Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@31521\
Data File : VN@66203.D

Acqg On : 15 Mar 2021 17:13

Operator : JC/MD

Sample : M1642-02ME

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH CSB-5-17-17.5-BGSME

ALS vial : 7 Sample Multiplier: 1

Quant Time: Mar 16 ©2:10:55 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31221W.M
Quant Title : SW846 8260

QLast Update : Fri Mar 12 13:00:23 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 7.582 168 389904 50.00 ug/l 0.00
34) 1,4-Difluorobenzene 8.512 114 629929 50.00 ug/l 0.00
63) Chlorobenzene-d5 11.350 117 582928 50.00 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 13.286 152 297865 50.00 ug/l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 7.946 65 385644 61.30 ug/l 0.00

Spiked Amount 50.000 Range 61 - 141 Recovery = 122.60%

35) Dibromofluoromethane 7.504 113 258046 60.71 ug/l 0.00

Spiked Amount 50.000 Range 69 - 133 Recovery = 121.42%

50) Toluene-d8 10.028 98 1024914 59.54 ug/1 0.00

Spiked Amount 50.000 Range 65 - 126 Recovery = 119.08%

62) 4-Bromofluorobenzene 12.345 95 364646 57.58 ug/1 0.00

Spiked Amount 50.000 Range 58 - 135 Recovery = 115.16%

Target Compounds Qvalue
39) Methylcyclohexane 9.009 83 104949 13.60 ug/l 95
73) Isopropylbenzene 12.192 105 141999 6.32 ug/l 99
78) n-propylbenzene 12.535 91 233288 9.00 ug/l 100
83) tert-Butylbenzene 12.935 119 18717 1.18 ug/1 95
85) sec-Butylbenzene 13.115 1085 360686 17.10 ug/l 85
89) n-Butylbenzene 13.557 91 199693 12.04 ug/1 93

(#) = 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@31521\

Data File : VN@66203.D

Acqg On : 15 Mar 2021 17:13

Operator : JC/MD

Sample : M1642-02ME

Misc : 5.66g/5mL/100uL/5.00mL/MSVOA_N/MEOH

ALS vial : 7 Sample Multiplier: 1

Quant Time: Mar 16 ©2:10:55 2021

CSB-5-17-17.5-BGSME

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©31221W.M

Quant Title : SW846 8260

QLast Update : Fri Mar 12 13:00:23 2021

Response via : Initial Calibration
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VNO66203.D 82NO31221W.M

Abundance Scan 2198 (7.584 min): VN066178.D\data.ms (-2 #1

167.9 Pentafluorobenzene
56.0 Concen: 50.00 ug/1l
84.0 RT: 7.582 min Scan# 2197
Ref 50 Delta R.T. -0.008 min
Lab File: VNO66203.D
‘ 137.0 Acq: 15 Mar 2021 17:13
0H‘H‘\’“H‘\‘H‘w"\}‘M\‘MH\‘M’HHHH‘H“‘}‘H‘“\H‘HH‘H-H
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:168 Resp: 389904
Abundance Scan 2197 (7.582 min): VN066203.D\datams 100 Ratio Lower Upper
168.0 168 100
99 56.6 45 .4 68.0
99.0
Raw 50
Abundance
75.0 137.0 150000 7.pg2
o3 Mw‘“;Mw,‘H“‘H“““1“_““_“‘2‘9?:9
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2197 (7.582 min): VN066203.D\data.ms (-2 100000
168.0
sub 580 50000
75.0 137.0
PAEL SR AT S R 1T O
miz--> 40 60 80 100 120 140 160 180 200  Time--> 7.50 7.60 7.70

