Data Path

Data File : VNO71291.D

Acqg On : 15 Mar 2022 14:52
Operator : JC\MD

Sample : N1851-05

Misc

ALS vial : 9

Quant Time: Mar 16 08:00:11 2022

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

Compound

Quantitation Report

Sample Multiplier: 1

: Tue Mar 08 06:52:46 2022
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31522\

: 5.10g/1emL/100uL/5.00mL/MSVOA_N/MEOH

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.M

(QT/LSC 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
18) Methyl Acetate
25) 2-Butanone

13.

Range

Range

10.

Range

12.

Range

R.T. QIon
.075 168
.963 114
.739 117
668 152
.428 65
61 - 141
.016 113
69 - 133
439 98
65 - 126
727 95
58 - 135
.851 43
.345 43

Response
787987 50.000
1313911 50.000
1149960 50.000
471208 50.000
501287 46.417
Recovery =
369711 44.591
Recovery =
1590831 47.654
Recovery =
520927 46.082
Recovery =
60464 4.714
70825 8.367

ug/1 -0.01
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 -0.01
92.840%

ug/1 0.00
89.180%

ug/1 0.00
95.300%

ug/1 0.00
92.160%

Qvalue

ug/1 94
ug/1 96

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

82N030722W.M Wed Mar 16 13:16:32 2022

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31522\
Data File : VN©71291.D

Acqg On : 15 Mar 2022 14:52

Operator : JC\MD

Sample : N1851-05

Misc : 5.10g/10mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Time: Mar 16 08:00:11 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©30722W.M
Quant Title : SW846 8260

QLast Update : Tue Mar 08 06:52:46 2022

Response via : Initial Calibration

Abundance TIC: VN071291.D\data.ms
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Abundance Scan 1037 (8.086 min): VN071177.D\data.ms (-1 #1

56.1 168.0 Pentafluorobenzene
84.0 Concen: 50.000 ug/1l
RT: 8.075 min Scan# 1([EidlllEies
Ref 50 Delta R.T. -0.011 min |US\eLEN
Lab File: VN@71291.D [(SIEIEEisliEllof
‘ 137.0 Acq: 15 Mar 2022 14:52 [RENEES
0 \\‘\H\“\\\“\}‘\‘\\‘\1"‘\\\\‘\\\\“\}‘\\‘\“\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 787987
Abundance Scan 1035 (8.075 min): VN071291.D\datams 10" Ratio Lower Upper
168.0 168 100
99 57.4 41.3 61.9
99.0
Raw 50
Abundance
8.075
5.0 137.0 300000
0 \3\7\‘0\\ T \ “\”\“\w }‘\ \‘\‘i TTT \H‘\‘\\\“ T }‘\ T ‘\ ‘\\‘1\8\9\.\7‘
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1035 (8.075 min): VNO71291.D\data.ms (- »qgg00
168.0
99.0
sub 100000
50 137.0
O e O O Y -1 e
m/z--> 40 60 80 100 120 140 160 180 Time--> 8.00 820

Abundance Scan 487 (4.851 min): VNO71177.D\data.ms (-47 #18

43.1 Methyl Acetate
Concen: 4.714 ug/l
RT: 4.851 min Scan# 487
Ref 50 Delta R.T. ©.000 min
76.0 Lab File: VN@71291.D
59.0 ‘ Acqg: 15 Mar 2022 14:52
G\\1“1‘1‘\‘\\“\\\‘\“‘\\\\‘\\\\‘\\\]\-4‘.1\'9\
m/z--> 40 60 80 100 120 140 Tgt IOI"IZ.43 Resp: 60464
Abundance  Scan 487 (4.851 min): VNO71291.D\datams ~ 100 Ratio Lower Upper
43.1 43 100
74 21.3 19.4 29.2
Raw 50
Abundance
74.1 4.851
59.0
0\\\W}‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 10000
Abundance Scan 487 (4.851 min): VN071291.D\data.ms (-42
43.1
Sub 5000
50
74.1
59.0
ot O
miz--> 40 60 80 100 120 140  Time--> 480  5.00
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Abundance Scan 909 (7.334 min): VN071177.D\data.ms (-8 #25
1

