LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc :

ALS Vvial : 14 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF142035.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.157 4 11 23 rVWW 867071 1373051 39.61% 3.892%
2 4.481 399 406 412 rBV 53815 84356 2.43% 0.239%
3 5.098 507 511 520 rVB 32685 51700 1.49% 0.147%
4 5.493 571 578 598 rBV 1822555 2494070 71.95% 7.069%
5 6.492 742 748 760 rBV 1820594 2554110 73.68% 7.239%
6 6.875 808 813 818 rBV 649147 817136 23.57% 2.316%
7 7.434 901 908 918 rBV 1315214 1752651 50.56% 4.967%
8 7.686 947 951 963 rBV 39614 55290 1.59% 0.157%
9 8.151 1025 1030 1049 rVB 778718 1066519 30.77% 3.023%
10 8.722 1121 1127 1134 rBV5 14664 35629 1.03% 0.101%
11  9.228 1207 1213 1218 rBV 2782280 3466581 100.00%  9.825%
12 9.545 1262 1267 1275 rBV3 59167 110047 3.17% 0.312%
13 9.910 1323 1329 1340 rBV 894707 1163146 33.55% 3.297%
14 10.622 1445 1450 1455 rVB 194015 246958 7.12% 0.700%
15 10.692 1457 1462 1473 rBV 1378843 1794698 51.77% 5.087%
16 10.904 1492 1498 1507 rBV2 34940 71247 2.06% 0.202%
17 11.e51 1519 1523 1534 rBV5 20333 42775 1.23% 0.121%
18 11.392 1576 1581 1595 rBV 742419 1041747 30.05%  2.953%
19 11.845 1654 1658 1662 rBV 29471 42727 1.23% 0.121%
20 11.922 1665 1671 1683 rVV 730544 1088799 31.41% 3.086%
21 12.092 1696 1700 1705 rVB3 28004 38417 1.11% 0.109%
22 12.174 1710 1714 1719 rBVS5S 23399 44204 1.28% 0.125%
23 12.239 1721 1725 1729 rVB2 33036 50746 1.46% 0.144%
24 12.316 1734 1738 1746 rBV 175129 263062 7.59% 0.746%
25 12.610 1783 1788 1799 rBV 200156 458848 13.24%  1.300%

26 12.704 1799 1804 1820 rVV 663429 1059332 30.56%
27 12.833 1822 1826 1833 rVB 122426 186511 5.38%
28 12.974 1845 1850 1855 rBV 1804883 2404524 69.36%
29 13.021 1855 1858 1867 rVB3 65515 102098 2.95%
30 13.204 1886 1889 1896 rvVB2 27294 40210 1.16%
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31 13.410 1920 1924 1933 rBV3 138200 265559  7.66%
32 13.651 1961 1965 1982 rVB 716476 1085421 31.31%
33 13.874 1999 2003 2008 rBV 211612 395009 11.39%
34 14.051 2024 2033 2045 rVB2 791153 1908996 55.07%
35 14.504 2105 2110 2127 rVB2 210055 456797 13.18%
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36 14.710 2140 2145 2157 rBV 941765 1359518 39.22%  3.853%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS Vvial : 14 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-BF031025.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.880 2170 2174 2180 rBV 127125 175780 5.07% 0.498%
38 14.957 2183 2187 2190 rBV 46620 70465 2.03% 0.200%
39 15.074 2203 2207 2215 rVV2 115105 293532  8.47% 0.832%
40 15.151 2215 2220 2237 rVB2 349379 898019 25.91% 2.545%
41 15.415 2262 2265 2266 rBV 43667 50574 1.46% 0.143%
42 15.504 2275 2280 2291 rVB 575305 1033932 29.83% 2.930%
43 15.739 2317 2320 2324 rBV4 42392 55389 1.60% 0.157%
44 15.786 2324 2328 2338 rVB2 95602 174816 5.04% 0.495%
45 15.951 2351 2356 2366 rBv2 231529 647736 18.69% 1.836%
46 17.598 2628 2636 2664 rVB3 356629 1239940 35.77% 3.514%
47 18.586 2798 2804 2811 rBV2 110666 317630 9.16% 0.900%

