Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80697.D

Acqg On : 12 Jan 2024 18:06
Operator : JC\MD
Sample : P1111-03
Misc : 2.67g/10mL/100uL/5.00mL/MSVOA_N/MEOH
ALS Vvial : 16 Sample Multiplier: 1
Manual Integrations
Quant Time: Jan 12 22:17:27 2024 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11024W.M Reviewed By :John Carlone  01/15/2024

Quant Title : SW846 8260 Supervised By :Mahesh Dadoda  01/15/2024
QLast Update : Thu Jan 11 06:34:36 2024

Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 8.224 168 152446 50.000 ug/1 0.00
34) 1,4-Difluorobenzene 9.100 114 337805 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.865 117 341632 50.000 ug/l # 0.00
72) 1,4-Dichlorobenzene-d4 13.794 152 143620 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 8.577 65 110776 41.379 ug/1 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery =  82.760%

35) Dibromofluoromethane 8.165 113 91262 47.549 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery =  95.100%

50) Toluene-d8 10.565 98 364277 49.775 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery = 99.540%

62) 4-Bromofluorobenzene 12.853 95 150378 53.582 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 107.160%

Target Compounds Qvalue
11) Tert butyl alcohol 5.500 59 5626 12.426 ug/l # 78
18) Methyl Acetate 5.024 43 8172m 3.122 ug/1
31) Cyclohexane 8.247 56 12082 2.921 ug/1 93

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN©11224\
Data File : VN@80697.D

Acqg On : 12 Jan 2024 18:06
Operator : JC\MD
Sample : P1111-03
Misc : 2.67g/10mL/100uL/5.00mL/MSVOA_N/MEOH
ALS vial : 16 Sample Multiplier: 1
Manual Integrations
Quant Time: Jan 12 22:17:27 2024 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N©11024W.M Reviewed By :John Carlone  01/15/2024

Quant Title : SW846 8260 Supervised By :Mahesh Dadoda  01/15/2024
QLast Update : Thu Jan 11 06:34:36 2024
Response via : Initial Calibration

Abundance TIC: VN080697.D\data.ms
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Abundance Scan 1066 (8.224 min): VN080658.D\data.ms (-1 #1

168.1 Pentafluorobenzene
Concen: 50.000 ug/1l
RT: 8.224 min Scan# 1([gEidlllEies
Ref 50 73.1 Delta R.T. -0.000 min [(USVeLWN
43.0 Lab File: VN@8e697.D [SUEEIESEICIel
H' ‘ 990 13‘7-1 Acq: 12 Jan 2024 18:06 NSRS
0\H“‘\‘H‘\“\U\H\H‘\‘\‘\‘H\‘\H“H\H‘\}‘H‘\ ‘\\‘\\\\‘\\.\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.68 RESpZ 15244 WY ERIEL Integratlons
Abundance Scan 1066 (8.224 min): VN080697.D\datams 10N Ratio Lower Upper BRNGEON=0)
168.0 168 1600 Reviewed By :John Carlone  01/15/2024
99.0 99 73.0 53.0 79.6 Supervised By :Mahesh Dadoda  01/15/2024
Raw 50
Abundance
8,224
75.0 137.0 60000
G\3\Z.‘(\)\\H\“\U\“\H’lh\\‘\W\\\\H‘}\\\‘\}‘\\‘\‘\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1066 (8.224 min): VN080697.D\data.ms (-1 40000
168.0
99.0
sub 20000
137.0
75.0
o320 b e L O
m/z--> 40 60 80 100 120 140 160 180 200 [Tjme--> 8.10 820 8.30

