LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc :

ALS Vvial : 23  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-BF043025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142271.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.316 15 21 28 rVB2 65584 106918 1.98% 0.262%
2 5.134 490 500 510 rVB 435020 695468 12.88% 1.706%
3 5.522 559 566 571 rBV 3782260 5300428 98.15% 13.001%
4 6.522 729 736 748 rBV 3671180 5400288 100.00% 13.246%
5 6.904 796 801 806 rVV 958484 1188058 22.00% 2.914%

6 7.463 890 896 902 rBV 2389646 3284497 60.82% 8

7 7.716 934 939 944 rVB 116617 138007 2.56% ©

8 8.187 1013 1019 1024 rBV 1237651 1515518 28.06% 3.717%

9 8.398 1052 1055 1060 rVB 46985 55611 1.e3% o
9.263 1196 1202 1207 rBV 4244552 5389146 99.79% 13.

11 9.939 1312 1317 1322 rVB 1257347 1533208 28.39%
12 10.245 1363 1369 1384 rBV 84915 352753  6.53%
13 10.651 1434 1438 1443 rBV 469663 585548 10.84%
14 10.728 1445 1451 1456 rBV 2356845 2979587 55.17%
15 11.427 1565 1570 1575 rBV 1025908 1265312 23.43%

WNROW
IS
w
o)
R

16 11.957 1654 1660 1674 rBV2 424298 696667 12.90%  1.709%
17 12.739 1788 1793 1805 rBV 121880 207745 3.85% ©.510%
18 13.016 1834 1840 1845 rBV 3239748 4153061 76.90% 10.186%
19 13.592 1934 1938 1945 rVB 44145 67987 1.26% 0.167%
20 13.804 1966 1974 1987 rVV7 111369 488425 9.04%  1.198%

21 13.910 1987 1992 1999 rVV3 476169 763795 14.14%
22 13.969 2000 2002 2008 rVB3 41991 68100 1.26%
23 14.063 2013 2018 2026 rVB 919364 1240218 22.97%
24 14.233 2043 2047 2054 rVB 80642 111043 2.06%
25 14.545 2095 2100 2106 rBV 221979 324391 6.01%

OO WOo R
[
a
N
B

26 14.857 2149 2153 2163 rVB 66326 104787 1.94%
27 15.210 2208 2213 2223 rBV2 117433 238752  4.42%
28 15.557 2266 2272 2277 rBV 796266 1204470 22.30%

OONOO®
0
Ul
I
R

29 16.057 2353 2357 2360 rBV 42310 66183 1.23% 162%

30 16.104 2361 2365 2373 rVB 73920 137330 2.54% 337%

31 16.945 2503 2508 2519 rVB2 75580 154810 2.87% 0.380%

32 17.257 2554 2561 2575 rBV6 122365 332162 6.15% 0.815%

33 17.680 2627 2633 2642 rBv4 93532 231831 4.29% 0.569%

34 18.515 2768 2775 2796 rVB4 111445 388401 7.19% 0.953%
Sum of corrected areas: 40770505
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142271.D\data.ms

4000000 5.502 6520

3500000
3000000
2500000 7.463
2000000

1500000

1000000 6.904

500000 5.134
316 j\ 7.71

0 L L L L L L L L L L B B B L L \\\\‘\\\\‘\\\\‘\\\\‘\\/\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF142271.D\data.ms

4000000 9.263

3500000 13.016

3000000
2500000 10.728
2000000

1500000 8187 9.939

11.427
1000000

500000 10.6 11.957
8. 398 L 10.245 J\ L 12.739
0

Time--> 8.00 8 50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF142271.D\data.ms

4000000

3500000
3000000
2500000
2000000
1500000
1000000 14.063 15.557
13.910

500000 A
3.8 1423 15210 17.257 . 18.515
13,5083 8949 /\ 1.4A57 wase  tess TR e tes

LN T I I T
Time--> 13 50 14 00 14 50 15 00 15 50 16.00 16.50 17 00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.134 11.71 ng 695468 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 83
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 500 (5.134 min): BF142271.D\data.ms (-490) (-) m/z 43.00 100.00%

