LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

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_ F\Methods\8270-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139123.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.228 14 23 29 rvB 858298 1380733 61.94% 5.592%
2 3.428 221 227 243 rBV 29087 64119 2.88% 0.260%
3 5.122 506 515 522 rVB 105384 165113 7.41% 0.669%
4 5.516 576 582 588 rBV 1561387 2157491 96.79% 8.738%
5 6.522 746 753 758 rBV 1536454 2178371 97.72% 8.823%
6 6.898 812 817 822 rVB 493676 598582 26.85% 2.424%
7 7.051 836 843 848 rBV 174269 217387 9.75% ©.880%
8 7.457 905 912 916 rBV 1071249 1408443 63.18% 5.704%
9 7.493 916 918 922 rVB 66740 67204 3.01% 0.272%
106 8.181 1029 1035 1043 rBV 586749 750913 33.69%  3.041%
11 8.487 1082 1087 1092 rBV 59180 76825  3.45% 0.311%
12 9.251 1212 1217 1222 rBV 1744619 2229148 100.00% 9.028%
13 9.792 1305 1309 1314 rVB 21213 24738 1.11% 0.100%
14  9.845 1314 1318 1324 rBV 49819 62426 2.80% ©0.253%
15 9.934 1327 1333 1337 rBV 605959 751821 33.73% 3.045%
16 10.028 1344 1349 1357 rBV5 33078 71163 3.19% ©0.288%
17 10.716 1459 1466 1471 rBV 901036 1138252 51.06% 4.610%
18 10.839 1478 1487 1496 rBV2 49042 79943  3.59% 0.324%
19 11.169 1537 1543 1547 rBVS5S 18856 36233 1.63% 0.147%
20 11.216 1547 1551 1555 rVB2 22788 33921 1.52% 0.137%
21 11.416 1573 1585 1588 rBV 480838 713696 32.02%  2.891%
22 11.492 1594 1598 1601 rVV 37473 45174 2.03% 0.183%
23 11.528 1601 1604 1609 rVB4 39850 56299 2.53% 0.228%
24 11.645 1618 1624 1633 rBvV2 23845 45630 2.05% ©0.185%
25 11.851 1649 1659 1665 rBv6 58923 122248 5.48% 0.495%
26 11.945 1665 1675 1680 rBV 231050 413624 18.56% 1.675%
27 12.028 1685 1689 1698 rVB 65140 144631 6.49% 0.586%
28 12.233 1717 1724 1728 rVB2 51495 98977 4.44%  0.401%
29 12.363 1740 1746 1748 rBV2 15182 25807 1.16% 0.105%
30 12.469 1759 1764 1767 rBV2 40474 60760 2.73% 0.246%
31 12.504 1767 1770 1775 rVV3 23236 40065 1.80% 0.162%
32 12.551 1775 1778 1785 rVB2 35837 49869 2.24% 0.202%
33 12.628 1786 1791 1804 rBV 590495 903322 40.52% 3.659%
34 12.727 1804 1808 1815 rBV3 57120 90795 4.07% 0.368%
35 12.863 1823 1831 1837 rBV2 526063 957449 42.95%  3.878%

36 13.004 1848 1855 1862 rVB 1253467 1637954 73.48%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

