LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc :

ALS vial : 7 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129415.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.134 481 484 493 rVB 73016 92202 1.38% 0.152%
2 5.516 544 549 552 rBV 5580903 5461246 81.68% 9.013%
3 6.522 714 720 723 rBV 4993418 5635207 84.29% 9.300%
4 6.881 777 781 785 rBV 1598539 1268326 18.97% 2.093%
5 7.451 872 878 881 rBV 3602791 3776814 56.49% 6.233%

6 8.163 995 999 1003 rBV 2030316 1709262 25.57%
7 9.245 1177 1183 1186 rBV 6581513 6685744 100.00% 11.
8 9.675 1252 1256 1267 rBV 420276 412216 6.17%
9 9.922 1292 1298 1302 rBV 2287885 1898188 28.39%
10 10.716 1428 1433 1436 rBV 4282626 4062162 60.76%
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11 11.416 1548 1552 1554 rBV 1834321 1699448 25.42%
12 11.933 1637 1640 1652 rVB2 430260 458629 6.86%
13 12.627 1755 1758 1763 rBV 127487 140615 2.10%
14 12.857 1791 1797 1803 rBV 174273 193633 2.90%

VOO ON
N
w
N
R

15 12.998 1817 1821 1825 rBV 5091141 5124774 76.65% 457%
16 13.216 1855 1858 1862 rBV 90552 93590  1.40% 154%
17 13.674 1933 1936 1946 rVB3 52509 84063  1.26% 139%

18 13.904 1969 1975 1987 rBV3 353357 868076 12.98%

ORr RO
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W
w
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19 14.057 1997 2001 2004 rBV 1218079 1068963 15.99% 764%
20 14.510 2074 2078 2081 rBV 248967 237939 3.56% 393%
21 14.545 2081 2084 2086 rBv4 66031 90517 1.35% ©.149%
22 14.815 2127 2130 2135 rVB 94758 97966 1.47% ©0.162%
23 14.898 2141 2144 2150 rVB 105096 107233 1.60% ©.177%
24 14.968 2152 2156 2161 rBV 564365 544159 8.14% 0.898%
25 15.104 2176 2179 2185 rBV 51158 83875 1.25% ©.138%

26 15.162 2185 2189 2193 rVB 545196 581972  8.70%
27 15.221 2194 2199 2215 rBV3 282219 867159 12.97%
28 15.551 2249 2255 2264 rVB 975418 1281465 19.17%
29 15.762 2286 2291 2300 rBV 537986 792926 11.86%
30 15.998 2325 2331 2340 rVB 890115 1398748 20.92%
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=
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31 16.092 2341 2347 2350 rBV2 248188 594756  8.90%
32 16.815 2465 2470 2476 rBV 320970 629076  9.41%
33 17.121 2515 2522 2530 rVB 582308 1348715 20.17%
34 17.227 2531 2540 2548 rBV 2590909 5708139 85.38%
35 17.562 2591 2597 2609 rVB3 421004 1020019 15.26%
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36 17.680 2610 2617 2628 rBV7 187165 730669 10.93%  1.206%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acqg On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS vial : 7 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.786 2631 2635 2640 rVB3 147105 279774  4.18% 0.462%
38 18.074 2676 2684 2693 rVB7 410273 1082828 16.20% 1.787%
39 18.286 2712 2720 2731 rVB 380305 1063102 15.90% 1.754%
40 18.433 2738 2745 2754 rVB3 231890 622058 9.30% 1.027%

41 18.698 2783 2790 2805 rVB4 232209 698535 10.45% 1.153%

Sum of corrected areas: 60594788
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\

BF129415.D
: 28 Jul 2022 18:38
: CG\JU
: N3895-18
Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Coumarin Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.675 4.34 ng 412216  Acenaphthene-d10 9.922