43.0
5000
AR R R
‘ 101.1 4.80 5.00 5.20 5.40
el 090 2070 Tz 59,10 46.82%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T T

4.80 5.00 5.20 5.40
m/z 58.10 18.08%

15.0 ‘ 101.0
‘H‘w“M“\““‘HHH\‘HH‘\“HwHH\HH\HH\HHWH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0

4.80 5.00 5.20 5.40

5000 m/z 101.10  13.69%
‘ 101.0
ww‘“w‘\”H‘“\“7‘6‘3\'9‘w‘ww‘waww”w””
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime T
43.0 4.80 5.00 5.20 5.40

m/z 41.05 7.71%

5000
101.0
150 L1690
R B e e B R AR R

m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 Hexathiane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.245 4.60 ng 352753  Acenaphthene-d10 9.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexathiane 192 S6 013798-23-7 91
2 Di(tert-butyl) trisulfide, perfl... 534 C8F18S3 016005-64-4 9
3 Ethyl Chloride 64 C2H5C1 000075-00-3 5
4 Sulfur dioxide 64 02S 007446-09-5 4
5 Ethene, 1,1-difluoro- 64 C2H2F2 000075-38-7 4
Abundance Scan 1369 (10.245 min): BF142271.D\data.ms (-1363) (- m/z 63.90 100.00%
63.9
5000 191.8 FA /\\\\\Nﬂ
e —
127.9 10.00 10.50
“‘wuH‘MHL‘_““H“H‘w“u“H‘_“w“u‘u“‘ m/z 191.88  37.03%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67524: Hexathiane
64.0 192.0
5000 128.0 —— —
10.00 10.50
m/z 127.90  13.15%
\\\‘\‘\‘\\\“\\f\‘\\\ “\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #342346: Di(tert-butyl) trisulfide, perfluoro-
64.0
\/\ ‘ T T ‘ T T
10.00 10.50
5000 m/z 65.90 10.70%
| ‘\‘ 163.0 315.0 534.(
A T e
m/z--> 50 100 150 200 250 300 350 400 450 500 44~/\\\‘,\,4,A
Abundance #409: Ethyl Chloride O LA e
64.0 10.00 10.50
m/z 193.80 10.26%
5000
"' — ~p N
m/z--> 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 5
R.T. EstConc Area Relative to ISTD R.T.
10.651 7.64 ng 585548  Acenaphthene-d10 9.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 2-(2-0xo0-2-phenyl-ethyl)-malonon... 184 C11H8N20 1000296-76-9 58
3 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 50
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 50
5 2-Benzoyl-4-bromo-5-methyl-1,2-0... 281 C11H8BrNO3 1000444-92-3 50
Abundance Scan 1438 (10.651 min): BF142271.D\data.ms (-1434) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1
51.0
— —
10.50 11.00
152.1
e 1 1260 P 2070 sy 77,00 65.72%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 —— ——
10.50 11.00
510 m/z 182.10  51.39%
210 | 4 1260 1520
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58785: 2-(2-Oxo0-2-phenyl-ethyl)-malononitrile
105.0
— —
77.0 10.50 11.00
5000 m/z 51.00 31.33%
51.0
o . 1280 1540 840
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52336: Benzeneacetic acid, .alpha.-oxo-, ethyl ester — ——
105.0 10.50 11.00
m/z 50.00 9.94%
5000 7.0
51.0
29.0
el .. 126.0 150.0 178.0
e e e e e e e e e e e ——
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_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20

Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 4 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.957 11.01 ng 696667  Phenanthrene-di10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Tridecanoic acid

