LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample : P2977-17

Misc :

ALS Vvial : 17 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: BF138293.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 10 16 22 rVB 2456719 3012339 45.62% 5.813%
2 3.410 219 225 240 rBV 203411 433096 6.56% 0.836%
3 5.098 509 512 519 rVB 256426 281360 4.26%  0.543%
4 5.504 576 581 584 rBV 4512145 4034922 61.11% 7.786%
5 6.510 747 752 755 rBV 4304100 3995127 60.51% 7.709%
6 6.704 782 785 792 rBV 381864 316808 4.80% 0.611%
7 6.881 812 815 819 rVB 1995087 1678475 25.42%  3.239%
8 7.445 906 911 914 rBV 2960295 2631360 39.85% 5.078%
9 7.692 950 953 957 rBV 157167 127255 1.93% 0.246%
10 8.163 1029 1033 1036 rBV 2723753 2207451 33.43% 4.260%
11 8.475 1082 1086 1097 rBV 440743 435119 6.59% 0.840%
12 9.239 1212 1216 1219 rBV 6228471 4947954 74.94% 9.548%
13 9.916 1328 1331 1335 rBV 2779516 2291131 34.70% 4.421%
14 10.022 1343 1349 1352 rBV 5067128 6602550 100.00% 12.741%
15 10.704 1461 1465 1468 rBV 2897454 2313401 35.04% 4.464%
16 11.404 1580 1584 1587 rBV 2188172 1782651 27.00% 3.440%
17 11.927 1670 1673 1685 rVB 551233 507034 7.68% 0.978%
18 12.498 1765 1770 1774 rBV3 125301 136791 2.07% 0.264%
19 12.616 1787 1790 1792 rBV 145721 147684 2.24% 0.285%
20 12.710 1803 1806 1814 rBV2 115763 129282 1.96% 0.249%
21 12.839 1825 1828 1831 rBV 95582 78356  1.19% 151%

22 12.986 1849 1853 1856 rBV 4179424 3392158 51.38%
23 13.886 2003 2006 2024 rBV2 191297 390759 5.92%
24 14.039 2027 2032 2035 rBV 1751034 1539242 23.31%
25 14.510 2109 2112 2115 rBV 130312 142340 2.16%

oONvNOO®
N
U1
A
3R

26 14.898 2174 2178 2185 rBV 95915 110467 1.67%
27 14.968 2186 2190 2199 rVB 751792 760323 11.52%
28 15.080 2205 2209 2217 rVB 68712 137888  2.09%

NOORO®
N
o))
(o))
R

29 15.162 2219 2223 2225 rBV 188216 201411 3.05% 389%
30 15.192 2225 2228 2249 rVB 566424 1333368 20.19% 573%
31 15.510 2277 2282 2287 rBV 1067069 1322198 20.03%  2.551%
32 15.751 2319 2323 2334 rVB 212559 308073 4.67% 0.594%
33 15.992 2359 2364 2371 rBV 188147 272637 4.13% 0.526%
34 16.068 2371 2377 2382 rBV6 68287 190145 2.88% ©.367%
35 16.804 2496 2502 2510 rBv4 87322 170482 2.58% ©.329%

36 17.180 2558 2566 2576 rBV 937897 1825161 27.64%  3.522%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS Vvial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

37 17.351 2589 2595 2604 rVB 525824 1048302 15.88% 2.023%
38 17.609 2634 2639 2658 rVB 62883 226358  3.43% 0.437%

39 18.268 2744 2751 2764 rVB4 79133 217964 3.30% 0.421%
40 18.633 2808 2813 2828 rVB4 42998 143171 2.17% 0.276%

Sum of corrected areas: 51822593
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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: BF138293.D\data.ms
6000000

5000000

5-504 6.510

4000000

3000000 7.445
p.181

2000000 6.881

1000000

3.410 5.098 J 6.704 7.6
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Abundance TIC: BF138293.D\data.ms
6000000 9.239