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Coumarin 146 C9H602 000091-64-5 98
2 Benzofuran 118 C8H60 000271-89-6 93
3 Benzofuran-2-carboxaldehyde 146 C9H602 004265-16-1 49
4 Phthalazin-1-one 146 C8H6N20 000119-39-1 49
5 2H-Cyclopenta[d]pyridazine 118 C7H6N2 000270-64-4 43
Abundance Scan 1256 (9.675 min): BF129415.D\data.ms (-1252) (-) m/z 117.95 100.00%
118.0
146.0
5000 89.0
/\ T T ‘ T T ‘ T
39.0 9.50 10.00
Oberrprrodtdbll o b 18892656 s 146,00 68.71%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #25734: Coumarin
118.0
146.0 J&
5000 90.0 A
950 10.00
m/z 89.00 43.50%
39.0
OHH‘\\\\““‘\‘\HH“‘HH”\‘\\H’\H\"\\\\’\‘H\’HH’HH’HH’\H\’HH‘\H
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #10174: Benzofuran
118.0
—
950 10.00
5000 m/z 90.00 41.57%
90.0
390 ‘
Y VD WIS BRI SN U
m/z--> 20 40 60 80 100120140160180200220240260 )\
Abundance #25744: Benzofuran-2-carboxaldehyde A
146.0 950 10.00
89.0 m/z 63.00 29.22%
5000
39.0 ‘ 118.0 JL
0H‘wH‘mHWJMm_WHV‘qu‘whw‘uwu‘wuu,uu,uuw“ e
m/z--> 20 40 60 80 100120140160180200220240260 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 n-Hexadecanoic acid Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.933 5.40 ng 458629  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 50
Abundance Scan 1640 (11.933 min): BF129415.D\data.ms (-1637) (- m/z 73.00 100.00%
43.1 73.0
5000
129.0
=
e —
0 Ww‘i‘:‘w Ll H\‘u“w‘s_um‘w‘HH_‘m_wwwl_ m/z 43.10  93.92%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 T
129.0 12.00
213.0 m/z 60.00 84.46%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘H\L\‘\““\\H‘”h“\H\‘\HHH‘H‘H‘\‘Hw“HH‘\‘\H‘HH“\
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 73.79%
171.0
‘ 214.0
o AL
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid T
73.0 12.00
1290 m/z 41.00 67.67%
5000 43.0
185.0 228.0
157.
oﬂ =
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Heptafluorobutyric acid, pe... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.904 16.24 ng 868076  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 E-14-Hexadecenal 238 C16H300 330207-53-9 93
Abundance Scan1975(13904nﬂm BF129415.D\data.ms (-1969) (- m/z 57.10 100.00%
57.
5000 11.1 JLJ\‘\J\—/L
—
‘ ‘ 2 1 0. 280 1 14.00
ol R4y, ““ m/z 55.10  94.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 1
14.00
m/z 43.10 92.39%
‘ 169.0
O\\“\‘\“‘\\ “‘1 ‘L ‘“ ‘\\\\21?\92?59\\‘\\\\‘\\\4\'0‘6\(\
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
——
14.00
5000 m/z 83.05 89.35%
210.0
ol 1L \HHHS“O‘ P30 %60
m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene —
57.0 14.00
m/z 97.10 82.76%
) I ./\J\v\/\
oL LLLLLL ‘ |16702100 2920 3640
i L e e —
m/z--> 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Tridecane, 6-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.510 4.45 ng 237939  Chrysene-d12 14.057
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 6-propyl- 226 CléH34 055045-10-8 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Docosane, 1-iodo- 436 C22HA45I 1000406-31-9 91
5 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 91
Abundance Scan 2078 (14.510 min): BF129415.D\data.ms (-2074) (- m/z 57.05 100.00%
57.0
1450 |
41.0183.1 : :
ol d b, “ LYAE01831 239128113232 897 .y 7110 66.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107222: Tridecane, 6-propyl-
43.0
5000 5.0 i :
14.50
m/z 43.10 65.00%
127.0 .
O\\\“" “‘1“‘\“‘\“\“\\‘\\\\‘2\2\6\\0‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
N \
14.50
5000 m/z 85.05 50.88%
ol ‘L‘ ”h‘ | \\ | 141.0183. 0225 0267.0309.0 367.0
s R AR e
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane T ‘
57.0 14.50
m/z 55.00 24.87%
B W\A
joo || Miowmomss meo -
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 1,19-Eicosadiene Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.968 8.49 ng 544159  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 95
2 Tetracosanal 352 C24H480 057866-08-7 94
3 Eicosanal- 296 C20H400 002400-66-0 94
4 Octadecanal 268 C18H360 000638-66-4 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 2156 (14.968 min): BF129415.D\data.ms (-2152) (-) | m/z 57.05 100.00%
57.0