3 Pentadecanoic acid
4 Tetradecanoic acid
5 Octadecanoic acid

256 C16H3202
214 C13H2602
242 C15H3002
228 C14H2802
284 C18H3602

000057-10-3 99
000638-53-9 94
001002-84-2 90
000544-63-8 74
000057-11-4 64

Abundance Scan 1660 (11.95
43.0

5000
3.0 .
1711 ’ 256.3 )
— “ MMH\ M\‘n} A ‘ “ “ “‘ \‘ ““ I ‘\‘ S ‘3‘2‘9.‘1

7 min): BF142271.D\data.ms (-1654) (-

1291

m/z 43.05 100.00%

N
N
o
S

m/z 60.00 90.54%

m/z--> 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 T
129.0 12.00
213.0 m/z 72.95 90.40%
171.0 ‘
HMWumHH‘\HH,HH
m/z--> 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
=
12.00
5000 129.0 m/z 57.05 79.40%
29. 171.0
1TV
S 11 0 T Y
m/z--> 50 100 150 200 250 300
Abundance #126199:Pentadecanok:add T
12.00
m/z 41.05 77 .87%
5000 129.0
‘ 199.0 2420
; ‘ w\h” ‘\HH\ ““‘ “;“L ‘\H“\“H"HH T
m/z--> 100 150 200 250 300 12.00

8270-BF043025.M Fri May

02 04:48:59 2025

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20

Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 5 Octadecanoic acid Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.739 3.28 ng 207745  Phenanthrene-di10 11.428
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 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 1793 (12.739 min): BF142271.D\data.ms (-1788) (- m/z 43.10 100.00%
43.1
129.1
20 185.2
—— —
‘ 2412 ooy 3 12.50 13.00
b il I PR ““ m/z 60.00  83.23%
m/z--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
129.0
500008.0 284.0 — —
185.0 241.0 12.50 13.00
m/z 73.00 80.57%
| M\ i “‘\‘ ‘L ) | ‘\“‘ I ‘\‘ : “‘ .
m/z--> 50 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid
43.0
= —
12.50 13.00
5000 256.0 m/z 57.05 79.55%
129.0
3.0 213.0
L T
““H‘\ \\‘H ‘H‘\ df \ “ “ “‘H‘ ‘\‘\‘ . “‘ I B e
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e e ——
43.0 12.50 13.00
m/z 55.05 73.83%
S 284.0
3.0 129.0
TV
— \‘\H‘ \‘H‘\‘uh‘\ ‘u‘\ L \‘\‘ “ “‘ \‘ “‘\‘ “ T “‘ B ‘3‘7‘2‘-' . ‘ . . ‘ .
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 unknownl3.804 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

13.804 7.88 ng 488425  Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Naphthalenamine, 1,2,4a,5,6,7,... 165 C11H19N 056053-03-3 41
2 (-)-Neoclovene-(II), dihydro- 206 C15H26 1000152-83-6 38
3 2-(4a,8-Dimethyl-6-o0x0-1,2,3,4,4... 234 C15H2202 1000190-21-8 38
4 (2Z,4E)-3,7,11-Trimethyl-2,4,10-... 206 C15H26 172549-29-0 35
5 1-Formyl-2,2-dimethyl-3-trans-(3... 220 C15H240 1000144-09-7 30

Abundance Scan 1974 (13.804 min): BF142271.D\data.ms (-1966) (- m/z 69.00 100.00%
69.0 123.1
5000
2052 2731 P —
‘ | ‘ 4113 13.50 14.00
- A Ll U w2 ss.1e 92.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #40583: 2-Naphthalenamine, 1,2,4a,5,6,7,8,8a-octahydrg
109.0
5000 = —
41.0 13.50 14.00
m/z 123.10  91.28%
T \‘\1"6\‘5\.\0\ LB L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #82897: (-)-Neoclovene-(1l), dihydro-
81.0
163.0
= R
13.50 14.00
5000 m/z 95.10 90.13%
20.
JUTTEL | R
m/z--> 50 100 150 200 250 300 350 400
Abundance #116227: 2-(4a,8-Dimethyl-6-oxo0-1,2,3,4,4a,5,6,8a-octah — —
41.0 95.0 13.50 14.00
191.0
m/z 109.10 77.31%
5000
iy
bl e J,
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 1-Heneicosanol Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
13.010 12.32ng 763795 Chrysene-di2 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 21440 015594-96-8 93
2 17-Pentatriacontene 491 C35H70 006971-40-0 93