48 18.698 2818 2823 2853 rVB 246606 852424 24.59%  2.416%

Sum of corrected areas: 35282726
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF142035.D\data.ms

2500000

2000000
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1500000
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Abundance TIC: BF142035.D\data.ms
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2500000
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Abundance TIC: BF142035.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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.
2.157 33.61 ng 1373050 1,4-Dichlorobenzene-d4 6.875

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 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance  Scan 11 (2.157 min): BF142035.D\data.ms (-4) (-) m/z 73.10 100.00%

73.1
5000
43.0 87.1

o1 2.202.302.402.502.60
e 22 L 100 nyz 43.e5  33.89%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

o

5000 T T T[T [T T[T rrT Tt
43.0 2.202.302.402.502.60
87.0 m/z 87.10 27.38%
29.0
0 | bo |
O\\‘\\\\‘\\\\‘\\f\‘\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
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 A
2.202.302.402.502.60
5000 41.0 55.0 ITI/Z 55.05 25.46%
27.0
0 Ik ‘ 112.0 129.0
H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H“H‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4994 Pentane, 3-methoxy- AR E
73.0 2.202.302.402.502.60

m/z 41.05 10.82%

5000
45.0
29.0
ool 590 101.0

m/z--> 20 30 40 50 60 70 80 90 100110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 3-Penten-2-one, 4-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.481 2.06 ng 84356  1,4-Dichlorobenzene-d4 6.875

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 406 (4.481 min): BF142035.D\data.ms (-399) (-) m/z 83.10 100.00%
83.1
55.1
5000
43.0 98.1
R Ran e e maaEE R
4.20 4.40 4.60 4.80
Ly u‘\ 67.0 | 9
o1t m/z 55.10  85.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 T T T T T T T T
29.0 98.0 4.20 4.40 4.60 4.80
m/z 98.10 33.27%
15.0
\ WLyl 670 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 A AANEEEEE T
200 43.0 4.20 4.40 4.60 4.80
5000 m/z 43.05 32.41%
98.0
| \‘\ \\ ‘ | 67.0 |
0 ““ i RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- A SR EEIE
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.10 23.92%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘H‘HH“m:;1‘”;““1“m‘“;HH,‘M,HH,HH W AP .4 v S S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 13
R.T. EstConc Area Relative to ISTD R.T.
10.622 4.25 ng 246958  Acenaphthene-di10 9.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
5 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
Abundance Scan 1450 (10.622 min): BF142035.D\data.ms (-1445) (- m/z 105.05 100.00%
105.1
o 182.1
5000
51.0 — —
10.50 11.00
152.1
b prr b 2280 R e miz 77.05 65.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0
77.0
5000 - ~—
182.0 10.50 11.00
51.0 m/z 182.16  58.06%
oL 270 | | 1260 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
77.0 105.0
—— —
10.50 11.00
5000 182.0 m/z 51.05 22.82%
51.0
150.0
0 H“H1‘““‘“H‘H‘HH“‘H“HH‘H“M‘HHMH
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32010: Acetophenone, 2-chloro- e P
105.0 10.50 11.00
m/z 181.10 9.45%
77.0
5000
51.0
0 27.0 | \‘ Ll | ‘ 125.0 1540 N, n
R A e e — 4 —4—
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 3
R.T. EstConc Area Relative to ISTD R.T.
11.922 20.90 ng 1088800  Phenanthrene-d10 11.392
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 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 91
5 Undecanoic acid 186 C11H2202 000112-37-8 81

Abundance Scan 1671 (11.922 min): BF142035.D\data.ms (-1665) (- m/z 73.05 100.00%

73.0
43.0
5000 129.0
213.2 ‘
H 157.1185.1 ‘ 256.3 12‘00
o_m‘i‘:““‘!ﬂ“‘i‘; “M"w‘mhwmMM“_‘L‘_‘Hu‘_m_mW‘W m/z 60.05 80.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T

