LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc :

ALS Vvial : 15 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF138375.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.175 8 15 20 rVB 2019169 2595903 75.12% 5.785%
2 2.281 28 33 37 rBvV 36157 43580 1.26% 0.097%
3 3.399 219 223 233 rBV 94705 176630 5.11% 0.394%
4 3.499 233 240 259 rVB 11512 51674 1.50% 0.115%
5 5.098 508 512 521 rVB 230399 253241 7.33% 0.564%
6 5.504 577 581 585 rBV 3395567 3386691 98.00% 7.547%
7 6.516 748 753 756 rBV 3764832 3288137 95.15% 7.328%
8 6.704 782 785 790 rBV 76580 64964 1.88% 0.145%
9 6.881 811 815 818 rBV 1658278 1306233 37.80% 2.911%
10 7.440 905 910 913 rBV 2511479 2190051 63.37% 4.881%
11  7.692 949 953 959 rVB 136468 105150 3.04% 0.234%
12 8.157 1029 1032 1036 rVB 1925972 1582980 45.81% 3.528%
13 8.375 1063 1069 1073 rBV 62539 58239 1.69% 0.130%
14  8.469 1081 1085 1094 rBV 296284 264289 7.65% ©.589%
15 9.234 1211 1215 1218 rBV 4362995 3455865 100.00% 7.701%

16 9.910 1327 1330 1333 rBV 1880239 1496420 43.30%
17 9.939 1333 1335 1338 rVB2 65304 61746  1.79%
18 10.004 1342 1346 1349 rBV2 114707 158309 4.58%
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w
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w
R

19 10.698 1460 1464 1468 rBV 2133038 1693058 48.99% 773%
20 10.816 1481 1484 1491 rVB3 41692 57907 1.68% 129%
21 11.398 1579 1583 1585 rBV 1446314 1193942 34.55% 2.661%
22 11.422 1585 1587 1589 rVV 219553 170500 4.93% 0.380%
23 11.451 1589 1592 1594 rVWV 97157 86934  2.52% 0.194%
24 11.475 1594 1596 1599 rVB 59390 48053 1.39% 0.107%
25 11.886 1662 1666 1669 rBV3 80540 98811 2.86% ©.220%
26 11.922 1669 1672 1684 rVV2 655470 662874 19.18% 1.477%
27 12.069 1694 1697 1699 rBV2 53374 49665 1.44% ©0.111%
28 12.092 1699 1701 1704 rVV 85008 65080 1.88% ©.145%
29 12.539 1773 1777 1783 rBV 457662 484951 14.03% 1.081%
30 12.610 1786 1789 1791 rBV 364967 344952 9.98% 0.769%
31 12.704 1802 1805 1812 rBV2 176443 199186 5.76%  ©.444%
32 12.798 1818 1821 1823 rBV 131193 115659 3.35% 0.258%
33 12.839 1825 1828 1832 rVB 238516 238780 6.91% 0.532%
34 12.980 1848 1852 1855 rBV 3294587 2669529 77.25%  5.949%
35 13.210 1888 1891 1893 rBV 60870 50114 1.45% 0.112%
36 13.363 1914 1917 1918 rBV 41498 43883 1.27% 0.098%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc :

ALS Vvial : 15 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-BF061224.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.380 1918 1920 1923 rVvVv3 103061 105954 3.07% 0.236%
38 13.427 1923 1928 1931 rVB2 126958 154421 4.47% 0.344%
39 13.504 1936 1941 1944 rVB3 162126 202427 5.86% 0.451%
40 13.551 1947 1949 1951 rVB 62075 45141 1.31% 0.101%
41 13.810 1991 1993 1996 rBvV2 34909 49258 1.43% 0.110%
42 13.874 2000 2004 2015 rVB2 361571 500888 14.49% 1.116%
43 14.033 2026 2031 2034 rBV 1481744 1387462 40.15% 3.092%
44 14.057 2034 2035 2039 rVB 130658 79835 2.31% 0.178%
45 14.198 2056 2059 2063 rVB 86811 81525 2.36% 0.182%
46 14.504 2107 2111 2119 rBv2 438117 658641 19.06% 1.468%
47 14.810 2160 2163 2166 rVB2 92615 94249  2.73% 0.210%
48 14.886 2170 2176 2180 rVB 829327 877089 25.38%  1.955%
49 15.033 2198 2201 2205 rBv2 86724 131008 3.79% 0.292%
50 15.074 2205 2208 2211 rBV 81468 122317 3.54% 0.273%
51 15.151 2217 2221 2224 rBV 1130123 1170367 33.87% 2.608%
52 15.180 2224 2226 2231 rVB2 112119 127104 3.68% 0.283%
53 15.410 2263 2265 2267 rBV2 48312 47766 1.38% 0.106%
54 15.504 2276 2281 2285 rBV 764396 967166 27.99%  2.155%
55 15.862 2340 2342 2351 rVB3 73317 107064 3.10% 0.239%
56 15.974 2356 2361 2366 rBV 820831 1182566 34.22% 2.635%
57 16.033 2367 2371 2379 rVvB2 117213 210840 6.10% 0.470%