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_ F\Methods\8270-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.075 1862 1867 1875 rBv4 56056 137962 6.19% ©.559%
38 13.186 1878 1886 1889 rBV2 66075 126928 5.69% ©.514%
39 13.251 1894 1897 1900 rWW 38432 48060 2.16% 0.195%
40 13.286 1900 1903 1911 rVB2 60189 102094 4.58% 0.413%
41 13.380 1916 1919 1922 rBV 22095 28752 1.29% ©.116%
42 13.416 1922 1925 1929 rWw2 19071 25526 1.15% 0.103%
43 13.692 1968 1972 1977 rVB 66146 98180 4.40% 0.398%
44 13.804 1986 1991 1994 rBV2 77681 139335 6.25% 0.564%
45 13.863 1994 2001 2003 rVvV3 105345 274795 12.33% 1.113%
46 13.904 2003 2008 2018 rVB3 302711 598578 26.85% 2.424%
47 14.051 2027 2033 2037 rBV2 567603 1035506 46.45% 4.194%
48 14.439 2096 2099 2102 rVB 44423 50789 2.28% 0.206%
49 14.474 2103 2105 2109 rVB2 38645 39412 1.77% 0.160%
50 14.539 2111 2116 2122 rBV3 264918 411189 18.45% 1.665%
51 14.998 2190 2194 2198 rBV2 50389 76014 3.41% 0.308%
52 15.104 2206 2212 2222 rVB 248586 570922 25.61% 2.312%
53 15.210 2223 2230 2238 rVB3 139698 359818 16.14% 1.457%
54 15.404 2259 2263 2268 rVB 106589 149465 6.71% 0.605%
55 15.468 2269 2274 2279 rVB 145090 217609 9.76% ©0.881%
56 15.533 2280 2285 2289 rBV 228684 350666 15.73% 1.420%
57 15.792 2326 2329 2335 rVB2 37303 54053 2.42% 0.219%
58 16.033 2366 2370 2374 rBV 70616 117484 5.27% 0.476%
59 16.086 2374 2379 2387 rVB2 93978 190876 8.56% 0.773%
60 16.851 2506 2509 2521 rVB 72446 146950 6.59% ©.595%
61 17.010 2531 2536 2546 rBV2 67452 148782 6.67% 0.603%
62 17.257 2574 2578 2590 rVB3 51255 131025 5.88% 0.531%
63 17.457 2608 2612 2619 rVB 48353 99308 4.45% 0.402%
64 17.639 2639 2643 2650 rVB6 33098 61143 2.74%  0.248%
Sum of corrected areas: 24690347

8270-BF082024.M Fri Aug 23 04:41:16 2024 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 22 Aug 2024 15:21
: RC/JU
: P3641-09

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
BF139123.D

S-910-K1-0.5-1.0-081524

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.228 46.13 ng 1380730 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27

4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance  Scan 23 (2.228 min): BF139123.D\data.ms (-14) (-) m/z 73.10 100.00%

73.1
5000 43.0
87.1

| sea | 220 240 2.60
ety b e e | m/z 43.05 41.96%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 e ————
220 240  2.60
43.0

87.0 m/z 55.05 27.13%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0

220 240 260

o

o

5000 41.0 55.0 m/z 87.10 26.48%
27.0
0 1], L 112.0 129.0
“““,“‘,“
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- e R an e
30.0 220 2.40 260

m/z 41.10 13.64%

5000 87.0
44.0
15.0 72.0
ol Ll | 580

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 2.40 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 12
R.T. EstConc Area Relative to ISTD R.T.
5.122 5.52 ng 165113 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
Abundance Scan 515 (5.122 min): BF139123.D\data.ms (-506) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1
‘ 83.0 4.80 5.00 5.20 5.40
Ol et 8L ST m/z 59.10  58.04%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL L B R B BB |
4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.37%
0 31\0 L m 73.0 8?7'0 |
\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R RamEE e R
4.80 5.00 5.20 5.40
5000 m/z 58.10 14.61%
41.0
29.0 101.0
O i Al 730 880 |
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester T e
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.45%
5000 57.0
29.0
101.0
0""‘“‘“"‘“‘MH‘HH\,HH,HH"HH‘HH“HH“
m/z--> 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Eucalyptol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.051 7.26 ng 217387 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 98
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 45
3 2-Isopropyl-5-methylhex-2-enal 154 C10H180 035158-25-9 25
4 2-(3"-0xo-butyl)-cyclopentanone 154 C9H1402 1010143-37-2 22
5 Sulfurous acid, 2-pentyl propyl ... 194 C8H1803S 1000309-15-1 16

