LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc : 916-J-WS-081524

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-BM081024 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47281.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.264 61 64 75 rBV 141088 216552 1.49% 0.293%
2 4.569 278 286 296 rvB2 92472 147476 1.01% 0.199%
3 5.016 355 362 377 rBV 2932136 4311838 29.60% 5.824%
4 6.569 620 626 641 rBV 1826763 2956970 20.30%  3.994%
5 7.357 753 760 767 rBV 1122526 1732600 11.89%  2.340%

6 8.504 947 955 965 rBV 2932468 4871951 33.45% 6
7 1l1le.11e0 1221 1228 1236 rBV 1374704 2272506 15.60% 3
8 10.875 1350 1358 1368 rBV 165280 333563 2.29%  ©0.451%
9 12.251 1586 1592 1602 rBV 133712 209556 1.44% ©
10 12.628 1648 1656 1665 rBV 7180259 10933668 75.06% 14.769%

11 14.016 1886 1892 1960 rBV 2133858 3056263 20.98% 4.128%
12 15.527 2142 2149 2160 rBV 6064428 8783255 60.30% 11.864%
13 15.780 2188 2192 2200 rVB 101664 156492 1.07% 0.211%
14 16.574 2322 2327 2331 rBV 324990 392445 2.69% ©.530%
15 16.627 2331 2336 2348 rVB 114883 199709 1.37% ©.270%
16 16.780 2356 2362 2368 rBV 2510843 3510475 24.10% 4.742%
17 17.316 2448 2453 2458 rBV 543993 637755 4.38% 0.861%
18 17.492 2479 2483 2489 rVB 320739 385896 2.65% ©.521%
19 17.721 2517 2522 2526 rBV 909280 1243375 8.54%  1.680%
20 18.010 2567 2571 2575 rBV 665872 771979 5.30% 1.043%
21 18.657 2675 2681 2683 rBvV2 730555 1194600 8.20% 1.614%
22 18.680 2683 2685 2689 rVB3 493762 495360 3.40% 0.669%
23 18.821 2705 2709 2714 rBV 283834 352773 2.42%  0.477%
24 18.892 2718 2721 2730 rVB4 143488 252833 1.74%  ©.342%
25 19.015 2738 2742 2751 rBV 325660 514790 3.53% ©.695%

26 19.245 2778 2781 2790 rVB 470313 566714 3.89% 0©.766%
27 19.451 2810 2816 2821 rBV 12063607 14566980 100.00% 19.677%
28 19.786 2870 2873 2878 rVB 327195 368935 2.53% ©0.498%
29 20.292 2955 2959 2963 rBV = 214798 241552 1.66%  0.326%
30 20.757 3034 3038 3052 rVB 816639 1181200 8.11% 1.596%

31 21.021 3077 3083 3089 rBV 2492275 3532081 24.25% 4.771%
32 22.056 3255 3259 3266 rVB2 186420 268442 1.84% 0.363%
33 23.715 3533 3541 3558 rVB 1393071 3369799 23.13% 4.552%

Sum of corrected areas: 74030383
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc : 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047281.D\data.ms
1.2e+07
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Abundance TIC: BM047281.D\data.ms
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Abundance TIC: BM047281.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Propylene Glycol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.264 2.50 ng 216552 1,4-Dichlorobenzene-d4 7.357

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Isopropyl Alcohol 60 C3H80 000067-63-0 50
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
Abundance  Scan 64 (3.264 min): BM047281.D\data.ms (-61) (-) m/z 45.05 100.00%
45.0
5000 K\
REmEE e o ma
’ 3.00 3.20 3.40 3.60

obrul /780 1200 17582091 283. /7 43.e5  19.23%

miz-> 50 100 150 200 250

Abundance #1083: Propylene Glycol

45.0
5000 | LA LA B
3.00 3.20 3.40 3.60
m/z 61.10 6.80%
o159 | 1760
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #342: 1sopropyl Alcohol
45.0
e
3.00 3.20 3.40 3.60
5000 m/z 44.00 5.17%
15.0‘ ‘
L
miz--> 50 100 150 200 250
Abundance #1093: (S)-(+)-1,2-Propanediol R AR
45.0 3.00 3.20 3.40 3.60
m/z 42.00 3.13%
B MWMMWwa\W%uwMMﬂwMW
0150, L 50 ‘ ‘ ‘
— e —— — e
m/z--> 50 100 150 200 250 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc : 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 1-Phenoxypropan-2-ol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.875 2.94 ng 333563 Naphthalene-d8 10.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
3 1-Amino-3-phenoxypropan-2-ol 167 C9H13NO2 004287-19-8 64
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 60
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59

