LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\

Data File : BP@@7239.D

Acqg On : 28 Sep 2021 19:53

Operator : CG/JU

Sample : M3960-06

Misc :

ALS Vvial : 18 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:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP©92121.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@7239.D\data.ms
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP007239.D\data.ms
1le+07
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.993 3.54 ng 189597 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
5 Tripropylene glycol, propyl ethe... 348 C18H4004Si 1000367-07-2 25
Abundance Scan 324 (4.993 min): BP007239.D\data.ms (-319) (-) m/z 43.00 100.00%
43.0
101.1 ‘\\\\‘\\\\‘\\\\‘\\\\’\\
‘ 4.60 4.80 5.00 5.20 5.40
Oy 162:1220.9281.1 357.0 4311 545  n/7 59.05  66.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T T T [T T[T T T
4.60 4.80 5.00 5.20 5.40
m/z 101.10  25.34%
101.0
O‘\\M\H\‘h \\‘\‘J\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9395: Hydrazine, 1,1-bis(1-methylethyl)-
59.0
Rmaas RN E
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.49%
e
o SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9477: 3-Hexanol, 4-methyl- R ERRRRESLE S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.10%
- NvﬁMMJRWVMJ\“VWWWMWW/\
O”“J",

m/z--> 0 50 100 150 200 250 300 350 400 450 500
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.963 4.54 ng 243627 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 659 (6.963 min): BP007239.D\data.ms (-653) (-) m/z 105.05 100.00%
105.1

o

5000
6.60 6.80 7.00 7.20
39.0 ' ' : .
o udlly  207.1 281934084040 5144 1. 12905  30.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
6.60 6.80 7.00 7.20
m/z 91.05 12.73%
39.0
O‘\\LL“I”\“\“\M\‘\‘H‘HH‘HH‘HH‘HH‘HH‘HH‘HH“H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
B EEaaamEsam et S
6.60 6.80 7.00 7.20
5000 m/z 77.00 11.87%
390
) T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10695: Mesitylene A Aamasamtate
105.0 6.60 6.80 7.00 7.20
m/z 79.00 9.04%
5000
39.0
T SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 6 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.522 5.08 ng 272662  1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 95
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 754 (7.522 min): BP007239.D\data.ms (-747) (-) m/z 105.10 100.00%
105.1
5000
7.20 7.40 7.60 7.80

39.0
oL h || 208.0268.6 341.1400.6460.3 540.8 m/z 120.05 43.55%

0 et e e T T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
5000 J\/\j,\

7.20 7.40 7.60 7.80
m/z 119.05 13.64%

390‘
‘\\\\\‘L“\“\t\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10715: Benzene, 1,2,3-trimethyl-

105.0

7.20 7.40 7.60 7.80

o

5000 m/z 77.0  12.26%
39.0 T
Obebde
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10717: Benzene, 1,2,4-trimethyl- AR R SRR
105.0 7.20 7.40 7.60 7.80
m/z 91.05 11.08%
5000
27.0
0“ﬂJWWhALN“_"w“H“‘H“H“H“‘H“_“w“‘w‘ insafiia diachanclSnediut
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 7 1-Hexanol, 2-ethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.946  17.15 ng 919756 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90

2 2-Propyl-1-pentanol 130 C8H180 058175-57-8 47

3 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 47

4 Pentadecafluorooctanoic acid, 2-... 526 C16H17F1502 1000406-80-9 43

5 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 42

Abundance Scan 826 (7.946 min): BP007239.D\data.ms (-820) (-) m/z 57.05 100.00%

57.0

—

5000
R RERREEEEE R
{ ‘ 7.60 7.80 8.00 8.20
ob Mhll 12601849 28283441 4128 6240 1 4105  33.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 T AT [ [T T[T i rrrrfi1
7.60 7.80 8.00 8.20
m/z 43.05 28.30%
O‘\\M\H\“\!‘\“\l‘\‘\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15693: 2-Propyl-1-pentanol
57.0
B EEEREEEEE SRS S
7.60 7.80 8.00 8.20
5000 ITI/Z 55.05 26.64%
o”‘m,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24450: 2-Ethyl-1-hexanol, methyl ether R R RE R
57.0 7.60 7.80 8.00 8.20
m/z 56.10 20.81%
5000 /\J\
o“l”mL'o,,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

