Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50622\
Data File : VN@72365.D

Acqg On : 06 May 2022 19:25

Operator : JC\MD

Sample : N2676-03ME

Misc : 7.59g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Time: May 09 03:16:39 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042622W.M
Quant Title : SW846 8260

QLast Update : Tue Apr 26 18:50:11 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 8.075 168 245397 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 8.963 114 467849 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.739 117 553683 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.668 152 299786 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 8.427 65 178195 47.299 ug/1 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery =  94.600%

35) Dibromofluoromethane 8.016 113 134664 44,971 ug/1 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery =  89.940%

50) Toluene-d8 10.439 98 655370 55.698 ug/1 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery = 111.400%

62) 4-Bromofluorobenzene 12.727 95 326417 83.578 ug/1l 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery = 167.160%#

Target Compounds Qvalue
18) Methyl Acetate 4.863 43 5853 1.250 ug/1 # 73
31) Cyclohexane 8.080 56 15858 3.150 ug/l # 79
39) Methylcyclohexane 9.451 83 166976 34.252 ug/1 95
73) Isopropylbenzene 12.574 105 353899 13.366 ug/l 99
78) n-propylbenzene 12.915 91 882124 30.242 ug/l 98
83) tert-Butylbenzene 13.321 119 61805 3.192 ug/1 81
85) sec-Butylbenzene 13.498 105 935912 37.079 ug/1l 85
89) n-Butylbenzene 13.939 91 490143 32.519 ug/1 92

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@50622\
Data File : VN@72365.D

Acqg On : 06 May 2022 19:25

Operator : JC\MD

Sample : N2676-03ME

Misc 1 7.59g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS Vvial : 20 Sample Multiplier: 1

Quant Time: May 09 03:16:39 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N042622W.M
Quant Title : SW846 8260

QLast Update : Tue Apr 26 18:50:11 2022

Response via : Initial Calibration

Abundance TIC: VN072365.D\data.ms
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Abundance Scan 1036 (8.080 min): VN072260.D\data.ms (-1 #1

168.1 Pentafluorobenzene
Concen: 50.000 ug/1l
56.1 84.0 RT: 8.075 min Scan# 1(AS{Vl
Ref 50 ' Delta R.T. -0.006 min [IS\O/EIN
Lab File: VN@72365.D [(ICHIEEIel(E(6H
‘ 137.1 Acq: 06 May 2022 19:25 CAEILE
0 \\ww\“N\‘HJN\MN\J#‘\\\\‘\\\J‘\\\\‘\J\\‘%gg;z
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 245397
Abundance Scan 1035 (8.075 min): VNO72365.D\datams 10" Ratio Lower Upper
168.1 168 100
99 62.8 42.3 63.5
99.0
Raw 50
Abundance
137.0 100000 8.075
75.0
0 41 Lol L I, ‘ I | 192.0
\\\‘H\\‘\\\\M\\\‘\\\w\\\\‘\\”‘\ \\‘\H\‘ 80000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1035 (8.075 min): VN072365.D\data.ms (-¢
168.1 60000
99.0 40000
Sub
50
20000
750 137.0
o‘3‘?‘1”uumw“‘;lu“w;HH”WH‘_:‘H_““1‘9‘2:? O
m/z--> 40 60 80 100 120 140 160 180 Time--> 8.00 8.10 8.20

Abundance Scan 487 (4.851 min): VN072260.D\data.ms (-47 #18

43.1 Methyl Acetate
Concen: 1.250 ug/1
RT: 4.863 min Scan# 489
Ref 50 Delta R.T. ©0.012 min
76.0 Lab File: VN@72365.D
Acq: 06 May 2022 19:25
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 18t Ion: 43 Resp: 5853
Abundance  Scan 489 (4.863 min): VN072365.D\datams 100 Ratio Lower Upper
43.0 43 100
74 12.9 21.6 32.44%
Raw 50
Abundance
4.863
74.0
o | |
\H‘H\W\H\“\\‘H\W\H\“\H‘H\“\H\“\H‘H\W\H\“\\ 1500
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85
Abundance Scan 489 (4.863 min): VN072365.D\data.ms (-42
e
43.0 1000
Sub
50 500
74.0 A
O b e e
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 Time--> 480 4.90
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Abundance Scan 1038 (8.092 min): VN072260.D\data.ms (-1 #31