10.022
5000000

12.986
4000000

3000000 8.163 9.016 10.704
11.404

2000000

1000000
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o, . - L veme

— N — T e — — P = ‘ ‘
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Abundance TIC: BF138293.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 2
R.T. EstConc Area Relative to ISTD R.T.
2.181 35.89 ng 3012340 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 16 (2.181 min): BF138293.D\data.ms (-10) (-) m/z 73.05 100.00%
73.0
5000
43.1 /\
87'1 \H‘HH‘HH‘HH‘HH‘HH
91 ‘ 2.202.302.402.502.60
Ob oot b e e m/z 43.1@ 35.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 ARRRARRNRERRNRERRRRRRRRRRRE)
43.0 2.202.302.402.502.60
' 87.0 m/z 87.10  25.90%
29.0
M‘ I ‘\‘ ‘ LQO ‘ |
O \‘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 P e
2.202.302.402.502.60
5000 41.0 55.0 m/z 55.10 25.15%
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- AR L RaRAREIEIL
73.0 2.202.302.402.502.60
m/z 41.05 11.73%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e 8
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 : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 Propylene Glycol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.410 5.16 ng 433096 1,4-Dichlorobenzene-d4 6.881

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 78
3 Isopropyl Alcohol 60 C3H80 000067-63-0 56
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
5 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
Abundance Scan 225 (3.410 min): BF138293.D\data.ms (-219) (-) m/z 45.00 100.00%
45.0
5000 A
s B aR R o
61.0 3.00 3.20 3.40 3.60 3.80
O ol 52901 761839 sz 42,95 17.86%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #1083: Propylene Glycol
45.0
5000 [T i T[T prirris
3.00 3.20 3.40 3.60 3.80
m/z 61.00 6.55%
o 19.0 ‘\\370“‘ 530510 76
\\\‘\\\\‘\\\\‘\\\f{ \\‘\\\\’\\\\‘\\\\‘\\\\‘\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #1091: R-(-)-1,2-propanediol
45.0
s BRRRE o
3.00 3.20 3.40 3.60 3.80
5000 m/z 44.00 5.75%
29.0
0 Al ‘\\“\‘370“\‘ 530%10 760
A e e A R SaEEE
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #342: Isopropyl Alcohol T T
45.0 3.00 3.20 3.40 3.60 3.80
m/z 42.10 3.17%
5000
19 O27 .0
oy o] S0
m/z--> 10 20 30 40 50 60 70 80 90 3.00 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
5.098 3.35 ng 281360 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 64
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 512 (5.098 min): BF138293.D\data.ms (-509) (-) m/z 43.00 100.00%

43.0
5000
101.0 T e
‘ 4.80 5.00 5.20 5.40
Ol MO8 2968 n/z 59.08  55.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L L I B R
4.80 5.00 5.20 5.40
101.0 m/z 101.00 20.60%
O\\\‘\‘\“\\“h\\\w“\7\3\.\0“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.66%
31.0
‘ 87.0
(o} b e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate A mERRRES S
43.0 4.80 5.00 5.20 5.40
m/z 41.10 8.17%
5000
15.0 | 72‘-0 100.0
ottt ST ST T
m/z--> 20 40 60 80 100 120 140 160 180 200 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 : BF138293.D

Acqg On : 21 Jun 2024 19:04

Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 4 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
6.704 3.77 ng 316808 1,4-Dichlorobenzene-d4 6.881
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 90
2 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 47
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 45
4 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 40
5 Ethanol, 2-[2-(2-propenyloxy)eth... 146 C7H1403 015075-50-0 38

