Quantitation Report (QT/LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53122\
Data File : VU@48765.D
Acqg On : 01 Jun 2022 02:36
Operator : SY/MD
Sample : N3099-03 20X :
Misc : 3.17g/10.0mL/100uL/5.emL/MSVOA_U/MEOH 20220426-AMENDED-COMPOSITE-F
ALS Vvial : 41  Sample Multiplier: 1
Manual Integrations
Quant Time: Jun 01 ©5:45:58 2022 APPROVED

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U052622W.M
Quant Title : SW846 8260

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

Response via : Initial Calibration

06/01/2022
06/01/2022

Reviewed By :John Carlone
Supervised By :Mahesh Dadoda

Compound R.T. QIon Response Conc Units Dev(Min)
Internal Standards
1) Pentafluorobenzene 5.362 168 269323 50.000 ug/l -0.01
34) 1,4-Difluorobenzene 6.243 114 468944 50.000 ug/l 0.00
63) Chlorobenzene-d5 9.420 117 450673 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 11.816 152 219189 50.000 ug/1l 0.00
System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.700 65 216065 53.419 ug/1 0.00
Spiked Amount 50.000 Range 78 - 117 Recovery = 106.840%
35) Dibromofluoromethane 5.289 113 159058 47.543 ug/1 0.00
Spiked Amount 50.000 Range 75 - 124 Recovery = 95.080%
50) Toluene-d8 7.896 98 581795 48.513 ug/1 0.00
Spiked Amount 50.000 Range 92 - 112 Recovery =  97.020%
62) 4-Bromofluorobenzene 10.642 95 218355 48.144 ug/1 0.00
Spiked Amount 50.000 Range 83 - 123 Recovery =  96.280%
Target Compounds Qvalue
16) Acetone 2.671 43 8680m 4.211 ug/1
18) Methyl Acetate 2.957 43 188104 36.346 ug/l 98
24) 1,1-Dichloroethane 3.848 63 7885 1.282 ug/1 98
25) 2-Butanone 4.735 43 71267 24.067 ug/l 98
27) cis-1,2-Dichloroethene 4.655 96 10723 2.955 ug/1 85
29) Tetrahydrofuran 5.083 42 5303m 2.843 ug/l

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53122\
Data File : VU@48765.D

Acqg On : 01 Jun 2022 02:36
Operator : SY/MD
Sample : N3099-03 20X
Misc : 3.17g/10.0emL/100uL/5.emL/MSVOA_U/MEOH 20220426-AMENDED-COMPOSITE-F
ALS vial : 41 Sample Multiplier: 1
Manual Integrations
Quant Time: Jun 01 ©5:45:58 2022 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_U\Method\82U052622W.M Reviewed By -John Carlone  06/01/2022

Quant Title : SW846 8260 Supervised By :Mahesh Dadoda  06/01/2022
QLast Update : Fri May 27 06:42:31 2022
Response via : Initial Calibration

Abundance TIC: VU048765.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: 5.362 min Scan# 1E8lEies
Ref 50 84.0 Delta R.T. -0.013 min [US\AeXWY
Lab File: VU@48765.D |(GUIEINEETSICIR
‘ 137.0 Acq: 01 Jun 2022 ©2:36 20220426-AMENDED-COMPOSITE-F
o0l “i“‘ \“\“‘\“ ‘\;M b | ‘ZIWO‘E‘S.‘O‘\‘ - “‘ A U BN :
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:168 Resp: 26932 Manual Integratlons
Abundance Scan 1251 (5.362 min): VU048765.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
168.0 168 100 Reviewed By :John Carlone  06/01/2022
99 60.7 49.3  73.98 supervised By :Mahesh Dadoda  06/01/2022
99.0
Raw 50
Abundance
50 137.0 5.562
0 ‘3“?"9‘ et M e e 2898 100000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1251 (5.362 min): VU048765.D\data.ms (-1
168.0
X 99.0 50000
Su 50
137.0
75.0
0*‘*\*5‘0*'?\““*““W”H‘*‘iw*HHWM“W ‘\1898\ O'W‘mwmw
miz--> 40 60 80 100 120 140 160 180  Time-—> 5.30 5.40 550