12.00
m/z 43.05 78.56%

157.0 1850 213.0 256.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—T
43.0 12.00
5000 129.0 m/Z 55.10 69.54%
171.0
ol 4 AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109281: Tetradecanoic acid —
73.0 12.00
43.0 m/z 41.10 66.50%
5000
129.0
185.0 228.0
0%570 =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50

Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : 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 5 unknownl2.316 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
12.316 5.05 ng 263062  Phenanthrene-di10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzoic acid, 3,4,5-trimethoxy-
2 2',4'-Dihydroxy-3',5"'-dimethoxya...
3 6-Hydroxy-2,3,4-trimethoxybenzal...
4 5-Cyano-1,2,3,4-tetrahydro-6-met...
5 Benzoic acid, 2,4,5-trimethoxy-

212 C10H1205
212 C10H1205
212 C1eH1205
212 C13H12N20
212 C10H1205

000118-41-2 42
198203-68-8 38
000832-65-5 27
027036-92-6 25
000490-64-2 25

Abundance Scan 1738 (12.3
1

16 min): BF142035.D\data.ms (-1734) (-

m/z 105.00 100.00%

05.0
212.1
5000 .
41.0 162.1
= —=
7 H 12.00 12.50
0. MM“ L2521 2911 00 10 59.47%
miz--> 50 100 150 200 250 300
Abundance #89100: Benzoic acid, 3,4,5-trimethoxy-
212.0
5000 == e
12.00 12.50
m/z 212.05 53.88%
39.0 93.0 141.0
0 e “\' i”‘\h“r o \“‘ ‘1‘ by “r‘ ‘H‘\:ﬂ\??.\o“[ L B B
miz--> 50 100 150 200 250 300
Abundance #89111: 2',4'-Dihydroxy-3',5'-dimethoxyacetophenone
212.0
— A
12.00 12.50
5000 m/z 197.10  49.29%
169.0
43.0 ‘
123.0
miz--> 50 100 150 200 250 300
Abundance #89105: 6-Hydroxy-2,3,4-trimethoxybenzaldehyde — e
212.0 12.00 12.50
m/z 41.05 43.42%
169.0
- | | M
0 “37 WMMWM‘W‘W‘WHMLJ“‘ e = —
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.704 20.34 ng 1059330  Phenanthrene-d10 11.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74

Abundance Scan 1804 (12.704 min): BF142035.D\data.ms (-1799) (-} | m/z 73.10 100.00%

73.1
5000 129.1
185.2 241.2 — —
‘ ‘ 284.3 12.50 13.00
ob H‘; 1 “h““‘““ ol LA L wm‘u_wwm m/z 43.10  89.13%
miz--> 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid

73
3

129.0
5000 284.0 == ==
1850 241.0 12.50 13.00
m/z 60.05 81.10%
0! HM\ I “‘\‘ ‘L AL “ ‘\“‘ | ‘\‘ : “‘ T
10