58 16.245 2403 2407 2421 rVB 321346 620861 17.97% 1.384%
59 17.162 2559 2563 2575 rVB10 94539 228923 6.62% 0.510%
60 17.580 2627 2634 2646 rBV3 697182 2010241 58.17% 4.480%

61 17.804 2667 2672 2681 rVB2 269442 580660 16.80% 1.294%
62 18.051 2706 2714 2726 rBV 765929 2217568 64.17%  4.942%

63 18.404 2766 2774 2793 rBV6 371541 1746237 50.53% 3.891%
64 18.551 2794 2799 2805 rBV3 154709 351718 10.18% ©.784%

Sum of corrected areas: 44873276
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF138375.D\data.ms

4000000 6.516

3500000 5.504

3000000

2500000 7.440

p
2000000 175

6.881
1500000

1000000

500000

5.098
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Abundance TIC: BF138375.D\data.ms
9.234

o

4000000
3500000 12.980
3000000
2500000 10,608
2000000 8.157 9.910 '

1500000 11.398

1000000 11022

500000 35%
8.3?7.%69 - 4 _foets M@ L\li%lfl

0t R R e e e
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: BF138375.D\data.ms

4000000
3500000
3000000
2500000
2000000

14.033
1500000 15.151

15.974
1000000 15.504 17580  18.051

13.874 ' 16.245 17.804 18.404
500000 42250411 5 o] b4 Q7108 : . 15.866.033 17.162 8.551

0 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\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.175 39.75 ng 2595900 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 15 (2.175 min): BF138375.D\data.ms (-8) (-) m/z 73.10 100.00%
3.1
5000
43.0
87.1
e
01 2.202.302.402.502.60
Ol 22 L 10LL nyz 43.e5  34.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T [T T [ T[T T TTT
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  26.15%
29.0
I I ‘\‘ ‘ J{)go ‘ |
O\\‘\H\‘\H\‘Hf\‘\\f‘\“\\H‘HH‘HH‘H\\‘\H\‘\H\‘H\\‘HH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.10 24.93%
27.0
0 ‘ ‘ 1 ‘\ | L ‘ \‘ | 1120 1290
R T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- A RAREEEEEELEEE
73.0 2.202.302.402.502.60
m/z 41.05 11.11%
5000
45.0
29.0
ool 890 101.0
R L Rana L R aARaRsaaRa B RRREE L o AR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
5.098 3.88 ng 253241 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Guanidine 59 CH5N3 000113-00-8 9

Abundance Scan 512 (5.098 min): BF138375.D\data.ms (-508) (-) m/z 43.00 100.00%

43.0
59.0
5000
101'0 \\\‘\\\\’\\\\‘\\\\‘\\\\
| 83.0 4.80 5.00 5.20 5.40 )
O bl m/z 59.05 61.28%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B NI L R
59.0 4.80 5.00 5.20 5.40
m/z 101.00 23.81%
0 27\\\ Ll | 830 10‘10
\\\’\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A Ra e REEEERE T
4.80 5.00 5.20 5.40
5000 2410 m/z 58.00 17.20%
SR | SO L2 1.
m/iz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate O ARAREEaEE RS
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.67%
5000
58.0
15‘.0 " | 100.0
Ot R RS S EEL
m/z--> 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\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 1-Phenoxypropan-2-ol Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.469 3.34 ng 264289 Naphthalene-d8 8.157