Abundance Scan 2334 (7.949 min): VN066178.D\data.ms (-2 #33

78.0 1,2-Dichloroethane-d4
Concen: 61.30 ug/l
RT: 7.946 min Scan# 2333
Ref 507 g1 Delta R.T. -0.006 min
Lab File: VN@66203.D
101.9 Acqg: 15 Mar 2021 17:13
0 \“‘H‘\‘w“HH“‘HH‘\H\‘\\H‘Hu‘uu‘zp\g\'\l
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 65 Resp: 385644
Abundance Scan 2333 (7.946 min): VN066203.D\data.ms 100 Ratio Lower Upper
65.0 65 100
67 53.2 0.0 107.2
Raw 50
Abundance
7.946
102.0 150000
0\3\7.’0\‘\‘\‘\“‘\‘\‘\\‘H\\‘M\‘\\\‘\H\‘\\\\‘\\\\‘\\\\2‘9\6;9\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2333 (7.946 min): VN066203.D\data.ms (-2 109000
65.0
sub o 50000
102.0
ol 207.9
A o R AR R R R
m/z-—-> 40 60 80 100 120 140 160 180 200  Time--> 7.90 8.00
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Abundance Scan 2545 (8.515 min): VN066178.D\data.ms (-2 #34

114.0 1,4-Difluorobenzene

Concen: 50.00 ug/1l

RT: 8.512 min Scan# 2544

Ref 50 Delta R.T. -0.006 min
63.0 Lab File: VN@66203.D :
88.0 Acq: 15 Mar 2021 17:13 CSB-5-17-17.5-BGSME
0“‘w‘MM”“Nw“tMv‘H‘\‘H‘\H“w“‘w“w“T
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:114 Resp: 629929
Abundance Scan 2544 (8.512 min): VN066203.D\datams 10" Ratio Lower Upper
114.0 114 100
63 23.5 0.0 49.2
88 16.6 0.0 33.8
Raw 50
Abundance
630 ggq 300000
0u\,\\‘\\“”H”\”\“\‘u“\,\u‘\‘\\u‘uu‘uu‘\u%q\??o\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2544 (8.512 min): VN066203.D\data.ms (-2 ~ 200000
114.0
sub 100000
630 gag
0“w‘“JW‘”W‘whw‘ﬂ\‘H‘M‘H\‘H‘M‘”%OHE [T T
m/z--> 40 60 80 100 120 140 160 180 200  Time-> 8.40 850 8.60
Abundance Scan 2170 (7.509 min): VN066178.D\data.ms (-2 #35
110.9 Dibromofluoromethane
Concen: 60.71 ug/1l
RT: 7.504 min Scan#t 2168
Ref 50 Delta R.T. -0.005 min
61.0 Lab File: VN@66203.D
‘ 1918 aAcq: 15 Mar 2021 17:13
osee | gl jy 198 |
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:113 Resp: 258046
Abundance Scan 2168 (7.504 min): VN066203.D\data.ms 100 Ratio Lower Upper
110.9 113 100
111 101.6 84.0 126.0
192 20.9 16.7 25.1
Raw 50
Abundance
78.9 191.8 100000
el 80000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2168 (7.504 min): VN066203.D\data.ms (-2
110.9 60000
Sub 40000
50
20000
78.9 191.8
0‘ﬂ?g‘w‘”‘w‘mw‘”‘w“w‘%§%§”\‘“hw“‘ e B
miz--> 40 60 80 100 120 140 160 180 200  Time-> 7.40 7.50  7.60
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Abundance Scan 2731 (9.014 min): VN066178.D\data.ms (-z #39

55.0 83.1 Methylcyclohexane

Concen: 13.60 ug/1l

RT: 9.009 min Scan# 2729

Ref 50 Delta R.T. -0.005 min
Lab File: VN@66203.D
Acq: 15 Mar 2021 17:13 CSB-5-17-17.5-BGSME
0 ‘“‘H‘\“HH"\1“‘H\‘“‘\““\““\““\“‘%Q(‘S@
m/z--> 40 60 80 100 120 140 160 180 200 I8t Ion: 83 Resp: 104349
Abundance Scan 2729 (9.009 min): VN066203.D\data.ms 10" Ratio Lower Upper
55.1 83.1 83 100

