LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc :

ALS Vvial : 14 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-BM031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@44607.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.599 421 427 454 rW 986266 4735714 2.06% 0.395%
2 6.616 589 600 619 rBv2 960252 2440797 1.06% 0.203%
3 7.798 789 801 818 rBV2 20041743 158257777 68.94% 13.192%
4 8.581 906 934 937 rVB 2138573 11172909 4.87% ©0.931%
5 8.928 984 993 1010 rVB 1750333 4458099 1.94% 0.372%
6 9.316 1011 1059 1062 rBV 4637556 32855414 14.31% 2.739%
7 10.210 1154 1211 1212 rBV4 6780539 67349723 29.34% 5.614%
8 10.463 1247 1254 1258 rBV 1316816 2954796 1.29%  0.246%
9 12.828 1618 1656 1660 rBV 9537731 62912056 27.40% 5.244%
10 12.975 1674 1681 1685 rBV 5359164 8763987 3.82% 0.731%
11 13.033 1685 1691 1704 rVB 3136533 6137804 2.67% 0.512%
12 14.010 1851 1857 1865 rBV3 1301248 2443511 1.06% 0.204%
13 14.351 1906 1915 1924 rVV 1868887 2898508 1.26% 0.242%

14 15.051 1984 2034 2039 rBV6 19628844 229565967 100.00% 19.136%
15 15.851 2163 2170 2177 rBV3 2677366 4886542 2.13% 0.407%

16 15.916 2177 2181 2194 rVB 1680370 2657283 1.16% 0.222%
17 16.286 2237 2244 2248 rBV 12798860 22001243 9.58% 1.834%
18 16.333 2248 2252 2257 rVV 19940023 37780852 16.46% 3.149%
19 16.386 2257 2261 2273 rVV 15734061 26230808 11.43% 2.187%
20 16.586 2277 2295 2311 rVV 14448884 43867074 19.11% 3.657%

21 16.886 2341 2346 2361 rVB2 1641629 3488565 1.52% ©.291%
22 17.104 2378 2383 2390 rVB2 1946383 3063702 1.33% 0.255%
23 18.027 2534 2540 2561 rBV 6748139 14803433 6.45%  1.234%
24 18.451 2607 2612 2614 rBV2 1624454 2365796 1.03% ©0.197%
25 18.504 2614 2621 2625 rVV 10318636 19988317 8.71% 1.666%

26 18.562 2625 2631 2651 rVV 3141392 12819274 5.58% 1.069%
27 18.951 2692 2697 2705 rVB 5627606 8685802 3.78% ©.724%
28 19.192 2734 2738 2741 rBV 3106888 4677366 2.04%  ©.390%
29 19.362 2763 2767 2772 rVB2 3299722 4132115 1.80% 0.3447%
30 19.492 2785 2789 2791 rBV2 4260591 5385817 2.35% 0.449%

31 19.521 2791 2794 2797 rVB 3895818 4640892 2.02% ©.387%
32 19.651 2811 2816 2826 rVB2 13339035 19555544  8.52% 1.630%
33 19.751 2828 2833 2835 rBV 8701447 14437824 6.29% 1.204%
34 19.815 2840 2844 2849 rVB2 1983792 3042675 1.33% 0.254%
35 20.068 2884 2887 2893 rVB 4287318 5086515 2.22% 0.424%

36 20.209 2906 2911 2915 rBV 10876553 14414245 6.28% 1.202%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc :

ALS Vvial : 14 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-BM031324.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 20.721 2994 2998 3002 rVB 10156306 12287899 5.35% 1.024%
38 20.892 3013 3027 3031 rVB 14411832 51733668 22.54% 4.312%
39 21.045 3048 3053 3057 rBV 8856497 10999674 4.79% 0.917%
40 21.203 3076 3080 3085 rBV 10729120 12559421 5.47% 1.047%

41 21.839 3177 3188 3191 rBV3 15322465 33676378 14.67% 2.807%
42 21.868 3191 3193 3198 rVV 2273832 3177368 1.38% 0.265%
43 21.927 3198 3203 3210 rVB 14788577 21874847 9.53% 1.823%
44 22.239 3252 3256 3269 rVB 2721183 4619980 2.01% ©.385%
45 22.868 3359 3363 3367 rVB 2111407 3000011 1.31% ©.250%