581 g40 168.1
Ref 50
137.0
0 ‘\W\“\}‘\‘\\‘\]*‘()\\\\‘\\\\‘\}‘\\‘\“\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1036 (8.080 min): VN072365.D\data.ms
168.0
99.0
Raw 50
137.0
75.0
0 T \4\]‘.'\ T \‘\‘ “\ U\“\w 1‘\\‘\w TTT \H‘ \\\\‘\1‘\ T ‘ \‘ TT ‘]\-\9\2\.(‘)
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1036 (8.080 min): VN072365.D\data.ms (-¢
168.0
99.0
Sub
50
137.0
75.0
ob AL L T 2020
miz--> 40 60 80 100 120 140 160 180

Cyclohexane
Concen: 3.150 ug/l
RT: 8.080 min Scan# 1{gfSidtipl=lgies
Delta R.T. -0.012 min [ISMe/EIN
Lab File: VN@72365.D |(GUEINEETIEIR
Acq: 06 May 2022 19:25 SRS
Tgt Ion: 56 Resp: 15858
Ion Ratio Lower Upper
56 100
69 65.7 27.8 41.8#
84 105.4 76.9 115.3
Abundance
8.080
6000
4000
2000
1 T T T T L ‘ T T L
Time--> 8.00 8.10

Abundance Scan 1096 (8.433 min): VN072260.D\data.ms (-1 #33
1,2-Dichloroethane-d4

Ref 50
0,

m/z-->
Abundance

65.0

102.0
200
Ll

40 60 80 100 120 140 160

180

Scan 1095 (8.427 min): VN0O72365.D\data.ms

65.0

Raw 50
102.0
0 37.0 | || M‘ 149.0 174.8
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1095 (8.427 min): VN072365.D\data.ms (-1

Sub
50

0

65.0

102.0

37.0 | ||

136.1 159 1 193 3

m/z-->

VNO72365.D 82N042622W.M

40 60 80 100 120 140 160

180

Concen: 47.299 ug/l
RT: 8.427 min Scan# 1095
Delta R.T. -0.007 min
Lab File: VN@72365.D
Acq: 06 May 2022 19:25
Tgt Ion: 65 Resp: 178195
Ion Ratio Lower Upper
65 100
67 49.5 0.0 104.8
Abundance
8.427
60000
40000
20000
‘\\\\‘\\\\‘\\\\
Time--> 8.30 8.40 8.50
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Abundance Scan 1186 (8.963 min): VN072260.D\data.ms (-1 #34

114.1 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 8.963 min Scan#t 11gSiilglEhies
Ref 50 Delta R.T. -0.000 min [WS\AeLEI\
63.0 Lab File: VN@72365.D [SlEEHISEIIAE0
88.1 Acq: 06 May 2022 19:25 IR
0\3\)7\‘\\‘\\“”11”\”\“\J\“\‘\\\‘\‘uu‘uu‘uu“\u‘\
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:114 Resp: 467849
Abundance Scan 1186 (8.963 min): VN072365.D\datams 10" Ratio Lower Upper
114.1 114 100
63 21.4 0.0 40.0
88 16.5 0.0 32.6
Raw 50
Abundance
63.0 ggo 200000 8.963
ol30 Hhadu ) 13501502 1013
miz--> 40 60 80 100 120 140 160 180 150000
Abundance Scan 1186 (8.963 min): VN072365.D\data.ms (-1
114.1
100000
Sub
50 50000
0‘3"7“9“”“”‘1 ol ‘M!‘MH“‘_1‘35‘9‘1‘5‘?‘2‘”,1‘9‘17%‘ P
m/z--> 40 60 80 100 120 140 160 180 Time--> 8.808.909.009.10

Abundance Scan 1025 (8.016 min): VN072260.D\data.ms (-1 #35
91.0 Dibromofluoromethane