3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702
5 Pentafluoropropionic acid, hexad... 388 C19H33F502

1000406-04-8 93
006385-15-5 93
006222-07-7 93

Abundance Scan 1992 (13.910 min): BF142271.D\data.ms (-1987) (- m/z 57.05 100.00%
57.0

5000

-

49.0 14.00
L, 218.1287-3 B
0l _wMLM%M_m‘MHwwH_Wuww m/z 43.05 92.24%

m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #215083: 1-Heneicosano
55.0
5000 L
14.00
5.0 m/z 55.10 82.49%

| l |,196.0266.0

T “H \“HH‘\'\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘H

m/z--> 0 50 100 150200250 300 350400450500 550 600 650

-

Abundance #336402: 17-Pentatriacontene
43.0
—
14.00
5000 m/z 83.10 60.51%
5.0
}J?h‘19&02610 490.0
A A e T T e e e
m/z--> 0 50 100150200250 300350400450500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T
57.0 14.00

m/z 69.10 57.48%

5000

N

J IP .0 252.0 648.|

m/z--> 0 50 100 150200250 300 350400450500 550600 650 14.00

by

8270-BF043025.M Fri May 02 04:49:03 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 Carbonic acid, eicosyl viny... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.545 5.23 ng 324391 Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 Carbonic acid, octadecyl vinyl e... 340 C21H4003 1000382-54-4 87
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 87
Abundance Scan 2100 (14.545 min): BF142271.D\data.ms (-2095) (- m/z 57.05 100.00%
57.0
i s
1552 : :
L “‘ “‘ Lo 1972 2524 3271 39T h/; 43.10  68.48%
m/z--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — ‘
14.50
m/z 71.05 51.53%
11 0
\“‘\ \L“‘ “‘ \‘H‘\ “‘ \L‘ \“\1\‘5‘5\(\)’\]9\6‘\0\ \2\5‘2\0\ T ‘:\32\5\\0‘ L ‘
m/z--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
T \
14.50
5000 m/z 55.05 40.52%
11 0
\‘ \‘\ I “‘\ \‘ “ [ 153 o 224 0 297 0
A o e e s
m/z--> 50 100 150 200 250 300 350
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester — ‘
57.0 14.50
m/z 85.05 37.87%
5000
L oo a0 |t
mlz--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 Hexacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.210 3.96 ng 238752  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Heneicosane 296 C21H44 000629-94-7 91

Abundance Scan 2213 (15.210 min): BF142271.D\data.ms (-2208) (- m/z 57.05 100.00%

57.0
5000

—— =
h\jj 15.00 15.50
bl

A

141.1
0 “wk‘ L1832 2532 8260 m/z 71.05 61.64%

m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

5000 e =
15.00 15.50

m/z 43.10 60.99%

9.0
| ‘L‘ |1 1] 141:0183.0225.0267.0300.0 367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0

T T
15.00 15.50

5000 m/z 85.05 42.70%
9.0
Sq b uh\ u‘\w “M h‘ 143‘01‘8‘39225026703090 380.0
R R R B e B
m/z--> 50 100 150 200 250 300 350
Abundance #298426: Octacosane T T
57.0 15.00 15.50

m/z 55.05 24.01%

5000
9.0
L]0
dh I

L1l 141.0183.0225.0 281.0 337.0 394.(
4]

‘ —
m/z--> 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\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 Behenic alcohol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

16.104 2.28 ng 137330  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 Octacosanol 410 C28H580 000557-61-9 90
3 1-Tetracosene 336 (C24H48 010192-32-2 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 1-Heneicosanol 312 C21H440 015594-90-8 90

Abundance Scan 2365 (16.104 min): BF142271.D\data.ms (-2361) (- m/z 57.05 100.00%

57.0
5000 1111

L —
16.00 16.50

250.9 3411
B “\\\\”‘ “\“L”\ “ ‘H“ h\ i \2‘\0\0\\‘\\\\‘\\\\‘\\\\ m/Z 55.05 85.8400

