Data Path

Data File : VN@69464.D

Acqg On : 12 Nov 2021 13:22
Operator : JC/MD

Sample : M4583-04ME

Misc

ALS vial : 5

Quant Time: Nov 19 17:00:00 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\VN111221\

: 4.68g/5mL/100uL/5.00mL/MSVOA_N/MEOH

Response Conc

(QT Reviewed)

VWE-B7-110621-0-1ME

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
16) Acetone
39) Methylcyclohexane

13.

Range

Range

10.

Range

12.

Range

R.T. QIon
080 168
965 114
746 117
677 152
434 65

61 - 141
018 113
69 - 133
440 98
65 - 126
733 95
58 - 135

.304 43

456 83

1249522 50

2213758 50.
2185464 50.
965741 50.
937144 51.
Recovery
620557 46.
Recovery
2908338 55.
Recovery
1008639 52.
Recovery
114633 11

28360 1.

.000 ug/l 0.00
000 ug/1 0.00
000 ug/1 0.00
000 ug/l 0.00
726 ug/l 0.00
= 103.460%

739 ug/l 0.00
= 93.480%

695 ug/1l 0.00
= 111.400%

579 ug/1 0.00
= 105.160%

Qvalue

.727 ug/l 98
224 ug/l 93

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

82N110921W.M Fri Nov 19 17:05:19 2021

manual integration (+) =

signals summed

Page:

1



Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN111221\
Data File : VN@69464.D

Acqg On : 12 Nov 2021 13:22

Operator : JC/MD

Sample : M4583-04ME :
Misc 1 4.68g/5mL/100uL/5.00mL/MSVOA_N/MEOH VWE-B/7-110621-0-1ME

ALS vial : 5 Sample Multiplier: 1

Quant Time: Nov 19 17:00:00 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: VN069464.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# 21l Eies
Ref 50 Delta R.T. -0.006 min |US\eLEN
Lab File: VN@69464.D [SlUEERISEIIAEE
‘ 137.0 Acq: 12 Nov 2021 13:22 VWE-B7-110621-0-1ME
0 HH\H\“ \‘1‘\“\ “‘\‘”\ \‘\:‘IL‘(\)\G-\%‘ = \“ T }‘\ T \“\ RERRRRRE =
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:168 Resp: 1249522
Abundance Scan 2271 (8.080 min): VN069464.D\datams ~ 10N Ratlo Lower Upper
168.0 168 100
99 60.8 41.3 61.9
99.0
Raw 50
Abundance
137.0 500000 8.080
37.0 75.0 ‘
0= \",u\‘} “\“\“\w‘\h\ \‘\‘iuu”“\u‘\}‘\ T ‘\ T ‘]\-?\1\.‘9\\\\
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 2271 (8.080 min): VN069464.D\data.ms (-2
168.0 300000
99.0
Sub 200000
50
100000
137.0
75.0
L o S T e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.00 810 8.20

Abundance Scan 857 (4.288 min): VN069417.D\data.ms (-82 #16

43.0 Acetone
Concen: 11.727 ug/1
RT: 4.304 min Scan# 863
Ref 50 Delta R.T. ©.016 min
58.0 Lab File: VNO69464.D
Acqg: 12 Nov 2021 13:22
0\\\‘\\\3\9.\\01“1‘\‘HH‘\'H\‘\\H‘\\\\‘HH‘HH‘.HH‘HH‘HH‘
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 Tgt Ion: 43 Resp: 114633
Abundance  Scan 863 (4.304 min): VN069464.D\datams ~ 10N Ratlo Lower Upper
43.0 43 100
58 27.6 23.1 34.7
Raw 50
58.0 Abundance 1 d0s
30000 ’
0 36\ L | 79.0
\H‘HH‘HH‘H\‘\H\‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85
Abundance Scan 863 (4.304 min): VN069464.D\data.ms (-74 20000
43.0
Sub
50 10000
58.0
8 |
OFrrrprrrrprrH e e R R
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 Time--> 420 430 4.40
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Abundance Scan 2405 (8.440 min): VN069417.D\data.ms (-2 #33