Abundance Scan 785 (6.704 min): BF138293.D\data.ms (-782) (-) m/z 45.05 100.00%
45.0
5000 ﬂ\
sk ebo ek b
89.0 104.1 1500 o
0 HwWwmw“J‘wWw_“mw_m_Wwwww m/z 59.00  36.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 \\‘\\\\‘\\\\‘\\\\‘\\\\’
6.40 6.60 6.80 7.00
20l 72.0 m/z 72.16  23.63%
O\\]‘-ﬁr\q‘H\H“H\\‘\‘f‘\\‘H\\‘\H\‘!‘\‘\\‘\ﬁ\g‘g\%‘(\)ﬁ\c‘)\\\\‘\\\\%\3\5\’\‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #2377: 2-Butanol, 3-methyl-
458.0
R R
6.40 6.60 6.80 7.00
5000 ITI z 73.00 14.28%
27.0 73.0
o S LN A N - - M
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10076: 2-Propanol, 1-(1-methylethoxy)-
45.0 6.40 6.60 6.80 7.00
m/z 43.00 13.12%
5000
27 73.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 5 1-Phenoxypropan-2-ol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.475 3.94 ng 435119 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 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 64
Abundance Scan 1086 (8.475 min): BF138293.D\data.ms (-1082) (-) m/z 94.00 100.00%
94.0
5000 ﬂ\
e Sl R ippenrreryny
121.0 :

0 \\\‘\\\\‘MH\\‘\\\JH\\NL‘\!\\‘\\\\‘\\N\‘ m/z 77.00  25.35%

m/z--> 20 100 120 140

Abundance #30117.l-Phenox‘propan-24ﬂ

94.0
5000 \\\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
7.0 152.0 m/z 152.85  18.33%
45.0 ‘
O\\\‘2\7\9\““\‘\“\\“\H\\\“‘\\\‘\‘\!\lj\-g‘\o\\\‘\\\‘\‘
miz--> 20 60 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
94.0
AREmEaEEEE SR
8.20 8.40 8.60 8.80
5000 m/z 108.00 14.91%
77.0 152.0
27.
?
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy—
94.0 8.20 8.40 8.60 8.80
m/z 78.00 14.89%
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 : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 unknownl@.022 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
10.022 57.64 ng 6602550  Acenaphthene-d10 9.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 11
2 Cyclohexane, 1,3-dimethyl-, trans- 112 C8H16 002207-03-6 11
3 Thiophene, 2-ethyl- 112 C6H8S 000872-55-9 11
4 Thiophene, 3-ethyl- 112 C6H8S 001795-01-3 11
5 Acetaldehyde, 2-butenylhydrazone 112 C6H12N2 075268-07-4 11
Abundance Scan 1349 (10.022 min): BF138293.D\data.ms (-1343) (- m/z 43.10 100.00%
3.1
1011 1371
5000
70.1
T T
197.2 10.00
Y S—— b b L ATSL L myz 57.65  59.01%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7612: Cyclohexane, 1,3-dimethyl-
55.0 97.0
5000 — - :
10.00
270 m/z 101.05 54.41%
O
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7691: Cyclohexane, 1,3-dimethyl-, trans-
55.0 97.0
T \
10.00
5000 m/z 137.05 53.19%
) |
0“"_H‘wﬂ‘W‘_HM‘ﬂ“U_‘u‘_“‘_“‘_““H“‘H
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7287: Thiophene, 2-ethyl- — ‘
97.0 10.00
m/z 97.10 51.95%
5000
45.0
15.0 ‘ 69.0
o R R —
m/z--> 20 40 60 80 100 120 140 160 180 200 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.927 5.69 ng 507034  Phenanthrene-d10 11.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 1673 (11.927 min): BF138293.D\data.ms (-1670) (- m/z 73.00 100.00%
430 73.0
5000 129.0
213.1 [
‘ H‘ 171.1 ‘ 256.1 12.00
0 Ww“‘:‘m‘!” ‘1 ““Mm\‘w‘wwmmH‘_“m“uiwwu_mW‘W m/z 43.05 87.37%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 T i
213.0 12.‘00
‘ 157.0185.0 m/z 59.95 85.04%
O
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
===
12.00
5000 129.0 m/z 57.10 69.97%
199.0
s e L
omsol A A LT L L
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #92069: Tridecanoic acid ; !
73.0 12.00
43.0 m/z 41.05 67.40%
5000 129.0
171.0
‘ 214.0
0 ? —
m/z--> 20 40 60 80 100120140160 180200 220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 1-Eicosene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.886 5.08 ng 390759 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Eicosene 280 C20H40 003452-07-1 97
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
4 1-Hexadecanesulfonyl chloride 324 C16H33Clo2S 038775-38-1 91
5 Cyclopentadecane 210 C15H30 000295-48-7 89