Abundance Scan 605 (5.512 min): VN080658.D\data.ms (-5¢ #11

59.1 Tert butyl alcohol
Concen: 12.426 ug/1
RT: 5.500 min Scan# 603
Ref 50 Delta R.T. -0.012 min
410 Lab File:  VN@80697.D
‘ Acq: 12 Jan 2024 18:06
0 \‘\\\‘\“‘M\\\i\\‘\‘\i\\\\7%\'\2\\‘\\\\9‘\2;8\\‘\\;\1‘]\"\]\.\‘
m/z--> 30 40 50 60 70 80 90 100 110 Tgt Ion: 59 Resp: 5626
Abundance  Scan 603 (5.500 min): VN080697.D\data.ms 10N Ratio Lower Upper
59.0 89.1 59 1ee
57 2.2 8.2 12.44
Raw 50
44.0 Abundance
‘ 1500 5.500
0\‘\\\\‘\\‘\\‘\\‘\1“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 30 40 50 60 70 80 90 100 110
Abundance Scan 603 (5.500 min): VN080697.D\data.ms (-55 1000
59.0 89.1
Sub
50 500
43.0
miz--> 30 40 50 60 70 80 90 100 110  Time-> 540 550 5.60
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Abundance Scan 521 (5.018 min): VN080658.D\data.ms (-5C #18

41.0 Methyl Acetate
Concen: 3.122 ug/l m
RT: 5.024 min Scan# St glEpies
Ref 50 76.0 Delta R.T. ©.006 min  [USNVeLWN
Lab File: VN@80697.D [(GIEHIEEIeI(EI(6H
Acq: 12 Jan 2024 18:06 NSRS
0 W“\\“‘H\“‘\“‘HH‘HH‘\\%1-\4‘]\“\9\\‘\\\\‘\\\\‘\\\\ .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: ‘43 RESpZ 817 WY ERIEL Integratlons
Abundance  Scan 522 (5.024 min): VN080697.D\datams 10N Ratio Lower Upper BRNEON=0)
43.0 43 100 Reviewed By :John Carlone  01/15/2024
74 11.6 26.2 39.4 Supervised By :Mahesh Dadoda  01/15/2024
Raw 50
Abundance
74.0 5.024
‘ | 207.1 2000
G\\\" \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘\\\
m/z--> 60 80 100 120 140 160 180 200 1500
Abundance Scan 522 (5.024 min): VN080697.D\data.ms (-47
43.0
1000
Sub
50
500
74.0
‘ 207.1
0"ml\""mw"_"‘_m_ww_ww e
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 4.90 5.00 5.10

Abundance Scan 1072 (8.259 min): VN080658.D\data.ms (-1 #31

56.1  84.0 Cyclohexane

Concen: 2.921 ug/1

RT: 8.247 min Scan# 1070
Ref 50 Delta R.T. -0.012 min

Lab File: VNe80697.D

Acq: 12 Jan 2024 18:06

0 m“ M\ 117.9137.2 16‘80
L B

miz--> 40 60 80 100 120 140 160 Tgt Ion: 56 Resp: 12082
Abundance Scan 1070 (8.247 min): VN080697.D\datams = 10N Ratlo Lower Upper

168.1 56 100
69 30.9 26.8 40.2
99.0 84 110.5 81.8 122.6
Raw 50
Abundance
55.9 137.0
‘ o‘ 117.9 4000
0'37}\\“\‘\U\\‘}\\\\‘\\\\‘\\\\‘\‘\‘\\‘\‘\\ 47
miz--> 60 100 120 140 160 3000
Abundance Scan 1070 (8.247 min): VN080697.D\data.ms (-1
168.1
2000
Sub 99.0
50
1000
55.9 137.0
0‘ 117.9
0"J‘p‘m“w‘m‘}HH_M“‘\HW\“W L “‘A
m/z--> 100 120 140 160 Time--> 8.10 8.20 8.30
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Abundance Scan 1126 (8.577 min): VN080658.D\data.ms (-1 #33

65.0 1,2-Dichloroethane-d4
Concen: 41.379 ug/1
RT: 8.577 min Scan# 1llgfSidtipl=lgies
Ref 50 Delta R.T. -0.000 min [IS\O/EIN
Lab File: VN@80697.D |(GUEINEEISIEIH
370 10‘2.0 Acq: 12 Jan 2024 18:06 RIENISASE
0! \“\‘\‘N“HH!‘\HHHHHHHHHHH .
m/z--> 40 66 go 160 1éo 140 1é0 1é0 260 Tgt Ion: 65 Resp: phoyyd  Manual Integrations
Abundance Scan 1126 (8.577 min): VN080697.D\datams = 1N Ratio Lower Upper BEuENZS
65.0 65 100 Reviewed By :John Carlone  01/15/2024
67 52.6 0.0 106.68 Supervised By :Mahesh Dadoda  01/15/2024
Raw 50
Abundance
102.0 8.577
0\3\?.‘9\‘\‘\‘\“‘\‘i‘u‘HH‘M‘H\‘HH‘\\\\‘\\\\‘\\\\2‘(\)\7\-:!- 40000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1126 (8.577 min): VN080697.D\data.ms (-1 30000
65.0
20000
Sub 50
10000
102.0
o m O e
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 850  8.60

