Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@41421\
Data File : VU@43093.D

Acqg On : 14 Apr 2021 14:45

Operator : SY/MD

Sample : M1983-03MEDL 10X

Misc : 2.23g/5mL/100uL/5.00mL/MSVOA_U/MEOH

ALS Vvial : 12 Sample Multiplier: 1

Manual Integrations
APPROVED

MMDadoda
4/15/2021 5:36:54 PM

Quant Time: Apr 15 02:05:12 2021

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M
Quant Title : SW846 8260

QLast Update : Mon Apr 12 13:17:29 2021

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.382 168 185027 50.00 ug/l 0.00
34) 1,4-Difluorobenzene 6.256 114 306862 50.00 ug/l 0.00
63) Chlorobenzene-d5 9.423 117 288449 50.00 ug/1 0.00
72) 1,4-Dichlorobenzene-d4 11.819 152 147476 50.00 ug/l 0.00
System Monitoring Compounds

33) 1,2-Dichloroethane-d4 5.710 65 147736 47.50 ug/1 0.00

Spiked Amount 50.000 Recovery =  95.00%

35) Dibromofluoromethane 5.298 113 103913 45.07 ug/1l 0.00

Spiked Amount 50.000 Recovery = 90.14%

50) Toluene-d8 7.906 98 383231 46.97 ug/1 0.00

Spiked Amount 50.000 Recovery =  93.94%

62) 4-Bromofluorobenzene 10.639 95 146719 44,91 ug/1 0.00

Spiked Amount 50.000 Recovery =  89.82%
Target Compounds Qvalue
16) Acetone 2.642 43 95408 51.88 ug/1l 99
25) 2-Butanone 4.729 43 3316m 1.17 ug/1

52) Toluene 7.976 92 332884 57.73 ug/1 99
86) p-Isopropyltoluene 11.799 119 10799 1.17 ug/1 99

(#) = 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\VU041421\
Data File : VU@43093.D

Acqg On : 14 Apr 2021 14:45

Operator : SY/MD

Sample : M1983-03MEDL 10X

Misc : 2.23g/5mL/100uL/5.0emL/MSVOA_U/MEOH

ALS vial : 12  Sample Multiplier: 1

Manual Integrations
Quant Time: Apr 15 02:05:12 2021 APPROVED

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U041221W.M MMDadoda
QLast Update : Mon Apr 12 13:17:29 2021

Response via : Initial Calibration

Abundance TIC: VU043093.D\data.ms
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Abundance Scan 1257 (5.382 min): VU043016.D\data.ms (-1 #1

168.0 Ppentafluorobenzene
Concen: 50.00 ug/1l
56.0 RT: 5.382 min Scan# 1257
Ref 50 84.0 Delta R.T. -0.000 min
Lab File: \VUe43093.D
137.0 . .
“ ‘ “ | 11?9 ‘ Acq: 14 Apr 2021 14:45
0\\\“‘\\“\”\‘ \‘1\‘\”‘\“‘\\\”\\\\ e \‘\\ .
m/z--> io 65 50 160 150 1Ao 1é0 ‘ Tgt Ion:}68 Resp: 185027 Manual Integrations
Abundance Scan 1257 (5.382 min): VU043093.D\datams 10" Ratio Lower Upper APPROVED
168.0 168 100 MMDadoda
99 56.0 45.0 67.4 4/15/2021 5:36:54 PM
99.0
Raw 50
Abundance
137.0 5.382
43.0 74.9 118.0 ‘ 80000
0+ \”‘”‘\ T \‘\h“\ U\“\w fli \‘\‘i TTT \H‘ T T }‘\ T ‘\ ™
m/z--> 40 60 80 100 120 140 160
Abundance Scan 1257 (5.382 min): VU043093.D\data.ms (-1 60000
168.0
40000
Sub 99.0
50
20000
137.0
43.0 74.9 118.0 ‘
o) O S A WU S A B =
m/z--> 60 80 100 120 140 160 Time--> 530 5.40

