Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@92721\
Data File : VU@44900.D

Acqg On : 27 Sep 2021 19:39

Operator : SY/MD

Sample : M3792-01ME

Misc : 5.04g/10.0mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vvial : 17 Sample Multiplier: 1

Quant Time: Sep 28 06:27:42 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

QLast Update : Sat Sep 25 ©09:30:46 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.372 168 222749 50.000 ug/l 0.00
34) 1,4-Difluorobenzene 6.250 114 398901 50.000 ug/l 0.00
63) Chlorobenzene-d5 9.427 117 370313 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 11.819 152 174853 50.000 ug/1l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.703 65 179656 46.213 ug/1 0.00

Spiked Amount 50.000 Recovery = 92.420%

35) Dibromofluoromethane 5.298 113 118737 43.390 ug/l1 0.00

Spiked Amount 50.000 Recovery = 86.780%

50) Toluene-d8 7.903 98 504793 48.842 ug/l1 0.00

Spiked Amount 50.000 Recovery =  97.680%

62) 4-Bromofluorobenzene 10.645 95 189329 49.321 ug/l1 0.00

Spiked Amount 50.000 Recovery =  98.640%
Target Compounds Qvalue
16) Acetone 2.659 43 3562 1.624 ug/l 95
52) Toluene 7.973 92 71079 9.213 ug/l 98
84) 1,2,4-Trimethylbenzene 11.475 105 26806 2.587 ug/1 99
85) sec-Butylbenzene 11.652 105 28931 2.206 ug/1 99
89) n-Butylbenzene 12.211 91 11621 2.306 ug/l # 67

(#) = 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@92721\
Data File : VU@44900.D

Acqg On : 27 Sep 2021 19:39

Operator : SY/MD

Sample : M3792-01ME

Misc : 5.04g/10.0mL/100uL/5.00mL/MSVOA_U/MEOH

ALS vial : 17 Sample Multiplier: 1

Quant Time: Sep 28 06:27:42 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U092421W.M
Quant Title : SW846 8260

QLast Update : Sat Sep 25 09:30:46 2021

Response via : Initial Calibration

Abundance TIC: VU044900.D\data.ms

1350000
1300000
1250000
1200000
1150000
1100000
1050000
1000000

950000

900000

850000

1,4-Dichlorobenzene-d4,

Toluene-d8,S

800000

750000

700000

Chlorobenzene-d5,|

650000

4-Bromofluorobenzene,S

600000

550000

1,4-Difluorobenzene,|

500000

450000

400000

350000

300000

1,2-Dichloroethane-d4,S

250000

Dibromofluoromethane,S  pentafiuorobenzene, |
Toluene,CM

200000

1,2,4-Trimethylbenzene, T

sec-Butylbenzene,T

150000

n-Butylbenzene, T

100000

Acetone, T

50000

OM

-
L e L e B e e e B B By Bt B B B B B

Time--> 2.00 3.00 4.00 5.00 6.00 7.00 8.00 9.00 10.00 11.00 12.00 13.00 14.00 15.00 16.00 17.00

82U092421W.M Wed Sep 29 17:01:26 2021 Page: 2



Abundance Scan 1256 (5.378 min): VU044823.D\data.ms (-1 #1

167.9 Pentafluorobenzene
56.0 Concen: 50.000 ug/1l
84.0 RT: 5.372 min Scan# 1254
Ref 50 Delta R.T. -0.006 min
Lab File: \VUe44900.D
‘ ‘ 136.9 Acq: 27 Sep 2021 19:39
[ \“‘“\ \“\H\“ \W \“\w‘\‘”\ \‘}10\4\\9\“ T T }‘\ | \“\ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 222749
Abundance Scan 1254 (5.372 min): VU044900.D\datams ~ 10N Ratlo Lower Upper
167.9 168 100
99 65.4 51.4 77.0
98.9
Raw 50
Abundance
5.372
74.9 136.9
0 \Swﬁl‘g\ -t “\ U\“\ w iy \‘ \w T \H| i \“ T }‘\ T “\ T ‘]‘.‘9.:'.‘7‘ 80000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1254 (5.372 min): VU044900.D\data.ms (-1 60000
167.9
98.9 40000
Sub
50
20000
74.9 136.9
SIS DU S N 71, L
m/z--> 40 60 80 100 120 140 160 180  Time--> 530 540 5.50

