Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_N\Data\VN@11224\
Data File : VN@80698.D

Acqg On : 12 Jan 2024 18:30
Operator : JC\MD
Sample : P1111-04
Misc : 2.32g/1emL/100ul/5.00mL/MSVOA_N/MEOH
ALS Vvial : 17 Sample Multiplier: 1
Manual Integrations
Quant Time: Jan 12 22:17:58 2024 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011024W.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 138586 50.000 ug/1 0.00
34) 1,4-Difluorobenzene 9.100 114 309668 50.000 ug/l 0.00
63) Chlorobenzene-d5 11.865 117 307219 50.000 ug/l # 0.00
72) 1,4-Dichlorobenzene-d4 13.794 152 132484 50.000 ug/1l 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 8.577 65 106619 43.809 ug/1 0.00

Spiked Amount 50.000 Range 74 - 125 Recovery =  87.620%

35) Dibromofluoromethane 8.165 113 87769 49.884 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 99.760%

50) Toluene-d8 10.571 98 357937 53.352 ug/1 0.00

Spiked Amount 50.000 Range 86 - 113 Recovery = 106.700%

62) 4-Bromofluorobenzene 12.853 95 146931 57.111 ug/1 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 114.220%

Target Compounds Qvalue
16) Acetone 4.447 43 2026 2.536 ug/l # 77
18) Methyl Acetate 5.042 43 7620m 3.203 ug/1
25) 2-Butanone 7.494 43 2623 1.816 ug/1 920

(#) = qualifier out of range (m) = manual integration (+) = signals summed
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Time:
Quant Method
Quant Title

QLast Update
Response via :

Quantitation Report

Z:\voasrv\HPCHEM1\MSVOA_N\Data\VNe11224\
VNO80698.D

: 12 Jan 2024 18:30

: JC\MD

: P1111-04

: 2.32g/1emL/100ulL/5.00emL/MSVOA_N/MEOH
17

Sample Multiplier: 1

Jan 12 22:17:58 2024
: Z:\voasrv\HPCHEM1\MSVOA_N\methods\82N011024W.M
: SW846 8260
: Thu Jan 11 06:34:36 2024

Initial Calibration

(LSC Reviewed)

Manual Integrations
APPROVED

Reviewed By :John Carlone

Supervised By :Mahesh Dadoda

01/15/2024
01/15/2024
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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{gSidtipgl=lpiss
Ref 50 73.1 Delta R.T. -0.000 min [(USVeLWN
3.0 Lab File: VN@80698.D (GUEINEEISICIR
“ ‘ 0.0 l3rl Acq: 12 Jan 2024 18:30 [RIANI=EST
0\\\“‘\\\\‘\U\H\}!\‘\‘\“i\\\\“\\\\‘\}‘\\‘\‘\\‘\\\\‘\\.\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt IOI’]Z:!.68 Resp: 13858 Manual Integrations
Abundance Scan 1066 (8.224 min): VN080698.D\datams 10N Ratio Lower Upper BRNEONZ0)
168.0 168 100 Reviewed By :John Carlone  01/15/2024
990 99 69.1 53.8 79.6Q supervised By :Mahesh Dadoda  01/15/2024
Raw 50
Abundance
137.1 60000
G \\\‘4\8\\7\‘“\ ”\“\w }‘\ \‘\‘i T \\\H‘\\\\“\}‘\\‘\ ‘\\‘\\\\2‘0\\7\-2\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1066 (8.224 min): VN080698.D\data.ms (-1 40000
168.0
99.0
Sub
50 20000
137.1
75.0 ‘
R O N/ e
miz--> 40 60 80 100 120 140 160 180 200  Time--> 820 830

