LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8332.D

Acqg On : 10 Dec 2021 02:45
Operator : CG/JU

Sample : M4967-10

Misc :

ALS Vvial : 21  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-BP112521.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8332.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.023 3 6 15 rVB 147796 168279 5.19% 0.968%
2 3.970 162 167 175 rVB 24285 36936 1.14% 0.212%
3 4.899 320 325 333 rBB 52310 74921  2.31% 0.431%
4 5.364 397 404 410 rBV 1080992 1689087 52.07% 9.713%
5 5.411 410 412 424 rVB 58668 106128 3.27% 0.610%
6 5.781 470 475 482 rVB2 21628 32902 1.01% 0.189%
7 6.952 665 674 686 rBV 993314 1747837 53.88% 10.051%
8 7.763 806 812 821 rVB 258625 401284 12.37% 2.308%
9 8.928 1003 1010 1027 rVB 622666 1084555 33.43% 6.237%
10 10.563 1280 1288 1300 rBV 275481 520200 16.04%  2.991%
11 13.034 1701 1708 1724 rBV 1363847 2131034 65.69% 12.254%
12 14.322 1921 1927 1934 rBV 20107 36411 1.12% 0.209%
13 14.416 1936 1943 1958 rVB 409129 682492 21.04% 3.925%
14 15.845 2181 2186 2192 rBV 72332 93719 2.89% ©.539%
15 15.922 2192 2199 2218 rBV 1022586 1714290 52.85% 9.858%
16 17.181 2407 2413 2423 rBV 510119 817391 25.20% 4.700%
17 17.310 2430 2435 2442 rVB4 40003 65697 2.03% 0.378%
18 17.845 2521 2526 2533 rVB4 28438 53970 1.66% 0.310%
19 18.086 2563 2567 2571 rBV 46130 63557 1.96% 0.365%
20 18.975 2715 2718 2726 rVB3 20493 33788 1.04% 0.194%

21 19.757 2845 2851 2862 rVB 2633757 3243974 100.00% 18.654%
22 20.504 2975 2978 2981 rVB2 49427 51394  1.58%
23 21.004 3059 3063 3073 rVB 111689 179185 5.52%
24 21.198 3093 3096 3103 rVB 112038 126202  3.89%
25 21.292 3107 3112 3121 rVW 727866 1051781 32.42%
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26 22.169 3259 3261 3266 rVB 72340 91040 2.81%
27 23.674 3511 3517 3527 rVB2 518442 1092261 33.67% 6.281%
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Sum of corrected areas: 17390315
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8332.D

Acqg On : 10 Dec 2021 02:45
Operator : CG/JU

Sample : M4967-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP008332.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8332.D

Acqg On : 10 Dec 2021 02:45
Operator : CG/JU

Sample : M4967-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 3-Penten-2-o0l Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.023 8.39 ng 168279 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-o0l 86 C5H100 001569-50-2 72
2 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 64
3 Pentane, 2,2'-oxybis- 158 C10H220 056762-00-6 64
4 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 56
5 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 53
Abundance Scan 6 (3.023 min): BP008332.D\data.ms (-3) (-) m/z 71.00 100.00%
71.0

>

5000
R RREa A REARRRE S
3.103.203.303.40
ol 137.1 207.92686 354.7417.1 489.0548. ./, 43 09  81.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1933: 3-Penten-2-ol
71.0
5000 U B R R R R
3.103.203.303.40
\ m/z 41.00 39.04%
OJ‘Jfll
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #2008: 3-Buten-2-ol, 2-methyl-
71.0
T
3.103.203.303.40
5000 m/z 45.00 27.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #34632: Pentane, 2,2'-oxybis- PR
43.0 3.103.203.303.40
m/z 39.00 27.96%
5000
115.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8332.D

Acqg On : 10 Dec 2021 02:45
Operator : CG/JU

Sample : M4967-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.899 3.73 ng 74921 1,4-Dichlorobenzene-d4 7.763