2

5000
L1801 306.3 362 15.00
ol .1 222.2 264.3 . " m/z 43.05 88.29%
m/z--> 50 100 150 200 250 300 350
Abundance #171302: 1,19-Eicosadiene
55.0
5000 LT

15.00
m/z 82.05 80.97%

150 1))

0 ‘H\‘ 137.0180.0 2500
\\\\‘ \\\‘\\\\\\\\\\\\‘\\\\‘\\
m/z--> 0 100 150 200 250 300 350
Abundance #262002: Tetracosana
57.0
S
15.00
5000 96.0 m/z 55.85 64.57%
ol LLiLLL 1018002220 2780 33
ey A e e e
m/z--> 50 100 150 200 250 300 350
Abundance #194557: Eicosanal- —
82.0 15.00
43.0 m/z 96.05 56.86%
5000
M240 278.0
ol LAARALLL ges02080 (TUTT o=
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Eicosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.163 9.08 ng 581972  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2189 (15.162 min): BF129415.D\data.ms (-2185) (- m/z 57.05 100.00%

57.0
5000

‘ ‘ 1 1 601 ‘ 15.00 15.50
oL A A L[ 2091 2252 2811 3513 425 .. 7105  65.28%
miz--> 50 1oo 150 200 250 300 350 400
Abundance #176384: Eicosane
57.0
5000 = —
15.00 15.50

m/z 43.10 61.01%

13.0
|‘ ‘ 69.0 2050 282.0
O\“\‘\“‘\“\“\h‘\‘\“\““‘\“\\‘\‘\\\T‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane
57.0

15.00 15.50
5000 m/z 85.05 49.29%

3.0

oL LD 1800 2400

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

Abundance #229650: Heptadecane, 9-hexyl- : ‘

43.0 15.00 15.50
m/z 55.05 21.25%

5000
9.0
l\ 155.0 H “2670 323.0

0Ll N‘Wﬂ‘h JM““‘ R ST — e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 1-Nonadecene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

15.221 13.53 ng 867159  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 2199 (15.221 min): BF129415.D\data.ms (-2194) (-} | m/z 57.85 100.00%

°10 970
5000
s

252.1 15.00 15.50
‘uh%392 2071 | 2951 342.1

ol el R e m/z 43.10 91.30%

m/z--> 50 100 150 200 250 300 350
Abundance #155961: 1-Nonadecene
43.0 97.0

5000 - —
15.00 15.50

m/z 55.05 86.51%

39.0
O T “\ ‘\‘ “‘ ‘\ “\‘ ‘f “ ‘1“ * ‘h “ \]‘_\812\0 2\2\4\0\ ‘2§6\ 9 T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0

97.0 ldOO 1550
5000 m/z 83.10 86.20%
olso L] 1111390 1000 2690 a00
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 e P
57.0 97.0 15.00 15.50

m/z 97.05 84.59%

]‘-9‘@ \“ “ ! “‘ \H\ % \‘\ I 181.0 222‘0 264 0 308.0

T \‘\\\h\\\ \\‘\\\\‘\ \‘\ \‘\
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\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Oxirane, hexadecyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.762  12.38 ng 792926  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Hexacosanal 380 C26H520 026627-85-0 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 90
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90

