Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VUe41421\
Data File : VU@43090.D

Acqg On : 14 Apr 2021 13:36

Operator : SY/MD

Sample : M2020-01ME

Misc : 7.83g/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Time: Apr 15 02:04:06 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

QLast Update : Mon Apr 12 13:17:29 2021

Response via : Initial Calibration

Compound R.T. QIon Response Conc Units Dev(Min)

Internal Standards

1) Pentafluorobenzene 5.379 168 195358 50.00 ug/l 0.00
34) 1,4-Difluorobenzene 6.256 114 319347 50.00 ug/l 0.00
63) Chlorobenzene-d5 9.436 117 303955 50.00 ug/l 0.01
72) 1,4-Dichlorobenzene-d4 11.825 152 153122 50.00 ug/l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.710 65 152957 46.57 ug/1 0.00

Spiked Amount 50.000 Recovery = 93.14%

35) Dibromofluoromethane 5.298 113 106306 44.30 ug/l 0.00

Spiked Amount 50.000 Recovery = 88.60%

50) Toluene-d8 7.906 98 426579 50.24 ug/1 0.00

Spiked Amount 50.000 Recovery = 100.48%

62) 4-Bromofluorobenzene 10.652 95 183351 53.92 ug/1 0.01

Spiked Amount 50.000 Recovery = 107.84%
Target Compounds Qvalue
31) Cyclohexane 5.379 56 190859 47.11 ug/1 87
39) Methylcyclohexane 6.764 83 814038 218.54 ug/1 97
73) Isopropylbenzene 10.497 105 128584 12.51 ug/1 99
78) n-propylbenzene 10.919 91 248902 20.23 ug/1 98
83) tert-Butylbenzene 11.433 119 19434 2.18 ug/l 93
85) sec-Butylbenzene 11.658 105 159071 15.22 ug/1 99
89) n-Butylbenzene 12.221 91 241613 26.81 ug/1 87
95) Naphthalene 14.095 128 467737 42.65 ug/l # 89

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU041421\
Data File : VU@43090.D

Acqg On : 14 Apr 2021 13:36

Operator : SY/MD

Sample : M2020-01ME

Misc : 7.83g/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS vial : 9 Sample Multiplier: 1

Quant Time: Apr 15 02:04:06 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

QLast Update : Mon Apr 12 13:17:29 2021

Response via : Initial Calibration

Abundance TIC: VU043090.D\data.ms
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Abundance Scan 1257 (5.382 min): VU043016.D\data.ms (-1 #1

Ref 50
0

m/z-->
Abundance

Raw 50
0

m/z-->
Abundance

Sub
50

m/z-->

Ref 50
0

m/z-->
Abundance

Raw 50
0
m/z-->
Abundance

Sub
50

168.0 Ppentafluorobenzene
Concen: 50.00 ug/1l
56.0 RT: 5.379 min Scan# 1256
84.0 Delta R.T. -0.003 min
Lab File: VUe43090.D
137.0 . .
‘\ ‘ ‘ n 11‘7.9 | Acq: 14 Apr 2021 13:36
A1 T T | I ” . | |
\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\‘
40 60 80 100 120 140 160 Tgt Ion:168 Resp: 195358
Scan 1256 (5.379 min): VU043090.D\data.ms 100 Ratio Lower Upper
168.0 168 100
56.0 99 56.7 45.0 67.4
99.0
Abundance
5.879
136.9
5.0 117.9 80000
37 “\‘W\“\w‘\‘\\‘\‘}\\\\H’i\\\“\}‘\\‘\‘\\‘
40 60 80 100 120 140 160 60000
Scan 1256 (5.379 min): VU043090.D\data.ms (-1
168.0
43.0 40000
99.0
20000
69.0 136.9
‘ 117.9 ‘
“\‘1\“\‘}‘\‘\\‘\‘}\\\\H’\\\\‘\‘\‘\\‘\‘\\‘ 0 \‘\\\\‘\\\\
40 60 80 100 120 140 160 Time--> 530 5.40
Abundance Scan 1261 (5.395 min): VU043016.D\data.ms (-1 #31
56.0 Cyclohexane
84.0 168.0 Concen: 47.11 ug/l
RT: 5.379 min Scan# 1256
Delta R.T. -0.016 min
Lab File: VUe43090.D
Acq: 14 Apr 2021 13:36
1IN 11\7'913‘7.0\ ) P
| L iin | | il
’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
40 60 80 100 120 140 160 Tgt Ion: 56 Resp: 190859
Scan 1256 (5.379 min): VU043090.D\data.ms Ion Ratio Lower Upper
168.0 56 100
56.0 69 26.1 24.9 37.3
99.0 84 66.8 63.7 95.5
Abundance
136.9
5.0 117.9
37 "\“\K\“\w‘\‘\\‘\‘}\\\\H‘i\\\“\}‘\\’\ T 60000
40 60 80 100 120 140 160
Scan 1256 (5.379 min): VU043090.D\data.ms (-1
168.0 40000
56.0
99.0
20000
136.9
5.0 117.9
87 "\‘\\“\w\‘\\‘\‘}\\\\H‘\\\\“\}‘\\’\‘\\ VH\\‘\\H’HH‘\\
40 60 80 100 120 140 160  Time--> 5.305.355.405.45

