LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS Vvial : 16 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-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139151.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.205 11 19 26 rBV 1299655 2009113 100.00% 12.026%
2 3.405 216 223 231 rBV 45057 94800 4.72% 0.567%
3  3.993 318 323 332 rVB 12896 20383 1.01% 0.122%
4 5.116 504 514 520 rBV 86163 133988 6.67% 0.802%
5 5.516 575 582 587 rBV 1288584 1725807 85.90% 10.331%
6 6.516 746 752 757 rBV 1356796 1825187 90.85% 10.925%
7 6.716 782 786 791 rBV 44464 56338 2.80% 0.337%
8 6.898 812 817 822 rBV 416555 519893 25.88% 3.112%
9 7.051 836 843 848 rBvV 165309 202945 10.10% 1.215%
10 7.457 905 912 917 rBV 955252 1272550 63.34% 7.617%
11 7.71@ 950 955 960 rVB 49084 58203 2.90% 0.348%
12 8.175 1029 1034 1040 rBV 519279 663320 33.02% 3.971%
13 8.392 1066 1071 1078 rBvV2 23861 29745 1.48% 0.178%
14  8.487 1082 1087 1097 rBV 113043 150479 7.49% 0.901%
15 9.251 1212 1217 1222 rBV 1386167 1690390 84.14% 10.119%
16 9.934 1327 1333 1341 rVB 585908 745914 37.13% 4.465%
17 10.028 1342 1349 1356 rVB2 45654 75560 3.76%  ©.452%
18 10.228 1377 1383 1396 rVB 13384 22585 1.12% 0.135%
19 10.716 1461 1466 1471 rBV 847146 1054929 52.51% 6.315%
20 10.839 1483 1487 1495 rVB2 15885 23264 1.16% 0.139%
21 11.416 1577 1585 1593 rBV 537358 688060 34.25% 4.119%
22 11.533 1599 1605 1610 rBVS5 27813 45903 2.28% 0.275%
23 11.851 1654 1659 1667 rBV3 40444 67427 3.36% 0.404%
24 11.939 1667 1674 1684 rVV2 116599 198725 9.89% 1.190%
25 12.627 1787 1791 1797 rBV 22236 34709 1.73% 0.208%
26 12.727 1804 1808 1821 rBV 42170 62906 3.13% 0.377%
27 12.857 1826 1830 1832 rVV 18035 24875 1.24% 0.149%
28 12.998 1849 1854 1860 rVB 718833 924862 46.03% 5.536%
29 13.216 1887 1891 1901 rVB6 9620 22990 1.14% 0.138%
30 13.904 2003 2008 2025 rBV 89499 163160 8.12% 0.977%
31 14.051 2027 2033 2042 rBV 363914 497668 24.77%  2.979%
32 14.539 2111 2116 2134 rBV 126338 237693 11.83% 1.423%
33 14.845 2164 2168 2177 rBV3 12487 31313 1.56% 0.187%
34 14.921 2177 2181 2186 rVB 18367 27939 1.39% 0.167%
35 14.992 2189 2193 2199 rvB2 21818 29781 1.48% 0.178%
36 15.098 2207 2211 2220 rBV 10630 22178 1.10% 0.133%

8270-BF082024 .M Sat Aug 24 03:10:27 2024 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS Vvial : 16 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-BF082024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.192 2222 2227 2230 rBV 90085 142645 7.10% 0.854%
38 15.533 2278 2285 2290 rBV 346123 512844 25.53% 3.070%
39 15.786 2323 2328 2336 rVB 38683 65056  3.24% ©.389%
40 16.033 2364 2370 2375 rBvV 85132 149341 7.43% 0.894%
41 16.086 2375 2379 2386 rvv2 32998 80429 4.00% 0.481%
42 16.157 2387 2391 2402 rVB 24221 53497 2.66% ©0.320%
43 16.851 2503 2509 2518 rVB 42415 87539 4.36% ©.524%
44 17.162 2558 2562 2568 rBV2 13676 24797 1.23% 0.148%
45 17.262 2574 2579 2588 rVVW7 11564 33720 1.68% 0.202%
46 17.357 2590 2595 2607 rVB2 26728 66151 3.29% 0.396%
47 17.639 2638 2643 2651 rBvV9 14355 34238 1.70% ©.205%
Sum of corrected areas: 16705839
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF139151.D\data.ms
2.205 5516 6.516

