LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acqg On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc :

ALS Vvial : 10 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-BM@32923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39235.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.016 287 294 307 rVB 1551366 2190335 22.76% 3.476%
2 5.481 367 373 386 rBV 3650171 5204368 54.08% 8.260%
3 7.092 639 647 660 rBV 3431203 5329242 55.38% 8.458%
4 7.922 782 788 796 rVB 779825 1183794 12.30% 1.879%
5 9.092 979 987 999 rBV 2116025 3454301 35.90% 5.482%

6 10.733 1254 1266 1273 rBV 991782 1636678 17.01% 2.598%
7 12.192 1509 1514 1526 rVB 202532 314848 3.27% ©.500%
8 13.192 1677 1684 1694 rBV 5096080 7076483 73.54% 11.231%
9 14.568 1909 1918 1925 rBV 1405599 2026291 21.06%  3.216%
10 16.057 2163 2171 2178 rBV 3863097 5364727 55.75% 8.514%

11 16.274 2203 2208 2216 rBV5 58989 139173 1.45%
12 16.421 2227 2233 2237 rBV2 66427 117799 1.22%
13 17.315 2375 2385 2390 rBV 1682949 2360345 24.53%
14 17.515 2410 2419 2426 rBV5 68840 156109  1.62%

COoOWoe®
N
B
o
R

15 17.986 2494 2499 2504 rVB 244720 296958 3.09% 471%
16 18.209 2532 2537 2547 rBV 766410 1183220 12.30% 1.878%
17 19.127 2688 2693 2696 rBV 1173009 1422674 14.78%  2.258%
18 19.156 2696 2698 2707 rVB2 574073 724737  7.53% 1.150%
19 19.292 2717 2721 2724 rBV 112138 131663 1.37% ©0.209%
20 19.368 2731 2734 2741 rVB2 106493 187781 1.95% 0.298%

21 19.486 2750 2754 2765 rBV 302496 497570 5.17%
22 19.939 2826 2831 2840 rBV 7970665 9622687 100.00% 15.
23 20.244 2880 2883 2886 rVB 110523 111236 1.16%
24 21.203 3042 3046 3055 rBV 1054267 1464214 15.22%
25 21.497 3092 3096 3101 rBV 2058708 2691957 27.98%

ANMNOUVO®
=
~N
~N
IS

26 22.138 3198 3205 3214 rVB2 766676 1443110 15.00%
27 22.862 3325 3328 3334 rVB2 330616 445073  4.63%
28 23.168 3376 3380 3384 rVB 464304 690106 7.17%
29 23.221 3385 3389 3400 rVB 785498 1504312 15.63%
30 23.915 3501 3507 3522 rVB2 1462408 2941899 30.57%

ANRPON
[
o]
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3R

31 24.521 3605 3610 3619 rVB 528097 1094003 11.37% 1.736%

Sum of corrected areas: 63007693
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

. 10

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©33023\
BM@39235.D

: 30 Mar 2023 20:22
: CG/JU
: 02117-01

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM039235.D\data.ms

5481 7.092

5.016
7.922

9.092

10.733

0
Time-->

350 400 450 500 550 6.00 650 700 750 8.00

8.50

9.00

9.50

10.00 10.50 11.00

11.50

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

13.192

16.057

14.568

TIC: BM039235.D\data.ms

17.315

18.209

19.

19.127

939

12.192

6157421

17.986

7.515 17 i 1?%%

0
Time--> 12

.00 1250 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

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM039235.D\data.ms

21.497

23.915

23.221
24.521

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©33023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22

Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5.016 37.01 ng 2190340 1,4-Dichlorobenzene-d4 7.922
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 294 (5.016 min): BM039235.D\data.ms (-287) (-) m/z 43.00 100.00%
5000
101.0 [T T
‘ 4.60 4.80 5.00 5.20 5.40
Ot 730, 2881 2079 n/z 59.e0  61.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T T T T T T T T T T
4.60 4.80 5.00 5.20 5.40
m/z 101.00 22.80%
101.0
O\\\\‘\m‘\\“”i\\‘}‘\\\\"\\\\“\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0
T RRREEEEEE
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.85%
101.0
15.0
0 ‘ il ‘ 69.0 L
R R AR e S AR SRR AR R RS RRRE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T ‘
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.64%
5000
0 \‘\ ‘ 12\6 0
R RS R R RRRR T TR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©33023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22

Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method :
Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M

: C:\Database\NIST20.

