Data Path

Data File : VX028654.D

Acqg On : 12 May 2022 21:32
Operator : JC/MD

Sample : N2799-08

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 37

Quant Time: May 13 02:50:02 2022

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

Compound

Quantitation Report

Sample Multiplier: 1

: Thu May 12 14:58:53 2022
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\

Response

(QT Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M

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
16) Acetone
30) Chloroform

Range
Range

Range

11.

Range

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

61 - 141

.391 113

69 - 133
.653 98

65 - 126
079 95

58 - 135
380 43
.165 83

231530 50.000 ug/1l # 0.00
432476 50.000 ug/l 0.00
418141 50.000 ug/l 0.00
191555 50.000 ug/1l 0.00
172891 54.476 ug/1 0.00
Recovery = 108.960%
143901 50.785 ug/1 0.00
Recovery = 101.580%
531875 49.788 ug/1 0.00
Recovery =  99.580%
197981 49.618 ug/1 0.00
Recovery =  99.240%
Qvalue
3746 2.750 ug/1 95
10587 2.049 ug/l 94

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

82X051222W.M Wed May 25 ©01:22:11 2022

manual integration (+)

= signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX051222\
Data File : VX028654.D

Acqg On : 12 May 2022 21:32
Operator : JC/MD

Sample : N2799-08

Misc ¢ 5.0mL/MSVOA_X/WATER

ALS vial : 37 Sample Multiplier: 1

Quant Time: May 13 ©2:50:02 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X051222W.M
Quant Title : SW846 8260

QLast Update : Thu May 12 14:58:53 2022

Response via : Initial Calibration

Abundance TIC: VX028654.D\data.ms
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Abundance Scan 732 (5.549 min): VX028635.D\data.ms (-71 #1
168.0 pentafluorobenzene
Concen: 50.000 ug/1l

99.0 RT: 5.556 min Scan# 7EITEE
Ref 50 Delta R.T. ©0.007 min MSVOA X
Lab File: VvX028654.D [(CUEhISEIollEIl0f
750 1180370 Acq: 12 May 2022 21:32 WIIE
0 ‘3‘6"‘?‘ e ‘\w " “‘H‘ - ‘M‘ — “‘ : }“ . “\H
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 231530

Abundance  Scan 733 (5.556 min): VX028654.D\datams ~ 1N Ratio Lower Upper
168.0 168 100

99 62.5 41.7 62.5#

99.0
Raw 50
Abundance
137.0 80000 5.556
75.0
\3\6\.‘1\ \5\5‘1.?\ f \“\ w o \‘ \w T \1\1\“8‘?\ T \“ T }‘\ T \“\ T
m/z--> 40 60 80 100 120 140 160 60000
Abundance Scan 733 (5.556 min): VX028654.D\data.ms (-68
168.0
40000
b 99.0
Su
50 20000
0 137.0
75. 118.0
G\?\’G\.‘l\ \5\5\.?\”\“\WW\‘\WH\\MHH\‘\}‘H‘\ ‘\\ 7‘\\\\‘\\\\‘\\\\‘\\\
miz-> 40 60 80 100 120 140 160  Time-.> 5.40 5.50 5.60 5.70

Abundance Scan 211 (2.373 min): VX028635.D\data.ms (-20 #16

43.0 Acetone
Concen: 2.750 ug/1
RT: 2.380 min Scan#t 212
Ref 50 Delta R.T. ©0.007 min
Lab File: VX028654.D
Acq: 12 May 2022 21:32
0L \“"‘i T \7\5\'(’)\ LI B B I B R \:\1-\5\5‘1\
m/z--> 40 60 80 100 120 140 160 I8t Ion: 43 Resp: 3746
Abundance  Scan 212 (2.380 min): VX028654.D\datams ~ 100 Ratio Lower Upper
43.0 43 100
58 33.1 28.8 43.2
Raw 50
Abundance
‘ 2000 2.880
OV‘Y_Y_ML‘\\\\"\\\\’\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 1500
Abundance Scan 212 (2.380 min): VX028654.D\data.ms (-16
43.0
1000
Sub 50
500
0\\\“’“\\\\"\\\\’\\\\’\\\\‘\\\\‘\\\\‘\ T T T T T T T T T
miz--> 40 60 80 100 120 140 160 Time-> 2.302.352.40 2.45
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Abundance Scan 657 (5.092 min): VX028635.D\data.ms (-64 #30