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 90
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
Abundance Scan 1085 (8.469 min): BF138375.D\data.ms (-1081) (-) m/z 94.00 100.00%
94.0
5000 L
i | ek
h‘ || 1210 =
0 ““““““ "“““u“‘h“w“““““ m/z 77.00 24.17%
m/z--> 20 100 120 140
Abundance #30117.l-Phenox‘propan-24ﬂ
94.0
5000 \\\‘\\\\‘\\\\‘\\\\’\\\\
8.20 8.40 8.60 8.80
7.0 152.0 m/z 152.85  17.79%
45.0 ‘
O \\\‘2\7\9\““\‘\“\\“ \H\\\“‘\\\‘\‘\!\1]\-9‘\0\\\‘\\\‘\‘
miz--> 20 60 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
94.0
e EARRamEEs R
8.20 8.40 8.60 8.80
5000 m/z 108.00 15.04%
77.0 152.0
27.
?
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy—
94.0 8.20 8.40 8.60 8.80
m/z 78.00 14.41%
5000
77.0 138.0
270 5%0
0b— ol “‘i““““‘ ‘HH\ i \‘\ i m‘\m‘\m‘\m,m\
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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.
11.922 11.10 ng 662874  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 76
Abundance Scan 1672 (11.922 min): BF138375.D\data.ms (-1669) (- m/z 72.95 100.00%
1
43.0 5.0
5000 129.0
213.2 =
‘ 157.1185.1 ‘ 256.1 12.00
0“WH‘MWN“” ﬂ"NhWthwumq‘mwjwﬂ‘uw‘hw‘uh“ m/z 60.00 83.25%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 f i
213.0 1£oo
‘ 157.0185.0 m/z 43.05 81.76%
O \H‘\‘\‘\ \“‘i‘\ \ U‘l‘\H\‘H‘HH“H‘H‘\“\ \‘\“H\‘\ ‘ \‘\H‘HH“H
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—
43.0 12.00
5000 129.0 m/z 57.05 67.77%
171.0
‘ 214.0
ARG
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.05 65.46%
5000 129.0
199.0
s e T
0%?RkwwwwJM&MMNHW‘MHM‘JMﬂ‘JHW‘HWH‘WHH‘H —
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Phytol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.539 8.12 ng 484951  Phenanthrene-d10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phytol 296 C20H400 000150-86-7 91
2 Isophytol 296 C20H400 000505-32-8 72
3 1-Hexadecen-3-o0l, 3,5,11,15-tetr... 296 C20H400 1000262-55-5 64
4 Butyric acid, 2-pentadecyl ester 298 C19H3802 107853-73-6 52
5 Butyric acid, 3-pentadecyl ester 298 C19H3802 1000280-57-3 50
Abundance Scan 1777 (12.539 min): BF138375.D\data.ms (-1773) (- m/z 71.05 100.00%
71.0
123.1 = ‘
L]
P “ lbly s 1651 2040 2492 m/z 43.05 33.33%
miz--> 100 150 200 250
Abundance #194549: Phytol
71.0
5000 — ‘
12.50
123.0 m/z 57.85  29.43%
29.0
0 H Ll 164, 0196023002630296(
h T T T \ ‘ T T T T L ’ T T \ T ‘
m/z--> 50 100 150 200 250
Abundance #194556: Isophytol
71.0
RN T
12.50
5000 m/z 55.10 25.45%
123.0
ol 40000 s T 1790 2070 2780
miz--> 50 100 150 200 250
Abundance  #194566: 1-Hexadecen-3-ol, 3,5,11,15-tetramethyl- —— ‘
71.0 12.50
m/z 41.10  24.55%
o390l [} 1230 16501960 236.0 278.0
e e e e e
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Octadecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.704 3.34 ng 199186  Phenanthrene-di10 11.398
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 89
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 62

Abundance Scan 1805 (12.704 min): BF138375.D\data.ms (-1802) (- m/z 43.05 100.00%

43.0
5000 3.0 129.0

185.1 241 P S~ —
‘ | 284.1 12.50 13.00
— bbbl bl Ly WH‘MWH_H m/z 73.00 93.32%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
73.0
1290 284.0
5000 28.0 L — L —
1850 241.0 12.50 13.00
m/z 60.00 81.66%

oL HM\ i “‘\‘ ‘L NE “ ‘\“‘ ‘\‘ : “‘ [
m/z--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0

T
12.50 13.00

5000 284.0 m/z 57.05 80.84%
3.0 129.0
‘ 185.0 2410
0 \‘ﬂ‘\ MMM“H M\‘u‘\‘\ ‘\“‘\‘ ‘\‘\‘ “““““““?"7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid —— —
73.0 12.50 13.00

