Data Path

Data File : VN@76518.D

Acqg On : 02 Feb 2023 18:28
Operator : JC\MD

Sample : PB150614ZHE#4

Misc : 5.0mL/MSVOA_N/WATER

ALS vial : 1

Quant Time: Feb 03 01:04:30 2023

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

Compound

Quantitation Report

Sample Multiplier: 1

: Tue Jan 17 ©3:59:22 2023
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@20223\

(QT Reviewed)

PB150614ZHE#4

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11623W.M

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

20) Methylene Chloride
37) Ethyl Acetate

43) Isopropyl Acetate

Range

Range

1e.

Range

12.

Range

R.T. QIon
235 168
106 114
870 117
794 152
.588 65

74 - 125

.171 113

75 - 124
571 98

86 - 113
853 95

83 - 123
442 43

289 84

571 43

694 43

Response Conc
546029 50.
934898 50.
829872 50.
313883 50.
324228 53.

Recovery
275201 47.
Recovery
1093210 50.
Recovery
356680 50.
Recovery
41771 21
27262 4.
54562 8.
507241 46

000 ug/1l 0.00
000 ug/l 0.00
000 ug/1 0.00
000 ug/l 0.00
032 ug/1 0.00
= 106.060%

058 ug/1 0.00
= 94.120%

616 ug/1 0.00
= 101.240%

588 ug/1 0.00
= 101.180%

Qvalue

246 ug/l 89
148 ug/1 94
216 ug/l # 96
779 ug/l # 73

= qualifier out of range (m) =

82N011623W.M Fri Feb ©3 16:53:57 2023

manual integration (+) =

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©20223\
Data File : VN@76518.D

Acqg On : 02 Feb 2023 18:28

Operator : JC\MD

Sample : PB150614ZHE#4

Misc : 5.0mL/MSVOA_N/WATER PB150614ZHE#4

ALS vial : 1 Sample Multiplier: 1

Quant Time: Feb 03 01:04:30 2023

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011623W.M
Quant Title : SW846 8260

QLast Update : Tue Jan 17 ©3:59:22 2023

Response via : Initial Calibration

Abundance TIC: VN076518.D\data.ms
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Time--> 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00  16.00
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Abundance Scan 1050 (8.230 min): VN076264.D\data.ms (-1 #1

168.1 Pentafluorobenzene
Concen: 50.000 ug/1l
RT: 8.235 min Scan# 1({EidliglEies
Ref 50 Delta R.T. ©0.005 min MS_VOA_N
Lab File: VN@76518.D [SlEEISEIIAE
561 84.0 137.1 Acq: 02 Feb 2023 18:28 PB150614ZHE#4
0\\\‘\\\‘\“\H\“\}!\\\‘\5\\9\“\\\\“\}‘\\‘\ ‘\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 546629
Abundance Scan 1051 (8.235 min): VNO76518.D\datams 10" Ratio Lower Upper
168.1 168 100
99 59.7 41.6 62.4
99.0
Raw 50
Abundance
- 137.1 8.435
0 \‘?\’7\‘]\-\ T \ ‘ T ”\“\w } T \‘\‘i TTT \H‘ \ TT \“ T }‘\ T ‘\ ‘\ T ‘]\-\9\2\-‘0 200000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1051 (8.235 min): VN076518.D\data.ms (-¢ 150000
168.1
100000
99.0
Sub
50
50000
137.1
2 v S I S Y =
miz--> 40 60 80 100 120 140 160 180  Time-> 8.10 820 8.30

Abundance Scan 406 (4.442 min): VN076264.D\data.ms (-3¢ #16

43.0 Acetone
Concen: 21.246 ug/l
RT: 4.442 min Scan# 406
Ref 50 Delta R.T. -0.000 min
Lab File: VNO76518.D
Acq: 02 Feb 2023 18:28
G\ T “‘\ 1T ‘6\5.\8\ T ‘8\6\.8\ T ‘ T \]\-]\.8‘.(\)\ T ‘ \]\-\54\.‘8\
m/z-> 40 60 80 100 120 140 160 T8t Ion: 43 Resp: 41771
Abundance  Scan 406 (4.442 min): VN0O76518.D\data.ms Ion Ratio Lower Upper
43.0 43 100
58 27.0 26.7 40.1
Raw 50
Abundance
4.442
0\\\“i‘u\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\|\ 10000
miz--> 40 60 80 100 120 140 160
Abundance Scan 406 (4.442 min): VN076518.D\data.ms (-35
43.0
Sub 5000
50
0\\\“i“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ OV\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 Time--> 440 450 4.60
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Abundance Scan 550 (5.289 min): VN076264.D\data.ms (-53 #20
49

