LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc :

ALS Vvial : 22 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139985.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.199 8 18 25 rBV 1664409 2717753 100.00% 8.631%
2 5.110 502 513 520 rVB 19502 32227 1.19% 0.102%
3 5.504 574 580 585 rBV 1647473 2132110 78.45% 6.771%
4 6.504 744 750 755 rBV 1574862 2046271 75.29% 6.498%
5 6.892 811 816 821 rBV 583662 742307 27.31% 2.357%
6 7.445 904 910 915 rBV 1090622 1389694 51.13% 4.413%
7 7.698 948 953 960 rVB2 21581 28724 1.06% 0.091%
8 8.169 1028 1033 1041 rBV 706633 874863 32.19% 2.778%
9 9.245 1210 1216 1221 rBV 1570443 1990783 73.25% 6.322%
10 9.281 1221 1222 1231 rVV3 38652 71372 2.63% 0.227%
11  9.363 1231 1236 1246 rVB6 15758 41272 1.52% 0.131%
12 9.922 1326 1331 1343 rWV 623270 850640 31.30% 2.701%
13 10.163 1368 1372 1376 rVB 73960 89816 3.30% 0.285%
14 10.228 1378 1383 1396 rBV2 22496 76372 2.81% 0.243%
15 10.633 1448 1452 1457 rBV 332688 418289 15.39% 1.328%
16 10.710 1457 1465 1479 rBV 855144 1087949 40.03% 3.455%
17 10.827 1482 1485 1493 rVB4 14992 28743 1.06% 0.091%
18 10.945 1502 1505 1510 rVB2 48742 64173  2.36% 0.204%
19 11.069 1522 1526 1531 rBV2 38337 62316 2.29% 0.198%

2.

20 11.410 1579 1584 1591 rBV 620960 795095 29.26%

21 11.463 1591 1593 1597 rVB 36033 39697 1.46%
22 11.863 1657 1661 1665 rBV 89820 139250 5.12%
23 11.939 1669 1674 1686 rVB 595616 905128 33.30%
24 12.116 1701 1704 1714 rVB8 30448 66626 2.45%
25 12.333 1739 1741 1748 rVB7 23818 40248 1.48%

OO NO®®
00
N
N
3R

26 12.663 1787 1797 1803 rBV7 125250 402669 14.82%
27 12.721 1803 1807 1818 rVB 180922 287850 10.59%
28 12.998 1848 1854 1859 rBV 1309705 1712077 63.00%

OO UV R
N
w
~N
R

29 13.221 1887 1892 1898 rBvV4 50026 122392 4.50% 389%
30 13.398 1919 1922 1925 rBV2 49067 68470 2.52% 217%
31 13.439 1926 1929 1933 rVB2 62513 94278 3.47%  ©.299%
32 13.510 1938 1941 1943 rVWwv2 84816 128206 4.72% 0.407%
33 13.533 1943 1945 1949 rVB 117105 134505 4.95% 0.427%
34 13.692 1969 1972 1975 rBV3 41172 64756 2.38% 0.206%
35 13.845 1995 1998 2002 rVB 93620 117897 4.34% ©.374%

36 13.898 2003 2007 2018 rVB 294934 492001 18.10% 1.562%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc :

ALS Vvial : 22 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.051 2028 2033 2039 rVB 666424 902446 33.21% 2.866%
38 14.110 2040 2043 2055 rVB3 65102 133210 4.90% 0.423%
39 14.527 2110 2114 2120 rBV2 163342 321015 11.81% 1.019%
40 14.839 2158 2167 2176 rBV3 447444 1475639 54.30% 4.686%
41 15.174 2220 2224 2227 rBV 163163 234320 8.62% 0.744%
42 15.257 2235 2238 2247 rVB 101095 155688 5.73% 0.494%
43 15.527 2279 2284 2295 rBV 395472 669580 24.64% 2.126%
44 16.015 2362 2367 2372 rBV 125368 204961 7.54% 0.651%
45 16.074 2373 2377 2384 rBV 64451 156680 5.77% 0.498%
46 16.162 2389 2392 2403 rVB4 177362 336896 12.40% 1.070%
47 16.257 2404 2408 2410 rBV3 70284 112982 4.16% 0.359%
48 17.051 2537 2543 2555 rVB6 174720 528698 19.45% 1.679%
49 17.392 2593 2601 2612 rVB6 187743 629221 23.15% 1.998%
50 17.651 2637 2645 2653 rBV3 380419 1313322 48.32% 4.171%
51 17.733 2654 2659 2675 rVB4 440083 1255070 46.18% 3.986%
52 17.992 2697 2703 2719 rVB4 311543 1012182 37.24% 3.214%
53 18.127 2720 2726 2738 rBV4 127776 450429 16.57% 1.430%
54 18.486 2779 2787 2807 rBV8 211621 1239706 45.62% 3.937%

