Data Path

Data File : VX@34565.D

Acqg On : 17 Mar 2023 05:38
Operator : JC/MD

Sample : 01907-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 39

Quant Time: Mar 17 07:53:46 2023

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

Compound

Quantitation Report

Sample Multiplier: 1

: Mon Mar 13 10:29:32 2023
Initial Calibration

¢ Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031623\

Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M

Response

(QT Reviewed)

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

11) Tert butyl alcohol
16) Acetone

18) Methyl Acetate

20) Methylene Chloride
37) Ethyl Acetate

43) Isopropyl Acetate
69) o-Xylene

Range
Range

Range

11.

Range

R.T. QIon
550 168
763 114
055 117
024 152
.952 65

78 - 117

.391 113

75 - 124
.647 98

92 - 112
079 95

83 - 123
953 59

373 43

703 43

794 84

721 43

342 43

640 106

247520 50.
427581 50.
386925 50.
164679 50.
174245 48.
Recovery
135347 47.
Recovery
526654 49.
Recovery
201498 47.
Recovery
6818 9.
86221 50.
5670 1.
12058 3.
66036 13.
265010 33.
6810 1.

000
000
000
000

ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
96.780%

ug/1 0.01
95.880%

ug/1 0.00
99.940%

ug/1 0.00
94.660%

Qvalue

ug/l # 88
ug/1 98
ug/1 97
ug/1 95
ug/1 98
ug/1 99
ug/1 92

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

82X031023W.M Fri Mar 17 15:46:33 2023

manual integration (+)

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031623\
Data File : VX@34565.D

Acqg On : 17 Mar 2023 05:38
Operator : JC/MD

Sample : 01907-01

Misc : 5.0mL/MSVOA_X/WATER

ALS vial : 39 Sample Multiplier: 1

Quant Time: Mar 17 ©07:53:46 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031023W.M
Quant Title : SW846 8260

QLast Update : Mon Mar 13 10:29:32 2023

Response via : Initial Calibration

Abundance TIC: VX034565.D\data.ms
2900000
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2700000
2600000
2500000
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500000
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400000

o-Xylene, T
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Isopropyl Acetate, T

Dibromofluoromethane,S

300000
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Nﬁ@m&féﬁf‘é%fgridej
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=
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Abundance Scan 731 (5.544 min): VX034419.D\data.ms (-71 #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  [US\ICLS
Lab File: VvX@34565.D |(®lEIEElsllEl0f
. PN 33956
750 118.01370 Acq: 17 Mar 2023 05:38
0\?7\‘\\\\‘\\\“\H\\\‘\’\\\\H‘ \\\“\}‘\\‘\“\\‘
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 247520

Abundance  Scan 732 (5.550 min): VX034565.D\datams = 1N Ratio Lower Upper
168.0 168 100

99 60.3 45.7 68.5

99.0
Raw 50
Abundance
137.0 5.550
75.0 118.0 80000
\?\’6\(‘)\ \.\:_)\5\(‘)\ \H\“\H \ \ T \"‘ TTT \H‘ \\\“ T } TT ‘\ ‘\ \‘
miz--> 40 60 80 100 120 140 160 60000
Abundance Scan 732 (5.550 min): VX034565.D\data.ms (-68
168.0
40000
99.0
Sub
50
20000
75.0 118 0137'0
olasosso B0 L P L S
miz--> 40 60 80 100 120 140 160 Time-> 5.40 550 5.60 5.70

Abundance Scan 306 (2.953 min): VX034419.D\data.ms (-29 #11

59.1 Tert butyl alcohol
Concen: 9.092 ug/l
RT: 2.953 min Scan# 306
Ref 50 Delta R.T. -0.000 min
M1 Lab File: VX034565.D
Acqg: 17 Mar 2023 05:38
0 ‘\‘*H‘\M‘*w“*“w‘*Hw?mw??-\q”w
miz--> 30 50 60 70 80 90 Tgt Ion: 59 Resp: 6818
Abundance Scan 306 (2.953 min): VX034565.D\data.ms Ton Ratio Lower Upper
59.1 89.0 59 1ee
57 5.6 8.1 12.1#
Raw 50
Abundance
44.0 2500 2953
0 ‘\‘*H‘H\“‘M‘*w“M‘*meww“mw
m/z--> 30 40 50 60 70 80 90 2000
Abundance Scan 306 (2.953 min): VX034565.D\data.ms (-25
59.1 89.0 1500
Sub 1000
50
500
42.9
0 ‘\"H“\“Mw‘Mmw”w”w“mw 0 ““‘f‘/&‘””
m/z--> 30 40 50 60 70 80 90 Time--> 290 3.00
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Abundance Scan 211 (2.373 min): VX034419.D\data.ms (-19 #16