%

miz--> 0 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
73.0
i “
12.50 13.00
5000 129.0 ITI/Z 57.10 79.89%
29.¢
‘ 199.0 242 0
oL il H \\H“wh\\\ u‘\‘u} ‘ \‘ L ““ L ‘ S
m/z--> 5 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e e —
43.0 12.50 13.00
m/z 55.10 78.32%
5000 284.0
3.0 129 0
185.0 2410
0 \‘\M uhH M\u‘\‘\‘ ‘\“‘\‘ ‘\‘\‘ \“\\\‘\‘\\\\‘37\27' = —
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@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 2-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.410 2.78 ng 265559  Chrysene-di2 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 5-Androstene, 4,4-dimethyl- 286 C21H34 1000194-15-4 58
3 6H-dibenzo[b,d]pyran-6,9(8H)-dio... 271 C16H17NO3 1000397-00-0 35
4 2,2-Bis(4'-methoxyphenyl)-2-etho... 286 C18H2203 1000283-53-7 25
5 13-Isopropylpodocarpen-12-0l1-20- al 300 C20H2802 024035-37-8 22
Abundance Scan 1924 (13.410 min): BF142035.D\data.ms (-1920) (- m/z 175.10 100.00%
175.1 271.1
5000
69.1
133. aEn
“ 2291 ?041 13.50
o bbb L m/z 271,15 97.48%
miz-> 50 100 150 200 250 300
Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0
5000 1
13.50
m/z 201.10 72.99%
69.0 133, 5o /
0 ‘?%q‘ “\‘ “ 1l ‘\ Al ‘u‘\ M” \‘\ ‘\‘\‘ “ ‘\ - ““‘ —
miz--> 50 100 150 200 250 300
Abundance #181988: 5-Androstene, 4,4-dimethyl-
271.0
—=
13.50
5000 m/z 189.10 39.96%
550 950 ;ac( 175.0
0! wh‘\ \\h ‘\ m ‘N‘ P N
miz--> 50 100 150 200 250 300
Abundance #162213: 6H-dibenzo[b,d]pyran-6,9(8H)-dione, 3-(ethylar 7
271.0 13.50
m/z 286.15 33.34%
5000
214.0
39.0 77.0 1150 157, ‘ “
ol \M Ay b ‘“\‘m‘\‘ - i m \‘ ‘\\ A “ ‘ h —— LB e
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Triphenyl phosphate Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.651 11.37 ng 1085420  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenyl phosphate 326 C18H1504P 000115-86-6 99
2 1-Cyano-N-phenylmethanecarbohydr... 170 C9H6N4 000306-18-3 43
3 Malononitrile, 2-phenylazo- 170 COH6N4 006017-21-6 32
4 Coumarin, 3-benzoyl-4-phenyl- 326 C22H1403 019725-29-2 18
5 Demethoxykanugin 326 C18H1406 001668-33-3 14
Abundance Scan 1965 (13.651 min): BF142035.D\data.ms (-1961) (- m/z 326.10 100.00%
326.1
77.0
5000
170.1 215.0
39.7 — —
115.0 “%49.1 13.50 14.00
ol ‘ I D | " ‘J bl 2890 L /7 325,10 90.13%
m/z--> 50 100 150 200 250 300
Abundance #231446: Triphenyl phosphate
326.C
5000 o — —
170.0 2150 13.50 14.00
m/z 77.05 77.71%
i s
ol Ll 1oy | LR asso |
miz--> 50 100 150 200 250 300
Abundance #46285: 1-Cyano-N-phenylmethanecarbohydrazonoyl cy
77.0
— —
13.50 14.00
5000 170.0 m/z 65.05 46.45%
39.0
0 wso |
miz--> 50 100 150 200 250 300 /L
Abundance #46280: Malononitrile, 2-phenylazo- — T
77.0 13.50 14.00
m/z 215.00  37.03%
170.0
5000
waill
obd bl e | e L
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50

Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 9 3-Eicosene, (E)- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.874 4.14 ng 395009 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 83
2 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 81
3 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 81

4 Dotriacontyl pentafluoropropionate 612 C35H65F502
5 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502

1010351-81-4 81
1000406-04-8 70

Abundance Scan 2003 (13.874 min): BF142035.D\data.ms (-1999) (- m/z 57.10 100.00%
57.1
5000 97.1
302.1
281 13‘56 14‘06
151.0 : :
ol d ] “““““f‘ ‘s‘“ A 198t ‘ 209 m/z 43.10 73.69%
miz--> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 — —
13.50 14.00
m/z 71.10 61.01%
024L0 b ‘“‘ T 1“ \%‘\3?(‘)‘\ ]\-8\2\0‘ r22\4\0\ T \2\89\0‘ T
miz--> 50 100 150 200 250 300
Abundance #265881: Oxalic acid, isobutyl pentadecyl ester
57.0
P P
13.50 14.00
5000 m/z 55.10 55.70%
‘ p7o 255.0
oL L Ll L)y asmoreo 20
miz-> 50 100 150 200 250 300
Abundance #126386: 1-Decanol, 2-hexyl- — —
57.0 13.50 14.00
m/z 83.10 48.807%
h | /\A\fLWVJ\\ANAA
39.0
AR OSSN T PO |8 |
m/z--> 50 100 150 200 250 300 13.50 14.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50

Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Octadecane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
14.504 4.79 ng 456797  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 1-Octadecene 252 C18H36 000112-88-9 95
3 Nonadecane 268 C19H40 000629-92-5 93
4 Tricosane 324 (C23H48 000638-67-5 92
5 Heptadecane 240 C17H36 000629-78-7 92

Abundance Scan 2110 (14.504 min): BF142035.D\data.ms (-2105) (- m/z 57.10 100.00%
57.1
7.1
T
14.50
1.0 1831 2541
oL Ak L, ‘ B o e 2920328 s 71010 66.71%
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
5000 — :
14.50
m/z 43.10 62.81%
99.0
[l ] 14101830 2540
O\‘\‘\“\\‘\‘H‘\”‘\‘\“\ i“‘\‘\ \‘\‘\\\\“\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0
T
97.0 1450
5000 m/z 85.10 46.93%
0 ‘_Hﬁ | L3 gs20 2520
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane 7 ‘
57.0 14.50
m/z 55.10 38.97%
) /LJ\M
oL i i u\ «%4“1‘0‘1‘?3‘0‘ NN - ==
m/z--> 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@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 4-(tert-Butyl)phenyl diphen... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.710 14.24 ng 1359520  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(tert-Butyl)phenyl diphenyl ph... 382 C22H2304P 000981-40-8 90
2 Cannabinol, TMS derivative 382 C24H3402Si 064846-18-0 80
3 8H-Dinaphtho[2,3-b:2",3"'-g]carba... 367 C28H17N 003557-50-4 59
4 8H-Dinaphtho[2,3-c:2',3"'-g]carba... 367 C28H17N 000313-87-1 59
5 phenol, 4-[[4-[[4-(phenylamino)p... 367 C24H21N30 1000402-60-6 45
Abundance Scan 2145 (14.710 min): BF142035.D\data.ms (-2140) (|  m/z 367.10 100.00%
367.1
5000
77.0 LI L
14.50 15.00
1171 1781 302.1
0389 N HpL e 108021 Ll 2 36s.10 23.67%
m/z--> 50 100 150 200 250 300 350
Abundance  #289151: 4-(tert-Butyl)phenyl diphenyl phosphate
367.0
5000 —— —
77.0 14.50 15.00
m/z 77.05 15.57%
169.0
0290 | | [1160 T°F 21502550 3270 | |
\‘\\\\’\\\\‘\\\1‘\\1\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #289501: Cannabinol, TMS derivative
367.0
——— —
14.50 15.00
5000 m/z 382.20 13.08%
73.0
0R90 | 1280 1780 2380 3100 |
o e e e e e T
m/z--> 50 100 150 200 250 300 350
Abundance #276323: 8H-Dinaphtho[2,3-b:2',3'-g]carbazole — ——
367.0 14.50 15.00
m/z 115.05 7.49%
5000
183.0
0270 750 1220 | 261.0 3120 |
e A BB e e S e e
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

021

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032125\
BF142035.D

Mar 2025 17:50

: RC/JU
1 01610-02

14

hod
le

ry

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene

Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.880 3.40 ng 175780  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 2,6,10,14-Hexadecatetraen-1-0l1, ... 332 C22H3602 061691-98-3 78
3 2,6,10-Dodecatrien-1-01, 3,7,11-... 264 C17H2802 004128-17-0 64
4 trans-Farnesol 222 C15H260 000106-28-5 64
51,6,10,14-Hexadecatetraen-3-0l, ... 290 C20H340 001113-21-9 59

Abundance Scan 2174 (14.880 min): BF142035.D\data.ms (-2170) (-

69

A

m/z 69.10 100.00%

-

5000
— ——
‘ ‘ 137.1 1891 3413 14.50 15.00
oL luh ) 1891 254129913413 .o 8110 54.45%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — —
14.50 15.00
m/z 41.10 21.47%
137.0
0270 d i)y ), 1910 2730 3410 410
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #239667: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetr
69.0
— ——
14.50 15.00
5000 ITI/Z 95.10 14.16%
4l
oBLY LA J““““‘ ‘:“‘ Il - ‘1??"9‘ 2630 3320
m/z--> 50 100 150 200 250 300 350 400
Abundance #153389: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acet — ——
69.0 14.50 15.00
m/z 68.05 12.21%
5000
136.0
R T NN T I A
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00