Sum of corrected areas: 31488864
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139985.D\data.ms
160000012-199 5.504 6.504

1400000
1200000

7.445
1000000
800000
600000 6.892

400000

200000
5.110 t L 7.6

OT\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\J\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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: BF139985.D\data.ms
1600000 9.245

1400000 12.998

1200000

1000000
10.710

800000
8.169 11.410 11.939

2
600000
400000
12721
200000 . 8681 116303 12663 13.221
4 §§8 oé% 47069 N

9.92
0 T ‘ T T T ‘ T T T ‘ T T ‘ ‘ ‘ ‘
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: BF139985.D\data.ms
1600000

1400000

1200000

1000000

14.051

800000

600000

400000 17.051 17.392

2000007,

0 T ‘ T T ‘ T T ’ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ 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\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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.
2.199 73.22 ng 2717750  1,4-Dichlorobenzene-d4 6.892

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 18 (2.199 min): BF139985.D\data.ms (-8) (-) m/z 73.10 100.00%
3.1
5000 43.0 J\\
87'1 T ‘ L ‘ T T T T ‘ L
2.20 2.40 2.60
L S91 | ;
O+ et e e e e e e m/z 43.05 40.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L ) L L B B B
2.20 2.40 2.60
43.0 -
87.0 m/z 55.05 30.14%
29.
ﬁo \‘\“ %90 ‘\
O \H‘H\\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 P
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.60%
27.0
0 H\ ‘m \‘\‘ 1 112.0 129.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- T
30.0 2.20 2.40 2.60
m/z 41.05 13.39%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Benzophenone Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.633 9.83 ng 418289  Acenaphthene-d10 9.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 1452 (10.633 min): BF139985.D\data.ms (-1448) (- m/z 105.10 100.00%
105.1
77.0
5000 182.1
51.0
—— =
10.50 11.00
152.1
Ol el e 2281 20 2071 sz 77.05  65.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— A
10.50 11.00
51.0 m/z 182.10  51.03%
J270 ||| 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #30107: Benzenecarbothioic acid, S-methyl ester
105.0
— —
77.0 10.50 11.00
5000 m/z 51.00 27.29%
51.0
N2 N S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32009: Acetophenone, 2-chloro- —— e
105.0 10.50 11.00
m/z 181.10 8.55%
77.0
5000
51.0
0 270 A \‘ TR | | 15\40
it b —
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\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.939  22.77 ng 905128  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Undecanoic acid 186 C11H2202 000112-37-8 74

Abundance Scan 1674 (11.939 min): BF139985.D\data.ms (-1669) (- m/z 73.05 100.00%

43.0 |73.0
5000
129.0
213.2 o
H‘ ‘ 171.2 ‘ 256.3 12.00
oww“‘:‘” “l‘e‘,‘mAJ‘”‘H‘:‘J‘umm“H‘H,“HJ,Wmmlww m/z 60.00  96.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 IR
12.00
m/z 43.05 96.14%

’ 171.0 213.0 256.0
O,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid
43.0 73.0

—
12.00
5000 129.0 ITI/Z 57.10 82.92%
‘ 199.0 2420
O‘HMKWMH!‘ 18,
mlz--> 20 40 60 80 100120140160180200220240260280
Abundance #109279: Tetradecanoic acid T
73.0 12.00
43.0 m/z 55.10 77.14%
5000 129.0
185.0
228.0
o‘H_WWHwM‘ —
m/z--> 20 40 60 80 100120140160180200220240260280 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 10,18-Bisnorabieta-5,7,9(10... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.663 10.13 ng 402669  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-5,7,9(10),11,... 238 C18H22 006566-19-4 99
2 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 62
3 cyclopropanone, 2-(4-methoxyphen... 238 C16H1402 1000401-16-2 55
4 Anthracene, 9,10-dimethoxy- 238 C16H1402 002395-97-3 43
5 Benzenamine, N,N-dimethyl-4-(2-p... 223 C16H17N 001145-73-9 42