1200000
1000000 7.457
800000
600000

6.898
400000

200000 7.051
5.116
3.405 3.993 6.716 /\ 7.7

0 ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\/‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ I Hﬁ\!‘!‘!‘h‘!“ﬁju

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF139151.D\data.ms
9.251

1200000

1000000

10.716

800000 12.998

600000 8.175 9.934 11.416

400000

200000 6,457 11.939

. 8.392 02f 228 @39 1533 11851 1282127857 | 13.216
L — T —— . L A L A e A B B L B e B e B B B B

Time--> 8.00 8.50 9.00 9.50 10.00 1050 11.00 1150 12.00 12.50 13.00

Abundance TIC: BF139151.D\data.ms

1200000
1000000
800000
600000
400000 14.051 15.533

200000 13.904 14.539 15.192 (6,033
' 1498P9098 || 157861a6867 16851 173m0535717.639

N - e~~~ o~
0= T T ] T L B B “/\\ L R T [ T T T T [ T T T T [ T T T T T T T [ T T T T [ T T T T

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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.
2.205 77.29 ng 2009110 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27

4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17

Abundance  Scan 19 (2.205 min): BF139151.D\data.ms (-11) (-) m/z 73.10 100.00%

3.1
87.1 T ‘ L ‘ L ‘ L
2.20 2.40 2.60
591 | P
O+t e e e e m/z 43.05 40.42%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI L L B B B B B
2.20 2.40 2.60
43.0 -
87.0 m/z 55.10 27.07%
29.
ﬁo \‘\“ %90 ‘\
O \H‘\H\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 .
2.20 2.40 2.60
5000 41.0 55.0 m/z 87.10 25.85%
27.0
O b 120, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- T
30.0 2.20 2.40 2.60
m/z 41.10 13.65%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 (S)-(+)-1,2-Propanediol Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.405 3.65 ng 94800 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 64
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Isopropyl Alcohol 60 C3H80 000067-63-0 9
5 Formamide 45 CH3NO 000075-12-7 5

Abundance Scan 223 (3.405 min): BF139151.D\data.ms (-216) (-) m/z 45.10 100.00%

4I:
5000 /L
R AARERRRREES
460 61.1 3.00 3.20 3.40 3.60 3.80
Oy e m/z 43.05  20.64%

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1093: (S)-(+)-1,2-Propanediol
45.0

5000 S
3.00 3.20 3.40 3.60 3.80

m/z 44.10 6.40%

19.0 ‘%10 80| 530610 750
H‘\\H‘HH‘\\H‘HH‘HH‘HH‘HH‘HH \H\‘\\H‘\H\‘\\H‘HH‘HH‘HH‘HH‘
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1091: R-(-)-1,2-propanediol
45.0

3.00 3.20 3.40 3.60 3.80

o

5000 m/z 61.10 6.32%
29.0
o 120 280 520910 00
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #1085: Propylene Glycol T T
45.0 3.00 3.20 3.40 3.60 3.80

m/z 42.10 3.81%

5000
31.0
o 150 380 530810 760

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 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\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 8
R.T. EstConc Area Relative to ISTD R.T.
5.116 5.15 ng 133988 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetamide, N-(cyanomethyl)- 98 C4H6N20 004814-80-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 514 (5.116 min): BF139151.D\data.ms (-504) (-) m/z 43.00 100.00%

3.0
59.1
5000
tolt 4.80 5.00 5.20 5.40
X | 83.0 S e
o+ e m/z 59.10 57.38%
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 L R R IR R
4.80 5.00 5.20 5.40
101.0 m/z 101.10  18.31%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
EEEmmaEE TS
4.80 5.00 5.20 5.40
5000 m/z 58.10 15.82%
101.0
o 180 310 | °80 700 86,0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4153: 1-Propen-2-ol, acetate AmmEmaE T
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.58%
5000
58.0
15‘.0 27.0 ! 72.0 100.0
ottt
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\BF082324\

Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc . 5-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.M
: 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
6.716 2.17 ng 56338 1,4-Dichlorobenzene-d4 6.898
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Diethyl carbitol 162 C8H1803 000112-36-7 72
3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 50
4 Methoxymethyl isothiocyanate 103 C3H5NOS 019900-84-6 42
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39
Abundance Scan 786 (6.716 min): BF139151.D\data.ms (-782) (-) m/z 45.10 100.00%
45.1
5000
06k 650 78
I ] se010ea S S
O bl et e M/z0 59.10 0 31.56%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
6.40 6.60 6.80 7.00
2010 72.0 m/z 72.16  22.44%
O \\]‘-ﬁr\q‘H\H“H\\“\‘M\‘H\\}‘HH‘!‘\‘\\‘\ﬁ\g“g\%‘(\)‘ﬁ.\c‘)\\\\‘\\\\%\3\5\’\.‘0\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #38390: Diethyl carbitol
45.0
A A RRME
6.40 6.60 6.80 7.00
5000 72.0 m/z 73.10 13.92%
29.0
0 14,0 “‘\ \“‘\ . 87.0 10\3'0
A AARRaREaa L B e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 A ﬂ
Abundance #10075: 2-Propanol, 1-(1-methylethoxy)- OW“A“H“AH“,‘H‘ﬁ
45.0 6.40 6.60 6.80 7.00
m/z 42.95 13.88%
5000
27 73.0
0 il 8801030
T R e e e e e
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\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Eucalyptol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
7.051 7.81 ng 202945 1,4-Dichlorobenzene-d4 6.898

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eucalyptol 154 C10H180 000470-82-6 97
2 Trifluoroacetyl-.alpha.-terpineol 250 C12H17F302 1000058-17-6 59
3 7-Oxabicyclo[2.2.1]heptane, 1-me... 154 C10H180 000470-67-7 37

4 1-Hepten-6-one, 2-methyl- 126 C8H140 010408-15-8 35
5 2-Acetylcyclopentanone 126 C7H1002 001670-46-8 27

Abundance Scan 843 (7.051 min): BF139151.D\data.ms (-836) (-) m/z 43.05 100.00%

81.1
5000 108.1
5 ‘ ‘ 6.80 7.00 7.20 7.40
0! RN R S R m/z 81.10 60.76%
m/z--> 20 40 60 80 100 120 140 160
Abundance #30918: Eucalyptol
43.0
81.0
108.0
5000 L B I L LI LN B
154.0 6.80 7.00 7.20 7.40
m/z 71.10 42.21%
125.0
O ‘J"S"(‘)‘U“"\H“\ #\1\“ ““‘\‘\‘H‘ \‘\‘}\“\h\\li\\\‘\‘\
m/z--> 20 40 60 80 100 120 140 160
Abundance #135218: Trifluoroacetyl-.alpha.-terpineol
43.0
R R AR RN
69.0 6.80 7.00 7.20 7.40
5000 108.0 154.0 m/z 108.10 40.88%
O
B H A HH_L I
m/iz--> 20 40 80 100 120 140 160
Abundance #31311: 7—Oxab|cyc|o[2.2.1]heptane, 1-methyl-4-(1-meth A
43.0 6.80 7.00 7.20 7.40
m/z 111.10 38.39%
71.0 111.0
5000
154.0
[ S
0l e L SRR | R N W W
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 1-Phenoxypropan-2-ol Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.487 4.54 ng 150479  Naphthalene-d8 8.175
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 95
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 59
5 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
Abundance Scan 1087 (8.487 min): BF139151.D\data.ms (-1082) (-) m/z 94.10 100.00%
94.1
5000
77.1

e ARERAEREES

| ‘ ‘ h P 8.20 8.40 8.60 8.80
0L w mu AL J‘ : m“‘_“ P ey m/z 77.10  27.45%

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 78.10 16.91%
45.0 ‘
O L ‘2\7\9\““\‘\“\ \“ \H\ T \“‘ T \‘\ ‘ T !\1:\'-9‘\0\ T ‘ T \‘\‘
miz--> 20 60 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
94.0
R AEEmEEREESAE R
8.20 8.40 8.60 8.80
5000 m/z 152.05 15.32%
77.0 152.0
27.
?
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— e RARREEEEE T
94.0 8.20 8.40 8.60 8.80
m/z 51.00 14.88%
5000
77.0 138.0
270 5%0
0b— ol “‘i““““‘ ‘HH\ i \‘\ i R e RRRRRE
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80