m/z 55.10 80.04%

5000 129.0
289 19902420
LAl w“vi“ s

HH\‘\ \\h” it ul
I — I —
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF061224.M Fri Jun 28 13:08:08 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Octadecanoic acid, 2-methyl... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.504 2.92 ng 202427  Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 70
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 59
3 Pentane, 2,3-dimethyl- 100 C7H16 000565-59-3 43
4 Heptane, 2,2,4-trimethyl- 142 C10H22 014720-74-2 38
5 Nipecotic acid 129 C6H11NO2 000498-95-3 38
Abundance Scan 1941 (13.504 min): BF138375.D\data.ms (-1936) (- m/z 56.10 100.00%
56.1
71 18 1350 |
4 1851 2412 340.3 135
0" m/z 57.05 72.37%
miz--> 50 100 150 200 250 300 350
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester
56.0
5000 —— :
285.0 13.50
190 m/z 43.10 69.93%
0 o oo | s
O' ‘\‘\\\\\‘\\‘\\\\‘\‘\\\‘\\\}‘\
miz--> 50 100 150 200 250 300 350
Abundance #249002: Octadecanoic acid, butyl ester
56.0
285.0 e |
13.50
m/z 69.10 57.00%
5000 1290
340.0
185 0 241.0
ok L . H hb\\\”uu i H SE—— ‘L“\‘ \‘ ‘H‘\‘ R -
miz--> 50 150 200 250 300 350
Abundance #4476: Pentane, 2,3-dimethyl- 7 ‘
56.0 13.50
m/z 41.10 53.97%
o ||| 1000 .
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF061224.M Fri Jun 28 13:08:09 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39

Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 8 Pentadecafluorooctanoic aci... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

13.874 7.2 seesss Chrysene-di2 14.033

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95

2 1-Heneicosanol 312 C21H440 015594-90-8 92
3 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 90
4 Decane, 5-cyclohexyl- 224 C16H32 013151-76-3 86
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 81

Abundance Scan 2004 (13.874 min): BF138375.D\data.ms (-2000) (- m/z 57.10 100.00%
57.1

5000

-

— ——
1 230.1 13.50 14.00

L | 307.1 9
O et e po b e e e e e m/z 43.05 78.33%
m/z--> 0 50 100150200 250 300 350400450500 550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

=

5000 — —
13.50 14.00
m/z 83.18 61.59%

| Fﬁ?‘ 2520 5699 648.1
0‘\\\ ‘HH‘HH"HH‘HH‘HH‘HH‘HH‘HH‘\\\\‘\H\‘\\H‘\Hw\\

m/z--> 0 50 100150200 250300 350400450500550600650

-

Abundance #215083: 1-Heneicosano
55.0
— ——
13.50 14.00
5000 m/z 55.10 59.57%
5.0
o MUl segsso
m/z--> 0 50 100150200 250300 350400450500 550 600 650

Abundance #320429: Tricosyl trifluoroacetate “ —

57.0 13.50 14.00
m/z 71.05 58.06%
) J&AAJMMWWA\MwmmﬂW~v

9.0
o LI 22100 29s03570.
e e e T e e — —
m/z--> 0 50 100150200 250300 350400450500 550 600 650 13.50 14.00

8270-BF061224.M Fri Jun 28 13:08:10 2024

Page: 11



Data Path : Z:
Data File : BF

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 9 Octadecane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.504 9.49 ng 658641 Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 98
2 1-Octadecene 252 C18H36 000112-88-9 95
3 E-15-Heptadecenal 252 C17H320 1000130-97-9 94
4 1-Heptadecene 238 C17H34 006765-39-5 93
5 Tricosane 324 C23H48 000638-67-5 92

Abundance Scan 2111 (14.504 min): BF138375.D\data.ms (-2107) (- m/z 57.10 100.00%

57.1
5000
‘ ‘ ‘Tl 1450 |
141.1 . :
o"uM‘NMWﬂ;Wqum%qﬁf“‘%?f%“‘3?9?“‘§97: m/z 71.10  69.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
5000 1

T
14.50
m/z 43.05 62.70%

9.0
H‘mJ 14101830  254.0
L L L B L L L L L L L LA L B

m/z--> 50 100 150 200 250 300 350 400
Abundance #138521: 1-Octadecene

o
Ul I~
1 L
o

—
14.50
5000 m/z 85.05 50.00%
11.0

| | 15401060 252.0

o4

-

mlz--> 50 160 1%0 260 2%0 360 3%0 460
Abundance #138490: E-15-Heptadecenal s
43.0 14.50

m/z 55.05 32.98%
7.0
5000

ol 13901820 2620 .
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF061224.M Fri Jun 28 13:08:12 2024