Abundance Scan 1797 (12.663 min): BF139985.D\data.ms (-1787) (- m/z 223.20 100.00%
228.2

55.0
5000 83.0 181.1
i s P
257.3 : -
0 _HJMHWMWH wmwwhwhwlﬂw_muwmupu‘_u“ m/z 55.05  93.33%

m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #121373: 10,18-Bisnorabieta-5,7,9(10),11,13-pentaene
2238.0
181.0

5000 — —
12.50 13.00
153. m/z 41.05 69.82%
55.0 104.0
O,
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #121364: 1,3-Diethyl-5-(1-phenylethyl)benzene
223.0
—r —
12.50 13.00
5000 m/z 43.10 60.31%

o

165.0
105.0
290 L 77\0\‘ H ‘\\ ‘\ H“l?ﬁio‘\ ‘ ‘
‘HH‘H\\‘HH‘HH‘HH‘HH Tt A T T T T T T
m/z--> 20 40 60 80 100120140160 180 200 220240 260
T

Abundance #121219: cyclopropanone, 2-(4-methoxyphenyl)-3-pheny ‘ ‘ —
238.0 12.50 13.00
m/z 238.20 59.21%

5000

28.0 119.0 152.0 195.0 A
60 U T

m/z--> 20 40 60 80 100120140160 180 200 220240 260 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.722 7.24 ng 287850  Phenanthrene-die 11.410
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 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 76

Abundance Scan 1807 (12.721 min): BF139985.D\data.ms (-1803) (- m/z 43.10 100.00%

43.1 73.0
5000 129.1

185.2 241.3 \

—
‘ 284.: 12.50 13.00
ob— ‘:‘M AT YRR U VTSRS N TS L m/z 73.85 95.47%
miz--> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 — ==
12.50 13.00
1850 o410 220 m/z 57.18 91.37%
| |

ol— “‘ ‘i \“ h ‘M " H w“‘ ‘ L ‘L \“r “ - \‘ “\ ‘\‘ S
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 m/z 60.00 89.72%
7.0 1710 2130 256.0
o) E— ‘“ ‘ U“ “H“‘\‘ th\ ;\u‘\‘ ul ‘\ ‘ “‘ “ , ‘ , \‘ “‘ e ‘\‘ -
miz--> 50 100 150 200 250
Abundance #126203: Pentadecanoic acid == —
43.0 73.0 12.50 13.00

m/z 55.10  85.08%

5000 129.0
199.0 242.0
“ HJ I ‘ l ‘\

M H;N‘\ i “\ ‘1$‘3,“O} “‘ L

— :
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Cycloeicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.898 10.90 ng 492001  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 98
2 1-Octadecene 252 C18H36 000112-88-9 96
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
Abundance Scan 2007 (13.898 min): BF139985.D\data.ms (-2003) (- m/z 57.10 100.00%
57.1
2000 A/\\AAJ\A/\M
111
— ——
‘ 13.50 14.00
o ddbllii 1081 2241 3041 L. 4310 82.46%
miz--> 50 100 150 200 250 300 350 400
Abundance #173728: Cycloeicosane
55.0
5000 — ——
13.50 14.00
110 m/z 55.10 78.70%
O \\\‘\“ \“\ \“\ “ “‘ J‘ “1‘7\6\8\0\ ‘%2\4:\0‘\2\8\0\()‘\ T ‘ LI ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene
7.0
— ——
13.50 14.00
5000 m/z 83.10 65.22%
1.0
| H “ 168.0  252.0
ol H S ot
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #326112: Heptadecy! heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 97.10 56.45%
5000
11.0
169.0
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Data Path :
Data File
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
: BF139985.D
: 24 Oct 2024 01:08

Operator : RC/JU

Sample
Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library

. P4473-01

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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-Docosene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
14527 7.a1ng 321015 Chrysene-diz 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 co2Ha4 001599-67-3 95

