LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : 07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc :

ALS Vvial : 30 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142669.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.104 487 495 507 rBV 137987 196392 9.16% 1.036%
2 5.510 558 564 580 rBV 1279448 1732745 80.78% 9.141%
3 6.516 729 735 747 rBV 1349729 1797075 83.78% 9.481%
4 6.892 794 799 804 rBV 587424 717502 33.45%  3.785%
5 6.951 804 809 821 rvB3 13558 28517 1.33% 0.150%
6 7.451 886 894 904 rBV 873244 1173018 54.68% 6.189%
7 7.7106 931 938 943 rVB2 12387 24905 1.16% 0.131%
8 8.175 1010 1017 1026 rBV 722956 977840 45.59%  5.159%
9 9.251 1194 1200 1205 rBV 1739330 2145057 100.00% 11.317%
10 9.592 1250 1258 1264 rBV 100045 149424 6.97% 0.788%
11  9.857 1299 1303 1308 rVB 21637 26677 1.24% 0.141%
12 9.933 1308 1316 1321 rBV 795337 1008819 47.03% 5.322%
13 10.357 1382 1388 1392 rVB3 14092 23440 1.09% 0.124%
14 10.480 1405 1409 1414 rVB 17352 23700 1.10% 0.125%
15 10.575 1414 1425 1429 rBV9 9002 23291 1.09% 0.123%
16 10.645 1432 1437 1444 rBV 338245 428252 19.96% 2.259%
17 10.722 1444 1450 1456 rBV 942614 1198264 55.86% 6.322%
18 10.839 1465 1470 1475 rBV3 13214 21950 1.02% 0.116%
19 10.957 1485 1490 1496 rVB 45404 59836 2.79% 0.316%
20 11.022 1496 1501 1505 rBV6 11562 23273 1.08% 0.123%
21 11.286 1540 1546 1549 rBV6 10227 23448 1.09% 0.124%
22 11.422 1563 1569 1578 rBV2 620486 1024815 47.78% 5.407%
23 11.498 1578 1582 1585 rVB 30066 41599 1.94% 0.219%
24 11.651 1603 1608 1614 rBV3 18030 37504 1.75% 0.198%
25 11.945 1651 1658 1665 rBv2 90859 178456 8.32% 0.941%
26 12.039 1670 1674 1681 rVB2 30713 61828 2.88% 0.326%
27 12.198 1697 1701 1707 rBV4 19425 40900 1.91% 0.216%
28 12.516 1751 1755 1759 rVB3 27940 47122  2.20% ©0.249%
29 12.633 1771 1775 1780 rBV 167115 219592 10.24% 1.159%
30 12.863 1809 1814 1819 rBV 132545 183537 8.56% 0.968%

31 13.004 1833 1838 1846 rBV 973247 1280279 59.69%
32 13.439 1907 1912 1915 rBV 204653 285028 13.29%
33 13.468 1915 1917 1926 rVV3 116564 194798 9.08%
34 13.904 1987 1991 1998 rVB2 129624 190339  8.87%
35 14.063 2012 2018 2031 rVB2 548563 841100 39.21%
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36 14.374 2068 2071 2075 rVB 39409 47067 2.19% 0.248%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : 07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS Vvial : 30 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-BF052025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.539 2094 2099 2104 rBV2 83503 158939 7.41% 0.839%
38 15.115 2193 2197 2205 rBV 60749 139996 6.53% 0.739%
39 15.186 2205 2209 2213 rBV 65600 94702 4.41% ©.500%
40 15.427 2247 2250 2256 rVB 35372 55018 2.56% 0.290%
41 15.492 2257 2261 2267 rVWV 52348 89832 4.19% 0.474%
42 15.557 2267 2272 2284 rVB 467404 798902 37.24% 4.215%
43 16.033 2348 2353 2358 rBV 57950 95595  4.46% 0.504%
44 16.239 2384 2388 2391 rBV 44103 68905 3.21% 0.364%
45 17.398 2579 2585 2595 rVB 167446 397630 18.54% 2.098%
46 17.756 2639 2646 2658 rVB3 140780 349963 16.31%  1.846%