Page: 12



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 27

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
BF138375.D

Jun 2024 19:39

¢ CG\JU
. P3@53-01

. 15

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 10 Squalene Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.886 18.14 ng 877089  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual

qualene 410 C30H50 000111-02-4 94
upraene 410 C30H50 007683-64-9 91
-(Phenylthio)-3,7,11-trimethyl-... 314 C21H30S 028413-57-2 83
,6,10,14-Hexadecatetraenoic aci... 318 C21H3402 042207-88-5 72
,7,11-Tridecatrienoic acid, 4,8... 264 C17H2802 036237-70-4 72

uih wNnPE
wNNERE O0On

Abundance Scan 2176 (14.886 min): BF138375.D\data.ms (-2170) (- m/z 69.10 100.00%
69.1
- ANL\
P T
‘ ‘ 137.1 1011 14.50 15.00
ol bbb g dy 1911 2731 3413 4105 ;0 8195 50.98%
miz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 — —
14.50 15.00
m/z 41.05 21.28%
121.0
0270 |y 11,1750 25100730 3410 atoc
\\\‘\ \\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
P e
14.50 15.00
5000 ITI/Z 95.10 14.07%
137.0
0270 | |y, 1910 2730 3410 410«
e L L B e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #217719: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatr P e
69.0 14.50 15.00
m/z 137.05 11.42%
5000
137.0
‘ 2000 314.0
NN W W U 7Y NN g PR
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF061224.M Fri Jun 28 13:08:13 2024 Page: 13



Data Path : Z:

Data File : BF
Acqg On : 27
Operator : CG
Sample : P3
Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
138375.D
Jun 2024 19:39
\Ju
053-01

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 11 Tetracosane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.151 24.20 ng 11703760  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 97
2 Nonadecane 268 C19H40 000629-92-5 95
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2221 (15.151 min): BF138375.D\data.ms (-2217) (-] | m/z 57.10 100.00%
57.1
- ib
1500 1550
1692 :
ol ‘L‘ | J“ J‘ mL bivpoy225:2 2951 3513 4084 ./, 71.e5  73.35%
miz--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 —— —
15.00 15.50
m/z 43.10 57.77%
13.0
0 L uh\ \‘h h‘ | | 116\9 9 225.0 281.0 33\8 0
\\\‘\\\‘\\\ ‘T\\“\\\\‘\\\\‘\\\1‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0
— —
15.00 15.50
5000 m/z 85.05 56.33%
oLl 320 1680 260
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane = =
57.0 15.00 15.50
m/z 55.10 22.48%
B ﬂAAJtAJxAA\meﬂﬁWJ
0 ‘ \L‘ uh\ h‘ I | 156‘9 0 225.0 295.0 367.0
A A A e e e — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF061224 .M Fri Jun 28 13:08:15 2024 14

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39

Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 12 Heptadecane, 9-octyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.974  24.45 ng 1182570  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 94
4 Heneicosane, 11-pentyl- 366 C26H54 014739-72-1 94
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93

Abundance Scan 2361 (15.974 min): BF138375.D\data.ms (-2356) (- m/z 57.10 100.00%
57.1
- A~L
16.00
1691 -
ol )‘ | ‘]ﬂ Li v 2252 2811329.2879.24292  n/; 71.e5  71.89%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #246482: Tetracosane
57.0
5000 U
16.00
m/z 43.10 57.08%
130
0 L “\ \‘\ h Ly 1690|2250 281.0 33\80
\\\‘ \\‘\\\‘\1!\‘\\\\‘\\!\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #262017: Heptadecane, 9-octyl-
57.0
——
16.00
5000 m/z 85.05 55.56%
13.0 239.0
o LT 1690 PO a0 320
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298428: Eicosane, 9-octyl- =
43.0 16.00
m/z 55.10  22.36%
5000
281.0
om_‘wh”‘ 1902110, | 33603020 A
m/z--> 50 100 150 200 250 300 350 400 450 16.00

8270-BF061224.M Fri Jun 28 13:08:16 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 n-Tetracosanol-1 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.033 4.36 ng 210840  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 70
2 1-Hexacosene 364 C26H52 018835-33-1 64
3 Octacosanol 410 C28H580 000557-61-9 55
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 55
5 Behenic alcohol 326 C22H460 000661-19-8 50
Abundance Scan 2371 (16.033 min): BF138375.D\data.ms (-2367) (- m/z 83.10 100.00%
83.1
2000 Mj\f\w
157.1 i&od
2973 :
0“‘WMM‘NWMWWMMmWWMMM7 uhﬁwu‘ﬁgqgﬁ%ég‘_ m/z 97.10 87.06%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
111.0
5000 —— :
16.00
m/z 57.10 73.84%
O\\“\J‘\‘l“\‘ \\‘“ “ I‘J‘Tle\z\‘o\ ‘2\2\2\9’\\\3\?\8\()\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #273800: 1-Hexacosene
57.0
L I
16.00
5000 m/z 43.10 61.31%
0 \‘ [ i J) \“ \\ ‘ 1\ 1\\6“7 0 238.0 292 O 364.0
i R m e e R AR Ra
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #308225: Octacosanol T ‘
57.0 16.00
m/z 69.10 59.90%
- \AM\JL\#\M
obbd ‘ \h [1|3670 2220 2920 3920
R e R T ——
m/z--> 50 100 150 200 250 300 350 400 450 16.00