Abundance Scan 2006 (13.886 min): BF138293.D\data.ms (-2003) (- m/z 57.05 100.00%
57.0

- JwAKMAMw~ﬁ\Myﬁxﬁ\JL
230.0 - Tl
oAb TR G e M/Z 43.85  80.42%
m/z--> 0 50 100150200 250300 350400450500 550 600 650
Abundance #173727: 1-Eicosene
43.0
5000 “ —
13.50 14.00
5.0 280.0 m/z 55.05 59.50%
O‘HJ\ [W’I‘WIWJ\Al?Q?'O‘
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— —
13.50 14.00
5000 ITI/Z 83.10 56.93%
0 /] %;?‘ ?520 369.0 648.(
A et et e e e
m/z--> 0 50 100 150200 250300 350400450500 550 600 650
Abundance #146039: Ethanol, 2-(tetradecyloxy)- T —
57.0 13.50 14.00
m/z 71.05 55.78%
5000
H .0196.0
ol — —
m/z--> 0 50 100150200 250300 350400450500 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 : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 Hexacosanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.968 11.50 ng 760323  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 93
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
4 Octadecanal 268 C18H360 000638-66-4 91
5 14-Octadecenal 266 C18H340 056554-89-3 90
Abundance Scan 2190 (14.968 min): BF138293.D\data.ms (-2186) (- m/z 57.10 100.00%
57.1
96.0
5000
1500
38.0 .
ol HM‘ Ak ‘H‘ I’ 801 2361 8063 8624 . g2.e5  87.39%
miz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal
57.0
96.0
5000 T 7
15.00
m/z 43.10  83.00%
38.0 362.0
0 ‘\ ‘\“‘ f ‘!‘ m“ \:m-“\ H‘\ ‘“ \1\8(\).\0‘ T \2\5?.\0\ T ?96\.\0\‘\ T
miz--> 50 100 150 200 250 300 350
Abundance #158579: Oxirane, hexadecyl-
43.0 82.0
—
15.00
5000 m/z 96.05 62.65%
24.0
0 166.0 208.0 250.0
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl- ==
43.0 82.0 15.00
m/z 55.05 61.00%
5000
24.0
0 166.0 222.0264.0
—
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF061224.M Mon Jun 24 07:09:11 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 Nonadecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.163 3.05 ng 201411  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Octadecane 254 C18H38 000593-45-3 94
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
5 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 90

Abundance Scan 2223 (15.162 min): BF138293.D\data.ms (-2219) (- m/z 57.05 100.00%

57.0
5000

99.0 T 1 T T

15.00 15.50
41.0 268.1
“ WH LiTpa 1ort | 230n 3260 0 hn 7105 69.62%

m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0

5000 = ==
15.00 15.50

m/z 43.05 61.21%

99.0
‘ h\hm | 1 }40 1830 225.0 268.0
\\\‘\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0

15.00 15.50

o

o

5000 m/z 85.05 54.37%
99.0
11y 14101830 2540
obdd b b ad | 171880 =40
mlz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T — T
57.0 15.00 15.50

m/z 55.00  20.56%

h M
99.0
239.0
L 141.0 1830 "7 281.0 323.0

Obr bl N A — —
miz--> 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 : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 1-Tetracosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.192 20.17 ng 1333370  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Heneicosanol 312 C21H440 015594-90-8 94
5 1-Heptacosanol 396 C27H560 002004-39-9 94

