Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92921\
Data File : VU@44996.D

Acqg On : 29 Sep 2021 16:28

Operator : SY/MD

Sample : M3889-02ME

Misc : 7.04g/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vvial : 13  Sample Multiplier: 1

Quant Time: Sep 29 17:32:18 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

QLast Update : Tue Sep 28 12:32:13 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.372 168 225136 50.00 ug/l 0.00
34) 1,4-Difluorobenzene 6.250 114 409612 50.00 ug/l 0.00
63) Chlorobenzene-d5 9.423 117 415360 50.00 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 11.819 152 216223 50.00 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.703 65 179777 47.97 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery =  95.94%

35) Dibromofluoromethane 5.292 113 122321 47.34 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 94.68%

50) Toluene-d8 7.899 98 535582 52.46 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 104.92%

62) 4-Bromofluorobenzene 10.639 95 229911 54.54 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 109.08%

Target Compounds Qvalue
31) Cyclohexane 5.375 56 32471 5.70 ug/l # 81
39) Methylcyclohexane 6.761 83 86137 16.38 ug/1 97
73) Isopropylbenzene 10.491 105 39910 2.48 ug/l 100
78) n-propylbenzene 10.912 91 74520 3.80 ug/1 98
85) sec-Butylbenzene 11.648 105 96008 5.43 ug/l 99
89) n-Butylbenzene 12.211 91 120280 9.19 ug/l # 79

(#) = 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\VU©92921\
Data File : VU@44996.D

Acqg On : 29 Sep 2021 16:28

Operator : SY/MD

Sample : M3889-02ME

Misc : 7.04g/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS vial : 13  Sample Multiplier: 1

Quant Time: Sep 29 17:32:18 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092821W.M
Quant Title : SW846 8260

QLast Update : Tue Sep 28 12:32:13 2021

Response via : Initial Calibration

Abundance TIC: VU044996.D\data.ms
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Abundance Scan 1255 (5.375 min): VU044932.D\data.ms (-1 #1

167.9
56.0
84.0

Ref 50
136.9
117.9
0 “\‘1 “H‘\h\\‘\‘\\\\“‘\\\\‘\‘\‘\\‘\“\\
miz--> 40 60 80 100 120 140 160
Abundance Scan 1254 (5.372 min): VU044996.D\data.ms
167.9
98.9
Raw 50
74.9 1179136'9
0\\?‘%\\\“ ‘\H “H\\\‘\w\\\\H‘\\\\“\‘\‘\\‘\“\\
m/z--> 60 80 100 120 140 160
Abundance Scan 1254 (5.372 min): VU044996.D\data.ms (-1
167.9
98.9
Sub
50
56.0 74.9 11791369
N BTN e AT
m/z--> 40 60 80 100 120 140 160

Pentafluorobenzene

Concen: 50.00 ug/1l

RT: 5.372 min Scan# 1254
Delta R.T. -0.003 min

Lab File: \VUe44996.D

Acqg: 29 Sep 2021 16:28

Tgt Ion:168 Resp: 225136
Ion Ratio Lower Upper

168 100
99 64.6 51.4 77.0

Abundance
100000
80000
60000
40000

20000

Time--> 530 5.40 5.50

Abundance Scan 1259 (5.388 min): VU044932.D\data.ms (-1 #31

Ref 50
0

m/z-->
Abundance

56.0  84.0

167.9

il gl | 11?913?9\
| il n !
‘ T ‘ T 1T ‘ T TT ‘ TTTT ‘ L ‘ T
40 60 80 100 120 140 160
Scan 1255 (5.375 min): VU044996.D\data.ms
167.9

