LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc :

ALS Vvial : 19 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: BF138295.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 10 15 21 rVB 2394687 2917914 56.90% 7.264%
2 3.387 219 221 237 rBV 51230 109245 2.13% 0.272%
3 5.104 509 513 520 rVB 231737 279492 5.45% 0.696%
4 5.504 576 581 584 rBV 4572910 4216473 82.22% 10.496%
5 5.828 633 636 644 rBV 79499 69461 1.35% 0.173%
6 6.510 747 752 755 rBV 4379932 4175023 81.41% 10.393%
7 6.881 812 815 819 rBV 1854342 1529585 29.83% 3.808%
8 7.445 906 911 914 rBV 3091947 2716725 52.98% 6.763%
9 7.692 950 953 957 rBV 163029 135873 2.65% 0.338%
10 8.163 1029 1033 1036 rBV 2574722 1974081 38.50% 4.914%
11 8.475 1082 1086 1098 rBV 179876 200733 3.91% 0.500%
12 9.239 1212 1216 1219 rBV 6165724 5128081 100.00% 12.766%
13 9.916 1328 1331 1335 rBV 2436195 2036655 39.72% 5.070%
14 10.016 1343 1348 1351 rBV 54614 69868 1.36% 0.174%
15 10.704 1461 1465 1468 rBV 2900517 2405793 46.91% 5.989%

16 11.404 1580 1584 1587 rBV 1827687 1564625 30.
17 11.927 1670 1673 1686 rVB 487965 442646 8
18 12.616 1786 1790 1792 rBV 138211 133889 2.61%
19 12.710 1803 1806 1814 rBV2 91723 107293 2
20 12.839 1823 1828 1831 rBV 114780 115578 2
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21 12.986 1849 1853 1857 rBV 4277102 3663460 71.44%
22 13.892 2003 2007 2012 rBV2 146670 260862 5.09%
23 14.039 2028 2032 2035 rBV 1768823 1536221 29.96%
24 14.510 2109 2112 2114 rBV 78165 78819 1.54%

PO WwWo W
00
N
i
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25 14.898 2174 2178 2182 rBV 529162 514184 10.03% 280%
26 14.968 2186 2190 2199 rBV 431635 444338 8.66% 1.106%
27 15.080 2205 2209 2212 rBV 71962 103975 2.03% ©0.259%
28 15.163 2219 2223 2226 rBV 128081 146725 2.86% ©.365%
29 15.198 2226 2229 2250 rVB4 248325 732200 14.28%  1.823%
30 15.445 2268 2271 2277 rVB 56564 71442 1.39% 0.178%
31 15.510 2277 2282 2287 rBV 1129836 1406609 27.43%  3.502%
32 15.757 2319 2324 2332 rVB 120962 176115 3.43% 0.438%
33 15.992 2359 2364 2370 rBV 106832 152606 2.98% ©.380%
34 16.804 2497 2502 2511 rVB3 83197 169693 3.31% 0.422%
35 18.174 2728 2735 2745 rVB6 133097 384769 7.50% ©.958%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS Vvial : 19 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
Sum of corrected areas: 40171051
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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: BF138295.D\data.ms
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3.387 5.104 5.828

0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF138295.D\data.ms
6000000 9.239

5000000

12.986
4000000

3000000 10.704
8.163 9.916

2000000 11.404

1000000

11.927

. 8475 § 0. 016 J& 121@112@&_}
—r— —— — —— e P — ‘

Time--> 8.00 8.50 9.00 9.50 10 oo 10.50 11.00 11.50 12.00 12.50 13. oo

Abundance TIC: BF138295.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 1
R.T. EstConc Area Relative to ISTD R.T.
2.175 38.15 ng 2917910 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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 22
Abundance  Scan 15 (2.175 min): BF138295.D\data.ms (-10) (-) m/z 73.05 100.00%
3.0
5000
43.1
87.0 \H‘HH‘HH‘HH‘\H\‘\H
9.0 2.202.302.402.502.60
Ob o2 200wz 43.18 35.54%
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 11T
43.0 2.202.302.402.502.60
' 87.0 m/z 87.05 25.81%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
0 \‘H\\‘HH‘!\!\‘\!\‘!“HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 b e
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.05 25.01%
27.0
0 ‘ ‘ | ‘\ I | ‘ i I 112.0 129.0
e e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R R ARRREAEE
73.0 2.202.302.402.502.60
m/z 41.05 11.35%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e S N
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\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 7
R.T. EstConc Area Relative to ISTD R.T.
5.104 3.65 ng 279492  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 53
2 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
3 Acetone 58 C3H60 000067-64-1 9
4 Guanidine 59 CHS5N3 000113-00-8 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 513 (5.104 min): BF138295.D\data.ms (-509) (-) m/z 43.00 100.00%