Abundance Scan 2228 (15.192 min): BF138293.D\data.ms (-2225) (- m/z 83.10 100.00%

431 831
5000
251 A

I
15.00 15.50
Lilhd A‘A¢ 167.1 208.1 *°7% 2923 336.3

0 \\\\‘\‘wu et e e o m/z 57.10 96.61%
mi/z--> 100 150 200 250 300 350
Abundance #244230: 1-Tetracosene
55.0 97.0
5000 T —F

15.00 15.50
m/z 97.10 90.15%

39.0
336.0
18-QMT “\\\\‘\\\\’\\\\‘\\\‘\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0

T
15.00 15.50
5000 m/z 55.05 86.87%

0 19. \‘\ i u \H\ ‘j‘ \‘\ h 181 O 222.0 264.0 308.0
L LA S B A e e o s
m/z--> 50 100 150 200 250 300 350

Abundance #232316: Behenic alcohol T —
83.0 15.00 15.50

434 m/z 43.10 83.59%

5000
25.0
167.0 210.0  280.0

oL AL b by e e == :
miz--> 50 100 150 200 250 300 350 15.00 15.50

o

RE=3
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 Oxirane, hexadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.751 4.66 ng 308073  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
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 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 90
Abundance Scan 2323 (15.751 min): BF138293.D\data.ms (-2319) (- m/z 57.05 100.00%
57.0
o \J\JLJ\/\
Og 0 | | ‘ ‘ | ‘
‘ 15.50 16.00
- “‘M A m“ I A8012221264.13061 30 /7 43.16  80.91%
miz--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
5000 410 — —
15.50 16.00
1"240 m/z 82.00 79.08%
O — “ ‘“‘ ‘“ ‘m\““‘h \‘\\\6?9\21\%‘\0‘ | ‘2‘6‘8 ‘0‘ A
miz--> 50 100 150 200 250 300 350
Abundance #287971: Hexacosanal
57.0
= —
15.50 16.00
5000 m/z 96.05 57.92%
10 362.0
b LLLLLL L3520 20802500 3060 20
m/z--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl- — —
82.0 15.50 16.00
41, m/z 55.85 57.54%
- \/\\/\M
L ]m | (1680 222.0263.0
EREEE S E VD S it o e e
m/z--> 50 100 150 200 250 300 350 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.992 4.12 ng 272637  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Tetracosane 338 (C24H50 000646-31-1 91
3 Docosane, 1l-iodo- 436 C22HA5I 1000406-31-9 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Eicosane, 1-iodo- 408 C20H41I1 1000406-31-8 91
Abundance Scan 2364 (15.992 min): BF138293.D\data.ms (-2359) (- m/z 57.05 100.00%
57.0
a1 ie‘od
141.2 .
197.1
ol ““\ A whw‘“‘ LT 391239.1282.03234 m/z 71.10  72.30%
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 R
16.00
m/z 43.10 56.84%
9.0
oLl b L[} 141018302250 281.0 337.0 394,
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
——
16.00
5000 m/z 85.05 51.94%
9.0
41.0
oLl LIl 10100050 a0
m/z--> 50 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo- -
57.0 16.00
m/z 55.05 23.19%
5000
9.0
155.0 309.0
ol 00000 90 "
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 : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 14 1-Nonadecene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.068 2.88 ng 190145  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 86
2 1-Heptacosanol 396 C27H560 002004-39-9 81
3 Triacontyl acetate 480 C32H6402 041755-58-2 81
4 Heptacosyl acetate 438 C29H5802 1000351-78-2 81
5 1-Hexacosanol 382 C26H540 000506-52-5 81

Abundance Scan 2377 (16.068 min): BF138293.D\data.ms (-2371) (- m/z 57.00 100.00%
571.0

- e V,JkMNVA/m\\AWNJ\A«
264.0 16.00 |
‘\ vty |, 3271 '
Of iyl |‘h‘n;w;um\‘h gy \\HM‘“H‘HH‘HH‘HH m/z 83.10 96.60%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155961: 1-Nonadecene
43.0 97.0
5000 — :
16.00
m/z 43.10 93.59%
O T \‘\ “ T ’\‘ T f fl115l4 9\ \2%10\(\) \2‘6\6\ \q ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol

%

1o 16.00
5000 ' ITI/Z 55.00 80.28%
0 22202780 3780
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #334198: Triacontyl acetate T ‘
43.0 16.00
97.0 m/z 97.00 79.05%
5000

| L ‘153 0 209.0264.0 3340 4200 480,

0 | -

m/z--> 0 50 100 150 200 250 300 350 400 450 16.00

g
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 15 Octadecanal Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
16.804 2.58 ng 170482  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 93
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
4 Hexacosanal 380 C26H520 026627-85-0 90
5 Heneicosane, 11-cyclopentyl- 364 C26H52 006703-81-7 49
Abundance Scan 2502 (16.804 min): BF138293.D\data.ms (-2496) (- m/z 57.05 100.00%
57.0
5000 WNWJMVNNMJ\WWNM/\AMM
10.1 — —
207.0 278.0
Lutssn | sss1 as 080 ATOD
0 HH“M“‘“ ul, \\mml‘uh HM‘M‘H‘\ 1 - \‘\\H‘HH‘HH“H m/z 82.00 78.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #158567: Octadecanal
43.0
06.0
5000 — ——
16.50 17.00
m/z 43.05 78.19%
il
O\\“T“‘\HM “‘hh‘ “‘\\“‘\\H\\l\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0
— ——
16.50 17.00
m/z 96.05 54.63%
50001 5 ¢ /
LU0 1040 260
IR T8 S e —
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl- — —
82.0 16.50 17.00
m/z 83.10 53.72%
- MW‘/\W\JJ\N
0 “m” \‘ “h’\‘l\‘h‘ H\ \\\‘\‘2\‘5?‘0‘”‘”H‘HH“H — —
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 : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 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 16 2,5,5,8a-Tetramethyl-6,7,8,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.180  27.61 ng 1825160  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 58
2 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 51
3 1H-3a,7-Methanoazulene, 2,3,6,7,... 204 C15H24 000560-32-7 49
4 Guaia-3,9-diene 204 C15H24 000489-83-8 46
5 3H-3a,7-Methanoazulene, 2,4,5,6,... 204 C15H24 002387-78-2 46

Abundance Scan 2566 (17.180 min): BF138293.D\data.ms (-2558) (- m/z 204.20 100.00%
204.2

135.0
5000 69.0
301.1

T T
2 F ‘ 17.00 17.50
o] 1..?l3534_425A

b m/z 135.00 57.14%

miz--> 50 100 150 200 250 300 350 400
Abundance #80052: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-nag
204.0
135.0

5000 =
69.0 17.00 17.50
m/z 121.05  46.49%

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

=
108.0 17.00 17.50
5000 m/z 69.05 45.55%

41.0
| \lk'¢| —
miz--> 50 100 150 200 250 300 350 400

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

m/z 133.00  44.33%

41.0 \bj\—/\‘/\
5000
204.0
i
|

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

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 17 Germanicol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.351 15.86 ng 1048300  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Germanicol 426 C30H500 000465-02-1 58
2 Thiophene, 2-ethynyl-5-[(trimeth... 204 C11H12SSi 182323-29-1 46
3 1H-Cyclopropa[a]naphthalene, 1la,... 204 C15H24 000489-29-2 43
4 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 38
5 2-Isopropenyl-4a,8-dimethyl-1,2,... 204 C15H24 207297-57-2 35
Abundance Scan 2595 (17.351 min): BF138293.D\data.ms (-2589) (- m/z 189.10 100.00%
189.1
5000 95.0
— —
” w # di | ‘ 1 425.4 17.00 17.50
0 “\ AR s1ss L g eai1s 71.14%
miz--> 50 100 150 200 250 300 350 400
Abundance #316490: Germanicol
189.0
95.0 J\
5000
17. 00 17. 50
426.0 m/z 177.05 67.16%

o

H H }\ ‘ ‘h‘ il il ‘\‘n‘\‘ \‘u‘ N ?}}‘93‘5‘7‘ ‘0‘ - “ ““ -
m/z--> 100 150 200 250 300 350 400
Abundance #79581. Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]-
189.0