46 22.974 3368 3381 3383 rBV4 17227099 47153605 20.54% 3.931%

47 23.080 3394 3399 3415 rVB 4280526 7165791 3.12% ©.597%
48 23.297 3429 3436 3443 rBV 8121689 14413333 6.28% 1.201%
49 23.550 3473 3479 3493 rVB2 1821001 3880267 1.69% 0.323%
50 24.291 3597 3605 3619 rVB 5743452 13242323 5.77% 1.104%
51 24.797 3682 3691 3704 rVB 7687361 18275504 7.96% 1.523%
52 25.891 3869 3877 3886 rBV2 2068431 5724024  2.49% 0.477%
53 26.333 3943 3952 3964 rVB 1685745 4963744 2.16% 0.414%
54 26.527 3977 3985 3991 rBV2 2003584 6103971 2.66% ©.509%
55 26.674 4003 4010 4027 rVB 4013259 12395995 5.40% 1.033%
56 27.703 4165 4185 4186 rBV 6438300 26775831 11.66% 2.232%

57 28.979 4389 4402 4419 rVB2 2541352 10656497 .64%  ©.888%

N

Sum of corrected areas: 1199638877
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM044607.D\data.ms
2.5e+07

7.798
2e+07

1.5e+07
le+07

5000000

5.599 6.616

A
O L ‘ L ‘ L ‘ L ’ L ‘ L ‘ L ‘ T ‘ L ‘ T rTT ‘ L ’ L ’ L ‘ T T 17T ‘ L ‘ T T ‘ T T ‘ T
Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 1050 11.00 11.50

Abundance TIC: BM044607.D\data.ms
2.5e+07

16,386

1.5e+07 £6-586
16.286
18.504

1e+07 12.828

2.975
5000000

033 15.851
14.014%351 13916

) S S O L == —

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BM044607.D\data.ms
2.5e+07

2e+071{20.892 21.839 22.974
1.5e+07]

1le+07 23.297

24.797

27.703
24.201
26.674
23,550 25.801 g% 28.979

0 L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ’ L \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

5000000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Hexanoic acid, 2-ethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.316 222.39 ng 32855400 Naphthalene-d8 10.510

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
2 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 53
3 Acetic acid, diethyl- 116 C6H1202 000088-09-5 53
4 2-Ethyl-4-methylpentanoic acid 144 C8H1602 000108-81-6 50
5 Octanoic acid, 2-methyl-, methyl... 172 C10H2002 002177-86-8 43

o

R

Abundance Scan 1059 (9.316 min): BM044607.D\data.ms (-1011) (-) m/z 73.00 100.00%
73.0
5000 A
R ERRREEEREEE L
J 16.0 9.00 9.20 9.40 9.60
JSSPULA L 2069 2669 3551 .., g7.95  g83.00%
m/z--> 50 100 150 200 250 300 350
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
5000{ 41.0 R RARE mEaes nan
9.00 9.20 9.40 9.60
m/z 41.00 34.58%
0' ‘L\h\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance 35335: Heptanoic acid, 2-ethyl-
.0
R RREE AR RS S
9.00 9.20 9.40 9.60

5000 m z 57.05 32.20%
41.0
SR B
m/z--> 50 100 150 200 250 300 350
Abundance #9193: Acetic acid, diethyl- o BARRNEEEEN SE s
43.0 88.0 9.00 9.20 9.40 9.60

m/z 87.00  25.20%

5000 A
0! ‘ ‘\‘\ |

m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Octanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.210 455.87 ng 67349700 Naphthalene-d8 10.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanoic acid 144 C8H1602 000124-07-2 97
2 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50
3 Pentanoic acid 102 C5H1002 000109-52-4 50
4 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 50
5 Hexanoic acid 116 C6H1202 000142-62-1 49
Abundance Scan 1211 (10.210 min): BM044607.D\data.ms (-1154) (- | m/z 60.00 100.00%
60.0
5000 /
101.0 b
m ‘ ‘ H ‘ 9.0 ) 10.00 10.50
Obrrepreladldl o, 1290, 163.9 2068 2665y, 7300 69.66%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #24056: Octanoic acid
60.0
5000 SR R
10.00 10.50
101.0 %
20.0 ‘ m/z 43.00 42.74
OH\’\H\\W\\“”“\‘\‘\‘\“‘H‘H\”‘\H‘\];\z%.\(’)uu‘uu‘\H\‘HH’HH’HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25222: Propanedioic acid, propyl-
60.0
—— =y
10.00 10.50
5000 m/z 41.00 38.73%
29.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #4774 Pentanoic acid T =
60.0 10.00 10.50
m/z 55.00 34.13%
5000
29.0
O 01O L
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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-Decanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.828 434.10 ng 62912100  Acenaphthene-d10 14.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 91
2 Heptanoic acid 130 C7H1402 000111-14-8 47
3 Hexanoic acid 116 C6H1202 000142-62-1 47
4 Octanoic acid 144 C8H1602 000124-07-2 47
5 Pentanoic acid 102 C5H1002 000109-52-4 43

Abundance Scan 1656 (12.828 min): BM044607.D\data.ms (-1618) (- m/z 59.95 100.00%

