Quantitation Report (QT Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_U\Data\VU@53122\
Data File : VU@48767.D

Acqg On : 01 Jun 2022 03:23
Operator : SY/MD
Sample : N3099-04 20X
Misc : 3.73g/10.0emL/100uL/5.emL/MSVOA_U/MEOH 20220429-AMENDED-COMPOSITE-|
ALS Vvial : 43 Sample Multiplier: 1
Manual Integrations
Quant Time: Jun 01 ©5:46:43 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  06/02/2022
QLast Update : Fri May 27 06:42:31 2022

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.362 168 301854 50.000 ug/1 -0.01
34) 1,4-Difluorobenzene 6.243 114 516261 50.000 ug/l 0.00
63) Chlorobenzene-d5 9.420 117 496857 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 11.816 152 244565 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.700 65 227231 50.125 ug/1 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 100.260%

35) Dibromofluoromethane 5.292 113 168576 45.770 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 91.540%

50) Toluene-d8 7.896 98 616632 46.705 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 93.420%

62) 4-Bromofluorobenzene 10.639 95 234333 46.931 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 93.860%

Target Compounds Qvalue
16) Acetone 2.658 43 9467 4.098 ug/1 # 82
18) Methyl Acetate 2.954 43 200087 34.495 ug/l 98
25) 2-Butanone 4.735 43 69122 20.827 ug/l 98
29) Tetrahydrofuran 5.092 42 4909m 2.348 ug/1l

(#) = 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@53122\
Data File : VU@48767.D

Acqg On : 01 Jun 2022 03:23
Operator : SY/MD
Sample : N3099-04 20X
Misc : 3.73g/10.emL/100uL/5.emL/MSVOA_U/MEOH 20220429-AMENDED-COMPOSITE-|
ALS Vvial : 43 Sample Multiplier: 1
Manual Integrations
Quant Time: Jun 01 05:46:43 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  06/02/2022
QLast Update : Fri May 27 06:42:31 2022
Response via : Initial Calibration

Abundance TIC: VU048767.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# 1gEtigl=ies
Ref 50 84.0 Delta R.T. -0.013 min [ENVCINU
Lab File: VU@48767.D [(ICHIEEIeIE(6H
‘ 137.0 Acq: 01 Jun 2022 03:23 20220429-AMENDED-COMPOSITE-|
[ \‘i“\ \”\“‘\“ \‘1‘\“\‘}\“‘\ \‘ \]TiO\GHO\“ mm \“ T }‘\ T ‘\ T
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:}68 Resp: 30185 hﬂanualnuegraﬂons
Abundance Scan 1251 (5.362 min): VU048767.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
168.0 168 100 Reviewed By :John Carlone  06/01/2022
99 59.9 49.3  73.98 supervised By :Mahesh Dadoda  06/02/2022
99.0
Raw 50
Abundance
137.0 5.862
75.0
0 \3\7\.‘9\ Tt “\ ”\“\w For \‘\‘i T \H‘\‘H \‘\1‘\ i \“\ T ‘1\8\9\\9‘
mlz--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 1251 (5.362 min): VU048767.D\data.ms (-1
168.0
99.0
Sub 50000
50
137.0
75.0
o300 e b L) 189.9 s —
miz--> 40 60 80 100 120 140 160 180  Time--> 530 5.40

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

43.0 Acetone
Concen: 4.098 ug/l
RT: 2.658 min Scan# 410
Ref 50 Delta R.T. ©0.032 min
58.0 Lab File: VU@48767.D
Acq: 01 Jun 2022 03:23
0\\\”““1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140  'gt Ion: 43 Resp: 9467
Abundance  Scan 410 (2.658 min): VU048767.D\data.ms Ion Ratio Lower Upper
47.0 63.0 43 100
58 42.9 26.3 39.5#
Raw 50
Abundance
141.9 2500 258
‘ 126.9 ‘
0\\\““‘\‘\\\“‘1\\‘\‘\\\\‘\\\\‘\‘\\\“\\
miz--> 40 60 80 100 120 140 2000
Abundance Scan 410 (2.658 min): VU048767.D\data.ms (-3C
47.0 62.0 1500
Sub 1000
50
500
141.9
126.9 N
oty e
m/z--> 40 60 80 100 120 140 Time--> 2.60 270
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Abundance Scan 500 (2.948 min): VU048672.D\data.ms (-4¢ #18