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

43.0 Acetone
Concen: 4.211 ug/1l m
RT: 2.671 min Scan# 414
Ref 50 Delta R.T. ©0.045 min
Lab File: VUe48765.D
Acq: 01 Jun 2022 02:36
G\\\”““M\\‘\\'H‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion: 43 Resp: 8680
Abundance  Scan 414 (2.671 min): VU048765.D\datams 100 Ratio Lower Upper
43.0 43 100
58 32.9 26.3 39.5
Raw 50 141.9
Abundance
2500 2 671
| ‘ | 206.8
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\ 2000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 414 (2.671 min): VU048765.D\data.ms (-3C 1500
43.0
141.9 1000
Sub
50
500
Y | LY s ol T
m/z-—-> 40 60 80 100 120 140 160 180 200 Time--> 260  2.70
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Abundance Scan 500 (2.948 min): VU048672.D\data.ms (-4 #18

43.0 Methyl Acetate

Concen: 36.346 ug/l

RT: 2.957 min Scan# S{gSidtipgl=lpies
Ref 50 Delta R.T. ©.010 min MSVOA_U

74.0 Lab File: VUe48765.D |SUCUISCUILIEILE
' Acq: 01 Jun 2022 ©2:36 20220426-AMENDED-COMPOSITE-F

59.0

37.0 | | |

OH\\‘\H\‘H.\\‘\\‘\i\\\\.‘\\\\‘\\”‘\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ .
miz--> 25 30 35 40 45 50 55 60 65 70 75 80 85 Tgt Ion: 43 Resp: 18816 Manual Integratlons
Abundance  Scan 503 (2.957 min): VU048765.D\datams 10N Ratio Lower Upper SREULLNCNIZE;
43.0 43 100 Reviewed By :John Carlone  06/01/2022
74 23.6  19.2  28.8F sypervised By :Mahesh Dadoda  06/01/2022
Raw 50
Abundance
74.0 2.057
| >90 60000
G H\\‘\\\\‘\\H“\\ }i\H\‘H\\‘\Hl‘\\\\‘\\\\‘\\H‘\\\\‘\\H‘\\
m/z--> 25 30 35 40 45 50 55 60 65 70 75 80 85
Abundance Scan 503 (2.957 min): VU048765.D\data.ms (-4C
43.0 40000
Sub
50 20000
74.0
| 59.0
Oty ‘Wm‘w‘ml‘mwwm_m‘mw T T T T T
m/z—-> 25 30 35 40 45 50 55 60 65 70 75 80 85 Time-> 2.80 2.90 3.00 3.10

Abundance Scan 787 (3.871 min): VU048672.D\data.ms (-7€ #24
3.0

63. 1,1-Dichloroethane
Concen: 1.282 ug/1
RT: 3.848 min Scan# 780
Ref 50 Delta R.T. -0.022 min
Lab File: vue48765.D
83.0 Acq: 01 Jun 2022 02:36
G T \3\5.9\§Z;0\\\\“1\\\ TTTT \‘\‘\\ \\9\81.‘()\\\\
miz--> 35 4‘0 5‘0 e’o 7b sb 95 160 ' Tgt Ion: 63 Resp: 7885
Abundance  Scan 780 (3.848 min): VU048765.D\datams ~ 10N Ratlo Lower Upper
63.0 63 100
98 5.8 3.1 9.3
100 5.2 2.0 5.8
Raw 50
Abundance
3.848
43.9 82.9 979 3000
0 wm‘\w*\HH!‘HH\ww“‘wm\\”w
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 780 (3.848 min): VU048765.D\data.ms (-6¢ 2000
63.0
sub o 1000
82.9
0 ‘\““\‘1‘?"'9‘\””!‘“”\‘Hw”“w‘??“‘?””\ 0 www@wmw
miz--> 30 40 50 60 70 80 90 100 Time--> 3.753.803.853.90
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Abundance Scan 1045 (4.700 min): VU048672.D\data.ms (-1 #25