Abundance Scan 402 (2.633 min): VU044823.D\data.ms (-3¢ #16

42.9 Acetone
Concen: 1.624 ug/1
RT: 2.659 min Scan# 410
Ref 50 Delta R.T. ©.026 min
58.0 Lab File:  VU@44900.D
Acq: 27 Sep 2021 19:39
G H‘\\H‘\\-‘\Q\“\‘\ ‘\‘HH‘H'H‘HH‘\H\‘\H\‘\H\"HH’HH
m/z--> 30 35 40 45 50 55 60 65 70 75 go '8t Ion: 43 Resp: 3562
Abundance  Scan 410 (2.659 min): VU044900.D\datams ~ 10N Ratlo Lower Upper
42.9 43 100
58 28.5 25.2 37.8
Raw 50
Abundance
58.0 2859
74.8
| 800
0 H‘\\H‘\\H‘\\ \‘HH‘HH‘HH‘\H\‘\H\‘\H\’HH’HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 410 (2.659 min): VU044900.D\data.ms (-3C 600
429
400
Sub
50
58.0 200
74.8 ﬂ
O T T e e
m/z--> 30 35 40 45 50 55 60 65 70 75 80  Time--> 260 2.70
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Abundance Scan 1358 (5.706 min): VU044823.D\data.ms (-1 #33

64.9 1,2-Dichloroethane-d4
Concen: 46.213 ug/l
RT: 5.703 min Scan# 1357
Ref 50 50.9 Delta R.T. -0.003 min
1019 Lab File: VU@44900.D
Acq: 27 Sep 2021 19:39
0 w‘?%?"“UAH‘MJW‘H‘H‘\HV‘\H“J‘*‘M‘
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 179656
Abundance Scan 1357 (5.703 min): VU044900.D\datams 10" Ratio Lower Upper
64.9 65 100
67 51.6 0.0 104.8
Raw
S0 50.9 Abundance
101.9 5.703
0 w‘?ﬁ?‘Huuﬂu‘yﬁiﬂ‘u“§§§w“‘wttm“‘ 60000
mlz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1357 (5.703 min): VU044900.D\data.ms (-1
64.9 40000
Sub 50
509 20000
101.9
0‘\?ﬁﬁ‘H”thwm‘ﬁ‘w‘\w‘w‘w‘ﬂtwww 0 R EARRERARE
m/z--> 30 40 50 60 70 80 90 100 110 Time->  5.60 5.70 5.80

Abundance Scan 1528 (6.253 min): VU044823.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene

Concen: 50.000 ug/l

RT: 6.250 min Scan# 1527

Ref 50 Delta R.T. -0.003 min
63.0 Lab File:  VUe44900.D
87.9 Acq: 27 Sep 2021 19:39
0 \Méﬁﬂ?\\éﬁ;?\h“J}mW??;?HN\w‘\¢\\‘\uw‘iw\\‘u
m/z--> 30 40 50 60 70 80 90 100 110 120 18t Ion:114 Resp: 398901

Abundance Scan 1527 (6.250 min): VU044900.D\datams ~ 10N Ratio Lower Upper
114.0 114 100

63 22.8 0.0 47.8
88 16.5 0.0 32.8
Raw 50
Abundance
4o 63.0 87.9
37.0 \- ‘ \71\1\'9\ ‘ | |
0 ‘W‘”“W“”N“‘N“”W”‘W“‘W‘“‘W“‘W“‘W“ 150000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1527 (6.250 min): VU044900.D\data.ms (-1
114.0 100000
Sub
50 50000
49.9 %P 87.9
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.20 6.30 6.40

VU044900.D 82U092421W.M Wed Sep 29 17:01:27 2021 Page 4



Abundance Scan 1230 (5.295 min): VU044823.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 43,390 ug/1

RT: 5.298 min Scan# 1231

Ref 50 Delta R.T. ©0.003 min
. Lab File: VU@44900.D
' 1918 pcq: 27 Sep 2021 19:39
05—+ T \.\8\ ““‘\ TT \U‘\ \H\H\““\ Tt \“‘ T \]\-\5“9\7\\ T \‘\‘\ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 118737
Abundance Scan 1231 (5.298 min): VU044900.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100

111 1e3.6 84.1 126.1
192 17.9 14.8 22.2

Raw 50
Abundance
78.8 191.8 40000 5.298
0\\\4.‘3\.\9\\‘\\\\”\\H\H\‘\\‘}\‘\\\\‘\\]\.\5“9\.8\\\‘\\‘!‘\‘
miz--> 40 60 80 100 120 140 160 180 30000
Abundance Scan 1231 (5.298 min): VU044900.D\data.ms (-1
110.9
20000
Sub 50
10000
78.8 191.8 N
oedzs |y | s
m/z--> 40 60 80 100 120 140 160 180 Time--> 520 5.30 5.40