43.0 Acetone
Concen: 50.832 ug/1l
RT: 2.373 min Scan# 21EdllEies
Ref 50 Delta R.T. -0.000 min [US\ICLES
Lab File: VX034565.D (SlULEHISEIIAE
Acq: 17 Mar 2023 ©5:38 EEEEN
0\\\”““\‘\\\‘6\5.\9\\8‘4\.\0\:\“‘)2\.\8\\‘\\\\‘\\\.\‘\
m/z--> 40 60 80 100 120 140 160 T8t Ion: 43 Resp: 86221
Abundance  Scan 211 (2.373 min): VX034565.D\datams 19" Ratlo Lower Upper
43.1 43 100
58 29.8 24.7 37.1
Raw 50
Abundance
50000 2.473
ol ul 599 815
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 40000
miz--> 40 60 80 100 120 140 160
Abundance Scan 211 (2.373 min): VX034565.D\data.ms (-16
431 30000
<ub 20000
u
50
10000
ol 229 818  ——
miz--> 40 60 80 100 120 140 160 Time--> 2.30 240 250

Abundance Scan 264 (2.697 min): VX034419.D\data.ms (-25 #18

43.0 Methyl Acetate
Concen: 1.023 ug/1
RT: 2.703 min Scan# 265
Ref 50 Delta R.T. ©.006 min
74.0 Lab File: VX034565.D
‘ 59.0 Acqg: 17 Mar 2023 05:38
GHH‘HH‘T\H‘H }“\\H‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH
miz--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 5670
Abundance  Scan 265 (2.703 min): VX034565.D\data.ms Ion Ratio Lower Upper
43.0 43 100
74 21.4 18.3 27.5
Raw 50
Abundance
74.1 3000 2.703
36.0 “‘ 59.0
OHH‘HHHHH\‘\ T \\H‘\\\\‘\\\\‘\\H‘HH‘HH‘HH‘HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 265 (2.703 min): VX034565.D\data.ms (-21 2000
74.1
Sub
50 1000
59.0 /\
0“““““ MRS O e
miz--> 30 35 40 45 50 55 60 65 70 75 80  Time-> 2.652.702.752.80
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Abundance Scan 278 (2.782 min): VX034419.D\data.ms (-26 #20

49.0 Methylene Chloride
83.9 Concen: 3.663 ug/l
RT: 2.794 min Scan# 2{gEdlEies
Ref 50 Delta R.T. ©0.012 min MSVOA_X
Lab File: VX034565.D (SlULEHISEIIAE
‘ Acq: 17 Mar 2023 ©5:38 EEEEN
0\\i“‘\h‘\\‘\\\\“\“\\\|\\\\‘\\\%4“1\.9\
m/z--> 40 60 80 100 120 140 18t Ion: 84 Resp: 12058
Abundance  Scan 280 (2.794 min): VX034565.D\data.ms 10" Ratio Lower Upper
49.0 84 100
83.9 49 121.3 103.8 155.8
51 37.1 31.8 47.8
Raw sgg 86 64.5 51.4 77.2
Abundance
8000
0‘H“i“‘lh“w‘Hw“‘wwwwwwww
m/z--> 40 60 80 100 120 140 6000
Abundance Scan 280 (2.794 min): VX034565.D\data.ms (-22
49.0 83.9
4000
Sub
50 2000
O 0'\““\“‘
miz--> 40 60 80 100 120 140 Time-> 270  2.80