2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93

3 1-Hexacosene 364 C26H52 018835-33-1 91
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 90
5 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 90
Abundance Scan 2114 (14.527 min): BF139985.D\data.ms (-2110) (] ' m/z 57.10 100.00%
57.1
5000
14.50 |
}L 412211 35514591 ' .
0 ML b e e m/z 43.10 80.62%
m/z--> 0 50 100150200250 300350400 450500550 600 650
Abundance #209741: 1-Docosene
55.0
5000 — ‘
14.50
m/z 55.10 70.50%
5.0
O ‘H‘!“‘\‘1F‘\‘}HL%"HH‘\\\\’\\\39\8\.9‘HH‘HH‘HH’HH‘\\H‘HH‘H
m/z--> 0 50 100150200250 300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
T
14.50
5000 ITI/Z 83.10 57.49%
ok i &Z 0. 229 3600 648, \MJ\MN
et et et e e e e
mlz--> 0 50 100150 200 250 300 350400450500 550 600 650
Abundance #273800: 1-Hexacosene 7 ‘
57.0 14.50
m/z 69.10 54.08%
9.0
0 \‘\ | ‘ | l | .210'0 292.0364.0
R e s s e A RRAAS ARARARRE R RARR N —
m/z--> 0 50 100150 200 250 300 350400 450500 550 600 650 14.50

8270-BF101824.M Thu Oct 24 ©6:09:20 2024

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 unknownl4.839 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.839 4408 ng 1475640 Perylene-di2 15.527

Hit# of 5 Tentative ID MW MolForm CASH# Qual

upeol, trifluoroacetate 522 C32H49F302 1000394-56-7 41
-Bromo-4-methoxyphenyl mesylate 280 C8H9Bro4s 951885-46-4 30
4-Hexadienamide, N-(4-methylph... 201 C13H15NO 1000362-68-5 18
(4-Methyl-quinolin-2-ylamino)-... 422 C23H30ON202Si2 1000511-29-2 15
»19-Cycloergost-24(28)-en-3-0l,... 468 C32H5202 010376-42-8 15

uih wNnPE
O wNnN W
[

Abundance Scan 2167 (14.839 min): BF139985.D\data.ms (-2158) (- m/z 407.40 100.00%
55.1 407.4
121.1
187.2
5000
55.2 50 15,
. 337.3 14.50 15.00 ;
0/l m/z 55.10  92.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #341092: Lupeol, trifluoroacetate
10740
5000 41. — —
14.50 15.00
m/z 69.10 84.93%
O‘JN\JI 466.0522(
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #173818: 3-Bromo-4-methoxyphenyl mesylate
107.0 201.0
P e
14.50 15.00
5000 m/z 41.10 81.12%
STO 282.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #76917: 2,4-Hexadienamide, N-(4-methylphenyl)- — —
107.0 14.50 15.00
m/z 105.10 79.87%
201.0
5000{ 41 ¢
0“Hﬂﬁ¢he_“W“JW"H“H“‘H“H“_“W“H“H‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00

8270-BF101824.M Thu Oct 24 ©6:09:21 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octacosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.174 7.00 ng 234320  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 2224 (15.174 min): BF139985.D\data.ms (-2220) (-} | m/z 57.10 100.00%

57.1
5000

S
H 91 15.00 15.50
I

141.2
A LA L142183.220500681 3141 3652 771 10 .04

m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000 — —
15.00 15.50

m/z 43.10 55.18%

ol d L H | 141 0183.0225.0 281.0 337.0 394.
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane

57.0

—
15.00 15.50

o

5000 m/z 85.10 44 .00%
9.0
oL ||| | ¥*19183.0225.0267.0309.0352.0
A B L LA LA KB B B NI B SRR e e
mlz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 15.00 15.50
m/z 55.10 20.67%

239.0
ol Al mL w %f‘%‘?%f%%?‘ “Pam03230

T \ \
m/z--> 50 100 150 200 250 300 350 15.00 15.50

. M
I

8270-BF101824.M Thu Oct 24 ©6:09:21 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08

Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 10 2-Heptadecanone Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
15.257 4.65 ng 155688  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 59
2 2-Hexadecanone 240 C16H320 018787-63-8 59
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 58
4 2-Pentadecanone 226 C15H300 002345-28-0 50
5 2-Undecanone 170 C11H220 000112-12-9 50