Abundance Scan 2041 (7.902 min): VU044823.D\data.ms (-2 #50

98.0 Toluene-d8

Concen: 48.842 ug/1

RT: 7.903 min Scan# 2041

Ref 50 Delta R.T. ©.000 min
Lab File: VUe44900.D
42.0 540 70.0 Acq: 27 Sep 2021 19:39
0 \M\\\N\\\Hliw\\lw\\wﬁ%gw‘\h‘wu\\‘
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 504793
Abundance Scan 2041 (7.903 min): VU044900.D\data.ms Ton Ratio Lower Upper
94.0 98 100
100 65.0 52.5 78.7
Raw 50
Abundance
420 549 700 250000 7.803
0 \M\\\Mi\\wliwwilw\\\3%9\‘\M‘wu\\‘
m/z--> 30 40 50 60 70 80 90 100 200000
Abundance Scan 2041 (7.903 min): VU044900.D\data.ms (-1
98.0 150000
Sub 100000
50
50000
420 540 70.0
0 w‘H‘iw‘\wlww‘W‘L“ﬁ%g‘\ﬂ“M“‘ww‘ G‘w““w“‘nw“
m/z-—-> 30 40 50 60 70 80 90 100 Time--> 7.80 7.90 8.00
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Abundance Scan 2063 (7.973 min): VU044823.D\data.ms (-2 #52

91.0 Toluene
Concen: 9.213 ug/l1
RT: 7.973 min Scan# 2063
Ref 50 Delta R.T. ©0.000 min
Lab File: \VUe44900.D
389 509 65.0 Acq: 27 Sep 2021 19:39
0\‘\\\\“\\\\“‘\\\\“\‘\‘\\‘\\7\6;9‘\\\\‘\‘\\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 92 Resp: 71679
Abundance Scan 2063 (7.973 min): VU044900.D\datams 10" Ratlo Lower Upper
91.0 92 100
91 167.8 136.9 205.3
Raw 50
Abundance
39.0 510 65.0 60000
‘ \‘ \‘ ‘ 75 9 Ll
0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 2063 (7.973 min): VU044900.D\data.ms (-1 40000
91.0
Sub
50 20000
39.0 510
0 ‘_"“_"‘\M‘HMW???_m_uwm O
miz--> 30 40 50 60 70 80 90 100  Time-> 7.90 7.95 8.00 8.05

Abundance Scan 2891 (10.636 min): VU044823.D\data.ms (- #62
9

4.9 4-Bromofluorobenzene
1739  Concen:  49.321 ug/l
75.0 RT: 10.645 min Scan# 2894
Ref 50 Delta R.T. ©.010 min
49.9 Lab File: VUe44900.D
' Acq: 27 Sep 2021 19:39
ol L HM 116.8 140.8 I
‘ T ‘ TTTT ‘ T 1T ‘ TTTT ‘ TTTT ‘ T . .
m/z--> 40 60 80 100 120 140 160 180 I8t Ion: 95 Resp: 189329
Abundance Scan 2894 (10.645 min): VU044900.D\datams 10N Ratlo Lower Upper
95.0 95 100
173.9 174 69.8 0.0 146.6
176 67.1 0.0 141.2
Raw 50 75.0
Abundance
49.9 10.645
‘ 100000
0 T \ \ \‘\ \‘ ‘H‘ H \‘} “‘ T H HM ‘ T \J-\]-\6‘.\9\ \]-\4‘0\.\8\ T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 80000
Abundance Scan 2894 (10.645 min): VU044900.D\data.ms (-
95.0 60000
173.9
Sub 75.0 40000
50
49.9 20000
oot L 1169 1428 | S
miz--> 40 60 80 100 120 140 160 180 Time--> 10.60 10.70

VU044900.D 82U092421W.M Wed Sep 29 17:01:28 2021 Page 6



Abundance Scan 2513 (9.420 min): VU044823.D\data.ms (-2 #63
11y.0 Chlorobenzene-d5
Concen: 50.000 ug/l

82.0 RT: 9.427 min Scan# 2515
Ref 50 Delta R.T. ©0.007 min
540 Lab File: VU@44900.D
40.0 Acq: 27 Sep 2021 19:39
0\‘H\}}\‘H\‘\H\‘HH‘\\1H\‘\\\’\\9\8‘\9\\\‘\\\1‘\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 376313

Abundance Scan 2515 (9.427 min): VU044900.D\datams 10N Ratio Lower Upper
117.0 117 100

82 60.2 47.8 71.8

82.0 119 32.0 25.8 38.6
Raw 50
Abundance
54.0 9.427
39.9 H
0 \‘\\\}“\‘\\\‘\\\\‘\\\\‘\\1}i\‘\\\’\\9\\8‘\9\\\‘\\\1‘\\\\’ 150000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 2515 (9.427 min): VU044900.D\data.ms (-2
117.0 100000
82.0
Sub
50 50000
54.0
0 399 H Ly 98.9 | 0
‘_m_H“m‘,HH_m‘uH,HHWHWHWH, — T
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 9.40 9.50