47 18.015 2683 2690 2708 rVB5 67234 227845 10.62% 1.202%

Sum of corrected areas: 18954716
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142669.D\data.ms
1600000
1400000 6.516

5.510

1200000
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800000

600000 6.892

400000
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Abundance TIC: BF142669.D\data.ms
9.251

1600000
1400000
1200000

13.004
1000000 10.722

800000 8.175 9.933
600000

400000 10.6
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o | ) 98 10.36%B67510.84992211.2
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Abundance TIC: BF142669.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.104 5.47 ng 196392 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 9

Abundance Scan 495 (5.104 min): BF142669.D\data.ms (-487) (-) m/z 42.95 100.00%

43.0
59.1
5000
1011 T T T T[T rrrrrrir]
83.0 4.80 5.00 5.20 5.40
\\\\‘\\\\“‘H\\‘\“i\\\\“\.\\\“\\\\‘\\\\‘\\ m/Z 59.10 56.57%
m/z--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T
59.0 4.80 5.00 5.20 5.40
m/z 101.10  18.10%
15.0 101.0
\\\‘\‘\W‘\\“M\\1‘\\\\8‘3‘\.9\\“\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R R REE
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 16.24%
I 126.0142,0
et
m/z--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R R R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.06%
5000
15.0 | 720 1000
| N | o
-t r—ty——t— A
mlz--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 (3R,3aS,8aS)-3,6,8,8-Tetram... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.592 2.96 ng 149424  Acenaphthene-di10 9.933

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,3aS,8aS)-3,6,8,8-Tetramethyl... 204 C15H24 022567-43-7 99
2 1H-3a,7-Methanoazulene, 2,3,4,7,... 204 C15H24 000469-61-4 99
3 3,5,5,9-Tetramethyl-4a,5,6,7,8,9... 204 C15H24 1000412-94-8 86
4 (1S,5S)-2-Methyl-5-((R)-6-methyl... 204 C15H24 159407-35-9 81
5 trans-.alpha.-Bergamotene 204 C15H24 013474-59-4 76

Abundance Scan 1258 (9.592 min): BF142669.D\data.ms (-1250) (-)| [ m/z 119.10 100.00%

119.1
5000 93.1 AR
41.0 161.1 P
69.0 H 20?.2 950
bbb bl m/z 93.10 44.64%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80405: (3R,3aS,8aS)-3,6,8,8-Tetramethyl-2,3,4,7,8,8a-+
119.0
5000 T
93.0 950
105.10 32.43%
41.0 @90 ‘ 161.0 204.0 m/z
\1\5\‘0\ \ \\“\ T \‘H ‘ \H\‘\\““\\\\‘\H”\‘\MU\\‘\M‘\‘\\‘\\“\ T \\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80527: 1H-3a,7-Methanoazulene, 2,3,4,7,8,8a-hexahyd
119.0
]
950
5000 93.0 m/z 91.10  23.96%
41.0
69.0 1610  204.0
"w‘MUmM_‘mw‘m‘_m‘!”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80318: 3,5,5,9-Tetramethyl-4a,5,6,7,8,9-hexahydro-2H- A rur per s
119.0 9.50
m/z 41.05 21.497
5000
410 69.0 91 0 161 204.0
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 3
R.T. EstConc Area Relative to ISTD R.T.
10.645 8.49 ng 428252  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
3 Vinyl benzoate 148 C9H802 000769-78-8 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Pentafluoroethyl phenyl ketone 224 C9H5F50 000394-52-5 47
Abundance Scan 1437 (10.645 min): BF142669.D\data.ms (-1432) (-] ' m/z 105.00 100.00%
105.0
5000
51.0
— —
10.50 11.00
152.1
O b et 1260 m/z 77.e5  61.90%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — o
10.50 11.00
51.0 o
m/z 182.10  57.99%
27.0 A 1260 1520 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #40879: N-Methoxy-N-methylbenzamide
105.0
—— —
77.0 10.50 11.00
5000 m/z 51.00 26.37%
51.0
28.0 N | 134.0 165.0
s B R R e e o R
mlz--> 20 40 60 80 100 120 140 160 180
Abundance #26899: Vinyl benzoate — A
105.0 10.50 11.00
m/z 181.10 9.99%
77.0
5000
51.0
15.0 148.0
‘“M‘w““ﬂw“‘uw‘w““‘H“““m““‘u““ — Aﬂ“ =
mlz--> 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_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 10
R.T. EstConc Area Relative to ISTD R.T.
11.945 3.48 ng 178456  Phenanthrene-di10 11.422
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 83
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
5 Pentadecanoic acid 242 C15H3002 001002-84-2 55