Abundance Scan 420 (4.424 min): VN080658.D\data.ms (-4C #16

43.0 Acetone
Concen: 2.536 ug/l
RT: 4.447 min Scan# 424
Ref 50 Delta R.T. ©0.024 min
58.0 Lab File: VNO80698.D
Acq: 12 Jan 2024 18:30
0 ‘\\\\H‘“\i\\‘\\\\‘\\\\‘\\\\‘.\\\\‘\\\\‘\\\\‘\\\\‘.\\\
miz--> 30 40 50 60 70 80 90 100 110 120  'gt Ion: 43 Resp: 2026
Abundance  Scan 424 (4.447 min): VN080698.D\data.ms Ion Ratio Lower Upper
4.0 43 100
58 21.8 28.0 42.0#
Raw 50
Abundance
58.3 81.9
0 [TTTT T H‘\\H“H\\‘HH“HH‘\\H‘\H\‘HH‘\H 600
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 424 (4.447 min): VN080698.D\data.ms (-3€
Sub 58.3 81.9
50 200
O e N
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 440 445
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Abundance Scan 521 (5.018 min): VN080658.D\data.ms (-5C #18

41.0 Methyl Acetate
Concen: 3.203 ug/l m
RT: 5.042 min Scan# SIS
Ref 50 76.0 Delta R.T. 0.024 min  [USMeLWN

Lab File: VN@80698.D |(®lEiIEEllsllEllof
Acq: 12 Jan 2024 18:30 [EANIEESE

0 1”}‘1 ”\‘ ‘\5\9“.‘9 T \“‘\“‘ T \9\.| LA \4“1\9\
m/z--> 40 60 80 100 120 140 Tgt Ion: 43 RESpZ 762 Manualnuegraﬂons
Abundance  Scan 525 (5.042 min): VN080698.D\datams 10N Ratio Lower Upper BRNEON=0)

1

43 43 100 Reviewed By :John Carlone  01/15/2024
74 0.0 26.2  39.4% supervised By :Mahesh Dadoda  01/15/2024

Raw 50
Abundance
‘ 73.7 2000 5042
G\\\‘H\\\‘\\\“\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 1500
Abundance Scan 525 (5.042 min): VN080698.D\data.ms (-47
43.0
1000
Sub
50
500
‘ 73.7
oH‘p“H‘_H““HH,HH_HWH o
miz--> 40 60 80 100 120 140 Time-> 4.90 500 5.10

Abundance Scan 939 (7.477 min): VN080658.D\data.ms (-92 #25

43.0 2-Butanone
Concen: 1.816 ug/1
RT: 7.494 min Scan#t 942
Ref 50 77.0 Delta R.T. 0.018 min
' Lab File: VN@80698.D
‘ ‘ (ﬂ Acq: 12 Jan 2024 18:30
0 \H‘H‘H}”\h\ \‘M\ T \‘\“‘ T \]\-\P\.(\)\ T ‘H\\‘\H\‘\\H‘\\\%(?W6'\g\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 43 Resp: 2623
Abundance  Scan 942 (7.494 min): VN080698.D\datams = 10N Ratlo Lower Upper
42.9 43 100
75.0 72 43.9 30.2 45.2
Raw 50
Abundance
7.494
| 800
0\\\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 942 (7.494 min): VN080698.D\data.ms (-8¢ 600
429 750
400
Sub
50
200 /\/\
o“““““ e
m/z--> 40 60 80 100 120 140 160 180 200 Time-> 7.40 7.45 7.50 7.55
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Abundance Scan 1126 (8.577 min): VN080658.D\data.ms (-1 #33