L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Safrole Concentration Rank 10

R.T EstConc Area Relative to ISTD R.T.
12.102  3.85ng 314848 Naphthalene-ds 10.733
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 safrole 162 CloM1602 000094-59-7 98

2 1,3-Benzodioxole, 5-(1-propenyl)- 162

3 Benzene, 1,2-

(methylenedioxy)-4-...
4 1,3-Benzodioxole, 5-(1-propenyl)...

162
162

C10H1002
C10H1002
C10H1002

000120-58-1 97
004043-71-4 94
017627-76-8 94

5 1H-Isoindole-1,3(2H)-dione, 2-am... 162 C8H6N202 001875-48-5 46

Abundance Scan 1514 (12.192 min): BM039235.D\data.ms (-1509) (- | m/z 162.00 100.00%
162.0
104.0
5000
51.0
——
‘ ‘ ( 12 00 12.50
ob i L L2070 2808 i6s 00 54.87%
m/z--> 50 100 150 200 250
Abundance #37546: Safrole
162.0
104.0
5000 ™
51.0 1200 12.50
m/z 131.08  46.19%
01\5'\0“\ “\‘ l”‘ “‘\ t ‘\‘ “\‘\ \‘H\ T \‘\ LA LN B B B B
mi/z--> 50 100 150 200 250
Abundance #37604: 1,3-Benzodioxole, 5-(1-propenyl)-
162.0
o~ =
12.00 12.50
5000 m/Z 102.95 44 ,28%
104.0
51.0 ‘
oL— \‘ “h \‘\ u\hH il ‘\ ‘H‘ N - — —
m/z--> 50 100 150 200 250 J\MN
Abundance #37674: Benzene, 1,2-(methylenedioxy)-4-propenyl-, (E)- e
162.0 1200 12.50
1040 m/z 76.95 43.08%
5000
51.0
ARR TV VU U O S
m/z--> 50 100 150 200 250 1200 1250
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Hexadecanoic acid, methyl e... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.986 2.52 ng 296958  Phenanthrene-die 17.315
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 99
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 97
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 (C14H2802 001731-88-0 91
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 87
Abundance Scan 2499 (17.986 min): BM039235.D\data.ms (-2494) (- | m/z 74.00 100.00%
74.0
5000 A—/L
g
L h | MO esn 2271 o0 18.00
ol ST Wiy Ly L Ly SIS S8AY 7 87.00 69.36%
m/z--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 L
18.00
143.0 m/z 43.05 31.60%
‘ || | 185.0 227.0 2700
O T \H“‘\W‘ \“M\h“ \“\ ‘\ T “\ \‘ \‘\ “ T \‘\ ‘\ ‘ T } T ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
—
18.00
5000 m/z 55.00 25.31%
29.
S, M0 me o zme
m/z--> 50 100 150 200 250 300 350
Abundance #126208: Methyl tetradecanoate T
74.0 18.00
m/z 41.00 21.66%
5000
29.
‘ h | 143.0 1990 242.0
ob by o e ==
m/z--> 50 100 150 200 250 300 350 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.209 10.03 ng 1183220  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Isopropyl palmitate 298 C19H3802 000142-91-6 53

Abundance Scan 2537 (18 209 min): BM039235.D\data.ms (-2532) (- | m/z 73.00 100.00%

5000
129.0

213.1 T T
17‘1 J‘- ‘ 256.1 18.00 18.50
A wl

ol ‘3‘7 w‘h”‘ b L1 8L sz 6e.00  82.93%
m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 —— —
129.0 18.00 18.50
213.0 m/z 43.05 78.58%
171.0 ‘
0! u‘ﬂ‘\wm \\ “ “ “‘u\‘ ‘\‘h‘ X “‘ T
m/z--> 100 150 200 250 300
Abundance #92069: Tridecanoic acid
73.0
— —
18.00 18.50
5000 129.0 ITI/Z 57.05 65.01%
29. 171.0
‘ 214.0
0 . ““‘ m\m \\\H H “‘n‘ ‘\“‘ ‘ “\‘ R
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid == —
73.0 18.00 18.50
m/z 41.00 63.56%
5000
129.0
29. 185.0 228.0
“ HH‘ hH H‘\ m ‘ \h‘ ‘\ | ‘\

ol e = B
miz--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 10,13-Octadecadienoic acid,... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.127 12.05 ng 1422670  Phenanthrene-d10 17.315
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99
4 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99

