Data Path

Data File : VX026278.D

Acqg On : 04 Jan 2022 17:46
Operator : JC/MD

Sample : M5333-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16

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

Compound

Jan @5 06:12:20 2022
Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M

Quantitation Report

Sample Multiplier: 1

: Thu Dec 30 ©8:02:21 2021
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\

(QT Reviewed)

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
11) Tert butyl alcohol
16) Acetone

19) Methyl tert-butyl Ether

Range
Range

Range

11.

Range

R.T. QIon
562 168
763 114
055 117
024 152
.958 65

78 - 117

.391 113

75 - 124
.653 98

92 - 112
079 95

83 - 123
953 59
380 43
117 73

Response Conc
156440 50
268237 50.
231844 50.

98559 50.
119552 52.
Recovery
87476 50.
Recovery
313134 48.
Recovery
114043 49.
Recovery
1299 2

2114 1.
70878 11.

.000 ug/l 0.00
000 ug/1 0.00
000 ug/1 0.00
000 ug/l 0.00
824 ug/l 0.00
= 105.640%

161 ug/1 0.00
= 100.320%

274 ug/l 0.00
= 96.540%

387 ug/1 0.00
=  98.780%

Qvalue

.874 ug/1 # 73
724 ug/l 97
714 ug/1 100

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

82X123021W.M Thu Jan 06 17:28:57 2022

manual integration (+) =

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX010422\
Data File : VX026278.D

Acqg On : 04 Jan 2022 17:46
Operator : JC/MD

Sample : M5333-03

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 16 Sample Multiplier: 1

Quant Time: Jan 05 06:12:20 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X123021W.M
Quant Title : SW846 8260

QLast Update : Thu Dec 30 08:02:21 2021

Response via : Initial Calibration

Abundance TIC: VX026278.D\data.ms
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Abundance Scan 733 (5.556 min): VX026150.D\data.ms (-72 #1

168.0 = pentafluorobenzene
Concen: 50.000 ug/1l
99.0 RT:  5.562 min Scan# 7[00
Ref 50 Delta R.T. 0.006 min  [US\ICLS
Lab File: VvX@26278.D |(®IEIEEIsliEll0f
137.0 Acq: 04 Jan 2022 17:46 WANES
75.0 118.0
0\:\37\-‘0\\\\“\i\“\w\”\ \‘\WHHHHH\‘\}‘H‘\“H
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 156440
Abundance  Scan 734 (5.562 min): VX026278.D\datams ~ 10N Ratlo Lower Upper
168.0 168 100
99 64.8 45.8 68.8
99.0
Raw 50
Abundance
137.0 5.562
118.0 50000
\3\6\.9\ \5\5‘1.?\ “7\‘5‘\.?1‘\ \‘\w T \H‘ =T \“ T M\ ™ \“\ T
m/z--> 40 60 80 100 120 140 160 40000
Abundance Scan 734 (5.562 min): VX026278.D\data.ms (-68
168.0 30000
99.0
Sub 20000
50
10000
8 0137.0
118.
NECRIEL BN e e A o
miz--> 40 60 80 100 120 140 160  Time-> 540 5.0
Abundance Scan 311 (2.983 min): VX026150.D\data.ms (-28 #11
591 Tert butyl alcohol
Concen: 2.874 ug/l
RT: 2.953 min Scan# 306
Ref 50 Delta R.T. -0.030 min
41.1 Lab File: VX026278.D
Acq: 04 Jan 2022 17:46
0 L sto ] 89.1
H\‘HH‘HH‘HH‘HH‘HH‘\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH . .
m/z--> 30 35 40 45 50 55 60 65 70 75 80 8590 95 18t Ion: 59 Resp: 1299
Abundance  Scan 306 (2.953 min): VX026278.D\datams 100 Ratio Lower Upper
59.0 59 100
57 0.0 8.2 12.2#
Raw 50
Abundance
411 2.953
o L 569 600
H\‘\\H‘HH‘HH‘HH‘HH‘\H ‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance Scan 306 (2.953 min): VX026278.D\data.ms (-26
59.0 400
Sub
50 200
41.1
1T \
Orrrrrrerrrt e e e
m/z--> 3035404550556065707580859095 Time--> 290 295 3.00

VX026278.D 82X123021W.M

Thu Jan 06 17:28:59 2022
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Abundance Scan 213 (2.386 min): VX026150.D\data.ms (-20 #16

43.1 Acetone
Concen: 1.724 ug/l
RT: 2.380 min Scan# 21EdllEies
Ref 50 Delta R.T. -0.006 min [ISMOLWS
Lab File: VX026278.D (SlEEQISEIIAE
Acq: 04 Jan 2022 17:46 WANES
0\\\”““\\\\‘\\7\5\.0‘\\\\‘\\\\‘\\\\‘%5\0\.\7‘
m/z--> 40 60 80 100 120 140 Tgt Ion: 43 Resp: 2114
Abundance ~ Scan 212 (2.380 min): VX026278.D\datams 100 Ratio Lower Upper
43.0 43 100
58 29.3 24.8 37.2
Raw 50
Abundance
‘ 2[380
0\\\““!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 1000
miz--> 40 60 80 100 120 140
Abundance Scan 212 (2.380 min): VX026278.D\data.ms (-16
43.0
500
Sub
50
o—t O
miz--> 40 60 80 100 120 140 Time--> 2.35 2.40 2.45

