Quantitation Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032321\
Data File : VX021383.D

Acqg On : 23 Mar 2021 14:26

Operator : JC/MD

Sample : M1701-02

Misc : 5.56g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS Vvial : 11 Sample Multiplier: 1

Quant Time: Mar 23 15:44:38 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

QLast Update : Tue Mar 16 14:00:21 2021

Response via : Initial Calibration

Compound R.T. QIon Response Conc

Internal Standards

1) Pentafluorobenzene 5.623 168 76550 50.
34) 1,4-Difluorobenzene 6.829 114 122816 50.
63) Chlorobenzene-d5 10.094 117 102432 50.
72) 1,4-Dichlorobenzene-d4 12.071 152 61572 50.

System Monitoring Compounds

33) 1,2-Dichloroethane-d4 6.029 65 57593 45,
Spiked Amount 50.000 Range 78 - 117 Recovery
35) Dibromofluoromethane 5.464 113 40977 49,
Spiked Amount 50.000 Range 75 - 124 Recovery
50) Toluene-d8 8.694 98 145069 47.
Spiked Amount 50.000 Range 92 - 112 Recovery
62) 4-Bromofluorobenzene 11.124 95 43777 37.
Spiked Amount 50.000 Range 83 - 123 Recovery
Target Compounds
73) Isopropylbenzene 11.006 105 84848 18.
78) n-propylbenzene 11.347 91 252333 47.
83) tert-Butylbenzene 11.759 119 63574 17.
85) sec-Butylbenzene 11.936 105 430321 99.
89) n-Butylbenzene 12.377 91 435989 120.

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

82X031621W.M Thu Mar 25 19:11:53 2021

(QT/LSC Reviewed)

Units Dev(Min)

00 ug/l -0.01
00 ug/l 0.00
00 ug/l 0.00
00 ug/1 0.01

87 ug/l 0.00

= 91.74%
03 ug/l 0.00
= 98.06%
84 ug/l 0.00
= 95.68%
18 ug/1l 0.00
= 74.36%#
Qvalue
55 ug/1l 99
18 ug/1 94
26 ug/l # 70
10 ug/1 94
23 ug/l 85

signals summed
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Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX032321\
Data File : VX021383.D

Acqg On : 23 Mar 2021 14:26

Operator : JC/MD

Sample : M1701-02

Misc : 5.56g/5mL/100uL/5.00mL/MSVOA_X/MEOH

ALS vial : 11 Sample Multiplier: 1

Quant Time: Mar 23 15:44:38 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031621W.M
Quant Title : SW846 8260

QLast Update : Tue Mar 16 14:00:21 2021

Response via : Initial Calibration

Abundance TIC: VX021383.D\data.ms
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Abundance Scan 773 (5.635 min): VX021240.D\data.ms (-75 #1
168.0 pentafluorobenzene
Concen: 50.00 ug/1l

99.0 RT: 5.623 min Scan# 771
Ref 50 Delta R.T. -0.012 min
Lab File: VX@21383.D
750 1180300 Acq: 23 Mar 2021 14:26
0 ‘3‘7‘"0””’\‘\‘\“\} \‘u‘\‘iHHH‘MH‘\}‘H,\ \H
m/z--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 76550

Abundance  Scan 771 (5.623 min): VX021383.D\datams ~ 1°n Ratio Lower Upper
168.0 168 100

99 62.5 45.8 68.6

7]

99.0
Raw 50
Abundance
137.0 5. 23
0 \3\§ igw \5\?.?\ ‘\‘7\4‘1‘\-?\“\ \‘ \w T \1\1\“7‘19\ T \“ T }‘\ T \“\ T 25000
m/z--> 40 60 80 100 120 140 160 20000
Abundance Scan 771 (5.623 min): VX021383.D\data.ms (-72
168.0 15000
Sub 99.0 10000
50
5000
1179137.0
‘§§?H§§?‘(jﬁ‘uﬂﬂiH‘JH“‘L‘J“,‘“ RSB
m/z-> 40 60 80 100 120 140 160  Time--> 5.50 5.60 5.70

