Data Path

Data File : VN@69683.D

Acqg On : 30 Nov 2021 13:30
Operator : JC/MD

Sample : M4848-03

Misc

ALS vial : 8

Quant Time: Dec 01 01:49:30 2021

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

Compound

Quantitation Report

Sample Multiplier: 1

: Tue Nov 09 18:18:22 2021
Initial Calibration

: Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN113021\

: 3.15g/1emL/100uL/5.00mL/MSVOA_N/MEOH

Response Conc

(QT Reviewed)

Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.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

13.

Range

Range

10.

Range

12.

Range

.432
61
.016
69
441
65
731
58

65
141
113
133
98
126
95
135

1580509 50
2724865 50.
2609762 50.
1147930 50.

1172678 51.
Recovery
769809 47.
Recovery
3393549 52.
Recovery
1263747 53.
Recovery

.000 ug/l 0.00
000 ug/1 0.00
000 ug/1 0.00
000 ug/l 0.00
172 ug/1 0.00
= 102.340%
104 ug/1 0.00
= 94.200%
797 ug/l 0.00
= 105.600%
521 ug/1 0.00
= 107.040%
Qvalue

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

82N110921W.M Wed Dec 01 17:08:30 2021

manual integration (+) =

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN113021\
Data File : VN@69683.D

Acqg On : 30 Nov 2021 13:30

Operator : JC/MD

Sample : M4848-03

Misc : 3.15g/1emL/100ul/5.00mL/MSVOA_N/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Time: Dec 01 01:49:30 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N110921W.M
Quant Title : SW846 8260

QLast Update : Tue Nov 09 18:18:22 2021

Response via : Initial Calibration

Abundance TIC: VN069683.D\data.ms
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Abundance Scan 2273 (8.086 min): VN069417.D\data.ms (-2 #1

168.0 Pentafluorobenzene
56.0 Concen: 50.000 ug/1l
84.0 RT: 8.080 min Scan# 2[glSidtpl=lpies
Ref 50 Delta R.T. -0.006 min |US\eLEN
Lab File: VN@69683.D [(®lEIEE lsllEllof
‘ ‘ 137.0 Acq: 30 Nov 2021 13:30 [ESISHRZIOE)
0 \\H\H\“ \w\“\ M”\ \‘%Q?\?“ MH“ T }‘\ T \“\ T ‘H\\‘H\-\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:168 Resp: 1580509
Abundance Scan 2271 (8.080 min): VN069683.D\datams =~ 10N Ratio Lower Upper
168.0 168 100
99 60.0 41.3 61.9
99.0
Raw 50
Abundance
75.0 137.0 600000 B0
0 \3\Z‘0\\ Tt “\ ”\“\.w iy \‘\w TTT \H‘ T T }‘\ T \“\ T ‘]\-9\1\.‘8\ TTT
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2271 (8.080 min): VN069683.D\data.ms (-2 400000
168.0
99.0
sub 200000
_— 137.0
G‘377"‘9‘”Mw“.‘};‘M‘H““;HW:‘H_“‘_193:"9”” S S
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.00 8.10 8.20
Abundance Scan 2405 (8.440 min): VN069417.D\data.ms (-2 #33
78.0 1,2-Dichloroethane-d4
Concen: 51.172 ug/1
51.0 RT: 8.432 min Scan# 2402
Ref 50 : Delta R.T. -0.008 min
Lab File: VNO69683.D
102.0 Acqg: 30 Nov 2021 13:30
0! \“‘\‘\‘\‘W‘HH‘HH\‘\H\‘\\\\‘\\\\‘\\\\2‘(\)\6?9
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 65 Resp: 1172678
Abundance Scan 2402 (8.432 min): VN069683.D\data.ms 100 Ratio Lower Upper
65.0 65 100
67 50.6 0.0 103.0
Raw 50
Abundance
102.0 500000 8.432
37.0
0 H\“ \‘\‘\‘\ “‘\‘\‘\ T ‘H‘\ TTTTT T TTT \l‘§7\.\8‘ T \2‘(\)\7\]\_ 400000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2402 (8.432 min): VN069683.D\data.ms (-2 300000
65.0
200000
Sub
50
100000
102.0
oo 2071 o e
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.30 8.40 8.50
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Abundance Scan 2602 (8.968 min): VN069417.D\data.ms (-z #34

Ref 50 Delta R.T. -0.005 min [US\eZEN
63.0 Lab File: VN@69683.D [SlERISEIIAE0
88‘ 0 Acq: 30 Nov 2021 13:30 mSISHPEIUE)
370 |
0\\\‘\\‘\\“w‘\”\”\“\\\h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\.\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:114 Resp: 2724865
Abundance Scan 2600 (8.963 min): VN069683.D\datams 10" Ratio Lower Upper
114.0 114 100
63 23.6 0.0 37.8
88 16.1 0.0 27.4
Raw 50
63.0 Abundance
"~ 88.0 8.963
0\\\‘H‘\\“”H”\H\“\!\“\‘\H‘\‘HH‘HH‘HH‘HH‘HH 1000000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2600 (8.963 min): VN069683.D\data.ms (-2
114.0
] 500000
Su
50
63.0
88.0
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.90 9.00 9.10

11

Concen:

Abundance Scan 2249 (8.021 min): VN069417.D\data.ms (-2 #35
Dibromofluoromethane

96.9

60.9

369 M‘ “\wﬂ !

Concen:

RT: 8.963 min Scan# 2([EidllEgies

1.0 1,4-Difluorobenzene

50.000 ug/1l

47.104 ug/l

RT: 8.016 min Scan#t 2247

Delta R.T.
Lab File:

-0.005 min
VNO69683.D

Acqg: 30 Nov 2021 13:30

209 1598 ﬂ

40 60 80 100

Scan 2247 (8.016 mi
110.