8270-BF031025.M Sat Mar 22 03:02:35 2025
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Hexadecane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.151 17.37 ng 898019  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 96
2 Nonadecane 268 C19H40 000629-92-5 96
3 Tricosane 324 C23H48 000638-67-5 93
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91

Abundance Scan 2220 (15.151 min): BF142035.D\data.ms (-2215) (- m/z 57.10 100.00%

57.1
5000

99.1 L
1411 15.00 15.50
0 “\‘ J uh\ “\‘\\‘ ‘Mi “\‘ ) ]\'8\32 225.2 26w8130w41 352.1 m/z 71.10 70.64%

m/z--> 50 100 150 200 250 300 350
Abundance #261135: Hexadecane, 1-iodo-
57.0

5000 T T
15.00 15.50
m/z 43.10 58.17%

99.0 225.0
141.0
T ‘\“ \‘h‘ \‘H\“‘ \“\‘\ \‘ “\4\-8\3\.9 T \“\ T ‘ L ‘ T \3\5‘2?0
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

—
15.00 15.50

o

5000 m/z 85.10 56.34%
99.0
oLl L L1 1) 1410 1830 2250 2680
el e e e
m/z--> 50 100 150 200 250 300 350
Abundance #229643: Tricosane T T
57.0 15.00 15.50

m/z 55.10 24.42%

- M/\_J\—\/\\/L
99.0
141.0 324.0

oLl LI h“ | 177 18302250 267.0

‘h S
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@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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.-Tocopherol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
15.786 3.38 ng 174816  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Tocopherol 416 C28H4802 000148-03-8 97
2 .gamma.-Tocopherol 416 C28H4802 007616-22-0 97
3 (R)-6-Methoxy-2,8-dimethyl-2-((4... 416 C28H4802 1116113-36-0 92
4 3,4-Dihydro-3,5,8-trimethyl-3-(4... 458 C30H5003 1000105-71-9 64
5 Wikstromol, trimethyl ether 416 C23H2807 1000504-13-5 64
Abundance Scan 2328 (15.786 min): BF142035.D\data.ms (-2324) (-} | m/z 151.05 100.00%
151.1
416.4
5000 M
43.1 # L I
15.50 16.00
107.1
ob At £ #0812041 3303 L n7 416.40  60.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #311621: .beta.-Tocophero
416.C
151.0
5000 —r ———
15.50 16. 00
43.0 m/z 150.05 %
L1950
O\‘}\H‘\“\H\‘\H"\\“\\ \h\‘\\“\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #311623: .gamma.-Tocophero
151.0
416.C
15 50 16 00
5000 m/z 191.10 %
43.0
ol d1, 2070 ] 2050 2740 33003730 |
B S e B L e
m/z--> 50 100 150 200 250 300 350 400
Abundance #311653: (R)-6-Methoxy-2,8-dimethyl-2-((4R,8R)-4,8,12-
416.C 15 50 16 00
151.0 m/z 417.4 9.58%
5000
43.0
ol 1,880 | 2050 7m0 saso
e e e S
m/z--> 50 100 150 200 250 300 350 400 15 50 16 00