Abundance Scan 1215 (9.100 min): VN080658.D\data.ms (-1 #34

1141 1,4-Difluorobenzene
Concen: 50.000 ug/l
RT: 9.100 min Scan# 1215
Ref 50 Delta R.T. ©.000 min
63.0 88.0 Lab File: VNO80697.D
: Acq: 12 Jan 2024 18:06
O+ T \3\3\‘.‘:‘[\ T \5\(‘:‘1\]\-1 T T 1‘%7\?\.9“\‘\ T \‘1‘\ T th ‘\ T q
miz--> 30 40 50 60 70 80 90 100 110 120 T8t Ion:114 Resp: 337805
Abundance Scan 1215 (9.100 min): VN080697.D\data.ms Ion Ratio Lower Upper
114.1 114 100
63 25.5 0.0 36.4
88 17.0 0.0 30.6
Raw 50
Abundance
630 88.0 9.100
370 500 ‘ 750 150000
0 \‘\H‘MHH“‘H}\“H\”\‘\H\\“\‘\H‘\‘l‘\\‘\\\\‘\“H‘H\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1215 (9.100 min): VN080697.D\data.ms (-1 100000
114.1
sub o 50000
63.0 88.0
37.0 50.0 ‘ 75.0 ' |
oY e N YA Y PN | e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time-->  9.00 9.10 9.20
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Abundance Scan 1056 (8.165 min): VN080658.D\data.ms (-1 #35

97.0 Dibromofluoromethane
Concen: 47.549 ug/1
61.0 RT: 8.165 min Scan# 1{RSILIN(hIes
Ref 50 Delta R.T. ©.000 min  [SVELWN
Lab File: VN@80697.D [(GIEHIEEIeI(EI(6H
18.9 Acq: 12 Jan 2024 18:06 NSRS
0\%K}quwwm\\\HW\mmﬂw\ij“\\\\‘\\%§?;?\\‘%?%;?
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:}13 Resp: 9126 hAanuaIHuegranons
Abundance Scan 1056 (8.165 min): VN080697.D\datams 10N Ratio Lower Upper BRNGEON=0)
112.9 113 100 Reviewed By :John Carlone  01/15/2024
111  98.8 82.6 123.8[ suypervised By :Mahesh Dadoda  01/15/2024
192 15.6 12.7 19.1
Raw 50
80.9 Abundance
H 191.9 8.165
0 40.1 Ll A 1599 \‘\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 30000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1056 (8.165 min): VN080697.D\data.ms (-1
>
119 20000
Sub
50 10000
80.9
H 191.9
A IO ... oL L
miz--> 40 60 80 100 120 140 160 180  Time-—> 8.10 8.20 8.30

Abundance Scan 1465 (10.571 min): VN080658.D\data.ms (- #50

98.1 Toluene-d8

Concen: 49.775 ug/1l

RT: 10.565 min Scan# 1464

Ref 50 Delta R.T. -0.006 min
Lab File: VNO80697.D
42.1 70.1 Acq: 12 Jan 2024 18:06
G\\\”i“w‘wwwwwwwwwwuw‘\\\\M\\\‘\H\‘\\\w\\T\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 98 Resp: 364277
Abundance Scan 1464 (10.565 min): VN080697.D\data.ms Ion Ratio Lower Upper
9d.1 98 100
100 63.9 52.0 78.0
Raw 50
Abundance
421 701 10.5665
0\\\”i“m‘iwwwwwwwwwuw‘\\\\M\\\‘\H\‘\\\\M\\\ 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1464 (10.565 min): VN080697.D\data.ms (
9.1 100000
Sub
50 50000
421 701
G\\w}‘;M‘uMH‘\m““u\\‘\m‘\m‘\m‘\m‘uu 0t— [T
m/z--> 40 60 80 100 120 140 160 180 200 Time--> 10.50 10.60 10.70
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Abundance Scan 1852 (12.847 min): VN080658.D\data.ms (; #62