Abundance Scan 2238 (15.257 min): BF139985.D\data.ms (-2235) (- m/z 59.05 100.00%
59.0
o M\_JL
—T —
L) 3091 150.1 208.1240.1290.1334.3 394. 1500 1550
ol bl diifpy 1991 29922491290 2 9989 20 m/z 58.10  89.24%
miz--> 50 100 150 200 250 300 350
Abundance #141023: 2-Heptadecanone
58.0
5000 = =
15.00 15.50
m/z 43.10 63.04%
254.0
O T ‘\ ‘\L “ ”‘h \‘“‘\%‘1‘\“]-\0‘\]-\5‘2\0\]\_9\6‘(\)\ T \ ‘ T T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #123923: 2-Hexadecanone
58.0
—— —
15.00 15.50
5000 m/z 71.10 43.41%
Lo 1s20 *O
ol e e
m/z--> 50 100 150 200 250 300 350
Abundance #4335: Oxirane, tetramethyl- —— —
59.0 15.00 15.50
m/z 57.10 15.87%
B J\W/\.
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF101824.M Thu Oct 24 ©6:09:24 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08

Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 11 Heneicosane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
16.015 6.12 ng 204961  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90

Abundance Scan 2367 (16.015 min): BF139985.D\data.ms (-2362) (- m/z 57.10 100.00%
57.1
: 16.00 |
141 1 :
ok u“ ““ | u“‘u‘“‘ |07 18822252 2791 3432 47 71.10  60.28%
miz--> 50 100 150 200 250 300 350
Abundance #194587: Heneicosane
57.0
5000 — ‘
16.00
9.0 m/z 43.10 53.69%
141.0
01\4. \Q‘\ \‘ T “‘ \‘“‘\ ““ \“‘ \‘\ “ “\][8\:‘3\(‘)‘ ?2\5\0\ ‘ T \29\? (\)\ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
T \
16.00
5000 m/z 85.10 44 ,39%
9.0
oL | 1018302250 2670 309.0 3520
e A e
m/z--> 50 100 150 200 250 300 350
Abundance #275555: Heneicosane, 11-(1-ethylpropyl)- ——
43.0 16.00
m/z 55.10 21.30%
200 /kJNJ\V»JJv\/\/W\M/V
ol Ll 201690 2250 29503370
il L P
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF101824.M Thu Oct 24 ©6:09:25 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 5-Eicosene, (E)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.074 4.68 ng 156680  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 93
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 91
3 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 90
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 87
Abundance Scan 2377 (16.074 min): BF139985.D\data.ms (-2373) (| m/z 57.10 100.00%
57.1
97.1
5000
R \
M || | 1391 2071 262130313432 16.00
[QJIEEE S e 5 X7 1 0 Y OSSO ot ittt m/z 83.10 89.56%
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
97.0
5000 — :
16.00
‘ m/z 55.05 79.28%
Olﬁi\d\“““\\ ‘H‘ ‘H‘ H \}\ ‘f “\\8\]-\0‘\\\\‘\\\\3?$\0\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #173729: 5-Eicosene, (E)-
55.0
I \
16.00
5000 7.0 m/z 43.10 77.01%
o LUl 9010000 200 wvj\Nw
m/z--> 50 lOO 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)- —
57.0 16.00
m/z 97.10 76.18%
7.0
5000
o il 000 200
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF101824.M Thu Oct 24 ©6:09:26 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
16.162 10.06 ng 336896  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 60
2 5-Androstene, 4,4-dimethyl- 286 C21H34 1000194-15-4 50
3 5.beta.-Pregn-11-ene 286 C21H34 006673-73-0 45
4 Naphthalene, 1,2,3,5,6,7,8,8a-oc. 204 C15H24 004630-07-3 41
5 1H-Cycloprop[e]azulene, 1a,2,3,4. 204 C15H24 000489-40-7 38
Abundance Scan 2392 (16.162 min): BF139985.D\data.ms (-2389) (- m/z 204.20 100.00%
204.2 271.3
gr1 1331
5000
— ~
395.4
39 3191 16.00 16.50
0! m/z 271.30 84.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph
204.0
91.0
410 133.0
5000 = e
16.00 16.50
m/z 133.05 61.78%
0' ‘
miz--> 50 150 200 250 300 350 400
Abundance #181988. 5-Androstene, 4,4-dimethyl-
271.0
—— —
16.00 16.50
5000 ITI/Z 81.10 57.16%
a0 0 175.0
0! \‘h ‘ h‘ ‘M‘ ! ‘\ s e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #181986: 5.beta.-Pregn-11-ene T —
271.0 16.00 16.50
m/z 69.10 55.81%
5000 176.0
105.0
0 \“““““‘ ‘ o _— _—
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50