Abundance Scan 843 (7.051 min): BF139123.D\data.ms (-836) (-) m/z 43.05 100.00%

81.1
5000 108.1
139.1 R o N N AEaa
. ‘ ‘ 6.80 7.00 7.20 7.40
o' R e R m/z 81.10  55.83%
miz--> 20 40 60 80 100 120 140 160
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000 L B I L LI LN B
154.0 6.80 7.00 7.20 7.40
m/z 71.10 41.75%
125.0
O \J-\S\.(‘)\U\\‘iu‘\‘ #\1\“ ““‘\‘\‘H‘ \‘\‘}\“\h\\li\\\‘\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
T RANNEEEAT Lo
69.0 6.80 7.00 7.20 7.40
5000 108.0 154.0 m/z 108.10 37.90%
O
B H A me I
miz--> 20 40 80 100 120 140 160
Abundance #31092: 2- Isopropyl -5-methylhex-2-enal A
43.0 6.80 7.00 7.20 7.40
m/z 69.10 35.69%
5000
69.0 97.0
121 0120
o S Al u““‘ . “‘ : 1‘4’ 0 S SN A}
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 5-Pyrrolidin-2-ylidenemethy... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.851 3.43 ng 122248  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Pyrrolidin-2-ylidenemethyl-3,4... 164 C9H12N20 1010192-09-5 53
2 2-Cyclopenten-1-one, 3-methyl-2-... 164 C11H160 000488-10-8 43
3 Benzene, 1-(allyloxy)-3-methoxy- 164 C1OH1202 ©37592-19-1 43
4 9(10H)-Phenanthrenone, 10-diazo- 220 C14H8N20 007509-44-6 38
5 4,7,7-Trimethylbicyclo[4.1.0]hep... 150 C1@H140 081800-50-2 35

Abundance Scan 1659 (11.851 min): BF139123.D\data.ms (-1649) (- m/z 164.10 100.00%

164.1
41.1 107.0
5000 . :
f\ T} !\{\\ Ap

11. 50 12 00
0+ m/z 107.00 56.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40353: 5-Pyrrolidin-2-ylidenemethyl-3,4-dihydropyrrol-2-
164.0
135.0

5000

- e
108.0 11.50 12.00
41.0 80.0 m/z 41.10 56.44%

OV \\"‘H\\\“\“\\\\"\\\‘\\\\‘\\\\‘\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #39718: 2-Cyclopenten-1-one, 3-methyl-2-(2-pentenyl)-,
164.0

79.0 122.0

11. 50 12 00
5000 m/z 95.85  53.15%
55.0
21,0 L
o! L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 /\
Abundance #39323: Benzene, 1-(allyloxy)-3-methoxy- P —
164.0 11.50 12.00
41.0 m/z 93.05 50.74%
95.0
5000
121.0
63.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.945 11.59 ng 413624  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 78
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 60
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 53
Abundance Scan 1675 (11.945 min): BF139123.D\data.ms (-1665) (- 43.05 100.00%
43.0 73.0
192.1
5000
‘ . : ) . 12.00
0 _‘th‘ m/z 73.00 96.48%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add
5000 129.0 IR
12.00
. 157.0 18502130 256.0 m/z 60.00 86.13%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
=
43.0 12.00
5000 129.0 m/Z 192.10 83.44%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67039: Phenanthrene, 2-methyl- —
192.0 12 00
77 .72%
5000
94.0 165.0
J270 630 T 1390 |
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.028 4.05 ng 144631  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 62
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 Methyl diselenide 190 C2H6Se2 007101-31-7 43
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 25
5 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 25

Abundance Scan 1689 (12.028 min): BF139123.D\data.ms (-1685) (- m/z 190.05 100.00%
19p.1
5000 N\J\
94.5 HFAN SVES
165.1 12.00
63.1 139.0
0“‘ﬁ%gm‘wu‘Wﬂwﬂm‘unw‘u‘q“upw‘u‘w A m/z 189.10  99.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 P e M
94.0 12.00
4 m/z 192.10  52.29%
oL 300 630 | 11501370 1630 UM
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
N \
12.00
5000 m/z 191.10 47 .58%
94.0
‘ 163.0 m“
) S R N [N | SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64929: Methyl diselenide —— ‘
93.0 190.0 12.00
m/z 94.50  23.91%
5000
‘ 160.0
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 9,10-Anthracenedione Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.233 2.77 ng 98977  Phenanthrene-d1e 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Anthracenedione 208 (C14H802 000084-65-1 99
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 95
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 90
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 60
5 9,10-Phenanthrenedione 208 C14H802 000084-11-7 60