17. 00 17 50
5000 m/z 95.05 44.18%

430 950
RPN .. ——
miz--> 50 100 150 200 250 300 350 400

Abundance #80539: 1H-Cyclopropa[a]naphthalene, 1a,2,3,3a,4,5,6,7
189.0 17. OO 17 50

m/z 175.10  36.49%

4o 1050 Jm
5000
| ‘ \ 1 M w‘\ i \‘h 1l

m/z--> 50 100 150 200 250 300 350 400 17. OO 17. 50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 Sample Multiplier: 1

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

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

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

Peak Number 18 unknownl7.609 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
17.609 3.42 ng 226358 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Oxabicyclo[4.1.0]heptane, 2,2,... 218 C15H220 070038-20-9 43
2 2,6,10,10-Tetramethylbicyclo[7.2... 204 C15H24 136296-37-2 38
3 2-Butenal, 2-methyl-4-(2,6,6-tri... 206 C14H220 003155-71-3 25
4 1,4-Cyclooctadiene, 6-bromo- 186 C8H11Br 023359-89-9 25
5 Betulinaldehyde 440 C30H4802 013159-28-9 20
Abundance Scan 2639 (17.609 min): BF138293.D\data.ms (-2634) (- m/z 43.00 100.00%
il | \/\M}J\VMWN/meJWNFNva/
89.1
5000
255.0 329.3
399.3 U T
‘ ‘ 17.50 18.00
ol m/z 105.00  86.23%
miz--> 50 100 150 200 250 300 350 400
Abundance #96842: 7-Oxabicyclo[4.1.0]heptane, 2,2,6-trimethyl-1-(3
43.0
119.0
5000 = s
218.0 17.50 18.00
m/z 107.00 80.66%
0+ \ ‘%%Flg' ‘\ L L B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #80269: 2,6,10,10-Tetramethylbicyclo[7.2.0]undeca-2,6-d
81.0
= =
17.50 18.00
5000 189.0 ITI/Z 189.10 80.42%
p7. 133.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #82827: 2-Butenal, 2-methyl-4-(2,6,6-trimethyl-1-cyclohe Pt —
107.0 206.0 17.50 18.00
m/z 81.00 74.68%
41.
5000 0
Lt lbete RYSSES
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\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04

Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 19 Eicosanal- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
18.268 3.30 ng 217964  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
2 Eicosanal- 296 C20H400 002400-66-0 87
3 Octadecanal 268 C18H360 000638-66-4 87
4 1,19-Eicosadiene 278 C20H38 014811-95-1 68
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 68
Abundance Scan 2751 (18.268 min): BF138293.D\data.ms (-2744) (- m/z 57.05 100.00%
57.0
5000 VNMW”MWAM/\WMWMWJNRV
ﬂ R
o) - \“L‘\ ny u‘\ mlu I‘u HP'% Hm\zcu)% ?m miuzm‘\s‘\l‘o‘ , ‘3‘4‘0‘9“ v ‘44‘?: ITI/Z . 43.10 .81.84"0
miz--> 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl-
82.0
5000 — —
18.00 18.50
29. m/z 82.10 79.99%
O T \‘L ‘!‘“‘ T ‘ M ll' h\ ‘\ \1!9\4;\0\ ?\59\9\ T ‘ T 1T ‘ T 1T ‘ T TT 1
m/z--> 50 100 150 200 250 300 350 400
Abundance #194557: Eicosanal-
82.0
—r— —
18.00 18.50
5000 ITI/Z 83.05 62.76%
29.
TILLLFTO 20m0 2700
ol v AL }u‘h““‘w“““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #158567: Octadecanal 7 —
43.0 18.00 18.50
m/z 96.00 58.95%
06.0
5000
|
o LU L 2000mg e e
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04