m/z-->

VU043090.D 82U041221W.M
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Abundance Scan 1359 (5.710 min): VU043016.D\data.ms (-1 #33

65.0 1,2-Dichloroethane-d4
Concen: 46.57 ug/1l

RT: 5.710 min Scan# 1359

Ref 50 510 Delta R.T. -0.000 min
Lab File: VU@43090.D
101.9 Acq: 14 Apr 2021 13:36
9 I Al I i "
0\‘\\\\‘\\\‘\“\\\\“\\}\‘\\\\‘\\-\\‘\\\\‘\\‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 152957
Abundance Scan 1359 (5.710 min): VU043090.D\datams 10" Ratlo Lower Upper
65.0 65 100
67 50.3 0.0 99.8
Raw 50
51.0 Abundance
101.9 5.J110
370 | | 60000
0 \‘\H\‘H\‘\‘\\H“\\i\‘HH‘H.H‘HH‘H‘H‘H
m/z-—-> 30 40 50 60 70 80 90 100 110
Abundance Scan 1359 (5.710 min): VU043090.D\data.ms (-1
65.0 40000
Sub gy 20000
51.0
101.9
370 || . I
0 bbb et e oo o e T
m/z--> 30 40 50 60 70 80 90 100 110 Tjme.> 5.60 5.70 5.80

Abundance Scan 1529 (6.256 min): VU043016.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.00 ug/1
RT: 6.256 min Scan# 1529
Ref 50 Delta R.T. ©0.000 min
Lab File: VUe43090.D
63.0 88.0 . .
50.0 75.0 . Acq: 14 Apr 2021 13:36
0 \‘\3\71“(‘)\\\\‘}‘\\1‘\““\1‘i\‘“u“\‘\\!H‘l‘u‘uu‘\“u‘u
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 319347
Abundance Scan 1529 (6.256 min): VU043090.D\datams 10N Ratio Lower Upper
114.0 114 100
63 23.7 0.0 44.2
88 16.7 0.0 33.4
Raw 50
63.0 Abun]%oeo
50.0 88.0
0 \‘\3\%.“0\\\\‘“\1\“}‘1\”7\?\.?“\\H‘\‘l‘\\‘uu‘\“u‘u
m/z--> 30 40 50 60 70 80 90 100 110 120 100000
Abundance Scan 1529 (6.256 min): VU043090.D\data.ms (-1
114.0
Sub 50000
50
50.0 o0 88.0
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.20 6.30
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Abundance Scan 1231 (5.298 min): VU043016.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 44,30 ug/1l
RT: 5.298 min Scan# 1231
Ref 50 Delta R.T. ©0.000 min
8.9 lorg Lab File:  VU043090.D
Acq: 14 Apr 2021 13:36
0 \3\’6\-‘8\ T i“‘\ TT \U‘\ \H\“\““\ T \H‘ T \%?“9\8\\ T \H\ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 1086306
Abundance Scan 1231 (5.298 min): VU043090.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100
111 1e3.1 81.8 122.8
192 21.0 17.2 25.8
Raw 50
Abundance
78.9 191.8 5.298
0l 209 H T 1598 || 40000
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1231 (5.298 min): VU043090.D\data.ms (-1~ 50000
110.9
20000
Sub
50
10000
78.9 191.8 \
0l 409 H T 1598 || 0 '
R s T AR B e e
m/z--> 40 60 80 100 120 140 160 180 Time--> 520 530 5.40