43.0 Methyl Acetate
Concen: 34.495 ug/1l
RT: 2.954 min Scan# S{gSidiiglclpies
Ref 50 Delta R.T. ©.006 min MSVOA_U
24.0 Lab File: Vue48767.D |GUCNEEIEEIE
: Acq: 01 Jun 2022 ©3:23 20220429-AMENDED-COMPOSITE-|
0\\\““\‘\\\“\\\1’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘43 Resp: 20008 Manual Integrations
Abundance  Scan 502 (2.954 min): VU048767.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
43.0 43 100 Reviewed By :John Carlone  06/01/2022
74 22.9 19.2 28.8 Supervised By :Mahesh Dadoda  06/02/2022
Raw 50
Abundance
74.0 80000 2.954
G\\\‘M‘\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\%0\\7.\9
miz--> 40 60 80 100 120 140 160 180 200 60000
Abundance Scan 502 (2.954 min): VU048767.D\data.ms (-4C
43.0
40000
Sub
50 20000
74.0 /\
) L0 £ e
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 2.90 3.00 3.10

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

43.0 2-Butanone
Concen: 20.827 ug/1
RT: 4.735 min Scan# 1056
Ref 50 Delta R.T. ©0.035 min
720 Lab File: VU@48767.D
Acq: 01 Jun 2022 03:23
. 0, 500 57.0
\H‘HH‘HH‘H \‘\\H‘HH‘HH‘HH‘HH’HH’HH’HH . .
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Tgt Ion: 43 Resp: 69122
Abundance Scan 1056 (4.735 min): VU048767.D\datams 10N Ratlo Lower Upper
43.0 43 100
72 25.6 21.1 31.7
Raw 50
Abundance
72.0 4535
491 969 ‘ 15000
OH\‘HH‘H-\‘\M\\‘HH.‘HH“HH‘HH‘HH’HH"HH’HH
m/z--> 30 35 40 45 50 55 60 65 70 75 80
Abundance Scan 1056 (4.735 min): VU048767.D\data.ms (-¢
230 10000
Sub gy 5000
72.0
o 368 | 491 909 ‘ 0
e T T T e e R
m/z--> 30 35 40 45 50 55 60 65 70 75 80 Time--> 470 4.80
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Abundance Scan 1154 (5.051 min): VU048672.D\data.ms (-1 #29

42.0 Tetrahydrofuran
Concen: 2.348 ug/l m
RT: 5.092 min Scan# 1 lEies
Ref 50 72.0 Delta R.T. 0.042 min  [USNCLWE
Lab File: VU@48767.D [(ICHIEEIeIE(6H
Acq: 01 Jun 2022 03:23 20220429-AMENDED-COMPOSITE-|
Orrm\\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘42 RESpZ 490 Manual Integratlons
Abundance Scan 1167 (5.092 min): VU048767.D\datams 10N Ratio Lower Upper BRGINON=0)
43.0 42 100 Reviewed By :John Carlone  06/01/2022
72 30.8 37.6 56.43 supervised By :Mahesh Dadoda  06/02/2022
71 11.1 35.0 52.4
Raw 50
72.0 Abundance
92
206.9
0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz—> 40 60 80 100 120 140 160 180 200 1000
Abundance Scan 1167 (5.092 min): VU048767.D\data.ms (-1
42.0
Sub o 500
50
206.9
0 l
Ol bt e e S
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 5.005.055.105.15

Abundance Scan 1356 (5.700 min): VU048672.D\data.ms (-1 #33
65.0 1,2-Dichloroethane-d4