60.0
5000 1290
— —
‘ # 1721 12.50 13.00
oL AL B0y |\ 17212069 2669  326. ./ 73,09 93.52%
m/z--> 50 100 150 200 250 300
Abundance #46961: n-Decanoic acid
60.0
5000 — —
129.0 12.50 13.00
m/z 41.05 52.20%
172.0
0184;L ‘H“ ”“\”H\S‘r‘pw\ t \“ T \‘\ L L B B
m/z--> 50 100 150 200 250 300
Abundance #15393: Heptanoic acid
60.0
— ——=
12.50 13.00
5000 m/z 55.00  48.53%
m/z--> 50 100 150 200 250 300
Abundance #9149: Hexanoic acid — =
60.0 12.50 13.00
m/z 43.05 46.92%
) M
omwtulbg-o S
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Dodecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.051 1584.03 ng 229566000  Acenaphthene-dile 14.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 62
3 Undecanoic acid 186 C11H2202 000112-37-8 59
4 Octanoic acid 144 C8H1602 000124-07-2 49
5 Nonanoic acid 158 C9H1802 000112-05-0 46
Abundance Scan 2034 (15.051 min): BM044607.D\data.ms (-1984) (- m/z 73.00 100.00%
3.0
5000
129.0
R
*7L1 15.00
ol STOUMM L LWL L 24322829 3400 /7 co.e0  88.42%
miz-> 50 100 150 200 250 300
Abundance #75716: Dodecanoic acid
60.0
5000 — ‘
129.0 15.00
m/z 55.05 56.20%
| [ fre
Olwswd\ ‘\”‘H\“h““ 1‘“\ “1“ 2 \‘ T l LN B
miz-> 50 100 150 200 250 300
Abundance #46961: n-Decanoic acid
60.0
R
15.00
5000 m/z 41.05 56.14%
129.0
172.0
LN O
miz--> 50 100 150 200 250 300
Abundance #60691: Undecanoic acid —
60.0 15.00
m/z 43.05 54.87%
5000
129.0
‘ ‘ ‘ 186.0
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 1-Octanol, 5,7,7-trimethyl-... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.286 143.63 ng 22001200  Phenanthrene-d1e 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 80
2 Hexanoic acid, 3,5,5-trimethyl-,... 354 C23H4602 1000406-26-8 50
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 50
4 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 50
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 50
Abundance Scan 2244 (16.286 min): BM044607.D\data.ms (-2237) (- | m/z 57.05 100.00%
57.0
- /\/\/L
1600 1650
97.0 140.1 . .
196.2
(- ““‘w‘l‘ bbb ST 2852 3409 nyz a1.05  14.73%
miz--> 50 100 150 200 250 300 350
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 P ~
16.00 16.50
m/z 83.10 12.76%
97.0 140.0
O]TS\Q \H“\ N \“\h“ \‘“\“\ 1‘ “\ TT \ﬁlw‘3\0\ \25‘5\0\\ L
miz--> 50 100 150 200 250 300 350
Abundance #264209: Hexanoic acid, 3,5,5-trimethyl-, tetradec-4-yl es
57.0 141.0
- L
16.00 16.50
5000 m/z 69.05 11.80%
103.0
‘ ‘ 196.0
obbd bbby L
m/z--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)- 4~j\‘ ‘ =
57.0 16.00 16.50
m/z 55.05 11.38%
7.0
5000
ol ‘u“\ | 1390 1820 0000 2800 [
m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 6 Trifluoroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.333 246.63 ng 37780900  Phenanthrene-d1e 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 90
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 50
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 47
4 1-Dodecanol, 3,7,11-trimethyl- 228 C15H320 006750-34-1 47
5 Tetratriacontyl heptafluorobutyrate 691 C38H69F702 1000351-84-1 47
Abundance Scan 2252 (16.333 min): BM044607.D\data.ms (-2248) (- | m/z 57.10 100.00%
57.1
- /\/\j\/L
— —
¥ | ‘ 1402 513, 16.00 16.50
ol by ‘wl_m_“2‘5?"3”_”35‘5‘-9”_‘ m/z 41.10  15.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 —t -
16.00 16.50
m/z 83.10 14.91%
140.0
O\\‘\\U“ M\“\h“\‘“\‘\\“\\\\2‘]_\‘3\(\)\‘2\7\0\0\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #228955: Trifluoroacetic acid, pentadecyl ester
57.0
A‘ T T ‘ T
16.00 16.50
5000 11.0 m/z 69.10 12.77%
oL, 1970 2550 3060
m/z--> 50 100 150 200 250 300 350 400
Abundance #318054: Nonadecy! pentafluoropropionate A — ~——
57.0 16.00 16.50
m/z 55.10 12.23%
) I JJ\MW
oL \\ 11340 2100 2003110 war ||\
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 7 Carbonic acid, dodecyl viny... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.386 171.24 ng 26230800 Phenanthrene-di1e 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 72
2 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 59
3 2- Bromopropionic acid, decyl ester 292 C13H25Br02 026072-74-2 50
4 Carbonic acid, but-2-yn-1-yl pen... 324 C20H3603 1010383-21-0 50
5 Carbonic acid, but-2-yn-1-yl eic... 394 C25H4603 1000383-21-4 50
Abundance Scan 2261 (16.386 min): BM044607.D\data.ms (-2257) (- | m/z 57.10 100.00%
57.1
- M
— ~—
‘ ‘ ‘ 401 2132 ‘ 16.00 16.50
ol L1 Hh bl D ATOLE0SE 2863 3264 nyy 41,05 15.02%
mfz--> 50 100 150 200 250 300
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0
5000 — r
16.00 16.50
m/z 83.10 14.73%
97.0 1400
L S P ool B
miz--> 50 100 150 200 250 300
Abundance #143304: Carbonic acid, dodecyl vinyl ester
57.0
A‘ T T ‘ T
16.00 16.50
5000 m/z 69.10 12.67%
1] %
(TS I [ S S E—
miz--> 50 100 150 200 250 300
Abundance #188430: 2- Bromopropionic acid, decyl ester j\‘ : N
57.0 16.00 16.50
m/z 55.05 12.01%
000 970
5 140.0
L LLLLLL | oy ML)
m/z--> 50 100 150 200 250 300 16.00 16.50