Abundance Scan 401 (2.629 min): VU043016.D\data.ms (-37 #16
3.0

3 Acetone
Concen: 51.88 ug/1
RT: 2.642 min Scan# 405
Ref 50 Delta R.T. ©.013 min
58.0 Lab File: VU@43093.D
Acq: 14 Apr 2021 14:45
0 37.0 || , ,
\H‘HH‘HH‘H \‘HH‘HH‘H\\’HH’HH’HH’HH’HH . .
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 95408
Abundance  Scan 405 (2.642 min): VU043093.D\data.ms Ion Ratio Lower Upper
43.0 43 100
58 26.4 21.5 32.3
Raw 50
58.0 Abundance
’ 40000 2.642
37.0 41 :
O\H‘HH‘\H\‘H \‘HH‘HH‘H\\’HH’HH’HH’HH’HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80 30000
Abundance Scan 405 (2.642 min): VU043093.D\data.ms (-3C
43.0
20000
Sub 50
10000
58.0
37.0 | .
Ot e e T R S ARARESEESES
miz--> 30 35 40 45 50 55 60 65 70 75 80  Time-> 2.50 2.60 2.70 2.80

VU043093.D 82U041221W.M

Thu Apr 15 17:46:

30 2021
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Abundance Scan 1047 (4.707 min): VU043016.D\data.ms (-1 #25

43.0 2-Butanone
Concen: 1.17 ug/l m
RT: 4.729 min Scan# 1054
Ref 50 Delta R.T. 0.022 min
720 Lab File: VU@43093.D
57"0 Acq: 14 Apr 2021 14:45
0\\‘\\\\“1{\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\.‘\\\\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 43 Resp: 3316
Abundance Scan 1054 (4.729 min): VU043093.D\datams ~ 10N Ratlo Lower Upper
43.0 43 100
72 19.6 17.4 26.0
Raw 50
Abundance
72.0 4129
1l 1000
0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1054 (4.729 min): VU043093.D\data.ms (-¢
43.0
500
Sub
R
72.0 /\\
) — e A
m/z--> 30 40 50 60 70 80 90 100  Time->  4.654.704.754.80

Abundance Scan 1359 (5.710 min): VU043016.D\data.ms (-1 #33

65.0 1,2-Dichloroethane-d4
Concen: 47.50 ug/1

RT: 5.710 min Scan# 1359

Ref 50 51.0 Delta R.T. -0.000 min
Lab File: VUe43093.D
101.9 Acq: 14 Apr 2021 14:45
89 1l | - i
0\‘\\\\‘\\\‘\“\\\\“\\}1‘\\\\‘\\.\\‘\\\\‘11‘1\‘\\
miz--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 147736
Abundance Scan 1359 (5.710 min): VU043093.D\data.ms Ion Ratio Lower Upper
65.0 65 100
67 51.2 0.0 99.8
Raw 50
51.0 Abundance
102.0 5.f10
0 \‘\:\3?\.9‘\\\‘\“\‘\H“Hi\“\\\\‘8?,\-\7\‘\\\\‘“\\‘\\ 60000
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1359 (5.710 min): VU043093.D\data.ms (-1
65.0 40000
Sub 50 20000
51.0
102.0
68 . | |
O Frprre e e e e e e A B I ARSI
m/z--> 30 40 50 60 70 80 90 100 110 Time--> 5.60 5.70 5.80
VU@43093.D 82U041221W.M Thu Apr 15 17:46:31 2021

Manual Integrations
APPROVED

MMDadoda
4/15/2021 5:36:54 PM
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Abundance Scan 1529 (6.256 min): VU043016.D\data.ms (-1 #34

114.0 1,4-Difluorobenzene
Concen: 50.00 ug/1l
RT: 6.256 min Scan# 1529
Ref 50 Delta R.T. ©0.000 min
Lab File: \VUe43093.D
63.0 88.0 A 14 Apr 2021 14:45
. cq: pr :
0\‘\:\3\7\‘0\\\5\0‘\0\\‘\‘w‘}\l‘i??\(\)‘\\\!‘\1‘\\‘\\\\‘\‘\\‘\\ .
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt IOFIZ:!.14 RESpZ 306862 \ERITEL Integratlons
Abundance Scan 1529 (6.256 min): VU043093.D\datams 10" Ratio Lower Upper APPROVED
114.0 114 1e0 MMDadoda
63  23.7 0.0 44.2 4/15/2021 5:36:54 PM
88 16.2 0.0 33.4
Raw 50
63.0 Abundance
500 ' 88.0 150000 6.556
0\‘\3\)\7\?\\\\}\\\‘\‘w}\}‘i??\(\)‘\\\!‘\1‘\\‘\\\\‘\‘\\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1529 (6.256 min): VU043093.D\data.ms (-1 100000
114.0
Sub
50 50000
630 88.0 /\
0 w‘?"‘7‘?”‘5‘0}?“"w‘mqﬁ?uuH_lww_ I L
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.20 6.30

