Quantitation Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53122\
Data File : VU@48738.D

Acqg On : 31 May 2022 14:21

Operator : SY/MD

Sample : N3067-01

Misc : 1.03g/10.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: May 31 17:07:46 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

QLast Update : Fri May 27 06:42:31 2022

Response via : Initial Calibration

(QT/LSC Reviewed)

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

Internal Standards
1) Pentafluorobenzene
34) 1,4-Difluorobenzene
63) Chlorobenzene-d5
72) 1,4-Dichlorobenzene-d4 1

5.366 168 286494 50.
6.247 114 492442 50.
9.420 117 478170 50.
1.816 152 255372 50.

System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.700 65 199320 46.
Spiked Amount 50.000 Range 78 - 117 Recovery
35) Dibromofluoromethane 5.289 113 155058 44,
Spiked Amount 50.000 Range 75 - 124 Recovery
50) Toluene-d8 7.896 98 553309 43.
Spiked Amount 50.000 Range 92 - 112 Recovery
62) 4-Bromofluorobenzene 10.639 95 216578 45,
Spiked Amount 50.000 Range 83 - 123 Recovery

Target Compounds

16) Acetone 2.655 43 9673 4
18) Methyl Acetate 2.957 43 16083 2
25) 2-Butanone 4.726 43 46404 14.
84) 1,2,4-Trimethylbenzene 11.475 105 7136 1
95) Naphthalene 14.089 128 80884 6.

000
000
000
000

ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
ug/1 0.00
92.660%

ug/1 0.00
88.280%

ug/1 0.00
87 .880%tt

ug/1 0.00
90.940%

Qvalue

ug/1 94
ug/1 96
ug/1 99
ug/1 97
ug/1 99

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53122\
Data File : VU@48738.D

Acqg On : 31 May 2022 14:21

Operator : SY/MD

Sample : N3067-01

Misc : 1.03g/10.0mL/100uL/5.0mL/MSVOA_U/MEOH

ALS Vvial : 10 Sample Multiplier: 1

Quant Time: May 31 17:07:46 2022

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U@52622W.M
Quant Title : SW846 8260

QLast Update : Fri May 27 06:42:31 2022

Response via : Initial Calibration

Abundance TIC: VU048738.D\data.ms
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Abundance Scan 1255 (5.375 min): VU048672.D\data.ms (-1 #1
168.1 pentafluorobenzene
Concen: 50.000 ug/1l

56.1 RT: 5.366 min Scan# 1lgEigbll=lples
Ref 50 84.0 Delta R.T. -0.009 min [US\YeZNN
Lab File: VvU@48738.D [(ClEhlSEInlellEll0f
ll) PTeA Acq: 31 May 2022 14:21 EEEED
ok ‘7‘11 | MH“‘H‘ ‘\;“\\‘\MH‘ ““i . ‘\’ b o e
miz--> 40 60 80 100 120 140 160 Tgt Ion:168 Resp: 286494

Abundance Scan 1252 (5.366 min): VU048738.D\datams 100 Ratio Lower Upper
168.0 168 100

99 60.5 49.3 73.9

99.0
Raw 50
Abundance
75.0 11802370 i
\3\6\.‘0\ \Sﬁ?\ “\“\.w i \‘\w T \H’ i \" T }‘\ T ‘\ T
miz--> 40 60 80 100 120 140 160 100000
Abundance Scan 1252 (5.366 min): VU048738.D\data.ms (-1
168.0
99.0
Sub 50000
50
75.0 118 0137'0
0‘3‘6‘?"0‘?f‘?’?mw‘;‘}mM‘H“‘,m”‘,m“w L O
miz--> 40 60 80 100 120 140 160 Time--> 530 5.40

Abundance Scan 400 (2.626 min): VU048672.D\data.ms (-37 #16

43.0 Acetone
Concen: 4.411 ug/1
RT: 2.655 min Scan# 409
Ref 50 Delta R.T. 0.029 min
58.0 Lab File: VU@48738.D
Acq: 31 May 2022 14:21
0 37.0 | : .
\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ . .
m/z--> 30 35 40 45 50 55 60 65 70 Tgt Ion: 43 Resp: 9673
Abundance  Scan 409 (2.655 min): VU048738.D\datams 100 Ratio Lower Upper
43.0 43 100
58 36.2 26.3 39.5
Raw 50
57.9 Abundance
2855
38@ | 478 64.0
0\\\‘\\\\“\}\‘\‘1\\“\\H\\‘\\\\‘\\\\‘\‘\\1‘\\\\‘\\\\‘ 3000
m/z--> 30 35 40 45 50 55 60 65 70
Abundance Scan 409 (2.655 min): VU048738.D\data.ms (-3C
Sub
50 57.9 1000
370 || | ‘ 0
0\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 30 35 40 45 50 55 60 65 70 Time--> 2.602.652.702.75
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Abundance Scan 500 (2.948 min): VU048672.D\data.ms (-4¢ #18