Operator : CG\JU

Sample . P2977-17

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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

Peak Number 20 .gamma.-Sitostenone Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
18.633 2.17 ng 143171  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitostenone 412 C29H480 084924-96-9 93
2 Stigmast-4-en-3-one 412 C29H480 001058-61-3 80
3 Pregn-4-ene-3,20-dione, 14-methyl- 328 C22H3202 055162-96-4 49
4 p-Fluoroatropine dehydrate 289 C17H20FNO2 1000212-74-8 41
5 Testosterone 288 C19H2802 000058-22-0 35

Abundance Scan 2813 (18.633 min): BF138293.D\data.ms (-2808) (- m/z 124.05 100.00%

12481
43.1 229.2
5000
18.4018.6018.80
0 m/z 43.10 64.03%
miz--> 50 100 150 200 250 300 350 400

Abundance #309453: .gamma.-Sitostenone

5000 R e R
18.4018.6018.80
m/z 229.15 61.54%
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance

#309452: Stigmast-4-en-3-one

18.4018.6018.80

43.0
5000 m/z 55.10  53.11%
0 iy \M
m/z--> 50 100 150 200 250 300 350 400
Abundance #234869: Pregn-4-ene-3,20-dione, 14-methyl- e AR EEa T
43.0 18.4018.6018.80
124.0 m/z 41.60 52.17%
5000 328.0
g, e
0 ‘h‘ ‘H‘\ \}‘u\ ‘\Lu"\“\\‘\‘}H“M‘ \\H’\ \J\‘ ‘\HM‘\H}L ‘m‘\‘ . “‘ - ““ ‘ “‘ T R B mam
m/z--> 50 100 150 200 250 300 350 400 18.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062124\
Data File : BF138293.D

Acqg On : 21 Jun 2024 19:04
Operator : CG\JU

Sample : P2977-17

Misc :

ALS Vvial : 17 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... 2.181 35.9 ng 3012340 1 6.881 1678480 20.0
Propylene Glycol 3.410 5.2 ng 433096 1 6.881 1678480 20.0
2-Pentanone, 4-... 5.098 3.4 ng 281360 1 6.881 1678480 20.0
Ethanol, 2-(2-e... 6.704 3.8 ng 316808 1 6.881 1678480 20.0
1-Phenoxypropan... 8.475 3.9 ng 435119 2 8.163 2207450 20.0
unknown10.022 10.022 57.6 ng 6602550 3 9.916 2291130 20.0
n-Hexadecanoic ... 11.927 5.7 ng 507034 4 11.404 1782650 20.0
1-Eicosene 13.886 5.1 ng 390759 5 14.039 1539240 20.0
Hexacosanal 14.968 11.5 ng 760323 6 15.509 1322200 20.0
Nonadecane 15.163 3.0 ng 201411 6 15.509 1322200 20.0
1-Tetracosene 15.192 20.2 ng 1333370 6 15.509 1322200 20.0
Oxirane, hexade... 15.751 4.7 ng 308073 6 15.509 1322200 20.0
Octacosane 15.992 4.1 ng 272637 6 15.509 1322200 20.0
1-Nonadecene 16.068 2.9 ng 190145 6 15.509 1322200 20.0
Octadecanal 16.804 2.6 ng 170482 6 15.509 1322200 20.0
2,5,5,8a-Tetram... 17.180 27.6 ng 1825160 6 15.509 1322200 20.0
Germanicol 17.351 15.9 ng 1048300 6 15.509 1322200 20.0
unknownl7.609 17.609 3.4 ng 226358 6 15.509 1322200 20.0
Eicosanal- 18.268 3.3 ng 217964 6 15.509 1322200 20.0
.gamma.-Sitoste... 18.633 2.2 ng 143171 6 15.509 1322200 20.0
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