Abundance Scan 1358 (10.875 min): BM047281.D\data.ms (-1350) (- | m/z 94.10 100.00%

94.1
5000

N h N 15\2.1 1050 1100
1 i |

193.0 281 .
et d b B0 m/z 77.85 26.94%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30117: 1-Phenoxypropan-2-ol
94.0

o

5000
10. 50 11 00
152.0 m/z 152.05 17.99%
45.0 ‘ ‘
O\H‘H‘\\““\‘\‘\\"\HH\“’\\H‘\‘!H‘H\\‘HH‘HH’HH’HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19881: Ethanol, 2-phenoxy-
94.0
= o
10.50 11.00
5000 m/z 78.05 16.98%

o

138.0
51.0
\u‘\H\“i‘\‘\“m,‘\uu\”,\\\‘\‘\‘\u‘u\H‘u\\‘\u\,\u\,HHWHWHWHW
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance : i

#42865: 1-Amino-3-phenoxypropan-2-ol
94.0 10. 50 11 00

m/z 108.10  14.03%

5000 123.0
56.0
H 167.0
m\”\m d | ]

m/z--> 20 40 60 80 100120140160180200220240260280 10. 50 11 00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Nonadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.574 2.24 ng 392445  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Decane, 5-propyl- 184 C13H28 017312-62-8 87
5 Pentadecane 212 C15H32 000629-62-9 86
Abundance Scan 2327 (16.574 min): BM047281.D\data.ms (-2322) (- | m/z 57.10 100.00%
57.1
- JLM
90.1 Talen !
16.50
141. 192.1
ob—— L d i, ““ L0 PR 2842 m/z 71.10  72.25%
miz-> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 e :
16.50
m/z 43.10 71.11%
99.
0 2610“ ‘ L4 H\ 1410 1830 2250 268.0
T T T T ‘ \ T T T ‘ T T T T ‘ T T T T ‘ T T T T ’
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
T
16.50
5000 m/z 85.10 49,27%
‘ 99.0
41.0
bzl || 11| 1410 1830 220 296
miz--> 50 100 150 200 250
Abundance #123960: Heptadecane T
57.0 16.50
m/z 41.10 35.66%
5000
99.0
0250/ | | |1 1410 1830 200
e “ e ——
m/z--> 50 100 150 200 250 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.316 3.63 ng 637755  Phenanthrene-di10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 90
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 87
5 9-methylheptadecane 254 C18H38 026741-18-4 86
Abundance Scan 2453 (17.316 min): BM047281.D\data.ms (-2448) (- | m/z 57.10 100.00%
57.1
o MM
= —
99.1 17.00 17.50
141.1
b d b a g 28t o112 2688 . 7100 72.81%
miz-> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 e .
17.00 17.50
99.0 m/z 43.10 69.82%
ols0 L LUl (#5000 250 _ ass0
miz-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
— —
17.00 17.50
5000 m/z 85.10 52.00%
99.0 183.0
ol Ll LT e T w00
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T T
57.0 17.00 17.50
m/z 41.10 30.84%
5000
99.0
oLl 14101830 2250 2670 338
“““ e I B e B e e e A — —
m/z--> 100 150 200 250 300 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Hexadecanoic acid, methyl e... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
17.492 2.20 ng 385896  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 2483 (17.492 min): BM047281.D\data.ms (-2479) ({ m/z 74.05 100.00%
74.0
5000 /L’A
143.0 LT
227.2 17.50
185.1 270.3
0 35rL I b b D L 27033410 87010 69.04%
m/z--> 50 100 150 200 250 300 350
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 L
17.50
143.0 m/z 43.10 27.59%
‘ il | 185.0 227:0 2700
Ot \H“‘\W‘ \“M\h“ \“\‘\ T L “ T \‘\ ‘\ T 1 T T T T
miz--> 50 100 150 200 250 300 350
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
——
17.50
5000 m/z 55.10 23.52%
29.
S, Mmooz
m/z--> 50 100 150 200 250 300 350
Abundance #126208: Methyl tetradecanoate T
74.0 17.50
m/z 41.10 23.13%
5000
29.
7L w0
ol il e s
m/z--> 50 100 150 200 250 300 350 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\

Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 6 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
17.721 7.08 ng 1243380  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 35

Abundance Scan 2522 (17 721 min): BM047281.D\data.ms (-2517) (- | m/z 73.10 100.00%
5000
129.1 JL
2132 —— —
‘ 1711 ‘ 256.3 17.50 18.00
T L bbb 385 sz 43100 77.24%
mlz--> 5 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T ——
129.0 17.50 18.00
213.0 m/z 60.10 75.02%
‘ 1710 ‘
O T \“ HM‘\H\ \““\ \‘ T \H‘ \‘\ T “\ LI ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #109284: Tetradecanoic acid
73.0
— —
129.0 17.50 18.00
5000 m/z 57.10 62.76%
185.0 228.0
il I
oL ‘\“ H‘u‘ [ ‘\‘H‘ \h“L ;M‘\‘n} “‘\‘ h“\ A “ B [
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid T —
73.0 17.50 18.00
m/z 55.10 59.51%
5000 129.0
29.0
‘ 199.0 242.0
ol L L L el
m/z--> 50 100 150 200 250 300 350 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc : 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.010 4.40 ng 771979  Phenanthrene-die 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Tetracosane 338 (C24H50 000646-31-1 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
Abundance Scan 2571 (18.010 min): BM047281.D\data.ms (-2567) (- | m/z 57.10 100.00%
57.1
o JMA\JVJ\
9.0 18.00 |
141 2 '
ob kb d f 4141218812252 2821 3410 . 7119 73.00%
miz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —— :
18.00
m/z 43.10 67.32%
J L o a0
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
T T \
18.00
5000 m/z 85.10 50.33%
‘ 9.0
41.0
50 |1y 108300550 2960
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane T ‘
57.0 18.00
m/z 41.10 29.74%
B M/‘/\
oL ] |77 1410 1630 2250 2680
L A e 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\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc : 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.657 6.81 ng 1194600  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Pentadecane 212 C15H32 000629-62-9 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 2681 (18.657 min): BM047281.D\data.ms (-2675) (- | m/z 57.10 100.00%

57.1
5000

i o
‘ 90 ula 18.50 19.00
oLk AR, “‘\ Jof8s2 2631 3571 n/z 7110 75.37%

miz--> 50 100 150 200 250 300 350

Abundance #298427: Octacosane
57.0

5000 M o
18.50 19.00

m/z 43.10 68.65%

ol el H | 141 0183.0225.0 281.0 337.0 394.
\\\\‘ \\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane

57.0

T
18.50 19.00

5000 m/z 85.10 51.91%
0 ‘ \L\ Hh\ \h\ “ h‘ 14% (\)183.0225'0267'0309'0 367.0
e A e S e e
m/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane T ——
57.0 18.50 19.00

m/z 41.10 32.62%

9.0
| d L‘ | F 141.0 2120

5.
omu_ A

T T
m/z--> 50 100 150 200 250 300 350 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc : 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 7-Octadecenoic acid, methyl... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.680 2.82 ng 495360  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 98
2 cis-12-Octadecenoic acid methyl ... 296 C19H3602 1000427-68-4 98
3 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 96
4 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 96
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 94

Abundance Scan 2685 (18.680 min): BM047281.D\data.ms (-2683) (- | m/z 74.10 100.00%

