LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BGO58894.D

Acqg On : 29 Aug 2023 19:29
Operator : MA/JU

Sample : 04183-01

Misc :

ALS Vvial : 13  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_ G\Methods\8270-BG081823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58894.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.368 381 388 401 rBV 222928 370553 68.67% 7.351%
2 6.966 653 660 672 rBvV 228608 399186 73.98% 7.919%
3 7.789 793 800 809 rBV 81193 134742 24.97% 2.673%
4 8.952 990 998 1011 rBV 132904 247014 45.78%  4.900%
5 10.592 1270 1277 1285 rBV 109393 193293 35.82% 3.835%
6 13.059 1690 1697 1708 rBV 322500 496489 92.01%  9.850%
7 13.330 1738 1743 1748 rBV3 3986 6138 1.14% 0.122%
8 14.440 1922 1932 1941 rVB 162607 257046 47.64%  5.099%
9 15.280 2070 2075 2080 rVB4 5411 7867 1.46% 0.156%
10 15.686 2136 2144 2147 rBV5 4579 8092 1.50% 0.161%
11 15.932 2180 2186 2200 rBV 271669 434835 80.59% 8.627%
12 16.144 2218 2222 2225 rBV2 10229 17030 3.16% 0.338%
13 16.937 2352 2357 2361 rBV 14794 20410 3.78% 0.405%
14 16.984 2361 2365 2370 rVB2 7931 11156 2.07% 0.221%
15 17.190 2394 2400 2404 rBV 196691 294189 54.52% 5.836%
16 17.231 2404 2407 2413 rVB 24681 36080 6.69% 0.716%
17 17.325 2418 2423 2426 rVWV4 5090 7629 1.41% 0.151%
18 17.595 2466 2469 2474 rVB6 5443 9349 1.73% 0.185%
19 17.672 2478 2482 2487 rVB2 15372 21744 4.03% 0.431%
20 17.848 2507 2512 2517 rVB 43911 57756 10.70% 1.146%
21 18.077 2545 2551 2555 rBV4 67568 99335 18.41% 1.971%
22 18.259 2578 2582 2585 rBV6 7044 10848 2.01% 0.215%
23 18.365 2596 2600 2607 rBV2 16776 25955 4.81% 0.515%
24 18.465 2614 2617 2620 rBV5S 4315 6459 1.20% ©.128%
25 18.618 2640 2643 2649 rVB7 10608 14796  2.74%  0.294%
26 18.988 2702 2706 2709 rBV2 376387 480947 89.13% 9.541%
27 19.023 2709 2712 2722 rVB2 246877 332119 61.55% 6.589%
28 19.152 2731 2734 2739 rBV 53270 62210 11.53% 1.234%
29 19.211 2741 2744 2746 rVV3 21711 23556 4.37% 0.467%
30 19.246 2746 2750 2756 rVB 48443 82263 15.25% 1.632%
31 19.575 2803 2806 2809 rBV3 27790 38380 7.11% 0.761%
32 19.610 2809 2812 2818 rVB 44664 67246 12.46% 1.334%

33 19.810 2841 2846 2851 rVB 430374 539584 100.00% 10.705%
34 21.432 3117 3122 3128 rBV 145851 226387 41.96%  4.491%

Sum of corrected areas: 5040683
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58894.D

Acqg On : 29 Aug 2023 19:29
Operator : MA/JU

Sample : 04183-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG058894.D\data.ms
500000

400000

300000

5.368 6.966

200000
8.952

10.592
100000 7.789

0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG058894.D\data.ms
500000 19.810

18.988
400000

059
300000 15.932

21.432

200000
14.440

100000

13.330 15.2805.68J

A
L O L L L L L L L B L I L O L L B L

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance TIC: BG058894.D\data.ms
500000

400000

300000

200000

100000

0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58894.D

Acqg On : 29 Aug 2023 19:29
Operator : MA/JU

Sample : 04183-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.848 3.93 ng 57756  Phenanthrene-d10 17.190
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 96
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
3 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 87
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 80
5 Dodecanoic acid, methyl ester 214 C13H2602 000111-82-0 80
Abundance Scan 2512 (17.848 min): BG058894.D\data.ms (-2507) (- | m/z 74.00 100.00%
74.0
5000 43.0
143.1 N T
. 227.2
| ‘\ g jo7o | [ 7ol opg. TS0 2
oWH‘WMuwm‘_w‘m_mHm_m_m_mWuw m/z 87.00 77.38%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — — A
43.0 17.50 18.00
1430 m/z 43.00 45.74%
0 ‘H \“ ‘\\‘ ‘h\ h‘1150‘ 17\1 0\199 022‘70 27\0(
\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #109335: Tridecanoic acid, methyl ester
74.0
— ——
17.50 18.00
5000 m/z 55.00 41.16%
43.0 143.0
185.0
o150, ULy 180 | T B0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #109373: Dodecanoic acid, 10-methyl-, methyl ester — —
74.0 17.50 18.00
m/z 41.00 33.47%
s000{ 410
143.0
S O
o‘H_LHMHm‘_www“Mmmwmw_qu_ww — —
m/z--> 20 40 60 80 100120140160 180200220240260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58894.D

Acqg On : 29 Aug 2023 19:29
Operator : MA/JU

Sample : 04183-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.077 6.75 ng 99335  Phenanthrene-d1e 17.190
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 Nonanoic acid 158 C9H1802 000112-05-0 64

Abundance Scan 2551 (18.077 min): BG058894.D\data.ms (-2545) (+ | m/z 43.00 100.00%