0 84.0 Methylene Chloride
Concen: 4,148 ug/1l
RT: 5.289 min Scan# S{gEtiglcpies
Ref 50 Delta R.T. -0.000 min [US\eZEN
Lab File: VN@76518.D [SlEEISEIIAE
370 ‘ Acq: 02 Feb 2023 18:28 [HERENEYALIE
0 H\‘HH“\}.\\“HH‘\H }HH‘HH‘HH‘HH‘\\H‘HH‘H} i\\!\‘\\\\‘\\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 18t Ion: 84 Resp: 27262
Abundance  Scan 550 (5.289 min): VNO76518.D\datams 10" Ratio Lower Upper
49.0 84.0 84 100
49 96.2 84.5 126.7
51 32.1 26.8 39.0
Raw gg 8 61.4 52.0 78.0
Abundance
0 420 L 8000
H\‘HH‘HH‘HH‘\H‘\\H‘HH‘HH‘HH‘HH‘\\H‘H\ ‘HH‘HH‘H
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance Scan 550 (5.289 min): VN076518.D\data.ms (-4¢ 6000
49.0 84.0
4000
Sub
R
2000
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time--> 520 5.30 5.40

Abundance Scan 1110 (8.582 min): VN076264.D\data.ms (-1 #33

65.0 1,2-Dichloroethane-d4
781 Concen: 53.032 ug/1
RT: 8.588 min Scan# 1111
Ref 50 51.0 Delta R.T. ©.006 min
102.0 Lab File: VNOe76518.D
37‘_0 ! ‘ ‘ ‘ Acq: 02 Feb 2023 18:28
0 \‘\H\‘“\\\‘\“\H\“\\M“\‘H\“HH‘HH‘HM‘H
miz--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 324228
Abundance Scan 1111 (8.588 min): VNO76518.D\data.ms A 100 Ratio Lower Upper
65.0 65 100
67 51.5 0.0 104.6
Raw 50
51.0 Abundance
102.0 8.588
0 \‘\3\3\.(‘)\\\‘\“\‘H\“\‘\M“\\\\‘8\?’\.\8\‘\\\\‘111\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 100000
Abundance Scan 1111 (8.588 min): VN076518.D\data.ms (-1
65.0
sub 50000
50
51.0
102.0
0 370\‘838\\ e e
miz--> 30 40 50 60 70 80 90 100 110 Time--> 850 8.60 8.70
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Abundance Scan 1199 (9.106 min): VN076264.D\data.ms (-1 #34

114.1 1,4-Difluorobenzene

Concen: 50.000 ug/1l

RT: 9.106 min Scan# 1UgSIAtTIEIs

Ref 50 Delta R.T. -0.000 min [US\eZEN
Lab File: VN@76518.D [(®lEIEEpIsllEllof
63.0 . . PB150614ZHE#4
50.0 750 88.0 Acq: 02 Feb 2023 18:28
0 \‘\:\gzﬂ-‘o\\\\“\\i‘\“H\}‘i\“\\“\‘\\!‘\‘}‘\\‘HH‘\“H‘\H
miz--> 30 40 50 60 70 80 90 100 110 120 | Tgt Ion:114 Resp: 934898

Abundance Scan 1199 (9.106 min): VN076518.D\datams = 1o Ratio Lower Upper
114.1 114 100

63 18.8 0.0 35.8
88 15.3 0.0 28.0
Raw 50
Abundance
63.1 88.0 9.106
370 °0.0 | 75‘,0 ‘ | ‘ 400000
0 \‘\H‘\“HH“\\i\“H\}‘i\}H“\\H‘\‘\‘\\‘HH‘\‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1199 (9.106 min): VN076518.D\data.ms (-1~ 300000
114.1
200000
Sub
50
100000
63.1
88.0
50.0
0 ‘_3‘75?””}“m‘w‘um‘i?‘?f?‘uH!_m‘mww‘wm o
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 9.00  9.20