Abundance Scan 1724 (12.233 min): BF139123.D\data.ms (-1717) (- m/z 208.05 100.00%

152.1 180.1 208.1
5000 76.0
50.0

‘ H 126.0 ‘ H 12,00 12,50
0 H‘H"_wh‘ku$ww‘wwmu‘w‘w‘ukpu‘JM‘H‘Jww“‘ m/z 180.10 91.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #85295: 9,10-Anthracenedione
152.0 180.0 208.0
5000 76.0 ‘ Fa U
12.00 12.50

500 1260 m/z 152.05 83.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #54969: Benzol[c]cinnoline
152.0 180.0
12 00 12 50
5000 m/z 151.05 41.27%
76.0 126.0
39.0 L 102.0 ‘ “ ‘
O b e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55033: 9H-Fluoren-9-one
180.0 12 OO 12 50
m/z 76.00 39.76%
5000
76.0 152.0
50.0 126.0 ‘
I N - LN R S B D VRS P A WP QT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.804 2.69 ng 139335  Chrysene-di2 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 Cl16H1es 000239-35-0 94
2 Anthra(2,3-b)thiophene 234 C16H1eS 022108-55-0 93
3 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 91
4 Benzo[b]naphtho[1,2-d]thiophene 234 CléH1es 000205-43-6 81
5 Phenanthro(2,1-b)thiophene 234 Cl16H1es 000219-25-0 76
Abundance Scan 1991 (13.804 min): BF139123.D\data.ms (-1986) (- m/z 234.10 100.00%
234.1
117.0 202.1 1350 14.00
.0 810 1631 m : : .
oL A30 810, 1L }“u k2811 328. 0 n ;035,10 19.97%
miz--> 50 100 150 200 250 300
Abundance #116290: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 = e
13.50 14.00
m/z 230.10 17.88%
189.
O \‘ ‘\‘ “6%.‘\0\ T ‘:‘Lfl-f 0\]-\5(‘).9\ T “‘i i‘ T T \M\ ’ T T T T ‘ T L
miz--> 50 100 150 200 250 300
Abundance #116285: Anthra(2,3-b)thiophene
234.0
e o
13.50 14.00
5000 m/z 202.10 16.80%
117.0
189.0
b ol e L |
m/iz--> 50 100 150 200 250 300
Abundance #116288: Benzo[b]naphtho[2,3-d]thiophene — ——
234.0 13.50 14.00
m/z 189.10 12.24%
5000
117.0
189.0
ol 232 i 1500 4, 4 — ——
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF082024.M Fri Aug 23 04:41:25 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 unknown13.863 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.863 5.31 ng 274795  Chrysene-di12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta[cd]pyrene 226 C18H1e 027208-37-3 25
2 N-Tetradecanoyl-DL-homoserine la... 311 C18H33NO3 098206-80-5 14
3 Glutaric acid, monoamide, N-(2-o0... 271 C15H29NO3 1000360-85-0 14
4 p-Fluoro-L-phenylalanine, N-dime... 252 C13H17FN202 1000375-82-8 11
5 3-Methyl-1,2,3,4-tetrahydro-.gam... 186 C12H14N2 005094-12-2 11
Abundance Scan 2001 (13.863 min): BF139123.D\data.ms (-1994) (- m/z 226.10 100.00%
226.1
143.1
5000
431
302.1 — —
| 93.0 ‘ L 383. | 13.50 14.00
oL “‘ i MM ‘LHMV\LLM\;\m‘h‘wum‘u W\lﬁ%n(“)\h‘ Mty N m/z 143.05 83.48%
m/z--> 50 100 150 200 250 300 350
Abundance #107261: Cyclopenta[cd]pyrene
226.0
5000 ~— =
13.50 14.00
m/z 229.10  39.33%
113.0
0 | 1740
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance  #213114: N-Tetradecanoyl-DL-homoserine lactone
143.0
57.0
= =
13.50 14.00
5000 ITI/Z 43.10 32.84%
102.0
0150 L L e‘u“h ‘ “u 1980 ‘2?353"0‘3‘1“1}9 SN
m/z--> 50 100 150 200 250 300 350
Abundance #162137: Glutaric acid, monoamide, N-(2-octyl)-, ethyl es P —
143.0 13.50 14.00
m/z 224.00  25.46%
5000
44.0 186.0
‘ 87.0 ‘ 226.0