Abundance Scan 797 (5.946 min): VX034419.D\data.ms (-78 #33
.0

63 1,2-Dichloroethane-d4
Concen: 48.389 ug/l
RT: 5.952 min Scan# 798
Ref 50 51.0 Delta R.T. ©.006 min
102.0 Lab File: VX034565.D
’ Acqg: 17 Mar 2023 05:38
3?0 i AN
0 \‘\\H‘\\\‘\’\H\“Hi\‘HH‘H'H‘HH‘H‘H‘H\
miz--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 174245
Abundance  Scan 798 (5.952 min): VX034565.D\datams = 100 Ratio Lower Upper
65.0 65 100
67 52.1 0.0 104.0
Raw 50
51.0 Abundance
102.0 60000 5.952
0 \‘\?Z\'c‘)\\\‘\"\‘H\“\‘\\‘\“\\\\‘8\4\.9‘\\\\‘!!\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 798 (5.952 min): VX034565.D\data.ms (-74 40000
653.0
Sub 20000
50 51.0
102.0
37.0 ‘ ‘ ‘ ‘ |
G\‘\HVM\Hﬁ\H\yucﬁ\u\‘un\\u‘H\\w\\ R R S RRREREE
miz--> 30 40 50 60 70 80 90 100 110 Time-> 5.80 5.90 6.00 6.10
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Abundance Scan 930 (6.757 min): VX034419.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. 0.006 min  [US\ICLS
63.0 Lab File: Vx@34565.D (SUERISE o
500 | 88.0 Acq: 17 Mar 2023 05:38 ESEED
0L T \?Zi.ilw T \“‘.\ T \“\ H‘} T \“iY\?\.(\)“\ TT ! T \‘1‘\ INERRREI = ‘\ T
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 427581
Abundance  Scan 931 (6.763 min): VX034565.D\datams 10" Ratlo Lower Upper
114.0 114 100
63 21.8 0.0 42.2
88 16.5 0.0 33.2
Raw 50
Abundance
50.0 e 88.0 i
0 37\\.\1\\ H. \‘ w\‘\ m7ﬁ.0\ ‘ AN il 150000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 931 (6.763 min): VX034565.D\data.ms (-88
114.0 100000
Sub
50 50000
63.0 88.0
0 ‘38,050‘0“““7?0““““‘ e Al
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.70 6.80

Abundance Scan 704 (5.379 min): VX034419.D\data.ms (-68 #35

96.9 Dibromofluoromethane
Concen: 47.943 ug/1l

RT: 5.391 min Scan# 706

Ref 50 61.0 Delta R.T. ©0.012 min
Lab File: VX034565.D
18.9 191.8 Acq: 17 Mar 2023 ©5:38
0 \Eﬁﬁ‘h T M TT \““i \‘M‘“\ T \H“\ T \]\-\5“9\8\\ BE \‘1‘\ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 135347
Abundance  Scan 706 (5.391 min): VX034565.D\datams | 10N Ratlo Lower Upper
112.9 113 100
111 101.4 83.7 125.5
192 19.4 15.4 23.2
Raw 50
Abundance
78.9 191.9 5391
0l.40.0 H T 1508 || 40000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 706 (5.391 min): VX034565.D\data.ms (65 30000
112.9
20000
Sub
50
10000
78.9 191.9
miz--> 40 60 80 100 120 140 160 180 Time--> 5.30 5.40 5.50
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Abundance Scan 593 (4.702 min): VX034419.D\data.ms (-58 #37

43.1 Ethyl Acetate
Concen: 13.940 ug/l
RT: 4.721 min Scan#t S{UEIideiglEgies
Ref 50 Delta R.T. ©.018 min  |US\ICLA
Lab File: VvX@34565.D |(®lEIEElsllEl0f
61.0 701 Acq: 17 Mar 2023 ©5:38 EEEEN
O‘HH‘HH‘\EH‘\H\‘HH‘HH‘!H\‘HH‘HH‘HH‘H\\‘S\ﬁ;%\\\\‘\\\
miz—> 30 3540 45 50 55 60 65 70 75 80 85 90 95 T8t Ion: 43 Resp: 66636
Abundance  Scan 596 (4.721 min): VX034565.D\datams 190 Ratlo Lower Upper
43.0 43 100
61 13.8 10.2 15.4
70 9.9 8.2 12.4
Raw 50
Abundance
4fr21
61.1 20000
| T eea
O‘HH‘HH“HM\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H\‘\‘HH‘\H
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 15000
Abundance Scan 596 (4.721 min): VX034565.D\data.ms (-54
43.0
10000
Sub
50
5000
611 701 88.1 A\
GWWHM1“”‘Wm‘mw‘uWHJHMHHWW“:WHw O
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time-->  4.604.704.804.90