55 96.7 72.8 109.2
98 43.3 33.7 50.5

Raw 50
Abundance
. M‘ | g 40000
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2729 (9.009 min): VN066203.D\data.ms (- 30000
55.1 83.1
20000
Sub
50
10000
b 208, )
B e e
miz--> 40 60 80 100 120 140 160 180 200 Time-> 890 9.00 9.10

Abundance Scan 3109 (10.028 min): VN066178.D\data.ms (- #50

98.1 Toluene-d8

Concen: 59.54 ug/1

RT: 10.028 min Scan# 3109

Ref 50 Delta R.T. -0.002 min
Lab File: VN@66203.D
470 70.1 Acq: 15 Mar 2021 17:13
0\\\"\}‘H\“\‘\‘\\‘\\\‘\“‘\\\\‘\\\\.‘\\\\‘\\\\‘\\\\.‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: 98 Resp: 1024914
Abundance Scan 3109 (10.028 min): VN066203.D\data.ms 100 Ratio Lower Upper
98.1 98 100
100 64.1 51.0 76.6
Raw 50
Abundance
10,028
42.1 701
500000
0' \\\\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\6\9\
m/z--> 40 60 80 100 120 140 160 180 200 400000
Abundance Scan 3109 (10.028 min): VN066203.D\data.ms (-
98.1 300000
Sub 200000
50
100000
421 701
0! HM‘\\H‘HH‘HH‘HH‘H\'\ 7\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200  Time--> 10.00 10.10
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Abundance Scan 3973 (12.345 min): VN066178.D\data.ms (- #62

93.0 173.9 4-Bromofluorobenzene
Concen: 57.58 ug/1
RT: 12.345 min Scan#t 3973
Ref 50 Delta R.T. -0.003 min
Lab File: VNO66203.D
0.0 Acq: 15 Mar 2021 17:13 CSB-5-17-17.5-BGSME
oL H‘ \!\ Ll H‘\‘m‘\ u‘n‘ — ‘14‘2"9‘ , H‘ ‘2‘06‘-9‘ —
m/z--> 50 100 150 200 250 Tgt Ion: ] 95 RESpZ 364646
Abundance Scan 3973 (12.345 min): VN066203.D\datams 10N Ratlo Lower Upper
95.0 95 100
173.9 174 80.3 0.0 162.4
176 77 .4 0.0 156.2
Raw 50
Abundance
. 12/345
50‘ 0 ‘ 1251 200000
0l ul \‘H\\‘m \M\‘u‘m‘n‘\‘ R i, ‘2‘07"0‘ ‘2‘4‘85
m/z--> 50 100 150 200 250 150000
Abundance Scan 3973 (12.345 min): VN066203.D\data.ms (-
=
93.0 173.9
100000
Sub
50
50000
50.0
S S N T Y of L
miz--> 50 100 150 200 250 Time--> 12.30 12.35 12.40
Abundance Scan 3601 (11.347 min): VN066178.D\data.ms (- #63
117.0 Chlorobenzene-d5
Concen: 50.00 ug/1
82.0 RT: 11.350 min Scan# 3602
Ref 50 Delta R.T. -0.000 min
54.0 Lab File: VN@66203.D
H Acq: 15 Mar 2021 17:13
0H\““H“H“\H”M‘HH‘\\MHHH‘H\\‘HH‘HH‘\H'\‘HH‘ . .
m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:117 Resp: 582928
Abundance Scan 3602 (11.350 min): VN066203.D\data.ms 10" Ratio Lower Upper
117.0 117 100
82 58.7 49.0 73.6
82.1 119 31.9 25.7 38.5
Raw 50
Abundance
54.0
“ 300000
0\H‘}‘H‘\‘\“\H‘M“HH‘\Hi‘iuu‘u\\‘HH‘HH‘\\\.\O‘HH‘
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 3602 (11.350 min): VN066203.D\data.ms (- 500000
117.0
82.0
sub o 100000
54.0
oM;H‘H“_Hmwm_w‘_m‘le@;?wasa-f ol
m/z--> 40 60 80 100 120 140 160 180 200 220 Time--> 11.30 11.40
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Abundance Scan 4324 (13.286 min): VN066178.D\data.ms (- #72