Abundance Scan 2291 (15.762 min): BF129415.D\data.ms (-2286) (- m/z 57.10 100.00%

57.1
5000
09.1 \ \

I
N\ 520104.2235.1 292.1334.3 3904 15.50 16.00
e | T e SYeneete T m/z 43.e5  83.99%

m/z--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl-
82.0

5000 — ~
15.50 16.00

m/z 82.05 81.45%

o

O T \“\ “ \‘ ‘ ““ ‘w \h‘“\ “‘\ 16\6\ 9??? 9\2\5)9\()\ T ‘ T T 1T ‘ T T 1T ‘ T
m/z--> 0 100 150 200 250 300 350 400
Abundance #287971: Hexacosana
57.0
= =
15.50 16.00
5000 ITI/Z 55.05 62.15%
1.0 362.0
ol AL L L i3m0 z0n0zs00 a0s0 20
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl- T 7
82.0 15.50 16.00

m/z 96.05 60.12%

h%‘hw1660 222026‘4O umNWVWW\J&MNMﬂ/“mf

o

5000 29.

oA e e T T
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Heptadecane, 9-octyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.998 21.83 ng 1398750  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 95
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 95
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
4 Octacosane 394 C28H58 000630-02-4 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2331 (15.998 min): BF129415.D\data.ms (-2325) (- m/z 57.05 100.00%
57.0
9.0 I
\ h | |141018322252266.1  337.3379.4 16.90
0= ‘fw‘m“J‘ A e e e e m/z 71.05 66.27%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 U
16.00
m/z 43.05 61.11%
o b \\ 14101830 2379251 03230
\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl-
57.0
—
16.00
5000 m/z 85.05 50.34%
oLl L[] 30 2100250 090 sep0
m/z--> 50 100 150 200 250 300 350
Abundance #275540: Docosane, 9-butyl- =
43.0 16.00
m/z 55.05 22.55%
5000 50
18 2.
2 252.0 309.0
ow,m“mu“m P e A - 7Y S -
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Cyclotetracosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.092 9.28 ng 594756  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 97
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 Behenic alcohol 326 C22H460 000661-19-8 94

Abundance Scan 2347 (16.092 min): BF129415.D\data.ms (-2341) (- m/z 57.10 100.00%

57.1
U \
‘ 54.1 208.0 264.1 16.00
ol A AR pizet 2080 2031 8362 415 .., 43.10  87.18%
miz--> 50 100 150 200 250 300 350 400
Abundance #244233: Cyclotetracosane
83.0
5000 336.0 T \
16.00
m/z 55.05 78.61%
\\‘ ‘ ‘\ \“\ ]“\ \h\ i ]T 2. 0 M 2\“36 9279 0 |

m/z--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene

o
Ul
!
o |

16.00
5000 111.0 m/z 83.10 78.60%

0 \‘\ i Hu \\‘\ \‘ i ]]6? 0210.0 292.0 364.0
LB e

?

Il
m/z--> 50 160 150 260 2%0 360 3%0 460
Abundance #264236: n-Tetracosanol-1 ‘
57.0 16.00
m/z 97.10 76.28%
111.0
5000

-

ol ddally ‘Hﬁ 4.0 210.0 264.0308.0

m/z--> 50 100 150 200 250 300 350 400 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Octadecanal Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.815 9.82 ng 629076  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 94
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Eicosanal- 296 (C20H400 002400-66-0 90
4 (Z)-14-Tricosenyl formate 366 (C24H4602 077899-10-6 90
5 Octacosanal 408 (C28H560 022725-64-0 90

Abundance Scan 2470 (16.815 min): BF129415.D\data.ms (-2465) (- m/z 57.05 100.00%