Concen: 50.125 ug/1

RT: 5.700 min Scan# 1356

Ref 50 Delta R.T. ©.000 min
51.0 Lab File: VU@48767.D
102.0 Acq: 01 Jun 2022 ©3:23
0 \‘\3\7\.(‘)\\\‘\“\‘\\\“\‘\‘\\“\\\\‘\\'\\‘\\\\“\\‘\\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 I8t Ion: 65 Resp: 227231
Abundance Scan 1356 (5.700 min): VU048767.D\data.ms Ion Ratio Lower Upper
65.0 65 100
67 52.3 0.0 103.0
Raw 50
51.0 Abundance
102.0 5.7100
0 \‘\3\?\'9‘\H‘\“\‘\H“\‘\‘H“\\\\‘8\3\.\8\‘\\\\“\!\\‘\\\ 80000
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1356 (5.700 min): VU048767.D\data.ms (-1 60000
65.0
40000
Sub
50
51.0 20000
102.0
369 ] ]l
Ot e e e e L e o o e o
miz--> 30 40 50 60 70 80 90 100 110 Time-> 560 570 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# 1{gidtigl=lpies
Ref 50 Delta R.T. -0.007 min [US\AeXWY
Lab File: VU@48767.D |(GUIEINEEITEIEIR
63.0 88.0 Acq: @1 Jun 2022 03:23 HEEPEENSNe/EeEele]VIeIpi=]
37.0 200 ‘ 50 ' '
0‘\HH\H‘WHJWW‘H‘WW*HW‘“W‘H*M“‘w‘ :
miz--> 30 40 50 60 70 80 90 100 110 120 18t Ion:114 Resp: LYyI3y Manual Integrations
Abundance Scan 1525 (6.243 min): VU048767.D\datams 10N Ratio Lower Upper BREELULIENIZS
lip0 114 106 Reviewed By :John Carlone  06/01/2022
63 22.6 0.0 42.6Q supervised By :Mahesh Dadoda  06/02/2022
88 16.7 0.0 32.2
Raw 50
Abundance
63.0 88.0 6.243
o- 37050‘0‘ “‘7?0‘ ST [ — 200000
m/z--> 36 4b 55 65 7b Sb Qb 160 110 1&0
Abundance Scan 1525 (6.243 min): VU048767.D\data.ms (-1 150000
114.0
100000
Sub 50
50000
con 63.0 88.0
0 ‘\‘3‘)‘7‘?””}”“w“‘wi??‘(‘)w‘wlwmw S OV\““\““\““\“‘
miz--> 30 40 50 60 70 80 90 100 110 120 Time--> 6.10 6.20 6.30 6.40
Abundance Scan 1229 (5.292 min): VU048672.D\data.ms (-1 #35
110.9 Dibromofluoromethane
Concen: 45.770 ug/1l
RT: 5.292 min Scan# 1229
Ref 50 Delta R.T. ©.000 min
Lab File: VUe48767.D
78.9 ‘ 1919 Acq: @1 Jun 2022 03:23
oz L Loyl e
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion:113 Resp: 168576
Abundance Scan 1229 (5.292 min): VU048767.D\datams ~ 10N Ratlo Lower Upper
110.9 113 100
111 104.1 80.7 121.1
192 18.8 15.9 23.9
Raw 50
Abundance
78.9 191.9 60000 5.£92
0"ﬁ%gww*w*uw"w‘*w‘w‘\w%éag‘w‘J“\
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1229 (5.292 min): VU048767.D\data.ms (-1 40000
110.9
Sub 50 20000
78.9 191.9
0*H\*H‘w“u‘w”\H**M*H\*}§%§H\*m“\ R A RamaRAREE
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: 46.705 ug/1l

RT: 7.896 min Scan# 2([gEidllglEies
Ref 50 Delta R.T. -0.003 min [S\AeLWV)
Lab File: VUe48767.D [SlLEHISEIIAE

42.0 540 70.1 Acq: 01 Jun 2022 ©3:23 20220429-AMENDED-COMPOSITE-|
) ' 2.0
0 T TTTT LU ‘\ 1 \ T T } 1 T ‘ T TTTT T \ T ‘ ‘\ TTT TTTT .
m/z--> 3b 4‘0 5b 6‘0 7b 8‘0 gb 160 1]‘_0 ‘ Tgt Ion: 98 Resp: 61663 Manual Integratlons
Abundance Scan 2039 (7.896 min): VU048767.D\datams 10N Ratio Lower Upper BRNEON=0)
94.1 98 1600 Reviewed By :John Carlone  06/01/2022

