Data Path

Data File : VN@71250.D

Acqg On : 11 Mar 2022 16:34
Operator : JC\MD

Sample : N1886-01

Misc

ALS vial : 12

Quant Time: Mar 12 02:17:30 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@31122\

: 1.05g/10.0mL/100uL/5.00mL/MSVOA_N/MEOH

Response

(QT Reviewed)

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

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

Range

Range

10.

Range

12.

Range

R.T. QIon
075 168
957 114
739 117
669 152
.428 65

61 - 141

.010 113

69 - 133
433 98

65 - 126
727 95

58 - 135
851 43
.340 43

750792 50
1226069 50
1103748 50

490971 50.

465965 45,

Recovery
343858 44.
Recovery
1510135 48.
Recovery
522111 49.
Recovery
67021 5
80694 10

.000
.000
.000
000

.408
.005

ug/1 -0.01
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 -0.01
90.560%

ug/1 -0.01
88.880%

ug/1 0.00
96.960%

ug/1 0.00
99.000%

Qvalue

ug/1 91
ug/1 92

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

82N@30722W.M Tue Mar 15 08:00:05 2022

manual integration (+)

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©31122\
Data File : VN@©71250.D

Acqg On : 11 Mar 2022 16:34

Operator : JC\MD

Sample : N1886-01

Misc : 1.05g/10.0mL/100ulL/5.00mL/MSVOA_N/MEOH

ALS vial : 12  Sample Multiplier: 1

Quant Time: Mar 12 02:17:30 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: VN071250.D\data.ms
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3000000
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2500000

Chlorobenzene-d5, |
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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 MS_VO/-\_N
Lab File: VN@71250.D [(®lEIEEIslEEll0f
‘ 137.0 Acq: 11 Mar 2022 16:34 HZZZ0)
0 \\“\H\“\w\“\}‘\h\\‘\]mo\e\.\()\“}\\\“\}‘\\‘\“\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 750792
Abundance Scan 1035 (8.075 min): VNO71250.D\data.ms 10" Ratio Lower Upper
168.0 168 100
99 57.3 41.3 61.9
99.0
Raw 50
Abundance
137.0 300000 8475
75.0 ‘
0\\4\0‘.\0\\‘1 “\”\“\w}‘\\‘\‘i\\\\”‘i\\\‘\‘\‘\\‘\ ‘\\‘]\-?:\I-\?‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1035 (8.075 min): VN071250.D\data.ms (-¢ 200000
168.0
99.0
sub 100000
750 137.0
R S B S B B -
m/z--> 40 60 80 100 120 140 160 180 Time--> 8.00 8.10 8.20
Abundance Scan 487 (4.851 min): VNO71177.D\data.ms (-47 #18
43.1 Methyl Acetate
Concen: 5.408 ug/l
RT: 4.851 min Scan# 487
Ref 50 Delta R.T. ©.000 min
76.0 Lab File: VN@71250.D
59.0 ‘ Acqg: 11 Mar 2022 16:34
0\\1“1‘1‘\‘\ \“\\\‘\“‘\\\\‘\\\\‘\\\]\-4‘.1\'9\
m/z--> 40 60 30 100 120 140 Tgt IOI’]Z.43 Resp: 67021
Abundance  Scan 487 (4.851 min): VNO71250.D\datams 100 Ratio Lower Upper
43.0 43 100
74 19.7 19.4 29.2
Raw 50
Abundance
74.1 4.852
0 H\ 59‘0 ‘ 15000
\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140
Abundance Scan 487 (4.851 min): VN071250.D\data.ms (-4%
43.0 10000
Sub 50 5000
74.1
| 59.0 0
N —_———————
m/z--> 40 60 80 100 120 140 Time--> 4.80 5.00
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Abundance Scan 909 (7.334 min): VN071177.D\data.ms (-8 #25

43.1

‘ ' 95.9
i

30 40 50 60 70 80 90 100 110 120

Scan 910 (7.340 min): VNO71250.D\data.ms
43.1

72.0
oosrd 116.9

30 40 50 60 70 80 90 100 110 120

Scan 910 (7.340 min): VN071250.D\data.ms (-8t
43.1

72.0

| 51 116.9

Ref 50
0

m/z-->
Abundance
Raw 50
0

m/z-->
Abundance

Sub
50
0

m/z-->

2-Butanone

Concen: 10.005 ug/1l
RT: 7.340 min Scan# 91l Eies
Delta R.T. 0.006 min MSVOA_N
Lab File: VN@71250.D [(®lEIEEIslEEll0f
Acq: 11 Mar 2022 16:34 ZZZE0

