LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc :

ALS vial : 8 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 M\Methods\8270-BM072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@41309.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.904 284 292 302 rBV 42040 67080 1.20% ©0.162%
2 5.363 363 370 385 rBV 1696152 2447697 43.75% 5.904%
3 6.969 636 643 659 rBV 1630915 2607704 46.61% 6.290%
4 7.410 712 718 731 rBV2 25378 62657 1.12% ©.151%
5 7.787 775 782 789 rBV 460988 714334 12.77% 1.723%

6 8.963 975 982 998 rBV 967117 1622413 29.00%
7 10.592 1252 1259 1271 rBV 611319 1029903 18.41%
8 13.974 1673 1681 1690 rBV 2496397 3714989 66.40%
9 13.339 1720 1726 1734 rVB 185809 284279 5.08%
10 14.457 1909 1916 1928 rBV 1019611 1487846 26.59%
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11 14.880 1982 1988 1998 rBV 91296 172784  3.09%
12 15.292 2040 2058 2082 rBV3 116427 701670 12.54%
13 15.957 2164 2171 2190 rBV 2476635 3511701 62.76%
14 16.615 2275 2283 2292 rBV 157619 256524  4.58%
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15 17.215 2379 2385 2391 rVB 1389376 1837442 32.84% 432%
16 17.339 2402 2406 2410 rVB 47149 63587 1.14% 0.153%
17 17.386 2410 2414 2428 rVB 85392 142129 2.54% ©.343%
18 17.880 2487 2498 2510 rBv4 86708 293017 5.24% ©.707%
19 17.986 2512 2516 2526 rBV 154560 283840 5.07% 0.685%
20 18.121 2532 2539 2561 rBV 3004912 4808758 85.94% 11.600%
21 19.062 2696 2699 2704 rVB3 58611 65768 1.18% 159%

22 19.280 2729 2736 2748 rVB3 92630 228261 4.08%
23 19.398 2752 2756 2777 rVV 1401306 2150370 38.43%
24 19.856 2828 2834 2839 rBV 4515264 5595208 100.00% 13.
25 21.127 3046 3050 3056 rBV 268976 373602 6.68%
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26 21.421 3095 3100 3111 rBV 1443700 1828525 32.68%
27 22.321 3249 3253 3268 rVB 1007359 1514176 27.06%
28 22.638 3302 3307 3315 rVB 1387978 1994070 35.64%
29 23.791 3497 3503 3513 rVB 816352 1595046 28.51%
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Sum of corrected areas: 41455380
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
BM041309.D

: 07 Aug 2023 13:06
: MA/JU
: 03903-02

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

0

5.363

4.904

TIC: BM041309.D\data.ms

6.969

8.963

7.787
7.410

10.592

Time-->

350 4.00 450 5.00

550 6.00 6.50

700 750 800 850 9.00 950

10.00 10.50 11.00 11.50

Abundance

4000000

3000000

2000000

1000000

13.074

14.457

13.339

14.88015.292

TIC: BM041309.D\data.ms

18.121

15.957

17.215

16.615
P15 g 178

19.856

19.398

19.96»22

0
Time-->

AN
L L B L B

12.00 12.50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

4000000

3000000

2000000

1000000

o

Time-->

22.638

21.421

TIC: BM041309.D\data.ms

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM@72823.M Tue Aug 08 04:45:50 2023

Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
Quant Title : 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 1 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.339 3.82 ng 284279  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 59
3 Metacetamol 151 C8HINO2 000621-42-1 58
4 2-Propenal, 3-(2,2,6-trimethyl-7... 194 C12H1802 055759-91-6 56
5 Diacetamate 193 C10H11NO3 002623-33-8 53