‘ i
m/z--> 50 00 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0

-

41.0
5000 T L
16.00 16.50
125.0 m/z 43.18  81.24%
T \“\‘ ‘\““ T ‘\‘ T \‘ “‘ \“\ ‘h 167\ \0\2‘1\0\0\ T [ \2\89\()‘ L ‘ T T
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosano
57.0
—— —
16.00 16.50
5000 111.0 m/z 83.10 80.09%
L) h\ I ‘\L‘ ‘h h 015, 02360 292. 03340 392.(
il e e B
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene — —
43.0 o970 16.00 16.50

m/z 97.05 76.28%

h J\M
‘\ | M | ‘L‘ u ‘ 01820 336.0

m/z--> 50 100 150 200 250 300 350 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 unknownl6.945 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.945 2.57 ng 154810  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Scoparone 206 C11H1004 000120-08-1 45
2 Tricyclo[3.3.1.1(3,7)]decane-2,6... 206 C12H1403 056781-92-1 38
3 Naphthalene, 1,2-dihydro-4-phenyl- 206 C1l6H14 007469-40-1 35
4 2-Hydroxy-3-methoxyphenylacetoni... 163 C9H9NO2 042973-56-8 30
5 1-(2-Hydroxyphenyl)piperazine, N... 206 C12H18N20 148547-51-7 30
Abundance Scan 2508 (16.945 min): BF142271.D\data.ms (-2503) (- m/z 206.15 100.00%
206.2
55.0
1371
5000
257.1 409. s s A

m/z 55.00 75.06%
m/z--> 0 50 100 150 200 250 300 350 400

Abundance #82081: Scoparone
206.0

5000 T T
163.0 17.00

m/z 95.10 67.16%

79.0

29.0 “\u\hm u“‘ ‘ \‘ H‘ \‘\ T

m/z--> 0 50 100 150 200 250 300 350 400

Abundance #82340: Tricyclo[3.3.1.1(3,7)]decane-2,6-dione, 4-acetyl-
43.0

206.0 T T
17.00
m/z 137.05 65.95%

5000 107.0
163.0
P
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #82970: Naphthalene, 1,2-dihydro-4-phenyl- Awkaéﬁ‘ —

206.0 17.00
m/z 163.10  65.68%

5000
128.0

—
m/z--> 0 50 100 150 200 250 300 350 400 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 Stigmasterol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.256 5.52 ng 332162  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmasterol 412 C29H480 000083-48-7 96
2 Cholesta-22,24-dien-5-0l1, 4,4-di... 412 C29H480 1000128-66-1 50
3 Stigmastan-6,22-dien, 3,5-dedihy... 394 C29H46 107304-12-1 41
4 Chondrillasterol 412 C29H480 000481-17-4 38
5 1-Methyl-4-(1-methylethenyl)-3-[... 412 C30H52 1000370-41-5 35

Abundance Scan 2561 (17.257 min): BF142271.D\data.ms (-2554) (- m/z 55.05 100.00%

58.0
5000

105.0
159.1 206.2 2552

300.3 3513 4124 17.00 17.50

L, m/z 81.10 55.21%

m/z--> 50 100 150 200 250 300 350 400
Abundance #309443: Stigmasterol
55.0

5000 — —
17.00 17.50

m/z 69.05 51.20%

| ‘M“w‘ '
m/z--> 50 100 150 200 250 300 350 400
Abundance #309460: Cholesta-22,24-dien-5-ol, 4,4-dimethyl-
55.0

T T
17.00 17.50

5000 m/z 83.05 51.20%

255.0
| 300.0 3510 412
b \H‘ ’
R
m/z--> 50 100 150 200 250 300 350 400

Abundance #298440: Stigmastan-6,22-dien, 3,5-dedihydro- —
55.0 17.00 17.50

m/z 43.10 41.17%

£ T ‘ T T ‘ T
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

5000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 .beta.-Sitosterol Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.680 3.85 ng 231831 Perylene-di2 15.557
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 76
3 Stigmastan-3-en-6-0l1 414 C29H500 1000214-19-7 38
4 (1R,4aR,5S)-5-[(E)-5-Hydroxy-3-m... 304 C20H3202 1214984-94-7 35
5 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 35