Abundance Scan 1658 (11.945 min): BF142669.D\data.ms (-1651) (- m/z 43.05 100.00%

43.0 ,73.0
192.1
5000

m/z 73.00 99.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 e ¢
12.00
970 m/z 60.00 92.42%

1570 18502130 256.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

i

Abundance #92069: Tridecanoic acid
73.0
43.0 12.00
5000 129.0 m/z 57.05 79.24%
171.0
‘ 214.0
1L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67028: Anthracene, 1-methyl- —
192.0 12.00

m/z 55.00 77.56%

5000
165.0
63.0 96 0 139 0

—
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\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.439 6.78 ng 285028  Chrysene-di2 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 Benz(a)acridine, 9,10,12-trimethyl- 271 C20H17N 063040-02-8 18
3 Oxazole, 2-(1-naphthalenyl)-5-ph... 271 C19H13NO 000846-63-9 14
4 6H-Indeno[1,2-d][1,2,4]-triazolo... 271 C16H9N5 1000286-52-6 14
5 1H-naphtho[2,1-b]pyran-1-imine, ... 271 C19H13NO 1000401-75-2 14

Abundance Scan 1912 (13.439 min): BF142669.D\data.ms (-1907) (- m/z 175.10 100.00%

175.1 271.1
5000
69.0
=
‘ 0| ‘ 11511451 201 | 1350
- ‘WMHCM MM\MNMLMWWWH\M L } J‘H Ll m/z 271.1 93.20%
miz--> 50 100 150 200 250
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000
13 50
69.0 145. m/z 201 66.03%
” 0 7 150
: ?? OM P L “‘ iyl ‘\ Ly M “h‘h “ \‘M“ \‘M \\ e \‘ ‘\ e “
miz--> 50 100 150 200 250
Abundance #162434: Benz(a)acridine, 9,10,12-trimethyl-
271.0
13 50
5000 40.26%