SN P O s .Y 5 NV L W0
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.904 11.56 ng 598578 Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Hexacosene 364 C26H52 018835-33-1 91
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 2008 (13.904 min): BF139123.D\data.ms (-2003) (- m/z 57.10 100.00%
57.1
97.1 230.1
5000
302.1 1400
14.00
39.0
0 — \“ ‘\‘ ‘\ F H uh 17‘40 M ‘ L ‘26‘5‘1‘ . ‘m‘ m/z 43.19 98.96"0
miz-> 50 100 150 200 250 300
Abundance #209741: 1-Docosene
553.0
5000 T
14.00
m/z 55.10  90.50%
0]-\4..\()“\‘ ‘\ “ H ‘H‘ ‘H‘ ‘ \H\ ‘\ L T ]\-8\1-\0 T T T T ‘ T T T \3‘08\.(
miz-> 50 100 150 200 250 300
Abundance #87654: Cyclopentadecane
55.0
——
14.00
5000 m/z 83.10 81.73%
LLLLL | 90, 20
ol ‘V“H‘ql‘ﬂ‘ﬂ‘u SV L —
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol —
55.0 14.00
97.0 .
m/z 69.10 75.10%
39.0
99 L L[ L1110 a0 2200 2900 -
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 5-Eicosene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.539 7.94 ng 411189  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
2 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 90
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 90
Abundance Scan 2116 (14.539 min): BF139123.D\data.ms (-2111) (- m/z 57.10 100.00%
57.1
5000
111
T \
14.50
oL—ta Y L) o171 ‘“ L 28513320 3978 nyz 43.10  92.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #173729: 5-Eicosene, (E)-
55.0
5000 —— :
14.50
11.0 m/z 55.10  78.36%
O\\“\‘\“ h ““ ‘H‘ “ J‘]r54.\\0\\2’0\9\0\\‘\2\8\0\0‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #303470: Pentafluoropropionic acid, heptadecyl ester
57.0
T \
14.50
5000 m/z 83.10 69.30%
m/z--> 50 lOO 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester T ‘
57.0 14.50
m/z 69.10 61.76%
5000
‘ 169.0
oL Ll T apozsso  aoe -
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Tetradecanal Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.998 4.34 ng 76014  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanal 212 C14H280 000124-25-4 53
2 17-Octadecenal 266 C18H340 056554-86-0 50
3 Octadecanal 268 C18H360 000638-66-4 50
4 1,13-Tetradecadiene 194 C14H26 021964-49-8 50
5 Tetracosanal 352 C24H480 057866-08-7 46
Abundance Scan 2194 (14.998 min): BF139123.D\data.ms (-2190) (- m/z 43.10 100.00%
3.1 82.1
2000 m
——
15.00
0 m/z 57.10 99.20%
m/z--> 50 100 150 200 250 300 350
Abundance #90085: Tetradecanal
57.0
5000 pe-0 IR
15.00
m/z 82.10 92.95%
168. 0
01\ \d\ \ \H‘ \‘h‘ “h‘ \“H “‘ ‘\“\ \ \ \ \ \ T ‘ L ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #155912: 17-Octadecenal
82.0
43.0 —r—
15.00
5000 ITI/Z 302.10 81.18%
23.0 252.0
oL ALLLLATTD  aee0 220
m/z--> 50 100 150 200 250 300 350
Abundance #158569: Octadecanal T
43.0 82.0 15.00
m/z 55.10 77 .69%
5000
oo LLLLLT T 3000 2220 2600 -
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 13 E-7-Octadecene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.210 20.52 ng 359818 Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-7-Octadecene 252 C18H36 1000130-92-0 89
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
3 Benzo[e]pyrene 252 C20H12 000192-97-2 83
4 Cyclohexadecane 224 C16H32 000295-65-8 70