57.0
5000
9.1 ‘ T T ‘ T
ULy 1672 2502 3342 3004 16.50 1700
ob— b iy ww“‘wﬁm et e e | Mz 43,10 83.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
06.0
5000 - !
16.50 17.00
m/z 82.05 74.26%
222.0
O T \”1 ‘ \ \‘h’ ‘}5“%\.9 }‘ \“ T \“\ \%?\8.\0\ ‘ L ‘ LI ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
2.0

o ]
16.50 17.00
m/z 55.05 56.92%

5000

8
T
\’ \“\ ‘\‘ “ “l | ‘\“’\ ‘“. ; ‘\“ “\}\ i %83 O 2500
50

-

0+t R L 1 R
m/z--> 100 150 200 250 300 350 400
Abundance #194557: Eicosanal- T —
82.0 16.50 17.00
m/z 96.05 54.27%
29.
7
ALY 2080 (2700
YT LR E e N e —
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Heneicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.121  21.05 ng 1348720  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91
Abundance Scan 2522 (17.121 min): BF129415.D\data.ms (-2515) (-) ' m/z 57.05 100.00%
57.0
- //\\p/\/kfo,m,\
= —
| ‘ | |12 1602 225.2268.0 3153 17.00 17:50
ol—tiLi] M 205 225226803193 4004 n/; 71,05 65.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 = =
17.00 17.50
m/z 43.10 57.22%
O \\“\ H‘\h‘\h‘ \“‘\“\ “‘]_\6\9\0\‘2\2\5\\0’\\2\9\6‘\0\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl-
57.0
—— —
17.00 17.50
5000 m/z 85.10 49, 24%
oL LY, 1820050 2810 370
“““““‘ e R o
m/z--> 50 100 150 200 250 300 350 400
Abundance #275544: Docosane, 11-butyl- e T
57.0 17.00 17.50
m/z 55.05 20.88%
) JLA/L
o LT 167021000550 3090 g66
— “““““““‘ R —— —
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 1,1,4a-Trimethyl-5,6-dimeth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
17.227 89.09 ng 5708140  Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
11,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 81
2 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 53
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 Farnesyl bromide 284 C15H25Br 006874-67-5 47

Abundance Scan 2540 (17.227 min): BF129415.D\data.ms (-2531) (-} | m/z 204.20 100.00%
204.2
135.0

69.1

5000
301.3

>

—
393.4.440.. 17.00 17.50
0- m/z 135.00  72.92%

m/z--> 50 100 150 200 250 300 350 400
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronaph
204.0
91.0
41.0

5000 1
7 17.00 17.50
m/z 121.10  60.62%

- L] \“\‘l\ !“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #80265: 1,2,4,8-Tetramethylbicyclo[6.3.0Jundeca-2,4-die
204.0

=
108.0 17.00 17.50
5000 m/z 69.10 60.29%

41.0
1 }]1%4?
miz-> 50 100 150 200 250 300 350 400

Abundance #80506: 1H-3a,7-Methanoazulene, 2,3,6,7,8,8a-hexahyd T
135.0 17.00 17.50

m/z 133.00  58.15%

| \Af\/\vvky/\xx
5000
204.0
‘} i ‘\

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

o

o

o

8270-BF072522.M Fri Jul 29 17:51:30 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 5-Bromo-4-oxo-4,5,6,7-tetra... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.562  15.92 ng 1020020  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 59
2 (1R,4aR,5S)-5-((E)-5-Methoxy-3-m... 318 C21H3402 1000495-78-7 25
3 2,4,4-Trimethyl-3-(3-methylbuta-... 206 C14H220 097452-05-6 25
4 Benzo(a)acridine 229 C17H11N 000225-11-6 15
5 2-Butyl-3-methyl-5-(2-methylprop... 222 C15H260 1000281-10-7 15

Abundance Scan 2597 (17.562 min): BF129415.D\data.ms (-2591) (- m/z 95.00 100.00%