63.0 1,2-Dichloroethane-d4
Concen: 43,809 ug/l
RT: 8.577 min Scan# 11EdllEies
Ref 50 51.0 78.1 Delta R.T. -0.000 min [IS\O/EIN
Lab File: VN@8e698.D (SISl
370 10‘2-0 Acq: 12 Jan 2024 18:3p RIS
ok H\‘i“ \\\‘\“H\\\ ‘\‘\}\‘ \H‘\‘ T T \!M T .
mz-> 30 40 50 60 70 80 90 100 110 Tgt Ion: 65 Resp: 1e661SMVERIEINIELIEHELE
Abundance Scan 1126 (8.577 min): VN080698.D\datams 10N Ratio Lower Upper BRNEONZ0)
65.0 65 1600 Reviewed By :John Carlone  01/15/2024
67 55.0 0.0 106.68 Supervised By :Mahesh Dadoda  01/15/2024
Raw 50 51.0
Abundance
102.0 8.577
37.0 ‘ I ‘ 40000
G\‘\\\‘\“\\\‘\“\\\\“\\i\‘HH‘\H.\‘HH‘HM‘H
m/z--> 30 40 50 60 70 80 90 100 110
Abundance Scan 1126 (8.577 min): VN080698.D\data.ms (-1 30000
65.0
20000
Sub
50 51.0
10000
102.0
ol 2 Ll eso L S
miz--> 30 40 50 60 70 80 90 100 110 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
63.0 660 Lab File:  VN@80698.D
: Acq: 12 Jan 2024 18:30
O+ T \3\3\‘.‘:"-\ t \5\(‘:‘1\]: i T 1‘%7\?\.(\)“\‘\ T \‘1‘\ T . ‘\ T q
m/z--> 30 40 50 60 70 80 90 100 110 120 gt Ion:114 Resp: 309668
Abundance Scan 1215 (9.100 min): VN0B0698.D\data.ms 10N Ratio Lower Upper
114.1 114 100
63 24.2 0.0 36.4
88 17.3 0.0 30.6
Raw 50
Abundance
63.0 88.0 150000 9.400
37.0 50.0 ‘ 75.0 ‘ |
0 \‘\H‘\M‘HH“‘\\}\“H\l‘i\“\\“\\H‘\‘}‘\\‘HH‘\‘ T
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1215 (9.100 min): VN080698.D\data.ms (-1 100000
114.1
Sub
50 50000
coo 63.0 88.0
m/z--> 30 40 50 60 70 80 90 100 110 120 Time-> 9.00  9.10
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Abundance Scan 1056 (8.165 min): VN080658.D\data.ms (-1 #35

97.0 Dibromofluoromethane
Concen: 49.884 ug/1l
61.0 RT:  8.165 min Scan#t 1{Eidll=lles
Ref 50 Delta R.T. ©.000 min  [SVELWN
Lab File: VN@80698.D [(GIEHIEEIel(EI(6R:
Acq: 12 Jan 2024 18:3p RIS
0\%ﬁRQW\\wL\\wh\WW¢\\i%?f%\‘\\%é?fg\w%?%;?\\\\ .
miz--> 40 60 80 100 120 140 160 180 200 Tgt Ion:}13 Resp: 87768V EQIVEL Integratlons
Abundance Scan 1056 (8.165 min): VN080698.D\datams 10N Ratio Lower Upper BRNEONZ0)
110.0 113 1ee Reviewed By :John Carlone  01/15/2024
111 1e5.4 82.6 123.8F suypervised By :Mahesh Dadoda  01/15/2024
192 15.6 12.7 19.1
Raw 50
9.0 Abundance
' 191.9 8.465
44.1 ‘ (- 1599 ||
G\\\‘iH\‘\\Hiw\\w\“\\”\\\‘H\\M\H\‘\\H‘\\\\ 30000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1056 (8.165 min): VN080698.D\data.ms (-1
113.0 20000
Sub
50 10000
79.0
‘ 191.9
T S N X A B S
miz--> 40 60 80 100 120 140 160 180 200 Time--> 8.10 8.20

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

98.1 Toluene-d8

Concen: 53.352 ug/1

RT: 10.571 min Scan# 1465

Ref 50 Delta R.T. ©0.000 min
Lab File: VN@80698.D
42.1 70.1 Acq: 12 Jan 2024 18:30
G\\\”i“w‘wwwwwwwwwwuw‘\\\\M\\\‘\H\‘\\\w\\T\
miz--> 40 60 80 100 120 140 160 180 200 '8t Ion: 98 Resp: 357937
Abundance Scan 1465 (10.571 min): VN080698.D\data.ms Ion Ratio Lower Upper
9d.1 98 100
100 64.3 52.0 78.0
Raw 50
Abundance
421 701 10/571
0\\\“i“w‘}wwwwwwwwwuw‘\\\\M\\\‘\H\‘\\\\M\\\ 150000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1465 (10.571 min): VN080698.D\data.ms (
98.1 100000
Sub
50 50000
421 701
0"u;“:‘1‘\‘:“‘”‘Hm“um‘HH‘HHWHWHWH .
m/z--> 40 60 80 100 120 140 160 180 200  Time--> 10.50 10.60
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Abundance Scan 1852 (12.847 min): VN080658.D\data.ms (; #62