78.9
43.9 H T

120 140 160 180 200 Tgt Ion:113 Resp: 769809
n): VN069683.D\datams 1N Ratio Lower Upper

9 113 100

111 1e02.
192 18.

Abundance
191.8 300000
1598 |

40 60 80 100

120 140 160 180 200

Scan 2247 (8.016 min): VN069683.D\data.ms (-2 200000

110.

78.9

9

100000

191.8

7 82.2 123.2
7 16.9 25.3

159.8 Il

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50
0

m/z-->

40 60 80 100

VNO69683.D 82N110921W.M

120 140 160 180 200  Time->

Wed Dec 01 17:08:32 2021

7.90 8.00 8.10
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Abundance Scan 3151 (10.441 min): VN069417.D\data.ms (- #50

98.1 Toluene-d8
Concen: 52.797 ug/1
RT: 10.441 min Scan#t 3gSagiinlEalee
Ref 50 Delta R.T. -0.000 min [US\eZEN
Lab File: VN@69683.D [SlERISEIIAE0
42‘ 0 700 Acq: 30 Nov 2021 13:30 mSISHPEIUE)
0\\\}\}‘H\‘}‘\‘\\‘\\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 98 Resp: 3393549
Abundance Scan 3151 (10.441 min): VNO69683.D\datams 10" Ratio Lower Upper
98.1 98 100
100 63.3 50.4 75.6
Raw 50
Abundance
420 700 10441
0\\\}‘\“H\‘}‘\‘\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7\]\- 1500000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 3151 (10.441 min): VN069683.D\data.ms (-
0d.1 1000000
Sub
50 500000
42.0 700
Okt 2071 Ol
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 1040 10560

Abundance Scan 4006 (12 734 min): VN069417.D\data.ms (- #62

3.0 29 4-Bromofluorobenzene
17 Concen: 53.521 ug/1
RT: 12.731 min Scan# 4005
Ref 50 Delta R.T. -0.003 min
Lab File: VNO69683.D
Acqg: 30 Nov 2021 13:30
oL L‘ \\‘H\ H“H‘\ H‘M’ — ‘14‘2‘9‘ Al ‘2‘069 249(
m/z--> 50 100 150 200 250 Tgt IOI’]Z.95 Resp: 1263747
Abundance Scan 4005 (12.731 min): VN069683.D\data.ms 100 Ratio Lower Upper
95.0 95 100
173.9 174 76.4 0.0 187.2
176 73.6 0.0 181.4
Raw 50
Abundance
12,131
oL H“ \‘\ i H‘\‘H‘\ u‘d‘\’ — :!‘49? — ‘2‘07‘-1‘ — 600000
miz--> 50 100 150 200 250
Abundance Scan 4005 (12.731 min): VN069683.D\data.ms (-
95.0 400000
173.9
Sub
50 200000
oli s Mw, w09 | o071 oS
m/z--> 50 100 150 200 250 Time--> 12.70 12.80
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Abundance Scan 3638 (11.747 min): VN069417.D\data.ms (- #63

117.0 Chlorobenzene-d5

Concen: 50.000 ug/1l

82.0 RT: 11.744 min Scan#t (Sl
Ref 50 Delta R.T. -0.003 min [S\AeL)

54.0 Lab File: VN@69683.D |SUEIIEEISICIEH
Acq: 30 Nov 2021 13:30 [ESISHRZIOE)
0\‘\H‘\}}\H}‘\\H‘\H\‘\}‘Mi\‘\\\‘\\9\\9’.(\)\\\‘!\\1‘\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 2609762

Abundance Scan 3637 (11.744 min): VN069683.D\datams 10N Ratio Lower Upper
117.0 117 100

82 57.5 42.4 63.6

820 119 32.4 25.4 38.2
Raw 50
Abundance
54.0 11.fr44
40.0
0\‘\H1“}\H‘\\H‘\H\‘\9\Hi\‘\\\‘\\9\\9’\0\\\‘\\\\‘\\\\’
miz--> 30 40 50 60 70 80 90 100 110 120 1000000
Abundance Scan 3637 (11.744 min): VN069683.D\data.ms (-
117.0
sub 82.0 500000
50
54.0
40.0
obetly 99.0 |
‘_HwHH_m_HwHH_ww,w_ww, B R
m/z--> 30 40 50 60 70 80 90 100 110120  Time--> 11.70 11.80

Abundance Scan 4357 (13.675 min): VN069417.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. -0.000 min
520 780 1150 Lab File: VN@69683.D
‘ \‘ ‘ Acq: 30 Nov 2021 13:30
0\\\“\\\‘\‘ R B R AR
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ton:152 Resp: 1147930
Abundance Scan 4357 (13.675 min): VN069683.D\data.ms Ion Ratio Lower Upper
150.0 152 100
115 60.8 27.5 82.5
150 158.1 0.0 344.4
Raw 50 115.0
: Abundance
520 78.0 1000000
0“”%‘JU“”NM”M”\‘”J\‘”‘\”LMM“‘M“%Q79 800000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 4357 (13.675 min): VN069683.D\data.ms (- 131675
150.0 600000
400000
Sub 50
115.0
52.0 78.0 200000
012070 O
miz--> 40 60 80 100 120 140 160 180 200  Time--> 13.60 13.70 13.80
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