8270-BF061224 .M Fri Jun 28 13:08:17 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Vitamin E Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.245 12.84 ng 620861 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 vitamin E 430 C29H5002 000059-02-9 94
2 dl-.alpha.-Tocopherol 430 C29H5002 010191-41-0 94
3 6-Methoxy-2,7,8-trimethyl-2-(4,8... 430 C29H5002 079306-82-4 93
4 .alpha.-Tocopherol-.beta.-D-mann... 592 C35H6007 1010156-68-2 83
5 4-Amino-3-methoxypyrazolo[3,4-d]... 165 C6H7N50 111375-22-5 50
Abundance Scan 2407 (16.245 min): BF138375.D\data.ms (-2403) (- m/z 165.05 100.00%
165.1
5000
430.4
43.1 910 16.00 16.50
ol s S0 | 2181 27418201 3741 | 7 430,35 35.15%
miz--> 50 100 150 200 250 300 350 400
Abundance #318345: Vitamin E
165.0
5000 430.( e ———
16.00 16.50
43.0 m/z 164.00  32.19%
o || 010 219.0 288.0 344.0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #318349: dI-.alpha.-Tocophero
165.0
16 00 16 50
5000 m/z 431.4 12.22%
430.(
43.0
ol 11,920 | 2190 2880 344.0 |
e A e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #318374: 6-Methoxy-2,7,8-trimethyl-2-(4,8,12-trimethyltri T
165.0 16.00 16 50
430.( ITI z 43.10 12.10%
5000
43.0
0 \‘ 910 | 2190 30203580 |
e e e e e e
m/z--> 50 100 150 200 250 300 350 400 16 00 16 50

8270-BF061224.M Fri Jun 28 13:08:18 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Stigmasterol Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

17.162 4.73 ng 228923  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmasterol 412 C29H480 000083-48-7 90
2 Cholesta-22,24-dien-5-0l1, 4,4-di... 412 C29H480 1000128-66-1 55
3 26,27-Dinorergosta-5,23-dien-3-0... 370 C26H420 035882-88-3 41
4 Stigmastan-6,22-dien, 3,5-dedihy... 394 C29H46 107304-12-1 27
5 Methyl (3S,4aR)-1-(furan-2-ylmet... 412 C23H28N205 1000464-93-8 25

Abundance Scan 2563 (17.162 min): BF138375.D\data.ms (-2559) (- m/z 69.05 100.00%

69.(
5000 133.0 255.2

— —
17.00 17.50

m/z 81.00 96.25%

miz--> 50 100 150 200 250 300 350 400
Abundance #309447: Stigmasterol
55.0

5000

o

— —
17.00 17.50

m/z 55.00 76.24%

‘ Il .
O T \‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #309460: Cholesta-22,24-dien-5-ol, 4,4-dimethyl-
55.0

— —
17.00 17.50

5000 m/z 83.10 73.67%
121.0 255.0
412.0
T TV Wb
ol ‘m“‘ ‘\‘ ‘\H‘le “‘HH“\MI‘\H“\J}LM‘\‘M‘H\‘ \‘\ ‘Lh‘ \I‘\ {l“\‘ﬂ‘ M\ ' e “M‘ — ‘H\‘ | N—
m/z--> 50 100 150 200 250 300 350 400
Abundance #279704: 26,27-Dinorergosta-5,23-dien-3-ol, (3.beta.)- —— ——
55.0 17.00 17.50

m/z 43.10  48.34%

133.0
5000 2710
215.0

ol LiAUH IR
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50

8270-BF061224.M Fri Jun 28 13:08:20 2024 Page: 18



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
BF138375.D

: 27 Jun 2024 19:39
¢ CG\JU
. P3@53-01

: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 .gamma.-Sitosterol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
17.580 41.57 ng 2010240  Perylene-d12 15.504
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 94
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 48
4 (3s,85,9S,10R,13R,14S5,17R)-17-((... 428 C30H520 020194-50-7 22

5 Campesterol 400 C28H480 000474-62-4 15
Abundance Scan 2634 (17.580 min): BF138375.D\data.ms (-2627) (- m/z 43.10 100.00%
43.1
5000 xfmeﬁwww/\\«wﬂx/wdA
T \
‘ 17.50
ol A m/z 145.05 61.83%
miz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 —— ‘
17.50
m/z 107.10  59.90%
O ‘J“ | .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
T \
17.50
5000 m/Z 105.00 59.69%
107.0 414.0
161.0
213.0 303.0
1 354.0
oL
m/z--> 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
m/z 55.05 58.85%
5000 91.0 145.0 382.0
‘ 2130 4590
LB
e ——
m/z--> 50 100 150 200 250 300 350 400 17.50

