LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47300.D

Acqg On : 21 Aug 2024 16:26

Operator : RC/JU

Sample : P3596-01

Misc : 918-J-WS-081324

ALS Vvial : 12 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@47300.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.010 355 361 376 rBV 1266666 1885349 13.97% 3.368%
2 6.569 620 626 637 rBv 732596 1206879 8.94% 2.156%
3 7.351 752 759 769 rBV 655735 1042567 7.72% 1.863%
4 8.498 946 954 967 rBV 1698504 2837507 21.02% 5.069%
5 10.110 1221 1228 1239 rBV 790670 1352457 10.02% 2.416%
6 10.875 1352 1358 1369 rBV 79515 180181 1.33% 0.322%
7 12.622 1647 1655 1675 rBV 4217885 6546411 48.50% 11.695%
8 14.016 1885 1892 1909 rBV 1183622 1868991 13.85% 3.339%
9 14.251 1926 1932 1934 rBV 2937005 4345248 32.19% 7.763%
10 14.274 1934 1936 1953 rVB 3698940 4081143 30.23% 7.291%
11 15.521 2142 2148 2160 rBV 4429675 6608264 48.96% 11.806%
12 16.780 2356 2362 2371 rBV 1578418 2363679 17.51% 4.223%
13 17.715 2515 2521 2529 rBV 550704 854409 6.33% 1.526%
14 18.592 2665 2670 2676 rBV3 76581 141677 1.05% 0.253%
15 18.674 2680 2684 2688 rVB 192453 223966 1.66% 0.400%

16 19.015 2738 2742 2754 rBV2 248731 424525 3.15% ©.758%
17 19.451 2810 2816 2826 rBV 10882030 13498377 100.00% 24.115%
18 20.756 3034 3038 3050 rBV 371813 643520  4.77%  1.150%
19 21.021 3078 3083 3097 rBV 2181015 2982880 22.10% 5.329%
20 23.709 3533 3540 3554 rVB 1200606 2888095 21.40% 5.160%

Sum of corrected areas: 55976125
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47300.D

Acqg On : 21 Aug 2024 16:26

Operator : RC/JU

Sample : P3596-01

Misc : 918-J-WS-081324

ALS vial : 12  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: BM047300.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47300.D

Acqg On : 21 Aug 2024 16:26

Operator : RC/JU

Sample : P3596-01

Misc : 918-J-WS-081324

ALS vial : 12  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 1-Phenoxypropan-2-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.875 2.66 ng 180181 Naphthalene-d8 10.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 83
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1358 (10.875 min): BM047300.D\data.ms (-1352) (- | m/z 94.10 100.00%
94.1
5000 jk
152.1
45.1 65.0 10. 50 11. 00
MR W =2 1911 ;
O el e m/z 77.10 27.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
10. 50 11 00
152.0 m/z 152.05 17.61%
9950) | o |
O \\\‘\\‘\\“‘\\\\“\H\\\“\\\1’\1\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
‘ T T ‘ A\A \A
10.50 11.00
5000 m/z 78.10 15.66%
45.0 152.0
g )y 550 ) Jizo |
0 ““,,“‘
miz--> 20 40 100 120 140 160 180
Abundance #19881: Ethanol, 2-phenoxy-
94.0 10. 50 11 00
m/z 108.00  13.82%
5000
138.0
51.0
0 m_MH‘_m?u“‘,JH‘,HHWHWH_W
m/z--> 20 40 60 80 100 120 140 160 180 10. 50 11 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47300.D