95.0 4-Bromofluorobenzene
Concen: 57.111 ug/1
176.0 RT: 12.853 min Scan#t 1{gSgilnlclee
Ref 50 Delta R.T. ©0.006 min MSVOA_N
50.0 Lab File: VN@8e698.D (SISl
' Acq: 12 Jan 2024 18:30 [EANIEESE
oL h ‘\ bl H‘ ‘H‘\ u‘n‘\ . ]"4‘0'8‘ (- N L0
miz--> 50 160 1éo 260 2é0 Tgt Ion: 95 Resp: 146938 MVERIVEINIIE]E 1]
Abundance Scan 1853 (12.853 min): VN080698.D\datams =~ 10N Ratio Lower Upper BRGENON=0)
95.0 95 10 Reviewed By :John Carlone  01/15/2024
174 59.6 0.0 143.8Q supervised By :Mahesh Dadoda  01/15/2024
174.0 176 56.9 0.0 135.8
Raw 50
Abundance
50.0 80000 12/853
oL H \‘ H‘H\ H‘ \‘H‘\ h‘u\‘ - J"4‘1"0‘ i A aneE
m/z--> 50 100 150 200 250 60000
Abundance Scan 1853 (12.853 min): VN080698.D\data.ms (
95.0
40000
174.0
Sub
50 20000
50.0
ok H‘MWMWM”‘\\%4}P\\W\ N = T
miz--> 50 100 150 200 250 Time--> 12.80  12.90

Abundance Scan 1686 (11.870 min): VN080658.D\data.ms (- #63
1171 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: VNO80698.D
401 H Acq: 12 Jan 2024 18:30
B T Z W - LS

miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 307219

Abundance Scan 1685 (11.865 min): VN080698.D\datams 10N Ratio Lower Upper
117.1 117 100

82 66.7 44.0 66.0#

o

82.1 119 32.1 25.6 38.4
Raw 50
Abundance
400 54.1 11.865
150000
0 H 1 99.0 I,
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1685 (11.865 min): VN080698.D\data.ms ( 100000
117.1
82.1
Sub 50000
54.1
40.0
0 ‘_HJMH_‘H_m‘HHwm_‘99‘9”“””‘_” —
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 11.80 11.90

VNO80698.D 82N011024W.M Mon Jan 15 14:55:09 2024 Page 7



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# 2(gEigial=lies
Ref 50 Delta R.T. ©.000 min  [USN/eLW\
52.1 78. 115.1 f .
80 ? Lab File: VN@80698.D (GUEINEEISICIR
Acq: 12 Jan 2024 18:3p RIS
O\H“‘\‘HH‘ \‘\\\‘\‘\\\ T u‘\“\ AR .
miz--> 4‘0 6‘0 8’0 160 1%0 14‘10 1%0 1éo 260 Tgt Ion:152 Resp: 13248 Manual Integratlons
Abundance Scan 2013 (13.794 min): VN080698.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
150.0 152 100 Reviewed By :John Carlone  01/15/2024
115  66.8 32.3  96.8F supervised By :Mahesh Dadoda  01/15/2024
150 155.0 0.0 355.8
Raw 50
521 781 1151 Abundance
0= \““‘\‘\“‘\“\‘“Mi‘\ \““\Hi \“\‘\ T[T 1} }“ TTTTT \“\“\ BAERNERRRNRERE 100000
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2013 (13.794 min): VN080698.D\data.ms ( 13.7p4
150.0
50000
Sub 50
51 781 1151
0l M“w,‘ e w“ S S —— o
miz--> 40 60 80 100 120 140 160 180 200 Time--> 13.70  13.80
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