Abundance Scan 333 (3.117 min): VX026150.D\data.ms (-32 #19

731 Methyl tert-butyl Ether
Concen: 11.714 ug/1

RT: 3.117 min Scan# 333

Ref 50 Delta R.T. ©.000 min
41.0 Lab File: VX026278.D
‘ ‘ ‘ 96.0 Acq: 04 Jan 2022 17:46
0\‘\\\\“\\\\’\\u\‘\‘\\\‘\}\\‘\\\\‘\\‘\‘\‘\\\\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 73 Resp: 70878
Abundance  Scan 333 (3.117 min): VX026278.D\data.ms Ion Ratio Lower Upper
731 73 100
57 21.4 17.0 25.6
Raw 50
Abundance
411 30000 3.417
0\‘\\\\“‘\‘\\\’\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\
m/z--> 30 60 70 80 90 100
Abundance Scan 333 (3.117 min): VX026278.D\data.ms (-28 20000
73.1
Sub
50 10000
411 571 A
owHH‘MH,HM‘Wmwmwm‘mwm =
m/z-—-> 30 40 60 70 80 90 100  Time--> 3.00 3.10 3.20
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Abundance Scan 800 (5.964 min): VX026150.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 52.824 ug/1l
RT: 5.958 min Scan# 7{gEigtll=ples
Ref 50 51.0 Delta R.T. -0.006 min |(USNLX
Lab File: VvX026278.D [(ClEhISEIlollEIl0f
102.0 MW-6
Acq: 04 Jan 2022 17:46
o | |
0 \‘\\\\‘\\\‘\“\\\\“\\}\“\\\\‘\\-\\‘\\\\‘\\i\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 119552
Abundance  Scan 799 (5.958 min): VX026278.D\datams 10" Ratio Lower Upper
65.0 65 100
67 49.7 0.0 103.4
Raw 50
51.0 Abundance
102.0 5.958
37.0 ‘ ‘ 40000
0 \‘\\\‘\“\\‘\“H\\“\‘\i\“HH‘H.H‘HH‘HM‘H
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX026278.D\data.ms (-75 30000
65.0
20000
Sub
50
51.0 10000
102.0
ol 30 Ll s okt e
m/z--> 30 40 50 60 70 80 90 100 110 Time-> 5.80  6.00

Abundance Scan 932 (6.769 min): VX026150.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. -0.006 min
63.0 Lab File: VX026278.D
50.1 ' 88.0 Acq: 04 Jan 2022 17:46
0\‘\3\\7\‘0\\\\‘\\}‘\“}‘}\1‘i7\?\\0‘\\\!‘\1‘\\‘\\\\‘\‘\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 I8t Ion:114 Resp: 268237
Abundance  Scan 931 (6.763 min): VX026278.D\datams 100 Ratio Lower Upper
114.0 114 100
63 22.3 0.0 40.0
88 16.7 0.0 30.6
Raw 50
Abundance
63.0 6.763
88.0
0\‘\3\\7\%\\?\O‘\%\‘\“}‘}\l‘i??\(\)“\\\!‘\1\\‘\\\\‘\‘\\‘\\\ 100000
m/z--> 30 40 50 60 70 80 90 100 110 120 80000
Abundance Scan 931 (6.763 min): VX026278.D\data.ms (-88
114.0 60000
Sub 40000
50
20000
co1 63.0 88.0
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80 6.90
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Abundance Scan 706 (5.391 min): VX026150.D\data.ms (-69 #35

97.0 Dibromofluoromethane
Concen: 50.161 ug/1l
610 RT: 5.391 min Scan# 7{gEgtllElples
Ref 50 ' Delta R.T. ©0.000 min MSVOA_X
Lab File: VvX026278.D [(ClEhISEIlollEIl0f
18.9 1919 Acq: @4 Jan 2022 17:46 WAUES
o310 M Lol Tl ase U
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 87476
Abundance  Scan 706 (5.391 min): VX026278.D\datams 10" Ratio Lower Upper
110.9 113 100
111 103.1 81.8 122.8
192 18.6 15.0 22.4
Raw 50
Abundance
80.9 191.9 30000 5.391
0\\4.\0‘.\()\\\‘\\\\H\\H\H\‘\\‘}\‘\\\\‘\\]r\s“g‘;g\\‘\\‘\\‘\
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 706 (5.391 min): VX026278.D\data.ms (-65 20000
112.9
sub 10000
80.9 191.9
G“‘\4‘."1“\‘“‘H"H‘H‘\‘“}‘\‘“‘\“%‘5‘\9‘?“\“““\‘ 0 T T T TTT
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50