43.0 2-Butanone
Concen: 24.067 ug/l
RT: 4.735 min Scan#t 1(EIideinglEgies
Ref 50 Delta R.T. ©.035 min  [US\eXEU
72.0 Lab File: VU@48765.D [SlEEhISEIIAEI0
570 Acq: ©1 Jun 2022 02:36 20220426-AMENDED-COMPOSITE-F
0 0, 50077
miz--> 3‘0 3‘5 4b 4‘5 5‘0 5‘5 6‘0 6‘5 7b 7‘5 8’0 Tgt Ion: 43 RESpZ 7126 WY ERIEL Integrations
Abundance Scan 1056 (4.735 min): VU048765.D\datams 10N Ratio Lower Upper SRALLIENSE
43.0 43 160 Reviewed By :John Carlone  06/01/2022
72 27.5 21.1 31.7 Supervised By :Mahesh Dadoda  06/01/2022
Raw 50
Abundance
72.0 4435
G\\\‘\\H??‘\g‘\“‘\‘\1‘\\TE’\()‘.\J\-H‘SI.\O\‘H\\‘HH‘HH“HH’HH 15000
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 1056 (4.735 min): VU048765.D\data.ms (-¢
43.0 10000
Sub
50 5000
72.0
0 369 | 501 >0 ‘ 0l
T e e e AL m i
miz--> 30 35 40 45 50 55 60 65 70 75 80  Time--> 470 4.80
Abundance Scan 1035 (4.668 min): VU048672.D\data.ms (-1 #27
61.0 77.0 cis-1,2-Dichloroethene
96.0 Concen: 2.955 ug/1
' RT: 4.655 min Scan# 1031
Ref 50 41.0 Delta R.T. -0.013 min
Lab File: vue48765.D
‘ ‘ Acq: @1 Jun 2022 ©2:36
\H\\‘ nl. “‘ Ly ‘M\‘
0\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 96 Resp: 10723
Abundance Scan 1031 (4.655 min): VU048765.D\datams 100 Ratio Lower Upper
60.9 96.0 96 100
’ 61 128.4 0.0 306.2
98 62.0 0.0 130.4
Raw 50
Abundance
40.0 5000
Ll ‘\ | 41655
0 \‘H\\‘\‘H\‘\H\“\H\’HH‘HH‘H\‘\‘HH‘ 4000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1031 (4.655 min): VU048765.D\data.ms (-¢
60.9 96.0 3000
Sub 2000
50
1000
36.9 47.0 ‘
m/z--> 30 40 50 60 70 80 90 100 Time--> 4.60 4.70
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Abundance Scan 1154 (5.051 min): VU048672.D\data.ms (-1 #29

42.0 Tetrahydrofuran
Concen: 2.843 ug/l m
RT: 5.083 min Scan# 1UgEitigl=ies
Ref 50 72.0 Delta R.T. ©.032 min U5V
Lab File: VU@48765.D [(GICEHIEEIelEI(6H
Acq: 01 Jun 2022 ©2:36 20220426-AMENDED-COMPOSITE-F
ol 229
\H‘HH‘HH‘\ \\‘HH‘HH‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘\ .
m/z—> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Tgt Ion: ‘42 RESpZ 530 WY ERIEL Integratlons
Abundance Scan 1164 (5.083 min): VU048765.D\datams 10N Ratio Lower Upper BRGNON=0)
41.9 42 100 Reviewed By :John Carlone  06/01/2022
72 33.9 37.6 56.43 supervised By :Mahesh Dadoda  06/01/2022
72.0 71 22.3 35.0 52.
Raw 50
Abundance
1500
L
G \H‘HH‘HH‘ \\‘HH‘HH‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘HH‘HH‘\
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance Scan 1164 (5.083 min): VU048765.D\data.ms (-1 1000
41,0
70.9
Sub
50 500
59.0
O brerprrrrrrre e e 0 —————
m/z--> 30 35 40 45 50 55 60 65 70 75 80 85 90 95 Time--> 5. 0 510

