LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\
Data File : VX025286.D

Acqg On : 23 Nov 2021 19:48
Operator : JC/MD

Sample : M4817-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA X\Method\82X111721W.M

Title : SW846 8260

Signal : TIC: VX@25286.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.252 22 27 34 rBV2 81194 91335 8.63% 1.396%
2 2.380 204 212 227 rBV 429522 693236 65.49% 10.594%
3  2.532 230 237 248 rVB 17018 32857 3.10% 0.502%
4 4,556 558 569 587 rBV 385863 1058514 100.00% 16.176%
5 5.001 630 642 664 rBV 325630 1010708 95.48% 15.446%

6 5.391 694 706 720 rBV 63127 182750 17.26%
7 5.556 723 733 749 rVB 91638 257476 24.32%
8 5.958 789 799 811 rBV 60511 161527 15.26%
9 6.763 921 931 946 rBV 154083 368950 34.86%

8.653 1234 1241 1249 rBV 330600 525117 49.61%
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11 9.580 1388 1393 1408 rBV 3612 11050 1.04%
12 10.055 1465 1471 1485 rBV 346979 468503 44.26%
13 11.085 1634 1640 1651 rVB 274930 365727 34.55%
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14 12.024 1789 1794 1801 rBV 349581 432314 40.84% 607%
15 12.091 1801 1805 1810 rVB 12563 15592  1.47% 238%
16 12.963 1944 1948 1953 rVB 11827 14270 1.35% 0.218%
17 13.170 1978 1982 1986 rVB2 9199 11472 1.08% 0.175%
18 13.292 1998 2002 2007 rVB2 29650 39144 3.70% ©.598%
19 13.426 2019 2024 2029 rBB 22884 30035 2.84% 0.459%
20 13.585 2046 2050 2056 rVv4 6875 13257 1.25% 0.203%
21 13.780 2074 2082 2089 rBV 195544 253926 23.99%  3.880%
22 13.926 2101 2106 2110 rBV2 8954 11768 1.11% ©.180%
23 14.079 2127 2131 2134 rBV2 8375 10914 1.03% 0.167%
24 14.231 2148 2156 2162 rBV2 20068 38041 3.59% 0.581%
25 14.371 2175 2179 2184 rVB2 10142 11901 1.12% ©0.182%
26 14.481 2192 2197 2202 rBV2 15340 21071  1.99% 322%

27 14.640 2214 2223 2227 rBV 108722 144947 13.69%
28 14.780 2240 2246 2251 rBV 92562 116814 11.04%

OCO0ORLrNO
~N
00
U1
R

29 15.188 2305 2313 2314 rBV 9989 13277 1.25% 203%
30 15.207 2314 2316 2321 rVB 10743 12716 1.20% 194%
31 15.377 2339 2344 2347 rBV 9149 13237 1.25% ©.202%
32 15.481 2354 2361 2365 rBV 16287 25605 2.42% 0.391%
33 15.615 2374 2383 2387 rBV 30693 49998 4.72% 0.764%
34 15.652 2387 2389 2397 rVB2 14360 18879 1.78% ©.289%
35 15.835 2410 2419 2426 rBV4 5863 16717 1.58% ©.255%
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LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\
Data File : VX025286.D

Acqg On : 23 Nov 2021 19:48
Operator : JC/MD

Sample : M4817-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Integration Parameters: RTEINT.P
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Title : SW846 8260

Sum of corrected areas: 6543645
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

Abundance
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0

: M4817-01
: 5.0mL/MSVOA_X/WATER
. 26

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\

: VX025286.D
: 23 Nov 2021 19:48

JC/MD

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

: C:\Database\NIST20.L
LSCINT.P

TIC: VX025286.D\data.ms
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\
Data File : VX025286.D

Acqg On : 23 Nov 2021 19:48
Operator : JC/MD

Sample : M4817-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 Isopropyl Alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.532 6.38 ug/1 32857 Pentafluorobenzene 5.556

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 74
2 Propane, 2-ethoxy- 88 C5H120 000625-54-7 43
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9
4 Formic acid, 1-methylethyl ester 88 C4H802 000625-55-8 9
5 2-Pentanol 88 C5H120 006032-29-7 9

Abundance Scan 237 (2.532 min): VX025286.D\data.ms (-230) (-) m/z 45.10 100.00%
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Abundance #1091: R-(-)-1,2-propanediol EE EERaEaRREE ST,
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0 =9 M‘\ “1 o] 76.0
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\
Data File : VX025286.D

Acqg On : 23 Nov 2021 19:48

Operator JC/MD

Sample : M4817-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
. SW846 8260

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P
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Peak Number 3 Naphthalene, 1-methyl- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.640 16.76 ug/l 144947  1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indole-4-carbonitrile 142 C9H6N2 016136-52-0 46

Abundance Scan 2223 (14.640 min): VX025286 D\data.ms (-2214) (-
14

m/z 142.05 100.00%
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0 _‘“_‘WNN‘WM_uh‘_“‘_“‘_“‘_“w“‘w““ m/z 141.05 86.99%
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Abundance #22150: Naphthalene, 2-methyl-
142.0
5000 — —r—
115.0 14.50 15.00
m/z 115.10  31.59%
O‘\\\\‘\5(\)\\“‘\7\]‘1\(\)‘\9\’2\\‘\\\\‘\\\\“‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22142: Naphthalene, 1-methyl-
142.0
14.50 15.00
m/z 143.05 11.31%
5000 115.0
390, 230,890 I
L 1l N I
e e e e et e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22140: Benzocycloheptatriene e =
141.0 14.50 15.00
m/z 139.05 10.56%
5000
115.0
39.0 63.0 89.0
0 S N O i S SV | SE— S NS
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\
Data File : VX025286.D

Acqg On : 23 Nov 2021 19:48
Operator : JC/MD

Sample : M4817-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 4 Benzocycloheptatriene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.780  13.51 ug/1l 116814 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
5 1H-Indene, 1-ethylidene- 142 C11H1e 002471-83-2 64
Abundance Scan 2246 (14.780 min): VX025286[Ndmarns(2240)( m/z 142.05 100.00%
142.1
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A —
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\
Data File : VX025286.D

Acqg On : 23 Nov 2021 19:48
Operator : JC/MD

Sample : M4817-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 5 Naphthalene, 2,3-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.615 5.78 ug/1 49998 1,4-Dichlorobenzene-d4 12.024
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
2 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
5 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 95

Abundance Scan 2383 (15.615 min): VX025286.D\data.ms (-2374) (- m/z 156.10 100.00%
156
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115.0 M‘ /j\/}
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Abundance #33150: Naphthalene, 2,3-dimethyl-
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Abundance #33160: Naphthalene, 1,4-dimethyl-
156.0
I Loll ) /\ A
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Abundance #33138: Naphthalene, 1,5-dimethyl- TR A T
156.0 15.50 16.00
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5000
115.0 /\\ MAW
77.0
o0 0 0l PN
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX112321\
Data File : VX025286.D

Acqg On : 23 Nov 2021 19:48
Operator : JC/MD

Sample : M4817-01

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 26 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X111721W.M
Quant Title : SW846 8260

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Isopropyl Alcohol 2.532 6.4 ug/l 32857 1 5.556 257476 50.0
Naphthalene, 1-... 14.640 16.8 ug/l 144947 4 12.024 432314 50.0
Benzocyclohepta... 14.780 13.5 wug/l 116814 4 12.024 432314 50.0
Naphthalene, 2,... 15.615 5.8 ug/l 49998 4 12.024 432314 50.0
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