95.0 229.2
41.0 147.1
5000
T \
‘H 17.50
ol il m/z 109.10  92.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 - :
160.0 17.50
m/z 55.00 92.33%
Ot |\ ! \‘h‘l‘ + \MH‘ 't \H\“f T \h\ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #222647: (1R,4aR,5S)-5-((E)-5-Methoxy-3-methylpent-3-
81.0
T \
17.50

5000 m/z 229.20  88.04%

=

0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #82814: 2,4,4-Trimethyl-3-(3-methylbuta-1,3-dienyl)cyclo e ‘
109.0 17.50
206.0 m/z 69.10 87.90%
1 J\vw
ol H H ‘ ' ”'LWQ ‘ ! - e e
m/z--> 50 100 150 200 250 300 350 400 17.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
BF129415.D

: 28 Jul 2022 18:38

: CG\JU

: N3895-18

: 7 Sample Multiplier: 1

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 .beta.-Sitosterol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
17.680 11.40 ng 730669  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 99
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 89
3 17-(1,5-Dimethylhexyl)-10,13-dim... 414 C29H500 1000210-86-9 64
4 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 60
5 (35,85,95,10R,13R,145,17R)-17-((... 414 C29H500 029365-29-5 51
Abundance Scan 2617 (17.680 min): BF129415.D\data.ms (-2610) (- m/z 43.10 100.00%
43.1
95.0
5000 161.1
218.2
303.3 414, —— —
‘ 17.50 18.00
oLl m/z 95.05  63.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
5000 1750 1800
107.0 :
1610 AL nyz 55,5 54.96%
~ 213.0 303.0
n 257. 354.0
O T “ \‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
—— —
17.50 18.00
5000 5.0 m/z 105.00  54.61%
213.0 303.0
0 ‘\“ \ “‘u Ly ‘W““%EF'% - ‘;3‘5‘\4‘9 J\ “\L‘ “‘ ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #310625: 17-(1,5-Dimethylhexyl)-10,13-dimethyl-4-vinylh = =
43.0 17.50 18.00
5.0 m/z 81.10 52.10%
0 R =
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 unknownl7.786 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.786 4.37 ng 279774  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-(2-Pyridyl)piperazine 163 C9H13N3 034803-66-2 38
2 3-Octyne, 2,2,7-trimethyl- 152 C11H20 055402-13-6 25
3 1,3,5-Triazine-2(1H)-thione, tet... 327 C18H21N30S 1000350-84-9 22

4 Benzamide, N-(4-cyano-5-methyl-2... 327 C14H9F4N302 1000310-19-1 22
5 Benzamide, N-(4-cyano-5-methyl-2... 327 C14H9F4N302 1000310-13-0 22

Abundance Scan 2635 (17.786 min): BF129415.D\data.ms (-2631) (- m/z 105.10 100.00%
105. 327.3
5000
—— —
17.50 18.00
0! m/z 121.05 92.28%
m/z--> 50 100 150 200 250 300 350 400
Abundance #38998: 1-(2-Pyridyl)piperazine
95.0
5000 e ——
163.0 17.50 18.00
51.0 m/z 95.10 88.92%
0 \‘M\”‘!“\““d‘\“
m/z--> 50 100 150 200 250 300 350 400
Abundance #29493: 3-Octyne, 2,2,7-trimethyl-
81.0
—— —
17.50 18.00
m/z 327.30 85.63%
5000 137.0
39'0 ‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #232890: 1,3,5-Triazine-2(1H)-thione, tetrahydro-5-[(4-me
121.0 17.50 18.00
m/z 91.00 77.26%
5000
327.0
420 J[
65.0
obl o 3P0 220 20 | T 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\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38

Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L
TIC Integration Parameters:

LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 17

unknownl8.074

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.074 16.90 ng 1082830  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 5-Bromo-4-oxo-4,5,6,7-tetrahydro... 216 C6H5BrN202 300574-36-1 91
2 (-)-Isolongifolol, methyl ether 236 C16H280 1000333-80-8 41
3 (1R,4aR,5S5)-5-[(E)-5-Hydroxy-3-m... 304 C20H3202 1214984-94-7 38
4 2-(4-Fluorobenzyl)-2-azaspiro[4.... 261 C15H16FNO2 1000332-10-7 35
5 4-(1,3,3-Trimethyl-bicyclo[4.1.0... 206 C14H220 077143-31-8 20