Abundance Scan 860 (6.330 min): VX034419.D\data.ms (-85 #43
43.1 Isopropyl Acetate
Concen: 33.023 ug/1
RT: 6.342 min Scan# 862

Ref 50 Delta R.T. ©.012 min
Lab File: VX034565.D
‘ 61.0 87.0 Acq: 17 Mar 2023 05:38
G T \\\\‘ 1\”\\ \\\\‘ TTTT \\'\\ \\\‘\ TTTT \.\\\
miz--> 30 40 50 60 70 80 90 100  Tgt Ton: 43 Resp: 265010
Abundance  Scan 862 (6.342 min): VX034565.D\data.ms Ion Ratio Lower Upper
431 43 100

61 18.3 15.2  22.8
87 12.5 9.8 14.8

Raw 50
Abundance
61.1 87.0 100000 6.342
0\‘\\\\“‘H\”\\‘\\\\“‘\\\\‘\\\\‘\\\‘\‘\\\1\0‘]\-.9\\‘ 80000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 862 (6.342 min): VX034565.D\data.ms (-81
43.1 60000
40000
Sub
50
20000
61.0 87.0
ol oo o e
miz--> 30 40 50 60 70 80 90 100 Time->  6.20 6.30 6.40 6.50
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Abundance Scan 1240 (8.647 min): VX034419.D\data.ms (-1 #50