Abundance Scan 840 (6.029 min): VX021240.D\data.ms (-82 #33

65.0 1,2-Dichloroethane-d4
Concen: 45.87 ug/1

RT: 6.029 min Scan# 840

Ref 50 51.0 Delta R.T. -0.000 min
' Lab File: VX021383.D
102.0 Acq: 23 Mar 2021 14:26
€9 il |
0 \‘\H\‘\\\‘\“\H\“\\M‘HH‘H'H‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 57593
Abundance  Scan 840 (6.029 min): VX021383.D\datams 100 Ratio Lower Upper
65.0 65 100
67 50.8 0.0 105.4
Raw 50
51.0 Abundance
101.9 20000 629
0 \‘\3\?\'9“\\\‘\“\‘H\“\‘\H“\\\\‘8\?,\-\9\‘\\\\“\‘\\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 15000
Abundance Scan 840 (6.029 min): VX021383.D\data.ms (-78
63.0
10000
Sub 50
51.0 5000
101.9
S Y Y-S [ ol e
miz--> 30 40 50 60 70 80 90 100 110 Time-> 5.90 6.00 6.10
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Abundance Scan 976 (6.829 min): VX021240.D\data.ms (-96 #34

114.0 1,4-Difluorobenzene
Concen: 50.00 ug/1l

RT: 6.829 min Scan# 976

Ref 50 Delta R.T. ©0.000 min
63.0 Lab File: VX021383.D
88.0 . .
Acq: 23 Mar 2021 14:26
0\\\‘\\‘\\“H}w\”\“\!\h\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\-\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:114 Resp: 122816
Abundance  Scan 976 (6.829 min): VX021383.D\datams 10" Ratio Lower Upper
114.0 114 100
63 22.4 0.0 40.8
88 17.3 0.0 32.8
Raw 50
Abunds%nézoeo
63.0 gg
0\\\‘\\‘\\“H}‘\H\H\“\!\“\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 40000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 976 (6.829 min): VX021383.D\data.ms (-92 30000
114.0
20000
Sub
50
10000
63.0 gg
miz--> 40 60 80 100 120 140 160 180 200 Time-> 6.70 6.80 6.90

Abundance Scan 744 (5.464 min): VX021240.D\data.ms (-73 #35

96.9 Dibromofluoromethane
Concen: 49.03 ug/1

RT: 5.464 min Scan# 744
Ref 50 60.9 Delta R.T. ©0.000 min

Lab File: VX021383.D
Acqg: 23 Mar 2021 14:26

0 \:3\6\‘9\‘\\\M\\\\““\\H\H““\\}\%‘O\ \9\\‘\\1\5\‘9\\8\\‘\\‘!‘\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:113 Resp: 46977
Abundance  Scan 744 (5.464 min): VX021383.D\datams ~ 10N Ratlo Lower Upper

110.9 113 100
111 103.0 81.9 122.9
192 18.2 16.7 25.1

Raw gg
Abundance
89 191.8 564
0\%%.19\\\‘\\HH‘\\H\H\‘HH\\‘HH‘\\]\-5\‘9\\8\\‘\\“\‘\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 10000
Abundance Scan 744 (5.464 min): VX021383.D\data.ms (-69
110.9
Sub 5000
50
8.9 191.8 \
L399 H I 1508
LI L B B o B B B B L L L B
miz-> 40 60 80 100 120 140 160 180 200 Time--> 540 550 5.60
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Abundance Scan 1293 (8.694 min): VX021240.D\data.ms (-1 #50

98.1

Toluene-d8
Concen: 47.84 ug/1l
RT: 8.694 min Scan# 1293

Ref 50 Delta R.T. ©0.000 min
Lab File: VX021383.D
4?0 70.0 Acqg: 23 Mar 2021 14:26
0\H“H‘H\“H\‘\\‘HH“HH‘HH‘HH‘HH‘HH‘\H—\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 98 Resp: 145669
Abundance Scan 1293 (8.694 min): VX021383.D\datams 10" Ratio Lower Upper
98.1 98 100
100 65.3 51.9 77.9
Raw 50
Abundance
42.0 70.0 8.694
0\\\}‘\}‘H\‘}‘\‘\\‘\\\‘\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘()\\7\9 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1293 (8.694 min): VX021383.D\data.ms (-1 60000
98.1
40000
Sub
50
20000
42.0 70.0
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 8.60 8.70 8.80