Ref 50

43.0

74.0

59.0
37.0 | \ ‘

NE=l

m/z-->
Abundance

Raw 50

5 30 35 40 45 50 55 60 65 70 75 80 85

Scan 503 (2.957 min): VU048738.D\data.ms
43.0

73.9

Ll %
|

N O

m/z-->
Abundance

5 30 35 40 45 50 55 60 65 70 75 80 85

Scan 503 (2.957 min): VU048738.D\data.ms (-4C
43.0

73.9

59.0

5 30 35 40 45 50 55 60 65 70 75 80 85

Scan 1045 (4.700 min): VU048672.D\data.ms (-1 #25
43

3.0

72.0

50.0 5?0

30 35 40 45 50 55 60 65 70 75 80

Scan 1053 (4.726 min): VU048738.D\data.ms
43.0

72.0

37.0_ || 49.8 57.0

30 35 40 45 50 55 60 65 70 75 80

Scan 1053 (4.726 min): VU048738.D\data.ms (-€
43.0

72.0

49.8 57.0

Sub
50
0
m/z--> 2
Abundance
Ref 50
0
m/z-->
Abundance
Raw 50
0
m/z-->
Abundance
Sub
50
0
m/z-->

VU048738.D 82U052622W.M
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Wed Jun 01 17:24:

Methyl Acetate

Concen: 2.921 ug/l

RT: 2.957 min Scan# S{gSidtipgl=lpies
Delta R.T. 0.010 min MSVOA_U

Lab File: VvU@48738.D [(ClEhlSEInlellEll0f

Acq: 31 May 2022 14:21 EEEEE
Tgt Ion: 43 Resp: 16083
Ion Ratio Lower Upper

43 100
74 22.2 19.2 28.8

Abundance

6000

4000

2000
\\\\‘\\\\‘\\\\’\\\\‘\\
Time--> 2.902.953.003.05

2-Butanone

Concen: 14.731 ug/1

RT: 4.726 min Scan# 1053
Delta R.T. 0.026 min

Lab File: VUe48738.D

Acq: 31 May 2022 14:21

Tgt Ion: 43 Resp: 46404
Ion Ratio Lower Upper
43 100

72 26.1 21.1 31.7

Abundance

10000

5000

Time-->  4.60 4.70 4.80 4.90

45 2022
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Abundance Scan 1356 (5.700 min): VU048672.D\data.ms (-1 #33

65.0 1,2-Dichloroethane-d4
Concen: 46.326 ug/1l
RT: 5.700 min Scan# 1lgEigtll=ples
Ref 50 Delta R.T. ©0.000 min MSVOA_U
51.0 Lab File: VU@48738.D (SULEWEENIIEE
102.0 Acq: 31 May 2022 14:21 EEEED
0 w‘?l?‘wwwm“wh*ﬁ“ww‘ﬁ‘\w‘w!!“\‘
m/z--> 30 40 50 60 70 80 90 100 110 T8t Ion: 65 Resp: 199320
Abundance Scan 1356 (5.700 min): VU048738.D\datams 10" Ratio Lower Upper
65.0 65 100
67 53.8 0.0 103.0
Raw 50
51.0 Abundance
102.0 5./100
36.9 ‘ 80000
0‘\‘H”M‘“MJH‘Mk*M“H\HV‘M‘H\‘”‘w‘
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1356 (5.700 min): VU048738.D\data.ms (-1 00000
65.0
40000
Sub 50
51.0 20000
102.0
‘_ég?quj‘H‘ﬁ‘ﬁ‘u‘_‘u‘u‘w!wu‘u 0'\““\““\“
miz--> 30 40 50 60 70 80 90 100 110 Time.> 5.60 570 5.80