43.0 173.0
5000
129.0
L
I T A A S
0 et L Lo “m‘s“:wu by w‘:w‘uuh‘lw‘_Hh‘uh‘_u‘1_ m/z 60.00  95.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 USRI \
18.00
151018502130 256.0 m/z 73.00 87.58%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
43.0 18.00
m/z 57.00 82.57%
5000 129.0
185.0 228.0
0?157'0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126202: Pentadecanoic acid 7 ‘
43.0 73.0 18.00
m/z 55.00 81.93%
5000
129.0 242.0
199.0
LA rses |, o™
YL O O Y RO IS —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58894.D

Acqg On : 29 Aug 2023 19:29
Operator : MA/JU

Sample : 04183-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.988 32.70 ng 480947  Phenanthrene-d10 17.190
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 Methyl 9-cis,11-trans-octadecadi... 294 C19H3402 013058-52-1 98
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 97
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 97
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 94
Abundance Scan 2706 (18.988 min): BG058894.D\data.ms (-2702) (- | m/z 67.00 100.00%
67.0
09.0 J L
19.00
L O O P VR —
m/z--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 N
19.00
09.0 m/z 81.00 84.02%
oLb— L‘“H‘ HHH H“‘\ ‘Hh‘“u‘ H ‘\‘ — B “26‘?‘0‘29“4‘0
m/z--> 50 100 150 200 250 300
Abundance  #191892: Methyl 9-cis,11-trans-octadecadienoate
67.0
=
19.00
5000 m/z 41.00 68.10%
09.0 294.0
262.0
0 —— “‘HMM It \HU ‘MH‘H” Hh \‘\18\9'9 ! 2‘2}0‘0‘ ‘ ‘H — ‘\‘
m/z--> 50 100 150 200 250 300
Abundance #191899: 8,11-Octadecadienoic acid, methyl ester —
67.0 19.00
m/z 95.00 55.88%
5000
09.0
29.0 294.0
‘ 150.0 263.0
0 b o 200 TP L
miz--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58894.D

Acqg On : 29 Aug 2023 19:29

Operator : MA/JU

Sample : 04183-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
: 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 16-Octadecenoic acid, methy... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.023 22.58ng 332119  Phenanthrene-dio 17.19
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 16-Octadecenoic acid, methyl ester 296 C1oH3602 056554-49-5 94

2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 93
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 91
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 91

Abundance Scan 2712 (19.023 min): BG058894.D\data.ms (-2709) (- m/z 55.00 100.00%
55.0
5000 97.0 MM%A¢MWJM&JVWWJmm”
—— ‘
138.0 180.1 2221 2641 19.00
ol oy TP SRR o 1 2963 m/z 41.08 64.07%
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
5000 - :
264.0 m/z 43.00 52.38%
230  180.0 222.0 ‘
0! ‘H HL\ “ d ‘\mn‘ \H\‘H e b P ;L‘ : “‘ ‘2‘96‘0‘
miz-—-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
—— ‘
19.00
5000 m/z 69.00  50.06%
8r.0
230 264.0
[, 1e00 220 | 260
0! L M “m Lyl g o SR S St
m/z--> 50 100 150 200 250 300
Abundance #194420: 13-Octadecenoic acid, methyl ester — ‘
55.0 19.00
m/z 74.00 44..94%
5000
264.0
23.0 180.0 222.0 296.0
0! —
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BG@58894.D

Acqg On : 29 Aug 2023 19:29

Operator : MA/JU

Sample : 04183-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Pentadecanoic acid, methyl Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.152 4.23 ng 62210 Phenanthrene-die 17.190
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
3 Heptadecanoic acid, 16-methyl-, . 298 C19H3802 005129-61-3 76
4 Methyl stearate 298 (C19H3802 000112-61-8 76
5 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 74

Abundance Scan 2734 (19.152 min): BG058894.D\data.ms (-2731) (- | m/z 73.95 100.00%
74.0
5000 ﬂ\
— —
‘ H 19.00 19.50
oL il m/z 87.00  79.33%
m/z--> 50 100 150 200 250 300 350
Abundance #143573: Pentadecanoic acid, methyl ester
74.0
5000 —— A it
19.00 19.50
m/z 43.00 52.38%
143.0
M Iy \ 21?0 256.0
0\‘\\\|r”h‘\‘\‘\\‘\\\\"\\“\\"\\\\’\\\\’\
m/z--> 100 150 200 250 300 350
Abundance #126208: Methyl tetradecanoate
74.0
—— —
19.00 19.50
5000 m/z 55.00  38.36%
29.
‘ | ‘ 143.0 1990 242.0
0 “MU,Mw‘NMw“\“““‘,‘ g
m/z--> 50 100 150 200 250 300 350
Abundance #197353: Heptadecanoic acid, 16-methyl-, methyl ester — —
74.0 19.00 19.50
m/z 41.00 32.98%
5000
143.0 255.0
‘ 199.0 298.0
mlz--> 100 150 200 250 300 350 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082923\
Data File : BGO58894.D

Acqg On : 29 Aug 2023 19:29
Operator : MA/JU

Sample : 04183-01

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG081823.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|
Hexadecanoic ac... 17.848 3.9 ng 57756 4 17.190 294189 20.0
n-Hexadecanoic ... 18.077 6.8 ng 99335 4 17.190 294189 20.0
9,12-Octadecadi... 18.988 32.7 ng 480947 4 17.190 294189 20.0
16-Octadecenoic... 19.023 22.6 ng 332119 4 17.190 294189 20.0
Pentadecanoic a... 19.152 4.2 ng 62210 4 17.190 294189 20.0
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