149.9
Ref 50
52.0 115.0
0Ly %7'0’ — w“ : %9‘2‘0‘ 2318
miz--> 50 100 150 200 250
Abundance Scan 4324 (13.286 min): VN066203.D\data.ms
150.0
Raw
50 115.0
78.0
411
oL H\‘\ H‘H \‘\ \\Muhh\ m 1l ““ . \‘\“ — ‘2‘0‘7‘0‘ ‘2‘4‘9-(
m/z--> 50 100 150 200 250
Abundance Scan 4324 (13.286 min): VN066203.D\data.ms (-
150.0
Sub 50
115.0
78.0
o0 1. Sl e 2322
miz--> 50 100 150 200 250

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

RT: 13.286 min Scan# 4324
Delta R.T. -0.003 min

Lab File: VN@66203.D

Acqg: 15 Mar 2021 17:13

Tgt Ion:152 Resp: 297865
Ion Ratio Lower Upper
152 100
115 56.4 29.4 88.3
150 156.3 0.0 352.2
Abundance
250000

200000

150000

100000

50000

Time->  13.20 13.30

Abundance Scan 3916 (12.192 min): VN066178.D\data.ms (- #73

Ref 50
510 770 ‘
G\\\‘\\“\\‘\\\\M‘\\‘\\“\‘\\\“\\\\.‘\\\\‘\\\\‘\\\\‘\\T\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 3916 (12.192 min): VN066203.D\data.ms
105.0
Raw 50
55.0
‘\ i ‘ 140.1 207.0
0 ”\\U\“\“\\\“‘H\\m‘“}\\\“\‘\\\i\\\\‘\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 3916 (12.192 min): VN066203.D\data.ms (-
105.0
Sub
50
69.0
miz--> 40 60 80 100 120 140 160 180 200

105.0

VNO66203.D 82NO31221W.M

Isopropylbenzene

Concen: 6.32 ug/l

RT: 12.192 min Scan# 3916
Delta R.T. -0.003 min

Lab File: VN066203.D

Acqg: 15 Mar 2021 17:13

Tgt Ion:105 Resp: 141999
Ion Ratio Lower Upper
105 100
120 26.1 12.8 38.3
Abundance
12192
80000
60000
40000
20000
O ‘ T T T T T T
Time--> 12.10 12.20
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Abundance Scan 4044 (12.535 min): VN066178.D\data.ms (- #78

Concen:
RT: 12.

Ref 50 Delta R.

5.0 120.1 Acq: 15

m/z--> 40 60 80 100 120 140 160 180 200 220 Tgt Ion:

o

Lab File:

91.0 n-propylbenzene

9.00 ug/l
535 min Scan# 4044
T. ©.000 min
VNO66203.D
Mar 2021 17:13

91 Resp: 233288

Abundance Scan 4044 (12.535 min): VN066203.D\datams 10N Ratio Lower Upper
91.0

91 100
120 21.5 10.8 32.4

Raw 50
Abundance
. 120.1 12535
39.0
0 T \““\ \“\‘”‘ \“\“\ \H’h\ \‘!‘”‘ \‘\‘\ T ‘ TTT ‘ TTTT ‘]\-\7\4\.‘0\\ \\2‘0\\6\\9‘ TTTT ‘
miz--> 40 60 80 100 120 140 160 180 200 220 100000
Abundance Scan 4044 (12.535 min): VN066203.D\data.ms (-
91.0
Sub 50000
50
120.1
65.0
0380, | ., | 174.0 206.9 1
R N L ORRE RS AR ]
miz--> 40 60 80 100 120 140 160 180200220  Time--> 1250 12.60
Abundance Scan 4194 (12.938 min): VN066178.D\data.ms (- #83
118.1 tert-Butylbenzene
91.0 Concen: 1.18 ug/1
RT: 12.935 min Scan# 4193
Ref 50 Delta R.T. -0.003 min
41.0 Lab File: VNO66203.D
50 ‘ Acqg: 15 Mar 2021 17:13
0 TT \“‘\\“\ \“‘\‘\ T \M‘ T \ 1 T “\ T \‘\‘l TTT \]-‘4\’\6\8\‘ \]\-\7\7‘ \]-\\\296\\]\-
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion:119 Resp: 18717
Abundance Scan 4193 (12.935 min): VN066203.D\data.ms 10" Ratio Lower Upper
58.1 119 100
831 91  63.2 33.7 101.1
134 22.8 12.3 36.9
Raw 50 139.1
Abundance
109.
10000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 8000
Abundance Scan 4193 (12.935 min): VN066203.D\data.ms (-
57.0 6000
83.1 139.1
sub 4000
50
2000
‘ 109.
obrrbrrbdb b g L, 1770 2070 ofinct ol
miz--> 40 60 80 100 120 140 160 180 200  Time--> 12.90 13.00
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Abundance Scan 4260 (13.115 min): VN066178.D\data.ms (- #85

105.0 sec-Butylbenzene

Concen: 17.10 ug/1l

RT: 13.115 min Scan# 4260

Ref 50 Delta R.T. -0.000 min
Lab File: VN©@66203.D :
c10 77‘.0‘ 13?-0 Acq: 15 Mar 2021 17:13 CSB-5-17-17.5-BGSME
0““Jﬁ ‘HJ““‘U‘” A N ==
m/z--> 40 60 80 100 120 140 160 180 200 220 | Tet Ton:185 Resp: 360686
Abundance Scan 4260 (13.115 min): VN066203.D\data.ms 10" Ratio Lower Upper
105.0 105 100

134 26.2 9.6 28.8

Raw 50
Abundance
551 134.1 13115
200000
0 \w T \Mi“h‘\‘\‘ H"M\m\ it T T \‘\ “ TTTT \]\-\7\7‘ \0\\\2‘0\\7\\0| T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance Scan 4260 (13.115 min): VN066203.D\data.ms (- +20000
105.0
100000
Sub
50
50000
1o 770 134.1
o SO L L ammozoo ol N
m/z--> 40 60 80 100 120 140 160 180 200 220  Time--> 13.10

Abundance Scan 4425 (13.557 min): VN066178.D\data.ms (- #89

91.0 n-Butylbenzene
Concen: 12.04 ug/l
RT: 13.557 min Scan# 4425
Ref 50 Delta R.T. -0.003 min
134.1 Lab File: VN066203.D
39.0 Acqg: 15 Mar 2021 17:13
obte da fu | 177.020502329
m/z--> 50 100 150 200 o250 T8t Ion:.91 Resp: 199693
Abundance Scan 4425 (13.557 min): VN066203.D\data.ms Ion Ratio Lower Upper
91.0 91 100
92 47.5 25.7 77.0
134 18.5 11.8 35.4
Raw 50
Abundance
oL L\‘ M‘M\u ‘H h‘ h\u‘h‘ ‘ l6‘3‘0‘ ‘2070‘ — 100000
m/z--> 50 100 150 200 250
Abundance Scan 4425 (13.557 min): VN066203.D\data.ms (-
91.0
50000
Sub
50
134.0
3 —
ol ‘w Al L 1830 2070 ] ———
miz--> 50 100 150 200 250 Time--> 13.50 13.55 13.60
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