LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47257.D

Acqg On : 19 Aug 2024 18:08

Operator : RC/JU

Sample : P3609-02

Misc : 920-J-WS-081424

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

Signal : TIC: BM@47257.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.016 355 362 376 rBV 1156840 1751020 14.87% 3.980%
2 6.575 621 627 638 rVB 699970 1125376 9.56% 2.558%
3 7.363 755 761 769 rBV 586635 902706 7.67% 2.052%
4 8.510 949 956 966 rBV 1587941 2552078 21.68% 5.801%
5 10.116 1222 1229 1239 rBV 718279 1205120 10.24% 2.739%

6 10.880 1353 1359 1369 rBV 66660 134409 1.14% 0.305%
7 12.633 1648 1657 1670 rBV 3748791 5762461 48.95% 13.097%
8 13.904 1863 1873 1885 rBV2 60925 186974 1.59% 0.425%
9 14.021 1887 1893 1903 rVB 1109966 1648841 14.01% 3.748%
10 15.533 2143 2150 2171 rBV 4494285 6322860 53.71% 14.371%

11 16.786 2358 2363 2370 rBV 1513157 2091461 17.77%
12 16.868 2372 2377 2382 rBV 177707 214934  1.83%
13 17.727 2517 2523 2530 rBV 794687 1254390 10.66%
14 19.027 2739 2744 2757 rBV 591690 987855 8.39%
15 19.456 2811 2817 2822 rBV 9669333 11772699 100.00% 26.758%
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16 20.768 3037 3040 3045 rVB3 123584 162300 1.38% ©.369%
17 21.027 3079 3084 3090 rBV2 2128188 2864287 24.33% 6.510%

18 23.732 3537 3544 3558 rVB 1273851 3056915 25.97% 6.948%

Sum of corrected areas: 43996686
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47257.D

Acqg On : 19 Aug 2024 18:08

Operator : RC/JU

Sample : P3609-02

Misc : 920-J-WS-081424

ALS vial : 14 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: BM047257.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47257.D

Acqg On : 19 Aug 2024 18:08

Operator : RC/JU

Sample : P3609-02

Misc 920-J-WS-081424

ALS vial : 14 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
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Peak Number 1 1-Phenoxypropan-2-ol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.880 2.23 ng 134409 Naphthalene-d8 10.116
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 94
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
5 Benzene, propoxy- 136 CS9H120 000622-85-5 53
Abundance Scan 1359 (10.880 min): BM047257.D\data.ms (-1353) (- | m/z 94.10 100.00%
94.1
5000 /\\
152.1 I T
51.1 h 1100 ‘ 10.50 11.00
Ol el b 902089, 77,18 26.09%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000 — ——
10.50 11.00
152.0 m/z 152.05 17.50%
45.0
| \\‘ \‘ ‘ ‘119 0 ‘
O \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0
10.50 11.00
5000 m/z 78.05 15.31%
45.0 152.0
0 erol Lo
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84780: Carbonic acid, neopentyl phenyl ester — ——
94.0 10.50 11.00
m/z 108.00  13.90%
43.0
5000
0 \H T 1210 1490 1930
‘H"H‘“H“H‘“H“‘H“_“‘_“w“‘w“u“‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\
Data File : BM@47257.D

Acqg On : 19 Aug 2024 18:08

Operator : RC/JU

Sample : P3609-02

Misc 920-J-WS-081424

ALS vial : 14 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 .beta.-D-Glucopyranose, 1,6... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 2.27 ng 186974  Acenaphthene-di10 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-D-Glucopyranose, 1,6-anhy... 162 C6H1005 000498-07-7 72
2 Pentanoic acid 102 C5H1002 000109-52-4 64
3 Butanoic acid 88 C4H802 000107-92-6 64
4 Ethyl .alpha.-d-glucopyranoside 208 C8H1606 019467-01-7 56
5 Hexanoic acid 116 C6H1202 000142-62-1 53
Abundance Scan 1873 (13.904 min): BM047257.D\data.ms (-1863) (- | m/z 60.10 100.00%
60.1
- JL
14.00
98.0 .
36, 126.1 166.0
0 b 2D 1939 7 57,00 40.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38155: .beta.-D-Glucopyranose, 1,6-anhydro-
60.0
5000 LN
14.00
29.0 m/z 73.00 36.15%
98.0
0' \‘\‘\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4774 Pentanoic acid
60.0
——
14.00
5000 m/z 43.00 21.40%
29.0
ST Y
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2274: Butanoic acid T
60.0 14.00
m/z 42.00 19.22%
5000
27.0
O o 80 L
m/z--> 20 40 60 80 100 120 140 160 180 200 14.00

8270-BM081024.M Tue Aug 20 06:03:24 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\

Data File : BM@47257.D

Acqg On : 19 Aug 2024 18:08

Operator : RC/JU

Sample : P3609-02

Misc 920-J-WS-081424
ALS vial : 14 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 Neophytadiene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.868 2.06 ng 214934  Phenanthrene-di10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Neophytadiene 278 C20H38 000504-96-1 91
2 Bicyclo[3.1.1]heptane, 2,6,6-tri... 138 C10H18 006876-13-7 64
3 Tridecanedial 212 C13H2402 063521-76-6 50
4 7-Octen-1-0l, 2,6-dimethyl- 156 C10H200 157615-34-4 49
5 2-C14H26 194 C14H26 000638-60-8 43