Concen: 44,971 ug/1

RT: 8.016 min Scan# 1025

Ref 50 61.0 Delta R.T. -0.000 min
Lab File: VNO72365.D
18.9 192.0 Acq: 06 May 2022 19:25
0\3\7\‘0\‘\\\}“\\\\H\\W}“‘\\\\H“\\\\‘\\]\-\5‘9\?\\‘\\‘!‘\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 134664
Abundance Scan 1025 (8.016 min): VN072365.D\data.ms Ion Ratio Lower Upper
110.9 113 100
111 103.6 81.4 122.0
192 19.4 17.6 25.6
Raw 50
Abundance
81.0 8.016
s 191.9 50000
0\\4\9\1-\\\‘\\\\“\\h\h\‘\\}\‘\]\_?\’\s‘]\_\\\‘\\\\‘\\‘\‘\‘
m/z--> 40 60 80 100 120 140 160 180 40000
Abundance Scan 1025 (8.016 min): VN072365.D\data.ms (-¢
110.9 30000
Sub 20000
50
10000
78.9 191.9 A
ol oo Ny | e ok N
mlz--> 40 60 80 100 120 140 160 180 Time-->  7.90 8.00 8.10
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Abundance Scan 1270 (9.457 min): VN072260.D\data.ms (-1 #39
83.1 Methylcyclohexane

Concen: 34.252 ug/1l

RT: 9.451 min Scan# 1lgSidtipgl=lpies
Ref 50 Delta R.T. -0.006 min [US\IOZE\
Lab File: VN@72365.D |(GUEINEETIEIR
H ‘ H Acq: @6 May 2022 19:25 AL
A M |

55.1

112.
0\H‘\H‘\“MH“HH”‘HH‘HH‘HH‘HH‘HH‘HH

m/z--> 40 60 80 100 120 140 160 180 200 18t Ion: 83 Resp: 166976

Abundance Scan 1269 (9 451 min): VNO72365.D\datams 100 Ratio Lower Upper

83 100
55 74.6 57.8 86.8

98 44 .2 39.4 59.2
Raw 50
Abundance
9.451
0 HH‘ ”‘\‘ J109.1 135.2159.1  191.3
RSN A R RN LN RN AN BN 60000

m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1269 (9.451 min): VN072365.D\data.ms (-1
1
83.0 40000
Sub
50 20000
o MH ‘ 07.1 135.1 160.9 191.2 0
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\‘\\\\‘\\\\‘\\\\’
miz--> 40 60 80 100 120 140 160 180 200  Time->  9.30 9.40 9.50

Abundance Scan 1437 (10.439 min): VN072260.D\data.ms (- #50

98.1 Toluene-d8

Concen: 55.698 ug/1

RT: 10.439 min Scan# 1437

Ref 50 Delta R.T. ©0.000 min
Lab File: VN@72365.D
42,0 70.1 Acq: 06 May 2022 19:25
G\\\i‘\}‘H\’H\‘\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 98 Resp: 655376
Abundance Scan 1437 (10.439 min): VNO72365.D\datams 100 Ratio Lower Upper
98.1 98 100
100 61.4 52.6 78.8
Raw 50
55.1 Abundance
10439
o 12311491 1933 300000
- \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 40 60 80 100 120 140 160 180 200
Abundance in): ]
Scan 1437 (10.gg?omm). VNO072365.D\data.ms ( 200000
sub o 100000
55.1
ol |125.1 153.2 179.1202.2 0
e e L e —
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.40
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Abundance Scan 1826 (12.727 min): VN072260.D\data.ms (- #62

95.1 4-Bromofluorobenzene
174.0 Concen:  83.578 ug/l
RT: 12.727 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. ©.000 min MSVOA_N
Lab File: VN@72365.D [(ICHIEEIel(E(6H
50.0 Acq: 06 May 2022 19:25 CAEILE
[o LN “\‘\HH“M‘\ u‘u‘\‘ , ‘]“4‘1"0‘ ‘H‘ e B £
m/z--> 50 100 150 200 250 Tgt Ion:‘95 RESpZ 326417
Abundance Scan 1826 (12.727 min): VN072365.D\datams 10" Ratio Lower Upper
95.1 95 100
174 66.2 0.0 167.6
174.0 176 64.2 0.0 163.4
Raw 50
41.1 Abundance
12/727
200000
o . f382 | s o
m/z--> 50 100 150 200 250 150000
Abundance Scan 1826 (12.727 min): VN072365.D\data.ms (-
95.1
174.0 100000
Sub 50
50000
50.0
G . h H ‘\h““\\‘\u‘m ‘ ‘#‘38‘2‘ -l — ‘2‘2‘2"2‘ ‘ ‘2‘8‘1‘: T T
miz--> 100 150 200 250 Time--> 12.70 12.75
Abundance Scan 1658 (11.739 min): VN072260.D\data.ms (- #63
117.1 Chlorobenzene-d5
Concen: 50.000 ug/l
821 RT: 11.739 min Scan# 1658
Ref 50 Delta R.T. ©.000 min
54.1 Lab File: VNO72365.D
H Acq: 06 May 2022 19:25
O el b e
m/z--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:117 Resp: 553683
Abundance Scan 1658 (11.739 min): VN072365.D\data.ms Ion Ratio Lower Upper
117.1 117 100
82 55.2 44.2 66.2
82.1 119 31.7 25.4 38.0
Raw 50
Abundance
54.0 300000 11.r39
Y Hu el g o 222,
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1658 (11.739 min): VN072365.D\data.ms (- 200000
117.1
82.0
Sub 50 100000
54.0
OH 1592 1873 222 o
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 11.70 11.80
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Abundance Scan 1986 (13.668 min): VN072260.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4

