LSC Area Percent Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX@31521\
Data File : VX021223.D

Acqg On : 16 Mar 2021 01:08

Operator : JC/MD

Sample : M1647-21

Misc : 5.0mL/MSVOA_X/WATER COMP5-30811:15

ALS Vvial : 40 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\82X031521W.M

Title : SW846 8260

Signal : TIC: VX@21223.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 1.47e 62 65 81 rVB 9898759 11211913 100.00% 54.817%
2 5.464 733 744 756 rBV 57542 164768 1.47% 0.806%
3 5.629 760 772 785 rBV 86255 242309 2.16% 1.185%
4 6.029 829 840 846 rBV 64811 166833 1.49% 0.816%
5 6.111 846 854 880 rVB 245372 651009 5.81% 3.183%
6 6.829 965 976 990 rBV 147928 344588 3.07% 1.685%
7 8.694 1286 1293 1299 rBV 300123 470014 4.19%  2.298%
8 8.765 1299 1305 1322 rVB 550842 847262 7.56% 4.142%
9 10.094 1521 1531 1542 rBV 319416 455593 4.06% 2.227%
10 10.235 1551 1555 1565 rVB 80721 113062 1.01% ©.553%
11 10.341 1565 1573 1584 rVB2 508483 743393  6.63% 3.635%
12 10.683 1626 1631 1640 rVB2 472101 669042 5.97% 3.271%
13 11.118 1699 1705 1710 rBV 251405 332124 2.96% 1.624%
14 11.789 1814 1819 1824 rBV 230015 277409  2.47%  1.356%
15 12.059 1861 1865 1871 rVB 306614 386249 3.44%  1.888%
16 12.253 1889 1898 1910 rBvV2 293873 491553 4.38% 403%

17 12.453 1926 1932 1937 rBV 267977 324544  2.89%
18 13.818 2156 2164 2170 rBV 1569419 2003299 17.87%
19 14.677 2305 2310 2320 rVB 269579 337155 3.01%
20 14.818 2329 2334 2345 rVB 169512 221295 1.97%
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Sum of corrected areas: 20453414
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Data Path :
Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: M1647-21
: 5.0mL/MSVOA_X/WATER
. 40

LSC Report - Integrated Chromatogram

Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\

1 VX021223.D
: 16 Mar 2021 01:08

JC/MD

COMP5-30811:15

Sample Multiplier: 1

: Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
. SW846 8260

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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10.00

13.818

11.789 12.0592.2582.453 14.614818

T ‘ T T ‘ T T ‘ T T ‘ ‘ T T ‘ T T ‘ T T ‘ T
12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50

Page: 2



Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021223.D

Acqg On : 16 Mar 2021 01:08

Operator : JC/MD

Sample 1 M1647-21

Misc : 5.0mL/MSVOA_X/WATER COMP5-30811:15

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Acetaldehyde Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
1.470 2313.56 ug/1 11211900  Pentafluorobenzene 5.635

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetaldehyde 44 C2H40 000075-07-0 74
2 Propane 44 C3H8 000074-98-6 5
3 Ethylene oxide 44 C2H40 000075-21-8 5
4 Alanine 89 C3H7NO2 000056-41-7 4
5 Carbon dioxide 44 C02 000124-38-9 3
Abundance  Scan 65 (1.470 min): VX021223.D\data.ms (-62) (-) m/z 44.00 100.00%
44.0
5000

1.20 1.40 1.60 1.80

Ol 88 e 2o m/z 43.00 60.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71: Acetaldehyde
29.0
5000 | L L BLELELL

1.0 1.40 1.60 1.80
m/z 41.95 20.39%
‘\ L

O\\\‘\‘\\\\“‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #78: Propane
29.0
R I
1.20 1.40 1.60 1.80
5000 ITI/Z 41.00 8.57%
0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75: Ethylene oxide
29.0 1.20 1.40 1.60 1.80
m/z 44.95 3.74%
5000
0 HNDNMEES | S ——
m/z--> 20 40 60 80 100 120 140 160 180 200 1.20 1.40 1.60 1.80
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021223.D

Acqg On : 16 Mar 2021 01:08

Operator : JC/MD

Sample 1 M1647-21

Misc : 5.0mL/MSVOA_X/WATER COMP5-30811:15

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 1-Hexanol, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.253 63.63 ug/l 491553  1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 78
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 50
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 50
4 Carbonic acid, isobutyl 2-ethylh... 230 C13H2603 1000357-82-9 45
5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 42

Abundance Scan 1898 (12.253 min): VX021223.D\data.ms (-1889) (-~ m/z 57.00 100.00%
57.0

5000 41.0 L
83.1 P e
12.00 12.50
112.1
0 m_m“,‘m m\u m‘“l ‘ “‘JHJ‘ e m/z 40.95  46.70%
m/z--> 20 40 60 80 100 120 140
Abundance #13670: 1-Hexanol, 2-ethyl-
57.0
5000 == ——
41.0 12.00 12.50
83.0 m/z 42.95 34.58%
O T \1\8.‘0\ ‘\“\ \"‘\ T T \“‘\ T “‘1 T \“ \l\lf‘z.\O‘ L ‘ T T
m/z--> 20 40 60 80 100 120 140
Abundance #19182: Octane, 3,5-dimethyl-
57.0
12.00 12.50
5000 m/z 55.00 30.41%
41.0
‘ ‘ 85.0 1130
obaso | b [ 4 [T 420
m/z--> 20 40 60 80 100 120 140
Abundance #13662: 2-Propyl-1-pentanol T P
57.0 12.00 12.50
m/z 70.10 22.85%
5000
41.0
83.0
ol 250 1Ll HHH \ A NS A N
m/z--> 20 40 60 80 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021223.D

