Quantitation Report (LSC Reviewed)

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042324\
Data File : VX041218.D

Acqg On : 23 Apr 2024 16:27
Operator : JC/MD
Sample : P2185-04
Misc : 1.32g/10mL/100ul/5.00mL/MSVOA_X/MEOH
ALS Vvial : 15 Sample Multiplier: 1
Manual Integrations
Quant Time: Apr 24 01:49:40 2024 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.M Reviewed By :John Carlone  04/24/2024
Quant Title : SW846 8260 Supervised By :Mahesh Dadoda ~ 04/24/2024

QLast Update : Tue Apr 23 05:30:28 2024
Response via : Initial Calibration

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

Internal Standards

1) Pentafluorobenzene 5.544 168 204839 50.000 ug/l # 0.00
34) 1,4-Difluorobenzene 6.757 114 300717 50.000 ug/l 0.00
63) Chlorobenzene-d5 10.055 117 275841 50.000 ug/l 0.00
72) 1,4-Dichlorobenzene-d4 12.030 152 127948 50.000 ug/l # 0.00

System Monitoring Compounds
33) 1,2-Dichloroethane-d4 5.952 65 103090 52.869 ug/l 0.00

Spiked Amount 50.000 Range 78 - 117 Recovery = 105.740%

35) Dibromofluoromethane 5.391 113 85735 46.870 ug/1 0.00

Spiked Amount 50.000 Range 75 - 124 Recovery = 93.740%

50) Toluene-d8 8.647 98 296325 48.014 ug/1 0.00

Spiked Amount 50.000 Range 92 - 112 Recovery = 96.020%

62) 4-Bromofluorobenzene 11.085 95 129313 56.768 ug/l 0.00

Spiked Amount 50.000 Range 83 - 123 Recovery = 113.540%

Target Compounds Qvalue
16) Acetone 2.422 43 6304 8.882 ug/1 98
68) m/p-Xylenes 10.299 106 3883 1.062 ug/1l 95
80) 1,3,5-Trimethylbenzene 11.439 15 13233 1.998 ug/1 71
84) 1,2,4-Trimethylbenzene 11.750 105 19215m 2.923 ug/l
95) Naphthalene 13.780 128 9027 1.087 ug/l 99

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

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX042324\
Data File : VX041218.D

Acq On : 23 Apr 2024 16:27
Operator : JC/MD
Sample : P2185-04
Misc : 1.32g/1emL/100ul/5.00mL/MSVOA_X/MEOH
ALS Vial : 15 Sample Multiplier: 1
Manual Integrations
Quant Time: Apr 24 01:49:40 2024 APPROVED
Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X042224W.M Reviewed By :John Carlone  04/24/2024

Quant Title : SW846 8260 Supervised By :Mahesh Dadoda  04/24/2024
QLast Update : Tue Apr 23 05:30:28 2024

Response via : Initial Calibration

Abundance TIC: VX041218.D\data.ms
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Abundance Scan 732 (5.550 min): VX041094.D\data.ms (-72 #1

168.0 | pentafluorobenzene

Concen: 50.000 ug/1l

RT: 5.544 min Scan# 7St iglEies

Ref %0 8.0 Delta R.T. -0.006 min |(USNeL\B%
Lab File: VXe41218.D (Gt lellEoRs
137.0 . e
750 11“8_0 | Acq: 23 Apr 2024 16:27
O H.H‘\H“\H\‘\H“HH e e \“H :
m/z--> 4‘0 6‘0 8b 160 1&0 1210 1£‘50 Tgt Ion:168 Resp: 204838 NVERNEIRGICHIETO)F

I[sJold  APPROVED

Reviewed By :John Carlone  04/24/2024
Supervised By :Mahesh Dadoda  04/24/2024

Abundance  Scan 731 (5.544 min): VX041218.D\datams 10N Ratio Lower
168.0 168 100

99 47.2 56.6 85.0

Raw 5 99.0
Abundance
1180°°° i
\3\’6\.‘0\ \5\5‘\.(“)\ 1‘7\?\.‘?1‘\ \‘\‘i i \".i T \" T }‘\ T \“\ T 60000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 731 (5.544 min): VX041218.D\data.ms (-68
40000
168.0
Sub gy 99.0 20000
1180 °
0360550 20 4 UL O
miz--> 40 60 80 100 120 140 160  Time-.>  5.405.505.60 5.70