43. 2-Butanone
Concen: 8.367 ug/l
RT: 7.345 min Scan# 91EidllEies
Ref 50 Delta R.T. ©0.012 min MS_VO/-\_N
77.0 Lab File: VN@71291.D [SlERIESEIAE
Acq: 15 Mar 2022 14:52 [RENEES
0\\\”"“H‘\\‘NHH“H]\-J\H?\.(\)H‘HH‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 43 Resp: 70825
Abundance  Scan 911 (7.345 min): VNO71291.D\datams ~ 10N Ratlo Lower Upper
43.1 43 100
72 24.8 21.7 32.5
Raw 50
Abundance
72.1 20000 7845
0\\\“"H\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7.\0\
miz--> 40 60 80 100 120 140 160 180 200 15000
Abundance Scan 911 (7.345 min): VN071291.D\data.ms (-85
43.1
10000
Sub
50 5000
72.1
) N N . £ i
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.20 7.30 7.40 7.50

Abundance Scan 1097 (8.439 min): VNO71177.D\data.ms (-1 #33

78.0 1,2-Dichloroethane-d4
Concen: 46.417 ug/1
65.0 RT: 8.428 min Scan# 1095
Ref S0 51.0 Delta R.T. -0.012 min
Lab File: VNO71291.D
3%0 “ ‘ 10%0 Acq: 15 Mar 2022 14:52
0 \‘\\\‘\“\\\\“\‘\\\“\‘\\\“\‘1‘1 “\\\\‘\\\\‘\1\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 501287
Abundance Scan 1095 (8.428 min): VNO71291.D\datams ~ 10N Ratlo Lower Upper
65.0 65 100
67 52.0 0.0 103.0
Raw 50
51.0 Abundance
102.0 200000 8.428
37.0 ‘ L )
0 \‘\H‘\‘\\\‘\“\H\“\\\‘\‘HH‘HH‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 150000
Abundance Scan 1095 (8.428 min): VN071291.D\data.ms (-1
65.0
100000
Sub 50
51.0 50000
102.0
ol 3l me |l o
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 8.30 8.40 8.50
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Abundance Scan 1186 (8.963 min): VNO71177.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 8.963 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.000 min \S\AeLW)
63.0 Lab File: VN@71291.D [SlERIESEIAE
50.1 88.0 Acq: 15 Mar 2022 14:52 [RIVEES
37.0 ‘ 750
0 wm\HH\‘H“w‘”‘“‘\‘“”wwaH‘w e
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 1313911
Abundance Scan 1186 (8.963 min): VN071291.D\datams 1o Ratlo Lower Upper
114.0 114 100
63 21.6 0.0 37.8
88 16.3 0.0 27.4
Raw 50
Abundance
. 63.0 88.0 600000 8.063
0 \‘\3\\7\%\\\\“\\\‘\“\“\‘\}‘i??\\o‘\\\!‘\\\\‘\\\\‘\ ‘\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1186 (8.963 min): VN071291.D\data.ms (-1 400000
114.0
sub 200000
co1 63.0 o 80
0 ‘\‘?"7‘:\[””\‘”“‘\““W‘Ww‘”‘wlwmw SN 0 [T [T
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.80 9.00  9.20

Abundance Scan 1026 (8.022 min): VN071177.D\data.ms (-1 #35
97.0 Dibromofluoromethane

Concen: 44,591 ug/1

RT: 8.016 min Scan# 1025

Ref 50 61.0 Delta R.T. -0.006 min
Lab File: VN@71291.D
18.9 1919 Acq: 15 Mar 2022 14:52
0 \3\7\‘0\\ TT N\ TT \u! \w”““\ T \ \H‘ TTTT ‘ T \]\_\5‘9\?\ T ‘ T \‘!‘\ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 369711
Abundance Scan 1025 (8.016 min): VN071291.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 102.8 82.2 123.2
192 20.6 16.9 25.3
Raw 50
Abundance
79.0 191.9 150000 8.016
o400 |y 1508 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 1025 (8.016 min): VN071291.D\data.ms (-¢ 100000
110.9
Sub 50000
50
79.0 191.9 /\
oldgo Ly | 108 oA
miz--> 40 60 80 100 120 140 160 180 Time-->  7.90 8.00 8.10

