LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092320\
Data File : BP©@3363.D

Acqg On : 23 Sep 2020 18:21
Operator : CG/JU

Sample : L3863-05 5X

Misc :

ALS Vvial : 12 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\8270-BP091520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BP@@3363.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.181 383 390 404 rBV 500609 769248 39.11% 4.031%
2 6.763 652 659 675 rBV 467503 793781 40.36% 4.159%
3 7.187 726 731 742 rBV 13059 32858 1.67% 0.172%
4 7.563 787 795 806 rBV 740975 1147219 58.32% 6.011%
5 8.710 983 990 1006 rBV 315463 546287 27.77% 2.862%
6 10.340 1259 1267 1282 rBV 917036 1587341 80.70% 8.317%
7 12.828 1683 1690 1702 rBV 871518 1345883 68.42% 7.052%
8 13.063 1724 1730 1735 rBvV2 15185 23713  1.21% 0.124%
9 13.675 1829 1834 1841 rBV 111309 162924 8.28% 0.854%
10 14.145 1909 1914 1917 rW 21812 30130 1.53% 0.158%

11 14.216 1919 1926 1945 rVB2 1256150 1966964 100.00% 10.307%

12 15.098 2072 2076 2081 rBV 25485 31377 1.60% 0.164%
13 15.510 2139 2146 2150 rBV2 10827 22148 1.13% 0.116%
14 15.71@ 2175 2180 2191 rBV 468029 737362 37.49%  3.864%
15 15.963 2219 2223 2226 rBV 29610 39205 1.99% ©.205%
16 16.757 2354 2358 2362 rBV 31983 40705 2.07% 0.213%
17 16.810 2364 2367 2374 rVB4 14483 21828 1.11% ©.114%
18 16.969 2387 2394 2400 rBV 1290724 1946890 98.98% 10.201%
19 17.492 2480 2483 2487 rBV 23947 27772 1.41% 0.146%
20 17.534 2487 2490 2495 rBV7 12417 19895 1.01% ©.104%

21 17.663 2507 2512 2520 rBV 425430 517986 26.33%
22 18.175 2596 2599 2606 rVB3 24584 32767 1.67%
23 18.769 2696 2700 2703 rBV 761786 937337 47.65%
24 18.804 2703 2706 2710 rVB2 738903 808956 41.13%
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25 18.933 2724 2728 2733 rBV 157692 179455 9.12% 9407%
26 18.992 2734 2738 2742 rBV 51091 69676  3.54% 365%
27 19.345 2795 2798 2804 rVB3 69038 92855 4.72% 487%

28 19.545 2827 2832 2837 rBV 1213471 1426658 72.53%
29 20.792 3041 3044 3051 rBV3 85961 119231 6.06%
30 21.063 3085 3090 3095 rBV 1459419 1795406 91.28%
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31 23.251 3456 3462 3470 rVB2 981942 1810656 92.05% 9.488%

Sum of corrected areas: 19084513
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092320\
Data File : BP@©3363.D

Acqg On : 23 Sep 2020 18:21
Operator : CG/JU

Sample : L3863-05 5X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP003363.D\data.ms
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21.063

1500000 23.251

1000000

500000

20.792

0‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T
Time--> 20.50 21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BP091520.M Thu Sep 24 14:52:13 2020 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092320\
Data File : BP@©3363.D

Acqg On : 23 Sep 2020 18:21
Operator : CG/JU

Sample : L3863-05 5X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.663 5.32 ng 517986  Phenanthrene-d10 16.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 92
3 Methyl stearate 298 C19H3802 000112-61-8 83
4 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 2512 (17.663 min): BP003363.D\data.ms (-2507) (- m/z 74.00 100.00%
74.0
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143.1 LT T
H‘ | l 227.2 ) 17.50 18.00
o"H‘Mk‘ﬂ‘mm Hipekt 3021 369.0427.3485.6542.0 1)y g7 09 74.59%
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Abundance #119408: Hexadecanoic acid, methyl ester
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Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
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Abundance #143130: Methyl stearate
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092320\
Data File : BP@©3363.D

Acqg On : 23 Sep 2020 18:21
Operator : CG/JU

Sample : L3863-05 5X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 9,15-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.769 9.63 ng 937337  Phenanthrene-d10 16.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 Methyl 9-cis,1l-trans-octadecadi... 294 C19H3402 1000336-44-0 98
4 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 98
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98

Abundance Scan 2700 (18.769 min): BP003363.D\data.ms (-2696) (-  m/z 67.05 100.00%

67.0
5000
‘ F 1850  19.00
2631 : :
ok 44 UlbLLiyae7s, *P Y sm1a3867 47295391 u, s1.es  89.18%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)-
67.0
5000 —— e
18.50 19.00
m/z 95.10 64.50%
_ 294.0
iy, 2200, |
O\\‘\\\‘\\\\“\\l\\‘\\\\‘\‘\\\’\\\\’\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
== =5
18.50 19.00
5000 m/z 55.10 52.12%
Ll I Fﬁo 262.0
L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #139701: Methyl 9-cis,11-trans-octadecadienoate == T
67.0 18.50 19.00
m/z 82.10 45.85%
5000
294.0
ol bl .hl’mm. 2 1 RSSUUSSUOSSUUSOUDSOUN | PR | NS
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092320\
Data File : BP@©3363.D

Acqg On : 23 Sep 2020 18:21
Operator : CG/JU

Sample : L3863-05 5X

Misc :

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP©91520.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 3 15-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.804 8.31 ng 808956  Phenanthrene-die 16.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
4 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 97
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 95
Abundance Scan 2706 (18.804 min): BP003363.D\data.ms (-2703) (- m/z 55.10 100.00%
55.1
5000 __,MJ\W
264.1
3.1 T T
18?-2 | ’ | 18.50 19.00
ob - LU sy ) 3341 430.24906548. ., 69 19 87.41%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.0
5000 = —
18.50 19.00
264.0 m/z 74.00  77.46%
O \“T "Hlﬂ“"”l“ﬂ‘lhl J”
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141288: 16-Octadecenoic acid, methyl ester
55.0
— e
18.50 19.00
5000 m/z 83.10 70.34%
264.0
{ H 3.0180.0
oLy
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #141313: 11-Octadecenoic acid, methyl ester, (2)- = —
55.0 18.50 19.00
m/z 87.00 61.93%
5000
264.0
e,
o‘H“H”‘"\““W““"mi"Jm_m‘,Hwuu_m_uwmw r— e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092320\
Data File : BP©©3363.D

Acqg On : 23 Sep 2020 18:21
Operator : CG/JU

Sample : L3863-05 5X

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP091520.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|
Hexadecanoic ac... 17.663 5.3 ng 517986 4 16.969 1946890 20.0
9,15-Octadecadi... 18.769 9.6 ng 937337 4 16.969 1946890 20.0
15-Octadecenoic... 18.804 8.3 ng 808956 4 16.969 1946890 20.0
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