Cyclohexane

Concen: 5.70 ug/1

RT: 5.375 min Scan# 1255
Delta R.T. -0.013 min

Lab File: VU@44996.D

Acqg: 29 Sep 2021 16:28

Tgt Ion: 56 Resp: 32471
Ion Ratio Lower Upper
56 100

69 59.9 25.2 37.8#
84 89.3 66.4 99.6

Abundance

10000

5000

40 60 80 100 120 140 160 Time--> 5.30 5.35 5.40 5.45

98.9
Raw 50
0 749 117.9136'9
0\\?‘%\\\“ ‘\H “H‘\\‘\w\\\\H“\\\\“\‘\\\‘\“\\
miz--> 60 80 100 120 140 160
Abundance Scan 1255 (5.375 min): VU044996.D\data.ms (-1
167.9
98.9
Sub
50
56.0 74.9 11791369
- I TN S S AT
m/z-->
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Abundance Scan 1358 (5.706 min): VU044932.D\data.ms (-1 #33

64.9 1,2-Dichloroethane-d4
Concen: 47.97 ug/1
RT: 5.703 min Scan# 1357
Ref 50 50.9 Delta R.T. -0.003 min
' Lab File:  VU@44996.D
101.9 Acq: 29 Sep 2021 16:28
0 ‘w?%?‘w“\““wh“u‘w‘\HV‘M“W\‘“\‘
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 179777
Abundance Scan 1357 (5.703 min): VU044996.D\datams 100 Ratio Lower Upper
65.0 65 100
67 51.6 0.0 104.8
Raw
S0 50.9 Abundance
101.9 80000 5.1103
0 36\9 L ‘ MERN . ‘ ‘
AU AR AR AR A AR NRA
miz--> 30 40 50 60 70 80 90 100 110 60000
Abundance Scan 1357 (5.703 min): VU044996.D\data.ms (-1
65.0
40000
Sub 50
50.9 20000
101.9
0 ‘Méﬁ?‘H“\““M“‘ﬁ“ww‘w‘\w“ﬂt‘w“ O'\““ [T
miz--> 30 40 50 60 70 80 90 100 110 Time-> 560 570 5.80

Abundance Scan 1528 (6.253 min): VU044932.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene

Concen: 50.00 ug/1

RT: 6.250 min Scan# 1527

Ref 50 Delta R.T. -0.003 min
63.0 Lab File: VU@44996.D
499 87.9 Acq: 29 Sep 2021 16:28
0 \‘\??{?\\\\‘}:\\\‘\N‘}\‘\“‘7\“1'\.\9“\\\‘\‘\“\‘H‘\H\‘\“H‘H
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion:114 Resp: 409612

Abundance Scan 1527 (6.250 min): VU044996.D\datams 10N Ratio Lower Upper
114.0 114 100

