Quantitation Report

(QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92721\
Data File : VU@44891.D

Acqg On : 27 Sep 2021 16:08

Operator : SY/MD

Sample : M3875-13

Misc : 1.02g/10.0mL/100uL/5.00mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Quant Time: Sep 27 16:45:02 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

QLast Update : Sat Sep 25 09:30:46 2021

Response via : Initial Calibration

Conc Units Dev(Min)

Compound R.T. QIon Response

Internal Standards

1) Pentafluorobenzene 5.372 168 219912 50.
34) 1,4-Difluorobenzene 6.250 114 388620 50.
63) Chlorobenzene-d5 9.427 117 364927 50.
72) 1,4-Dichlorobenzene-d4 11.822 152 162333 50.
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.703 65 175977 45,

Spiked Amount 50.000 Recovery
35) Dibromofluoromethane 5.295 113 119877 44,

Spiked Amount 50.000 Recovery
50) Toluene-d8 7.902 98 491507 48.

Spiked Amount 50.000 Recovery
62) 4-Bromofluorobenzene 10.645 95 180121 48.

Spiked Amount 50.000 Recovery
Target Compounds

18) Methyl Acetate 2.964 43 23970m 3.

000 ug/1l 0.00
000 ug/l 0.00
000 ug/1 0.00
000 ug/l 0.00
851 ug/1 0.00
= 91.700%

965 ug/1 0.00
= 89.940%

815 ug/1 0.00
= 97.620%

163 ug/1 0.00
= 96.320%

Qvalue

314 ug/1

(#) = qualifier out of range (m) = manual integration (+) =

82U092421W.M Wed Sep 29 16:59:26 2021

signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92721\
Data File : VU@44891.D

Acqg On : 27 Sep 2021 16:08

Operator : SY/MD

Sample : M3875-13

Misc : 1.02g/10.0mL/100uL/5.00mL/MSVOA_U/MEOH

ALS vial : 8 Sample Multiplier: 1

Manual Integrations
Quant Time: Sep 27 16:45:02 2021 APPROVED

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M MMDadoda
QLast Update : Sat Sep 25 ©09:30:46 2021

Response via : Initial Calibration

Abundance TIC: VU044891.D\data.ms
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Abundance Scan 1256 (5.378 min): VU044823.D\data.ms (-1 #1

16y.9 Pentafluorobenzene
56.0 Concen: 50.000 ug/1l
84.0 RT: 5.372 min Scan# 1254
Ref 50 Delta R.T. -0.006 min
Lab File: \Vue44891.D
‘ ‘ 136.9 Acq: 27 Sep 2021 16:08
0\\\““\\‘\H\‘\w\“\H‘\‘\\‘\‘\\\\“\\\\‘\}‘\\‘\“\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 219912
Abundance Scan 1254 (5.372 min): VU044891.D\datams ~ 10N Ratlo Lower Upper
167.9 168 100
99 64.6 51.4 77.0
98.9
Raw 50
Abundance
40 136.9 5.872
0 \3\7\‘0\\ \w “\ U\“\w }‘\ \‘\w TTT \H‘ \ TT \“ T }‘\ T ‘ T ‘\ T ‘]\-\9\1-\.8‘ 80000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1254 (5.372 min): VU044891.D\data.ms (-1 60000
167.9
98.9 40000
Sub
50
20000
74.9 136.9
o‘§7R‘uuuUﬂWM‘Lw‘HJMH‘J‘ﬂ“_“w49%§ e
miz--> 40 60 80 100 120 140 160 180  Time--> 530 5.40 5.50

Abundance Scan 501 (2.951 min): VU044823.D\data.ms (-4€ #18

42.9 Methyl Acetate
Concen: 3.314 ug/1 m
RT: 2.964 min Scan# 505
Ref 50 Delta R.T. ©.013 min
74.0 Lab File: VuUe44891.D
58.9 Acq: 27 Sep 2021 16:08
0 1T "‘\‘\ T \“ T T ‘ T T T ‘ L ‘ L \]\-4"].\.8\
m/z--> 40 60 30 100 120 140 Tgt Ion: .43 Resp: 23970
Abundance  Scan 505 (2.964 min): VU044891.D\datams ~ 10N Ratlo Lower Upper
42.9 43 100
74 20.1 19.0 28.6
Raw 50
Abundance
73.9 2864
I | 5000
0 1T "‘ \‘ L ‘ T T ‘ T T T ‘ L ‘ L ‘ T
miz--> 40 60 80 100 120 140 4000
Abundance Scan 505 (2.964 min): VU044891.D\data.ms (-4C
42.9 3000
Sub 2000
50
73.9 1000 /\
0\\\"‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\ G\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 Time-> 2.90 3.00 3.10
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Abundance Scan 1358 (5.706 min): VU044823.D\data.ms (-1 #33

Ref 50

o

50.9

36.9

64.