82.9 Chloroform
Concen: 2.049 ug/l
RT: 5.105 min Scan# 6{[Eitinl=pies
Ref 50 Delta R.T. 0.013 min  [US\ICLEA
47.0 Lab File: Vx028654.D |[SUEHIEEIICIEE
Acq: 12 May 2022 21:32 WAWEE)
0\‘\H‘\‘\H!‘i\\\\‘\\\7\0‘-\0\\\‘1‘\\\‘\\\\‘\\\\‘\]-\]\-‘\7“.\9\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion: 83 Resp: 108587
Abundance  Scan 659 (5.105 min): VX028654.D\datams 19" Ratlo Lower Upper
83.9 83 100
8 71.0 52.7 79.1
Raw 50
Abundance
47.0 5.105
0\‘HH\“\‘H!‘“\H\‘HH‘H\\“\‘H\‘\H\‘HH‘H].\]\-?\.\GH‘ 3000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 659 (5.105 min): VX028654.D\data.ms (-60 2
82.9 000
sub 1000
47.0
| ‘h i ‘ 119.6
O+t e e e T T
miz--> 30 40 50 60 70 80 90 100110120  Time-> 5.00 510 5.20

Abundance Scan 799 (5.958 min): VX028635.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 54.476 ug/1
RT: 5.958 min Scan# 799
Ref 50 Delta R.T. ©.000 min
51.0 .
102.0 Lab File: VX028654.D
35‘_0 ‘ ‘ ‘ Acq: 12 May 2022 21:32
G\\‘\H‘\’\H‘\“HH“\‘\M“\H\‘H'H‘HH‘H‘H‘H
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 172891
Abundance  Scan 799 (5.958 min): VX028654.D\data.ms Ion Ratio Lower Upper
65.0 65 100
67 51.1 0.0 107.4
Raw 50
51.0 Abundance
102.0 5.958
35.0 ‘ 60000
0\\‘\\‘\‘\’\H‘\“HH“\‘\‘H“\\\\‘8\3\-\9\‘\\\\‘\!\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 799 (5.958 min): VX028654.D\data.ms (-75 40000
65.0
Sub
20000
50 51.0
102.0
35.0 ‘
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.90 6.00 6.10
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Abundance Scan 931 (6.763 min): VX028635.D\data.ms (-91 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.763 min Scan# 9lEidllEies
Ref 50 Delta R.T. ©.000 min  [US\ICLS
630 Lab File: VX028654.D [SlUEEQISEIIAEI
: 88.0 Acq: 12 May 2022 21:32 WAWEE)
50.0 75.0
0\‘\3\\7\‘1\\\\‘\\\‘\“}}\}‘i\U\\‘\\\!‘\}\\‘\\\\‘\‘\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion:114 Resp: 432476
Abundance  Scan 931 (6.763 min): VX028654.D\datams 10" Ratio Lower Upper
114.0 114 100
63 21.0 0.0 36.8
88 16.0 0.0 32.4
Raw 50
Abundance
c0o 63.0 88.0 6.763
0\‘\:\3\7\‘0\\\\‘\\}‘\“}‘}\}‘i?ﬁ\(\)‘\\\!‘\1‘\\‘\\\\‘\‘\\‘\\\ 150000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 931 (6.763 min): VX028654.D\data.ms (-88
114.0 100000
Sub
50 50000
63.0 88.0
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.60 6.70 6.80 6.90

Abundance Scan 705 (5.385 mln) VX028635.D\data.ms (-69 #35
97. Dibromofluoromethane

Concen: 50.785 ug/l

RT: 5.391 min Scan# 706

Ref 50 61.0 Delta R.T. ©0.006 min
Lab File: VX028654.D
18.9 Acq: 12 May 2022 21:32
G \:3\7\‘9\ TT M\ TT \H\ \w““\ T \ \H“\ TTT ‘ T \l\\5‘9\§\ T ‘ T \‘!‘\ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 143901
Abundance  Scan 706 (5.391 min): VX028654.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 101.7 82.8 124.2
192 17.9 16.9 25.3
Raw 50
Abundance
78.9 191.9 50000 5891
40.0 H 159.8
0\\\‘\\\\‘\\\\‘\\\\‘\\}\‘\\\\‘\\\\“\\\\‘\\‘\‘\‘ 40000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 706 (5.391 min): VX028654.D\data.ms (-65
110.9 30000
20000
Sub
50
10000
78.9 191.9
RIPYERNN I L
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 1240 (8.646 min): VX028635.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 49,788 ug/1l
RT: 8.653 min Scan# 11EdllEies
Ref 50 Delta R.T. ©.007 min  [US\ICLS
Lab File: VX028654.D [SlUEEQISEIIAEI
421 540 701 Acq: 12 May 2022 21:32 WAUIRC
0\\‘\\\\i\‘\\\‘"\l\\‘\}1\“\\\\8‘2\\1\\‘\\\“‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 531875
Abundance Scan 1241 (8.653 min): VX028654.D\datams ~ 10N Ratlo Lower Upper
98.1 98 100
180 65.3 52.6 78.8
Raw 50
Abundance
42.1 70.1 8.3
54.1 :
0\\‘\\\\“\‘\\\’\‘\‘\\‘\\‘1\“\\\\8‘2\9\‘\\\“‘\\\\‘ 300000
miz--> 30 40 50 60 70 80 90 100
Abundance 1241 (8. in): VX028654.D\data. -1
Scan (8.653 min) 02865 \gzi ms ( 200000
Sub gy 100000
421 541 70.1
Ot b b L 820 L oL
m/z--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70 8.80