63 23.1 0.0 47.8
88 16.7 0.0 32.8
Raw 50
Abundance
63.0 87.9 200000
0 \‘\??;?\\?\ﬂ:f)\\\“}‘}\\‘\7\?\'\9“\\\‘\‘\‘1‘\\‘\\\\‘\“H‘H
m/z--> 30 40 50 60 70 80 90 100 110 120 150000
Abundance Scan 1527 (6.250 min): VU044996.D\data.ms (-1
114.0
100000
Sub 50
50000
c00 63.0 87.9
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.20 6.30 6.40
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Abundance Scan 1229 (5.292 min): VU044932.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 47.34 ug/1
RT: 5.292 min Scan# 1229
Ref 50 Delta R.T. -0.000 min
Lab File:  VU@44996.D
80.9 1918 Acq: 29 Sep 2021 16:28
0\3\§‘9\\\\‘\\\\U\\HH\“\\\\”‘\\\\‘\\]\-\5‘9\7\”‘”!‘\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 122321
Abundance Scan 1229 (5.292 min): VU044996. D\data.ms 100 Ratio Lower Upper
110.9 113 100
111 103.0 84.1 126.1
192 17.9 14.8 22.2
Raw 50
Abundance
78.9 191.8 5.292
0H‘4\3~8‘wm‘U"HH‘\"‘wmw”l‘?%?‘”wuw 2o
miz--> 40 60 80 100 120 140 160 180 40000
Abundance Scan 1229 (5.292 min): VU044996.D\data.ms (-1
110.9 30000
Sub 20000
50
80.9 o018 10000
0‘“4\3“8“\‘H‘HH"\""\““\“]‘-‘5?‘7‘”\”““\ T T
miz--> 40 60 80 100 120 140 160 180 Time-> 520 5.30
Abundance Scan 1687 (6.764 min): VU044932.D\data.ms (-1 #39
- 83.0 Methylcyclohexane
Concen: 16.38 ug/1
RT: 6.761 min Scan# 1686
Ref 501 410 98.0 Delta R.T. -0.003 min
69.0 Lab File:  VU@44996.D
‘ ‘ ‘ H Acq: 29 Sep 2021 16:28
0 ‘\‘H‘\“Hw‘*”H\‘*‘”'ww”w”1”\‘”‘“\””\”"‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 83 Resp: 86137
Abundance Scan 1686 (6.761 min): VU044996.D\datams 10N Ratio Lower Upper
83.0 83 100
55.0 55 80.0 66.2 99.4
98 48.2 37.5 56.3
Raw 50, 410 98.0
Abundance
70.0 40000
0
miz--> 30 40 50 60 70 80 90 100 110 30000
Abundance Scan 1686 (6.761 min): VU044996.D\data.ms (-1
e
55.0 59 20000
Sub
50 41.0 98.0 10000
70.0
0 O
miz--> 30 40 50 60 70 80 90 100 110  Time-> 6.70  6.80
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Abundance Scan 2041 (7.902 min): VU044932.D\data.ms (-2 #50

98.0 Toluene-d8

Concen: 52.46 ug/1l

RT: 7.899 min Scan# 2040

Ref 50 Delta R.T. -0.003 min
Lab File: VU@44996.D
420 g49 70.0 Acq: 29 Sep 2021 16:28
0 \‘H\‘\“!\\Hl11\’\‘\1\lu\\8‘21.\0\\M}\““HH‘HH‘\
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 98 Resp: 535582
Abundance Scan 2040 (7.899 min): VU044996 D\datams 10N Ratio Lower Upper
98.0 98 100

100 64.3 52.5 78.7

Raw 50
AU
420 54 70.0 '
0 \‘H\w!iwwl1‘1\’\‘\1\lu\\8‘2\.\0\\‘\1\““\\\]\-%\2\.9\‘\
m/z--> 30 40 50 60 70 80 90 100 110 200000
Abundance Scan 2040 (7.899 min): VU044996.D\data.ms (-1
98.0
Sub 100000
50
420 549 700
0 ‘Wm;!\‘un‘,‘\l‘lM‘S‘Z"‘O‘W1“““”1“1‘259“‘ O
miz--> 30 40 50 60 70 80 90 100 110  Time-—> 7.80 7.90 8.00
Abundance Scan 2891 (10.635 min): VU044932.D\data.ms (- #62
95.0 4-Bromofluorobenzene
173.9 Concen: 54.54 ug/1
75.0 RT: 10.639 min Scan# 2892
Ref 50 Delta R.T. ©.004 min
49.9 Lab File: VU044996.D
' Acq: 29 Sep 2021 16:28
0 L H\‘ 116.9 142.9 I
- ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ . .
m/z--> 40 60 80 100 120 140 160 180 T8t Ion: 95 Resp: 229911
Abundance Scan 2892 (10.639 min): VU044996.D\datams 10N Ratlo Lower Upper
95.0 95 100
174 68.9 0.0 146.6
173.9 176 66.6 0.0 141.2
Raw 50 75.0
Abundance
49 10.639
0! ““N ‘\“““ Tt \1‘2\‘5\:\'-\1‘4\5\\8\ T \‘\“ T
miz--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 2892 (10.639 min): VU044996.D\data.ms (-
95.0
173.9
Sub 75.0 50000
50
49.9
0! Ll M“\ 125.1 145.8 if 0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\ T
miz--> 40 60 80 100 120 140 160 180 Time--> 10.60 10.70
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Abundance Scan 2513 (9.420 min): VU044932.D\data.ms (-2 #63