3.0
59.0
5000
101.0
| 83.0 4.80 5.00 5.20 5.40 ;
o+ttt e m/z 59.00 59.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B R B B
4.80 5.00 5.20 5.40
101.0 m/z 101.00  21.85%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4583: Morpholine, 4-methyl-
43.0
R A
4.80 5.00 5.20 5.40
5000 m/z 57.95 18.41%
101.0
710
15.0
M T NI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #236: Acetone AT e
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.17%
5000
58.0
15.0 27.0 ‘
R S P T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 13
R.T. EstConc Area Relative to ISTD R.T.
8.475 2.03 ng 200733  Naphthalene-d8 8.163

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 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1086 (8.475 min): BF138295.D\data.ms (-1082) (-) m/z 94.00 100.00%
94.0
5000 K¥
w0 20
4 .
121.0

oHwHH“umwHH“_uu‘w‘!H_m_m‘ m/z 77.08  23.32%

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 1520  m/z 152.00  18.65%
45.0 ‘
O L ‘2\7\9\““\‘\“\ \“ \H\ T \“‘ T \‘\ ‘ \!\1]\-9‘\0\ T ‘ T \‘\‘
miz--> 20 60 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
94.0
ARmmaEETE SRS
8.20 8.40 8.60 8.80
5000 m/z 108.00 13.86%
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 13.79%
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\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 5
R.T. EstConc Area Relative to ISTD R.T.
11.928 5.66 ng 442646  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1673 (11.927 min): BF138295.D\data.ms (-1670) (- m/z 73.00 100.00%
43.1 73.0
5000 129.1
213.2 s
“ 1711 ‘ 256.1 12.00
oku‘i‘:‘wlw‘W ”“m”m“l Mmmw‘”_‘mwwwm‘_ m/z 43.10  84.22%
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
167.01g5 02130  256.0 m/z 60.00 83.69%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109281: Tetradecanoic acid
73.0
e
43.0 12.00
5000 m/z 57.05 74.62%
129.0
185.0 228.0
ol A e ||
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.10 67.62%
5000 129.0
199.0
s ) e T
0%?Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —r
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
BF138295.D

: 21 Jun 2024 20:06
¢ CG\JU
. P2977-06

: 19 Sample Multiplier: 1

hod
le

ry

: 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 5 1-Hexacosene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.892 3.40 ng 260862  Chrysene-di2 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 93
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 93
3 Cyclohexadecane 224 C16H32 000295-65-8 93
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 93

Abundance Scan 2007 (13.892 min): BF138295.D\data.ms (-2003) (- m/z 57.05 100.00%
57.0
— ——
‘ %Ti 23&03011 13.50 14.00
b AWML 2O e m/z 43.10 77.79%
m/z--> 50 100 150 200 250 300 350400 450 500 550 600 650
Abundance #273800: 1-Hexacosene
57.0
5000 — e
13.50 14.00
‘ 5.0 m/z 55.05 75.06%
O ‘TFT”A“]-!96.0292.0364.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 83.05 72.64%
5.0
252.0
0 mﬁ,_\.m.'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane T —
55.0 13.50 14.00
m/z 97.10 66.18%
5000
5.0
J \\ 224.0
o—r— 7 — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.898 7.31 ng 514184  Perylene-d12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 95
2 Supraene 410 C30H50 007683-64-9 91
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 53

Abundance Scan 2178 (14.898 min): BF138295.D\data.ms (-2174) (-] ' m/z 69.10 100.00%

69.1
5000
== =
‘ 137.0 14.50 15.00
obcba iy dy 1911 254020013411  410¢ . g1 a5 51.90%
miz--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
5000 = =
14.50 15.00
m/z 41.10 22.36%
121.0
o270 |11 )] 1750 23102730 3410 410,
\\\‘\ \‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
— ——

14.50 15.00
5000 ITI/Z 95.00 12.96%
137.0
0270 | |yl 1910 2730 3410 410
e e e e = e
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol F —
69.0 14.50 15.00
m/z 137.00 11.28%
- JL._
137.0
D
0'7'41930 = s
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 Oxirane, heptadecyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.968 6.32 ng 444338  Perylene-di12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 Hexacosanal 380 C26H520 026627-85-0 94
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 17-Octadecenal 266 C18H340 056554-86-0 91
Abundance Scan 2190 (14.968 min): BF138295.D\data.ms (-2186) (- m/z 57.05 100.00%
57.0
—
| o
- MH“ A “Hu ’ “‘1;94‘1”23‘?‘1‘ 3063 3624 /2 82.18  86.25%
miz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
82.0
41.0
5000 R
15.00
m/z 43.10 80.53%
24.0
L A | H\HlGGD 222.0264.0
Ot \‘ ““\U‘\ \“‘ \“\“\ + ““\‘\ t \“‘\ Tty i \‘\ L L B
miz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosana
57.0
——
15.00
5000 m/z 55.10 62.58%
97.0
3 362.0
oo UL 1990 00 o 20
m/z--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl- ——
82.0 15.00
m/z 83.05 57.18%
5000
w240
o L as0zn e UL
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF061224.M Mon Jun 24 07:10:11 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 8 Nonadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.163 2.09 ng 146725 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 95
2 Eicosane 282 C20H42 000112-95-8 92
3 Tetracosane 338 (C24H50 000646-31-1 90
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2223 (15.163 min): BF138295.D\data.ms (-2219) (- m/z 57.05 100.00%