127.0
g0 | 1630 2020 %] sm\\ |
— ‘ —
m/z--> 50 100 150 200
Abundance I-

#162417: Oxazole, 2-(1-naphthalenyl)-S-pheny

271.0 13 50
m/z 286.3 32.01%
5000
300 O0s0 " ves0 [
m/z--> 50 100 150 200 250 13 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 unknownl13.468 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.468 4.63 ng 194798  Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 [1,2,5]-Oxadiazolo[3,4-a]cinnoli... 202 C10H10N40 1000260-59-4 38
2 1-Naphthalenecarboxylic acid, 2-... 202 C12H1003 000947-62-6 25
3 5-Hydroxy-3-methyl-1-phenylpyraz... 202 C11H10N202 060484-29-9 22
4 2-Ethylamino-3-piperidino-1,4-na... 284 C17H20N202 059641-39-3 18
5 Estra-1,3,5(10),15-tetraen-17-0l... 284 C19H2402 017980-88-0 18
Abundance Scan 1917 (13.468 min): BF142669.D\data.ms (-1915) (- m/z 202.10 100.00%
202.1
284."
5000 159.1
—
T oo 2l L b | ]
S ‘H ‘m‘m ‘m ‘u \ b m\\h Ly \H‘\HH\‘ 111 e R m/z 199.10 64.57%
m/z--> 100 150 200 250
Abundance #77266. [1,2,5]-Oxad|azolo[3,4-a]C|nnollne, 4,5-dihydro-8
202.0
30.0
5000 T
13.50
63.0 162.0 m/z 213.20 61.66%
— “ \‘H\ ‘h‘h\ \““u \H‘\u HM\ HH‘H‘\‘ uh H‘\ “‘ }\u ‘\M‘ “ —
miz--> 50 100 150 200 250
Abundance  #77732: 1-Naphthalenecarboxylic acid, 2-methoxy-
202.0
—
13.50
5000 m/z 284.15 56.01%
70 114.0 1550
. ‘u‘\ il \‘u m‘ H\h h\ \“ “H\ “ ‘h bl “‘ e
m/z--> 50 100 150 200 250
Abundance #77536: 5-Hydroxy-3-methyl-1-phenylpyrazole-4-carbalde e P
202.0 13.50
m/z 159.10  45.10%
77.0
5000
39.0
‘ ‘ 070 450
- \M‘ ‘h\ ‘H“‘H“ “u ‘h\ \H“‘ \H “\‘ . ‘H“‘ “ —— e
miz--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Pentadecafluorooctanoic aci... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.904 4.53 ng 190339  Chrysene-di2 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Behenic alcohol 326 C22H460 000661-19-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 91
Abundance Scan 1991 (13.904 min): BF142669.D\data.ms (-1987) (- m/z 57.10 100.00%
57.1
——
k 9.1 23‘0'1 14.00
prodb R L e m/z 43.10 82.60%
m/z--> 0 50 100 150200250 300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 T
14.00
m/z 55.05  75.30%
JMIFEA.?%352.0369'0648.'
m/z--> 0 50 100 150200250 300 350400450500 550 600 650
Abundance #326112: Heptadecyl heptafluorobutyrate
57.0
——
14.00
5000 m/z 83.10 64.82%
169.0
L 2380 434.0
e e e e e e
m/z--> 0 50 100150200250 300350400450500550600650
Abundance #232316: Behenic alcohol —
83.0 14.00
m/z 97.10 60.58%
\‘M | J ?.O 280.0
e e e e e e e ——
miz--> 0 50 100 150200250 300 350400450500 550 600 650 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08

Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 8 1-Hexacosene Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14538 3.78ng 158939  Chryseme-di2 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 CooHs2 018835-33-1 93

2 n-Tetracosanol-1 354 C24H500 000506-51-4 93

3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 93
4 Octacosanol 410 C28H580 000557-61-9 93
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2099 (14.539 min): BF142669.D\data.ms (-2094) (- m/z 57.10 100.00%

57.1 '
5000 1111.1
T \
2541
H Liest ) st82 e g
e e m/z 43.10 92.08%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
5000 1.0 e :

14.50
m/z 55.10 90.14%

L " | J |167.0 238.0292.0 364.0

\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘ L L R L R R

m/z--> 50 100 150 200 250 300 350 400 450

%

Abundance #264236: n-Tetracosanol-1
14.50
5000 1.0 m/z 83.18  75.98%
“H l ‘\ }\ \|1I \702220 308.0
Ay A e P
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339188: Heneicosyl heptafluorobutyrate T ‘
57.0 14.50
m/z 97.10 74.44%
0
U0 2040 aso, -
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Nonadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.186 2.37 ng 94702  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetratetracontane 619 C44H99 007098-22-8 87

Abundance Scan 2209 (15.186 min): BF142669.D\data.ms (-2205) (- m/z 57.10 100.00%

57.1
5000

91 15.00 15.50
141.0183.1 25,1 268.1 : :
Hm‘uw‘“ L1 18]0183.1205,42681 m/z 43.10 56.71%

m/z--> 0 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

5000 —— —
15.00 15.50

m/z 71.05 55.82%

T \“\ ‘\L “ “‘ \“‘\ ““ \“ \1“\4\‘1“0\1‘\8\“?’\0‘2\2\5\ (\)‘2\6? \()\ ‘ T T 1T ‘ T T 1T
m/z--> 0 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

