LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90524\
Data File : BM@47449.D

Acqg On : 05 Sep 2024 16:06
Operator : RC/JU

Sample : P3836-01

Misc :

ALS vial : 6 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-BM082624 .M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@47449.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.981 181 186 197 rBV 106283 165235 2.22% 0.300%
2 4.551 276 283 296 rBV 419124 625112 8.40% 1.135%
3 5.004 354 360 379 rBV 3315582 5075451 68.16% 9.216%
4 6.569 619 626 654 rBV 2807708 5251612 70.53% 9.536%
5 7.339 749 757 769 rBV 1015735 1624548 21.82% 2.950%

6 8.492 944 953 972 rBV 1903145 3506405 47.09%
7 10.092 1217 1225 1242 rBV 1129413 2077607 27.90%
8 11.539 1461 1471 1477 rBV 103523 175666 2.36%
9 12.604 1645 1652 1682 rBV 4543524 7445854 100.00% 13.
10 12.827 1685 1690 1698 rVB 78240 121309 1.63%
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11 14.004 1884 1890 1911 rBV 1507294 2589295 34.77%
12 15.392 2120 2126 2140 rBV 536414 860564 11.56%
13 15.521 2142 2148 2168 rBV 3082831 5346284 71.80%
14 15.704 2174 2179 2185 rBV2 40082 93560 1.26%
15 15.957 2213 2222 2227 rBV 56049 104474  1.40%
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16 16.215 2262 2266 2273 rBV 57880 96745 1.30%
17 16.774 2355 2361 2374 rBV 1616849 2677929 35.97%
18 17.709 2514 2520 2541 rBV 1676023 2800234 37.61%
19 18.856 2711 2715 2725 rBV 191361 401626 5.39%
20 19.003 2736 2740 2753 rBV 518104 900794 12.10%
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21 19.139 2760 2763 2770 rVB 70610 75705 1.02% ©.137%
22 19.221 2774 2777 2783 rVB 140751 202108 2.71% 0.367%
23 19.439 2808 2814 2824 rBV 5383319 7093983 95.27% 12.882%
24 20.739 3031 3035 3042 rBvV2 435827 605015 8.13%  1.099%
25 20.944 3067 3070 3073 rVB 148102 164700 2.21%  ©.299%

26 21.015 3077 3082 3088 rBV 1642220 2446644 32.86% 4.443%
27 23.721 3535 3542 3552 rVB 1135399 2542150 34.14% 4.616%

Sum of corrected areas: 55070609
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90524\
Data File : BM@47449.D

Acqg On : 05 Sep 2024 16:06
Operator : RC/JU

Sample : P3836-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM047449.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90524\
Data File : BM@47449.D

Acqg On : 05 Sep 2024 16:06
Operator : RC/JU

Sample : P3836-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 3-Hexen-2-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
3.981 2.03 ng 165235 1,4-Dichlorobenzene-d4 7.339

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 91
2 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 86
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
5 Furan, 2-methoxy- 98 C5H602 025414-22-6 83
Abundance Scan 186 (3.981 min): BM047449.D\data.ms (-181) (-) m/z 83.10 100.00%
83.1
5000 430 ]k
RRRRREEEEsEEammnuEnEy
281 3.60 3.80 4.00 4.20 4.40
ol b, L1201 1651 2071 28LU 0 os o5 g7.18%
miz-> 50 100 150 200 250
Abundance #3553: 3-Hexen-2-one
558.0
5000 T T T[T T T[T [Trrr[r1
98.0 3.60 3.80 4.00 4.20 4.40
15.0 m/z 98.10 38.86%
O' M‘ T T T L T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0
P
3.60 3.80 4.00 4.20 4.40
5000 98.0 m/z 43.05 38.62%
5.0
0“““}““‘ b e e e
miz--> 50 100 150 200 250
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- R EAmEaRRTES
83.0 3.60 3.80 4.00 4.20 4.40
m/z 39.05 23.01%
- i WLL
m/z--> 50 100 150 200 250 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90524\
Data File : BM@47449.D

Acqg On : 05 Sep 2024 16:06
Operator : RC/JU

Sample : P3836-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.551 7.70 ng 625112 1,4-Dichlorobenzene-d4 7.339

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 283 (4.551 min): BM047449.D\data.ms (-276) (-) m/z 43.05 100.00%

43.0
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101.1

e
| ‘ ' 4.20 4.40 4.60 4.80
1830 206.9 281. t9.10  64.76%

o — il e T T m/z
miz--> 50 100 150 200 250
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L L L L B I B I
4.20 4.40 4.60 4.80
101.0 m/z 101.10 26.12%
O T T \‘ ‘\h ‘ \ 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  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
P ey
4.20 4.40 4.60 4.80
5000 ITI z 58.10 15.47%
\H W 126.0
o4t P P
miz--> 50 100 150 200 250
Abundance #4156: 1-Propen-2-ol, acetate T T
43.0 4.20 4.40 4.60 4.80

m/z 41.05 9.30%

w0 | | 2000

o e e e e
miz--> 50 100 150 200 250 4.20 4.40 4.60 4.80

8270-BM082624.M Fri Sep 06 07:10:51 2024 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90524\
Data File : BM@47449.D