Abundance Scan 1705 (11.118 min): VX021240.D\data.ms (- #62

95.0

174.0

4-Bromofluorobenzene
Concen: 37.18 ug/1
RT: 11.124 min Scan# 1706

Ref 50 Delta R.T. ©0.006 min
500 Lab File: VX@21383.D
' Acq: 23 Mar 2021 14:26
0 TT \ ‘ T \“\ \‘ “H\ ”\‘““\‘\ ”M ‘ T \1\1\‘8\9\\]_\4‘\3\0\\ ‘ TT \‘\“ TTTT ‘ TTTT
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 95 Resp: 43777
Abundance Scan 1706 (11.124 min): VX021383.D\datams 100 Ratio Lower Upper
57.0 95 100
174 89.0 0.0 154.6
176  88.5 0.0 155.8
Raw 50
95.0 125.1 Abundance
‘ 176.0 11124
OH\”“\M\‘!“W \“\“‘H‘Hw“‘\H‘\‘\‘\H“\\H‘\\\H‘\\Hz‘()\\?\(\: 40000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1706 (11.124 min): VX021383.D\data.ms (- 30000 |
95.0 125.1 176.0 ’
6 20000
Sub ’ /
50
10000
o, | /
o“‘_‘L‘_“w‘wﬂw“u‘ﬂ‘u“u“‘u"H“‘H:‘ 0=, —
mlz--> 40 60 80 100 120 140 160 180 200 Time-> 11.10 11.15

VX021383.D 82X031621W.M

Thu Mar 25 19:11:55 2021
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Abundance Scan 1531 (10.094 min): VX021240.D\data.ms (- #63

11

82.0

54.0

.0

Ref 50
0

m/z-->
Abundance

Scan 1531 (10.094 mi

40 60 80 100 120 140 160 180 200

n): VX021383.D\data.ms

117.0
82.0
Raw 50
54.0
0 TT \HW\ \ T ““MU‘ TT ‘ TTT \“ T \J\-?‘O\.\O\ T ‘ TTTT ‘ TTT \2‘0\\7.\9
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1531 (10.094 min): VX021383.D\data.ms (-

Sub
50

11

82.0

54.0

7.0

| 140.0

o

m/z-->

Abundance Scan 1865 (12.059 min): VX021240.D\data.ms (- #72

Ref 50

O,

40 60 80 100 120 140 160 180 200

57.0

97.1

“‘125 1
I

40 60 80 100 120 140 160 180 200

Scan 1867 (12.071 min): VX021383.D\data.ms

150.0
N M\ 207.1

97.1

67.0

358 ‘h W )

125.1

40 60 80 100 120 140 160 180 200
Scan 1867 (12.071 min): VX021383.D\data.ms (-

150.0

m/z-->
Abundance
Raw 50
0
m/z-->
Abundance
Sub
50
0
m/z-->

40 60 80 100 120 140 160 180 200

VX021383.D 82X031621W.M

Thu Mar 25 19:11:

Chlorobenzene-d5

Concen: 50.00 ug/1l

RT: 10.094 min Scan#t 1531
Delta R.T. ©0.000 min

Lab File: VX021383.D

Acqg: 23 Mar 2021 14:26

Tgt Ion:117 Resp: 102432
Ion Ratio Lower Upper
117 1e0

82 60.8 47.4 71.2
119 32.3 26.6 39.8

Abundance
10.094

60000

40000

20000 ‘

Time--> 10.00 10.10 10.20

1,4-Dichlorobenzene-d4
Concen: 50.00 ug/1

RT: 12.071 min Scan# 1867
Delta R.T. ©0.012 min

Lab File: VX021383.D

Acqg: 23 Mar 2021 14:26

Tgt Ion:152 Resp: 61572
Ion Ratio Lower Upper
152 100

115 51.0 41.1 123.3
150 128.8 0.0 349.0

Abundance
60000

40000

20000

0
‘ L ‘ L ‘ L ‘
Time--> 12.00 12.05 12.10

56 2021

Page 6



Abundance Scan 1685 (11.000 min): VX021240.D\data.ms (- #73

105.0 Isopropylbenzene
Concen: 18.55 ug/1
RT: 11.006 min Scan#t 1686
Ref 50 Delta R.T. ©0.006 min
Lab File: VX@21383.D
510 /70 Acq: 23 Mar 2021 14:26
0\\\“‘\\“\\‘\\\\m‘\\‘\\“M\\]\-“l\.l\\\‘\\\
m/z--> 40 60 80 100 120 140 I8t Ion:165 Resp: 84848
Abundance Scan 1686 (11.006 min): VX021383.D\datams 10" Ratio Lower Upper
5 105 100
105.0 120  25.7 13.2 39.6
Raw 50
39 Abundance
‘ 83.0 1401 11.006
(O \\‘}‘i\‘H‘ “‘ \\H‘MH\\‘\‘“M\‘\‘]\-Zl‘;\.lww \“\\\ 60000
mlz--> 40 100 120 140
Abundance Scan 1686 (11.006 mm). VX021383.D\data.ms (-
. 40000
105.0
69.0
Sub gy 20000
120.1
140.1
- »ﬂ 489 Ot e
miz--> 40 100 120 140 Time--> 10.90 11.00 11.10