Abundance Scan 1726 (13.339 min): BM041309.D\data.ms (-1720) (1 m/z 43.00 100.00%
109.1
5000 151.1
69.0 == ——
‘ - 13.00 13.50
Ob b s Ll L1928 100 10 75.19%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #106944: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43.0 109.0
151.0
5000 ‘/\ ——
13.00 13.50
69.0 m/z 151.05 46.87%
O \1\5\?\ \‘\ \"‘\ T \“\‘H‘ \“\“\ \H“\‘\‘\H\ ’ \ \H‘\‘\ ‘ T \ \ ‘ TT 1 T ‘ T \‘\ T ‘J\-\g\z\‘o\ TTT ‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109.0
- ——
13.00 13.50
5000 151.0 m/z 41.00 24.14%
0 32.0 79.0
R e R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #28724. Metacetamol
109.0 13. 00 13 50
m/z 69.00 17.70%
5000 151.0
43.0
80.0
m/z--> 20 40 60 80 100 120 140 160 180 200 13. 00 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Dodecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.880 2.32 ng 172784  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 80
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Nonanoic acid 158 C9H1802 000112-05-0 53
Abundance Scan 1988 (14.880 min): BM041309.D\data.ms (-1982) (- | m/z 73.00 100.00%
73.0
41.0
5000
129.0
2 —
71.0 14.50 15.00
ob— M Il Ly ‘ F [P0 2804, s9.95  83.97%
miz-> 50 100 150 200 250
Abundance #75719: Dodecanoic acid
73.0
129.0
43.0 200.0
5000 P e
14.50 15.00
m m/z 41.00 56.55%
oL U\‘u‘u‘ H‘H J }‘M‘ 1 \1“\1‘5\"(3 e | N N
miz-> 50 100 150 200 250
Abundance
73.0
43.0
— ——
14.50 15.00
5000 m/z 55.00 55.43%
129.0
171.0 214.0
ob el bl bl — —
miz--> 50 100 150 200 250
Abundance #60689: Undecanoic acid T —
60.0 14.50 15.00
m/z 43.00 53.87%
5000
29.0 129.0
70 ‘ ‘ 186.0
oL ““‘ U\‘u‘\‘ H‘H ‘uh‘ﬁ H“ ““H\; . | “‘ — .
m/z--> 50 100 150 200 250 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.292 9.43 ng 701670  Acenaphthene-di10 14.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 2058 (15.292 min): BM041309.D\data.ms (-2040) (- | m/z 73.00 100.00%
73.0
43.0
5000
129.0
213.1 — ——
‘ 100.9 157.0 185.1 256.1 15.00 15.50
Obrrrprreelly m/z 60.00 79.89%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 —— —
129.0 15.00 15.50
213.0 m/z 43.00 73.54%
‘ H ‘(ﬂ 157.0185.0 ‘
0 ]\-ﬁ‘o\\l\w‘\ \H\H \h \‘\ ‘HH\H““H“”‘} “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance
73.0
43.0
—— —
15.00 15.50
5000 m/z 41.00 67 .09%
129.0
171.0 214.0
101.0
R s e RS RS IS HE S WU S SE———
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #126199: Pentadecanoic acid —— —
43.0 ,73.0 15.00 15.50
m/z 57.05 64.71%
5000 129.0
199.0
s e
osol WM AI A g [P0y L L e
m/z--> 20 40 60 80 100120140160 180200 220 240 260 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 Tetradecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.615 2.79 ng 256524  Phenanthrene-di10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Undecanoic acid 186 C11H2202 000112-37-8 64
4 Dodecanoic acid 200 C12H2402 000143-07-7 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2283 (16.615 min): BM041309.D\data.ms (-2275) ({ m/z 73.00 100.00%
73.0
43.0
5000
128.9 1851
97.0 — —
bl J‘L 1570 228.1 16.50 17.00
O b i m/z 60.00 80.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 == e
185.0 16.5 17. ]
97.0 228.0 m/z 43.00 64.19%
0150 “i \‘}‘H“‘\ \‘M T i \‘\ T “\]\-\5\‘7‘2‘\ 7 T \“ T !‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73.0
43.0
—— —
16.50 17.00
5000 m/z 41.00 57.17%
129.0
214.0
97.0 171.0
Ot ALl b e b e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60689: Undecanoic acid T ——
60.0 16.50 17.00
m/z 55.00 54.90%
5000
29.0 85.0 129.0
T 2 R
0m‘\m“‘\‘m‘!‘W\“‘H\\M\m‘\‘l“m‘;m“\m‘\‘m‘\m‘\m —— ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 5 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.880 3.19 ng 293017  Phenanthrene-di10 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 66
4 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 50
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 50
Abundance Scan 2498 (17.880 min): BM041309.D\data.ms (-2487) (1 m/z 43.00 100.00%
43.0 73.0
5000
185.1 241.2 . — ==
‘ 284.: 17.50 18.00
N m/z 73.00 89.80%
miz-> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 — —
129.0 17.50 18.00
‘ 185.0 Jalo 284 m/z 74.00 84.61%
oL ‘\“ \“\’\ H‘\ “H“‘M”‘L w‘u‘\‘h} il - ‘\ B “‘ R ““
miz--> 50 100 150 200 250
Abundance
73.0
— —
43.0 17.50 18.00
5000 m/z 55.00 83.48%
129.0
185.0 228.0
o
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — =
43.0 73.0 17.50 18.00
m/z 57.00 80.58%
5000 129.0
‘ 199.0 2420
ol W,u\‘ il HHM“H H\M‘L il ‘\“1‘61.0{\‘ \i . ‘\“ . — )
m/z--> 50 100 150 200 250 17.50 18.00