Abundance Scan 212 (2.380 min): VX041094.D\data.ms (-20 #16

43.0 Acetone
Concen: 8.882 ug/1
RT: 2.422 min Scan# 219
Ref 50 Delta R.T. ©0.024 min
58.0 Lab File: VX041218.D
Acq: 23 Apr 2024 16:27
Ob— \”“‘i T \7\5\.]‘- L B I B B
miz--> 40 60 80 100 120 140 gt Ion: 43 Resp: 6304
Abundance Scan 219 (2.422 min): VX041218.D\data.ms Ion Ratio Lower Upper
43.0 43 100
58 26.5 21.9 32.9
Raw 50 141.9
Abunda&nggo
H ‘ 74.9 126.9 2.422
0\\“w‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\“‘\\
miz--> 40 60 80 100 120 140
Abundance Scan 219 (2.422 min): VX041218.D\data.ms (-16 1000
43.0
Sub 141.9 500
50
126.9
75.0
G\\\i\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\“‘\\ OV\\\\‘\\\\‘\\\\
miz--> 40 60 80 100 120 140 Time-> 240 250
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Abundance Scan 798 (5.952 min): VX041094.D\data.ms (-78 #33

65.0 1,2-Dichloroethane-d4
Concen: 52.869 ug/l
RT: 5.952 min Scan# 7S lEnies
Ref 50 Delta R.T. -0.000 min [SVCLES
Lab File: VX@41218.D [(GICHIEEIelEI(CH
102.0 412
Acq: 23 Apr 2024 16:27
370 I )y 839 ‘\
0\H“\‘\‘H“\‘i‘\\‘\.H\‘\‘H\‘HH’HH’HH .
miz--> 40 60 80 100 120 140 160 Tgt Ion:‘65 Resp: 10309 Manual Integrations
Abundance  Scan 798 (5.952 min): VX041218.D\datams 10N Ratio Lower Upper BRNE i ON=0)
65.0 65 1600 Reviewed By :John Carlone  04/24/2024
67 51.4 0.0 100.2 Supervised By :Mahesh Dadoda  04/24/2024
Raw 50
Abundance
102.0 5.952
0 \3\Z.‘O\‘\‘\‘\ “‘\‘\‘\ T ‘M‘\ L L B \}\6\8\0\ 30000
m/z--> 40 60 80 100 120 140 160
Abundance Scan 798 (5.952 min): VX041218.D\data.ms (-74
65.0 20000
Sub
50 10000
102.0
o o
o et e e e e
m/z--> 40 60 80 100 120 140 160  Time-> 580 6.00 6.20

Abundance Scan 931 (6.763 min): VX041094.D\data.ms (-92 #34

114.0 1,4-Difluorobenzene
Concen: 50.000 ug/l

RT: 6.757 min Scan# 930

Ref 50 Delta R.T. -0.000 min
63.0 Lab File: VX041218.D
. 88.0 . .
272 500 71 750 0 | Acq: 23 Apr 2024 16:27
0\‘H\‘\“HH“\\i\“H\}‘i\}H“\\H‘\‘\‘\\‘HH‘\‘H‘H\
miz--> 30 40 50 60 70 80 90 100 110 120 A Tgt Ion:114 Resp: 300717

Abundance  Scan 930 (6.757 min): VX041218.D\data.ms | 10N Ratio Lower Upper
114.0 114 100

63 17.9 0.0 45.0
88 14.8 0.0 36.6
Raw 50
Abundance
63.0 88.0 6.157
0 3770 5({‘0“ mh \‘\7?'0\ ‘ AN il 100000
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 930 (6.757 min): VX041218.D\data.ms (-88
114.0
50000
Sub
50
63.0 88.0
0 "‘3]«'?‘“5‘0“.‘0‘;““Hwi?‘?"(‘)‘hm‘uluWm‘u‘u‘m e
miz--> 30 40 50 60 70 80 90 100 110 120 Time-> 6.60  6.80
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Abundance Scan 705 (5.385 min): VX041094.D\data.ms (-69 #35