8270-BM031324.M Thu Mar 14 16:28:44 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Tetradecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.586 286.37 ng 43867100  Phenanthrene-di10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 80
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Undecanoic acid 186 C11H2202 000112-37-8 72

Abundance Scan 2295 (16.586 min): BM044607.D\data.ms (-2277) (- m/z 73.00 100.00%
.0

73
5000 129.0
185.1
228.2 16.50
o2 wh\“ Al e sea L ep.00 90.67%
50

miz--> 100 150 200 250 300 350

Abundance #109282: Tetradecanoic acid
.0

73
50001 29. 129.0 228.0 iGSd
‘ 185.0 m/z 43.05 71.95%
0 — ‘\‘ ‘HH‘ ‘\m‘“ “M‘\‘ u‘\ “ ‘ L m‘\ . \‘ — \‘ e RS Ao
50

miz--> 100 150 200 250 300 350

Abundance #92069: Tridecanoic acid
73.

—

F

N

16.50
5000 129.0 m/z 55.05 62.03%
29. 171.0
‘ 214.0
ok “M wm‘“ T ‘ ——
50

-

m/z--> 100 150 200 250 300 350
Abundance #75716: Dodecanoic acid T
60.0 16.50

m/z 57.10 61.64%
5000 129.0
71.0

015& *

m/z--> 50 100 150 200 250 300 350 16.50

8270-BM031324.M Thu Mar 14 16:28:46 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00

Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 n-Hexadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
18.027 96.64 ng 14803400  Phenanthrene-d1e 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid

2 Tridecanoic acid

3 Pentadecanoic acid

4 Tetradecanoic acid

5 8-Methylnonanoic acid

256 C16H3202
214 C13H2602
242 C15H3002
228 C14H2802
172 C10H2002

000057-10-3 99
000638-53-9 95
001002-84-2 94
000544-63-8 87
005963-14-4 64

Abundance Scan 2540 (18.027 min): BM044607.D\data.ms (-2534) (-
73.0

5000

5000 129.0
213.2
) T T e
oL 36 Hu uh\\ H‘\ u \ ‘ ‘ ‘ \ - ‘ — ??Zp .
mi/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

I

129.0

171.0 213.0 256.0

HH‘ \\h”\ ‘H
100 150 200 250 300 350

m/z 73.00 100.00%

%

18.00

m/z 60.00

[

18.00

m/z 43.05

O \\\\1\\‘\\\\’\\\\‘\
m/z-->
Abundance #92069: Tridecanoic acid
73.0
R
18.00
5000 129.0 ITI/Z 57.10 67.60%
29. 171.0
‘ 214.0
0 “ \\Hdh”m\u\\‘\ ‘h“ ‘ “‘\““““"““‘
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid . ‘
73.0 18.00
m/z 55.00 67.00%
5000 129.0
29.
‘ 199.0 2420
ALY 1Y VY N e
m/z--> 50 100 150 200 250 300 350 18.00