— —
15.00 15.50

5000 m/z 85.10  41.25%
Ll ‘h“ H J 1419183 0225.0 281.0 337.0 394.
i I Lt oA E AR S LE S
miz—-> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane — —
57.0 15.00 15.50

m/z 55.05 22.48%

0 \%Jw\m/\m\/v‘/\/\,/

9.0
5(3 L4 | /141.0183.0225.0  296.0

— —
m/z--> 0 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.033 2.39 ng 95595  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane, 1-iodo- 408 C20H411 1000406-31-8 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
Abundance Scan 2353 (16.033 min): BF142669.D\data.ms (-2348) (- m/z 57.10 100.00%
57.1
9.0 T
16.00
| A u‘w““ ! ‘W}J‘ L2OrT 28312000 m/z 71.10 60.78%
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 ——
16.00
m/z 43.10 54.19%
9.0
\‘ \L‘ “ u“\ \‘h h‘ | 1‘\4\191\83022502670 338.0
\\\‘\\\\‘\\\T‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
——
16.00
5000 m/z 85.10 45.26%
9.0
[0 L1 141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane —
57.0 16.00
m/z 55.10 23.47%
9.0
L1, 1410183.02250267.0309.0 367.0
R e e B A SR A e ——
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 2,2,4a,6a,8a,9,12b,14a-0cta... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.398 9.95 ng 397630  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CAS# Qual
12,2,4a,6a,8a,9,12b,14a-0ctamethy... 410 C30H50 053013-35-7 93
2 6-Isopropenyl-4,8a-dimethyl-4a,5... 218 C15H220 086917-79-5 78
3 2,2,6-Trimethyl-1-(2-methyl-cycl... 218 C15H220 1000188-72-8 41
4 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 38
5 Sesquirosefuran 218 C15H220 039007-93-7 38
Abundance Scan 2585 (17.398 min): BF142669.D\data.ms (-2579) (- m/z 95.10 100.00%
95.1
5000 218.2 J\J
41. 1471
— ——
m ‘ . N —
i ‘H‘H;‘MH H h\h il \” h“h Jhds b \‘u \L m o ‘3‘4‘1‘2‘ ! L m/z 109.10 70.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308277: 2,2,4a,6a,8a,9,12b,14a-Octamethyl-1,2,3,4,4a,
93.0
218.0
5000 — —
410.( 17.00 17.50
3.0 342.0
41. ‘ m/z 69.10 61.10%
‘H ‘\“h ‘\H‘ hh\ H“‘ \ML h“\ ‘H\‘ \‘ ‘M“\h‘ - A —— “\‘ ‘ :
m/z--> 50 100 150 200 250 300 350 400
Abundance #96824: 6-Isopropenyl-4,8a-dimethyl-4a,5,6,7,8,8a-hexat
95.0
— ——
17.00 17.50
5000/ 41.0 218.0 m/z 107.10 61.07%
‘ 147.0
‘H‘ H‘\ ‘“MM‘ um“ ‘H\ \“\\ ‘\ \‘ ‘\‘ L RS RRRRRRRRE
m/z--> OO 150 200 250 300 350 400
Abundance #96806 2,2,6-Trimethyl-1-(2-methyl-cyclobut-2-enyl)-hep — —
41.0 95.0 17.00 17.50
m/z 81.05 61.00%
5000
147.0 218.0
Wl — —
miz--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 D-Friedoolean-14-en-3-one Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.756 8.76 ng 349963  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 99
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 55
3 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 44
4 Himachala-2,4-diene 204 C15H24 060909-27-5 43
5 1R,4S,7S,11R-2,2,4,8-Tetramethyl... 204 C15H24 1208118-28-8 41
Abundance Scan 2646 (17.756 min): BF142669.D\data.ms (-2639) (- m/z 204.15 100.00%
133.0 204.2
55.0 300.3
5000
ANV
‘ ‘ ‘ H 4094 17.50 18.00
WWMHNMWM\‘MkMH““H“‘Lﬂ“ m/z 133.00 89.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #315414: D-Friedoolean-14-en-3-one
204.0 300.0
133.0
5000 69.0 —T— —
424 ( 17.50 18.00
m/z 55.05 68.80%
HA‘J\L‘\\\\HH\\ ‘“\ \“ “H‘ ‘ ““ - L ‘\‘ :
m/z--> 50 100 150 200 250 300 350 400
Abundance #200029: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0
—— —
17.50 18.00
5000 ITI/Z 300.25 68.78%
217.0
‘ 115.0 163.0 ‘ ‘ |
" \‘ ‘h‘\“\‘\‘\ , ‘\i‘\ \Hum\ﬂ\ H\ \‘\\‘\“ \‘ L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #315403: Lup-20(29)-en-3-one T —
109.0 205.0 17.50 18.00
55, m/z 285.15 68.75%
5000
% 313 0 424 (
o ‘H‘H\M “‘\ ; M ‘u “ “ “\ m“‘ \‘ ‘\ - ‘M‘ ‘ ‘?6‘3‘8‘0‘ . ‘ “‘ : A —r—
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : @07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS vial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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 1,2,4,8-Tetramethylbicyclo[... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.015 5.70 ng 227845  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 50
2 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 43
3 Naphthalene, 1,2,3,5,6,7,8,8a-0C... 204 C15H24 004630-07-3 43
4 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 43
5 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 38
Abundance Scan 2690 (18.015 min): BF142669.D\data.ms (-2683) (-| | m/z 204.15 100.00%
204.2
135.0
5000 560 287.1
T e
\ 3550 4114 18.00
Il TP myz 135.00 61.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0]undeca-2,4-die
204.0
108.0
5000 — :
18.00
410 m/z 133.80  54.57%
JJ‘T}TM‘TW
m/z--> 50 100 150 200 250 300 350 400
Abundance #80544: 1H-Cycloprop[elazulene, 1a,2,3,4,4a,5,6,7b-octe
105.0 204.0
41, ——
18.00
5000 m/z 69.05 51.14%
H H ‘ \J} ‘\ \‘@ - J\/\A//\W
m/z--> 100 150 200 250 300 350 400
Abundance #80513. Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di — ‘
204.0 18.00
41.0 m/z 121.05  48.21%
i -
m/z--> 100 150 200 250 300 350 400 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF060625\
Data File : BF142669.D