Abundance Scan 1640 (11.085 min): VX028635.D\data.ms (- #62

93.0 1740 4-Bromofluorobenzene
Concen: 49.618 ug/1l
RT: 11.079 min Scan# 1639
Ref 50 5.0 Delta R.T. -0.006 min
Lab File: VX028654.D
500 Acq: 12 May 2022 21:32
G\\\‘\\‘\ \“m\ U\‘H‘\W ““‘\\]—\]—\6‘-\9\\1\4‘2\.\9\\‘\\\‘\“\\
m/z--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 197981
Abundance Scan 1639 (11.079 min): VX028654.D\datams 10N Ratlo Lower Upper
95.0 95 100
1740 174 747 0.0 163.0
~ 176 73.1 8.8 155.0
75.0
Raw 50
Abundance
50.0 150000  11.079
0 T \H“ T \“\ \‘ “H\ U\‘l” H ““ ‘ T \]\-J\-?.\O\ \]-\4>‘()\.\9\ T ‘ T \‘\“ 1
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1639 (11.079 min): VX028654.D\data.ms (- 100000
95.0
174.0
Sub 75.0
50 50000
50.0 J
bt d m90a09 [ ol Lo
miz--> 40 60 80 100 120 140 160 180 Time-->  11.00 11.10 11.20
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Abundance Scan 1471 (10.055 min): VX028635.D\data.ms (- #63
11y.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.055 min Scan#t 14{{gfSidtil=lgles
Ref 50 Delta R.T. ©0.000 min MSVOA X

Lab File: VvX028654.D [(CUEhISEIollEIl0f

541 Acq: 12 May 2022 21:32 WAWEE)
q: ay :

00 || 70, 90 |

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 418141

Abundance Scan 1471 (10.055 min): VX028654.D\data.ms 1N Ratio Lower Upper
117.0 117 100

82 56.5 41.8 62.8

o

821 119 32.1 24.8 37.2
Raw 50
Abundance
54.1 300000 10.p55
0 \‘\\\4\‘0“\‘]\_\\‘\‘\‘\\‘HH‘H\‘\‘“\‘H\‘\\9\\9’\0\\\‘\\\‘\‘\\\\‘
mlz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX028654.D\data.ms (- 200000
117.0
Sub 82.1
50 100000
54.1
0 ‘W%JO}R";‘“‘wHH'WMm‘_‘99,9”_”“_” e
m/z--> 30 40 50 60 70 80 90 100 110120  Time--> 10.00  10.10

Abundance Scan 1794 (12.024 min): VX028635.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 12.024 min Scan# 1794

Ref 50 119.1 Delta R.T. 0.000 min
5 78.0 Lab File: VX028654.D
“ Acq: 12 May 2022 21:32
(Ol ‘ \”\“\ ‘ S “‘ T \ \ \ ‘ \ T \ ‘ T \‘\ T ‘\“\ T
m/z--> 40 100 120 140 160 Tgt Ion:152 Resp: 191555

Abundance Scan 1794(12.024m|n). VX028654.D\data.ms 10N Ratio Lower Upper
150.0 152 100

115 61.5 37.5 112.7
150 155.1 0.0 338.2

Raw 50
78.0 115.0 Abundance
52.0 ‘ 250000
Ol— \w \‘\‘!‘\‘ TerT “‘ | \“\9\4\8 T 1“ \1\3-\‘]-\9‘ T \“\“\ T 200000
m/z--> 40 60 80 100 120 140 160 12l024
Abundance Scan 1794 (12.024 min): VX028654.D\data.ms (- 150000
150.0
100000
Sub
%0 115.0 50000
52.0 78.0
ol ioae | 1310 oL
m/z--> 40 60 80 100 120 140 160 Time--> 12.00 12.10
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