Abundance Scan 2684 (18.074 min): BF129415.D\data.ms (-2676) (- m/z 95.05 100.00%
95.0
1. 229.2
5000
159.1
T
bg7 1 39&3140; 18.00
0 m/z 109.05 87.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94635: 5-Bromo-4-0x0-4,5,6,7-tetrahydrobenzofurazan
109.0
45.0
218.0
5000 — :
160.0 18.00
m/z 55.10 79.29%
O\\\‘““HH}” ‘\\“‘h\”‘ VH\‘J\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #118842: (-)-Isolongifolol, methyl ether
109.0
T
41.0 18.00
5000 m/z 69.10 74.44%
189.0
236.0
0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #204912: (1R,4aR,5S)-5-[(E)-5-Hydroxy-3-methylpent-3-¢ —— ‘
81.0 18.00
m/z 81.10 70.00%
5000 3.0
AL T
0 ‘ﬂkw$hh‘ NWWWWWHAMMM%Q%Q“_“““H —
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\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Dotriacontanal Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.286 16.59 ng 1063100  Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dotriacontanal 464 C32H640 057878-00-9 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 1,19-Eicosadiene 278 (C20H38 014811-95-1 90
4 Octacosanal 408 C28H560 022725-64-0 87
5 Octadecanal 268 C18H360 000638-66-4 86

Abundance Scan 2720 (18.286 min): BF129415.D\data.ms (-2712) (-} | m/z 57.10 100.00%
57.1

s

5000
11.1
\Hﬁmw 295.1 4465 18.00 1850
of A AAALLLIO0D, (2360 2951 3624 4485 ' mjz 43.10  79.63%
m/z--> 0 50 lOO 150 200 250 300 350 400 450
Abundance #330170: Dotriacontanal
57.0
5000 —r —
18.00 18.50
82.05 76.86%
110 ameo ™7
o J‘L | wmmhlseo 250.0 3200 390.0
\\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #158578: Oxirane, hexadecyl-
82.0
T —
18.00 18.50
5000 ITI/Z 83.05 57.01%

Zgl.Hﬁ

ol

0 194 O 250.0
L R BN
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #171302: 1,19-Eicosadiene
55.0 18.00 18.50
m/z 96.05 56.95%
5000

].‘90
o m‘w‘h‘\uuumlﬁf%“%"?:"’?‘9‘ww_m_m_”

m/z--> 0 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\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 wunknownl18.433 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.433 9.71 ng 622058 Perylene-di12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 49
2 2-Cyclohexene-1-carboxaldehyde, ... 220 C15H240 056772-07-7 38
3 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1000513-01-7 25
4 9-Methyltetracyclo[7.3.1.0(2.7).... 204 C15H24 1000215-30-5 15
5 Panaginsene 204 C15H24 871660-96-7 15

Abundance Scan 2745 (18.433 min): BF129415.D\data.ms (-2738) (- m/z 69.05 100.00%

69.0 189.2
5000 135.0

—
249.1 18.50
e ‘J A \l \ 1 M “ “Hn \h sl \\””Jm\“h ‘u\‘ h“ﬁ?\?‘]‘- ‘ ‘3‘6‘5‘ ‘3‘4’1‘5 ‘1“‘“‘3‘8" m/z 189.15 93.99%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #331419: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso
189.0

43.0 109.0

5000
u

o

} m/z 109.10 83.10%
LLi h \h \‘\\

I I‘H i H"I J\ ‘49 0299 0 393 0 468 (
\\\\‘\ T \f\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99308: 2-Cyclohexene-1-carboxaldehyde, 2,6-dimethyl-
69.0

o

—
18.50
5000 m/z 43.10 71.38%
137.0 205.0
L1
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #331420: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso 7
189.0 18.50
43.0 121.0 m/z 95.10 68.23%
5000
49.0 393.0 468.(
0 m \H m?gg",. i
m/z--> 0 50 100 150 200 250 300 350 400 450 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38

