Data Path

Data File : VN@70397.D

Acqg On : 30 Dec 2021 14:16
Operator : JC/MD

Sample : M5223-01

Misc

ALS vial : 11

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

Compound

Dec 30 17:36:07 2021
Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M

Quantitation Report

Sample Multiplier: 1

: Mon Dec 27 18:47:12 2021
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN123021\

: 5.00g/5mL/100uL/5.00mLO1/MSVOA_N/MEOH

Response Conc

(LSC Reviewed)

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

13.

Range

Range

10.

Range

12.

Range

65
141
113
133
98
126
95
135

1833741 50
3104690 50.
2535162 50.
1163784 50.

1473060 55.
Recovery
1026250 54.
Recovery
3891381 50.
Recovery
1472159 53.
Recovery

.000 ug/l 0.00
000 ug/1 0.00
000 ug/1 0.00
000 ug/l 0.00
870 ug/l 0.00
= 111.740%
632 ug/l 0.00
= 109.260%
710 ug/1 0.00
= 101.420%
115 ug/1 0.00
= 106.240%
Qvalue

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

82N122721W.M Mon Jan 03 05:27:09 2022

manual integration (+) =

signals summed
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Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN123021\
Data File : VN@70397.D

Acqg On : 30 Dec 2021 14:16

Operator : JC/MD

Sample : M5223-01

Misc : 5.00g/5mL/100uL/5.00mLO1/MSVOA_N/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Time: Dec 30 17:36:07 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N122721W.M
Quant Title : SW846 8260

QLast Update : Mon Dec 27 18:47:12 2021

Response via : Initial Calibration

Abundance TIC: VN070397.D\data.ms
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Abundance Scan 2273 (8.086 min): VN070308.D\data.ms (-2 #1

56.0 168.0 Pentafluorobenzene
84.0 Concen: 50.000 ug/1l
RT: 8.080 min Scan# 21l Eies
Ref 50 Delta R.T. -0.006 min [IS\O/EIN
Lab File: VN@70397.D [SlEEQISEIIAE0
‘ 137.0 Acq: 30 Dec 2021 14:16 DB-19-(10-15)-12-22-21
0 HH\H\“ \w\“\ W”\ \‘\:‘I‘WO\\G\Q\“ MH“ T }‘\ T \“\ ERERRERERE
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:168 Resp: 1833741
Abundance Scan 2271 (8.080 min): VN070397.D\datams 10" Ratio Lower Upper
168.0 168 100
99 59.0 41.3 61.9
99.0
Raw 50
Abundance
0 \\332\‘1 “\‘\‘\“\.w o \‘\‘i T \H‘ mm \“ T }‘\ T \“\ T ‘]\-9\\1\.‘8\ TTT
miz-> 40 60 80 100 120 140 160 180 200 600000
Abundance Scan 2271 (8.080 min): VN070397.D\data.ms (-2
165.0 400000
Sub 99.0
50 200000
750 137.0
A S R B e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.00 8.10 8.20
Abundance Scan 2404 (8.437 min): VN070308.D\data.ms (-2 #33
78.0 1,2-Dichloroethane-d4
Concen: 55.870 ug/1
510 RT: 8.434 min Scan#t 2403
Ref 50 ' Delta R.T. -0.003 min
Lab File: VNO70397.D
10?9 Acq: 30 Dec 2021 14:16
0! \“‘\‘\‘\“‘N‘\H\“HH‘HH‘HH‘HH‘HH‘HH
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 65 Resp: 1473060
Abundance Scan 2403 (8.434 min): VN070397.D\datams 10N Ratlo Lower Upper
65.0 65 100
67 52.6 0.0 103.0
Raw 50
Abundance
101.9 600000 8.434
0 \\3\3.%\ T “‘\‘\‘\ I \H\‘M\‘H\‘\\\\‘\\\\%?\7\.\9‘\\\\2‘(\)\7\.]\_
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2403 (8.434 min): VN070397.D\data.ms (-2 400000
65.0
Sub
50 200000
101.9
8 | ,
e e L R R EEE
miz--> 40 60 80 100 120 140 160 180 200 Time-> 8.30 8.40 8.50

VNO70397.D 82N122721W.M Mon Jan 03 ©5:27:10 2022
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Abundance Scan 2602 (8.968 min): VN070308.D\data.ms (-z #34
114.0

Ref 50
63.0 88.0
0\?\’\‘H‘\\“H}‘\H\H\“\‘Hh\‘H\\‘\H\‘\H\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2601 (8.965 min): VN070397.D\data.ms

114.0

Raw 50
63.0
88.0
SIS WU SR X
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2601 (8.965 min): VNO70397.D\data.ms (-2

Sub 50

114.0

63.0
88.0

370‘ ‘mm\\\ ‘ l

o

m/z-->

40 60 80 100

120 140 160 180 200

1,4-Difluo
Concen:
RT: 8.96
Delta R.T.
Lab File:
Acq: 30 De

robenzene

50.000 ug/1l

5 min Scan#t 2SSl
-0.003 min [US\/eZW\

VNO70397.D [(GIEsstlplel(=][e
c 2021 14:16 REEEEEEENPIPEl

Tgt Ion:114 Resp: 3104690

Ion Ratio Lower Upper
114 100
63  23.7 0.0 37.8
88 16.3 0.0 27.4
Abundance
8.965
1000000
500000
7\\\\‘\\\\‘\\\\‘\\\
Time--> 8.90 9.00 9.10

Abundance Scan 2249 (8.021 min): VN070308.D\data.ms (-2 #35
Dibromofluoromethane

96.9
Ref 50 61.0
0\3\6\‘9\‘\\\““\\\\“‘\\H\H““\\}%‘()\\9\\‘\\]\_\5‘9\\8\\‘\\“\‘\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2248 (8.019 min): VN070397.D\data.ms

110

9

Raw 50
78.9 191.8
0\\:3\9“?\\‘\\\\U\\\\‘\\}\‘\\\\‘\\%?\9\.\8\\‘\\‘\‘\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2248 (8.019 min): VN070397.D\data.ms (-2

Sub
50

110.