98.1 Toluene-d8
Concen: 49.973 ug/1
RT: 8.647 min Scan# 1lgfidtipl=lgiss
Ref 50 Delta R.T. -0.000 min [ISNOLWS
Lab File: VX@34565.D (GUCIEERTSIEIR
421 549 701 Acq: 17 Mar 2023 05:38 EEEEN
0\‘\\\\i\‘\\\‘i\‘\‘\\‘\}\‘\“\\\\8‘2\\0\\‘\\\“‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 526654
Abundance Scan 1240 (8.647 min): VX034565.D\datams | 10N Ratlo Lower Upper
98.1 98 100
100 65.7 52.5 78.7
Raw 50
Abundance
8.647
42.1 70.1
54.1 300000
0\‘\\\\‘\‘\\\‘“\‘\‘\\‘\\\‘\“\\\\8‘2\.\]-\\‘\\\“‘\\\\‘\
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 1240 (8.647 min): VX034565.D\ggti.ms (-1 200000
sub 100000
421 541 701
0 ‘;“““J8‘21‘ AN e
miz--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.70
Abundance Scan 1639 (11.079 min): VX034419.D\data.ms (- #62
93.0 4-Bromofluorobenzene
174.0 Concen: 47.335 ug/1
75.0 RT: 11.079 min Scan# 1639
Ref 50 Delta R.T. -0.000 min
50.0 Lab File: VX034565.D
’ Acqg: 17 Mar 2023 05:38
G \\\‘\\“\ \“H‘\ U\“\“‘\‘\ }“1‘\\]_\]-\6‘.\9\\1\4‘()\.\9\\‘\\\‘\“\
m/z--> 40 60 80 100 120 140 160 1go I8t Ion: 95 Resp: 201498
Abundance Scan 1639 (11.079 min): VX034565.D\datams = 10N Ratlo Lower Upper
95.0 95 100
1740 174 74.4 0.0 147.4
75.0 176 72.3 0.0 140.6
Raw 50
Abundance
50.0 150000 11.079
0 \\\H‘\\“\ \“H‘\ U\‘l”\w ”1‘\\]\-]\-8‘-\9\ \]-\4.‘1-\-\0\\‘\\\‘\“\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1639 (11.079 min): VX034565.D\data.ms (- 100000
95.0
174.0
Sub 75.0
50 50000
50.0
bl 17O 2800 S
miz--> 40 60 80 100 120 140 160 180 Time—> 11.00 11.10
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Abundance Scan 1471 (10.055 min): VX034419.D\data.ms (1 #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 10.055 min Scan#t 1{gSagilnlcle
Ref 50 Delta R.T. -0.000 min [S\ACLEDS
541 Lab File: Vxe34565.D |[QUCHIECECIE
401 Acq: 17 Mar 2023 ©5:38 EEEEN
[o RN H TEHPTTE MUSU. S A
m/z--> 30 40 55 6‘0 75 80 90 160 ﬁo 150 | Tgt Ton:117 Resp: 386925
Abundance Scan 1471 (10.055 min): VX034565.D\datams 10" Ratio Lower Upper
117.0 117 100
82 59.0 45.0 67.4
82.1 119 31.9 26.0 39.0
Raw 50
Abundance
54.1 10.p55
40.1 250000
0 W‘JJJMH‘Wm_‘m‘u““‘99‘9”‘,‘”1_‘”,
mlz--> 30 40 50 60 70 80 90 100 110 120 200000
Abundance Scan 1471 (10.055 min): VX034565.D\data.ms (-
117.0 150000
Sub 82.1 100000
50
54.1 50000
40.0
G‘\HH!H”\H‘w”‘w%lM“‘w‘?%wa‘”M‘”‘v ESRNARRABEEE
miz--> 30 40 50 60 70 80 90 100 110 120  Time--> 10.00 10.10
Abundance Scan 1567 (10.640 min): VX034419.D\data.ms (- #69
91.0 0-Xylene
Concen: 1.162 ug/1
RT: 10.640 min Scan# 1567
Ref 50 106.1 Delta R.T. -0.008 min
Lab File:  VX@34565.D
511 77.0 Acq: 17 Mar 2023 05:38
0‘37\‘1“\\“””\\‘_‘1‘ \‘Hm_m
miz--> 40 100 120 Tgt Ion:106 Resp: 6810
Abundance Scan 1567 (10.640 mm). VX034565.D\data.ms = 10N Ratio Lower Upper
43.1 71.1 106 100
91 229.9 108.5 325.3
89.1
Raw 50
Abundance
106.1
oL— “Hl‘ “‘SZH" ‘M‘ ‘\H‘ ‘\H\“\ , H‘\“ — %2‘9‘2‘ 10000
m/z--> 40 60 80 100 120 8000
Abundance Scan 1567 (10.640 min): VX034565.D\data.ms (-
43.1 71.1
6000 10,640
89.1
Sub 4000
50
2000
‘ ‘ 106.1
0‘“‘; = 5‘7‘? M‘u‘ e — ‘“u“ = ‘%2‘9"2‘ T
miz--> 40 60 80 100 120 Time--> 10.60 10.65 10.70
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Abundance Scan 1794 (12.024 min): VX034419.D\data.ms (- #72

150.0 | 1,4-Dichlorobenzene-d4

Concen: 50.000 ug/1l
RT: 12.024 min Scan#t 11gSidtil=gles
Ref 50 115.0 Delta R.T. -0.000 min [S\ACLEDS
78.0 Lab File: VX034565.D (ISt lellEIl0f
52.0 Acq: PN 33956
‘ ‘ q: 17 Mar 2023 05:38
ol s ol gse llazao i
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 164679
Abundance Scan 1794 (12.024 min): VX034565.D\datams 100 Ratio Lower Upper
1500 | 152 100
115 61.3 45.0 135.0
150 159.9 0.0 352.4
Raw
%0 8.0 115.0 Abundance
52.1 ' 200000
o324, w!w ol 198:9 | 1818 |
miz--> 40 60 80 100 120 140 160 150000
Abundance Scan 1794 (12.024 min): VX034565.D\data.ms (- 12.024
150.0
100000
Sub
50 115.0 50000
521 780
0 ‘3‘5;%1‘“ 1959 | 1318 | _ e
miz--> 40 60 80 100 120 140 160 Time--> 1200  12.10
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Fri Mar 17 15:46:40 2023

Page 10