8270E-BP092121.M Wed Sep 29 14:47:01 2021 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 8 Benzene, 1,2,3-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.987 3.03 ng 162600 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90

Abundance Scan 833 (7.987 min): BP007239.D\data.ms (-831) (-)
105.1

m/z 105.10 100.00%

5000
A
39.0 ‘ 2070 7.60 7.80 8.00 8.20 8.40
ol 297.0269.0 36924288 5366 1 ; 120.05 40.67%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
5000 RN RERES RN RN
7.60 7.80 8.00 8.20 8.40
m/z 77.00 13.93%
39.0 ‘
O‘\\\J\iLI\“\t\\‘J\“\‘\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
e e e
7.60 7.80 8.00 8.20 8.40
5000 m/z 119.00 10.36%
39.0
o‘HW«MMHmum_‘H,Hu,mWm_m_mwwmm
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10705: Benzene, 1,2,4-trimethyl- RERRNREEIEEERES s
105.0 7.60 7.80 8.00 8.20 8.40
m/z 106.00 10.19%
5000
28.0
o‘m“«;LJRJ“MM‘_m,‘m,u‘wH_Wwwww

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 9 Benzene, 1-ethyl-3,5-dimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.

8.516 4.06 ng 217573  1,4-Dichlorobenzene-d4 7.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 95
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 94
3 o-Cymene 134 C1leH14 000527-84-4 93
4 Benzene, 1l-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 93
5 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 91
Abundance Scan 923 (8.516 min): BP007239.D\data.ms (-914) (-) m/z 119.05 100.00%

119.1

B

5000
e e
51.0 8.20 8.40 8.60 8.80
ob bkl 2069 280934094030 SOLL 1/, 105.00  41.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17082: Benzene, 1-ethyl-3,5-dimethyl-
119.0
5000 \\‘H‘HH‘HH‘HH’HH‘
8.20 8.40 8.60 8.80
m/z 134.05 41.89%
39.0
O‘\\‘\U‘“\A\Jl\\l‘m\\ \J\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
e e
8.20 8.40 8.60 8.80
5000 m/z 91.00 28.21%
39.0
obetbitbb
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16998: 0-Cymene A ARAEEEEEESRSSALEC
119.0 8.20 8.40 8.60 8.80
m/z 77.00 11.92%
5000
41.0 l
ot pdd e e G
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 10 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.987 3.48 ng 186843 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 95
2 p-Cymene 134 C1eH14 000099-87-6 95
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C1eH14 000488-23-3 91

Abundance Scan 1003 (8.987 min): BP007239.D\data.ms (-996) (-) m/z 119.10 100.00%
119.1

S
-

5000
e e
51'0J’H 20692650 3426 42894910548 o oon 9:009.20 9.49
O bbbl E90:9209.0 J42.0 4289 WL m/z 134.00  29.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16997: 0-Cymene
119.0
5000
8.60 8.80 9.00 9.20 9.40
m/z 91.00 18.47%
41.0 l \
O‘\\‘\U‘“\AJI\‘\“"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16995: p-Cymene
119.0
SO T T AT
8.60 8.80 9.00 9.20 9.40
5000 m/z 116.95 14.16%
41.0 l
0 e b e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)- RERRNEEEEEE S SR
119.0 8.60 8.80 9.00 9.20 9.40
m/z 120.10 9.95%
5000
41.0 \
O e e PR e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.60 8.80 9.00 9.20 9.40
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Data Path :
Data File :
: 28 Sep 2021 19:53
: CG/JU