8270-BM031324.M Thu Mar 14 16:28:48 2024

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Methyl valerate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.504 130.49 ng 19988300  Phenanthrene-d1e 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl valerate 116 C6H1202 000624-24-8 50
2 Octanamide, N,N-bis(2-hydroxyeth... 231 C12H25NO3 003077-30-3 43
3 Propanoic acid 74 C3H602 000079-09-4 40
4 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 33
5 2-Amino-4-methyl-4-pentenoic acid 129 C6H11NO2 1010133-00-5 33
Abundance Scan 2621 (18.504 min): BM044607.D\data.ms (-2614) (+ | m/z 74.05 100.00%
74.0
5000 l
18.50 |
127.1 188.1 :
ol bl F57S 77723302810 3881 429 nu 5795 26.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #9152: Methyl valerate
74.0
5000 ——
29. 18.50
m/z 55.00 10.99%
O\‘\“‘x“\h““\\\”\“\H\‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #112496: Octanamide, N,N-bis(2-hydroxyethyl)-
74.0
RN
18.50
5000 m/z 43.05 10.03%
188.0
oLBgll e Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #937: Propanoic acid 7 |
28.0 74.0 18.50
m/z 41.05 9.90%
m/z--> 50 100 150 200 250 300 350 400 18.50

8270-BM031324.M Thu Mar 14 16:28:50 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 Oxazolidine, 3-ethyl-2,2-di... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.562 83.68 ng 12819300  Phenanthrene-d1e 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxazolidine, 3-ethyl-2,2-dimethyl- 129 C7H15NO 057817-78-4 50
2 .alpha.-Propylaminopentiophenone 219 C14H21NO 747345-91-1 40
3 DL-Leucinamide, N,N,N'N’'-tetrame... 186 C10H22N20 1000453-48-6 40
4 1-[[2-[Butylamino]butyl]imino]-7... 517 C27H30C13N30  144155-60-2 40
5 3-Pyrazolidinone, 1,4-dimethyl 114 C5H1ON20 006716-36-5 38
Abundance Scan 2631 (18.562 min): BM044607.D\data.ms (-2625) (1 m/z 114.00 100.00%
114.0
5000 —J\\
18.50 |
41.0 .
226.2
- L L 11681 <07 281.0327.0 4290 /7 99.00  18.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14908: Oxazolidine, 3-ethyl-2,2-dimethyl-
114.0
5000 N :
44.0 18.50
' m/z 112.00  14.65%
O “J
m/z--> 50 100 150 200 250 300 350 400
Abundance #97771: .alpha.-Propylaminopentiophenone
114.0
U T
18.50
5000 m/z 70.05 9.82%
43.0
S D T
m/z--> 50 100 150 200 250 300 350 400
Abundance #60554: DL-Leucinamide, N,N,N'N'-tetramethy!- = ‘
114.0 18.50
m/z 41.00 8.48%
5000
58.
m/z--> 50 100 150 200 250 300 350 400 18.50

8270-BM031324.M Thu Mar 14 16:28:51 2024 Page: 14



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\

Library Search Compound Report

BM044607.D

: 13 Mar 2024 21:00
: MA/JU

: P1723-02

: 14  Sample Multiplier: 1

Quant Title

TIC Libra

ry

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Carbonic acid, 2-ethylhexyl... Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
18.951 56.70 ng 8685800  Phenanthrene-d10 17.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Carbonic acid, 2-ethylhexyl nony... 300 C18H3603 1000383-13-6 53
2 Carbonic acid, allyl 2-ethylhexy... 214 C12H2203 1000357-80-6 50

3 Acetic acid, 2-ethylhexyl ester 172 C10H2002 000103-09-3 49
4 Carbonic acid, 2-ethylhexyl unde... 328 C20H4003 1000383-13-8 46
5 Dodecanoic acid, isooctyl ester 312 C20H4002 084713-06-4 43
Abundance Scan 2697 (18.951 min): BM044607.D\data.ms (-2692) (! | m/z 57.10 100.00%
57.1
w0 o e /{\¥Jy,m¢JkAJAﬁN/V\\
e
19.00
oL L J“U‘w b L, ,‘“2‘2“?'?‘ 2831 3421 4150 n/z 70.05  83.95%
m/z--> 50 100 150 200 250 300 350 400
Abundance #199835: Carbonic acid, 2-ethylhexyl nonyl ester
r1.0
5000 1
118.0 19.00
m/z 71.10 65.40%
29.
O\“‘\‘\"\"\‘\h‘\”\h\\‘\\1\8\9.’0\\\\‘\\\\‘\\\\‘\\\\’\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #91853: Carbonic acid, allyl 2-ethylhexyl ester
57.0
e
19.00
5000 ITI/Z 43.10 59.05%
112.0
o4 S
m/z--> 50 100 150 200 250 300 350 400
Abundance #47064: Acetic acid, 2-ethylhexyl ester ——
70.0 19.00
m/z 112.05 48.36%
5000
112.0
m/z--> 50 100 150 200 250 300 350 400 19.00