8270-BF082024.M Sat Aug 24 03:10:33 2024

Page:

9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 unknownl©.028 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

10.028 2.03 ng 75560  Acenaphthene-di1e 9.934
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 43
2 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 14
3 Carbonic acid, heptyl prop-1-en-... 200 C11H2003 1000382-54-1 10
4 2,4,4-Trimethyl-1-pentanol, chlo... 242 C10H17C1F202 1000447-27-2 10
5 1-Hexene, 5,5-dimethyl- 112 C8H16 007116-86-1 10

Abundance Scan 1349 (10.028 min): BF139151.D\data.ms (-1342) (- m/z 43.10 100.00%
43.1

9.

5000 101.1
137.1
69.1 ~ - ‘
‘ 197.1 10.00
0 bt bbb e m/z 57.10 53.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #143523: 3-Tetradecanol acetate
43.0
5000 MAM/\M ﬂ/\ﬂ/‘ﬂ/\ﬁw
10.00
m/z 101.10 41.09%
69.0 101.0
O L ‘ TTT \“‘H‘\ \MH“ T W‘H\ T “‘”\ T \““\ \‘\]\-‘2\‘5\.\()\ ‘ TTT \]-‘6\\7;9‘ \J\-?}G‘.\CJ\ T \2‘2\\7\.9
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32791: Pent-4-enoyl amide, 2-methyl-N-propyl-
43.0
\/\ ‘ T ‘
69.0 10.00
5000 ITI/Z 97.10 40.75%
97.0 140.0
01150
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #75535: Carbonic acid, heptyl prop-1-en-2-yl ester ‘{\ Co Al
57.0 10.00
m/z 59.10 39.27%
5000
29.0
L) %80 [
ottt e e e e oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00

8270-BF082024.M Sat Aug 24 03:10:34 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.939 5.78 ng 198725  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 60
5 Nonanoic acid 158 C9H1802 000112-05-0 43

Abundance Scan 1674 (11.939 min): BF139151.D\data.ms (-1667) (- m/z 43.05 100.00%

43.0 73.0
5000
129.1

213.2
99.1 1711 256.1 12.00

m/z 73.00 89.47%

0 _H““:‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510:n-Hexadecanok:add

5000 129.0
12.00
. 157.0 19502130 2560 m/z 60.00 78.67%
(o}

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

%

1

Abundance #92069: Tridecanoic acid
73.0
43.0 12.00
5000 129.0 m/Z 41.05 74.46%
171.0
‘ 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.05 68.33%
5000 129.0
199.0 242.0
s Bl
0 _‘m‘i‘:w “1M‘Hw‘w‘:“lm‘_H“W‘W‘mwhwwm_ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00

8270-BF082024.M Sat Aug 24 03:10:35 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Trichloroacetic acid, hexad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.904 6.56 ng 163160  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91

Abundance Scan 2008 (13.904 min): BF139151.D\data.ms (-2003) (- m/z 57.05 100.00%
57.0

1400
230 1 :
- | i ‘H‘ v “““1‘9‘09 Sl m/z 43.85 99.32%
mi/z--> 50 100 150 200 250 300 350
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
83.0
5000 T T
14.00
‘ %50 m/z 55.10 98.60%
0% \“‘\‘M”““\“‘h \““‘ Ly ‘h } “\ \:\lg\?\o\ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #215083: 1-Heneicosanol
55.0
97.0
——
14.00
5000 ITI/Z 83.05 81.87%
otsd LLLLL P20 10202200200
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene T
57.0 97.0 14.00
m/z 69.05 80.96%
5000
ol 1L, \H\ L “‘&‘8‘1‘0 12380 2020 364 S
m/z--> 50 100 150 200 250 300 350 14.00

8270-BF082024.M Sat Aug 24 03:10:36 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01

Misc

ALS vial : 16 Sample Multiplier: 1

S-929-K1-S0O-0-0.5-082024

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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 10 Cyclopentadecane Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14538 o.55ng 237693 Chryseme-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cyclopentadecane 210 c1s3e 000295-48-7 96