Abundance Scan 1527 (6.250 min): VU048672.D\data.ms (-1 #34

1141 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 6.247 min Scan# 1526
Ref 50 Delta R.T. -0.003 min
63.0 Lab File: VUe48738.D
: 88.0 Acqg: 31 May 2022 14:21
37.0 50.0 ‘ 75.0 ‘
G\‘\H‘i-‘uu‘}‘uM“H\H\HH“M\\‘\‘1‘\\‘\\\\‘1“\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 492442
Abundance Scan 1526 (6.247 min): VU048738.D\datams 10N Ratlo Lower Upper
114.0 114 100
63 22.2 0.0 42.6
88 16.5 0.0 32.2
Raw 50
Abundance
c0.0 63.0 83.0 6.247
ol 370 > Lo | I 200000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1526 (6.247 min): VU048738.D\data.ms (-1 150000
114.0
100000
Sub
50
50000
50.0 N 83.0
. 75.
NI T S N D 0
m/z-—-> 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): VU048672.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 44,136 ug/1l
RT: 5.289 min Scan# 1lgEigtll=lples
Ref 50 Delta R.T. -0.003 min [S\AeLWV)
Lab File: VUe48738.D [SllEhISEIIAE0
78.9 ‘ 1919 Acq: 31 May 2022 14:21 EEEED
0 ‘3‘7‘"0” - i““ - ‘U“ ‘HH“‘\‘ " ‘H“‘ e ‘]"‘5?“?‘ T “‘ ‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 155058
Abundance Scan 1228 (5.289 min): VU048738.D\datams 100 Ratio Lower Upper
112.9 113 100
111 101.5 80.7 121.1
192 18.3 15.9 23.9
Raw 50
Abundance
78.9 191.9 60000 5.289
0“ﬁ%%‘\w‘w“‘ww‘““\‘w‘\w%?%§‘w“$\
m/z-—-> 40 60 80 100 120 140 160 180
Abundance Scan 1228 (5.289 min): VU048738.D\data.ms (-1 40000
112.9
sub 20000
78.9 191.9
G"ﬁ%%‘\H‘JL‘WW‘“H\‘H‘\H%éag‘W“H\ AENRRARRRRER RN
m/z--> 40 60 80 100 120 140 160 180 Time--> 520 5.30 5.40

Abundance Scan 2040 (7.899 min): VU048672.D\data.ms (-z #50

98.1 Toluene-d8
Concen: 43.936 ug/l
RT: 7.896 min Scan#t 2039
Ref 50 Delta R.T. -0.003 min
Lab File: VU048738.D
420 540 70.1 Acq: 31 May 2022 14:21
0 \‘\H\i!HH‘H\‘\‘\11\“\\\\8‘2\-\0\\‘\\‘\““\\\\‘\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 553309
Abundance Scan 2039 (7.896 min): VU048738.D\datams ~ 10N Ratlo Lower Upper
9.1 98 100
100 65.8 52.2 78.4
Raw 50
Abundance
300000 7.496
420 540 70.0
0 \‘\H\i\MHH\\‘\wwl\\\\8‘2\-9\\‘\\‘\““\\\\‘\
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 2039 (7.896 min): VU048738.D\data.ms (-1 200000
98.1
Sub
50 100000
42.0 70.0
0 W‘H‘ik‘iiﬁg“ﬂ‘k“ﬁ%g“w‘MM‘H“ e
m/z--> 30 40 50 60 70 80 90 100 Time--> 7.80 7.90
VU048738.D 82U052622W.M Wed Jun 01 17:24:46 2022
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Abundance Scan 2890 (10.632 min): VU048672.D\data.ms (- #62

93.0 1740 4-Bromofluorobenzene
’ Concen:  45.473 ug/1
75.0 RT: 10.639 min Scan#t 2{gSigilnlEllee
Ref 50 ’ Delta R.T. ©0.007 min MSVOA_U
Lab File: VUe48738.D [SllEhISEIIAE0
50.0 Acq: 31 May 2022 14:21 EEEED
0 T \ ‘ T \“\ \‘ ‘m\ U\‘H‘\W H‘\ ‘ T \]-\J-\G‘\g\ \]\-4‘.:\3\0\ T ‘ TT \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 18t Ion: 95 Resp: 216578
Abundance Scan 2892 (10.639 min): VU048738.D\datams 10N Ratlo Lower Upper
95.0 95 100
1740 174 77.6 0.0 159.4
176 76.6 0.0 152.4
Raw  go 75.0
Abundance
50.0 10.639
0\\\‘\h\WWUJVMW”M‘\}}ﬁg\}ﬁeg\\‘\\ﬂu\ 100000
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 2892 (10.639 min): VU048738.D\data.ms (-
95.0
174.0
cub 50000
u
50 75.0
50.0
bbb pe b 1189 1430 L o e
miz-> 40 60 80 100 120 140 160 180 Time--> 10.60 10.70

Abundance Scan 2512 (9.417 min): VU048672.D\data.ms (-2 #63
1171 Chlorobenzene-d5
Concen: 50.000 ug/l