8270-BM031324.M Thu Mar 14 16:28:53 2024
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
BM044607.D

: 13 Mar 2024 21:00
: MA/JU
: P1723-02

14

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 unknown20.892 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
20.892 82.38 ng 51733700  Chrysene-d12 21.303
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanamide, N,N-bis(2-hydroxye... 287 C16H33NO3 000120-40-1 43
2 2-(N-Methylamino)-3,7,11-trimeth... 273 C16H35NO2 1000432-26-9 42
3 2-Methylheptanoic acid 144 C8H1602 001188-02-9 36
4 1,2,3,4-Undecanetetrol, [2R-(2R*... 220 C11H2404 137036-71-6 36
5 Dodecanoic acid, 2-methyl- 214 C13H2602 002874-74-0 36

Abundance Scan 3027 (20.892 min): BM044607.D\data.ms (-3013) (- | m/z 74.05 100.00%
74.0
5000 Jxﬂj/k
2050 2100
244.2 : :
ol k2470 P2 34034030 4760 599 w/; 104,05  15.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #182793: Dodecanamide, N,N-bis(2-hydroxyethyl)-
74.0
5000 — ——
20.50 21.00
m/z 43.10 12.27%
’ 147.0 24?'0
O \\W““"f”!f‘”\‘%‘u\l%W‘H\1\\‘\\'\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #164921: 2-(N-Methylamino)-3,7,11-trimethyl-1,3-dodeca
74.0
P e
20.50 21.00
5000 m/z 55.05 11.60%
242.0
Okt e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24087: 2-Methylheptanoic acid — ——
74.0 20.50 21.00
m/z 57.10 11.48%
h JUL/JLL
L ‘ 144.0
TR — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00

8270-BM031324.M Thu Mar 14 16:28:55 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 14 4-Hydrazono-5-hydroxyimino-... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.974 243.04 ng 47153600 Perylene-di12 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hydrazono-5-hydroxyimino-4,5,6... 197 C6H7N503 303194-86-7 90
2 Oxiraneoctanoic acid, 3-octyl-, ... 410 C26H5003 000141-38-8 59
3 12-Hydroxy-octadecanoic acid, oc... 412 C26H5203 074819-90-2 49
4 Carbonic acid, dodecyl 2-ethylhe... 342 C21H4203 1000383-13-9 46
5 Carbonic acid, 2-ethylhexyl hexa... 398 C25H5003 1000383-14-3 46

Abundance Scan 3381 (22.974 min): BM044607.D\data.ms (-3368) (- | m/z 197.15 100.00%

57.1 197.2
5000
‘ 23.00
265.3 .
327.3
o“uu“hk””JHM«‘M"WJHM‘HuW‘39?§“ﬁ7%}5§5f m/z 57.10  90.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #72770: 4-Hydrazono-5-hydroxyimino-4,5,6,7-tetrahydrok
65.0 197.0
5000 U
23.00
} 12[0 m/z 55.05  78.99%
0‘\\\\\“\hm}m\l\\”\IWJ\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308163: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl est

N

57.0
\
197.0 23.00
5000 m/z 71.10 78.20%
283.0
0 brhi ‘ 1W“”“"um,wmme*wg"f“o"puWm_m_m‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance  #309385: 12-Hydroxy-octadecanoic acid, octyl ester —
197.0 23.00

55.0
m/z 97.10  50.39%
5000
112.0 327.0
oﬂl’NMMIV}‘?‘394O -
m/z—-> 0 50 100 150 200 250 300 350 400 450 500 23.00

8270-BM031324.M Thu Mar 14 16:28:56 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 15 Cyclotetradecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
23.297 74.29 ng 14413300  Perylene-di12 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 95
2 Myristyl myristate 424 (C28H5602 003234-85-3 94
3 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 91
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 89
Abundance Scan 3436 (23.297 min): BM044607.D\data.ms (-3429) (- | m/z 229.15 100.00%
57. 229.2
5000
— —
L H ‘ 4245 23.00 23.50
omm ‘ ww Ay, 325 fes 534 nmyz 57.10  98.43%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71733: Cyclotetradecane
55.0
5000 — ——
23.00 23.50
111.0 m/z 43.05 85.08%
U, e
0\\\1‘f\\\’\\\l\l‘\l\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #315336: Myristyl myristate
570 229.0
— —
23.00 23.50
5000 m/z 55.00 63.23%
168. O
424 0
m/z--> 50 lOO 150 200 250 300 350 400 450 500
Abundance #143665: 1-Hexadecanol, 2-methyl- — =
57.0 23.00 23.50
m/z 83.05 54.22%
- J\M
L [ T i V) VO | B
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50

8270-BM031324.M Thu Mar 14 16:28:58 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 16 Glycerol tricaprylate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