74.1
5000

152.1 U
18.50 19.00

‘ ‘ “ . 296.1
0 bttty m/z 55.10  99.17%

miz--> 50 100 150 200 250 300
Abundance #194408: 7-Octadecenoic acid, methyl ester
55.0
5000 87.0 —T— T
264.0 18.50 19.00
m/z 87.10 72.13%
23.0 1800 2220 /
“ ‘\ u‘ f H‘Hd”uh”\ [N ‘\ . ML L ‘\ Zg\ec
0\\\“\ \\‘\“‘\‘\‘\\‘\\\\‘\\\\‘
100

N
[
[y

m/z--> 50 150 200 250 300
Abundance #194434: cis-12-Octadecenoic acid methyl ester

69.0
— o
18.50 19.00
264.0 m/z 69.10 71.82%
5000 100
‘ 1800 2220
141. 296.C
0 U \‘\ ﬁ ﬂ‘)“ L !H‘ — E\L‘ — ‘\‘
miz--> 50 100 150 200 250 300

Abundance #194411: 6-Octadecenoic acid, methyl ester ——
41.0| 74.0 18.50 19.00

m/z 67.10  59.94%

5000

264.0
141.0 180.0 222.0

o

T T
m/z--> 50 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 stearate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
18.821 2.01 ng 352773  Phenanthrene-d10 16.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
3 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Tetradecanoic acid, 12-methyl-, ... 256 C16H3202 062691-05-8 68
Abundance Scan 2709 (18.821 min): BM047281.D\data.ms (-2705) (- | m/z 74.10 100.00%
74.1
- Mt
143.0 — —
255.2
199.2 18.50 19.00
0 36\ “ H u‘M ‘h OO AR A |, 29\8'3 340.! m/z 87.10 77.009
T T \\\\‘\\\\\\\\‘\\\\‘\\\\‘ . . 0
miz--> 5 100 150 200 250 300
Abundance #197272: Methyl stearate
74.0
5000 — S
18.50 19.00
m/z 43.10 40.07%
j M 143.0 1990 255.0 208.0
O\‘\h\\“\”‘ ‘”‘\““\‘\‘\\“\\\\“\\\\“\‘\\\L‘\\\\‘
m/z-> 100 150 200 250 300
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
— ——
18.50 19.00
5000 m/z 55.10 31.03%
143.0 255.0
‘ 199.0 298.0
m/iz--> 100 150 200 250 300
Abundance #214951: Nonadecanoic acid, methyl ester — —
74.0 18.50 19.00
m/z 57.10 27.30%
5000
143.0
312.0
‘ | 199.0 269.0 ‘
OHH“““““‘H‘Hmm“‘m‘w‘”“mw‘ - i
m/z--> 100 150 200 250 300 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc : 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.015 2.91 ng 514790 Chrysene-d12 21.021
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2742 (19.015 min): BM047281.D\data.ms (-2738) (- 'm/z 73.10 100.00%
73.1
5000 129.1 JVVJ\MNN
185 1 2412 e |
i s
oL 28R M“M bbb g L 3200 s 43,10 83.60%
m/z--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
5000 284.0 — ‘
1850 241.0 19.00
m/z 60.10 77.00%
oL ‘\“‘ H‘ “‘HH\M‘ ) o~ ‘L AL " Ll - “‘ e
miz-> 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
T 1 \
19.00
5000 129.0 m/z 57.10 75.26%
‘ 199.0 242 0
ok ‘
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid —— ‘
73.0 19.00
m/z 55.10 65.24%
5000
129.0
185.0 228.0
0 . ““ HH‘ h” ‘M‘\‘H‘\ “ \‘m‘\ “\‘ \’ - \‘ L N B e e . ‘ .
m/z--> 50 100 150 200 250 300 350 19.00

8270-BM081024 .M Wed Aug 21 08:48:02 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Tridecane, 1-iodo- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.245 3.21 ng 566714  Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 94
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 91

Abundance Scan 2781 (19.245 min): BM047281.D\data.ms (-2778) (- m/z 57.10 100.00%

57.1
5000

7
19.00 19.50

o“‘u“lmﬂ‘¢"%§9?7??9?%§7?w‘““‘H“4?§f m/z 71.1e 73.67%
miz--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — —

19.00 19.50
m/z 43.10 67.77%

183.0
13.0
\\‘H\H\“‘”\‘\‘\‘\‘\\‘\\\‘\‘\\\\‘\\\\3‘19\()\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #246481: Tetracosane
57.0

7
19.00 19.50

o

5000 m/z 85.10 50.72%
.0
ol L1 A 1690 2250 2810 338.0
Tl e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane 7 —
57.0 19.00 19.50

m/z 41.10  28.35%

5000
‘ 0
|

0 I ”\ h]“ |‘ l \\1690 225.0 296.0
L L B A L — 7

m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\

Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024 .M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Eicosane, 1-iodo- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
19.786 2.09 ng 368935 Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 91
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 90
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 87
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2873 (19.786 min): BM047281.D\data.ms (-2870) (- | m/z 57.10 100.00%
57.1
2000 %\J\/\Jb
09.1 P e
19.50 20.00
141.0 207.0 .
bbb h‘i datel TR s 28112981 895 sz 71.10  74.20%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 — M
19.50 20.00
m/z 43.10 63.21%
99.0
0 I | ‘H\ L H‘ I :\1'4\1(‘) 183.0 268.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #306637: Eicosane, 1-iodo-
57.0
P e
19.50 20.00
5000 m/z 85.10  50.59%
99.0
155.0 281.0
ol Ll 1119501070 2290 210
m/z--> 50 100 150 200 250 300 350
Abundance #287350: Octadecane, 1-iodo- —— —
57.0 19.50 20.00
m/z 41.10 26.76%
5000
‘ 090 155.0 253.0
oLl P00 20
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc : 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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 Nonadecyl pentafluoropropio... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.756 6.69 ng 1181200 Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91

Abundance Scan 3038 (20.757 min): BM047281.D\data.ms (-3034) (- | m/z 57.10 100.00%

57.1
5000

T
J %5'1 20.50 21.00
|

‘ 207.0 281.1 356, . 9
om‘um‘le‘-mwww‘ﬁﬁ‘?ﬁ_““}?5“1““_””“_ m/z 43.10 82.97%

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecy! pentafluoropropionate
57.0

5000 — —
20.50 21.00

5.0 m/z 83.18 78.87%

oLl L \IJ |, 196.02660 4120

\H\‘HH‘HH‘\H\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

—T T
20.50 21.00

5000 m/z 55.10 77 .28%
5.0
252.0
OJ‘Jh'_x%g-om-'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #289621: 1-Hexacosanol T ——
97.0 20.50 21.00

m/z 69.10  71.35%

5000 J\t
290]|||| |97 O2s6.0 3640

O b 8T e e preer e pre e - =
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM082024\
Data File : BM@47281.D

Acqg On : 20 Aug 2024 22:14

Operator : RC/JU

Sample : P3645-02

Misc : 916-J-WS-081524

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM081024.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|
Propylene Glycol 3.264 2.5 ng 216552 1  7.357 1732600 20.0
1-Phenoxypropan... 10.875 2.9 ng 333563 2 10.110 2272510 20.0
Nonadecane 16.574 2.2 ng 392445 4 16.780 3510480 20.0
Heneicosane 17.316 3.6 ng 637755 4 16.780 3510480 20.0
Hexadecanoic ac... 17.492 2.2 ng 385896 4 16.780 3510480 20.0
n-Hexadecanoic ... 17.721 7.1 ng 1243380 4 16.780 3510480 20.0
Eicosane 18.010 4.4 ng 771979 4 16.780 3510480 20.0
Octacosane 18.657 6.8 ng 1194600 4 16.780 3510480 20.0
7-Octadecenoic ... 18.680 2.8 ng 495360 4 16.780 3510480 20.0
Methyl stearate 18.821 2.0 ng 352773 4 16.780 3510480 20.0
Octadecanoic acid 19.015 2.9 ng 514790 5 21.021 3532080 20.0
Tridecane, 1-iodo- 19.245 3.2 ng 566714 5 21.021 3532080 20.0
Eicosane, 1-iodo-  19.786 2.1 ng 368935 5 21.021 3532080 20.0
Nonadecyl penta... 20.756 6.7 ng 1181200 5 21.021 3532080 20.0
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