Abundance Scan 1689 (6.771 min): VU043016.D\data.ms (-1 #39

55.0 83.0 Methylcyclohexane
Concen: 218.54 ug/l
41.0 RT: 6.764 min Scan# 1687
Ref 50 98.1 Delta R.T. -0.007 min
69.0 Lab File: VUe43090.D
‘ ‘ Acq: 14 Apr 2021 13:36
0 \‘\H‘\‘\‘H\i‘\u\‘\‘H\‘\Hlu“\“‘!l\\‘\H‘r“\u\‘u‘u‘
miz--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 83 Resp: 814638
Abundance Scan 1687 (6.764 min): VU043090.D\datams ~ 10N Ratlo Lower Upper
55.0 83.0 83 100
55 87.0 66.8 100.2
21.0 98 45.0 36.9 55.3
Raw gg 98.1
Abundance
69.0
O+ T } \‘\ TT i‘\” T \‘\HH TT \‘\“‘J 1 T \‘\“ T \]\_:}\2\.\0\ T
miz--> 30 40 50 60 70 80 90 100 110 300000
Abundance Scan 1687 (6.764 min): VU043090.D\data.ms (-1
1
55.0 83.0 200000
Sub 41.0
50 98.1 100000
‘ ‘ 69.0
0 ‘_‘H;“H“M‘HWMWHMW‘lu_Hw‘mwcw S ===
miz--> 30 40 50 60 70 80 90 100 110  Time-> 6.70 6.80
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Abundance Scan 2042 (7.906 min): VU043016.D\data.ms (-2 #50

98.1 Toluene-d8

Concen: 50.24 ug/1l

RT: 7.906 min Scan# 2042

Ref 50 Delta R.T. -0.000 min
Lab File: VU@43090.D
42‘.0 540 70.0 Acq: 14 Apr 2021 13:36
0\H\i‘\i\}‘”\i\\11\‘\\\\\.H\H‘\“‘HHHH\
m/z--> 30 40 50 60 70 80 90 100 110 120 Tt Ion: 98 Resp: 426579
Abundance Scan 2042 (7.906 min): VU043090.D\datams 10" Ratio Lower Upper
98.1 98 100

1006 60.6 50.2 75.2

Raw 50
55.0 Abundance
7.906
42.0 70.0 112.1 200000
TR = S
0 \‘H\iw”\1"1‘\1‘\‘111‘\“HH‘WH‘\H “HH‘\H\‘\
m/z--> 30 40 50 60 70 80 90 100 110 120 150000
Abundance Scan 2042 (7.906 min): VU043090.D\data.ms (-1
98.0
100000
Sub
50
50000
42.0 550
: 70.0 112.1
Lol 8o ) '
O Pt e e S LA B i
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 7.90 8.00
Abundance Scan 2892 (10.639 min): VU043016.D\data.ms (- #62
93.0 173.9 4-Bromofluorobenzene
Concen: 53.92 ug/1
75.0 RT: 10.652 min Scan# 2896
Ref 50 Delta R.T. ©0.013 min
50.0 Lab File:  VUe43@90.D
Acq: 14 Apr 2021 13:36
O LL_1 \\“ 1168 1428 I
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 I8t Ion: 95 Resp: 183351
Abundance Scan 2896 (10.652 min): VU043090.D\data.ms 10N Ratio Lower Upper
57.0 95 100
95.0 174 68.6 0.0 172.2
173.9 176 66.7 0.0 168.8
Raw 50
Abundance
‘ 80000 10452
125.1
0 \?Z‘Ni } \“‘\h!“m\‘ 4t M““ Tt “\ M \li4w4m7w IR \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 60000
Abundance Scan 2896 (10.652 min): VU043090.D\data.ms (-
95.0 173.9
43.0 40000
Sub 75.0
50
20000
ol AP =5 2 E———
miz--> 40 60 80 100 120 140 160 180 Time--> 1060  10.70
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Abundance Scan 2514 (9.423 min): VU043016.D\data.ms (-2 #63

117.0 Chlorobenzene-d5
Concen: 50.00 ug/1l
82.0 RT: 9.436 min Scan# 2518
Ref 50 Delta R.T. ©0.013 min
54.0 Lab File: VU®@43090.D
40.0 Acq: 14 Apr 2021 13:36
0 \‘\H}}\‘\\\‘\\H‘H\\‘\\\‘1“\‘\\\‘\\9\\8‘\9\\\‘\Hl‘\\\\‘\\\
m/z--> 30 40 50 60 70 80 90 100110120130 I8t Ion:11l7 Resp: 363955
Abundance Scan 2518 (9.436 min): VU043090.D\datams 19" Ratio Lower Upper
117.0 117 100
82 50.8 45.8 68.6
820 119 31.5 25.8 38.8
Raw 50
Abundance
54.0
miz--> 30 40 50 60 70 80 90 100 110 120 130 100000
Abundance Scan 2518 (9.436 min): VU043090.D\data.ms (-2
117.0
Sub 82.0 50000
50
54.0
40.0 H | .
Ottt H e et e =
miz--> 30 40 50 60 70 80 90 100110120130 Time--> 9.40 9.50