9

101.9

m/z-->
Abundance

Raw 50

o

30 40 50 60

50.9

36.9 ‘

70 80 90 100 110

Scan 1357 (5.703 min): VU044891.D\data.ms
64.

9

101.9

\ 83.8 ‘ |

m/z-->
Abundance

Sub 50

30 40 50 60

50.9

%9

70 80 90 100 110

Scan 1357 (5.703 min): VU044891.D\data.ms (-1
64.

9

101.9

m/z-->

30 40 50 60 70 80 90 100 110 Time-->

1,2-Dichloroethane-d4
Concen: 45.851 ug/1l

RT: 5.703 min Scan# 1357
Delta R.T. -0.003 min

Lab File: vue44891.D

Acq: 27 Sep 2021 16:08

Tgt Ion: 65 Resp: 175977
Ion Ratio Lower Upper
65 100

67 51.0 0.0 104.8
Abundance
5.703
60000
40000
20000
0,

5.60 5.70 5.80

Abundance Scan 1528 (6.253 min): VU044823.D\data.ms (-1 #34

Ref 50

o

63.0

s 99 |

114.0

87.9

75.0 ‘
Ll |

m/z-->
Abundance

Raw 50

63.0

49.9 ‘ ‘
1

369

30 40 50 60 70 80 90 100 110 120
Scan 1527 (6.250 min): VU044891.D\data.ms

114.0

87.9
74.9

0

m/z-->
Abundance

Sub
50

30 40 50 60 7

63.0
49.9

89 99 |

0 80 90 100 110 120

Scan 1527 (6.250 min): VU044891.D\data.ms (-1

114.0

87.9

74.9
1l

m/z-->

30 40 50 60 70 80 90 100 110 120 Time-->

VU044891.D 82U092421W.M

1,4-Difluorobenzene

Concen: 50.000 ug/l

RT: 6.250 min Scan# 1527
Delta R.T. -0.003 min

Lab File: VUe44891.D

Acq: 27 Sep 2021 16:08

Tgt Ion:114 Resp: 388620
Ion Ratio Lower Upper
114 100

63 23.1 0.0 47.8
88 17.0 0.0 32.8
Abundance
6.250
150000
100000
50000
\\\\‘\\\\’\\\\‘\\
6.20 6.30 6.40
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Abundance Scan 1230 (5.295 min): VU044823.D\data.ms (-1 #35

110

78.9

SL\ H I

9

191.8
159.7 ||

Ref 50
0

m/z-->
Abundance

40 60 80 100

120 140 160 180

Scan 1230 (5.295 min): VU044891.D\data.ms

110

.9

Dibromofluoromethane
Concen: 44,965 ug/1l

RT: 5.295 min Scan# 1230
Delta R.T. ©0.000 min

Lab File: \Vue44891.D

Acq: 27 Sep 2021 16:08

Tgt Ion:113 Resp: 119877
Ion Ratio Lower Upper
113 1e0

111 102.2 84.1 126.1
192 17.8 14.8 22.2
Raw 50
Abundance
78H'9 1918 w000, f1
olses g | wse7
m/z--> 40 60 80 100 120 140 160 180
. 30000
Abundance Scan 1230 (5.295 min): VU044891.D\data.ms (-1
110.9
20000
Sub 50
10000
78.9 191.8
G*§%§H*\H*w“*mw““\*w*\w%§%?*w‘JM\ T T T T[T T
miz--> 40 60 80 100 120 140 160 180 Time--> 520 5.30 5.40
Abundance Scan 2041 (7.902 min): VU044823.D\data.ms (-2 #50
98.0 Toluene-d8
Concen: 48.815 ug/1
RT: 7.902 min Scan#t 2041
Ref 50 Delta R.T. ©.000 min
Lab File: VU044891.D
42.0 540 70.0 Acq: 27 Sep 2021 16:08
0 w"milmuilh“ml‘h“ﬁ%g“m‘”ﬁ“w‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 491507