Abundance Scan 2377 (16.868 min): BM047257.D\data.ms (-2372) (- | m/z 68.10 100.00%
68.1
5000
= Y
e n ‘ ‘\ 151.1179.1208.9 1650 17.00
obrrrrebedb bl | 452:4179.1208.9  249.02780 /o o5 o5 70.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #171299: Neophytadiene
68.0
123.0
5000 et e
16.50 17.00
m/z 57.10 67.93%
20 | JIU1 1L smo w0 oo
O ’\‘\‘H‘HH\‘\“\“ }\“‘\‘\\H\“\\}\“\“\\\‘\\w\‘\\\\‘\\\‘\‘\H\‘HH‘HH‘\H\“H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #19558: Bicyclo[3.1.1]heptane, 2,6,6-trimethyl-, (1.alpha.
580 950
P e
16.50 17.00
5000 m/z 82.10 64.01%
27.0
123.0
o,“H}““‘;“lw‘”‘ mu“w‘m‘m_ww_m_ww_www
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #89780: Tridecanedial 5 ]
55.0 95.0 16.50 17.00
m/z 55.10 63.07%
5000
27
184.0213.0
0! — ——
m/z--> 20 40 60 80 100120140160180200220240260280 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\

Data File : BM@47257.D

Acqg On : 19 Aug 2024 18:08

Operator : RC/JU

Sample : P3609-02

Misc 920-J-WS-081424

ALS vial : 14 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 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 1

R.T. EstConc Area Relative to ISTD R.T.
17.727 12.00 ng 1254390  Phenanthrene-d1e 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 99

2 Tetradecanoic acid
3 Tridecanoic acid

4 Pentadecanoic acid
5 Octadecanoic acid

228 C14H2802
214 C13H2602
242 C15H3002
284 C18H3602

000544-63-8 94
000638-53-9 91
001002-84-2 87
000057-11-4 87

Abundance Scan 2523 (17.727 min): BM047257.D\data.ms (-2517) (- m/z 73.05 100.00%
73.0
5000
129.0
2132 S =
h | 17‘1‘1 ‘ 256 17.50 18.00
o35 AL Ll 280 myz 43.10 77.59%
miz--> 50 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 e —
129.0 17.50 18.00
3.0 213.0 m/z 60.10  77.40%
171.0 ‘
o P P R
m/z--> 50 100 150 200 250 300 350
Abundance #109281: Tetradecanoic acid
73.0
o =
17.50 18.00
5000 m/z 57.10 62.84%
129.0
29. 185.0 228.0
oL ““ um h” ML ol ‘\‘\‘m‘\ “\ \‘ ) “\‘ o
m/z--> 50 100 150 200 250 300 350
Abundance #92068: Tridecanoic acid I ——
73.0 17.50 18.00
m/z 55.10 62.06%
5000
29.
129.0
‘ 171.0 214 0
OH‘\‘ ‘u‘m\u‘\hh\‘ ‘\‘m““\‘ ‘\‘H’HH‘HH“ = ——
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@81924\
Data File : BM@47257.D

Acqg On : 19 Aug 2024 18:08

Operator : RC/JU

Sample : P3609-02

Misc : 920-J-WS-081424

ALS vial : 14 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 2
R.T. EstConc Area Relative to ISTD R.T.
19.027 6.90 ng 987855  Chrysene-d12 21.027
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 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 62
Abundance Scan 2744 (19.027 min): BM047257.D\data.ms (-2739) (- | m/z 73.10 100.00%
73.1
5000 129.1 N‘L
185.1 241.2 . ‘
Y e 1900
LI T N P R B - M [ B ey S E S T S T OO
miz--> 5 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 —— :
129.0 19.00
m/z 60.05 76.08%
29. ‘ 1850 549 0284.0
O' ‘“ “‘H\HM“\‘“‘\“‘““““““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #126203: Pentadecanoic acid
73.0
T \
19.00
5000 129.0 m/z 57.10 74.40%
199.0 242.0
m/z--> 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid —
73.0 19.00
m/z 55.10 64.90%
5000
129.0
185.0228.0
0, HM‘ h” ML m . ‘ .
m/z--> 50 100 150 200 250 300 350 400 19.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@81924\

Data File : BM@47257.D

Acqg On : 19 Aug 2024 18:08
Operator : RC/JU

Sample : P3609-02

Misc

ALS Vvial : 14 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---|
RT Resp Conc|

10.116 1205120
14.021 1648840
16.786 2091460
16.786 2091460

920-J-WS-081424

TIC Top Hit name RT EstConc Units Response |#
1-Phenoxypropan... 10.880 2.2 ng 134409 2
.beta.-D-Glucop... 13.904 2.3 ng 186974 3
Neophytadiene 16.868 2.1 ng 214934 4
n-Hexadecanoic ... 17.727 12.0 ng 1254390 4
Octadecanoic acid 19.027 6.9 ng 987855 5
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