Acqg On : 21 Aug 2024 16:26

Operator : RC/JU

Sample : P3596-01

Misc : 918-J-WS-081324

ALS vial : 12  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 unknownl4.251 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.251 46.50 ng 4345250  Acenaphthene-di10 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanol, 2-methyl-, acetate 144 C8H1602 034859-98-8 14
2 7-Oxabicyclo[4.1.0]heptane, 1-me... 112 C7H120 001713-33-3 10
3 Pentadecane, 1-bromo- 290 C15H31Br 000629-72-1 10
4 Pentafluoropropionic acid, tetra... 360 C17H29F502 006222-06-6 10
5 trans-5-Isopropyl-6,7-epoxy-8-hy... 228 C13H2403 058002-07-6 10
Abundance Scan 1932 (14.251 min): BM047300.D\data.ms (-1926) (- | m/z 43.10 100.00%
43.1
5000 1011 9371
69.0
— —
197.2 14.00 14.50
A — b AT T 57,05 53.87%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24162: 2-Pentanol, 2-methyl-, acetate
43.0
5000 101.0 — —
14.00 14.50
m/z 101.10  49.79%
129.0
O \J-\E)\.‘()\‘\‘\\“‘\\\!‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7476: 7-Oxabicyclo[4.1.0]heptane, 1-methyl-
43.0
97.0 L L
14.00 14.50
5000 m/z 97.05 49,05%
69.0
obrrrrebedlell iy
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #186379: Pentadecane, 1-bromo- — ——
57.0 14.00 14.50
135.0 ITI/Z 137.05 44 .74%
5000
29.0 85.0
0 Lo | eso B
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47300.D

Acqg On : 21 Aug 2024 16:26

Operator : RC/JU

Sample : P3596-01

Misc : 918-J-WS-081324

ALS vial : 12  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 unknownl4.275 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.275 43.67 ng 4081140  Acenaphthene-di0 14.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methoxyethyl pinacolyl methylp... 238 C10H2304P 177600-27-0 37
2 3-Tetradecanol acetate 256 C16H3202 051354-23-5 35
3 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 22
4 1-(2-Furyl)-3-buten-1-o0l 138 C8H1002 1000311-94-9 11
5 2,2,3,4-Tetramethylhex-5-en-3-0l 156 C10H200 1010191-06-9 10
Abundance Scan 1936 (14.274 min): BM047300.D\data.ms (-1934) (- | m/z 43.10 100.00%
43.1
101.1 137.1
5000
— —
‘H‘ | 197.2 ' 14.00 14.50
ol LB L 28LE 937.08 65.47%
miz-> 50 100 150 200 250
Abundance #120156: 2-Methoxyethyl pinacolyl methylphosphonate
137.0
sgo0 970
5000 — —
14.00 14.50
m/z 101.10 60.86%
27,0 H ‘
P T T Y Y
m/z--> 50 100 150 200 250
Abundance #143523: 3-Tetradecanol acetate
43.0
— —
14.00 14.50
5000 m/z 57.10 60.67%
101.0 196.0
b lib L 100 1980270
miz--> 50 100 150 200 250
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL T —T—
43.0 14.00 14.50
m/z 97.10 57.34%
5000
101.0
‘ 144.0
8.1 1 0 O S B (R | SN
m/z--> 50 100 150 200 250 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47300.D

Acqg On : 21 Aug 2024 16:26

Operator : RC/JU

Sample : P3596-01

Misc 918-J-WS-081324

ALS vial : 12  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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.715 7.23 ng 854409  Phenanthrene-di10 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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tridecanoic acid 214 C13H2602 000638-53-9 81

Abundance Scan 2521 (17 715 min): BM047300.D\data.ms (-2515) (- | m/z 73.05 100.00%

5000 1200 A\\»ww
2132 —

==
‘ 1712 ‘ 256.3 17.50 18.00
0 ‘“MM‘M “‘iﬂw\‘uh 8020341, se.10  83.24%
miz--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 e e
129.0 17.50 18.00
213.0 m/z 43.05 78.55%

171.0

0! “\u‘m il “““H\‘ “w“”‘””‘””
m/z--> 100 150 200 250 300
Abundance #109281: Tetradecanoic acid