8270-BF061224.M Fri Jun 28 13:08:21 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 .beta.-Amyrone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.804 12.01 ng 580660 Perylene-d12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrone 424 C30H480 000638-97-1 68
2 3a-Methyl-3,3a-dihydropyrrolo[3,... 218 C11H10N20S 017163-68-7 64
3 Indolizine, 1l-acetyl-2-methyl-6-... 218 C11H10N203 1000071-33-1 64
4 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 62
5 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 58
Abundance Scan 2672 (17.804 min): BF138375.D\data.ms (-2667) (- m/z 218.20 100.00%
218.2
95.0 T 1
161. 1 17.50 18.00
ok M \“ \Hu H“ HL wHMM\‘ \H‘ ‘\u “h‘ | \ Ly ‘2‘6‘5“0‘ - ‘3‘45"}‘ ‘ fl‘O?‘?:‘ : m/z 203.10 78.67%
miz--> 50 100 150 200 250 300 350 400
Abundance #315395: .beta.-Amyrone
218.0
5000 — —
17.50 18.00
55.0 m/z 95.05 22.22%
424.0
ohd H | ‘H\L HHM WO 2r20
m/z--> 0 100 150 200 250 300 350 400
Abundance #96069: 3a-Methyl-3,3a-dihydropyrrolo[3,2-b][1,4]benzot
208.0
— ——
39.0 17.50 18.00
5000 ITI/Z 55.10 21.71%
116.0
0 H‘\\Lu‘ﬂ\m\‘ ‘HH\ N \“ .\‘\ \“M ‘ H‘\} T
m/z--> 50 100 150 200 250 300 350 400
Abundance #95995: Indolizine, 1-acetyl-2-methyl-6-nitro- — ——
218.0 17.50 18.00
m/z 219.15 19.66%
5000 157.0
43.0
o\\,\I o ~
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\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 .beta.-Amyrin Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.051 45.86 ng 2217570  Perylene-d12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Amyrin 426 C30H500 000559-70-6 97
2 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 91
3 1-(2-Methoxyphenyl)-2,5-dihydro-... 203 C11H9NO3 017392-68-6 91
4 2H-Cyclopropa[a]naphthalen-2-one... 218 C15H220 006831-17-0 89
5 .beta.-Amyrone 424 C30H480 000638-97-1 87
Abundance Scan 2714 (18.051 min): BF138375.D\data.ms (-2706) (- m/z 218.20 100.00%
218.2
95.0 LN 1
43-?‘ ‘ 1f7'1 ‘ 18.00
- w“«‘\l‘,\ﬁhlﬂ“ Ll iUl 2721 8300 4268 ) 063 16 67.24%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #316496: .beta.-Amyrin
218.0
5000 —
18.00
m/z 189.10  19.28%
95.0 426.0
O \"\1%.‘9\ ‘\ ‘\J‘ \I"‘M\‘ \\h]:ﬁ{.\ho\\\ h' ‘”'\ — \‘2\7\2\.\0’ T \3‘6\5\\0\ T \"\ T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)-
218.0
R \
18.00
5000 m/z 95.05 19.23%
69.0
‘ ‘ 119.0
obidbbd by L] 2700 386.0 4680
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #78674: 1-(2-Methoxyphenyl)-2,5-dihydro-1H-pyrrole-2,5 —— ‘
120.0 203.0 18.00
m/z 219.15 18.20%
AEA T — J
m/z--> 0 50 100 150 200 250 300 350 400 450 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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 Lupeol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.404 36.11 ng 1746240  Perylene-di12 15.504
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 C3@H500 1000513-01-3 90
3 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 78
4 Lupeol, trifluoroacetate 522 C32H49F302 1000394-56-7 70
5 Germanicol 426 C30H500 000465-02-1 70

Abundance Scan 2774 (18.404 min): BF138375.D\data.ms (-2766) (-] ' m/z 189.10 100.00%
95.0 189.1

43.
5000
e
L) )» TS e 1
oL “M L “\ N 1 “H“ ‘M‘m“.‘ “.‘ el ‘iw‘ ‘ ‘\‘3\7 2‘ ‘H\‘ ‘ m/z 95.05 96.07%
miz--> 50 100 150 200 250 300 350 400
Abundance #316485: Lupeo
189.0
5000 T
426.0 18.50
} 340 3150 © m/z 135.05 92.00%
0! ‘\“ L\ \‘ ““‘ M‘\u\‘ ‘h‘ s ‘Mi ‘ﬂh\‘ — ‘7?‘\0‘\ ‘ b “ —
m/z--> 100 150 200 250 300 350 400