Concen: 50.000 ug/1l

RT: 13.668 min Scan# 1{gEigial=laiss
Ref 50 Delta R.T. -0.001 min [USI\AeXW\

50 781 1t Lab File: VN@72365.D (@UEHIEIEIEERE
‘ M Acq: 06 May 2022 19:25 SRS
0\\\‘\\\‘\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\’\\\\’\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion:152 Resp: 299786
Abundance Scan 1986 (13.668 min): VNO72365.D\datams 10" Ratlo Lower Upper

150.0 152 100

115 57.4 28.9

150 141.1 0.0 356.
Raw 50 55.1

1151 Abundance
3.1 250000
0 ‘\‘U‘M“ f ‘\‘MV ‘\‘ “\‘ fltfdpet \‘ \‘\ ‘ ‘\J\-\7\7 \3\} \2\0\3\\2\ TTT
T \ \ \ T T T 200000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1986 (13.668 min): VN072365.D\data.ms (-
150.0 150000
100000
Sub
50 115.1
500 780 50000
Ol ey 176:1, 2032 e
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 13.60 13.70

Abundance Scan 1800 (12.574 min): VN072260.D\data.ms (- #73

105.1 Isopropylbenzene

Concen: 13.366 ug/1l

RT: 12.574 min Scan# 1800

Ref 50 Delta R.T. -0.001 min
Lab File: VN@72365.D
511 7m1 ‘ Acq: 06 May 2022 19:25
0\\\‘\\\\’\\\\“\\H‘\‘\\\"H\\‘\\\\‘\\\\‘\\H‘\\\\’H
m/z--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:1@5 Resp: 353899
Abundance Scan 1800 (12.574 min): VN072365.D\datams 100 Ratio Lower Upper
105.1 105 100
120 26.5 13.5 40.4
69.1
Raw 50
41.1 Abundance
12574
1402 200000
0' T \HHE‘\‘\ H‘ M\M T ’ \ \‘\ ‘ T \‘\]\.?\‘5\ \2\“‘]\-\9\3\ ‘3\ \2\2\9\\c
miz--> 40 60 80 100 120 140 160 180 200 220 150000
Abundance Scan 1800 (12.574 min): VN072365.D\data.ms (-
105.1
100000
Sub
>0 50000
69.1
ol 216521013 220 o=
miz--> mw%mmmmmmmmw1m 12.60
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Abundance Scan 1858 (12.915 min): VN072260.D\data.ms (- #78

91.0 n-propylbenzene
Concen: 30.242 ug/l
RT: 12.915 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.001 min |US\CLEN
Lab File: VN@72365.D [(®lEIEElsllEllof
120.1 GT-10-
65.0 Acq: 06 May 2022 19:25
0\H’\\‘H"\‘\H“H‘!\“\‘\\‘\“\\H‘HH‘HH‘HH‘HH’H\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion: 91 Resp: 882124
Abundance Scan 1858 (12.915 min): VN072365.D\datams 10" Ratio Lower Upper
91.1 91 100
120 22.6 11.9 35.5
Raw 50
Abundance
120.1 12.915
5ol ‘ 500000
0’ \"“‘\ \“i“‘}‘ T ‘\H}“‘\ \H“‘H\ et ! ‘U‘ \‘ t ‘\ it | \ t \]\-‘4\5\ \2\ T \1\7\\5‘\2\\2\0‘2\ \OH T
m/z--> 40 60 80 100 120 140 160 180 200 220 400000
Abundance Scan 1858 (12.915 min): VN072365.D\data.ms (-
911 300000
Sub 200000
50
1201 100000
65.0
0391\ Syl L 146.0 1752 205.1 0
R T T B T L R RRRE T
m/z--> 40 60 80 100 120 140 160 180 200 220 Tjme--> 12.80 12.90