8270-BM@72823.M Tue Aug 08 04:45:56 2023 Page: 7



Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\

BM041309.D

: 07 Aug 2023 13:06

Operator : MA/JU

Sample
Misc
ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

: 03903-02
: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_|

: ASP BNA STANDARDS FOR 5

: C:\Database\NIST20.L
ion Parameters: LSCINT.P

M\Methods\8270-BM072823 .M
POINT CALIBRATION

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

6 9-Hexadecenoic acid

Concentration Rank 9

R.T. EstConc Area
17.986 3.09 ng 283840 Ph
Hit# of 5 Tentative ID

Relative to ISTD R.T.
enanthrene-di10 17.215
MW MolForm CASH# Qual

1 9-Hexadecenoic acid

2 cis-7-Hexadecenoic acid

3 Hexadecenoic acid, Z-11-
4 Palmitoleic acid

5 9-Eicosenoic acid, (Z)-

254 C16H3002
254 C16H3002
254 C16H3002
254 C16H3002
310 C20H3802

002091-29-4 87
002416-19-5 87
002416-20-8 83
000373-49-9 81
029204-02-2 81

Abundance Scan 2516 (17.986 min): BM041309.D\data.ms (-2512) (- | m/z 55.00 100.00%
55.0
5000 7.0 f\f&JL\
18.00
37.0 194.1 236.1 . :
0. b S 2829 3840 4100 78.85%
miz--> 50 100 150 200 250 300 350
Abundance #140798: 9-Hexadecenoic acid
55.0
5000 T
70 18.00
m/z 69.05 70.84%
236.0
016 ‘HH\ “ H\ ‘\h “]‘_Q‘fl‘o‘ \‘ “‘ ‘\‘ T
m/z--> 50 100 150 200 250 300 350
Abundance
55.0
==
18.00
5000 ITI/Z 43.00 69.03%
97.0
0]_5.0 137.0 192.0 236.0
I B e e o A Ao e e o
m/z--> 50 100 150 200 250 300 350
Abundance #140812: Hexadecenoic acid, Z-11- —=
55.0 18.00
m/z 83.05 53.34%
5000
Lm0 ssmo s
0““W\“‘“HWWWWQMW“ “‘M‘u“““““ =
m/z--> 50 100 150 200 250 300 350 18.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\

BM041309.D

: 07 Aug 2023 13:06
: MA/JU
: 03903-02

: 8 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

7 Tridecanoic acid

Concentration Rank 1

R.T. EstConc Area
18.121 52.34 ng 4808760
Hit# of 5 Tentative ID

Relative to ISTD R.T.
Phenanthrene-di10 17.215
MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 Tridecanoic acid

4 Pentadecanoic acid
5 n-Decanoic acid

256 C16H3202
228 C14H2802
214 C13H2602
242 C15H3002
172 C1eH2002

000057-10-3 99
000544-63-8 94
000638-53-9 93
001002-84-2 81
000334-48-5 47

Abundance Scan 2539 (18.121 min): BM041309.D\data.ms (-2532) (-
73.0

5000
129.0
213.1
HLJM ‘ 1711 ‘ 256.1
0 —— ‘ \‘ﬂh“w M\‘n} ‘\“‘ “ ““\‘ ‘\‘\‘ . "‘ R “35‘4"‘
m/z--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid

0 256.0
5000
129.0
3.0 213.0
‘ 171.0 ‘ ‘
0 “}“H\‘H} \““\ \‘\‘\”“ \‘\‘\\’\\\\‘\\\\‘\
50

43

m/z 73.00 100.00%

—

— —
18.00 18.50

m/z 60.00 81.88%

—

— —
18.00 18.50

m/z 43.00 75.02%

L

m/z--> 100 150 200 250 300 350
Abundance
73.0
= =
18.00 18.50
5000 m/z 41.00 62.99%
129.0
29.0 185.0 228.0
O A B I B e A R A
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid == =
73.0 18.00 18.50
m/z 55.00 62.78%
5000 129.0
29. 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 350 18.00 18.50

8270-BM072823.
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 8 «cis-13-Octadecenoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.280 2.48 ng 228261  Phenanthrene-die 17.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 95
2 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 93
3 Oleic Acid 282 C18H3402 000112-80-1 93
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 91
5 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 90
Abundance Scan 2736 (19.280 min): BM041309.D\data.ms (-2729) ({ m/z 55.00 100.00%
55.0
7.0
5000
207.0 264.1 19.00 1950
\HM ﬂ'39'0 ‘ . ‘ 13120 357, 19.00 19.50
0! bl o ‘\\m‘mu‘\w ‘H‘m‘ T ‘\ A ‘ N r m/z 83.05 61.18%
miz--> 50 100 150 200 250 300 350
Abundance #176218: cis-13-Octadecenoic acid
55.0
5000 e =
7.0 19.00 19.50
m/z 41.00 58.83%
37.0 264.0
J150 (BT018002020%000
miz--> 50 100 150 200 250 300 350
Abundance
55.0
— —
19.00 19.50
5000 m/z 43.00 56.30%
97.0
o150 137.0 180.0 222.0 264.0
L B o B S a2 e
m/z--> 50 100 150 200 250 300 350
Abundance #176208: Oleic Acid T —
55.0 19.00 19.50
m/z 97.00 53.05%
7.0
5000
264.0
‘ ‘ 1“37'0 180.0 222.0
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 9 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.398 23.52 ng 2150370  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 25
Abundance Scan 2756 (19.398 min): BM041309.D\data.ms (-2752) (- | m/z 73.00 100.00%
5000
129.0 kat\/‘
185.1 241.2 T T
‘ ‘ ‘ 284.1 19.00 19.50
0.3 bl L L 85T s 4300 84.68%
miz--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
5000 = =
129.0 19.00 19.50
m/z 59.95 81.77%
29. 185.0 47 o 284.0
0 \“h“‘ WM‘\M \‘ T T \‘ \“\ “ Ty \“‘ T \“\ T T T T
miz--> 50 100 150 200 250 300 350
Abundance
43.0
— — =
19.00 19.50
5000 m/z 57.05 68.69%
83.0 129.0 2420
) 199.0
o R
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid == —
73.0 19.00 19.50
m/z 55.00 67.77%
5000
129.0
29. 185.0 228.0
0 {ML‘H} “ ‘ \‘\u“ “\‘ \‘ — \‘ L R L o e o ‘ - . : ;
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 10 Cyclohexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.127 4.09 ng 373602  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
4 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
Abundance Scan 3050 (21.127 min): BM041309.D\data.ms (-3046) (- | m/z 57.00 100.00%
57.0
- L\AJLJ
i o s
281.0 : :
7.0
o‘Hk_hw_iwpm‘wu‘_u‘_H‘_H4E??_H‘_H‘_H‘_H‘_ m/z 43.00 81.68%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 — ——
21.00 21.50
m/z 55.00  75.81%
J } h 224.0
O HH‘HH‘H\]\‘l\H\‘H\H‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
—— —
21.00 21.50
5000 m/z 83.05 74.72%

125.0
0 252.0 369.0 648.(
T T T T T T T [ e T
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance

#326113: Heptadecyl heptafluorobutyrate 7 ‘
57.0 21.00 21.50

m/z 69.00 69.38%

5000
h 0 238.0
| Iy

Ol e e M— .
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 11 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.321 16.56 ng 1514180  Chrysene-d12 21.421
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Squalene 410 C30H50 000111-02-4 83
3 4,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
4 Farnesol isomer a 222 C15H260 1000108-92-4 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72

Abundance Scan 3253 (22.321 min): BM041309.D\data.ms (-3249) (- m/z 69.00 100.00%
69.0

—

5000
— —
137.0 ‘ 22.00 22.50
Olrripbddihly, 2031 281.0341.1 4101 476.1 549. 1/, g1 09  47.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308259: Supraene
69.0
5000 — ==
22.00 22.50
m/z 41.00 21.27%
137.0
0 oyl 203.0 273.0 341.0 410.0
‘\\H‘\ \\‘HH‘HH’\H\‘HH‘\H\‘HH‘\H\‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69.0
= ——
22.00 22.50
5000 ITI/Z 95.00 11.83%
137.0
0 203.0 273.0 341.0 410.0
b e e T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra B —
69.0 22.00 22.50
m/z 68.00 11.48%

5000

‘ 137.0
ud&lmdﬂhix 247.0 316.0

O \\‘um‘mu‘,‘\uH‘uu‘m\‘\m‘\m‘\m‘uu‘\

= R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.00 22.50

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM072823.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 12 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

22.639 25.00ng 1004070 Perylene-d12 23.791

Hit# of 5 Tentative ID MW MolForm CASH# Qual

qualene 410 C30H50 000111-02-4 95
upraene 410 C30H50 007683-64-9 91
»9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
»3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 64
-Methyl-1,5-Heptadiene 110 C8H14 000998-94-7 58

uih wNnPE
A NDOLW

Abundance Scan 3307 (22.638 min): BM041309.D\data.ms (-3302) (- | m/z 69.10 100.00%
69.1

—

5000
== —
137.01 22.50 23.00
Ob b ihdhyddy 1909 273.1 3411 4102 491 ./, g1 09 46.19%
m/z--> 0O 50 100 150 200 250 300 350 400 450
Abundance #308260: Squalene
69.0
5000 = —
22.50 23.00
137.0 m/z 41.00 20.92%
0 17‘0\\ I ‘ i \” ‘U |U uﬂ\ \J \.11\9.11\0 273.0 341.0 410.0
‘\\\\‘\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
69.0
— =
22.50 23.00
5000 m/z 95.05 11.72%
137.0
0 191.0 273.0 341.0 410.0
e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra — =
69.0 22.50 23.00
m/z 68.00 11.60%

5000

137.0

\‘\ h I ” 192.0247.0 316.0
O‘H“\‘;“‘w‘Jl“\‘“umh‘wﬂmu"‘\u\“HH‘H\H‘HH‘HH‘HH‘ ‘ ‘ .
miz--> 0 50 100 150 200 250 300 350 400 450 22.50 23.00

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@80723\
Data File : BM@41309.D

Acqg On : 07 Aug 2023 13:06
Operator : MA/JU

Sample : 03903-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@72823.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|
2,4,7,9-Tetrame... 13.339 3.8 ng 284279 3 14.457 1487850 20.0
Dodecanoic acid 14.880 2.3 ng 172784 3 14.457 1487850 20.0
n-Hexadecanoic ... 15.292 9.4 ng 701670 3 14.457 1487850 20.0
Tetradecanoic acid 16.615 2.8 ng 256524 4 17.215 1837440 20.0
Octadecanoic acid 17.880 3.2 ng 293017 4 17.215 1837440 20.0
9-Hexadecenoic ... 17.986 3.1 ng 283840 4 17.215 1837440 20.0
Tridecanoic acid 18.121 52.3 ng 4808760 4 17.215 1837440 20.0
cis-13-Octadece... 19.280 2.5 ng 228261 4 17.215 1837440 20.0
Pentadecanoic acid 19.398 23.5 ng 2150370 5 21.421 1828530 20.0
Cyclohexadecane 21.127 4.1 ng 373602 5 21.421 1828530 20.0
Supraene 22.321 16.6 ng 1514180 5 21.421 1828530 20.0
Squalene 22.639 25.0 ng 1994070 6 23.791 1595050 20.0
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