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

63.0 1,2-Dichloroethane-d4
Concen: 53.419 ug/1

RT: 5.700 min Scan# 1356

Ref 50 Delta R.T. ©.000 min
51.0 Lab File: VU@48765.D
102.0 Acq: 01 Jun 2022 ©2:36
0 \‘\\37\.(‘)\\\‘\“\‘\H“\‘\i\“\\\\‘8\4'9‘\\\\‘!\1\‘\\
m/z--> 30 40 50 60 70 80 90 100 110 '8t Ion: 65 Resp: 216065
Abundance Scan 1356 (5.700 min): VU048765.D\datams ~ 10N Ratlo Lower Upper
65.0 65 100
67 53.0 0.0 103.0
Raw 50
51.0 Abundance
102.0 80000
0 \‘\:??\.9‘\\\‘\“\‘\H“\‘\i\“\\\\‘8\3\-\9\‘\\\\‘111\‘\\
miz--> 30 40 50 60 70 80 90 100 110 50000
Abundance Scan 1356 (5.700 min): VU048765.D\data.ms (-1
63.0
40000
Sub
50
51.0 20000
102.0
ol 388 Ll ss o
miz--> 30 40 50 60 70 80 90 100 110 Time-> 5.60 5.70 5. 80
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Abundance Scan 1527 (6.250 min): VU048672.D\data.ms (-1 #34

114.1 1,4-Difluorobenzene
Concen: 50.000 ug/1l
RT: 6.243 min Scan# 1UgSIATIEIs
Ref 50 Delta R.T. -0.007 min [IS\e/ W
Lab File: VUe48765.D |SUCUISCUILIEILE
63.0 ggo Acq: 01 Jun 2022 02:3¢ AVAVANANMMReeY eI
0\3\7\‘\\‘\\“”}‘\“\“\!\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.14 RESpZ 46894 Manual Integratlons
Abundance Scan 1525 (6.243 min): VU048765.D\datams 10N Ratio Lower Upper BRELULIENIZS
114.0 114 1loe Reviewed By :John Carlone  06/01/2022
63 22.0 0.0 42.6Q supervised By :Mahesh Dadoda  06/01/2022
88 16.8 0.0 32.2
Raw 50
Abundance
63.0 gg.0 200000 6.943
G\3\7\‘(\)\‘\\“”}H\“\“\!\“\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\2‘0\\7;]\-
miz--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 1525 (6.243 min): VU048765.D\data.ms (-1
114.0
100000
Sub
50 50000
63.0 88.0
miz--> 40 60 80 100 120 140 160 180 200  Time--> 6.20 6.30
Abundance Scan 1229 (5.292 min): VU048672.D\data.ms (-1 #35
110.9 Dibromofluoromethane
Concen: 47.543 ug/1
RT: 5.289 min Scan# 1228
Ref 50 Delta R.T. -0.003 min
191.9 Lab File: VUe48765.D
78.9 9 Acq: @1 Jun 2022 ©2:36
G \3\7\‘0\\\\“\\\\U\\HH\‘\\}\H‘\\\\‘\\J\-\S‘g\?\\‘\\\‘\‘
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 159658
Abundance Scan 1228 (5.289 min): VU048765.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100
111 1e5.5 80.7 121.1
192 19.7 15.9 23.9
Raw 50
Abundance
78.9 191.9 5.289
olaao |y | 1598 ||
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 40 60 80 100 120 140 160 180 40000
Abundance Scan 1228 (5.289 min): VU048765.D\data.ms (-1
110.9
Sub 20000
50
78.9 191.9
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.20 5.30 5.40
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Abundance Scan 2040 (7.899 min): VU048672.D\data.ms (-2 #50

98.1 Toluene-d8

Concen: 48.513 ug/1

RT: 7.896 min Scan# 2([gEidllglEies
Ref 50 Delta R.T. -0.003 min [S\AeLWV)
Lab File: VU@48765.D [SlEEhISEIIAEI0

420 540 701 Acq: ©1 Jun 2022 02:36 20220426-AMENDED-COMPOSITE-F
) ' 2.0
0 T LI T ‘\ 1 \ T T } 1 T ‘ T TTTT T \ T ‘ ‘\ TTT TTTT .
Miz-> 3b 4‘0 5b 6‘0 7b 8‘0 gb 1(‘)0 ﬁo " Tgt Ton: 98 Resp: 581798 VENIEINLITEIEUTT
Abundance Scan 2039 (7.896 min): VU048765.D\datams 10N Ratio Lower Upper BEVEOMN=0)
94.1 98 1600 Reviewed By :John Carlone  06/01/2022

1606 65.9 52.2 78.4

Supervised By :Mahesh Dadoda  06/01/2022

Raw 50
Abundance
42 . 79.0 300000 7.896
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 2039 (7.896 min): VU048765.D\data.ms (-1 200000
98.1
Sub
50 100000
79.0
42.0
i 54.0 66. 110.0 0
) NN AU WEE S RS EOBFN | [l e
miz--> 30 40 50 60 70 80 90 100 110  Time-> 7.80 7.90 8.00