Acqg On : 07 Jun 2025 04:08
Operator : RC/JU

Sample : Q2198-03

Misc

ALS Vvial : 30 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052025.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|
2-Pentanone, 4-... 5.104 5.5 ng 196392 1 6.892 717502 20.0
(3R,3as,8as)-3,... 9.592 3.0 ng 149424 3 9.933 1008820 20.0
Benzophenone 10.645 8.5 ng 428252 3 9.933 1008820 20.0
n-Hexadecanoic ... 11.945 3.5 ng 178456 4 11.422 1024820 20.0
2-Phenanthrenol... 13.439 6.8 ng 285028 5 14.063 841100 20.0
unknown13.468 13.468 4.6 ng 194798 5 14.063 841100 20.0
Pentadecafluoro... 13.904 4.5 ng 190339 5 14.063 841100 20.0
1-Hexacosene 14.539 3.8 ng 158939 5 14.063 841100 20.0
Nonadecane 15.186 2.4 ng 94702 6 15.557 798902 20.0
Tetracosane 16.033 2.4 ng 95595 6 15.557 798902 20.0
2,2,4a,6a,8a,9,... 17.398 9.9 ng 397630 6 15.557 798902 20.0
D-Friedoolean-1... 17.756 8.8 ng 349963 6 15.557 798902 20.0
1,2,4,8-Tetrame... 18.015 5.7 ng 227845 6 15.557 798902 20.0
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