96.9 Dibromofluoromethane
Concen: 46.870 ug/1l
RT: 5.391 min Scan# 7(EeglEies
Ref 50 61.0 Delta R.T. 0.006 min MSVOA_X
Lab File: VvX041218.D [(CUEhISEIo]lEIl0H
18.9 191.8 | Acq: 23 Apr 2024 16:27 Wi
0 \3\§.‘9\‘\‘\ T N\ TT \““i \‘M‘i‘\ T \H“\ T \%?\9\8\\ BE \H\ T .
miz--> 40 60 80 100 120 140 160 180 Tgt Ion:}13 Resp: 8573V ELGIEL Integratlons
Abundance  Scan 706 (5.391 min): VX041218.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
110.9 113 1ee Reviewed By :John Carlone  04/24/2024
111 1e2.4  82.9 124.3F suypervised By :Mahesh Dadoda  04/24/2024
192 25.9 13.3 19.9
Raw 50
Abundance
78.9 191.8 25000 5.801
44.1 H TR 159.8 \
G\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ 20000
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 706 (5.391 min): VX041218.D\data.ms (-65
110.9 15000
10000
Sub
50
191.8 5000
78.9
m/z--> 40 60 80 100 120 140 160 180 Time--> 5.305.405.50

Abundance Scan 1240 (8.647 min): VX041094.D\data.ms (-1 #50

98.0 Toluene-d8

Concen: 48.014 ug/1

RT: 8.647 min Scan# 1240

Ref 50 Delta R.T. -0.000 min
Lab File: VX041218.D
421 5409 701 Acq: 23 Apr 2024 16:27
0 \‘HHi\‘\\\‘i”\\‘\11\“\\\\8‘2\.9\\‘\1\““\\\\‘\
miz--> 30 40 50 60 70 80 90 100 Tgt Ion: 98 Resp: 296325
Abundance Scan 1240 (8.647 min): VX041218.D\datams = 100 Ratio Lower Upper
98.1 98 100
100 66.9 53.1 79.7
Raw 50
Abundance
42.1 70.1 8447
-+ 54,0 :
0 \‘H\ii\‘u\‘“”\‘\‘\1‘\\“\\\\8‘2\.\0\\‘\1\‘“‘HH‘\ 150000
miz--> 30 40 50 60 70 80 90 100
Abundance Scan 1240 (8.647 min): VX041218.D\data.ms (-1
98.1 100000
Sub
50 50000
42.1 540 70.1
0 "Hmp‘m‘u‘lcw1\“‘”H“'m_w“‘mw e I
m/z--> 30 40 50 60 70 80 90 100 Time--> 8.60 8.80
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Abundance Scan 1639 (11.079 min): VX041094.D\data.ms (- #62

95.0 1789 | 4-Bromofluorobenzene
Concen: 56.768 ug/1l
RT: 11.085 min Scan#t 1Sl
Ref 50 =0 Delta R.T. 0.006 min  |[USMeLAES
Lab File: Vxe41218.D [SlEQISEIAE
50.0 Acq: 23 Apr 2024 16:27 i
0 T \ ‘ T \“\ \“H‘\ U\‘H‘\W ”M ‘ T \]-\]-\6‘\8\ }\4.‘()\\9\ T ‘ TT \H‘ T .
m/z--> 40 60 80 100 120 140 160 180 Tgt Ion: ‘95 Resp: 12931 \ERIEL Integratlons
Abundance Scan 1640 (11.085 min): VX041218.D\datams 10N Ratio Lower Upper BRNEON=0)
95.0 1789 95 100 Reviewed By :John Carlone  04/24/2024
174  98.0 0.0 135.6Q supervised By :Mahesh Dadoda  04/24/2024
176  95.8 0.0 131.0
Raw 50 75.0
Abundance
50.0 1185
80000
G T \ ‘ \ \“\ \‘ ‘H‘\ U\‘}“‘\w ”M ‘ T \]\-1\-8‘.\9\ }\4.‘()\.\9\ T ‘ TT \u'u_‘—h
m/z--> 40 60 80 100 120 140 160 180
Abundance Scan 1640 (11.085 min): VX041218.D\data.ms (- 60000
95.0 178.9
40000
sub 75.0
20000
50.0
Oty 1389 1400
miz--> 40 60 80 100 120 140 160 180 Time-> 11.00  11.10