57.0
5000

99.0 T —7

15.00 1550
11 2111 268.0
MHM¢‘H““‘W L7605 TPT8029 341y 71,85 69.06%

m/z--> 50 100 150 200 250 300
Abundance #158597: Nonadecane
57.0

5000 = —
15.00 15.50

m/z 43.10 62.95%

99.0
| k\‘w Ay 1410 1830 2250 2680
\\\‘\\ \\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0

15.00 15.50

o

o

5000 m/z 85.10 51.78%
99.0
L1127 1410 1830 2250 2820
A e e e e e T S
m/z--> 50 100 150 200 250 300
Abundance #246483: Tetracosane T ——
57.0 15.00 15.50

m/z 55.05 20.37%

5000
99.0
Lid) M\Jm %4Jd 1830 2250 338.C

L e R T e I A — —
miz--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 9 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.198 10.41 ng 732200 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Hexacosene 364 C26H52 018835-33-1 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 Octacosyl acetate 452 C30H6002 018206-97-8 93

Abundance Scan 2229 (15.198 min): BF138295.D\data.ms (-2226) (- m/z 57.05 100.00%

57.0 97.0
5000

R
#3911802 239.0 327.2 15.00 1550
A DAL 4] 1802 2390 286.1327.2 m/z 97.85 96.76%

miz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0

5000 T UL

o

15.00 15.50
m/z 83.05 96.65%

o

0
dh*dhm18;0222026403060 378.0
\\\‘ \\‘ ‘\\\\‘\ \\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
10 970
—T —
15.00 15.50
5000 ITI/Z 43.10 86.21%
oL L |l \H\ Lo ; ‘1“‘8‘1‘0‘ 2380 2020 3640
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol — —
57.0 15.00 15.50
97.0 m/z 55.18  84.45%
oLl M I 4‘ Y181 02220 29203340 392
i A R e S L R e —— —
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\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 10 Hexacosanal Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.757 2.50 ng 176115 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 Hexacosanal 380 C26H520 026627-85-0 94
3 Octacosanal 408 C28H560 022725-64-0 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
5 Octadecanal 268 C18H360 000638-66-4 87

Abundance Scan 2324 (15.757 min): BF138295.D\data.ms (-2319) (- m/z 57.00 100.00%

57.0
5000
L.

09.0 — S

0 L2, e P e Mz 43.10 89.67%

15.50 16.00
“ ﬂ \‘ \mw M‘“H HH\ 225 1 271 o 317 1 390 4
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0

m/z 82.00  85.24%

24.0
B0 smonseo
O\\‘H\\ \‘\\“\“\‘i““\‘\{\“‘\\“\‘\“\‘\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosana
57.0

5000 —— —
29.( 15.50 16.00
H\\

7 —
15.50 16.00
5000 m/z 55.00 65.37%
100 362.0
oL ‘ | N 11520 20802500 3060, |
i { R R L R
m/z--> 50 100 15 200 250 300 350 400
Abundance #307026: Octacosanal T —
57.0 15.50 16.00