Acqg On : 05 Sep 2024 16:06
Operator : RC/JU

Sample : P3836-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.392 6.43 ng 860564  Phenanthrene-di10 16.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
3 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 43
4 Vinyl benzoate 148 C9H802 000769-78-8 43
5 Benzenecarbothioic acid 138 C7H60S 000098-91-9 43
Abundance Scan 2126 (15.392 min): BM047449.D\data.ms (-2120) (- | m/z 105.05 100.00%
105.1
7o 182.1
5000
‘ 15.00 15.50
152.0 : :
IUSRECEAS U R [N R—— Y P § TR
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 — P
15.00 15.50
m/z 182.05 61.81%
27.0 | | 15?.0 |
O\’\‘\H“HH‘H\”\‘\H\‘HH‘HH‘\H‘\‘HH‘HH‘\H\‘HH‘HH‘HH‘H

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #30107: Benzenecarbothioic acid, S-methyl ester

%

105.0
- =
77.0 15.00 15.50
5000 ITI/Z 51.05 22.30%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #26924: 1,2-Propanedione, 1-phenyl- — —
105.0 15.00 15.50
77.0 m/z 183.10 9.43%
5000
43.
[o ) m———— “ ul l 148'0 "
e e e e — = ‘
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90524\
Data File : BM@47449.D

Acqg On : 05 Sep 2024 16:06
Operator : RC/JU

Sample : P3836-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 1
R.T. EstConc Area Relative to ISTD R.T.
17.709  20.91 ng 2800230  Phenanthrene-d10 16.774
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 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2520 (17.709 min): BM047449.D\data.ms (-2514) (- m/z 73.10 100.00%

731
43.1
5000 129.1
213.2
—— —
‘ Hl 157.1185.1 256.3 17.50 18.00
o,w“‘;w!“ I Hm“Ju‘wwM‘WLWMMwmw‘_wH m/z 60.05 77.15%
miz—-> 20 40 60 80 100120140160 180200220240 260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T ™

17.50 18.00
m/z 43.10 73.52%

157-0185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109281: Tetradecanoic acid
73.0
== =
430 17.50 18.00
5000 ITI/Z 57.10 60.99%
129.0
185.0 228.0
0,?
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #92068: Tridecanoic acid = ==
430 73.0 17.50 18.00
' m/z 55.10 58.24%
5000
129.0
110 ‘
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90524\
Data File : BM@47449.D

Acqg On : 05 Sep 2024 16:06

Operator : RC/JU

Sample : P3836-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624 .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 6 Octadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.003 7.36 ng 900794  Chrysene-di12 21.015
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83

5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 2740 (19.003 min): BM047449.D\data.ms (-2736) (- | m/z 73.10 100.00%
73.1
5000 129.0 vawhj\xﬂvﬂwwwﬁw
1852 2412 S :
| ‘ 28T~3 19.00
o2 g L L Lo by L3409 4310 84.07%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0 284.0
50007 28.0 T ]
1850 2410 19.00
m/z 60.05 80.48%
0! H‘}““‘\“M ”\““\ \L o “ . \“\ \‘ "\ T \‘\ L
m/z--> 50 100 150 200 250 300 350
Abundance #143511: n-Hexadecanoic acid
73.0
=1 [
129.0 256.0 19.00
m/z 57.10 74.18%
5000 213.0
29.0 ‘ ‘ T?lD
ol L L L L
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid ——
73.0 19.00
m/z 55.10 64.09%
5000 129.0
29.0
‘ 199.0 2420
b A A L b L
m/z--> 50 100 150 200 250 300 350 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90524\
Data File : BM@47449.D

Acqg On : 05 Sep 2024 16:06
Operator : RC/JU

Sample : P3836-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM082624.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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.739 4.95 ng 605015 Chrysene-di2 21.015
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 98
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan 3035 (20.739 min): BM047449.D\data.ms (-3031) (- | m/z 57.10 100.00%
57.1
5000 1111 AJMM
2050  21.00
168.1 230.2 . :
W ‘M, “w"‘ o o g 08y 8878 4TS myz 55.10  92.61%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #173729: 5-Eicosene, (E)-
558.0
5000 —r— ——
20.50 21.00
11.0 m/z 83.10 92.60%
0 x‘ LALL ‘ | ,167.0 223.0 280.0
\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #179253: n-Nonadecanol-1
83.0
—— —
20.50 21.00
5000 m/z 97.10 87.62%
29. 1k9.0
h \ 238.0
o A
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #245846: Trifluoroacetoxy hexadecane T —
57.0 20.50 21.00
m/z 69.10 85.99%
- J\A/\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 20.50 21.00

8270-BM082624.M Fri Sep 06 07:10:55 2024 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@90524\
Data File : BM@47449.D

Acqg On : 05 Sep 2024 16:06
Operator : RC/JU

Sample : P3836-01

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@82624.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|
3-Hexen-2-one 3.981 2.0 ng 165235 1 7.339 1624550 20.0
2-Pentanone, 4-... 4.551 7.7 ng 625112 1 7.339 1624550 20.0
Benzophenone 15.392 6.4 ng 860564 4 16.774 2677930 20.0
n-Hexadecanoic ... 17.709 20.9 ng 2800230 4 16.774 2677930 20.0
Octadecanoic acid 19.003 7.4 ng 900794 5 21.015 2446640 20.0
5-Eicosene, (E)- 20.739 5.0 ng 605015 5 21.015 2446640 20.0
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