Abundance Scan 3258 (11.816 min): VU044823.D\data.ms (- #72

149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l

RT: 11.819 min Scan# 3259

Ref 50 114.9 Delta R.T. 0.003 min
520 780 Lab File: VU@44900.D
‘ ‘ Acq: 27 Sep 2021 19:39
SERT T H\\m w957, |l1sa0 i
m/z--> 40 60 80 100 120 140 160 Tgt Ion:152 Resp: 174853

Abundance Scan 3259 (11.819 min): VU044900.D\data.ms Ion Ratio Lower Upper
149.9 152 100

115 62.5 43.5 130.7
150 157.6 0.0 350.0
Raw 50

52.0 78.0 1150 Abundance |
$
|
| |
0+ \H‘ T fetT “““ “\9\5\(‘)\ T 1“ \1\34\8‘ T \‘w\ T 150000 H
miz--> 40 60 80 100 120 140 160 N
Abundance Scan 3259 (11.819 min): VU044900.D\data.ms (-
149.9 100000
Sub
50 115.0 50000
52.0 78.0
ol Loro | ais SV SR
miz--> 40 60 80 100 120 140 160 Time--> 11.80  11.90
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Abundance Scan 3151 (11.472 min): VU044823.D\data.ms (- #84

105.0 1,2,4-Trimethylbenzene
Concen: 2.587 ug/l

RT: 11.475 min Scan# 3152
Ref 50 120.0 Delta R.T. ©.003 min

Lab File:  VU@44900.D

Acq: 27 Sep 2021 19:39

39.0 578 /70 \

m/z--> 40 60 80 100 120 140 gt Ion:1@5 Resp: 26866
Abundance Scan 3152 (11.475 min): VU044900.D\datams 10N Ratlo Lower Upper
105.0 105 100

120 44.1 22.4 67.3

Raw  5p 120.0
Abundance
11475
410 579 169 15000
0 \‘WN‘MW“HNWHLWW‘MW‘MMW‘JH"}§%9‘
m/z--> 40 60 80 100 120 140
Abundance Scan 3152 (11.475 min): VU044900.D\data.ms (- 10000
105.0
Sub
50 120.0 5000
76.9
389 570
oD T RV NI ““‘ - “1“““““‘ ; ‘1‘3?9‘ A n e m R
m/z--> 40 60 80 100 120 140 Time--> 11.4011.4511.50

Abundance Scan 3206 (11.648 min): VU044823.D\data.ms (- #85

105.0 sec-Butylbenzene
Concen: 2.206 ug/l
RT: 11.652 min Scan# 3207
Ref 50 Delta R.T. ©0.003 min
Lab File: VUe44900.D
77.0 1340 Acq: 27 Sep 2021 19:39
°0.9 T
0\\\"‘\\‘1\“\‘\\\“\\\\‘}\\‘\“\\\‘\‘\
m/z--> 40 60 80 100 120 140 gt Ion:105 Resp: 28931
Abundance Scan 3207 (11.652 min): VU044900.D\data.ms Ion Ratio Lower Upper
105.0 105 100
134 18.4 9.3 28.0
Raw 50
Abundance
409 570 770 134.0 11f§s2
ohL \\MM\JVM‘H”M\JMW‘NLW“MNWH‘M\H\M - 15000
miz--> 40 60 80 100 120 140
Abundance Scan 3207 (11.652 min): VU044900.D\data.ms (-
105.0 10000
Sub
50 5000
77.0 134.0
409 570 ‘ ‘
0““"““‘\‘”"\\‘H“““H\‘\“““M“\“‘““‘ G \\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 Time--> 11.60 11.65 11.70
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Abundance Scan 3381 (12.211 min): VU044823.D\data.ms (- #89

91.0 n-Butylbenzene
Concen: 2.306 ug/l
RT: 12.211 min Scan#t 3381
Ref 50 145.9 Delta R.T. ©.000 min
1109 Lab File: VU®44900.D
289 650‘ ‘ L:) ‘ Acq: 27 Sep 2021 19:39
0\\\H“‘\\\\“\‘\\“\H“‘\‘\‘\\“\‘\\\‘\\\\‘\\‘\\‘
m/z--> 40 100 120 140 Tgt Ion:‘91 RESpZ 11621
Abundance Scan 3381 (12.211 min): VU044900 D\datams 10N Ratio Lower Upper
91.0 91 100
119.0 92 35.0 26.8 80.4
690 134 0.0 11.8 35.4#
Raw 50, 410 '
Abundance
5000 12211
188.0
0 4000
miz--> 40 60 80 100 120 140
Abundance Scan 3381 (12.211 min): VU044900.D\data.ms (-
P 3000
119.0
<ub 2000
u
50
67.0 1000
138.0
ol 38 ) 0 e o
m/z--> 40 60 80 100 120 140 Time--> 12.20
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