: M3960-06

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
BP007239.D

: 18 Sample Multiplier: 1

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

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 11 1H-Inden-1-one, 2,3-dihydro-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.069 6.52 ng 489166 Naphthalene-d8 10.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 98
2 Styrene 104 C8H8 000100-42-5 91
3 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 64
4 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 60
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 60

Abundance Scan 1527 (12.069 min): BP007239.D\data.ms (-1520) (-  m/z 132.00 100.00%
132.0
5000
51.0 —h :
‘ ‘ 12.00
ob bbby 120702688 3550 429.04868549. ./, 164.05 99.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0
5000 — ‘
12.00
m/z 103.00 54.53%
il
O‘\\l\l\‘l\‘\]\%[\\ \’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5492: Styrene
104.0
T \
12.00
5000 m/z 77.95 40.83%
2 tl
0‘\wﬁ‘Aﬁ\‘H\\,H\\_\\w\\\w\\u‘\u\‘u\\‘u\\_\\w\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #5500: 1,3,5,7-Cyclooctatetraene —F ‘
104.0 12.00
m/z 77.00  29.42%
5000
i
O"Jﬂéﬂm"H",H“_“W“‘W“H“H“H“‘H“_“W‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00

8270E-BP092121.M Wed Sep 29 14:47:06 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 12 unknownl12.322 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.322 2.81 ng 210631 Naphthalene-d8 10.681
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Butenoic acid, 2-propenylidene... 210 C11H1404 055030-70-1 38
2 Ethyl cyclopropanecarboxylate 114 C6H1002 004606-07-9 36
3 2-Butenoic acid, methyl ester 100 C5H802 018707-60-3 25
4 Cyclopentane, bromo- 148 C5H9Br 000137-43-9 25
5 2-Methylallyl methacrylate 140 C8H1202 000816-74-0 9

Abundance Scan 1570 (12.322 min): BP007239.D\data.ms (-1564) (- m/z 69.05 100.00%
69.0

5000

—

T w
W 11410 2002 20513550 420.2 503.2 12.00 12.50
el b S R R S e m/z 41.05 21.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #86909: 2-Butenoic acid, 2-propenylidene ester

o

-

69.0
5000 - i
12.00 12.50
m/z 102.95 17.68%
()“‘Hl \l\‘\]\-ﬁ\‘]-‘.\o\\2\]‘-\0\.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
e A
12.00 12.50
5000 m/z 39.05 16.60%
ofyt}l,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4185: 2-Butenoic acid, methyl ester — —
69.0 12.00 12.50
m/z 87.00 16.06%
) VAL
O'\' MH‘wmw‘H‘_HWm_m‘uu‘mwmm 3 S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50

8270E-BP092121.M Wed Sep 29 14:47:06 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 13 7-Methylindan-1-one Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.975 2.37 ng 237228  Acenaphthene-die 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylindan-1-one 146 C10OH100 039627-61-7 76
2 Benzene, (1l-ethyl-1-propenyl)- 146 C11H14 004701-36-4 68
3 Benzene, 1-pentenyl- 146 C11H14 000826-18-6 58
4 Indane 118 C9H10 000496-11-7 46
5 2-Hydroxy-1,7-naphthyridine 146 C8H6N20 054920-82-0 43

Abundance Scan 1681 (12.975 min): BP007239.D\data.ms (-1676) (- m/z 146.00 100.00%
146.0

e

5000
VAN
63-0\ 13.00
0lrrrd g.-mll “u 120692601 35484166 5009  nm/z 117.65  98.34%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24911: 7-Methylindan-1-one
146.0