117.0 Chlorobenzene-d5
Concen: 50.00 ug/1l
82.0 RT: 9.423 min Scant 2514
Ref 50 Delta R.T. ©0.003 min
54.0 Lab File:  VU@44996.D
20.0 Acqg: 29 Sep 2021 16:28
0\‘\\\‘\“‘\H\‘\\\\‘\\\\‘\\1‘1i\‘\\\‘\\9\8‘\9\\\‘\\\1‘\\\\‘\\
m/z--> 30 40 50 60 70 80 90 100110120130 '8t Ion:117 Resp: 415360
Abundance Scan 2514 (9.423 min): VU044996.D\datams ~ 10N Ratlo Lower Upper
117.0 117 100
82 60.2 47.8 71.8
82.0 119 32.5 25.8 38.6
Raw 50
Abundance
54.0
m/z--> 30 40 50 60 70 80 90 100110120130
Abundance Scan 2514 (9.423 min): VU044996.D\data.ms (-2 150000
117.0
82.0 100000
Sub
50
54.0 50000
m/z--> 30 40 50 60 70 80 90 100110120130 Time--> 9.40 9.50

Abundance Scan 3258 (11.815 min): VU044932.D\data.ms (- #72
149.9 1,4-Dichlorobenzene-d4
Concen: 50.00 ug/1

115.0
520 78.0

Ref 50
0

m/z-->
Abundance

149.9

115.0
500 780

40 60 80 100 120 140 160
Scan 3259 (11.819 min): VU044996.D\data.ms

169.1

Raw 50
0

m/z-->
Abundance

Sub
50

149.9

115.0
78.0

40 60 80 100 120 140 160
Scan 3259 (11.819 min): VU044996.D\data.ms (-

m/z-->

VU044996.D 82U092821W.M

40 60 80 100 120 140 160

RT: 11.819 min

Delta R.T.
Lab File:

0.004 min
VU044996.D

Acqg: 29 Sep 2021 16:28

Tgt Ion:152 Resp: 216223

Ion Ratio
152 100

115 62.0
150 156.9

Abundance

200000

150000

100000

50000

Lower Upper

43.5 130.7
0.0 350.0

Time-->

Mon Oct 04 ©9:09:57 2021

11.80 11.90

Scan# 3259
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Abundance Scan 2845 (10.487 min): VU044932.D\data.ms (- #73

