LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122320\
Data File : BP@@4425.D

Acqg On : 23 Dec 2020 15:46

Operator : CG/JU

Sample : L5186-01

Misc . SP-138KV-YARD

ALS vial : 9 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-BP121120.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@4425.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.411 372 378 390 rBV 3098255 4561435 61.28% 9.551%
2 6.993 640 647 667 rVB 2922064 4970631 66.78% 10.407%
3 7.822 781 788 796 rBV 933227 1483384 19.93% 3.106%
4 8.975 976 984 995 rBV 1842751 3102803 41.69% 6.497%
5 10.616 1253 1263 1276 rBV 1130513 1949626 26.19% 4.082%
6 13.087 1675 1683 1694 rBV 4056344 5953145 79.98% 12.465%
7 13.251 1704 1711 1716 rBV2 76143 143368 1.93% 0.300%
8 13.893 1815 1820 1821 rBV 129914 166355 2.23% 0.348%
9 13.922 1821 1825 1829 rW 231697 372597 5.01% 0.780%
10 13.957 1829 1831 1835 rW 66414 83982 1.13% 0.176%
11 14.010 1835 1840 1848 rVB4 67369 139096 1.87% 0.291%
12 14.216 1869 1875 1879 rBV5 101434 211426 2.84% 0.443%
13 14.304 1885 1890 1897 rVB 250427 396181 5.32% 0.830%
14 14.375 1897 1902 1907 rBV6 67644 141316 1.90%  0.296%
15 14.469 1908 1918 1926 rVV 1531388 2535666 34.07% 5.309%

16 14.569 1930 1935 1938 rBV3 60656 111982 1.50%
17 14.998 2004 2008 2016 rBv4 122534 240489 3.23%
18 15.263 2049 2053 2058 rBv2 234781 345159  4.64%
19 15.963 2167 2172 2180 rBV 2951553 4302418 57.80%
20 17.228 2382 2387 2402 rBV 1628723 2525827 33.93%
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21 19.798 2819 2824 2833 rVB 5653891 7443277 100.00% 15.
22 21.045 3033 3036 3043 rVB6 105660 200247 2.69% ©
23 21.322 3078 3083 3088 rBV 2315295 2947241 39.60% 6.171%
24 23.680 3476 3484 3501 rVB2 1647444 3433144 46.12% 7

Sum of corrected areas: 47760795
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 23 Dec 2020 15:46
: CG/JU

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122320\
BP004425.D

L5186-01

SP-138KV-YARD

: 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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TIC: BP004425.D\data.ms
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TIC: BP004425.D\data.ms
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TIC: BP004425.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122320\
Data File : BP@@4425.D

Acqg On : 23 Dec 2020 15:46

Operator : CG/JU

Sample : L5186-01

Misc . SP-138KV-YARD

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 unknownl4.30 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.304 3.12 ng 396181  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 38
2 2-Pentanone, 4-cyclohexylidene-3... 222 C15H260 313253-65-5 36
3 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 25
4 S-Phenyl 5-(phenylthio)pentaneth... 302 C17H180S2 1000234-40-7 23
5 Iminostilbene 193 C14H11N 000256-96-2 22

Abundance Scan 1890 (14.304 min): BP0O04425.D\data.ms (-1885) (- m/z 193.20 100.00%

1938.2
5000
. F
} \ 14.00 14.50
ol JM\ Lills Ly 280.9339.0 404.2 4885545« /7 97.85 55.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 — —
55, 14.00 14.50
m/z 69.05 53.56%
O\\\\‘\‘Ti‘\‘\“‘J\‘\\[‘\\‘1\‘L\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #79434: 2-Pentanone, 4-cyclohexylidene-3,3-diethyl-
193.0
P P
14.00 14.50
5000] 55.0 m/z 109.10 47.40%
o‘ ”‘M\EFHI‘ MW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, ti — ——
193.0 14.00 14.50
69.0
m/z 95.10 40.65%
- WVMWW
ol‘llﬁll — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122320\
Data File : BP@@4425.D

Acqg On : 23 Dec 2020 15:46

Operator : CG/JU

Sample : L5186-01

Misc . SP-138KV-YARD

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 2,6-Naphthalenedione, octah... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.263 2.72 ng 345159  Acenaphthene-d10 14.469
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,6-Naphthalenedione, octahydro-... 208 C13H2002 057289-17-5 59
2 4-Fluorobenzoic acid, 3-tetradec... 336 C21H33F02 1000280-68-1 50
3 4-Fluorobenzoic acid, 2-pentadec... 350 C22H35F02 1000280-68-3 50
4 3-Fluorobenzoic acid, 2-tridecyl... 322 C20H31F02 1000280-60-2 50
5 3-Fluorobenzoic acid, 2,2,2-trif... 222 C9H6F402 1000325-53-8 49

Abundance Scan 2053 (15.263 min): BP004425.D\data.ms (-2049) (- m/z 123.10 100.00%

128.1
5000
55. 207.2
— —
l }’ | | 15.00 15.50
ol L 297.3 3694 4610 5330 [/, co.0p  41.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67754: 2,6-Naphthalenedione, octahydro-1,1,8a-trimeth:
123.0
208.0
5000 — ——
55.0 15.00 15.50
m/z 109.10 36.62%
O,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #174085: 4-Fluorobenzoic acid, 3-tetradecyl ester
123.0
— —
15.00 15.50
5000 m/z 95.85  35.66%
41.0
T
Y 1 O N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #184116: 4-Fluorobenzoic acid, 2-pentadecyl ester e —
128.0 15.00 15.50
m/z 81.00 35.21%
41.0
5000
200
0 HHHWMWM#ﬁﬂ,u\\w\\w\u\‘u\\M\\wwwu‘uwwwwww\ e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122320\
Data File : BP@@4425.D

Acqg On : 23 Dec 2020 15:46

Operator : CG/JU

Sample : L5186-01

Misc . SP-138KV-YARD

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270E-BP121120.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknownl4. 30 14.304 3.1 ng 396181 3 14.469 2535670 20.0
2,6-Naphthalene... 15.263 2.7 ng 345159 3 14.469 2535670 20.0
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