8270-BF101824.M Thu Oct 24 ©6:09:27 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 .beta.-iso-Methyl ionone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.051 15.79 ng 528698 Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-iso-Methyl ionone 206 C14H220 1000285-40-2 90
2 A'-Neogammacer-22(29)-ene 410 C30H50 001615-91-4 83
3 .beta.-Humulene 204 C15H24 000116-04-1 64
4 Furan-2-carboxylic acid, [4-(4-m... 315 C18H21NO4 1000305-72-3 45
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 44
Abundance Scan 2543 (17.051 min): BF139985.D\data.ms (-2537) (- 191.15 100.00%
191.2
95.1
5000{ 43-
47.1 237.2
‘ ‘ ‘ | 315.3 367. 3410 ‘ 17 00
o! by M d ok wht g e M L 95.10 75.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #82741: .beta.-iso-Methyl ionone
191.0
500028.0
17 OO
135.0 m/z 55.10 67.29%
OW:B(Q] “\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 150 200 250 300 350 400
Abundance #308272 A'-Neogammacer-22(29)-ene
191.0
T T
17.00
5000 95.0 m/z 69.18  66.91%
M rm 2990 410.(
ol S L 290 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #80147: .beta.-Humulene T
107.0 17.00
m/z 81.10 63.15%
5000 16102040
m/z--> 50 100 150 200 250 300 350 400 17.00

8270-BF101824.M Thu Oct 24 ©6:09:28 2024 Page: 17



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

: 24 Oct 2024 ©01:08
: RC/JU
. P4473-01

: 22 Sample Multiplier: 1

hod
le

ry

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
BF139985.D

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 15 Olean-18-ene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
17.392 18.79 ng 629221  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Olean-18-ene 410 C30H50 000432-11-1 83
2 Germanicol 426 C30H500 000465-02-1 78
3 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 72
4 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 55
5 Lupeol 426 C30H500 000545-47-1 49

Abundance Scan 2601 (17.392 min): BF139985.D\data.ms (-2593) (- m/z 189.20 100.00%
95.1 189.2
50001 41.
425.5 00 17
[z zma sop %5 0w
o! ol i “ H\MWV;c\\lH”‘w\ﬂ\\\ | m/z 95.10 94 .00%
miz--> 50 100 150 200 250 300 350 400
Abundance #308263: Olean-18-ene
204.0
95.0
41.0
5000 — ——
17.00 17.50
395.0 m/z 204.20  69.55%
Gl zme
O' hd‘\‘\‘“\‘\‘\‘L\“\\‘\\‘\\\\‘\\\\‘ T 1T
m/z--> 50 100 150 200 250 300 350 400
Abundance #316490: Germanicol
189.0
T =
95.0 17.00 17.50
5000 m/z 177.15 69.10%
\ 426.0
ok H \‘\H‘HH\ i F ‘ ‘ Al 1} ‘\ ‘w‘\‘ m‘?\? ‘0‘ ‘31‘1"93‘5‘7"0‘ - “ ““ -
m/z--> 5 100 150 200 250 300 350 400
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0 P —
189.0 17.00 17.50
107.0 m/z 69.10 65.60%
o M
OIM. B
m/z--> 5 100 150 200 250 300 350 400 17.00 17.50

8270-BF101824.M Thu Oct 24 ©6:09:29 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 .gamma.-Sitosterol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.651 39.23 ng 1313320  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 97
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 45
4 Isocholesteryl methyl ether 400 C28H480 029944-53-4 45
5 Campesterol 400 C28H480 000474-62-4 45

Abundance Scan 2645 (17.651 min): BF139985.D\data.ms (-2637) (- m/z 43.10 100.00%

43.1
107.1
5000 213.2

59.2 320.4
73.3 414.5 I T
| Wi TR T -
ol i vM‘N “;‘M bbb b LU L n/z 55,10 64.79%

m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0

5000 5.0 — ——
145.0 414.0 17.50 18.00

213.0 303.0

m/z 57.10 60.82%

0 ‘\l | ‘M“ . i
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0

—
17.50 18.00
5000 m/z 107.10  52.44%

107.0 414.0
161.0 5130 2030
‘H 257. 354.0
(oL
miz--> 50 100 150 200 250 300 350 400

Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 —
43.0 17.50 18.00

m/z 105.10  51.10%

5000 91.0 1450 382.0 MM
L :
Ly

7 T
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\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 D-Friedoolean-14-en-3-one Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.733  37.49 ng 1255070  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 98
2 9(1H)-Phenanthrenone, 2,3,4,4a,1... 300 C20H2802 000511-05-7 45
3 Phenanthrene, 1,2,3,4,4a,9,10,10... 300 C21H320 010064-26-3 44
4 (-)-Tricyclo[6.2.1.0(4,11)]undec... 204 C15H24 1000154-06-7 41
5 1,3-Benzodioxole, 5-(1-(4-ethoxy... 300 C18H2004 090632-70-5 35

Abundance Scan 2659 (17.733 min): BF139985.D\data.ms (-2654) (- m/z 204.20 100.00%

133.1  204.2
285.3
56.1
5000

409.4 Lol RN

m ‘ H 17.50 18.00
0 L Lhadl LI 3482 L1 h/7 133,05 94.09%
mi/z--> 50 100 150 200 250 300 350 400
Abundance #315414: D-Friedoolean-14-en-3-one
204.0 300.0
133.0
5000 690 L L
424.( 17.50 18.00

m/z 285.30  74.93%

0! uh‘wL\‘l\ ‘\\‘\“‘\H‘ ‘ ‘H \“ “H‘ ‘ “‘ R mm ‘1
m/z--> 50 100 150 200 250 300 350 400
Abundance #200031: 9(1H)-Phenanthrenone, 2,3,4,4a,10,10a-hexah
285.0
43.0

17.50 18.00
5000 215.0 m/z 300.30 69.05%
91.0
oL H ‘M“ H\Mh Hi \H‘u\‘“ ‘h\u \\‘ \‘“\ \‘H‘ H‘ WM ‘\‘ TN W SN I —
miz--> 5 100 150 200 250 300 350 400
Abundance #200074: Phenanthrene, 1,2,3,4,4a,9,10,10a-octahydro-é e o
285.0 17.50 18.00

m/z 205.20  66.85%

5000 189.0
69.0
128.0 ‘ ‘
h ‘\ bl \ LH \Hm ol Wl u‘h\ \‘ il HZBé Q |

\ T
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 D-Friedoolean-14-en-3-o0l Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.992 30.23 ng 1012180  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-o0l 426 C30H500 081654-73-1 74
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 62
3 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 49
4 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 49
5 1,4-Methanoazulen-9-0l1, decahydr... 222 C15H260 000465-24-7 43
Abundance Scan 2703 (17.992 min): BF139985.D\data.ms (-2697) (- m/z 204.20 100.00%
204.2
55.1 135.1
5000 287.3
18.00
411.4 :
ol \ML \‘L m“ H\ ‘\ \L\ 3411 “‘h‘h‘ ‘ m/z 135.05 70.12%
miz--> 50 100 150 200 250 300 350 400
Abundance #316518: D-Friedoolean-14-en-3-ol
204.0
135.0
5000 302.0 ——
18.00
m/z 55.10 66.21%
057 426.( /
ol 367.0
m/z--> 100 150 200 250 300 350 400
Abundance #80273. 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph
204.0
91.0 —r—
41.0 18.00
m/z 133.05 62.04%
5000 .0 /
m/z--> 50 100 150 200 250 300 350 400
Abundance #80506: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahyd T
135.0 18.00
m/z 95.10 49.83%
41.0
5000
oL. 204.0
o LWL -
m/z--> 50 100 150 200 250 300 350 400 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 19 .beta.-Amyrone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.127 13.45 ng 450429  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrone 424 C30H480 000638-97-1 90
2 .beta.-Amyrin 426 C30H500 000559-70-6 83
3 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 72
4 24-Noroleana-3,12-diene 394 C29H46 201358-24-9 64
5 .alpha.-Boswellic acid, methyl e... 470 C31H5003 089955-49-7 58
Abundance Scan 2726 (18.127 min): BF139985.D\data.ms (-2720) (- m/z 218.30 100.00%
218.3
5000
69.1
‘ 119.1 e =
18.00 18.50
o H HMU‘ MMIM%, L, 2‘? b o 42047 203.20 72.13%
m/z--> 100 150 200 250 300 350 400 450
Abundance #315395: .beta.-Amyrone
218.0
5000 e -
18.00 18.50
550 m/z 69.10 28.41%
61.0 424.0
O ‘ ’\ “\ “J \”L‘m\‘ ‘U' ‘\‘w\].h‘ \m\‘\ L “ \ T ‘2\7\2\\0‘ TT 1T ‘ TT 1T ‘ ‘\ \‘\ T ‘ TTT
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #316495: .beta.-Amyrin
218.0
—— —
18.00 18.50
5000 ITI/Z 55.10 27.63%
69.0
ol LU L] 2720 seso 4260
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)- e —
218.0 18.00 18.50
m/z 95.10  24.29%
h W
e | e o
m/z--> 50 100 150 200 250 300 350 400 450 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08