82.1 RT: 9.420 min Scan# 2513
Ref 50 Delta R.T. ©0.003 min
540 Lab File: vUe48738.D
490 H | Acq: 31 May 2022 14:21
0\‘H\}‘}\H‘HH‘H\\‘HH‘HH‘HH‘\\H‘\\H‘\\H’
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 478170

Abundance Scan 2513 (9.420 min): VU048738.D\datams 10N Ratio Lower Upper
117.0 117 100

82 57.6 45.3 67.9

821 119  32.4 25.4 38.2
Raw gg
Abundance
54.0 250000 9.420
400 ‘ , 66.9 .| 98.9 I,
0 W\H\‘H\\M\\w\\H‘\H\‘H\\M\\wwwu‘\uw‘uww’ 200000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 2513 (9.420 min): VU048738.D\data.ms (-2 150000
117.0
100000
Sub 82.1
50
50000
54.0
miz--> 30 40 50 60 70 80 90 100110120  Time.> 9.40 9.50
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Abundance Scan 3256 (11.809 min): VU048672.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 11.816 min Scan#t 3l
Ref 50 115.1 Delta R.T. 0.007 min  [USeIMU
780 Lab File: VUe48738.D [SllEhISEIIAE0
52.0 33686
‘ ‘ Acq: 31 May 2022 14:21
0\\\‘}\\\‘\“‘\\\“!M‘\“\‘\\‘\\\‘}‘i\\\\‘\\‘\‘\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 18t Ion:152 Resp: 255372
Abundance Scan 3258 (11.816 min): VU048738.D\datams 10N Ratlo Lower Upper
150.0 152 100
115 61.9 41.8 125.4
150 158.2 0.0 341.0
Raw 50
78.0 115.0 Abundance
520 '8 250000
ol 200000
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 3258 (11.816 min): VU048738.D\data.ms (- 150000
150.0
100000
Sub
50 115.0 50000
520 78.0
miz--> 40 60 80 100 120 140 160 180 200  Time--> 11.80 11.90

Abundance Scan 3150 (11.468 min): VU048672.D\data.ms (- #84

105.1 1,2,4-Trimethylbenzene
Concen: 1.638 ug/1
RT: 11.475 min Scan# 3152
Ref 50 120.1 Delta R.T. ©.007 min
Lab File: VUe48738.D
Acq: 31 May 2022 14:21
o300 30770
\\‘\\\‘\“\‘\\\”‘\\\\‘\‘\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 T8t Ion:105 Resp: 7136
Abundance Scan 3152 (11.475 min): VU048738.D\data.ms 100 Ratio Lower Upper
105.0 105 100
120 46.9 22.5 67.5
Raw 50 120.1
Abundance
43.9 11/475
91.0
Lo 28 1000
0\\‘“\\“\‘\“”\\\H“\\\\‘}\\‘\““\\\\‘
m/z--> 40 60 80 100 120 140 3000
Abundance Scan 3152 (11.475 min): VU048738.D\data.ms (-
105.0
2000
sub o 120.1
1000
389 570 76.9 9]]0
Y E S PO e B e
miz--> 40 60 80 100 120 140 Tjme--> 11.4011.4511.50

VU048738.D 82U052622W.M Wed Jun 01 17:24:48 2022 Page 8



Abundance Scan 3964 (14.086 min): VU048672.D\data.ms (- #95

128.1 Naphthalene
Concen: 6.353 ug/l
RT: 14.089 min Scan#t 3{gSigiinlcllee
Ref 50 Delta R.T. ©0.003 min MSVOA_U
Lab File: VU@48738.D [(GICHIEEIellEI(6H:
. . 33686
51.0 740 102.1 Acq: 31 May 2022 14:21
O\H“H“H“u\\H\m‘\‘\\\““HH‘\‘H\\‘\\\\‘\\\\‘\\\\2‘(\)\7;]\_
m/z--> 40 60 80 100 120 140 160 180 200 T8t Ion:128 Resp: 86884
Abundance Scan 3965 (14.089 min): VU048738.D\datams 10N Ratlo Lower Upper
128.1 128 100
127 13.1 10.2 15.4
129 11.6 8.7 13.1
Raw 50
Abundance
14.089
51.0 102.0
0~ \‘H \“\ ‘\“‘H\\?ﬁ‘.‘?\”\ T \““\ T \‘H\ T T T \2‘(\)\7\:!- 40000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 3965 (14.089 min): VU048738.D\data.ms (- 30000
128.1
20000
Sub
50
10000
510 750 102.0 /\
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 14.00 14.10 14.20
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