Tgt Ion: 43 Resp: 80694
Ion Ratio Lower Upper

43 100
72 23.e 21.7 32.5

Abundance
25000
20000
15000
10000

5000

=

30 40 50 60 70 80 90 100 110 120 Tjme--> 7.20 7.30 7.40 7.50

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

Ref 50

o

78.0

65.0
51.0

39.0 ‘ 102.0
ul \‘ ‘\ Al ‘ |

m/z-->

30 40 50 60 70 80 90 100 110

1,2-Dichloroethane-d4
Concen: 45.284 ug/1l

RT: 8.428 min Scan# 1095
Delta R.T. -0.012 min

Lab File: VN@e71250.D

Acqg: 11 Mar 2022 16:34

Tgt Ion: 65 Resp: 465965

Abundance Scan 1095 (8.428 min): VN071250.D\data.ms Ton Ratio Lower Upper
65.0 65 100
67 53.0 0.0 103.0
Raw 50
51.0 Abundance
102.0 200000 8.428
0 \‘\\37\':"-\\\‘\"\‘H\“\‘\\‘\“\\7\7\.‘8\\H‘HH‘MM‘H\
m/z--> 30 40 50 60 70 80 90 100 110 150000
Abundance Scan 1095 (8.428 min): VN071250.D\data.ms (-1
65.0
100000
Sub 50
51.0 50000
102.0
CE N (72 [
O vy ooyl W SRS Porr
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 8.30 8.40 8.50

VNO71250.D 82NO30722W.M

Tue Mar 15 08:00:08 2022
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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: 8.957 min Scan# 11EdllEies
Ref 50 Delta R.T. -0.006 min |US\eLEN
63.0 Lab File: VN@71250.D |SUEHISCIIEIEICE
501 | 88.0 Acq: 11 Mar 2022 16:34 ZZZEN
0 \‘\:\3\7\‘0\\\\“\\\‘\“}‘}\}“‘7\?\?‘\\\!‘\\\\‘\\\\‘\ ‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 1226069
Abundance Scan 1185 (8.957 min): VN071250.D\datams ~ 10N Ratlo Lower Upper
114.0 114 100
63 22.1 0.0 37.8
88 15.9 0.0 27.4
Raw 50
Abundance
63.0 88.0 8.957
0 \‘\3\\7\%\\\5\0“\]\-\‘\“}‘\‘\}‘i??\\o‘\\\!‘\1‘]\-\‘\\\\‘\ ‘\\‘\\
miz--> 30 40 50 60 70 80 90 100 110 120 400000
Abundance Scan 1185 (8.957 min): VN071250.D\data.ms (-1
114.0
Sub 200000
50
63.0 88.0
0 w‘?"7“1”?7‘1”“m‘w?j?wH_m59”_ L e O
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 8.80 8.90 9.00 9.10

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

Concen: 44.444 ug/l

RT: 8.010 min Scan# 1024

Ref 50 61.0 Delta R.T. -0.012 min
Lab File: VNO71250.D
18.9 1919 Acq: 11 Mar 2022 16:34
0\3\7\‘0\\\\}“\\\\U\\w”““\\W\H‘\\\\‘\\]\-\5‘9\?\\‘\\‘!‘\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 343858
Abundance Scan 1024 (8.010 min): VN071250.D\data.ms Ion Ratio Lower Upper
112.9 113 100

111 101.9 82.2 123.2
192 19.8 16.9 25.3

Raw 50
Abundance
78.9 191.8 8.010
g0 [y | ase |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1024 (8.010 min): VN071250.D\data.ms (-¢
112.9
Sub 50000
50
80.9 191.8 /\
olaao |y | %98 | O
m/z-—-> 40 60 80 100 120 140 160 180 Time--> 7.90 8.00 8.10
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Abundance Scan 1437 (10.439 min): VN071177.D\data.ms (- #50