Abundance Scan 2890 (10.632 min): VU048672.D\data.ms (- #62

95.0 1740 4-Bromofluorobenzene
Concen: 48.144 ug/1
75.0 RT: 10.642 min Scan# 2893
Ref 50 : Delta R.T. 0.010 min
Lab File: VU@48765.D
50.0 Acq: 01 Jun 2022 ©02:36
0 T \ ‘ T \“\ \‘ “H\ U\‘H‘\W H‘\ ‘ T \]_\1\6‘\9\ \]\_4‘3\\()\ T ‘ TT \‘\“ T
miz--> 40 60 80 100 120 140 160 180 '8t Ion: 95 Resp: 218355
Abundance Scan 2893 (10.642 min): VU048765.D\datams 10N Ratlo Lower Upper
95.0 95 100
1740 174 g0.8 0.0 159.4
176 77.0 0.0 152.4
Raw 50 75.0
Abundance
50.0 10/642
0 T \ ‘ T \“\ \‘ ‘H\ H “H H H“ ‘ T \]-\1\6‘.\9\ \J\-4‘.2\.\9\ T ‘ TT \‘\“ T 100000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 2893 (10.642 min): VU048765.D\data.ms (-
1=
93.0 174.0
50000
Sub
50 75.0
50.0
ob ooty 1189 1429 o S
miz--> 40 60 80 100 120 140 160 180 Time--> 10.60  10.70
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Abundance Scan 2512 (9.417 min): VU048672.D\data.ms (-2 #63

117.1 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 9.420 min Scan# 2! gIgilEgles
Ref 50 Delta R.T. ©.003 min  [SVCLWL
Lab File: VU@48765.D |(GUIEINEETSICIR
54.0 Acq: @1 Jun 2022 02:3¢ ZUZVAENVSNN=eReeV eIy
40.0
0\‘\\\}}}\\\‘\\\\‘\\\\‘\\1}“\‘\\\’\\9\\9‘.\0\\\‘\\\1‘\\\\’
miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 45067 FVENIVEIRIIE[E Tl

Abundance Scan 2513 (9.420 min): VU048765.D\datams 10N Ratio Lower Upper BRVEOMNZ0)

117.0 117 1ee Reviewed By :John Carlone  06/01/2022
82 58.6 45.3 67.98 supervised By :Mahesh Dadoda  06/01/2022

82.0 119 33.0 25.4 38.2
Raw 50
Abundance
s40 200000 9420
G\‘\\\4.10}10\\\‘!\‘\\‘\\\\‘\\1}“\‘\\\’\\9\\9‘\0\\\‘\\\1‘\\\\’
m/z--> 30 40 50 60 70 80 90 100 110 120
- 150000
Abundance Scan 2513 (9.420 min): VU048765.D\data.ms (-2
117.0
100000
82.0
Sub
50
50000
54.0
0‘_“‘1‘0}?‘w!"u_m_‘1m“,“99‘9”‘_”1_”‘, R
miz--> 30 40 50 60 70 80 90 100 110 120  Time--> 9.30 9.40 9.50 9.60

Abundance Scan 3256 (11.809 min): VU048672.D\data.ms (- #72

150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 11.816 min Scan# 3258
Ref 50 115.1 Delta R.T. 0.006 min
520 78.0 Lab File: vue48765.D
‘ ‘ Acq: @1 Jun 2022 ©2:36
0H“}H“*‘\‘W“!“H‘”HwHWHw‘*“w”w”w”
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 219189
Abundance Scan 3258 (11.816 min): VU048765.D\data.ms Ion Ratio Lower Upper
150.0 152 100
115 60.9 41.8 125.4
150 157.5 0.0 341.0
Raw
>0 78, 115.0 Abundance
520 200000
0207-2
m/z--> 40 60 80 100 120 140 160 180 200 150000
Abundance Scan 3258 (11.816 min): VU048765.D\data.ms (-
150.0
100000
Sub
50 115.0 50000
520 78.0
0 ““““‘2‘(‘)‘7‘2‘ 0" — “ N— —
miz--> 40 60 80 100 120 140 160 180 200 Time--> 11.80 11.90
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