1606 65.5 52.2 78.4

Supervised By :Mahesh Dadoda  06/02/2022

Raw 50
Abundance
7.896
42.0 540 79.0 300000
G \‘\\\\i!\\}i‘\l\\‘\6}61-\‘\\\\‘\\\\‘\\\ “‘\\]\-]\-‘0\\0\\‘
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 2039 (7.896 min): VU048767.D\data.ms (-1 200000
98.1
Sub
50 100000
42.0 54.0 79.0
P vty N A . oL
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: 46.931 ug/1
75.0 RT: 10.639 min Scan# 2892
Ref 50 ) Delta R.T. ©0.006 min
Lab File: VUe@48767.D
50.0 Acq: 01 Jun 2022 ©3:23
0 TT \ ‘ T \“\ \‘ ‘m\ U\‘H‘\W ”‘\ ‘ T \]_\]-\6‘\9\ \]\-4‘\3\0\ T ‘ TT \‘\“ T
m/z--> 40 60 80 100 120 140 160 180 I8t Ion: 95 Resp: 234333
Abundance Scan 2892 (10.639 min): VU048767.D\data.ms 100 Ratio Lower Upper
95.0 95 100
1740 174  79.3 0.0 159.4
176  76.0 0.0 152.4
Raw 50 75.0
Abundance
50.0 10639
0 T \ ‘ T \“\ \‘ ‘H‘ H\‘l“‘\” HM ‘ T \]-\J-\G‘.\S\ \]-\4.‘()\.\9\ T ‘ TT \‘\“ T
miz--> 40 60 80 100 120 140 160 180 100000
Abundance Scan 2892 (10.639 min): VU048767.D\data.ms (-
94.0
174.0
50000
Sub
50 75.0
50.0
ob sl 1168 1009 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

1171 Chlorobenzene-d5
Concen: 50.000 ug/1l
82.1 RT: 9.420 min Scan# 2{[QEIET(EIss
Ref 50 Delta R.T. ©.003 min  [SVCLWL
Lab File: \VU@48767.D (SUEGISEIIIEIH
54.0 Acq: @1 Jun 2022 03:23 HUZVPENVSNbI=eReeYerIhy=]
40.0
0\‘\\\}}}\\\‘\\\\‘\\\\‘\\1}i\‘\\\‘\\9\\9’.(\)\\\‘\\\1‘\\\\’
m/z—> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 49685FNVERIIEINIIE]E= 1]

I[sJold  APPROVED

Reviewed By :John Carlone  06/01/2022
Supervised By :Mahesh Dadoda  06/02/2022

Abundance Scan 2513 (9.420 min): VU048767.D\datams 10N Ratio Lower
117.0 117 100

82 56.9 45.3 67.9

82.1 119 32.4 25.4 38.2
Raw 50
Abundance
54.0 9.420
40.0 ‘
G \‘\H}‘H\H‘!\H‘\H\.‘HH“\‘H\‘\\9\\8’\9\\\‘\\\\“\\\\’ 200000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 2513 (9.420 min): VU048767.D\data.ms (-2 150000
117.0
cub 821 100000
50
50000
54.0
0 20 | ero  wms | S N
m/z--> 30 40 50 60 70 80 90 100 110120  Time--> 940 9.50

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
520 780 Lab File: VUe@48767.D
‘ ‘ Acq: @1 Jun 2022 83:23
0\\\‘}\\\‘\“‘\\\“!M‘\“\‘\\‘\\\}‘i\\\\‘\\H\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200 '8t Ion:152 Resp: 244565
Abundance Scan 3258 (11.816 min): VU048767.D\datams 10N Ratlo Lower Upper
150.0 152 100
115 60.5 41.8 125.4
150 157.9 0.0 341.0
Raw 50
115.0 Abundance
500 78.0
miz--> 40 60 80 100 120 140 160 180 200
Abundance Scan 3258 (11.816 min): VU048767.D\data.ms (- 150000 11,806
150.0
100000
Sub 50
8.0 115.0 50000
52.0 8
miz--> 40 60 80 100 120 140 160 180 200  Time--> 11.80  11.90
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