98.1 Toluene-d8

Concen: 48.478 ug/1l

RT: 10.433 min Scan#t 14gigiil=gles

Ref 50 Delta R.T. -0.006 min |US\eLEN
Lab File: VN@71250.D [(®lEIEEIslEEll0f
420 541 701 Acq: 11 Mar 2022 16:34 ZZZ0)
0 \‘\\\\i!\\\‘i\‘\‘\‘\‘\}l\“\\\\8‘2\.\1\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 1510135
Abundance Scan 1436 (10.433 min): VN071250.D\datams 10N Ratlo Lower Upper
98.1 98 100
100 65.5 50.4 75.6
Raw 50
Abundance
800000 10.433
421 547 701
0 \‘\\\\i\‘\‘\\‘“l\‘\‘\‘\\‘1\“\\\\8‘2\.\1\\‘\\‘\““\\\\‘\
miz--> 30 40 50 60 70 80 90 100 600000
Abundance Scan 1436 (10.433 min): VN071250.D\data.ms (-
98.1
400000
Sub
50 200000
421 547 701
0 w“H\jmeghM“m“L“ﬁae“‘mwﬁu“_ = —
m/z--> 30 40 50 60 70 80 90 100 Time--> 10.40 10.60

Abundance Scan 1826 (12.727 min): VN071177.D\data.ms (- #62

95.0 173.9 4-Bromofluorobenzene
' Concen:  49.496 ug/l
RT: 12.727 min Scan# 1826
Ref 50 Delta R.T. ©.000 min
500 Lab File: VNO71250.D
' Acq: 11 Mar 2022 16:34
0 T “\ ‘!‘ ‘\m “\“M\‘ “\H“‘ T T ]\_4\]_-‘0\ \H\ T ‘ T T T T ‘ T 2\8\]"\]
m/z--> 50 100 150 200 250 Tgt Ion: .95 Resp: 522111
Abundance Scan 1826 (12.727 min): VN071250.D\data.ms Ion Ratio Lower Upper
95.0 95 100
174.0 174 78.9 0.0 187.2
176 77.2 0.0 181.4
Raw 50
Abundance
50.0 300000 12.fr27
0Lt \1\ L “‘\‘m‘\ u‘n‘\‘ - ]"4‘0"9‘ A ‘297‘-% ‘2‘4‘9-92‘8“1"]
miz--> 50 100 150 200 250
Abundance Scan 1826 (12.727 min): VN071250.D\data.ms (- 200000
95.0
174.0
Sub
50 100000
50.0
0 I \‘\ L H \‘m I n‘\ 140.9 Il 207.1 2490281]
R B AR R e e — T
m/z--> 50 100 150 200 250 Time--> 12.70  12.80
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Abundance Scan 1658 (11.739 min): VNO71177.D\data.ms (- #63

11y.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
Lab File: VN@71250.D (SlEEQISEIAE
541 2822-D
Acqg: 11 Mar 2022 16:34 -
40.0
0\‘\\\}“}\\\‘\\\\‘\\\\‘\\1‘1i\‘\\\‘\\9\\9‘(\)\\\’\\\‘\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 1103748

Abundance Scan 1658 (11.739 min): VN071250.D\datams 10N Ratio Lower Upper
117.0 117 100

82 56.5 42.4 63.6

82.1 119 31.4 25.4 38.2
Raw 50
Abundance
54.1 600000 11.7r39
40.1
\0‘\ H NN 99.1 I,
0 \‘\H\‘HH‘HH‘\H\‘HH‘\H\‘HH‘HH’HH‘HH‘
miz--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1658 (11.739 min): VN071250.D\data.ms (- 400000
117.0
82.1
Sub
50 200000
54.1
m/z--> 30 40 50 60 70 80 90 100 110120  Time--> 11.70 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: 13.669 min Scan# 1986
Ref 50 Delta R.T. ©.001 min
Lab File: VN@71250.D
780 1150
571 ‘ ‘ Acq: 11 Mar 2022 16:34
0\\\“\\\‘\h‘\\\!“\‘\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\.\\ . .
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 496971
Abundance Scan 1986 (13.669 min): VN071250.D\data.ms 100 Ratio  Lower Upper
150.0 152 100
115 57.7 27.5 82.5
150 154.9 0.0 344.4
Raw 50
115.0
521 781 Abundance
“ I 400000
0\\\H‘m\\\H\“\‘\H\“\H\M\\\“\\”}“\\\\‘\\‘\‘\‘\\\\‘\\\\2‘0\§.\g\
miz--> 40 60 80 100 120 140 160 180 200
13,669
Abundance Scan 1986 (13.669 min): VN071250.D\data.ms (500000
150.0
200000
Sub 50
115.0 100000
521 78.1
miz--> 40 60 80 100 120 140 160 180 200 Time--> 13.60 13.70 13.80
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