Data Path

Data File : VX029645.D

Acqg On : 21 Jun 2022 06:55
Operator : JC/MD

Sample : N3354-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 40

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

Compound

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
16) Acetone

19) Methyl tert-butyl Ether

Jun 21 08:48:16 2022
Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M

12.

Range
Range

Range

11.

Range

Quantitation Report

Sample Multiplier: 1

: Mon Jun 20 01:31:01 2022
Initial Calibration

R.T. QIon
556 168
763 114
055 117
024 152
.958 65

74 - 125

.391 113

75 - 124
.653 98

86 - 113
079 95

83 - 123
386 43
123 73

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\

Response

(QT Reviewed)

Conc Units Dev(Min)

275878 50.000
467756 50.000
403533 50.000
170168 50.000
158229 43.328
Recovery =
140373 46.050
Recovery =
528012 47.415
Recovery =
184422 43.915
Recovery =
2622 1.801
4584 0.472

ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
86.660%

ug/1 0.00
92.100%

ug/1 0.00
94.820%

ug/1 0.00
87.820%

Qvalue

ug/1 100
ug/l # 87

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

82X061822W.M Tue Jun 21 17:09:09 2022

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX062022\
Data File : VX029645.D

Acqg On : 21 Jun 2022 06:55
Operator : JC/MD

Sample : N3354-08

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Time: Jun 21 08:48:16 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X061822W.M
Quant Title : SW846 8260

QLast Update : Mon Jun 20 ©1:31:01 2022

Response via : Initial Calibration

Abundance TIC: VX029645.D\data.ms
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Abundance Scan 733 (5.556 min): VX029559.D\data.ms (-72 #1

168.1 | pentafluorobenzene
Concen: 50.000 ug/1l
99.1 RT: 5.556 min Scan# 7{iEUAIuELE
Ref 50 Delta R.T. -0.000 min MS_VOA_X
Lab File: VX029645.D [SlUEEQISEIAEN
137.1 . . MW-52
750 1181 Acq: 21 Jun 2022 ©6:55
0\3\7\.R\H“\M“\W\”\\\‘i\\\\““\\\‘\}‘\\‘\‘H‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 275878
Abundance  Scan 733 (5.556 min): VX029645 D\data.ms | 10N Ratlo Lower Upper
1681 168 100
99 61.0 41.7 62.5
99.1
Raw 50
Abundance
137.1
75.0 118.0
\3\6\.‘]-\ \5\5\.?\“\“\‘}}\\‘\‘i\\\\H‘}\\\“\}‘\\‘\ ‘\\‘ 80000
m/z--> 40 60 80 100 120 140 160
Abundance 60000
168.1
cub 99.1 40000
u
50
20000
118 0137'1
5370 56.0 75.0 : | x
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘ \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 Time--> 5.40 5.50 5.60 5.70

Abundance Scan 213 (2.386 min): VX029559.D\data.ms (-20 #16

3 Acetone
Concen: 1.801 ug/1
RT: 2.386 min Scan# 213
Ref 50 58.1 Delta R.T. -0.000 min
’ Lab File: VX029645.D
Acqg: 21 Jun 2022 06:55
PSR VTR .
\H‘HH‘HH‘H \‘HH‘HH’H\\‘HH‘HH‘HH‘HH‘HH‘ . .
miz--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 2622
Abundance  Scan 213 (2.386 min): VX029645 D\datams | 10N Ratio  Lower Upper
431 43 100
58 35.8 28.8 43.2
Raw 50
57.9 Abundance
1500
369“‘ 75.1
0 \H‘HH“\‘\H‘H \“H‘H‘HH’H\\‘HH‘HH‘HH“HH‘HH‘
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance 1000
43.1
Sub
50 500
57.9
36.9 75.1 .
O rrrprrrr R T e e e
m/z-—-> 30 35 40 45 50 55 60 65 70 75 80  Time--> 235 240 2.45
VX029645.D 82X061822W.M Tue Jun 21 17:09:12 2022
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Abundance Scan 333 (3.117 min): VX029559.D\data.ms (-32 #19