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 4-Methoxy-1-pentene 100 C6H120 098386-09-5 16
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12
5 4-Pentene-2-o0l, 2-methyl 100 C6H120 000624-97-5 12
Abundance Scan 325 (4.899 min): BP008332.D\data.ms (-320) (-) m/z 43.00 100.00%
43.0
5000
N S RRNREN
‘ 10% 0 4.60 4.80 5.00 5.20
Ol 052 2079 2819 3551 4248 5033 m/z 59.05  62.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B B R
4.60 4.80 5.00 5.20
m/z 101.00 20.22%
O‘\L“f‘%[l\]\-‘(\)‘1\.\0\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R R
4.60 4.80 5.00 5.20
5000 m/z 57.95 16.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4318: 4-Methoxy-1-pentene B RRNEEESE e ey
59.0 4.60 4.80 5.00 5.20
m/z 41.00 7.72%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8332.D

Acqg On : 10 Dec 2021 02:45
Operator : CG/JU

Sample : M4967-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 1,3,5-Triazine-2,4,6(1H,3H,... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.845 2.29 ng 93719  Phenanthrene-d1e 17.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3,5-Triazine-2,4,6(1H,3H,5H)-t... 249 C12H15N303 001025-15-6 99
2 2-Methylphenanthro[3,4-d][1,3]ox... 249 C16H11NO2 098033-24-0 47
3 Hexane, 1,6-dicyclohexyl- 250 C18H34 001610-23-7 38
4 Cyclohexane, hexyl- 168 C12H24 004292-75-5 38
5 n-Nonylcyclohexane 210 C15H30 002883-02-5 25

Abundance Scan 2186 (15.845 min): BP008332.D\data.ms (-2181) (- m/z 83.00 100.00%

83.0
249.1
5000
T T
}‘ | 17911 15.50 16.00
bbbl ST L 854.74152477.0 549 /7 81.95  73.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #134057: 1,3,5-Triazine-2,4,6(1H,3H,5H)-trione, 1,3,5-tri-
83.0 249.0
5000 — ASSS
15.50 16.00
m/z 249.05 68.64%
qu-gg‘l"'“'r)‘l?llo‘l\ LB L B B I L R
m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #134584: 2-Methylphenanthro[3,4-d][1,3]oxazol-10-ol
249.0

—

— e
15.50 16.00
5000 m/z 41.05 54.14%
151.0
e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136141: Hexane, 1,6-dicyclohexyl- - ——
83.0 15.50 16.00
m/z 56.00 49.58%
B JW\A
250.0
bbbl 2880 200 e b
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8332.D

Acqg On : 10 Dec 2021 02:45
Operator : CG/JU

Sample : M4967-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Cyclohexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.004 3.41 ng 179185  Chrysene-d12 21.292
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 98
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Pentacos-1-ene 350 C25H50 016980-85-1 91

Abundance Scan 3063 (21.004 min): BP008332.D\data.ms (-3059) (-  m/z 57.10 100.00%
57.1

5000 M&j\/\/\
1%51 A ‘
21.00
2489 3551
0_“}1482‘0 411947495330 n/; s5.00  87.63%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #104594: Cyclohexadecane
55.0
5000 —— ‘
21.00
m/z 43.10 87.25%
IS e
0\\\![‘\\\“\\‘\‘!‘h\\\\1‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138523: 5-Octadecene, (E)-
55.0
—— ‘
21.00
5000 m/z 83.85 83.03%
oh-LLLLLEER Pae0 2520
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene T
57.0 21.00
m/z 69.10 72.00%
5000
125.0
omm#ﬁ*“’292-03‘5“-0 —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP120921\
Data File : BP0@8332.D

Acqg On : 10 Dec 2021 02:45
Operator : CG/JU

Sample : M4967-10

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP112521.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|
3-Penten-2-o0l 3.023 8.4 ng 168279 1 7.763 401284 20.0
2-Pentanone, 4-... 4.899 3.7 ng 74921 1 7.763 401284 20.0
1,3,5-Triazine-... 15.845 2.3 ng 93719 4 17.181 817391 20.0
Cyclohexadecane 21.004 3.4 ng 179185 5 21.292 1051780 20.0
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