8270-BF031025.M Sat Mar 22 03:02:38 2025 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Phosphoric acid, bis[(1,1-d... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.951 12.53 ng 647736  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphoric acid, bis[(1,1-dimeth... 438 C26H3104P 065652-41-7 99
2 1,5-Bis[4-fluorophenyl]-2,5-dihy... 438 C27H20F2N4 004447-85-2 64
3 Lapachol, heptafluorobutyrate 438 C19H13F704 1000462-03-0 38
4 cis-15-Tetracosenoic acid, tert-... 480 C30H6002Si 1000333-24-5 36
5 decanamide, N-[4-[[4-(diethylami... 423 C27H41N30 1000399-16-7 9
Abundance Scan 2356 (15.951 min): BF142035.D\data.ms (-2351) (- m/z 423.20 100.00%
428.2
5000
=
57| 1 1151 ZOT 1 o1 %71 | 16.00
bbb b L B L w/z 424020 27.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #321220: Phosphoric acid, bis[(1,1-dimethylethyl)phenyl]
423.0
5000 T
16.00
570 1550 2040 m/z 204.10  14.03%
L] zeo 370 |
O \\\1‘[\\1\‘M\“f\‘\“\J\HW‘}“\\\\‘\!\\“.\\\\‘\‘\\\’\\\‘\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #321241: 1,5-Bis[4-fluorophenyl]-2,5-dihydro-2,2-dimethy
423.0 J\,\‘
PP
16.00
5000 m/z 438.20 13.54%
95.0 219.0
o B0 o | e ||
m/z--> 50 100 150 200 250 300 350 400
Abundance #320982: Lapachol, heptafluorobutyrate =
423.0 16.00
m/z 57.10 13.42%
5000
69.0
115.0 169.0 223.0
0 29 ‘OLH I u i M““ iy ‘\n ‘\ | ‘“L‘ i ﬂ‘\‘ “\\“ “ S ‘327 p‘ 3]? p’ b \‘ ‘ —
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF031025.M Sat Mar 22 03:02:40 2025 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 2
R.T. EstConc Area Relative to ISTD R.T.
17.598 23.98 ng 1239940  Perylene-di12 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 91
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 83
4 Campesterol 400 C28H480 000474-62-4 20
5 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 11

Abundance Scan 2636 (17.598 min): BF142035.D\data.ms (-2628) (- m/z 43.10 100.00%

43.1
107.1
5000 2132
59.1
303.3 414

—
256, 354.3 17.50 18.00
ol H m/z 55.10  64.98%
miz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 5.0 —— —
1450 414.( 17.50 18.00
213.0 303.0 m/z 107.10  61.94%

0 A ’M“ . .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0

——
17.50 18.00
5000 m/z 57.10 60.40%

107.0 414
161.0 513, 2030
o m\“ 257. 354.0
il
miz--> 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R 5R)-5,6

T
43.0 17.50 18.00
m/z 105.10 60.19%

B il N wﬂ\ﬁﬁw/q/\\\J\/“\/
L :

ob—4 ‘
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

BF
021
: RC
: Q1

14

TIC Library
TIC Integration Parameters: LSCINT.P

142035.D

Mar 2025 17:50
/3U

610-02

Sample Multiplier: 1

: C:\Database\NIST20.L

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF032125\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 17

unknown18.586

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
18.586 6.14 ng 317630  Perylene-d12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,19-Cyclolanost-24-en-3-01, (3.... 426 C30@H500 000469-38-5 49
2 1,1,1,2,5,5,6,6,6-Nonafluoro-3-(... 500 C10F20 1000461-21-4 12
3 Methyl 2-hydroxydecanoate 202 C11H2203 071271-24-4 9
4 4-Geranyloxy-3-hydroxy-5-methoxy... 332 C19H2405 076878-70-1 9
5 3a-Cholesterol acetate 428 C29H4802 001059-85-4 9