93.0 4-Bromofluorobenzene
Concen: 53.582 ug/1l
176.0 RT: 12.853 min Scan#t 1{gSgilnlclee
Ref 50 Delta R.T. ©0.006 min MSVOA_N
Lab File: VN@80697.D [(GIEHIEEIeI(EI(6H
500 DRYER-3
Acqg: 12 Jan 2024 18:06 =
oL h ‘\ \‘H\H“H‘\ u‘n‘\‘ : ‘]"4‘0"8‘ - 5 £t
miz--> 50 100 150 200 250 Tgt Ion: ‘95 Resp: 15037 \ERIEL Integrations
Abundance Scan 1853 (12.853 min): VN080697.D\datams 10N Ratio Lower Upper BRNEON=0)
95.1 25 1oe Reviewed By :John Carlone  01/15/2024
174 61.0 0.0 143.8Q supervised By :Mahesh Dadoda  01/15/2024
174.0 176 57.5 0.0 135.8
Raw 50
Abundance
50.0 12.853
80000
fo \‘\ all H“n‘\ u‘n‘\‘ : ‘]‘-4‘0-‘7‘ A e
m/z--> 50 100 150 200 250
Abundance Scan 1853 (12.853 min): VN080697.D\data.ms ( 60000
95.1
40000
Sub 174.0
50
20000
50.0
ool a0z L o=t M
miz--> 50 100 150 200 250 Time--> 12.80 12.90

Abundance Scan 1686 (11.870 min): VN080658.D\data.ms (- #63
11y1 Chlorobenzene-d5
82.1 Concen: 50.000 ug/l
RT: 11.865 min Scan# 1685
Ref 50 Delta R.T. -0.006 min
54.1 Lab File: VNe80697.D
401 H Acq: 12 Jan 2024 18:06
‘_"1J‘uHlmHu“?7“Nmﬁ?‘?‘-?wlmw

miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 341632

Abundance Scan 1685 (11.865 min): VN080697.D\datams 10N Ratio Lower Upper
117.1 117 100

82 69.6 44.0 66.0#

o

82.1
119 31.8 25.6 38.4
Raw 50
Abundance
541 11.865
40.1 ‘ ‘
0 \‘\\\\‘\\\\‘\\\\‘\\\\.‘\\‘11“\‘\\\‘\\9\\9‘\0\\\‘\\\1‘\\\\ 150000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1685 (11.865 min): VN080697.D\data.ms (
1171 100000
82.1
Sub
50 50000
54.1
40.1 H
Y RN -2 1 RPN Y U B [ e
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 11.80 11.90
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Abundance Scan 2013 (13.794 min): VN080658.D\data.ms (- #72
150.0 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/1l
RT: 13.794 min Scan#t 2(gigill=glies
Ref 50 521 1151 Delta R.T. ©0.000 min MSVOA_N
' ' Lab File: VN@80697.D |(GUEINEEISIEIH
‘ Acq: 12 Jan 2024 18:06 NSRS
0\‘1““‘\‘\1‘\ \‘\\\M\\\\ T T T .
m/z--> 5‘0 160 150 2(‘)0 25‘0 Tgt Ion:152 Resp: 14362 Manual Integrations
Abundance Scan 2013 (13.794 min): VN080697.D\data.ms = 10N Ratio Lower Upper BRAGLON=0)
150.0 152 100 Reviewed By :John Carlone  01/15/2024
115 68.4 32.3 96.8 Supervised By :Mahesh Dadoda  01/15/2024
150 162.5 0.0 355.8
Raw 50 115.0
78.1 Abundance
40.0 ‘
(O “1 “}”“‘\”“‘\““‘1 “‘\ “ \“‘\ T h‘\ L B B e B \2\8\1\‘
m/z--> 50 100 150 200 250 100000 1 4
Abundance Scan 2013 (13.794 min): VN080697.D\data.ms (
150.0
50000
Sub
5 115.0
78.1
40.0 ‘
1 O S Y o
miz--> 50 100 150 200 250 Time-> 1370  13.80
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