Abundance Scan 1231 (5.298 min): VU043016.D\data.ms (-1 #35

110.9 Dibromofluoromethane
Concen: 45.07 ug/1
RT: 5.298 min Scan# 1231
Ref 50 Delta R.T. ©.000 min
78.9 1918 Lab File: VUe43093.D
H ‘ Acq: 14 Apr 2021 14:45
0\\\‘\\\\‘\\\\‘\\H\H\“‘\\}\H‘\\\\‘\\%\5‘9\8\\\‘\\\‘\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 183913
Abundance Scan 1231 (5.298 min): VU043093.D\datams 10" Ratio Lower Upper
110.9 113 100
111 102.3 81.8 122.8
192 21.9 17.2 25.8
Raw 50
Abundance
80.9 191.8 5.298
0\\ﬁ4\p\\‘\\\\H\\\\‘\\}\‘\\\\‘\\]\.\5‘9\8\\\‘\\‘\‘\‘ 40000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1231 (5.298 min): VU043093.D\data.ms (-1 30000
110.9
20000
Sub
50
10000
80.9 191.8
oo Ny | e | B S
m/z--> 40 60 80 100 120 140 160 180 Time-> 5.20  5.30
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Abundance Scan 2042 (7.906 min): VU043016.D\data.ms (-2 #50

98.1 Toluene-d8

Concen: 46.97 ug/1l

RT: 7.906 min Scan# 2042

Ref 50 Delta R.T. -0.000 min
Lab File: \VUe43093.D
42‘-0 54.0 70‘,0 Acq: 14 Apr 2021 14:45
0\\Hi‘\i\}‘wi\\11\\\\\\-\\\\1\“‘\\\\\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 383231
Abundance Scan 2042 (7.906 min): VU043093.D\datams 1N Ratio Lower Upper
98.1 98 100

1006 62.6 50.2 75.2

Raw 50
Abundance
7.906
420 540 700 200000
0 \‘\ui}!M\‘M!i\‘i11\l\\\\8‘2\'9\\‘\1\““””‘\
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 2042 (7.906 min): VU043093.D\data.ms (-1 120000
98.1
100000
Sub
50
50000
42.0 54.0 70.0
0 \‘\H;“!\H‘H!1\‘111\l\Hﬁz\'\o\w\h““uu_ 0\‘\”\‘””‘””
miz--> 30 40 50 60 70 80 90 100 Time--> 7.80 7.90 8.00

Abundance Scan 2064 (7.976 min): VU043016.D\data.ms (-2 #52

91.0 Toluene

Concen: 57.73 ug/1

RT: 7.976 min Scan# 2064

Ref 50 Delta R.T. ©0.000 min
Lab File: VU@43093.D
390 519 65.0 Acq: 14 Apr 2021 14:45
0 \‘H\“\“\\‘\\“\:H\“‘\‘i‘\\‘\7\6\-\0‘\\\\“‘\‘\\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100 Tgt Ion: 92 Resp: 332884
Abundance Scan 2064 (7.976 min): VU043093.D\datams 100 Ratio Lower Upper
91.0 92 100
91 177.1 140.3 210.5
Raw 50
Abundance
39.0 65.0
0 w‘\ L 5‘110 \\‘\‘ 770 Ll 300000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 30 40 50 60 70 80 90 100
Abundance Scan 2064 (7.976 min): VU043093.D\data.ms (-1 7l976
910 200000
Sub gy 100000
390 519 650
3 I NS £ LSNP R A=
miz--> 30 40 50 60 70 80 90 100  Time--> 7.90 7.95 8.00 8.05

VU043093.D 82U041221W.M Thu Apr 15 17:46:31 2021

Manual Integrations
APPROVED

MMDadoda
4/15/2021 5:36:54 PM
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Abundance Scan 2892 (10.639 min): VU043016.D\data.ms (- #62

