\.\\
miz--> 40 60 80 100 120 140 160 180 200  Tgt Ion: 43 Resp: 12634
Abundance  Scan 597 (4.727 min): VX031527.D\data.ms | 10N Ratlo Lower Upper
43.0 43 100
61 12.6 11.1 16.7
70 10.4 8.6 13.0
Raw 50
Abundance
4000
| ‘701
0\\‘w\\\‘\\‘\‘\’\}\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ 3000
m/z-—-> 40 60 80 100 120 140 160 180 200
Abundance
43.0
2000
Sub
50 1000
70.1 ,
1 U O
miz--> 40 60 80 100 120 140 160 180 200 Time--> 4.60 4.70 4.80 4.90

Abundance Scan 862 (6.342 min): VX031454.D\data.ms (-85 #43
43.0 Isopropyl Acetate

Concen: 13.375 ug/1

RT: 6.342 min Scan# 862

Ref 50 Delta R.T. ©.000 min
Lab File:  VX@31527.D
‘ 671 87D Acq: 21 Sep 2022 16:16
0\ \\\\“1\”\\ \\\\‘\\\\ TT T T TTTT T T 1T \'\\\
miz--> §o io 50 Gb 75 sb 95 160 | Tgt Ton: 43 Resp: 52167
Abundance  Scan 862 (6.342 min): VX031527.D\datams | 10N Ratio Lower Upper
43.0 43 100

61 18.5 15.3  22.9
87 13.5 10.6 15.8

Raw 50
Abundance
61.0 87.0
0\‘\\\\“M\M\\‘\\\\“\\\\‘\\\\‘\\\‘\’\\\]-\O‘]\_.\o\\‘
miz--> 30 40 50 60 70 80 90 100 15000
Abundance
43.0 10000
Sub
50 5000
61.0 87.0
o) SR PR NN N s - £ e
miz--> 30 40 50 60 70 80 90 100  Time-> 6.20 6.30 6.40
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Abundance Scan 1241 (8.653 min): VX031454.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 37.428 ug/1l
RT: 8.653 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX@31527.D (SlEEQISEIIAE0
421 549 701 Acq: 21 Sep 2022 16:16 SERSIOMENICAHVAIEIRLS
0 \‘\Hi“\‘\u‘“\”\i\’i}1\"\\\\8’2\.\0\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 199564
Abundance Scan 1241 (8.653 min): VX031527.D\datams | 1o0 Ratio Lower Upper
98.1 98 100
100 65.3 52.5 78.7
Raw 50
Abundance
42.1 54.1 70.1
G\‘\\\\}\‘\\}11\\’\}1\"\\\\8’2\.}\\‘\}\“‘\\\\‘\ 100000
m/z--> 30 40 50 60 70 80 90 100
Abundance
98.1
50000
Sub
50
0 82.1 0 \
e B e e e e R AR R R AR O
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70

Abundance Scan 1639 (11.079 min): VX031454.D\data.ms (- #62

93.0 176.0 4-Bromofluorobenzene
Concen: 33.794 ug/1
75.0 RT: 11.079 min Scan# 1639
Ref 50 Delta R.T. ©.000 min
50.0 Lab File: VX031527.D
Acq: 21 Sep 2022 16:16
0! w‘\‘i NM T \1\1\6‘\8\ \1\4‘9\\9\ T \‘\“ T
miz--> 40 60 80 100 120 140 160 180 I8t Ion: 95 Resp: 61034
Abundance Scan 1639 (11.079 min): VX031527.D\data.ms | 10N Ratio Lower Upper
95.0 173.9 95 100
’ 174 89.9 0.0 153.2
75.0 176 88.8 0.0 144.0
Raw 50
Abundance
50.0
0 116.9 143.0 I 40000
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance 30000
93.0 173.9
20000
Sub 75.0
50
10000
50.0
0 116.9 141.0 0 /
— e — R
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00 11.10
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Abundance Scan 1471 (10.055 min): VX031454.D\data.ms ( #63

117.0 Chlorobenzene-d5

Concen: 50.000 ug/1l

82.1 RT: 10.055 min Scan# 1{QE{dUIElles

Ref 50 Delta R.T. ©.000 min MSVOA_X
520 Lab File: Vx@31527.D [(GICHIEEIelEI(6H:

Acq: 21 Sep 2022 16:16 S1-SO UNK-20220902RE
38\ \(\) H 66 MNERN 98.9 Al

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 128962
Abundance Scan 1471 (10.055 min): VX031527. D\datams | 100 Ratio Lower Upper

o

117.0 117 100
82 50.6 46.8 70.2
119 32.5 26.4 39.6
Raw 5g 82.1
Abundance
54.1
40.1
A 99.0
0\‘\\\}“\‘H\‘!\‘\\‘\H\’\\1\i\\\\‘H\\‘\\H‘H\l‘\\\\’ 80000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance 60000
117.0
40000
Sub .
50 82.1
20000
54.1
40.0
0 67.1 99.0 0 \
R AR R R e A RARaana ! T
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 10.00 10.10

Abundance Scan 1794 (12.024 min): VX031454.D\data.ms (- #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 12.024 min Scan# 1794

Ref 50 119.1 Delta R.T. ©.000 min
78.0 Lab File: VX031527.D
“ ‘ Acq: 21 Sep 2022 16:16
(O R \ ‘ T ‘\‘ T ‘ B H T \ \ T ‘ T \ [ L ‘\“\ T
miz--> 40 100 120 140 160 Tgt Ion:152 Resp: 55666

Abundance Scan 1794(12.024mln).VXO31527.D\data.ms Ion Ratio Lower Upper
150.0 152 100

115 56.8 43.4 130.1
150 158.4 0.0 346.8

Raw 50
115.0 Abundance
520 780
A — \“_w?ﬁ? 1320 60000
miz--> 0 60 80 100 120 140 160 1olu24
Abundance
150.0 40000
Sub 50 20000
115.0
520 780
0 95.9 132.0 0 —
i e e e ——
miz--> 40 60 80 100 120 140 160 Time-> 12.00  12.10
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