m/z 83.05 64.63%

5000
Jr52 .0 390.0
\ H Ll “ mu “‘ 221.0 .

oL L] ‘ 292.0334.0
L EW A I G i L ST S —

\ T
m/z--> 50 100 15 200 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 11 Tetracosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.992 2.17 ng 152606 Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 90
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
Abundance Scan 2364 (15.992 min): BF138295.D\data.ms (-2359) (- m/z 57.05 100.00%
57.0
16.00
41.0 183.0 :
[ oY M | 111018302251 2600 32323651 .0 7105  71.02%
mlz--> 50 1 O 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 R
16.00
m/z 85.05 54.02%
O T \‘\ : ‘ “‘ \“‘\H“ \“ \]‘-\4\]_‘0\]-\8\3\9\ T ‘2§§9\ ‘ L ’ L
miz--> 50 100 150 200 250 300 350
Abundance #246480: Tetracosane
57.0
T
16.00
5000 m/z 43.05 53.46%
o LT 10102250 2m10 3980 AJ\_M
“““ A e B
m/z--> 50 lOO 150 200 250 300 350
Abundance #287976: Heptacosane T
57.0 16.00
m/z 55.05 23.19%
. WMMM@/\MNWNA/%«NWM\MWAM
REY. | | 110183.0225.006703090 3801
e I LA I o e e 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\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 12 E-11-Tetradecen-1-ol propio... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.804 2.41 ng 169693  Perylene-di2 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-11-Tetradecen-1-ol propionate 268 C17H3202 1000130-77-2 83
2 Heptadecanal 254 C17H340 1000376-70-0 80
3 Octadecanal 268 C18H360 000638-66-4 80
4 Pentadecanal- 226 C15H300 002765-11-9 80
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 72
Abundance Scan 2502 (16.804 min): BF138295.D\data.ms (-2497) (- m/z 57.10 100.00%
57.1
5000 Wb
09.0 ‘ ‘ ‘
278.1 ‘ ‘
e, o2 L wseo w6 T
oL~ Md \‘U‘m w‘\‘m‘\‘m‘“\\‘\H}h\‘ﬂ‘h‘ i, \‘H‘m’w\ TR I \‘mh\‘ ‘\‘ N ‘\‘w‘ R I ITI/Z 82.10 80.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158404: E-11-Tetradecen-1-ol propionate
82.0
5000 194. T T
94.0 16.50 17.00
m/z 43.05 77.42%
LT, L o
O\\\“\‘1“\H‘\L\\\‘“\“\\\"\\\\‘\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #141014: Heptadecana
43.0
— ——
16.50 17.00
5000 76.0 m/z 96.05  60.50%
oL LAl L 3520 2800500
m/z--> 50 100 150 200 250 300 350 400
Abundance #158567: Octadecanal “ —
43.0 16.50 17.00
m/z 55.00 58.58%
96.0
5000
35201550, "
oL 200, |
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\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS vial : 19 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 Lup-20(29)-en-3-one Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.174 5.47 ng 384769  Perylene-d12 15.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lup-20(29)-en-3-one 424 C30H480 001617-70-5 99
2 .alpha.-Amyrone 424 C30H480 000638-96-0 95
3 1-Hydroxypyrene 218 C16H100 005315-79-7 50
4 .beta.-Amyrone 424 C30H480 000638-97-1 50
5 2(1H)Naphthalenone, 3,5,6,7,8,8a... 218 C15H220 1000188-66-5 47
Abundance Scan 2735 (18.174 min): BF138295.D\data.ms (-2728) (- m/z 205.10 100.00%
55.1 109.1 205.
5000
61.1
313.1 P e
759.0 409.2 18.00 18.50
0! m/z 109.10  97.04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #315404: Lup-20(29)-en-3-one
109.0 205.0
55.0
5000 — ——
18.00 18.50
1.0 313.0 4260 n/z 218.15  93.29%
‘ ‘ m 257.0 368.0
0 ‘\‘ \;\‘\\H‘I \‘\ T !
m/z--> 50 100 150 200 250 300 350 400
Abundance #315400: .alpha.-Amyrone
218.0 /\ M
—eqe R
18.00 18.50
5000 ITI/Z 95.00 86.75%
424,
55.0 135.0 ¢
ol “L‘ Ly | ‘M‘ L2710 a0 | } |
m/z--> 50 100 150 200 250 300 350 400
Abundance #96867: 1-Hydroxypyrene 7 —
218.0 18.00 18.50
m/z 55.10 83.79%
- “WM\VM“WNJ\WWWMMVmWW
95.0
IR < B S — S
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138295.D

Acqg On : 21 Jun 2024 20:06
Operator : CG\JU

Sample : P2977-06

Misc

ALS Vvial : 19 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 38.1 ng 29179106 1 6.881 1529590 20.0
2-Pentanone, 4-... 5.104 3.6 ng 279492 1 6.881 1529590 20.0
1-Phenoxypropan... 8.475 2.0 ng 200733 2 8.163 1974080 20.0
n-Hexadecanoic ... 11.928 5.7 ng 442646 4 11.404 1564630 20.0
1-Hexacosene 13.892 3.4 ng 260862 5 14.039 1536220 20.0
Squalene 14.898 7.3 ng 514184 6 15.510 1406610 20.0
Oxirane, heptad... 14.968 6.3 ng 444338 6 15.510 1406610 20.0
Nonadecane 15.163 2.1 ng 146725 6 15.510 1406610 20.0
1-Heptacosanol 15.198 10.4 ng 732200 6 15.510 1406610 20.0
Hexacosanal 15.757 2.5 ng 176115 6 15.510 1406610 20.0
Tetracosane 15.992 2.2 ng 152606 6 15.510 1406610 20.0
E-11-Tetradecen... 16.804 2.4 ng 169693 6 15.510 1406610 20.0
Lup-20(29)-en-3... 18.174 5.5 ng 384769 6 15.510 1406610 20.0
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