5 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 70

Abundance Scan 2230 (15.210 min): BF139123.D\data.ms (-2223) (- m/z 252.10 100.00%
57.1 252.1
5000
5.1 L e
l El 343.2 15.00 15.50
obrkt b b b 3832 e m/z 57.10 91.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138522: E-7-Octadecene
43.0
5000 T ——
1.0 15.00 15.50
' 252.0 ITI/Z 43.10 78.23%
O\H"!‘J\AH‘L%%\SE.‘OHHJ\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
— —
15.00 15.50
5000 ITI/Z 55.10 62.35%
5.0
0 J‘ “Ihl'” ?5%.0 309.0 i W\\AJ\\W
reH A S et e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138554: Benzo[e]pyrene T —
252.0 15.00 15.50
m/z 71.10 50.00%
5000
125.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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 14 Benzo[e]pyrene Concentration Rank 6

S-910-K1-0.5-1.0-081524

R.T. EstConc Area Relative to ISTD R.T.
15.404 8.52 ng 149465  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 94
2 Benzo[a]pyrene 252 C20H12 000050-32-8 93
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
5 Perylene 252 C20H12 000198-55-0 90

Abundance Scan 2263 (15.404 min): BF139123.D\data.ms (-2259) (- m/z 252.10 100.00%
252.1
w M
e
125.1 15.50
O 740yl 16412001, § 8021 365 ., 5610  28.97%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 T
15.50
m/z 253.10 21.42%
125.0
O%gwo‘\ \8:\)’\0‘ \“\‘H\ T T ‘.\ T \h“\ L B B B B
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
T
15.50
5000 ITI/Z 125.10 11.03%
126.0
0l 500 870 , | 16302000 |
e e A e L e o o B e e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene —
252.0 15.50
m/z 251.10 10.28%
5000
126.0
0390 87.0 “ﬂ 163.0200.0 |
T e e e O e B I —
m/z--> 50 100 150 200 250 300 350 15.50

8270-BF082024.M Fri Aug 23 04:41:31 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Tetracosanal Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.792 3.08 ng 54053  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosanal 352 C24H480 057866-08-7 90
2 17-Octadecenal 266 C18H340 056554-86-0 90
3 Octadecanal 268 C18H360 000638-66-4 90
4 Heptadecanal 254 C17H340 1000376-70-0 87
5 14-Octadecenal 266 C18H340 056554-89-3 86
Abundance Scan 2329 (15.792 min): BF139123.D\data.ms (-2326) (- m/z 57.05 100.00%
57.0
96.1
5000
—— —
76.0214.1256.1203.1 356 15.50 16.00
[p— : m/z 82.10  88.76%
miz--> 50 100 150 200 250 300 350
Abundance #262002: Tetracosana
57.0
5000 pe-0 — —
15.50 16.00
m/z 43.10 88.22%
38.0 334.0
05 ‘\ “| I m‘ jﬂ\ “\ ‘“‘ \]‘-\8\0\0’2\2\‘2\0\ T \2\78\.9"\ T \L\ T
miz--> 50 100 150 200 250 300 350
Abundance #155912: 17-Octadecena
82.0
43.0 — —
15.50 16.00
5000 m/z 55.10 68.38%
23.0
\‘L LIS 1060 2520
(I —_—
m/z--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal 7 —
43.0 15.50 16.00
m/z 96.10 65.12%
82.0
5000
INIIE I
ol LN A RN A - e e
m/z--> 50 100 150 200 250 300 350 15.50 16.00