—

5000 U ‘
13.00
39.0 m/z 118.05 48.26%
O‘\\\L‘L‘L“\‘J‘\l“\\\\‘\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25009: Benzene, (1-ethyl-1-propenyl)-
117.0
==
13.00
5000 ITI/Z 115.00 33.74%
39.0
o‘MWHumt“_H‘,‘HwH‘wHH_MW_WH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24983: Benzene, 1-pentenyl- o
117.0 13.00
m/z 91.05 22.92%
5000
28.0 l
O"ﬂhﬁﬂﬂsfuw‘_“W‘“w“H“H“‘H“H“_“W“‘W‘ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 14 Benzene, (1-ethyl-2-propenyl)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
13.687 2.21 ng 220981  Acenaphthene-die 14.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-ethyl-2-propenyl)- 146 C11H14 019947-22-9 76
2 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 70
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 55
4 1H-Indol-4-ylmethylamine 146 COH1ON2 003468-18-6 53
5 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 50

Abundance Scan 1802 (13.687 min): BP007239.D\data.ms (-1798) (- m/z 117.10 100.00%

11y.1
5000
— = —
51.? “ 13.50 14.00
Ol tbkdd L1y | 1919 267.03252385.2 4784 549 ./, 146.05  g85.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #25008: Benzene, (1-ethyl-2-propenyl)-
117.0
5000 = —
13.50 14.00
m/z 118.00  45.75%
39.0
O‘\\HLHL\“\A\\\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24981: Benzene, 1-pentenyl-
117.0
A A
13.50 14.00
5000 m/z 115.05 36.50%
39.0
O‘\\L\’\“L\“‘\A\l\"\\lf\‘\\u‘\\H‘H\\‘HH‘\\H‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10197: Benzene, cyclopropyl- T S
11v.0 13.50 14.00
m/z 91.00 18.76%
5000
51.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS vial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.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 15 n-Hexadecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.151 2.26 ng 257792  Phenanthrene-die 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 83
5 Undecanoic acid 186 C11H2202 000112-37-8 83

Abundance Scan 2561 (18.151 min): BP007239.D\data.ms (-2556) (-  m/z 73.00 100.00%

3

5000
213.1
—— —
H ‘i H \ 270 18.00 18.50
obr AMMLLETTL L | 827.0  414.94740 49, 0 Tep 00 g3.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 — 71 DRI
18.00 18.50
213.0 m/z 43.05 76.01%
O‘\\\J" ‘ m‘"\““[\\f“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
—— —
18.00 18.50
5000 m/z 57.05 70.92%

OLstL i H\ ‘Il ,.Wlﬁg.o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

—

Abundance #92068: Tridecanoic acid : : ‘
73.0 18.00 18.50
m/z 55.05 69.69%
5000
L 2140
o\\wi\wq S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092821\
Data File : BP0@7239.D

Acqg On : 28 Sep 2021 19:53
Operator : CG/JU

Sample : M3960-06

Misc :

ALS Vvial : 18 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©92121.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.993 3.5 ng 189597 1  7.875 1072640 20.0
Benzene, 1l-ethy... 6.963 4.5 ng 243627 1 7.875 1072640 20.0
Mesitylene 7.522 5.1 ng 272662 1 7.875 1072640 20.0
1-Hexanol, 2-et... 7.946 17.1 ng 919756 1 7.875 1072640 20.0
Benzene, 1,2,3-... 7.987 3.0 ng 162600 1 7.875 1072640 20.0
Benzene, 1l-ethy... 8.516 4.1 ng 217573 1 7.875 1072640 20.0
o-Cymene 8.987 3.5 ng 186843 1 7.875 1072640 20.0
1H-Inden-1-one,... 12.069 6.5 ng 489166 2 10.681 1500580 20.0
unknownl12.322 12.322 2.8 ng 210631 2 10.681 1500580 20.0
7-Methylindan-1... 12.975 2.4 ng 237228 3 14.510 2001660 20.0
Benzene, (1-eth... 13.687 2.2 ng 220981 3 14.510 2001660 20.0
n-Hexadecanoic ... 18.151 2.3 ng 257792 4 17.263 2283990 20.0

8270E-BP092121.M Wed Sep 29 14:47:09 2021
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