731 Methyl tert-butyl Ether
Concen: 0.472 ug/l
RT: 3.123 min Scan# 3t glEnies
Ref 50 Delta R.T. ©.006 min  [US\ICLS
571 Lab File: Vx029645.D [SUERISERICIe
41.1 >f. Acq: 21 Jun 2022 06:55 WANE
[ %0 41.9
0 \\“‘\‘\\W i“\\\‘\‘\\\‘\"\\\\‘\\\\‘\.\
miz--> 40 60 80 100 120 140 Tgt Ion: 73 Resp: 4584
Abundance  Scan 334 (3.123 min): VX029645.D\datams | 10N Ratio Lower Upper
73.1 73 100
57 26.9 16.8 25.2#
Raw 50
410 57.1 Abundance
G T \“““H‘ T ‘\ T \‘\ ‘ L ’ L ‘ L ‘ T 1500
m/z--> 40 60 80 100 120 140
Abundance
731 1000
Sub
50 500
57.1
41.0
o o
miz--> 40 60 80 100 120 140  Time--> 3.053.10 3.15 3.20

Abundance Scan 799 (5.958 min): VX029559.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 43.328 ug/l
RT: 5.958 min Scan# 799
Ref 50 Delta R.T. ©.000 min
51.0 Lab File:
102.0 a ile: VX029645.D
Acqg: 21 Jun 2022 06:55
0 \‘\\3?\.?\H‘\“\‘\\\|‘\‘\M“HH‘H'H‘HH‘MM‘\H
miz--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 158229
Abundance  Scan 799 (5.958 min): VX029645 D\datams | 10N Ratio Lower Upper
65.0 65 100
67 53.0 0.0 107.4
Raw 50
51.0 Abundance
102.0
0\‘\\37\.(‘)\\\\“\\\\‘\‘\}\“\\\\‘8\4\.9‘\\\\‘\‘!\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 40000
Abundance
65.0
Sub 20000
50
51.0
102.0
0 37.0 84.0 0 ) \
T T R
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): VX029559.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 MSVOA_X
Lab File: VX029645.D [SlUEEQISEIAEN
63.1 88.1 Acq: 21 Jun 2022 06:55 WANE
0 3770 590“ mh \\\7‘\5‘.1\ ‘ i Al
m/z--> 30 40 50 60 70 80 90 100 110 120 T&t Ton:114 Resp: 467756
Abundance  Scan 931 (6.763 min): VX029645.D\datams | 10N Ratio Lower Upper
114.1 114 100
63 18.2 0.0 36.8
88 15.8 0.0 32.4
Raw 50
Abundance
s 631 88.0 200000
0‘_?‘7(‘1””“‘H‘W‘m17‘?;9“””_%Wm‘u‘u‘m
miz--> 30 40 50 60 70 80 90 100 110 120 150000
Abundance
114.1
100000
Sub
50 50000
63.1 88.0
0 37.1 50.1 75.0 )\
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): VX029559.D\data.ms (-68 #35
97.0 Dibromofluoromethane

Concen: 46.050 ug/l

RT: 5.391 min Scan# 706

Ref 50 61.0 Delta R.T. 0.000 min
Lab File:  VX029645.D
119.0 192.0 | Acq: 21 Jun 2022 06:55
0 \?\’Z"O\‘\ T }“\ T \H‘\ \‘1“‘1‘1‘\ t \H‘H RRAR \1”519(?\ a \‘!‘\ r
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 140373
Abundance  Scan 706 (5.391 min): VX029645 D\data.ms 10N Ratio  Lower Upper
111.0 113 100

111 102.3 82.8 124.2
192 18.7 16.9 25.3

Raw 50
Abundance .
78.9 191.9 5.891
0,399 H TR 1599 | 40000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance 30000
111.0
20000
Sub
50
10000
78.9 191.9
0 44.0 159.9 0 )
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 1241 (8.653 min): VX029559.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 47.415 ug/1
RT: 8.653 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VvX029645.D [(®IEIEEIsllEl0f
421 5471 701 Acq: 21 Jun 2022 06:55 WK
0 \‘HHi\‘\H“\‘\‘\\‘\H\“\\\\8‘2\.}\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 528012
Abundance Scan 1241 (8.653 min): VX029645 D\data.ms | 10N Ratio Lower Upper
98.1 98 100
100 67.0 52.6 78.8
Raw 50
Abundance
42.1 70.1 300000
G\‘\\\\“\‘\\\“5\‘4\‘.\]_\‘\\‘\‘\“\\\\8‘2\.\1\\‘\\‘\“‘\\\\‘\
miz--> 30 40 50 60 70 80 90 100
Abundance
981 200000
sub 100000
42.1 70.1
. 54.1 821
R SN N LR - e
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70