Abundance Scan 2693 (19.127 min): BM039235.D\data.ms (-2688) (- | m/z 67.00 100.00%

o

5000
09.1
‘ 19.00 19.50
263 1 I
0 ”‘ M‘“‘“ { ‘ 2201 PP 3060 3560 ./, g1.e5  85.02%
m/z--> 50 100 150 200 250 300 350
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0
5000 —— S
09.0 294.0 19.00 19.50
29. ‘ 4. m/z 55.00 62.13%
ol MH‘MMHH\H\ \h el 2‘2}0"0‘ ‘\L‘ B
m/z--> 50 100 150 200 250 300 350
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
.0

19.00 19.50
95.05 55.19%

5000

09.0
H H‘\ Hu H 1L 262.0

\\‘\\‘\\\\‘\“\\\“\\\\‘\
m/z--> 100 150 200 250 300 350

Abundance #191901 Methyl 10-trans,12-cis-octadecadienoate
67. 19.00 19.50

m/z 41.05 50.26%

0

5000
09.0 294.0

‘ 220.0
S0 1 WY i 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\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 8-Octadecenoic acid, methyl... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.156 6.14 ng 724737  Phenanthrene-di10 17.315
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 8-Octadecenoic acid, methyl este... 296 C19H3602 026528-50-7 99
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
3 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
4 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 99
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99

Abundance Scan 2698 (19.156 min): BM039235.D\data.ms (-2696) (- | m/z 55.00 100.00%

558.0
5000
M s
H

—
1 160.2 222 2264.1 19.00 19.50

A A 1 3060 395! n/z 69.10  67.23%

T
miz--> 50 150 200 250 300 350
Abundance #194444: 8-Octadecen0|c acid, methyl ester, (E)-
55.0
264.0
97.0

o

5000 - =
18.0 19.00 19.50
‘ 37,0 180.0 222.0 m/z 74.00 63.68%
oL \“h “‘ ;m“\‘dm‘ﬂm‘\\u“ \!\h -~ \\‘ SRTI “h’ e
miz--> 50 100 150 200 250 300 350
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (2)-
55.0
Py =
19.00 19.50
5000 m/z 41.05 59.99%

o

gl
m/z--> 50 100 150 200 250 300 350 JM\\

I
Abundance #194449: 9-Octadecenoic acid, methyl ester, (E)- — —
55.0 19.00 19.50

m/z 83.05 50.34%

5000

oL A1,
m/z--> 0 100 150 200 250 300 350 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.486 3.70 ng 497570  Chrysene-d12 21.497
Hit# of 5 Tentative ID MW MolForm CAS# 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 90
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2754 (19.486 min): BM039235.D\data.ms (-2750) (- | m/z 73.00 100.00%

=
19.50
5000 m/z 57.10 74.81%
Lo 1290 242.0
H\ ‘ ‘ 199.0
0 J“H‘h“ T ek “ e
50

5000 129.0 waNWMwWMA\MNWAWMJL
185.1
] ——
‘ 24T2 284.1 19.50
L3 bbb b L8408 0 4300 88.73%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
1290 284.0
5000p8.0 1
1850 2410 19.50
m/z 60.00 85.41%
0 HwMMHJ‘Mﬁ‘M h””k“ﬁ““\ SN
mi/z--> 50 100 150 200 250 300 350
Abundance #126202: Pentadecanoic acid
43.0

3

m/z--> 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid —
73.0 19.50
m/z 55.00 66.39%
5000
129.0
29. 185.0 228.0
0 ‘HM“ M‘H“ ‘M‘\‘ il “ i L, \u“ “\‘ \‘ — ‘\‘ L IS e . ‘ ;
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 5-Octadecene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.203 10.88 ng 1464210  Chrysene-d12 21.497
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Octadecene, (E)- 252 C18H36 007206-21-5 95
2 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 95
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91