73.0
1%50 1&00
5000 m/Z 57.05 64.24%
129.0
29. 185.0 228.0

0“‘
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid =

HH‘ MH M‘\ bl
73.0 17.50 18.00
m/z 55.05 62.78%

129.0
199.0 242.0

5000

m/z--> 50 100 150 200 250 300 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47300.D

Acqg On : 21 Aug 2024 16:26

Operator : RC/JU

Sample : P3596-01

Misc : 918-J-WS-081324

ALS vial : 12  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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.015 2.85 ng 424525  Chrysene-d12 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2742 (19.015 min): BM047300.D\data.ms (-2738) (- | m/z 73.10 100.00%
5000 129.1 JL\/JL
185.1 2412 —— !
‘ ‘ 284.3 19.00
0 w“h‘“ Lab b Lo L8280 L 43005 96.08%
m/z--> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
5000p8.0 284.0 T T
1850 2410 19.00
m/z 60.05 80.93%
0 w‘u‘\‘m} H“‘ ” ‘L o “ | ““ 1 ‘\‘ : “‘ e
miz--> 50 100 150 200 250 300
Abundance #143511: n-Hexadecanoic acid
73.0
=T \
129.0 256.0 19.00
m/z 57.10 76.49%
5000 213.0
"9 ‘ ‘ :‘I.71.0
0 » Hh“\ \\“M“M \‘\L’ ‘ ‘\‘\“ 1 “ — “ — S
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid —— :
73.0 19.00
m/z 55.10 68.52%
5000
129.0
29. 185.0 228.0
0 \ML‘H} “ T \‘\u“ “\‘ \‘ — \‘ L B e s s . ‘ .
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47300.D

Acqg On : 21 Aug 2024 16:26
Operator : RC/JU

Sample : P3596-01

Misc

ALS vial : 12  Sample Multiplier: 1

918-J-WS-081324

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 6 9-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.756 4.31 ng 643520  Chrysene-di2 21.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Eicosene, (E)- 280 C20H40 074685-29-3 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Hexacosanol 382 C26H540 000506-52-5 91
Abundance Scan 3038 (20.756 min): BM047300.D\data.ms (-3034) (- | m/z 83.05 100.00%
83.0
2050  21.00
139.0 208.0 283.0 : :
-1 H“Mu“u‘; bt e 341 4162 475 hus 57,10 99.50%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #173730: 9-Eicosene, (E)-
57.0
5000 e m——
11.0 20.50 21.00
m/z 55.10 96.50%
ol ‘ \‘l168022302800
T ‘\\\\‘\\\ \\\\‘\\\\‘ \f\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #292190: Trichloroacetic acid, hexadecy! ester
43.Q
— —
97.0 20.50 21.00
5000 m/z 43.10 96.40%
OJJ‘W-J}WZZ"'O
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol T —
57.0 20.50 21.00
m/z 69.10 91.04%
111.0
5000
o‘ll%ﬂMHOWw ) e
m/z--> 50 100 150 200 250 300 350 400 450 20.50 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@82124\
Data File : BM@47300.D

Acqg On : 21 Aug 2024 16:26

Operator : RC/JU

Sample : P3596-01

Misc : 918-J-WS-081324

ALS Vvial : 12  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|
1-Phenoxypropan... 10.875 2.7 ng 180181 2 10.110 1352460 20.0
unknown14.251 14.251 46.5 ng 4345250 3 14.010 1868990 20.0
unknown14.275 14.275 43.7 ng 4081140 3 14.010 1868990 20.0
n-Hexadecanoic ... 17.715 7.2 ng 854409 4 16.780 2363680 20.0
Octadecanoic acid 19.015 2.9 ng 424525 5 21.021 2982880 20.0
9-Eicosene, (E)- 20.756 4.3 ng 643520 5 21.021 2982880 20.0

8270-BM081024 .M Thu Aug 22 07:17:17 2024 Pag 9