Abundance

Raw 50

Scan 2041 (7.902 min): VU044891.D\data.ms

420 5409 700

98.0

| 820 1

o

m/z-->
Abundance

Sub
50

30 40 50 60

Scan 2041 (7.902 min): VU044891.D\data.ms (-1

420 g4 700

70 80 90 100

98.0

m/z-->

30 40 50 60

VU044891.D 82U092421W.M

70 80 90 100

Wed Sep 29 16:59:

Ion Ratio Lower Upper
98 100
100 65.2 52.5 78.7

Abundance
250000 7.803

200000
150000
100000

50000

Time--> 7.80 7.90 8.00

28 2021
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Abundance Scan 2891 (10.636 min): VU044823.D\data.ms (- #62

94.9 4-Bromofluorobenzene
1739  Concen: 48.163 ug/l
RT: 10.645 min Scan# 2894
Ref 50 Delta R.T. ©.010 min
Lab File: vue44891.D
Acq: 27 Sep 2021 16:08
0 Ll H“ 1168 1408 i1
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 100 120 140 160 180 Tgt Ion: ‘95 Resp. 180121
Abundance Scan 2894 (10.645 min): VU044891 D\datams 10N Ratio Lower Upper
95.0 95 100
1739 174 71.4 0.0 146.6
176 68.5 0.0 141.2
Raw 50
Abundance
100000 10/645
0 AT n‘\ 116.8 142.9 i
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 100 120 140 160 180 80000
Abundance Scan 2894 (10.645 min): VU044891.D\data.ms (;
95.0 60000
173.9
Sub 75.0 40000
50
500 20000
0 INAl n‘\ 116.8 142.9 1l
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 Time--> 10.60 10.70
Abundance Scan 2513 (9.420 min): VU044823.D\data.ms (-2 #63
117.0 Chlorobenzene-d5
Concen: 50.000 ug/l
82.0 RT: 9.427 min Scan# 2515
Ref 50 Delta R.T. ©.006 min
54.0 Lab File:  VU@44891.D
490 “ ‘ | Acq: 27 Sep 2021 16:08
0 \‘\\\‘\‘\‘\\\‘\\\\‘\\\\‘\\\1"\‘\\\’\\\\’\\\\’\\\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100110120  'gt Ion:117 Resp: 364927
Abundance Scan 2515 (9.427 min): VU044891.D\datams 10N Ratio Lower Upper
117.0 117 100
82 61.6 47.8 71.8
82.0 119 31.4 25.8 38.6
Raw 50
Abundance
40.0 H
0\‘\\\‘\}\‘\\\‘\\\\‘\\\\‘\\\\"\‘\\\’\\9\\8’\9\\\’\\\1‘\\\\ 150000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 2515 (9.427 min): VU044891.D\data.ms (-2
11v.0 100000
82.0
Sub
50 50000
54.0
40.0 H
Obrprrekbrrer i 8 o2 R R R
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 9.30 9.40 9.50

VU044891.D 82U092421W.M
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Abundance Scan 3258 (11.816 min): VU044823.D\data.ms (- #72

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

RT: 11.822 min Scan# 3260

Ref 50 114.9 Delta R.T. ©0.006 min
52.0 78.0 Lab File: vue44891.D
‘ ‘ Acq: 27 Sep 2021 16:08
0“‘w“mMWWW‘H¢W”u?ﬁzw“;‘i}§%9“Jﬂ“‘ _
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 162333 hAanuaIHnegraUOns

Abundance Scan 3260 (11.822 min): VU044891.D\datams 100 Ratio Lower Upper APPROVED

14b9 152 100

MMDadoda
115 61.8 43.5 130.7 9/28/2021 7:04:51 PM
150 160.5 0.0 350.0
Raw 50
115.0
=90 78.0 Abundance
‘ 150000
0+ \w \‘\‘\‘\‘ “”i‘\ \“!“i \“\‘9\5\.‘8\ T 1“ \]-\3:\[\8‘ T \‘w\ T
miz--> 40 60 80 100 120 140 160
Abundance Scan 3260 (11.822 min): VU044891.D\data.ms (- 100000 11.822
149.9
Sub 50000
50 115.0
52.0 78.0
0 M\M 1958 | 1318 | s
miz--> 40 60 80 100 120 140 160 Time--> 11.80  11.90
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