Abundance Scan 3046 (21.203 min): BM039235.D\data.ms (-3042) (- | m/z 57.05 100.00%

57.0
5000

T
21.00 21.50

L?, -0208.0280.1355.1  461.1

O‘H‘uu‘wu“u‘wuu T I e m/z 43.05 81.96%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #138523: 5-Octadecene, (E)-
55.0
5000 —r —
21.00 21.50

m/z 55.05 71.00%

oLl 2520
‘\H\[HH‘HH‘HH‘\H\‘HH‘HH’HH‘\H\’HH‘HH’HH‘HH’H
m/z--> 0 50 100150200 250 300 350400450 500550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)-

57.0

T
21.00 21.50
5000 m/z 83.05 70.30%

L .0196.0
ol
mfz--> 0 50 100 150200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecy! ester T ‘
57.0 21.00 21.50

m/z 69.05 64.35%

i %Fn Ly 252.0 369.0 648.1

(UIEmER LY § N W OUSH RN -1 S —— ——
m/z--> 0 50 100 150200 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\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.139 10.72 ng 1443110  Chrysene-d12 21.497
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 99
2 1-Docosene 308 C22H44 001599-67-3 97
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94

Abundance Scan 3205 (22.138 min): BM039235.D\data.ms (-3198) (- | m/z 83.05 100.00%

83.0
5000

2200 2250
3.0 300.1
Olrrk "MH“&‘F“H'”““2‘3‘8]:‘["w‘H‘35‘9(‘1‘“‘1?’;7"2””“‘5"4?(‘ m/z 57.10  94.52%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244230: 1-Tetracosene
55.0

5000 — ——
22.00 22.50
125.0 m/z 55.85 92.72%
336.0
O‘\\‘\\‘\L‘M\“E‘H\“i\‘“\\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209741: 1-Docosene
55.0
—— —
22.00 22.50
5000 ITI/Z 97.05 89.97%

5.0
0k ““"‘J"Mh‘um_mw?"?‘?:9‘_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #215083: 1-Heneicosanol —— —
55.0 22.00 22.50

m/z 69.10  85.34%

5000
Al

M ‘u . 196.0 266.0
O e e e e e

T T
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\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 1,19-Eicosadiene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
22.862 3.03 ng 445073 Perylene-d12 23.915
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 93
2 Tetradecanal 212 C14H280 000124-25-4 93
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Octadecanal 268 C18H360 000638-66-4 91

Abundance Scan 3328 (22.862 min): BM039235.D\data.ms (-3325) (- | m/z 57.10 100.00%
57.1

-

5000
31 — —
22.50 23.00
251.0 326.9
0dﬁ|183.1417,0503.0 m/z 82.05 91.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171302: 1,19-Eicosadiene
55.0
5000

“ 7
22.50 23.00
m/z 43.10 81.63%

F?).O
LT 1940 2780

O‘\\\\[\\‘\\’\\\\“1\1\‘!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90089: Tetradecanal
57.0
— —
22.50 23.00
5000 ITI/Z 55.00 65.05%
‘ ’ 168.0
o_‘l‘ M“‘i,ju“hlmﬂuu_mWHwwu_m_mww
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176357: Oxirane, heptadecyl- “ —
82.0 22.50 23.00
m/z 96.00 61.90%
5000 WWMMJ\WNJ\WV
} ‘ 2.0 264.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
23.168 4.69 ng 690106  Perylene-di12 23.915
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 3380 (23.168 min): BM039235.D\data.ms (-3376) (- | m/z 57.05 100.00%

57.0
5000

-
171 252.1 23.00 23.50
‘ \‘\ J\ “ Jﬁ L1 1939

obrd b LLLy 3939 1 3581 4291 5350 m/z 71.e5  75.91%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194597: Pentadecane, 8-hexyl-
43.0