Abundance Scan 2804 (18.586 min): BF142035.D\data.ms (-2798) (- m/z 69.10 100.00%
69.1
5000 M/\/L
133.1 393.3 453.4
R R R R
\‘ m 18.2018.4018.6018.80
EERTLEY m/z 43.10 52.55%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #316523: 9,19-Cyclolanost-24-en-3-ol, (3.beta.)-
69.0
5000 | B LA B
121.0 18.2018.4018.6018.80
1 3.0 2860 3930 m/z 109.10  45.50%
231.0 ‘ 3390 ‘
0“..”Mhhhmnnu‘l. H“mhhw“w
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #337903: 1,1,1,2,5,5,6,6,6-Nonafluoro-3-(pentafluoroethy
69.0
R R R R
18.2018.4018.6018.80
5000 119.0 m/z 107.05 43.78%
o393.0
243.0293.0 |
N v I R 481
0 b e e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #77582: Methyl 2-hydroxydecanoate REama e E R
69.0 18.2018.4018.6018.80
m/z 55.10 36.50%
5000 M
”H |, 1430
m/z--> 50 100 150 200 250 300 350 400 450 18.2018.4018.6018.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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 Olean-12-en-3-o0l, acetate, ... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.698 16.49 ng 852424  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Olean-12-en-3-0l, acetate, (3.be... 468 C32H5202 001616-93-9 97
2 .beta.-Amyrin 426 C30H500 000559-70-6 87
3 .beta.-Amyrin, TMS derivative 498 (C33H580Si1 001721-67-1 74
4 3-Methoxy-6,7,8,9-tetrahydro-dib... 218 C13H1403 1000186-57-9 72
5 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 64
Abundance Scan 2823 (18.698 min): BF142035.D\data.ms (-2818) (- m/z 218.20 100.00%
218.2
w J\/\
431
‘ 911471 } 285.3 18.40 18.60 18.80
0 HW" ‘;LM bl 734013933 4684 o035 7,93
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #331400: Olean-12-en-3-ol, acetate, (3.beta.)-
218.0
5000 LA L B B B B B R
18.40 18.60 18.80
m/z 43.10 23.65%
O TT \’ \\ ’\ ‘J \‘J“UL u“ 1‘““\‘“ #“\ T }1 ‘\ L \%Z\O\.o\‘ TTTT ‘ T \?’!9\6‘.\0\ T \4‘6\\8.\(\)‘ T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #316495: .beta.-Amyrin
218.0
A e
18.40 18.60 18.80
5000 m/z 189.15 21.85%
69.0
ol LLikl m m ) m Ll 2720 36504260
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #337785: .beta.-Amyrin, TMS derivative T
218.0 18.40 18.60 18.80
m/z 219.20 20.68%
5000
73.0
— I MMM i Ll 2190337.03030 498 e
m/z--> 50 100 150 200 250 300 350 400 450 500 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@32125\
Data File : BF142035.D

Acqg On : 21 Mar 2025 17:50
Operator : RC/JU

Sample : Q1610-02

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF031025.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... 2.157 33.6 ng 1373050 1 6.875 817136 20.0
3-Penten-2-one,... 4.481 2.1 ng 84356 1 6.875 817136 20.0
Benzophenone 10.622 4.3 ng 246958 3 9.910 1163150 20.0
n-Hexadecanoic ... 11.922 20.9 ng 1088800 4 11.392 1041750 20.0
unknown12.316 12.316 5.0 ng 263062 4 11.392 1041750 20.0
Octadecanoic acid 12.704 20.3 ng 1059330 4 11.392 1041750 20.0
2-Phenanthrenol... 13.410 2.8 ng 265559 5 14.033 1909000 20.0
Triphenyl phosp... 13.651 11.4 ng 1085420 5 14.033 1909000 20.0
3-Eicosene, (E)- 13.874 4.1 ng 395009 5 14.033 1909000 20.0
Octadecane 14.504 4.8 ng 456797 5 14.033 1909000 20.0
4-(tert-Butyl)p... 14.710 14.2 ng 1359520 5 14.033 1909000 20.0
Supraene 14.880 3.4 ng 175780 6 15.504 1033930 20.0
Hexadecane, 1-i... 15.151 17.4 ng 898019 6 15.504 1033930 20.0
.beta.-Tocopherol 15.786 3.4 ng 174816 6 15.504 1033930 20.0
Phosphoric acid... 15.951 12.5 ng 647736 6 15.504 1033930 20.0
.gamma.-Sitosterol 17.598 24.0 ng 1239940 6 15.504 1033930 20.0
unknown18.586 18.586 6.1 ng 317630 6 15.504 1033930 20.0
Olean-12-en-3-o... 18.698 16.5 ng 852424 6 15.504 1033930 20.0
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