8270-BF082024.M Fri Aug 23 04:41:32 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Eicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.033 6.70 ng 117484  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
3 Heptadecane 240 C17H36 000629-78-7 93
4 Octadecane 254 C18H38 000593-45-3 91
5 Octacosane 394 C28H58 000630-02-4 90
Abundance Scan 2370 (16.033 min): BF139123.D\data.ms (-2366) (- m/z 57.10 100.00%
57.1
5000 /\J\J\/\W
99.1 RN ‘
16.00
141.0 183.2 2711
ol LLL H ki 2201 271l 3231 w/z 71.10  68.65%
miz-> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
5000 —— :
16.00
m/z 43.10 63.13%
0 h H\ \h H‘ \\ ;!.4‘10 1830 225.0 282.0
\\\\‘ T \‘\\\\‘\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
1 \
16.00
5000 m/z 85.10 48.30%
113.0 155 0
S O N1
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane T ‘
57.0 16.00
m/z 41.10 24.06%
5000
99.0
o150 | | | || 14101830 2400
“““ — e —
m/z--> 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.086 10.89 ng 190876  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 93
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Eicosyl methyl ether 312 C21H440 1000406-29-4 87
4 1-Heneicosanol 312 C21H440 015594-90-8 80
5 1-Octadecanol 270 C18H380 000112-92-5 70
Abundance Scan 2379 (16.086 min): BF139123.D\data.ms (-2374) (- m/z 83.10 100.00%
43.1) 83.1
5000
25.1 264.1 . ‘ . ‘
| “ H M 167.1204.1 328.1 16.00
0l b kLA il ST m/z 57.18 96.07%
miz-> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 — :
16.00
25.0 m/z 55.10 94.80%
LLLL )L ass0 20
04 — ‘\“‘\ T \H‘ ‘\‘\“\‘1 “”\“\ T . | LA B
miz--> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
— T \
16.00
5000 m/z 97.10 93.69%
25.0
oot L1 0 o0 a0
miz--> 50 100 150 200 250 300
Abundance #215088: Eicosyl methyl ether T
45.0 83.0 16.00
m/z 43.10 88.14%
5000
25.0
280.0
ol LI L ssm0 00 200 -
m/z--> 50 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.851 8.38 ng 146950  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 62
2 1,16-Hexadecanediol 258 C16H3402 007735-42-4 47
3 Hexadecane, 1,1-bis(dodecyloxy)- 595 C40H8202 056554-64-4 43
4 Bicyclo[4.1.0]heptane, 7-butyl- 152 C11H20 018645-10-8 43
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 35
Abundance Scan 2509 (16.851 min): BF139123.D\data.ms (-2506) (- m/z 57.10 100.00%
57.1
276.1
5000
— ——
16.50 17.00
0Lty m/z 43.10 79.72%
miz--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 — ——
29.( 16.50 17.00
m/z 82.10 71.61%
38.0
O \“““‘J“ “mh]\]"“\l‘\ “‘\‘\1}9\4‘9\‘\‘\2"6”4\9\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #146033: 1,16-Hexadecanediol
55.0
— ——
16.50 17.00
5000 m/z 55.10 57.62%
it
AR TURNE, - E—
m/z--> 50 100 150 200 250 300 350 400
Abundance #346339: Hexadecane, 1,1-bis(dodecyloxy)- — ——
43.0 16.50 17.00
m/z 276.10 53.29%
5000
oL AL w\‘ L1080 2220 g0 wso )L
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\

Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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 19 Docosyl pentafluoropropionate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
17.257 7.47 ng 131025 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 55
2 N,N'-Bis(4-hydroxycyclohexyl)ure... 340 C17H28N205 1000499-67-5 53
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 52
4 Octacosanol 410 C28H580 000557-61-9 49
5 1-Dotriacontanol, acetate 509 C34H6802 023811-94-1 49

Abundance Scan 2578 (17.257 min): BF139123.D\data.ms (-2574) (- m/z 57.05 100.00%