Abundance Scan 1926 (13.315 min): VN072260.D\data.ms (- #83

119.1 tert-Butylbenzene
91.1 Concen: 3.192 ug/1
RT: 13.321 min Scan# 1927
Ref 50 Delta R.T. ©.005 min
Lab File: VNO72365.D
41.1 ‘ ‘ Acq: 06 May 2022 19:25
0\\\“‘\\“\\“‘\\\\‘\\1\“\\\‘\"‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 ~ 18t Ion:119 Resp: 61805
Abundance Scan 1927 (13.321 min): VN072365.D\data.ms Ion Ratio Lower Upper
55.1 119 100
91 79.7 31.6 94.8
134 20.3 13.7 41.1
Raw 50
Abundance
13.321
‘\ | 16531912 550 4
0\\\‘}\\ 30000
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 1927 (13.321 min): VN072365.D\data.ms (-
511 20000
Sub 139.2
50
83.1 10000
109.
miz--> 40 60 80 100 120 140 160 180 200 220 Time->  13.25 13.30 13.35
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Abundance Scan 1957 (13.498 min): VN072260.D\data.ms (- #85

105.1 sec-Butylbenzene
Concen: 37.079 ug/1l
RT: 13.498 min Scan#t 1{gigiil=gles
Ref 50 Delta R.T. -0.000 min [US\eZEN
1342 Lab File: VN@72365.D [(ICHIEEIel(E(6H
511 77‘.1 | ‘ : Acq: 06 May 2022 19:25 CIENE
0\\\‘\\‘\'\‘\\\\“‘\\\\‘m\\‘\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 '8t Ion:165 Resp: 935912
Abundance Scan 1957 (13. 498 min): VNO72365.D\datams 100 Ratio Lower Upper
05.1 105 100
134 27.5 10.4 31.1
Raw 50
55.1 Abundance
134.1 13.498
ol 801 159.2 191.2 5153
miz--> 40 60 80 100 120 140 160 180 200 220 400000
Abundance Scan 1957 (13.498 min): VN072365.D\data.ms (-
105.1
Sub 200000
50
134.0
77.0
SRS M 159.2 191.2 223 : 0
SMPANEAT YA 1 VBV W S i =2 2 T
miz--> 40 60 80 100 120 140 160 180 200 220 Time-—>  13.40 13.50 13.60

Abundance Scan 2032 (13.939 min): VN072260.D\data.ms (- #89

911 n-Butylbenzene

Concen: 32.519 ug/1

RT: 13.939 min Scan# 2032

Ref 50 Delta R.T. -0.000 min
1342 Lab File:  VN@72365.D
3%.1‘ 65_1H | Acq: 06 May 2022 19:25
G\H“H‘i\“HH"H"\“\‘\\‘\“H\‘\‘HH‘HH‘HH‘HH‘H\
m/z--> 40 60 80 100 120 140 160 180 200 220 18t Ion: 91 Resp: 490143
Abundance Scan 2032 (13.939 min): VN072365.D\data.ms 10" Ratio Lower Upper
91.1 91 100

92 50.7 26.9 80.7
134 35.4 13.6 40.8
Raw 50 55.1

Abundance
134.1
‘ 1933 300000 13939
0 \‘ ‘L ”‘ \‘H\ } “ M\ \‘\‘ o \1\?‘\3‘\\2\ T \‘\ T \\2\1\8‘\2\\
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 2032 (13.939 min): VN072365.D\data.ms (- 200000
91.1
Sub
50 100000
134.0
41.1 —
193.3
o‘H“‘m‘ﬁ““”‘wu 052 7172193 o
miz--> 40 60 80 100 120 140 160 180 200 220 Time--> 13.90 13.95
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