Abundance Scan 1640 (11.085 min): VX029559.D\data.ms (- #62

95.1 4-Bromofluorobenzene
1741 concen: 43.915 ug/1
RT: 11.079 min Scan# 1639
Ref 50 75.0 Delta R.T. -0.006 min
Lab File: VX029645.D
50.0 Acqg: 21 Jun 2022 06:55
[ \H‘ T \“‘\ t ‘m\ U \“\““ 4 i“\‘ T \1\1\7‘\0\ \%1‘13\\0\ T \‘\“ T
miz--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 184422
Abundance Scan 1639 (11.079 min): VX029645 D\data.ms | 10N Ratio Lower Upper
95.1 95 100
174 74.3 0.0 163.0
1741 176 72.0 0.0 155.0
Raw 50 75.0
Abundance
50.0
0 L \‘\ i H \‘\ Il w‘\ 1189 1410 il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180 100000
Abundance
95.1
174.1
50000
sub o 75.0
50.0
0 117.0 143.0 0 \
I B R e e
m/z--> 40 60 80 100 120 140 160 180 Time--> 11.00 11.10
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Abundance Scan 1471 (10.055 min): VX029559.D\data.ms ( #63
117.1 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.055 min Scan#t 14{{gfSidtil=lgles
Ref 50 Delta R.T. ©.000 min  [US\ICLS
Lab File: VX029645.D [SlUEEQISEIAEN
54.1 Acq: 21 Jun 2022 06:55 WANE
0 \‘\\\4\0‘\0\\\‘\‘\‘\\‘\\\\‘\\1\"‘\‘\\\‘\\9\\9’.(\)\\\‘\\\1‘\\\\’
m/z--> 30 40 50 60 70 80 90 100110120 18t Ion:117 Resp: 463533
Abundance Scan 1471 (10.055 min): VX029645 D\data.ms | 10N Ratlo  Lower Upper
117.1 117 100
82 56.1 41.8 62.8
821 119 32.2 24.8 37.2
Raw 50
Abundance
300000
54.1
0 \‘\\\4\(‘)\]\-\\‘\‘\‘\\‘\\\\‘\\1\"‘\‘\\\‘\\9\\9’9\\\‘\\\1‘\\\\’
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance 200000
117.1
Sub 82.1 100000
50
54.1
0 40.1 67.1 99.0 _
RUNSUNVININN T T £ SNTR U 4R | =
miz--> 30 40 50 60 70 80 90 100 110120  Time-> 10.00  10.10

Abundance Scan 1794 (12.024 min): VX029559.D\data.ms (-

#72

150.1 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
1191 RT: 12.024 min Scan# 1794
Ref 50 ) Delta R.T. ©.000 min
78.0 Lab File:  VX029645.D
‘ Acqg: 21 Jun 2022 06:55
0\\\%\\\‘\“\‘\\‘M‘\\\\‘\\\f‘\\\‘\‘\\‘\“\‘\
miz--> 40 60 100 120 140 160 Tgt IOI"IZ:!.52 Resp: 170168
Abundance Scan 1794 (12.024 min): VX029645.D\data.ms | 1on  Ratio Lower Upper
150.1 152 100
115 63.5 37.5 112.7
150 157.4 0.0 338.2
Raw 50
1151 Abundance
521 78.1
0\\\‘i\\‘!‘\“\\\“!“\‘\9\5\.0‘\\\\“\1\3\2.\]_‘\\‘\“\‘\ 200000
miz--> 40 60 80 100 120 140 160
Abundance 150000 12.024
150.1
100000
Sub 50
1151 50000
521 78.1
0 . 132.1
L T et £ = L T
m/z--> 40 60 80 100 120 140 160 Time--> 12.00 12.10
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