2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502
3 Pentafluoropropionic acid, octad... 416 C21H37F502
4 Heptadecyl heptafluorobutyrate 452 C21H35F702
5 1-Heptacosanol 396 C27H560

1000406-04-8 94
959261-25-7 91
959085-66-6 91
002004-39-9 91

Abundance Scan 2116 (14.539 min): BF139151.D\data.ms (-2111) (-
57.1

m/z 57.10 100.00%

5000

%

14.50
43.10

( f51
ob AL, 21002822

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #87654: Cyclopentadecane
55.0
5000 — ‘
14.50
m/z 55.05 73.96%
J hr,o 210.0
O\H‘JHHH\%‘\H‘\‘HH‘\H\‘H\\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ‘
14.50
5000 ITI/Z 83.05 69.93%
ol h,“ 2520 3690 648.
H‘w‘H‘_‘H‘H‘w‘u‘_H‘_‘H‘H‘w‘u‘_‘u‘u‘w‘u‘_‘u‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester T ‘
57.0 14.50
m/z 69.05 67.10%
5000
5.0
1 \ 2520 398.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 14.50

8270-BF082024.M Sat Aug 24 03:10:37 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 7
R.T. EstConc Area Relative to ISTD R.T.
15.192 5.56 ng 142645  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91

Abundance Scan 2227 (15.192 min): BF139151.D\data.ms (-2222) (- m/z 57.05 100.00%

57.0
5000

N
15.00 15.50

9.1
ol b b idYipaiese o821 m/z 71.1e 68.78%
mi/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 = —
15.00 15.50

m/z 43.05 67.19%

9.0
L L1 341.0183.0225.0267.0  338.0
\\\‘\\\T‘\\\\‘!\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

7
15.00 15.50

o

5000 m/z 85.05 48.33%
9.0
oLl L1 ;141.0183.0225.0 281.0 337.0 394.
B R S e e e e L I
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 15.00 15.50

m/z 55.05 26.17%

5000
9.0
‘ ‘ \h\ \“‘ h‘ 141.0

ol m‘ [717183.0225.0267.0309.0 367.0
A e e —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF082024.M Sat Aug 24 03:10:37 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 14
R.T. EstConc Area Relative to ISTD R.T.
15.786 2.54 ng 65056  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
4 Heptadecanal 254 C17H340 1000376-70-0 86
5 Hexadecanal 240 C16H320 000629-80-1 86

Abundance Scan 2328 (15.786 min): BF139151.D\data.ms (-2323) (- m/z 57.05 100.00%
57.0

.

5000 96.0
37.1 1550  16.00
\H‘\ mlw‘ h\.\ 17(\5'9 267.0 . : o
0 R e B e R m/z 43.05 88.02%
m/z--> 50 100 150 200 250
Abundance #158580: Oxirane, hexadecyl-
82.0

-

5000 = —_—
15.50 16.00
m/z 82.18  74.97%

0 : : :
m/z--> 50 100 150 200 250
Abundance #158569: Octadecana
43.0, 82.0 VAVM
lat T T

Co 5
15.50 16.00
5000 ITI/Z 55.05 61.40%
‘ mas.o 2220
ol LU Ll h Ll 680 20 a6g0
miz--> 50 100 150 200 250
Abundance #176357: Oxirane, heptadecyl- —— —
43.0 82.0 15.50 16.00
m/z 83.10 50.66%
5000
24.0
| ‘\ | ‘ | | 1660 2220 2640
oL ol R b SR — —
miz--> 50 100 150 200 250 15.50 16.00

8270-BF082024.M Sat Aug 24 03:10:38 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Hexacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.033 5.82 ng 149341  Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Docosane 310 C22H46 000629-97-0 91
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 2370 (16.033 min): BF139151.D\data.ms (-2364) (- m/z 57.05 100.00%