24.291 68.25 ng 13242300  Perylene-di12 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycerol tricaprylate 470 C27H5006 000538-23-8 64
2 Octanoic acid, 1-(hydroxymethyl)... 344 C19H3605 060514-48-9 53
3 1,2-Dioctanoyl-sn-glycerol, 0O-ac... 386 C21H3806 1000452-09-1 50
4 Caprylic anhydride 270 C16H3003 000623-66-5 50
5 3-Fluoro-5-methoxypyridine 127 C6H6FNO 1060801-62-8 47

Abundance Scan 3605 (24.291 min): BM044607.D\data.ms (-3597) (- | m/z 127.10 100.00%

127.1
57.1
5000
—— —
‘ 2011 1 7 24.00 24.50
Oferdbdid L PO | ] 396.3 462.9 536.0 /7 57.10  74.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #331809: Glycerol tricaprylate
127.0
57.0
5000 — —
24.00 24.50
m/z 155.10  39.13%
‘ 201.0 327.0
ob bt o p69.0 | 397.0
‘\\\!’1!f\[l\!\‘WT\\[\W\\‘\T\\‘\\T\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #253380: Octanoic acid, 1-(hydroxymethyl)-1,2-ethanediy
127.0

— —
51.0 24.00 24,50
5000 m/z 43.10  25.17%

187.0
el 25503130

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

Abundance #292477: 1,2-Dioctanoyl-sn-glycerol, O-acetyl-
127.0 24.00 24.50

m/z 55.00 18.60%

o

o

57.0
5000

243.0

0\‘“"\r““"H\““H\El‘s‘swq‘”\\“‘?\129\‘”w”w”w”w

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50

5

8270-BM031324.M Thu Mar 14 16:28:59 2024 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 17 1-Decanol, 2-hexyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.797 94.20 ng 18275500  Perylene-di12 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 94
2 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 87
3 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 81
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 76
5 2-Hexyldecyl acetate 284 C18H3602 082409-75-4 64
Abundance Scan 3691 (24.797 min): BM044607.D\data.ms (-3682) (- | m/z 57.10 100.00%
57.1
257.1 T 1
‘ . T‘l 196.2 ‘ ‘ 24.50 25.00
ob AMRAERLLL 982 | | 3233 3013 4623 549, 43 05 60.27%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126383: 1-Decanol, 2-hexyl-
57.0
5000 — —
24.50 25.00
m/z 71.10 58.70%
i h 2210
O\\\‘\\\\‘\\\1\“‘\\\\‘\\l\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161356: 1-Dodecanol, 2-hexyl-
57.0
= —
24.50 25.00
5000 m/z 55.00 43.67%
% 0
oLtbUAlLaez0 2520
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #214920: 2-Hexyldecyl isobutyrate —— —
43.0 24.50 25.00
m/z 83.05 41.33%
5000 111.0 \/XJAV/\/
oL 280 e W ONA N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 18 2-Octyldodecyl butyrate Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
26.674 63.89 ng 12396000 Perylene-di12 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
2 2-Octyldodecyl butyrate 368 C24H4802 1000368-55-2 90
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 81
4 2-Hexyldecyl isobutyrate 312 C20H4002 1000368-55-3 76
5 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 74
Abundance Scan 4010 (26.674 min): BM044607.D\data.ms (-4003) (- | m/z 57.10 100.00%
57.1
5000 j\(/v\/L
—— —
‘ ‘ 139.1 242 285.3 26.50 27.00
0 mﬂ“'wumw}w' N | . 354.3414.44751535.  n/z 43.05  60.56%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #126383: 1-Decanol, 2-hexyl-
57.0
5000 e —
26.50 27.00
m/z 71.10 56.40%
125.0
ULy, 2280
O\\\l‘\\\‘\\\1“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #277544: 2-Octyldodecyl butyrate
71.0
—— —
26.50 27.00
5000 m/z 55.00 41.52%
‘ 139.0
280.0
ol-LLAL LM\H Lo I —
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161356: 1-Dodecanol, 2-hexyl- — —
57.0 26.50 27.00
m/z 85.10  38.80%
5000 //JV\/\\
0 1820 2520 2SS
m/z--> 50 100 150 200 250 300 350 400 450 500 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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 19 unknown27.703 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
27.703 138.01 ng 26775800  Perylene-di12 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octanol, 5,7,7-trimethyl-2-(1,... 270 C18H380 036400-98-3 50
2 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 46
3 Octane, 3,5-dimethyl- 142 C1leH22 015869-93-9 43
4 Isobutyl tetradecyl carbonate 314 C19H3803 959275-58-2 38
5 Carbonic acid, decyl dodecyl ester 370 C23H4603 1000383-16-1 38