Abundance #316529 Epllupeol 20(29)-Lupen-3alpha-ol (isomer 1)
89.0

i

135.0
18.50
5000 ITI/Z 93.00 90.41%
257.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #80338: 2-Isopropenyl-4a,8-dimethyl-1,2,3,4,4a,5,6,8a-0 T
189.0 18.50
107.0 m/z 81.05 87.04%
m/z--> 5 100 150 200 250 300 350 400 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 Androstan-6-one, (5.alpha.)- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.551 7.27 ng 351718 Perylene-d12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Androstan-6-one, (5.alpha.)- 274 C19H300 003676-06-0 58
2 Glutinol 426 C30H500 000545-24-4 46
3 D-Homoandrostane, (5.alpha.)- 274 C20H34 035575-26-9 38
4 3-Methyl-3-(naphthalen-1-yl)isob... 274 C19H1402 078772-71-1 35
5 Pyridine, 3,5-di(4-methylphenyl)- 259 C19H17N 1000380-54-8 25
Abundance Scan 2799 (18.551 min): BF138375.D\data.ms (-2794) (- m/z 259.15 100.00%
259.1
ol L
205.1
TN 163016 401856180
340.3 409.3 - : : -
0 "““M‘“‘ b ol L PRSLB2 m/z 274.15 55.97%
miz--> 50 100 150 200 250 300 350 400
Abundance #166355: Androstan-6-one, (5.alpha.)-
259.0
5000 L LA L L L B B B R B
135.0 18.2018.4018.6018.80
m/z 95.10 48.71%
O “‘ ‘M‘ ‘l ‘\\1 ‘\\‘\‘ ‘ \\“ ‘ "’ “ “ “‘ N
m/z--> 100 150 200 250 300 350 400
Abundance #316486: Glutino
259.0
R R RRR R RRRRRRRE
134.0 1/8.201689.4(1198.6012.380660
m/z . . 0
5000 69.0
11T
[o “ ‘\ ‘\‘\; \‘}“ ‘ J IW ‘\L‘\‘ I \“‘“ d 4 ‘ A ‘372‘5‘9‘ S ‘4‘2‘9‘0‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #166416: D-Homoandrostane, (5.alpha.)- R BEmaEE
274.0 18.2018.4018.6018.80
m/z 81.00 38.22%
217.0
5000 81.0
149.0
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\BF062724\
Data File : BF138375.D

Acqg On : 27 Jun 2024 19:39
Operator : CG\JU

Sample : P3053-01

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF061224.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... 2.175 39.8 ng 2595900 1 6.881 1306230 20.0
2-Pentanone, 4-... 5.098 3.9 ng 253241 1 6.881 1306230 20.0
1-Phenoxypropan... 8.469 3.3 ng 264289 2 8.157 1582980 20.0
n-Hexadecanoic ... 11.922 11.1 ng 662874 4 11.398 1193940 20.0
Phytol 12.539 8.1 ng 484951 4 11.398 1193940 20.0
Octadecanoic acid 12.704 3.3 ng 199186 4 11.398 1193940 20.0
Octadecanoic ac... 13.504 2.9 ng 202427 5 14.033 1387460 20.0
Pentadecafluoro... 13.874 7.2 ng 500888 5 14.033 1387460 20.0
Octadecane 14.504 9.5 ng 658641 5 14.033 1387460 20.0
Squalene 14.886 18.1 ng 877089 6 15.504 967166 20.0
Tetracosane 15.151 24.2 ng 1170370 6 15.504 967166 20.0
Heptadecane, 9-... 15.974 24.4 ng 1182570 6 15.504 967166 20.0
n-Tetracosanol-1 16.033 4.4 ng 210840 6 15.504 967166 20.0
Vitamin E 16.245 12.8 ng 620861 6 15.504 967166 20.0
Stigmasterol 17.162 4.7 ng 228923 6 15.504 967166 20.0
.gamma.-Sitosterol 17.580 41.6 ng 2010240 6 15.504 0967166 20.0
.beta.-Amyrone 17.804 12.0 ng 580660 6 15.504 967166 20.0
.beta.-Amyrin 18.051 45.9 ng 2217570 6 15.504 967166 20.0
Lupeol 18.404 36.1 ng 1746240 6 15.504 967166 20.0
Androstan-6-one... 18.551 7.3 ng 351718 6 15.504 967166 20.0
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