78.9

9

191.8
159.8 l

m/z-->

40 60 80 100

VNO70397.D 82N122721W.M

120 140 160 180 200

Mon Jan ©3 ©5:27:

Concen: 54.632 ug/1
RT: 8.019 min Scan# 2248
Delta R.T. -0.002 min
Lab File: VNO70397.D
Acq: 30 Dec 2021 14:16
Tgt Ion:113 Resp: 1026250
Ion Ratio Lower Upper
113 100
111 103.0 82.2 123.2
192 19.7 16.9 25.3
Abundance
400000 8.019
300000
200000
100000
OV\‘\\\\‘\\\\‘\\\\
Time--> 7.90 8.00 8.10

10 2022
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Abundance Scan 3151 (10.440 min): VN070308.D\data.ms (- #50

98.1 Toluene-d8
Concen: 50.710 ug/1l
RT: 10.440 min Scan#t 3l
Ref 50 Delta R.T. ©.000 min  [US\eZEN
Lab File: VN@70397.D [SlEEQISEIIAE0
42‘ 0 700 Acq: 30 Dec 2021 14:16 ERIESRERCIURE)NPE At
0\\\‘i}‘H\‘H\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 98 Resp: 3891381
Abundance Scan 3151 (10.440 min): VN070397.D\datams 10N Ratlo Lower Upper
98.1 98 100
100 64.7 50.4 75.6
Raw 50
Abundance
420 700 2000000 10.440
0\\\}‘\}‘H\‘}‘\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘(\)\6\9\
miz--> 40 60 80 100 120 140 160 180 200 1500000
Abundance Scan 3151 (10.440 min): VNO70397.D\data.ms (-
98.1
1000000
Sub
50 500000
420 700
Obdt k2068 o =
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.40 10.60

Abundance Scan 4005 (12 731 min): VNO70308.D\data.ms (- #62

5.0 4-Bromofluorobenzene
173.9 Concen: 53.115 ug/1
RT: 12.731 min Scan# 4005
Ref 50 Delta R.T. -0.000 min
50.0 Lab File: VN@e70397.D
Acq: 30 Dec 2021 14:16
oL ‘\ ‘\H‘ H‘ ‘M‘\ u‘n‘\’ — ]"4‘0‘9 R ‘2‘07‘0‘ —
m/z--> 100 150 200 o250 Tgt Ion: 95 Resp: 1472159
Abundance Scan 4005 (12.731 min): VN070397.D\data.ms Ton Ratio Lower Upper
95.0 95 100
173.9 174  75.2 0.0 187.2
176 74.1 0.0 181.4
Raw 50
Abundance
50.0 ‘ 1330 ‘2070 249( 800000 12131
oL mml\ a H‘ ‘m‘\ H‘n“ ’\‘ o | “‘ P \‘\‘ “w m‘ e “
m/z--> 50 100 150 200 250 600000
Abundance Scan 4005 (12.731 min): VN070397.D\data.ms (-
95.0
173.9 400000
Sub
50 200000
500 ‘ 1330 ‘207 0 249
oL H H M‘H\ H“M‘\ H‘n"\ " | “ ! \‘ . \‘\‘ “H\ \\‘ ' . “ 01 — Co
miz--> 50 100 150 200 250 Time--> 12,70  12.80
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Abundance Scan 3637 (11.744 min): VN070308.D\data.ms (- #63

117.0 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.0 RT: 11.746 min Scan#t 3(lgEigiil=gles
Ref 50 Delta R.T. ©0.002 min MSVOA_N
54.0 Lab File: VN@70397.D |SIEWIEEIICIEH
‘ Acq: 30 Dec 2021 14:16 EESEHEIREEFEP S
0"“‘\‘Hh!“\H“‘U‘i“mw!‘*‘i””w”wwHH\H"‘
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:117 Resp: 2535162
Abundance Scan 3638 (11.746 min): VN070397.D\datams 10N Ratlo Lower Upper
117.0 117 100
82 59.6 42.4 63.6
82.0 119 31.7 25.4 38.2
Raw 50
Abundance
54.0 11747
mlz--> 40 60 80 100 120 140 160 180 200 1000000
Abundance Scan 3638 (11.746 min): VN070397.D\data.ms (-
117.0
Sub 82.0 500000
50
54.0
O 902069 O T
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 11.70 11.80 11.90

Abundance Scan 4356 (13.672 min): VN070308.D\data.ms (- #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 13.675 min Scan# 4357

Ref 50 Delta R.T. ©0.003 min
52.0 78.0 115.0 Lab File: VNO70397.D
‘ “ ‘ Acq: 30 Dec 2021 14:16
0 TTT } T \‘\‘ ‘ TTTT i \‘\ TT ‘ TTTT ‘ TTTT ‘ TT T ‘ TTTT ‘ TTTT ‘ TT '\ T
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 1163784
Abundance Scan 4357 (13.675 min): VN070397.D\datams 10N Ratlo Lower Upper

150.0 152 100
115 61.1 27.5 82.5
156 154.9 0.0 344.4

Raw 50
Abundance
1000000
0,
miz--> 40 60 80 100 120 140 160 180 200 800000 131875
Abundance Scan 4357 (13.675 min): VN070397.D\data.ms (-
150.0 600000
Sub 400000
50 115.0
520 78.0 200000
S I R D IO+ E—
miz--> 40 60 80 100 120 140 160 180 200 Time--> 13.60 13.70
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