Abundance Scan 1241 (8.653 min): VX026150.D\data.ms (-1 #50

98.1 Toluene-d8

Concen: 48.274 ug/1l

RT: 8.653 min Scan# 1241

Ref 50 Delta R.T. -0.000 min
Lab File: VX026278.D
421 g4 7?_1 621 Acq: 04 Jan 2022 17:46
G\HH“HH“HMHl\\\u\“\uu‘\“‘uu\
miz--> 35 46 56 6’0 7’0 8’0 9‘0 160 " Tgt Ion: 98 Resp: 313134
Abundance Scan 1241 (8.653 min): VX026278.D\data.ms Ion Ratio Lower Upper
98.1 98 100

1006 65.4 52.6 78.8

Raw 50
AUSSESSs
8.653
421 547 701
0 \‘\H\‘“\‘M\‘“HM’\}\‘\"H\\8’2\.}\\‘\\‘\““\\\\‘\
miz--> 30 40 50 60 70 80 90 100 150000
Abundance Scan 1241 (8.653 min): VX026278.D\data.ms (-1
98.1
100000
Sub
50 50000
421 541 701
0 ‘_m““m‘u‘!u,m“‘,‘““8,2"‘1”_0‘ [ MR e e
m/z--> 30 40 50 60 70 80 90 100 Time--> 860 8.70
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Abundance Scan 1640 (11.085 min): VX026150.D\data.ms (- #62

93.0 176.0 4-Bromofluorobenzene
' Concen: 49,387 ug/1l
75.0 RT: 11.079 min Scan# 1(QES{giinCliss
Ref 50 Delta R.T. -0.006 min [US\ICLIRS
Lab File: VX026278.D (SlEEQISEIIAE
50.1 ) O \V-6
Acq: 04 Jan 2022 17:46
0 T \ ‘ T \“\ \‘ “H\ U\‘l“‘\‘\ H\‘ ‘ T \]-\J-\G‘.\g\ \]-\4.‘1\.(\)\ T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: 114643
Abundance Scan 1639 (11.079 min): VX026278.D\datams 10N Ratlo Lower Upper
95.0 95 100
174 71.1  @0.0 157.4
174.0
50 176 68.0 0.0 154.6
Raw 50
Abundance
50.1 11.p79
80000
0 T \ ‘ T \“\ \‘ ‘H‘\ U \‘1“‘\‘} H“ ‘ T \]-\J-\7‘.\0\ \%4‘.3\.\0\ T ‘ T \‘\“ T
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1639 (11.079 min): VX026278.D\data.ms (- 00000
95.0
Sub 75.0
50
20000
50.1
b L 170 1430 S
miz--> 40 60 80 100 120 140 160 180 Tjme--> 11.00 11.10 11.20

Abundance Scan 1471 (10.055 min): VX026150.D\data.ms (- #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 10.055 min Scan# 1471
Ref 50 Delta R.T. ©0.000 min
54.1 Lab File:  VX026278.D
40.0 Acq: 04 Jan 2022 17:46
0\\‘\\\\‘}\‘\\\‘\\\\‘\\\\‘\\‘\‘\‘i\‘\\\‘\\9\\9‘-\0\\\‘\\\\“\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 231844

Abundance Scan 1471 (10.055 min): VX026278.D\data.ms 10N Ratio Lower Upper
117.1 117 100

82 59.6 43.8 65.6

82.1 119 32.2 25.2 37.8
Raw 50
Abundance
54.1 10.055
0 4&1 H L 67.0 1. 99.0 I} 150000
H‘\\H‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX026278.D\data.ms (-
117.1 100000
82.1
Sub 50 50000
54.1
40.0
Obepreetbbrrrpbber 879 gl 890 L S
m/z--> 30 40 50 60 70 80 90 100 110120  Time--> 10.00 10.10 10.20
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Abundance Scan 1794 (12.024 min): VX026150.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
119.1 RT: 12.024 min Scan#t 11gigil=gles
Ref 50 Delta R.T. ©0.000 min MSVOA_X
52.1 78.0 Lab File: VX026278.D (GUEIEERTIEIH
‘ Acq: 04 Jan 2022 17:46 WANES
0 ‘3‘5‘78‘ AN ‘m‘\‘ ‘\“ y ‘\\‘\‘ : ‘9‘ : “‘ - “‘ = “‘\“ =
m/z--> 60 80 100 120 140 160 18t Ion:152 Resp: = 98559
Abundance Scan 1794 (12.024 min): VX026278.D\datams 10N Ratio Lower Upper
150.0 152 100
115 63.3 41.3 123.9
150 156.3 0.0 351.8
Raw
%0 51 78.1 115.0 Abundance
0L \"‘ T \“\‘ “”i T \“\ \6\’(‘)\ T 1“ \1\3;\9‘ T \w\ T 100000
miz--> 40 60 80 100 120 140 160 12024
Abundance Scan 1794 (12.024 min): VX026278.D\data.ms (-
150.0
50000
Sub
50 115.0
521 /8.1
0Lt “ - ‘M‘ 1960 || 1319 -
miz--> 40 60 80 100 120 140 160 Time--> 12.00 12.10

VX026278.D 82X123021W.M
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