57.0
5000
: \ e

I
16.00

83.2
o“JMJ“uWMJM% 183222522671 m/z 71.e5 67.15%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 —— :
16.00

m/z 43.10  65.53%
\‘\

\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane
57.0
\

T
16.00

5000 ITI/Z 85.05 49.16%
9.
0 \‘ ‘\‘ ‘ “\ I h‘ / \ | 9183 0225.0267.0310.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- J\"\*/\\_’Tﬂ ‘ ‘
57.0 16.00
m/z 55.05 25.70%
5000
ol 1 H H 10183.0225.0267.0309.0 365.0
“““ ——
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF082024.M Sat Aug 24 03:10:39 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 n-Tetracosanol-1 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.086 3.14 ng 80429  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Heneicosanol 312 C21H440 015594-90-8 90
5 1-Hexacosene 364 C26H52 018835-33-1 87
Abundance Scan 2379 (16.086 min): BF139151.D\data.ms (-2375) (- m/z 83.10 100.00%
43.0 83.1
2000 RMM
25.1 T T
| ‘ 2070 5g31 16.00
ol ““‘M“‘N Lo S m/z 43.05  96.58%
miz--> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1
57.0 97.0
5000 - :
16.00
m/z 57.10 92.40%
39.0
0 \‘\ \‘\ | ‘\ ‘ \H\ \H\ \‘L L 158;"022202640 308.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol
83.0
43.0
T I
16.00
5000 m/z 55.05 90.06%
25.0
oL LLILiiL 1 1702000 2800
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol T ‘
57.0 97.0 16.00
m/z 97.10 86.35%
5000
39.0
oLl Ll LT 1810222.0064.03060 3784
e e e S S e e e ——
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF082024.M Sat Aug 24 03:10:40 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 2-Heptadecanone Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.157 2.09 ng 53497  Perylene-d12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Heptadecanone 254 C17H340 002922-51-2 53
2 6-Hydroxy-6-methyl-2-heptanone 144 C8H1602 1000432-37-3 50
3 2-Hexadecanone 240 C16H320 018787-63-8 50
4 Butyl S-2-dimethylaminoethyl met... 239 C9H22NO2PS 056217-63-1 38
5 0-Ethyl S-2-dimethylaminoethyl e... 225 C8H20ONO2PS 098543-25-0 38

Abundance Scan 2391 (16.157 min): BF139151.D\data.ms (-2387) (- m/z 59.05 100.00%
59.0

5000
hoan Ba
96.0
1270 1770 16.00 16.50
0 ,“H\“xuu‘:‘w“l ““MJ‘!‘M“wuH‘H‘H_HJ_“‘2‘9?11‘””‘w,uzﬁ?’rf m/z 58.00 80.85%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141023: 2-Heptadecanone
58.0
5000 A O M

o

254.0
’2\%\(\)‘“\ T \M‘ \W“} T H\‘\ \‘1“ T \ \]\-‘2\?\\0‘ TT \]\-‘6\6\\\0‘ \]-\9\\6‘ \o\%‘zﬁ \(\)‘ TT \‘\ ’ TTTT ’ TTT
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #24163: 6-Hydroxy-6-methyl-2-heptanone
59.0

T T
16.00 16.50
5000 m/z 71.00 58.49%

116.0
0 |
,H‘W‘H“"‘“‘:‘“"""""‘J""""""""‘_ww_m,w,m
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance : i . : T

#123923: 2-Hexadecanone ‘
58.0 16.00 16.50

m/z 55.00 22.03%

29.0
6.0 240.0
LS o,

T T
m/z--> 20 40 60 80 100120140160180200220240260280 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.851 3.41 ng 87539  Perylene-di12 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 94
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane, heptadecyl- 282 C19H380 067860-04-2 90
4 Eicosanal- 296 C20H400 002400-66-0 87
5 Tetradecanal 212 C14H280 000124-25-4 86
Abundance Scan 2509 (16.851 min): BF139151.D\data.ms (-2503) (- m/z 57.05 100.00%
57.0
96.0
5000
— ——
‘ m ’ﬁsu 2210 2761 16.50 17.00
[ — b T m/z 43.10 90.70%
miz-> 50 100 150 200 250
Abundance #158580: Oxirane, hexadecyl-
82.0