Abundance Scan 1471 (10.055 min): VX041094.D\data.ms (- #63

11y.0 Chlorobenzene-d5

Concen: 50.000 ug/l

821 RT: 10.055 min Scan# 1471
Ref 50 ' Delta R.T. -0.000 min

Lab File: VX041218.D

54.0 Acq: 23 Apr 2024 16:27

00 1. 889, %90 |

miz--> 30 40 50 60 70 80 90 100 110 120 Tgt Ion:117 Resp: 275841

Abundance Scan 1471 (10.055 min): VX041218.D\datams 10N Ratio Lower Upper
117.0 117 100

82 50.8 46.2 69.4
119 32.2 25.5 38.3

o

Raw 50 82.1
Abundance
54.1 10.p55
01 |l ero.. . 89 |
0 NN RN N R R RN RN RN 150000
m/z--> 30 40 50 60 70 80 90 100 110 120
Abundance Scan 1471 (10.055 min): VX041218.D\data.ms (-
11y.0 100000
Sub 82.1
50 50000
54.1
400 | ‘ |
0 W‘H‘_‘H‘H‘W‘H‘_‘Him‘w‘u‘_“w‘u‘w‘u‘ R R R EEEE
m/z--> 30 40 50 60 70 80 90 100 110 120 Time--> 10.00 10.10 10.20
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Abundance Scan 1511 (10.299 min): VX041094.D\data.ms ( #68
91.0 m/p-Xylenes
Concen: 1.062 ug/l
RT: 10.299 min Scan#t 1{gigiipl=gles
Ref 50 Delta R.T. -0.000 min [US\IeJEDS
Lab File: VX@41218.D [(GICHIEEIelEI(CH
510 Acq: 23 Apr 2024 16:27 i
ol bul | n189 1669  245¢
m/z--> 50 100 150 200 250 Tgt Ion:106 RESpZ 388 Manual Integrations
Abundance Scan 1511 (10.299 min): VX041218.D\datams 10N Ratio Lower Upper BRNEOMN=0)
91.0 166 100 Reviewed By :John Carlone  04/24/2024
91 198.9 165.5 248.3 Supervised By :Mahesh Dadoda  04/24/2024
Raw 50
Abundance
51.0 « 4000
ol i L ‘_1‘26‘ A E
m/z--> 50 100 150 200 250 3000
Abundance Scan 1511 (10.299 min): VX041218.D\data.ms (-
91.0 10/299
2000
Sub 50
1000
51.0 ¢
ol iL b, um“ 1261 1674 247 o=l o
miz--> 50 100 150 200 250 Time--> 10.30  10.40
Abundance Scan 1794 (12.024 min): VX041094.D\data.ms (- #72
149.9 1,4-Dichlorobenzene-d4
Concen: 50.000 ug/l
RT: 12.030 min Scan# 1795
Ref 50 115.0 Delta R.T. ©.006 min
' Lab File: VX041218.D
8.0 ‘ Acq: 23 Apr 2024 16:27
GMWN‘_H‘\\_m?m L1329 lil
miz--> 40 60 100 120 140 160 8t Ion:152 Resp: 127948
Abundance Scan 1795 (12.030 min): VX041218.D\data.ms Ion Ratio Lower Upper
150.0 152 100
115 0.0 3.3 129.9%#
150 157.4 0.0 345.0
Raw 50 119.1
Abundance
52.0 78.0
O'MHW‘\“\Q\Q‘\\\}“‘\\\‘\‘\\‘\“\‘\ 150000
miz--> 40 60 80 100 120 140 160
Abundance Scan 1795 (12.030 min): VX041218.D\data.ms (-
150.0 100000
12/030
sub o 119.1 50000
520 78.0
\\ | \
0‘”‘?**““‘*\”*“\HH\*HHHH\H‘*“*M A B A R
miz--> 40 60 100 120 140 160 Time--> 12.00 12.10
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Abundance Scan 1700 (11.451 min): VX041094.D\data.ms (- #80
105.1 1,3,5-Trimethylbenzene