Abundance Scan 1040 (8.171 min): VN076264.D\data.ms (-1 #35

91.0 Dibromofluoromethane
Concen: 47.058 ug/1l

RT: 8.171 min Scan# 1040

Ref 50 61.0 Delta R.T. -0.000 min
Lab File: VN@76518.D
18.9 191.9 Acq: 02 Feb 2023 18:28
0 \31"0\\ - M " \U‘i \‘\“\‘““\ rh \H‘H e \1\\5?(?\ . A, r
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 275201
Abundance Scan 1040 (8.171 min): VNO76518.D\data.ms 10N Ratio Lower Upper
111.0 113 100
111 103.2 82.7 124.1
192 18.9 15.6 23.4
Raw 50
Abundance
79.0 191.9 8.471
oL 240 |y | 1509 | 100000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1040 (8.171 min): VN076518.D\data.ms (-§
111.0
50000
Sub
50
79.0 191.9
0”‘4\4‘"0"\"”U"HH‘\""\””\”1“5?"?”\”“‘\‘ O
miz--> 40 60 80 100 120 140 160 180 Time--> 8.10 8.20 8.30
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Abundance Scan 937 (7.565 min): VN076264.D\data.ms (-93 #37

54.0 Ethyl Acetate
Concen: 8.216 ug/l
43.0 RT: 7.571 min Scan# 91t Eies
Ref 50 Delta R.T. ©.006 min  |US\eLEN
Lab File: VN@76518.D [(®lEIEEpIsllEllof
0.0 Acq: 02 Feb 2023 18:28 [HERENEYALIE
0 H\‘HH‘\-\?}H‘ H‘HH“H! ‘H?‘J}"\(\)\‘\\H}‘H}\‘HH‘HH‘S\%.\‘()HH‘HH
m/z--> 303540 4550 55 60 65 70 7580 8590 95 T8t Ion: 43 Resp: 54562
Abundance  Scan 938 (7.571 min): VNO76518.D\datams = 10N Ratlo Lower Upper
43.0 43 100
61 16.8 11.1 16.7#
76 12.5 10.0 15.0
Raw 50
Abundance
7.571
61.0 70.0
\H‘HH‘HHiH \‘\H\‘\\H‘H\\‘\H\‘\\H‘H\\‘HH‘HH‘HH‘HH‘HH
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance Scan 938 (7.571 min): VNO76518.D\data.ms (-8¢ 15000
43.0
10000
Sub
50
5000
61.0
meme
Ot T
miz--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95  Time--> 750 7.60 7.70

Abundance Scan 1129 (8.694 min): VN076264.D\data.ms (-1 #43
431 Isopropyl Acetate
Concen: 46.779 ug/1l
RT: 8.694 min Scan# 1129

Ref 50 Delta R.T. ©.000 min
62.0 Lab File: VNO76518.D
‘ H 87‘-1 Acq: 02 Feb 2023 18:28
0\\\”‘1‘\‘\\“1\\\ L T e L
miz--> 40 60 80 100 120 140 160 Tgt Ion: 43 Resp: 5067241
Abundance Scan 1129 (8.694 min): VN076518.D\data.ms Ion Ratio Lower Upper
431 43 100

61 12.3 23.5 35.3#
87 8.9 13.8 20.6#

Raw 50
Abundance
150000
611 g7, 8.694
ol I are - aeso
miz--> 40 60 80 100 120 140 160
Abundance Scan 1129 (8.694 min): VN076518.D\data.ms (-1 100000
43.1
Sub
50 50000
611  g74 /\L
ol L awe - 1es0 ok
miz--> 40 60 80 100 120 140 160  Time--> 8.60 8.80 9.00
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Abundance Scan 1448 (10.571 min): VN076264.D\data.ms (; #50