Acqg On : 16 Mar 2021 01:08

Operator : JC/MD

Sample 1 M1647-21

Misc : 5.0mL/MSVOA_X/WATER COMP5-30811:15

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 1Indene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.453 42.01 ug/l 324544  1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indene 116 C9H8 000095-13-6 95
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 94
3 Benzene, 1-propynyl- 116 C9H8 000673-32-5 91
4 3-Methylphenylacetylene 116 C9H8 000766-82-5 91
5 Benzene, 1,2-propadienyl- 116 COH8 002327-99-3 91
Abundance Scan 1932 (12.453 min): VX021223.D\data.ms (-1926) (-~ m/z 115.10 100.00%
115.1
5000 AM
— —
39.0 67'0 87-0 sor1 12.50
O el 200 7 116,00 93.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8408: Indene
116.0
5000 T
12.50
m/z 63.00 14.88%
39.0 63.0 g9
O\‘\“M\‘“\\H\\““‘\‘H“\‘\‘W‘H’H\““\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8410: 1-Propyne, 3-phenyl-
115.0
12.50
5000 m/z 89.00 13.49%
89.0
390‘670
O el e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #8412: Benzene, 1-propynyl- Aw A ‘
115.0 12.50
m/z 117.00 8.87%
5000
390 630 890
O b rrebmrtrpher ke el e e Al
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021223.D

Acqg On : 16 Mar 2021 01:08

Operator : JC/MD

Sample 1 M1647-21

Misc : 5.0mL/MSVOA_X/WATER COMP5-30811:15

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Naphthalene, 1-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.677 43.64 ug/l 337155 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 91
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 3,4-Difluorobenzaldehyde 142 C7H4F20 034036-07-2 59
Abundance Scan 2310 (14.677 min): VX021223.D\data.ms (-2305) (- m/z 142.00 100.00%
142.0
5000
115.1
— —
39.0 63.0 ) 14.50 15.00
0“HH_‘w_H‘NHMUmWHHWHwﬁu‘wuu‘mhw‘m_HﬁMHW“ m/z 141.05 86.01%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #19239: Naphthalene, 2-methyl-
142.0
5000 — ——
115.0 14.50 15.00
m/z 115.05 35.94%
51.0 ‘71‘.0 89‘.0
0 \‘\\H‘\\H‘\\H“\\\}‘i\Hi\1‘\\‘Hr‘\’\H\‘\\H‘\‘\}\‘Hh‘uui T
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #19232: Naphthalene, 1-methyl-
142.0
— —
14.50 15.00
m/z 143.05 11.94%
5000 115.0
390 530 890 I
Ottt e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- — —
141.0 14.50 15.00
m/z 139.05 11.51%
5000 115.0
39.0 6%-0 89.0 U
O b prevrprredprereprrer et ettt e prerpdeee — —r—
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 14.50 15.00
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Library Search Compound Report

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021223.D

Acqg On : 16 Mar 2021 01:08
Operator : JC/MD

Sample 1 M1647-21

Misc : 5.0mL/MSVOA_X/WATER

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Naphthalene, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.818 28.65 ug/l 221295 1,4-Dichlorobenzene-d4 12.059
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-methyl- 142 C11H1e0 000P91-57-6 96
2 Naphthalene, 1-methyl- 142 C11H1e 000090-12-0 96
3 1,4-Methanonaphthalene, 1,4-dihy... 142 C11H10 004453-90-1 94
4 Benzocycloheptatriene 142 C11H1e0 000264-09-5 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 91
Abundance Scan 2334 (14.818 min): VX021223.D\data.ms (-2329) (- m/z 142.00 100.00%
142.0
5000 115.0
— ——
390 630 goo 14.50 15.00
Ob ot b ML 2069 141 05 93.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19233: Naphthalene, 2-methyl-
142.0
5000 — e
115.0 14.50 15.00

m/z 115.00 41.34%
390 630 89.0 H
i

O‘\\\\“\\H\\““\‘\“\H\‘\‘\‘\\‘\\\‘}‘\\\\ \\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19232: Naphthalene, 1-methyl-
142.0
— —
14.50 15.00
5000 m/z 139.05 12.28%

115.0

390 630 89.0 Il

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #19242: 1,4-Methanonaphthalene, 1,4-dihydro- — ——
141.0 14.50 15.00

m/z 143.05 11.06%

5000 115.0

39.0 630 ggp ‘

\“HH‘”‘J“W“w“‘w““\‘w‘ww“w“w“wr‘w‘ - T

m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\voasrv\HPCHEM1\MSVOA_X\Data\VX031521\
Data File : VX021223.D

Acqg On : 16 Mar 2021 01:08

Operator : JC/MD

Sample : M1647-21

Misc : 5.0mL/MSVOA_X/WATER COMP5-30811:15

ALS Vvial : 40 Sample Multiplier: 1

Quant Method : Z:\voasrv\HPCHEM1\MSVOA_X\Method\82X031521W.M
Quant Title : SW846 8260

TIC Library : C:\DATABASE\NIST11l.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Acetaldehyde 1.470 2313.6 ug/l 11211900 1 5.635 242309 50.0
1-Hexanol, 2-et... 12.253 63.6 ug/l 491553 4 12.059 386249 50.0
Indene 12.453 42.0 ug/l 324544 4 12.059 386249 50.0
Naphthalene, 1-... 14.677 43.6 ug/l 337155 4 12.059 386249 50.0
Naphthalene, 2-... 14.818 28.6 ug/l 221295 4 12.059 386249 50.0
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