3

5000 — —
16.50 17.00

m/z 82.05 79.68%

0

m/z--> 50 100 150 200 250
Abundance #158567: Octadecana
43.0 82.0

-

L

-\ AV}

‘ \
16.50 17.00

5000 m/z 55.00 58.36%
‘ m124.0 010 250.0
0 h L “\‘\h‘ I H‘h H\}]'S\\‘}‘q‘ o ‘ i ‘H ‘\

<

miz--> 50 100 150 200 250
Abundance #176357: Oxirane, heptadecyl- — ——
43.0 2 16.50 17.00
m/z 96.05 55.33%
5000

82.0

-

24.0
| \ ‘ | | 1660 2220 2640

oLl A b b i e — —
miz--> 50 100 150 200 250 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc S-929-K1-S0O-0-0.5-082024

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024 .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 unknownl7.357 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.357 2.58 ng 66151 Perylene-di2 15.533
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentadecanone 226 C15H300 002345-28-0 47
2 Octanal, 7-hydroxy-3,7-dimethyl- 172 C10H2002 000107-75-5 43
3 2-Heptadecanone 254 C17H340 002922-51-2 40
4 2-Tetradecanone 212 C14H280 002345-27-9 38
5 2-Pentanone, 5-methoxy- 116 C6H1202 017429-04-8 37
Abundance Scan 2595 (17.357 min): BF139151.D\data.ms (-2590) (- m/z 59.05 100.00%
59.0
5000 /\
96.0 T AT
‘ | ‘ 127.0 163.1 208.0 283.; 17.00 17.50
oL . H‘N M‘H“ “Hu‘ HHH Al : TR ‘M‘ L — L m/z 43.05 82.15%
miz-> 50 100 150 200 250
Abundance #107144: 2-Pentadecanone
58.0
5000 — ——
17.00 17.50
m/z 58.00 62.05%
96.0
0 \2\7“;0‘\“ ‘h \‘M\‘h‘i ‘”“1\2”39 ‘1\6?0\ | \‘2\2?\0\ A
miz--> 50 100 150 200 250
Abundance #47070: Octanal, 7-hydroxy-3,7-dimethyl-
59.0
L Lol
17.00 17.50
5000 m/z 71.00 39.70%
290 || L]0
0k ‘MMWMMN‘WHW‘MJ‘k — T
miz--> 50 100 150 200 250
Abundance #141018: 2-Heptadecanone “ T
58.0 17.00 17.50
m/z 57.00 30.43%
- LJ\/\M
96.0 254.0
7% B L T I s s
m/z--> 50 100 150 200 250 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082324\
Data File : BF139151.D

Acqg On : 23 Aug 2024 17:13

Operator : RC/JU

Sample : P3707-01 :

Misc : S-929-K1-S0O-0-0.5-082024

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082024.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... 2.205 77.3 ng 20091106 1 6.898 519893 20.0
(S)-(+)-1,2-Pro... 3.405 3.6 ng 94800 1 6.898 519893 20.0
2-Pentanone, 4-... 5.116 5.2 ng 133988 1 6.898 519893 20.0
Ethanol, 2-(2-e... 6.716 2.2 ng 56338 1 6.898 519893 20.0
Eucalyptol 7.051 7.8 ng 202945 1 6.898 519893 20.0
1-Phenoxypropan... 8.487 4.5 ng 150479 2 8.175 663320 20.0
unknown10.028 10.028 2.0 ng 75560 3 9.934 745914 20.0
n-Hexadecanoic ... 11.939 5.8 ng 198725 4 11.416 688060 20.0
Trichloroacetic... 13.904 6.6 ng 163160 5 14.051 497668 20.0
Cyclopentadecane 14.539 9.6 ng 237693 5 14.051 497668 20.0
Tetracosane 15.192 5.6 ng 142645 6 15.533 512844 20.0
Oxirane, hexade... 15.786 2.5 ng 65056 6 15.533 512844 20.0
Hexacosane 16.033 5.8 ng 149341 6 15.533 512844 20.0
n-Tetracosanol-1 16.086 3.1 ng 80429 6 15.533 512844 20.0
2-Heptadecanone 16.157 2.1 ng 53497 6 15.533 512844 20.0
Octadecanal 16.851 3.4 ng 87539 6 15.533 512844 20.0
unknownl17.357 17.357 2.6 ng 66151 6 15.533 512844 20.0
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