Operator : CG\JU

Sample : N3895-18

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Stigmast-4-en-3-one Concentration Rank 11

R.T EstConc Area Relative to ISTD R.T.
18.698 10.90 ng 698535 Perylene-d12 15.551
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Stigmast-4-en-3-one 412 C29H480 001058-61-3 70
2 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 64
3 Testosterone 288 C19H2802 000058-22-0 58
4 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 55
5 3-Octenoic acid, undecyl ester 296 C19H3602 1000406-13-1 55

Abundance Scan 2790 (18.698 min): BF129415.D\data.ms (-2783) (- m/z 57.10 100.00%
57.

5000
229.2
“ H 187.1 289.3 . . . . .
ol—dal ‘”Wﬂmh‘ww"u sk b b m/z 43.05  88.78%

=
N
J}
=

R I A S R
370.4412.« 18.40 18.60 18.80

m/z--> 50 100 150 200 250 300 350 400
#309452: Stigmast-4-en-3-one

Abundance

?

5000

18.40 18.60 18.80
m/z 124.05  75.59%

O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #184240: Androst-4-en-3-one, 17-hydroxy-, (10.alpha.,17
124.0
R B Bt
18.40 18.60 18.80
5000 m/z 71.10 53.01%
288.0
203. 0246.0
0! du”un\h‘ | L ““’ e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #184188: Testosterone T
124.0 18.40 18.60 18.80
288.0 m/z 55.10 46.72%
5000 246.0
79.0
203.0
o H\M\mw“m,w_‘H_W,H
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072822\
Data File : BF129415.D

Acq On : 28 Jul 2022 18:38
Operator : CG\JU

Sample : N3895-18

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
Coumarin 9.675 4.3 ng 412216 3 9.922 1898190 20.0
n-Hexadecanoic ... 11.933 5.4 ng 458629 4 11.416 1699450 20.0
Heptafluorobuty... 13.904 16.2 ng 868076 5 14.057 1068960 20.0
Tridecane, 6-pr... 14.510 4.5 ng 237939 5 14.057 1068960 20.0
1,19-Eicosadiene 14.968 8.5 ng 544159 6 15.551 1281470 20.0
Eicosane 15.163 9.1 ng 581972 6 15.551 1281470 20.0
1-Nonadecene 15.221 13.5 ng 867159 6 15.551 1281470 20.0
Oxirane, hexade... 15.762 12.4 ng 792926 6 15.551 1281470 20.0
Heptadecane, 9-... 15.998 21.8 ng 13987560 6 15.551 1281470 20.0
Cyclotetracosane 16.092 9.3 ng 594756 6 15.551 1281470 20.0
Octadecanal 16.815 9.8 ng 629076 6 15.551 1281470 20.0
Heneicosane 17.121 21.1 ng 1348720 6 15.551 1281470 20.0
1,1,4a-Trimethy... 17.227 89.1 ng 57081460 6 15.551 1281470 20.0
5-Bromo-4-oxo-4... 17.562 15.9 ng 1020020 6 15.551 1281470 20.0
.beta.-Sitosterol 17.680 11.4 ng 730669 6 15.551 1281470 20.0
unknownl17.786 17.786 4.4 ng 279774 6 15.551 1281470 20.0
unknownl18.074 18.074 16.9 ng 1082830 6 15.551 1281470 20.0
Dotriacontanal 18.286 16.6 ng 1063100 6 15.551 1281470 20.0
unknown18.433 18.433 9.7 ng 622058 6 15.551 1281470 20.0
Stigmast-4-en-3... 18.698 10.9 ng 698535 6 15.551 1281476 20.0
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