Abundance Scan 4185 (27.703 min): BM044607.D\data.ms (-4165) (- | m/z 57.10 100.00%

57.1
5000

| MO, 2750  28.00
Al 2022561 342.1 41214761539 . 7165 13.82%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #161364: 1-Octanol, 5,7,7-trimethyl-2-(1,3,3-trimethylbuty
57.0

5000 - —
27.50 28.00

m/z 83.10 11.75%

140.0
‘\\‘\\““\“\h\h‘\‘I\J‘\J\“l\\\%?‘E'f)\z‘?\o\.\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #59063: Undecane, 4,6-dimethyl-
57.0

R T
27.50 28.00

o

o

5000 m/z 85.10 11.28%
o lllpaze
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #22092: Octane, 3,5-dimethyl- = T
57.0 27.50 28.00

m/z 69.05 10.65%

5000 Af/\w
\’ J ‘ ||| [142.0

0 b et S e e — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 27.50 28.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00

Operator : MA/JU

Sample : P1723-02

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM031324.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 20 Cyclohexadecane, 1,2-diethyl- Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
28.979 54.93 ng 10656500  Perylene-di12 23.550
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 90
2 1-Dodecanol, 2-octyl- 298 C20H420 005333-42-6 81
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 76
4 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 76
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 68

Abundance Scan 4402 (28.979 min): BM044607.D\data.ms (-4389) (- | m/z 57.10 100.00%
57.1
5000 /\\~\\/ﬁ//ﬂ\h\¥/ﬂ\
257.1 T T T T
139.1 1 1 1 1 1
‘ ‘3‘9 196.2 { 3251 28.6028.8029.0029.20
ol Al ‘4 LA1L1962 | | | 3251 41944760536 1/, 43.09 59.13%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #173738: Cyclohexadecane, 1,2-diethyl-
43.0
280.0
5000 110 L L B B
28.6028.8029.0029.20
m/z 71.10 58.11%
O ‘f\‘fl‘l}Ai;\Zfz?\O[‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #197438: 1-Dodecanol, 2-octyl-
57.0
Lo
28.6028.8029.0029.20
5000 m/z 97.05 45 .84%
125
\ WL 182 0 2800
0 W%‘ ‘ﬂﬂﬂﬂ‘m‘_“W‘m“H“_‘H“H“H‘W“H‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #161356: 1-Dodecanol, 2-hexyl- R
57.0 28.6028.8029.0029.20
m/z 55.00 44.69%
0 120 2520
m/z--> 50 100 150 200 250 300 350 400 450 500 28.6028.8029.0029.20
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31324\
Data File : BM@44607.D

Acqg On : 13 Mar 2024 21:00
Operator : MA/JU

Sample : P1723-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@31324.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|
Hexanoic acid, ... 9.316 222.4 ng 32855400 2 10.510 2954800 20.0
Octanoic acid 10.210 455.9 ng 67349700 2 10.510 2954800 20.0
n-Decanoic acid 12.828 434.1 ng 62912100 3 14.351 2898510 20.0
Dodecanoic acid 15.051 1584.0 ng 229566000 3 14.351 2898510 20.0
1-Octanol, 5,7,... 16.286 143.6 ng 22001200 4 17.104 3063700 20.0
Trifluoroacetic... 16.333 246.6 ng 37780900 4 17.104 3063700 20.0
Carbonic acid, ... 16.386 171.2 ng 26230800 4 17.104 3063700 20.0
Tetradecanoic acid 16.586 286.4 ng 43867100 4 17.104 3063700 20.0
n-Hexadecanoic ... 18.027 96.6 ng 14803400 4 17.104 3063700 20.0
Methyl valerate 18.504 130.5 ng 19988300 4 17.104 3063700 20.0
Oxazolidine, 3-... 18.562 83.7 ng 12819300 4 17.104 3063700 20.0
Carbonic acid, ... 18.951 56.7 ng 8685800 4 17.104 3063700 20.0
unknown20.892 20.892 82.4 ng 51733700 5 21.303 12559400 20.0
4-Hydrazono-5-h... 22.974 243.0 ng 47153600 6 23.550 3880270 20.0
Cyclotetradecane 23.297 74.3 ng 14413300 6 23.550 3880270 20.0
Glycerol tricap... 24.291 68.3 ng 13242300 6 23.550 3880270 20.0
1-Decanol, 2-he... 24.797 94.2 ng 18275500 6 23.550 3880270 20.0
2-Octyldodecyl ... 26.674 63.9 ng 12396000 6 23.550 3880270 20.0
unknown27.703 27.703 138.0 ng 26775800 6 23.550 3880270 20.0
Cyclohexadecane... 28.979 54.9 ng 10656500 6 23.550 3880270 20.0
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