Abundance Scan 2633 (17.680 min): BF142271.D\data.ms (-2627) (- m/z 43.05 100.00%

43.0
5000 1071
213.2

159.1

— —
17.50 18.00

L u"\u‘\ m/Z 55.05 74. 8600
0

m/z--> 5 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0

71.1 3293 414

5000 T T
107.0 414 17.50 18.00
1610 ' m/z 57.5  57.75%
213.0 303.0
1 257. 354.0
T ’ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
—— —
17.50 18.00
5000 5.0 m/z 81.00 51.42%
145.0 4140
213.0 303.0
‘\“ | ’\h‘ ’ .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310600: Stigmastan-3-en-6-ol — —
43.0 17.50 18.00

m/z 107.05 50.80%

5000
‘ o0 399.0
‘\"m‘ LL‘ \m ‘H\‘d" LMN 1 161.0 213.0 273.0 346.

— —
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\BF@50125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Q1901-04

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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 14 Hop-22(29)-en-3.beta.-ol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.515 6.45 ng 388401 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 70
2 cis-Chrysanthenol 152 C10H160 055722-60-6 55
3 1,5-Cyclodecadiene, 1,5-dimethyl... 204 C15H24 015423-57-1 53
4 Guaia-9,11-diene 204 C15H24 1000374-19-8 53
5 2-Buten-1-ol, 2-ethyl-4-(2,2,3-t... 208 C14H240 028219-61-6 46
Abundance Scan 2775 (18.515 min): BF142271.D\data.ms (-2768) (-] | m/z 95.05 100.00%
95.0
41. 189.2
5000
1 426. R SRR
“ 2571 3152 383.3%0- 18.2018.4018.6018.80
‘M‘ T P L | | “‘ m/z 81.85 96.65%
m/z--> 50 100 150 200 250 300 350 400
Abundance #316517: Hop-22(29)-en-3.beta.-ol
189.0
95.0
R AR
5000 18.2018.4018.6018.80
m/z 55.05 88.62%
1L eorosso ano
\\\‘\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #29119: cis-Chrysanthenol
109.0
R Rma e A RREAREAT
18.2018.4018.6018.80
m/z 121.05 81.07%
5000 41.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #80327: 1,5-Cyclodecadiene, 1,5-dimethyl-8-(1-methylett I o
121.0 18.2018.4018.6018.80
m/z 109.10 78.58%
‘ 204.0
m/z--> 50 100 150 200 250 300 350 400 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@050125\
Data File : BF142271.D

Acqg On : 01 May 2025 20:20
Operator : RC/JU

Sample : Ql901-04

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF043025.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-... 5.134 11.7 ng 695468 1 6.904 11838060 20.0
Hexathiane 10.245 4.6 ng 352753 3 9.939 1533210 20.0
Benzophenone 10.651 7.6 ng 585548 3 9.939 1533210 20.0
n-Hexadecanoic ... 11.957 11.0 ng 696667 4 11.428 1265310 20.0
Octadecanoic acid 12.739 3.3 ng 207745 4 11.428 1265310 20.0
unknown13.804 13.804 7.9 ng 488425 5 14.069 1240220 20.0
1-Heneicosanol 13.910 12.3 ng 763795 5 14.069 1240220 20.0
Carbonic acid, ... 14.545 5.2 ng 324391 5 14.069 1240220 20.0
Hexacosane 15.210 4.0 ng 238752 6 15.557 1204470 20.0
Behenic alcohol 16.104 2.3 ng 137330 6 15.557 1204470 20.0
unknown16.945 16.945 2.6 ng 154810 6 15.557 1204470 20.0
Stigmasterol 17.256 5.5 ng 332162 6 15.557 1204470 20.0
.beta.-Sitosterol 17.680 3.9 ng 231831 6 15.557 1204470 20.0
Hop-22(29)-en-3... 18.515 6.5 ng 388401 6 15.557 1204470 20.0
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