105.0 Isopropylbenzene
Concen: 2.48 ug/l
RT: 10.491 min Scan# 2846
Ref 50 Delta R.T. ©.004 min
120.0 Lab File:  VU@44996.D
51‘_0 77‘-‘0 ‘ Acq: 29 Sep 2021 16:28
04— \“‘\ T “\‘\ \‘\“\\‘\\"1‘\ \\"\\\\’\\
m/z--> 40 60 80 100 120 140  Tgt Ion:185 Resp: 39910
Abundance Scan 2846 (10.491 min): VU044996.D\datams 10N Ratlo Lower Upper
105.0 105 100
120 25.7 12.8 38.3
Raw 50
55.0 Abundzag%:
120.0 60
3819 77.0 10/491
‘\\‘ \\m‘\ MH MMH\ \H‘\ LI 1491
0\\\‘\\\\‘\\‘\‘\‘\\\\’\\‘i\"\‘\\\’\\ 20000
m/z--> 40 60 80 100 120 140
Abundance Scan 2846 (10.491 min): VU044996.D\data.ms (- 15000
105.0
10000
Sub
50
120.0 5000
55.0 77.0
38.9
GH““‘H‘\‘M‘u‘““‘““‘m‘w“,‘\“‘”,“‘1‘4,9]0‘ 0 Co
m/z--> 40 60 80 100 120 140 Time--> 10.50
Abundance Scan 2976 (10.909 min): VU044932.D\data.ms (- #78
91.0 n-propylbenzene
Concen: 3.80 ug/l
RT: 10.912 min Scan# 2977
Ref 50 Delta R.T. ©.003 min
Lab File: VU044996.D
Acq: 29 Sep 2021 16:28
390 1
wa‘i\‘\“\‘\’“\\‘\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 Tgt IOI’]Z.91 Resp: 74520
Abundance Scan 2977 (10.912 min): VU044996.D\data.ms Ion Ratio Lower Upper
91.0 91 100
120 20.8 10.8 32.4
Raw 50
Abundance
55.0 281.1 10/912
ol i‘m‘u“h\}” s “\"‘}“‘#‘3“‘3;0‘ . ‘19“‘2E9“ | ‘2‘4?.9‘ L 40000
m/z--> 50 100 150 200 250
Abundance Scan 2977 (10.912 min): VU044996.D\data.ms (- 30000
91.0
20000
Sub
50
10000
281.1
0 59.9‘ L iSS.O 192.9 249.0 | 01
e e e B A SRR R
m/z-—-> 50 100 150 200 250 Time--> 10.90
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Abundance Scan 3206 (11.648 min): VU044932.D\data.ms (- #85

105.0 sec-Butylbenzene
Concen: 5.43 ug/1
RT: 11.648 min Scan# 3206
Ref 50 Delta R.T. ©0.000 min
Lab File: VU@44996.D
10 770 | 134.0 Acq: 29 Sep 2021 16:28
0H\“‘\\“i'\“\‘\HM‘H\\‘w\\‘\‘H\‘\‘HH‘HH‘H\
m/z--> 40 60 80 100 120 140 160 180 I8t Ion:165 Resp: 96008
Abundance Scan 3206 (11.648 min): VU044996.D\datams 10N Ratlo Lower Upper
105.0 105 100
57.0 134 18.4 9.3 28.0
Raw 50
Abundance
81. 134.0 60000 11.648
0l.36 155.0175.0
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 3206 (11.648 min): VU044996.D\data.ms (- 40000
105.0
Sub 57.0
50 20000
8l. 134.0
0l38 ‘1‘5‘4"1‘1‘7‘5"‘9” —
m/z--> 40 60 80 100 120 140 160 180 Time--> 11.60  11.70

Abundance Scan 3381 (12.211 min): VU044932.D\data.ms (- #89

91.0 n-Butylbenzene
Concen: 9.19 ug/1
RT: 12.211 min Scan# 3381
Ref 50 145.9 Delta R.T. ©.000 min
110.9 Lab File: VU044996.D
49.9 ' Acq: 29 Sep 2021 16:28
Oﬂ_ﬁﬁd‘ﬁ‘%—rml “ ‘\“\”\“i‘\“\“\‘\H“\‘\‘\“H’\H\
miz--> 40 60 80 100 120 140 160 Tgt IOI’]Z.91 ReSp: 120280
Abundance Scan 3381 (12.211 min): VU044996.D\datams 100 Ratio Lower Upper
91.0 91 100
92 46.7 26.8 80.4
134 0.0 11.8 35.44#
Raw 50 69.0
41.0 Abundance
134.0 12.011
111.0 154.1 60000
0,
miz--> 40 60 80 100 120 140 160
Abundance Scan 3381 (12.211 min): VU044996.D\data.ms (-
91.0 40000
sub 20000
69.0 134.0
39.0 ‘ ‘
0! T ‘!“]‘.H]TP\'(\)“ \“\ \‘\“‘ \%5\4\.’1\ T 0 LA e B B
m/z-—-> 40 60 80 100 120 140 160  Time--> 12.20
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