93.0 173.9 4-Bromofluorobenzene
Concen: 44,91 ug/1
75.0 RT: 10.639 min Scan#t 2892
Ref 50 Delta R.T. -0.000 min
50.0 Lab File: VU@43093.D
Acq: 14 Apr 2021 14:45
0 T \ ‘ T \‘\ \‘ “H\ U\‘l“‘\h\ ”M ‘ T ;‘}\6‘.\8\ \]\-4‘>2\.\8\ T ‘ T \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: ‘95 RESpZ 146719 \YERUEL Integrations
Abundance Scan 2892 (10. 639 min): VJ043093 D\data.ms Ion Ratio Lower Upper APPROVED
95.0 173.9 95 1ee MMDadoda
174 84.5 0.0 172.2 4/15/2021 5:36:54 PM
750 176 81.8 0.0 168.8
Raw 50
Abundance
50.0 10.539
80000
0 T \ ‘ T \“\ \‘ ‘H‘\ U\‘l“‘\”\ ”H ‘ T \J-\]-\G‘.\S\ \%4‘.?.\9\ T ‘ T \‘\“ T
miz--> 40 60 80 100 120 140 160 180
Abundance Scan 2892 (10.639 min): VU043093.D\data.ms (- ©0000
95.0 173.9
40000
75.0
Sub
50
20000
50.0
s b Ll 1188 1028 SRS
m/z-> 40 60 80 100 120 140 160 180 Time--> 10.60 10.70

Abundance Scan 2514 (9.423 min): VU043016.D\data.ms (-2 #63
117.0 Chlorobenzene-d5
Concen: 50.00 ug/1

82.0 RT: 9.423 min Scan# 2514
Ref 50 Delta R.T. ©0.000 min
54.0 Lab File: VUe43093.D
40.0 Acq: 14 Apr 2021 14:45
0\‘\\\}}\‘\H‘\H\‘\\H‘\\\‘1"\‘\\\’\\9\\8’\9\\\’\\\1‘\\\\
m/z--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 288449

Abundance Scan 2514 (9.423 min): VU043093.D\datams 10N Ratio Lower Upper
117.0 117 100

82 58.4 45.8 68.6

82.0 119 32.2 25.8 38.8
Raw 50
Abundance
54.0 9.423
400
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 2514 (9.423 min): VU043093.D\data.ms (-2
117.0 100000
82.0
Sub 50000
54.0
40.0 H
Obrrrrrbbtrer bt BT O bt e 89 O
m/z--> 30 40 50 60 70 80 90 100 110 120  Time--> 9.30 9.40 9.50
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Abundance Scan 3259 (11.819 min): VU043016.D\data.ms (- #72

149.8 1,4-Dichlorobenzene-d4
Concen: 50.00 ug/1l

RT: 11.819 min Scan# 3259

Ref 50 115.0 Delta R.T. -0.000 min
500 78.0 Lab File:  VU®@43093.D
H Acq: 14 Apr 2021 14:45
0! M\“\“\\\\\\\\\\\\\\\\\ .
m/z--> 40 60 Sb 160 ]éo 1[‘10 1é0 ‘ Tgt IOFIZ:!.SZ RESpZ 147476 Manual Integratlons
Abundance Scan 3259 (11.819 min): VU043093 D\datams 10N Ratlo Lower Upper APPROVED
150.0 152 166 MMDadoda
115 59.4 41.5 124.6 4/15/2021 5:36:54 PM
150 156.4 0.0 342.4
Raw 50
115.0
520 780 Abundance
I ‘\‘ \\‘H 0, | Jl 171.0
0\\!4‘0 \6‘0\\\\8‘0\\\]\-0‘6\\]\-2‘\0\\]\_A(\)\ ]\_é(\)\\\‘
m/z-->
Abundance Scan 3259 (11.819 min): VU043093.D\data.ms (- 100000 11819
150.0
Sub 50 50000
115.0
52.0 78.0
ol 710 ob S
m/z--> 40 60 80 100 120 140 160 Time--> 1180 11.90

Abundance Scan 3253 (11.799 min): VU043016.D\data.ms (- #86

119.0 p-Isopropyltoluene
Concen: 1.17 ug/1
RT: 11.799 min Scan# 3253
Ref 50 Delta R.T. ©.000 min
91.0 Lab File:  VU@43093.D
39"0 65‘0 ‘ ‘ m ‘ 1520 Acq: 14 Apr 2021 14:45
G\\\“\\w‘\“\\\\‘\\w\‘m\\\’\\\\’\\w\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 Tgt Ion:119 Resp: 10799
Abundance Scan 3253 (11.799 min): VU043093.D\data.ms 100 Ratio  Lower Upper
150.0 119 100
134 27.0 13.2 39.6
91 26.1 12.8 38.3
Raw 50 115.0
52.0 78. Abundance
11/r99
0' ‘i ” \‘]\-?]\-.\2‘ 6000
miz--> 40 60 100 120 140 160
Abundance Scan 3253 (11.799 min): VU043093.D\data.ms (-
150.0 4000
Sub
50 115.0 2000
52.0 78.0
o b 3722 o
m/z--> 40 60 80 100 120 140 160 Time->  11.75 11.80 11.85
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