57.0 278.1
5000

11.1

T T
326.2 17.00 17.50

i ) m/z 278.15  91.78%

miz--> 50 100 150 200 250 300 350 400 450
Abundance #332270: Docosyl pentafluoropropionate
57.0

o

5000 — T
17.00 17.50
m/z 43.10 80.94%
0 Ll “ h ‘H L4 h6\7 0 224.0 30w80 454.1
\\‘ \ \\!‘\\1\\\\\[\\\\‘\\\\’\\\\’\\\\’\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #248008: N,N'-Bis(4-hydroxycyclohexyl)urea, diacetyl eth
43.0
97.0
— —
17.00 17.50
5000 m/z 97.10 75.34%

ULL] 11560 2010 2800 340.0
ol “‘HM_H‘_H‘_m_‘w‘W‘\,HH,HH,‘
miz—-> 50 100 150 200 250 300 350 400 450

Abundance #138490: E-15-Heptadecenal — —
43.0 17.00 17.50

m/z 55.10  63.44%

5000

” ‘1‘154 02010 252.0
ol P

m/z--> 50 100 150 200 250 300 350 400 450 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 20 .beta.-Sitosterol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
17.639 3.49 ng 61143  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 98
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 60
3 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 48
4 (3S,8S5,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 30
5 Stigmastan-3-en-6-o0l 414 C29H500 1000214-19-7 27
Abundance Scan 2643 (17.639 min): BF139123.D\data.ms (-2639) (- 43.10 100.00%
Il A/\/\’\l\/\\/\w
145.1 213.1 A14.
273.1 3293 — —
‘ 17.50 18.00
0 m‘““ 55.10 80.79%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
5000 T

‘ ‘ —
17.50 18.00
57.10 55.34%

o273 :
Ottt
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol

—— ——
17.50 18.00
5000 5.0 m/z 81.10  48.93%

145.0 414.(
2130  303.0

0 H\“\ \
m/z--> 0 5‘0 100 150 200 250 300 350 400
Abundance #310562: 22,26-Oxido-4,17-cholestadien-3.beta.,16.alph P P
43. 17.50 18.00
m/z 91.00 48.03%

179.0
o | MM

33.0 289.0 355.0

0 “““1 \ \ T
m/z--> 0 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082224\
Data File : BF139123.D

Acqg On : 22 Aug 2024 15:21

Operator : RC/JU

Sample : P3641-09 :
Misc : S-910-K1-0.5-1.0-081524

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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|
Butane, 2-metho... 2.228 46.1 ng 1380730 1 6.898 598582 20.0
2-Pentanone, 4-... 5.122 5.5 ng 165113 1 6.898 598582 20.0
Eucalyptol 7.051 7.3 ng 217387 1 6.898 598582 20.0
5-Pyrrolidin-2-... 11.851 3.4 ng 122248 4 11.416 713696 20.0
n-Hexadecanoic ... 11.945 11.6 ng 413624 4 11.416 713696 20.0
4H-Cyclopenta[d... 12.028 4.0 ng 144631 4 11.416 713696 20.0
9,10-Anthracene... 12.233 2.8 ng 98977 4 11.416 713696 20.0
Benzo[b]naphtho... 13.804 2.7 ng 139335 5 14.057 1035510 20.0
unknown13.863 13.863 5.3 ng 274795 5 14.057 1035510 20.0
1-Docosene 13.904 11.6 ng 598578 5 14.057 1035510 20.0
5-Eicosene, (E)- 14.539 7.9 ng 411189 5 14.057 1035510 20.0
Tetradecanal 14.998 4.3 ng 76014 6 15.533 350666 20.0
E-7-Octadecene 15.210 20.5 ng 359818 6 15.533 350666 20.0
Benzo[e]pyrene 15.404 8.5 ng 149465 6 15.533 350666 20.0
Tetracosanal 15.792 3.1 ng 54053 6 15.533 350666 20.0
Eicosane 16.033 6.7 ng 117484 6 15.533 350666 20.0
n-Nonadecanol-1 16.086 10.9 ng 190876 6 15.533 350666 20.0
Oxirane, heptad... 16.851 8.4 ng 146950 6 15.533 350666 20.0
Docosyl pentafl... 17.257 7.5 ng 131025 6 15.533 350666 20.0
.beta.-Sitosterol 17.639 3.5 ng 61143 6 15.533 350666 20.0
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