98.1 Toluene-d8
Concen: 50.616 ug/l
RT: 10.571 min Scan#t 14gigill=gles
Ref 50 Delta R.T. -0.000 min [US\eZEN
Lab File: VN@76518.D [(®lEIEEpIsllEllof
420 701 Acq: 02 Feb 2023 18:28 WEHEINIEyALISS
0\\\i‘\i‘“\‘}‘\‘\\‘\\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 98 Resp: 1093218
Abundance Scan 1448 (10.571 min): VNO76518.D\datams = 10N Ratlo Lower Upper
98.1 98 100
100 66.1 52.2 78.4
Raw 50
Abundance
10671
421 70.1
O\Hi‘\i‘“i 1‘\‘\\“\\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7\.2\
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 1448 (10.571 min): VN0O76518.D\data.ms (
98.1
Sub 200000
50
42.0 70.1
GH\i‘\{‘\”{‘HH\“\H‘\““H\\‘HH‘HH‘HH‘H\\Z‘Q\?\.Z\ o—— —
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.60

Abundance Scan 1835 (12.847 min): VN0O76264.D\data.ms (- #62

95.1 174.0 | 4-Bromofluorobenzene
Concen: 50.588 ug/1l

RT: 12.853 min Scan# 1836

75.0
Ref 50 Delta R.T. ©0.006 min
Lab File: VN@76518.D
50.0 Acq: 02 Feb 2023 18:28
0 116.9 140.9 L
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
miz--> 40 60 80 100 120 140 160 180 gt Ion: 95 Resp: 356680
Abundance Scan 1836 (12.853 min): VN076518.D\data.ms Ion Ratio Lower Upper
95.1 95 100
1740 | 174 77.7 0.0 174.6
176  74.7 0.0 167.8
Raw 50 75.0
Abundance
50.0 200000 12,853
0 116.9 141.0 |
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 40 60 80 100 120 140 160 180 150000
Abundance Scan 1836 (12.853 min): VN076518.D\data.ms (
95.1
174.0 100000
sub 75.0
50000
50.0
0 116.9 141.0 | ol
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\\
miz--> 40 60 80 100 120 140 160 180 Time-> 12.80 12.90
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Abundance Scan 1668 (11.865 min): VN076264.D\data.ms (; #63
117.1 Chlorobenzene-d5
Concen: 50.000 ug/1l

82.1 RT: 11.870 min Scan# 1(QELdUIEIes
Ref 50 Delta R.T. ©0.005 min MSVOA N
Lab File: VN@76518.D [(CEhlSEIlollEIl0f
54.1 Acq: 02 Feb 2023 18:28 MENGIUNCFAZI=
ol 200 Il eee il w0 Il
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 829872

Abundance Scan 1669 (11.870 min): VN076518 D\datams 10N Ratio Lower Upper
117.1 117 100

82 56.0 42.2 63.2
119 32.5 26.9 40.3

82.1
Raw 50
Abundance
54.1 11/870
40.0 400000
0\‘\\\\‘\\\\‘!\‘\\‘\\\\‘\\1}“\‘\\\’\\\\g‘(\)\\\‘\\\\“\\\\‘
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1669 (11.870 min): VN076518.D\data.ms (-~ 300000
117.1
200000
Sub o 82.1
100000
54.1
o, 200 | eto 0 | B S
miz--> 30 40 50 60 70 80 90 100 110120  Time-> 11.80 11.90

Abundance Scan 1996 (13.794 min): VN0O76264.D\data.ms (- #72

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

RT: 13.794 min Scan# 1996

Ref 50 Delta R.T. -0.000 min
8.0 115.1 Lab File: VN@76518.D
52.0 Acq: ©2 Feb 2023 18:28
ot s L
miz--> 40 60 80 100 120 140 160 T8t Ion:152 Resp: 313883

Abundance Scan 1996 (13.794 min): VN076518.D\data.ms Ion Ratio Lower Upper
150.1 152 100

115 61.7 29.6 88.9
150 157.4 0.0 351.4
Raw 50
78.1 1151 Abundance
52.0
Ol— \‘i T \‘!‘\‘ “”\‘\ \“\9\6\‘1\ T 1“ \1\3-\1\9‘ T \‘\“\ T
m/z--> 40 60 80 . 100 120 140 160 200000 13,794
Abundance Scan 1996 (13.794 min): VN076518.D\data.ms (
150.1
Sub 100000
S0 115.1
52.0 78.1
ob b sed | 1319 ol
m/z--> 40 60 80 100 120 140 160 Time--> 1370 13.80
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