Abundance Scan 3259 (11.819 min): VU043016.D\data.ms (- #72

149.8 1,4-Dichlorobenzene-d4
Concen: 50.00 ug/1

RT: 11.825 min Scan# 3261
Ref 50 115.0 Delta R.T. ©0.006 min

500 780 Lab File: VU@43090.D

H Acq: 14 Apr 2021 13:36
O' M‘\\\\‘\\\‘\\\\‘\\\‘\\\\ . .

m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 153122
Abundance Scan 3261 (11.825 min): VU043090.D\data.ms 10" Ratio Lower Upper
57.0 150.0 152 100

115 57.8 41.5 124.6
150 152.3 0.0 342.4

Raw 50 115.0
78.0 ' Abundance
\
\
38
0 : 1‘ T ‘\‘”\ T i”‘ T \‘\“\ ‘1\6\8\17 “\‘
m/z--> 40 60 80 100 120 140 160 100000
Abundance Scan 3261 (11.825 min): VU043090.D\data.ms (-
150.0
sub 50000
%0 570 115.0
78.0
0 e e 1680 0
m/z--> 40 60 100 120 140 160 Time-->
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Abundance Scan 2846 (10.491 min): VU043016.D\data.ms (- #73

105.0 Isopropylbenzene

Concen: 12.51 ug/1

RT: 10.497 min Scan# 2848

Ref 50 Delta R.T. ©0.006 min
120.1 Lab File: VU@43090.D
51.0 77.0 Acq: 14 Apr 2021 13:36
0\\\“‘\\“1\“\‘\\‘\“"\\‘\\“‘\“\\\“\\\\‘\\
m/z--> 40 60 80 100 120 140  Tgt Ion:185 Resp: 128584
Abundance Scan 2848 (10.497 min): VU043090.D\datams 10N Ratlo Lower Upper
105.0 105 100
120 25.5 13.1 39.3
Raw 50 55.0
Abundance
3900 77.0 1201 10497
ol ‘M Al Mm‘\\ih\j‘ 00 60000
miz--> 40 60 80 100 120 140
Abundance Scan 2848 (10.497 min): VU043090.D\data.ms (-
105.0 40000
Sub
50 20000
55.0 77.0 120.1
39.0 ‘ ‘
ot Jo 0ty | 1401 o— =
miz--> 40 60 80 100 120 140 Time-> 10.40  10.50

Abundance Scan 2977 (10.912 min): VU043016.D\data.ms (- #78
9

1.0 n-propylbenzene
Concen: 20.23 ug/l
RT: 10.919 min Scan# 2979
Ref 50 Delta R.T. ©.007 min
Lab File: VU@43090.D
k9.0 Acq: 14 Apr 2021 13:36
(R ‘\" i“ — “\ T ’”\‘\‘ T \179\0‘8\ I \2\8\1\1
m/z--> 50 100 150 200 250 Tgt IOI’]Z.91 Resp: 248902
Abundance Scan 2979 (10.919 min): VU043090.D\data.ms 10" Ratio Lower Upper
91.0 91 100
120 21.2 11.2 33.6
Raw 50
Abundance
55.0 281.1 10.919
oL UJ ‘dm‘\“\‘\“}h H\‘m‘ ) HL’m ﬁ‘]‘%‘s“l‘ 1‘5‘8-‘9 :‘L9‘M3‘0“ : ‘2‘4?"0“ “h :
m/z--> 50 100 150 200 250 100000
Abundance Scan 2979 (10.919 min): VU043090.D\data.ms (-
91.0
Sub 50000
50
281.1 /\
o2+ |l “432-9 1930 249.0 | 0
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 Time--> 10.90 11.00
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Abundance Scan 3137 (11.427 min): VU043016.D\data.ms (- #83