Abundance Scan 1743 (11.342 min): VX021240.D\data.ms (- #78
91.0 n-propylbenzene
Concen: 47.18 ug/1
RT: 11.347 min Scan# 1744
Ref 50 Delta R.T. ©.005 min
Lab File: VX021383.D

Acqg: 23 Mar 2021 14:26
39.0 | ‘

O+ b “ iy “\ LI L B B B B \297\2\ L 2\8\2\(
miz--> 50 100 150 200 250 Tgt Ion: ] 91 Resp: 252333
Abundance Scan 1744 (11.347 min): VX021383.D\datams 10N Ratlo Lower Upper
91.0 91 100
120 20.0 11.5 34.5
Raw 50 57.0
Abundance
‘ 11.847
i)l s .
05 L‘ i”‘ ‘\‘M H‘\M“ ‘\N‘h‘“ \Nh- P T 1\9\1‘0\ T 2\4‘9\02\8\1 \j 150000
miz--> 50 100 150 200 250
Abundance Scan 1744 (11.347 min): VX021383.D\data.ms (-
91.0 100000
Sub
50 50000
57.0 /\
0 ‘ ‘ L ‘ 141 1 191. O 249. 0281 J 0
e L I e e L O B s
miz--> 50 100 150 200 250 Time--> 11.30  11.40
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Abundance Scan 1813 (11.753 min): VX021240.D\data.ms (- #83

1191 tert-Butylbenzene
91.0 Concen:  17.26 ug/l
RT: 11.759 min Scan# 1814
Ref 50 Delta R.T. ©0.006 min
Lab File: VX021383.D
0 TT \“‘\‘\“\ \‘}H\‘\ T \““\‘\ 1‘\ “\ T \‘\“‘\\H\\‘\\\\‘\“\‘\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:119 Resp: 63574
Abundance Scan 1814 (11.759 min): VX021383.D\datams 10" Ratlo Lower Upper
430 711 119 100
91 85.3 27.9 83.7#
134 24.4 11.3 33.9
Raw 50
Abundance
50000
18
141.2 168.1
0H\i1\\“\“\\1\‘”1‘\‘\\“\\‘!‘\‘\\\\‘HH‘HH‘HH‘HH 40000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1814 (11.759 min): VX021383.D\data.ms (- 30000
43.0 71.1
20000
Sub
50
10000
113.1
obdd Lol aziesn ol
miz--> 40 60 80 100 120 140 160 180 200  Time--> 11.70  11.80

Abundance Scan 1843 (11.930 min): VX021240.D\data.ms (- #85

105.1 sec-Butylbenzene
Concen: 99.10 ug/l
RT: 11.936 min Scan# 1844
Ref 50 Delta R.T. ©.006 min
1341 Lab File: VX021383.D
77.0 : Acq: 23 Mar 2021 14:26
Neao
G\\\‘\\‘\\‘\\\\“\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:1@5 Resp: 436321
Abundance Scan 1844 (11.936 min): VX021383.D\data.ms Ion Ratio Lower Upper
57.0 105 100
134 17.3 10.0 29.8
Raw 50
85.1 Abundance
127.1 11.936
0' ‘ ‘ M“ ‘\‘\‘H\‘ T “\H‘\ \‘\ “ TT \2\ ‘2\ TTT ‘ TTT \2‘0\\7\2\ 300000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance S 1844 (11.936 min): VX021383.D\data. -
cans_.0 ( min) ata.ms ( 200000
Sub 50 105.0 100000
oL ww ‘w\wlm e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 11.90 12.00
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Abundance Scan 1918 (12.371 min): VX021240.D\data.ms (- #89

91.0 n-Butylbenzene
Concen: 120.23 ug/l
RT: 12.377 min Scan#t 1919
Ref 50 146.0 Delta R.T. ©.006 min
Lab File: VX@21383.D
39.0 65.0‘ i ‘ ‘ Acq: 23 Mar 2021 14:26
Ol \“““\ \‘“H ‘”‘\‘\ ‘\“‘\H“ figtliy ‘Wg-\‘i‘\ ‘ T T \‘\“\ ARERREERRRERRRE
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 91 Resp: 435989
Abundance Scan 1919 (12.377 min): VX021383.D\datams 10N Ratlo Lower Upper
69.0 91 100
41.0 92 42.7 27.4 82.0
%50 134 32.8 13.2 39.5
Raw 50
Abundance
125.1 300000 12,877
154.2
0 207.0
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1919 (12.377 min): VX021383.D\data.ms (- 200000
91.0
sub 6710 100000
134.0
Tl
RN A B O PSP o=t
m/z--> 40 60 80 100 120 140 160 180 200 Tijme--> 12.30 12.35 12.40
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