VNO71291.D 82NO30722W.M Wed Mar 16 13:16:35 2022 Page 5



Abundance Scan 1437 (10.439 min): VNO71177.D\data.ms (- #50

98.1 Toluene-d8
Concen: 47.654 ug/1l
RT: 10.439 min Scan#t 14gigiipl=gles
Ref 50 Delta R.T. ©.000 min  [US\eZEN
Lab File: VN@71291.D [(SIEIEEisliEllof
420 541 701 Acq: 15 Mar 2022 14:52 [RENEES
0 \‘\\\\i!\\\‘i1\‘\‘\‘\}1\“\\\\‘\.\\\‘\\‘\““\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 1590831
Abundance Scan 1437 (10.439 min): VNO71291.D\datams 10N Ratlo Lower Upper
98.1 98 100
100 65.7 50.4 75.6
Raw 50
Abundance
10439
421 541 701 800000
0 \‘\\H‘i\MHH\‘\‘\\‘\‘\“\\\\8‘2\.\1\\‘H‘\““\\\J\-};\.\gw‘
m/z--> 30 40 50 60 70 80 90 100 110 600000
Abundance Scan 1437 (10.439 min): VN071291.D\data.ms (-
98.1
400000
Sub
50 200000
42.1 541 70.1
0 ""m;muHm"m““"‘ﬁz"‘l‘ww“ml“l‘lr%‘ —
miz--> 30 40 50 60 70 80 90 100 110  Time--> 1040  10.60

Abundance Scan 1826 (12.727 min): VNO71177.D\data.ms (- #62

95.0 173.9 4-Bromofluorobenzene
Concen: 46.082 ug/l
RT: 12.727 min Scan# 1826
Ref 50 Delta R.T. ©0.000 min
500 Lab File: VNO71291.D
Acqg: 15 Mar 2022 14:52
oLt \!\ Ll H‘\‘M‘\ u‘n‘\‘ : ‘]"4‘1"0‘ - e ——
m/z--> 50 100 150 200 250 Tgt Ion: 95 Resp: 520927
Abundance Scan 1826 (12.727 min): VN071291.D\data.ms Ton Ratio Lower Upper
95.0 95 100
174.0 174 78.6 0.0 187.2
176 75.6 0.0 181.4
Raw 50
Abundance
50.1 300000 12.727
[o \1\ ul H\“‘H‘ u‘n‘\‘ : ‘1;49"9‘ AL ‘296‘-8‘ — ‘2‘8‘1-‘:
m/z--> 50 100 150 200 250
Abundance Scan 1826 (12.727 min): VN071291.D\data.ms (- 200000
953.0
174.0
Sub 50 100000
50.1
oLt \1\ ! H\“‘H‘ u‘n‘\‘ ‘ ‘]‘-4‘0"9‘ A ‘296‘-8‘ —_ ‘2‘8‘1-‘5 e
m/z--> 50 100 150 200 250 Time--> 12.70 12.80
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Abundance Scan 1658 (11.739 min): VN071177.D\data.ms (- #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l

82.1 RT: 11.739 min Scan#t 1Sl
Ref 50 Delta R.T. ©0.000 min MSVOA N
541 Lab File: VN©71291.D [(SlEhISEInlollEll0f
40.0 H Acq: 15 Mar 2022 14:52 [RENEES
0‘W‘”M‘”W”‘W”‘WJWW”W‘R%QHW‘”M”‘W
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 1149960

Abundance Scan 1658 (11.739 min): VN071291.D\datams 10N Ratio Lower Upper
117.0 117 100

82 56.6 42.4 63.6

82.1 119 31.6 25.4 38.2
Raw 50
Abundance
Jo 54.1 600000 11.r39
0 \‘HH‘“-\‘H\‘J\‘\\‘HH‘H1\‘“\‘\\\‘\\9\\9’.\0\\\‘\\\‘\i\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1658 (11.739 min): VN071291.D\data.ms (- 400000
117.0
82.1
Sub
50 200000
54.1
40.0
G"H‘Weuq‘«dw‘m%uH;A‘W‘R%QH‘_H\_‘H‘ L
m/z--> 30 40 50 60 70 80 90 100 110120  Tijme--> 11.60 11.80

Abundance Scan 1986 (13.668 min): VNO71177.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 13.668 min Scan# 1986
Ref 50 Delta R.T. ©.000 min
Lab File: VNO71291.D
78.0 115.0
571 ‘ ‘ Acq: 15 Mar 2022 14:52
0\\\i\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 471268
Abundance Scan 1986 (13.668 min): VN071291.D\data.ms 100 Ratio Lower Upper
150.0 152 100
115 59.0 27.5 82.5
150 157.6 0.0 344.4
Raw 50
115.0
521 781 Abundance
400000
0,
m/z--> 40 60 80 100 120 140 160 180 200 300000 13,668
Abundance Scan 1986 (13.668 min): VN071291.D\data.ms (-
150.0
200000
Sub 50
115.0 100000
521 781
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 13.60 13.70 13.80
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