91.0

11

9.0

tert-Butylbenzene
Concen: 2.18 ug/1l
RT: 11.433 min Scan# 3139

Ref 50 Delta R.T. ©0.006 min
Lab File: VU@43090.D
41.0 166.8 Acqg: 14 Apr 2021 13:36
0l ““‘\‘\“ “M‘ : \““h H\‘\‘ : ‘\M\‘ ‘\}“’HH“H‘\‘ R ERa
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:119 Resp: 19434
Abundance Scan 3139 (11.433 min): VU043090.D\datams ~1on Ratio Lower Upper
43.0 71.1 119 100
91 53.7 30.3 90.9
134 22.7 11.4 34.1
Raw 50
Abundance
‘ 113.1
0H‘Um!\""\‘1“““\H‘Hw”l‘%?‘l‘wmwwwH 10000
miz--> 40 80 100 120 140 160 180 200
Abundance Scan 3139 (11.433 min): VU043090.D\data.ms (-
430 711
5000
Sub
50
113.1
Gm‘“ml“m‘wmwul‘w‘m‘,}‘5%‘2”“””_H 0
miz--> 40 60 80 100 120 140 160 180 200 Time-->

Abundance Scan 3207 (11.652 min): VU043016.D\data.ms (- #85

105.0 sec-Butylbenzene
Concen: 15.22 ug/1
RT: 11.658 min Scan# 3209
Ref 50 Delta R.T. ©.006 min
1341 Lab File: VUe43090.D
51.0 77‘.0 ‘ ’ Acq: 14 Apr 2021 13:36
0\\\‘\\“\\‘\\\\“\\\\‘\\‘\“\\\‘\’\\\\‘\
miz--> 40 60 80 100 120 140 160 '8t Ion:1@5 Resp: 159071
Abundance Scan 3209 (11.658 min): VU043090.D\datams 100 Ratio Lower Upper
41.0 105 100
105.0 134 19.6 10.0 30.0
Raw 50
Abundance
134.1 11/658
152.1
0 80000
miz--> 40 60 80 100 120 140 160
Abundance Scan 3209 (11.658 min): VU043090.D\data.ms (- 60000
105.0
41.0
71.1 40000
Sub
50
20000
134.1
7ol ||, 1521
0! \\\“H\H\\‘m\\\“’\\l‘\‘\ L S B B
miz--> 40 60 80 100 120 140 160 Time--> 11.60  11.70
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Abundance Scan 3382 (12.214 min): VU043016.D\data.ms (- #89

91.0 n-Butylbenzene

Concen: 26.81 ug/1l

RT: 12.221 min Scan# 3384

Ref 50 145.9 Delta R.T. ©0.007 min
Lab File:  VU@43090.D
390 650‘ 11T° ‘ ‘ Acq: 14 Apr 2021 13:36
0\\\”"‘\\\\"\‘\\“”‘ P\“\‘“‘\\\‘\\\\‘\\‘\\‘\\\\
miz--> 40 100 120 140 160 Tgt Ion:‘91 Resp: 241613
Abundance Scan3384(12221|nuﬁ:VU0430901ndmaJns Ion Ratio Lower Upper
69.0 91.0 91 100
410 92 43.4 26.2 78.6
134 32.9 12.7 38.1
Raw 50
Abundance
109.1 1341
h 154.1
0 “‘ ‘ H T \“‘ T \ ‘ TT 1T
miz--> 40 60 80 100 120 140 160 100000
Abundance Scan 3384 (12.221 min): VU043090.D\data.ms (-
91.0
Sub 69.0 50000
50 /
41.0 1091 1341
miz--> 40 60 80 100 120 140 160  Time> 12.20

Abundance Scan 3966 (14.092 min): VU043016.D\data.ms (- #95

128.0 Naphthalene
Concen: 42.65 ug/1
RT: 14.095 min Scan# 3967
Ref 50 Delta R.T. ©0.003 min
Lab File: VU®@43090.D
51‘0 750 10‘20 | Acq: 14 Apr 2021 13:36
0\\\‘\\‘\\“H\\Hw‘\\\\“\\\\‘\‘ \\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:128 Resp: 467737
Abundance Scan 3967 (14.095 min): VU043090.D\data.ms 10" Ratio Lower Upper
128.0 128 100
127 15.4 10.8 16.2
129  17.9 8.6 13.0#
Raw 50
Abundance
40 104 149.1 250000 14.095
0l ““\‘ ‘\“ ‘\“\H\HH‘H}H‘H‘ ‘\H‘n ‘\‘ W‘ T ‘H‘h r “\‘ N ‘]"‘8‘0‘:!“ =
miz--> 40 60 80 100 120 140 160 180 200000
Abundance Scan 3967 (14.095 min): VU043090.D\data.ms (-
128.0 150000
Sub 100000
50
50000
149.1
102.0
ol 0740 1020 | | ame1 o=t e —
miz--> 40 60 80 100 120 140 160 180  Time--> 14.00 14.10 14.20
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