Concen: 1.998 ug/l
RT: 11.439 min Scan# 1([Eigial=lies
Ref 50 Delta R.T. -0.012 min [USI\ACXWS
Lab File: VX@41218.D (GUEIEERTIEIH
39.0 63.0 # Acq: 23 Apr 2024 16:27 i
0ww““w‘uw”“\HHM‘H“‘\‘R‘O\‘wa\www :
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion:105 Resp: 1323 8V EQITEL Integratlons
Abundance Scan 1698 (11.439 min): VX041218 Ddatams 10N Ratio Lower Upper BREELULIENISS
3. 165 1o@ Reviewed By :John Carlone  04/24/2024
120 28.8 24.1 72.38 Supervised By :Mahesh Dadoda  04/24/2024
Raw 50
Abundance
411 4 136.1 30000
G‘H“‘\"\;M"HM‘Hl”““””\“"H‘“H“;Z%‘g“”‘””
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 1698 (11.439 min): VX041218.D\data.ms (4 20000
93.1
Sub
50 10000 11.439
41.1 ‘~ 136.1
\/\/
Gv oL AR LA
miz--> 40 60 80 100 120 140 160 180 200  Time--> 1140 1145
Abundance Scan 1749 (11.750 min): VX041094.D\data.ms (1 #84
105.1 1,2,4-Trimethylbenzene
Concen: 2.923 ug/1m
RT: 11.750 min Scan# 1749
Ref 50 Delta R.T. -0.000 min
Lab File: VX041218.D
510 77.0 Acq: 23 Apr 2024 16:27
Ot 1818 1648
miz--> 40 60 80 100 120 140 160 Tgt Ion:165 Resp: 19215
Abundance Scan 1749 (11.750 min): VX041218.D\datams 100 Ratio Lower Upper
93.1 105 100
120 1143.5 21.2 63.6#
Raw 50
Abundance
390 136.1 11.750
65.0 | 115}#, ‘ 10000
0! \H"“M‘HH\‘\“H\‘w‘””“”“
m/z--> 40 60 80 100 120 140 160 8000
Abundance Scan 1749 (11.750 min): VX041218.D\data.ms (-
Sub 4000
50
2000
134.1
0‘“\?‘1‘"9‘\“”‘?}9H\‘MHH\H“HHHWH\ S T T
miz--> 40 60 80 100 120 140 160 Time--> 11.70 11.80
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Abundance Scan 2081 (13.774 min): VX041094.D\data.ms (1 #95
128.0 Naphthalene
Concen: 1.087 ug/l
RT: 13.780 min Scan#t ¢Sl
Ref 50 Delta R.T. ©0.006 min MSVOA_X
Lab File: Vxe41218.D [SlEQISEIAE
Acq: 23 Apr 2024 16:27 mi¥
510 740 1020 q P
0\\\“\\‘\\“‘\‘\\H}h‘\\\\“\\H‘\ AR RN RN RN .
m/z--> 40 60 80 100 120 140 160 180 200 Tgt Ion: :!.28 Resp: 902 \ERIEL Integratlons
Abundance Scan 2082 (13.780 min): VX041218.D\data.ms 10N Ratio Lower Upper BRAGLON=0)
128.1 128 1600 Reviewed By :John Carlone  04/24/2024
127 12.7 l10.3 15.5 Supervised By :Mahesh Dadoda  04/24/2024
129 11.9 8.8 13.2
Raw 50
Abundance
6000 13/y80
G\:\gwg‘i‘.‘il\“\ ?‘:‘)"1.?\”1““‘\\ ‘%\q‘f.\o\\ T \“\ ERERREERRRNRRE \2‘9§\9\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance Scan 2082 (13.780 min): VX041218.D\data.ms (- 4000
128.1
Sub
50 2000
001530, 1RO | e AIANE
mlz-—-> 40 60 80 100 120 140 160 180 200 Time-> 13.70 13.80
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