5000 T
23.00 23.50
m/z 43.10 59.91%

‘ 1&&0 19T0
O\\“\J\‘WJ‘\J‘\ﬂ\d\\\‘l\W\\‘!\\2T5’3\.9\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194595: Eicosane, 10-methyl-

57.0

T
23.00 23.50

5000 m/z 85.10 56.33%
154.0
o Al e s JJ\/L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #246483: Tetracosane T T
57.0 23.00 23.50

m/z 55.00 22.41%

127.0 338.0

J\ ‘\ J\J |‘ I‘ | d197.0 T T

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.221 10.23 ng 1504310  Perylene-di12 23.915
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 1-Heptacosanol 396 C27H560 002004-39-9 95
3 Nonacos-1-ene 406 C29H58 018835-35-3 94
4 1-Hexacosene 364 C26H52 018835-33-1 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 3389 (23.221 min): BM039235.D\data.ms (-3385) (- | m/z 57.10 100.00%
7.1

57.
5000 1111

192.9
- { L J‘h bt 28203364 4010 4762 .., g3 95  93.14%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0

5000 111.0

o

m/z 97.05 90.21%

\\“\M\“\\\\H‘“\l‘l\“\l““ﬁ\zl\o\‘\\\\2‘6\6\.\()\’\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0

o

23.‘00 23f50
5000 111.0 m/z 43.10 81.78%
0 — \“\ | ‘ : ylh ‘ “ ‘“‘ 1“‘];“‘6‘{.“()‘ ‘2\2\2\'\0‘2\7\\8'\0’ TT T ‘3‘7“8.‘()‘ T ‘ T \/\/j\/L
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #306022: Nonacos-1-ene e e
57.0 23.00 23.50

m/z 55.05 81.38%

5000 111.0 V/\\J\/\\M
‘ L 1‘\ 167.0 406.0

opr b e S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acq On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Heneicosane, 11-pentyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
24.521 7.44 ng 1094000 Perylene-di12 23.915
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3610 (24.521 min): BM039235.D\data.ms (-3605) (- | m/z 57.10 100.00%
57.1
o JL
LN T
} \1 197.1 267.0 2450
ol ML 2972 2670 6524714890549, 0 711 73.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275552: Heneicosane, 11-pentyl-
43.0
5000 —— :
24.50
224.0 ITI/Z 43.10 56.27%
295.0
O \\J‘\I}\\\\\‘ﬂs\}\og‘\\\\‘f\’\f{\\f\“\\\:\3‘6\4\.9‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
LN T
24.50
5000 m/z 85.10 54.76%
239 0
NI D T S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T !
57.0 24.50
m/z 55.00 21.92%
v L\JU\/\J\
o \‘ || 270 1970 2670  367.0
H"H"_"w"H"H"H“_“w“u“u“u“_“w‘ P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM033023\
Data File : BM@39235.D

Acqg On : 30 Mar 2023 20:22
Operator : CG/JU

Sample : 02117-01

Misc

ALS vial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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-Pentanone, 4-... 5.016 37.0 ng 2190340 1  7.922 1183790 20.0
Safrole 12.192 3.9 ng 314848 2 10.733 1636680 20.0
Hexadecanoic ac... 17.986 2.5 ng 296958 4 17.315 2360350 20.0
n-Hexadecanoic ... 18.209 10.0 ng 1183220 4 17.315 2360350 20.0
10,13-Octadecad... 19.127 12.1 ng 1422670 4 17.315 2360350 20.0
8-Octadecenoic ... 19.156 6.1 ng 724737 4 17.315 2360350 20.0
Octadecanoic acid 19.486 3.7 ng 497570 5 21.497 2691960 20.0
5-Octadecene, (E)- 21.203 10.9 ng 1464210 5 21.497 2691960 20.0
1-Tetracosene 22.139 10.7 ng 1443110 5 21.497 2691960 20.0
1,19-Eicosadiene 22.862 3.0 ng 445073 6 23.915 2941900 20.0
Pentadecane, 8-... 23.168 4.7 ng 690106 6 23.915 2941900 20.0
1-Heneicosanol 23.221 10.2 ng 1504310 6 23.915 2941900 20.0
Heneicosane, 11... 24.521 7.4 ng 1094000 6 23.915 2941900 20.0
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