78.0 1,2-Dichloroethane-d4
Concen: 51.726 ug/1l
RT: 8.434 min Scan# 24l Eies
Ref 50{ °L0 Delta R.T. -8.006 min US\SANN
Lab File: VN@69464.D (WISt IollEIl0H
102.0 Acq: 12 Nov 2021 13:22 NAWIESEREERVPREoRERVIS
0 ‘\“““““HWH\H‘HWHWHW“\““2\96‘379
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion: 65 Resp: 937144
Abundance Scan 2403 (8.434 min): VN069464.D\datams 100 Ratio Lower Upper
65.0 65 100
67 51.7 0.0 103.0
Raw 50
Abundance
101.9 400000 8.434
0ﬁ.\(‘)”“‘w“““w”H\“‘HwHw””wwm‘z\q‘?"c‘
miz--> 40 60 80 100 120 140 160 180 200 300000
Abundance Scan 2403 (8.434 min): VN069464.D\data.ms (-2
g
630 200000
Sub
50 100000
101.9
G‘3‘7.\(‘)”““\“”“w"H\M“H\“”\““\““\““2\9‘779 ESRESUNRESERREE
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 8.30 8.40 8.50
Abundance Scan 2602 (8.968 min): VN069417.D\data.ms (-2 #34
114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 8.965 min Scan# 2601
Ref 50 Delta R.T. -0.003 min
63.0 Lab File: VN@69464.D
88.0 Acq: 12 Nov 2021 13:22
LT IS U I X
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion:114 Resp: 2213758
Abundance Scan 2601 (8.965 min): VN069464.D\datams 10N Ratio Lower Upper
114.0 114 100
63 23.1 0.0 37.8
88 15.8 0.0 27.4
Raw 50
Abundance
63.0 gy 1000000 8.965
0‘:3‘?\"‘0‘““‘;“\\””‘\\"\“!“\w“‘”\\“””‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 800000
Abundance Scan 2601 (8.965 min): VN069464.D\data.ms (-2
114.0 600000
400000
Sub
50
200000
630 g50
0‘3‘7‘”'\(‘)“‘“\”“‘”‘”‘\“!“‘w””“ww‘”w”‘w”w”” O
miz--> 40 60 80 100 120 140 160 180 200  Time--> 8.90 9.00 9.10
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Abundance Scan 2249 (8.021 min): VN069417.D\data.ms (-2 #35

96.9 Dibromofluoromethane
Concen: 46.739 ug/1l
RT: 8.018 min Scan# 2/glSidiipl=lpies

Ref 50 609 Delta R.T. -0.003 min [USVeZWN
Lab File: VN@69464.D [SlUEERISEIIAEE
18.9 18 Acq: 12 Nov 2021 13:22 NANSERERRPARERNIS
0 \3\6\‘9\\\\““\ TT \H\ \w”}‘\\\\H‘\\\\‘\\]\-\S‘Q\S\\ T ‘ T \‘!‘\ ‘\
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 620557
Abundance Scan 2248 (8.018 min): VNO69464.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100
111 101.4 82.2 123.2
192 18.0 16.9 25.3
Raw 50
Abundance
78.9 191.8 250000 8.018
43.9 H il 159.8 |
0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ 200000
miz--> 40 60 80 100 120 140 160 180
Abundance
Scan 2248 (8.018 mllri)_ .;/N069464 D\data.ms (-2 150000
cub 100000
u
50
50000
8.9 191.8
ol.46.7 H I 1598 || '
DR NENNN I ML AN USRS | M =S
miz--> 40 60 80 100 120 140 160 180 Time->  7.90 8.00 8.10

Abundance Scan 2786 (9.462 min): VN069417.D\data.ms (-2 #39
0

55.0 83. Methylcyclohexane
Concen: 1.224 ug/1
41.0 RT: 9.456 min Scan# 2784
Ref 50 98.1 Delta R.T. -0.006 min
69.0 Lab File: VNO69464.D
‘ ‘ ‘ Acq: 12 Nov 2021 13:22
0 \‘\HW\‘\\\f‘iuw‘\‘r“i‘\wlu“\“‘!lu‘Hr‘r“u\1\‘\\'\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 'gt Ion: 83 Resp: 28360
Abundance Scan 2784 (9.456 min): VN069464.D\data.ms Ion Ratio Lower Upper
83.0 83 100
55.0 55 76.7 58.1 87.1
41.0 98 41.0 38.4 57.6
Raw 50
9.1 Abundance
69.0 9.456
ol 121
0 \‘\H“H‘H ‘\1\\‘\‘\‘\\‘\\\‘\"\1\‘\‘\\1\‘\\\\‘\‘\\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 10000
Abundance Scan 2784 (9.456 min): VN069464.D\data.ms (-2
83.0
55.0
Sub 41.0 5000
50 98.1
‘ 69.0
ool ol 2222 .
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 9.40  9.50
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Abundance

Scan 3151 (10.441 min): VN069417.D\data.ms (- #50
98.1 Toluene-d8
Concen:

55.695 ug/1l
RT: 10.440 min Scan#t 3l

Ref 50 Delta R.T. -0.001 min |US\CLEN
Lab File: VN@69464.D [(®IEHIEEIelEI(CH
42‘.0 70.0 Acq: 12 Nov 2021 13:22 NAWISEEVEERvPAEVEAVIS
0\\\‘}i}‘“i“}‘\‘\\‘\\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: 98 Resp: 2908338
Abundance Scan 3151 (10.440 min): VNO69464.D\datams 10N Ratio Lower Upper
98.1 98 100
100 63.4 50.4 75.6
Raw 50
Abundance
420 100 1500000 10.440
0' \\\\‘\\\\‘\\\\‘\\\\‘]\-9\]\"\()‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 3151 (10.440 min): VN069464.D\data.ms (- 1000000
98.1
Sub
50 500000
42-0 70.0
O' \\\\‘\\\\‘\\\\‘\\\\‘]\-9\]\“\0‘ 7\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180  Time--> 10.40 10.50
Abundance Scan 4006 (12.734 min): VN069417.D\data.ms (- #62
93.0 29 4-Bromofluorobenzene
173. Concen: 52.579 ug/1
RT: 12.733 min Scan# 4006
Ref 50 Delta R.T. -0.001 min
50.0 Lab File: VNO69464.D
' Acq: 12 Nov 2021 13:22
oL H“ \!\ i H‘ \‘H‘\ u‘n‘\’ — ‘14‘2"9‘ Al ‘2‘06‘9‘ : 2‘4‘9(
m/z--> 50 100 150 200 250 Tgt Ion: .95 Resp: 1008639
Abundance Scan 4006 (12.733 min): VN069464.D\data.ms 100 Ratio  Lower Upper
95.0 95 100
173.9 174 75.8 0.0 187.2
176 74.2 0.0 181.4
Raw 50
Abundance
50.0 12./r33
oL H\‘ M‘\ al H‘ Ly u‘dh" e 1 ‘L e \‘\‘ “w ‘HL‘ N “
miz--> 50 100 150 200 250 400000
Abundance Scan 4006 (12.733 min): VN069464.D\data.ms (-
95.0
173.9
Sub 200000
50
50.0
‘ H 133.0 207.0  249.(
0‘H‘\“‘H‘H\H‘M‘\H‘\“" ; \‘\‘L‘ — ‘\‘\‘ “n“‘ . “ G‘ — T
m/z--> 50 100 150 200 250 Time--> 12.70 12.80

VNO69464.D 82N110921W.M
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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: 11.746 min Scan#t (Sl

Ref 50 Delta R.T. -0.001 min [S\AeLE)

54.0 Lab File: VN@69464.D (GUEINEETSIEIH

H Acq: 12 Nov 2021 13:22 NAWIESEREERVPREoRERVIS

0‘_‘JM‘HMH‘“H‘_MUWHW‘?%QHwk‘hu‘w

m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 2185464

Abundance Scan 3638 (11.746 min): VN069464. D\datams 10N Ratio Lower Upper
117.0 117 100

82 58.6 42.4 63.6

82.0 119 31.9 25.4 38.2
Raw 50
Abundance
54.0 11746
40.0 H
0 \‘H\1}\‘H\‘H\\‘HH‘\\1H\‘\\\’\\9\\9‘9\\\‘\\\1‘\\\\’ 1000000
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 3638 (11.746 min): VN069464.D\data.ms (-
117.0
500000
Sub 82.0
50
54.0
0 e w0 0
‘_‘H‘H‘W‘H‘“‘H‘H‘W‘H‘V‘H‘H‘W‘H‘_‘H, T T T T T T
m/z--> 30 40 50 60 70 80 90 100 110 120 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: 13.677 min Scan# 4358
Ref 50 Delta R.T. ©0.002 min
520 780 1150 Lab File: VN@69464.D
‘ \‘ ‘ Acq: 12 Nov 2021 13:22
G\\\“’\\\‘\“\\\\i\‘\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\T\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 965741
Abundance Scan 4358 (13.677 min): VN069464.D\datams 100 Ratio Lower Upper
150.0 152 100
115 61.5 27.5 82.5
150 157.3 0.0 344.4
Raw 50
520 78.0 115.0 Abundance
‘ M 800000
0\\\H’\H‘\‘“”i‘u“\‘i\“\u‘\H\‘HH‘HH\‘\\\\‘\\\\2‘0\§.\8\
m/z--> 40 60 80 100 120 140 160 180 200
13.677
Abundance Scan 4358 (13.677 min): VN069464.D\data.ms (- 600000 3
150.0
400000
Sub 50
115.0
52 0 78.0 200000
o | 28 oS
m/z--> 40 60 80 100 120 140 160 180 200 Time->  13.60 13.70
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