Operator : RC/JU

Sample : P4473-01

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 20 Lupeol Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
18.486 37.03 ng 1239710  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lupeol 426 C30H500 000545-47-1 99
2 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30H500 1000513-01-3 93
3 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 70
4 1,2-Pentanediol, 5-(6-bromodecah... 486 C24H39Bro05 115334-14-0 60
5 Epilupeol; 20(29)-Lupen-3alpha-o... 426 C30@H500 1000513-01-4 55

m/z 95.10 100.00%

:

18.50

m/z 81.10

18.50

m/z 189.20

=

18.50

m/z 93.05

2

18.50

m/z 107.10

Abundance Scan 2787 (18.486 min): BF139985.D\data.ms (-2779) (-
95.1 189.2
5000
1] 257.3
o 315.2 370.2 426.¢
mlz--> 100 150 200 250 300 350 400
Abundance #316482: Lupeo
95.0
189.0
5000
1
257.0 3150 3650 20
O,
m/z--> 100 150 200 250 300 350 400
Abundance #316529.EpnupeoL20(29}Lupen—3dpha{ﬂGsomerl)
189.0
135.0
5000 81.
426.(
257.0
po. b 3150 365.0 | |
0! T A R 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #316517: Hop-22(29)-en-3.beta.-ol
189.0
95.0
5000
L e
] SR X T R A Y B T
m/z--> 50 100 150 200 250 300 350 400

£

18.50

8270-BF101824.M Thu Oct 24 ©6:09:33 2024

Page:

23



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102324\
Data File : BF139985.D

Acqg On : 24 Oct 2024 01:08
Operator : RC/JU

Sample : P4473-01

Misc :

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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... 2.199 73.2 ng 27177560 1  6.892 742307 20.0
Benzophenone 10.633 9.8 ng 418289 3 9.928 850640 20.0
n-Hexadecanoic ... 11.939 22.8 ng 905128 4 11.410 795095 20.0
10,18-Bisnorabi... 12.663 10.1 ng 402669 4 11.410 795095 20.0
Octadecanoic acid 12.722 7.2 ng 287850 4 11.410 795095 20.0
Cycloeicosane 13.898 10.9 ng 492001 5 14.051 902446 20.0
1-Docosene 14.527 7.1 ng 321015 5 14.051 902446 20.0
unknown14.839 14.839 44.1 ng 1475640 6 15.527 669580 20.0
Octacosane 15.174 7.0 ng 234320 6 15.527 669580 20.0
2-Heptadecanone 15.257 4.7 ng 155688 6 15.527 669580 20.0
Heneicosane 16.015 6.1 ng 204961 6 15.527 669580 20.0
5-Eicosene, (E)- 16.074 4.7 ng 156680 6 15.527 669580 20.0
1,1,4a-Trimethy... 16.162 10.1 ng 336896 6 15.527 669580 20.0
.beta.-iso-Meth... 17.051 15.8 ng 528698 6 15.527 669580 20.0
Olean-18-ene 17.392 18.8 ng 629221 6 15.527 669580 20.0
.gamma.-Sitosterol 17.651 39.2 ng 1313320 6 15.527 669580 20.0
D-Friedoolean-1... 17.733 37.5 ng 1255070 6 15.527 669580 20.0
D-Friedoolean-1... 17.992 30.2 ng 1012180 6 15.527 669580 20.0
.beta.-Amyrone 18.127 13.4 ng 450429 6 15.527 669580 20.0
Lupeol 18.486 37.0 ng 12397106 6 15.527 669580 20.0
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