LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc :

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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134473.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 3 16 21 rBV 236176 371834 11.41% 1.736%
2 5.116 511 515 522 rBv2 23065 33560 1.03% 0.157%
3 5.481 573 577 580 rBV 3348547 3191078 97.88% 14.898%
4 6.481 742 747 750 rBV 2885623 3260247 100.00% 15.221%
5 6.833 803 807 815 rBV 742036 648590 19.89%  3.028%

6 7.398 899 903 906 rBV 2091773 2069998 63.49% 9.664%
7 8.110 1021 1024 1033 rBV 1042736 812011 24.91%  3.791%
8 9.192 1203 1208 1211 rBV 3343423 3006772 92.23% 14.038%
9 9.586 1271 1275 1279 rBV 105037 96553 2.96% 0.451%

9

10 .869 1319 1323 1326 rBV 935617 728114 22.33%  3.399%
11 10.663 1454 1458 1462 rBV 1847380 1766558 54.18%  8.248%
12 11.363 1573 1577 1580 rBV 643221 528536 16.21% 2.468%
13 11.892 1664 1667 1675 rBV3 176854 184725 5.67% 0.862%
14 12.586 1782 1785 1788 rBV 48927 45466 1.39% 0.212%
15 12.686 1799 1802 1808 rBV3 27291 38025 1.17% ©0.178%
16 12.815 1819 1824 1828 rVB 52544 50973 1.56% 238%

17 12.963 1844 1849 1852 rBV 2679376 2370674 72.71% 11.
18 13.874 1999 2004 2013 rBv2 128805 309619  9.50%

ONR RO
IS
IS
o
R

19 14.027 2025 2030 2033 rBV 488076 508194 15.59% 373%
20 14.115 2042 2045 2050 rBV7 21819 35338 1.08% 165%
21 14.486 2105 2108 2111 rBV 329109 297373 9.12% 1.388%
22 14.521 2111 2114 2120 rVB2 96091 168582 5.17% 0.787%
23 14.798 2159 2161 2167 rVB2 33689 41518 1.27% 0.194%
24 14.951 2180 2187 2191 rBV2 86349 128799 3.95% 0.601%
25 15.145 2217 2220 2224 rVB 129532 152357 4.67% 0.711%
26 15.209 2227 2231 2233 rBV5 32898 55141 1.69% 0.257%
27 15.527 2280 2285 2295 rBV 240198 328356 10.07% 1.533%
28 15.756 2320 2324 2329 rVB 53475 71600 2.20% 0.334%
29 15.998 2363 2365 2368 rVB3 36999 35757 1.10% 0.167%
30 16.127 2383 2387 2391 rBV5S 25423 34419 1.06% 0.161%
31 18.544 2791 2798 2799 rBV6 24222 48250 1.48% 0.225%
Sum of corrected areas: 21419017
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF134473.D\data.ms
5.481

3000000 6.481
2500000
7.398
2000000

1500000

1000000
6.833

500000

p.181
5.116

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

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF134473.D\data.ms

9.192

3000000
12.963

2500000
2000000 10.663

1500000

8.110
1000000 9.869

11.363
500000
11.892
9.586
0 LR L - 1ogmese

— — — — — ) — ‘ ‘
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12. 00 12 50 13 00
Abundance TIC: BF134473.D\data.ms

3000000
2500000
2000000
1500000

1000000

500000 14.027
14.486 15.527

13874, 115 1452114 49903%0 | 15.75a5.988127 18.544

e N A e T
0 T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ 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\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 3
R.T. EstConc Area Relative to ISTD R.T.
2.181 11.47 ng 371834  1,4-Dichlorobenzene-d4 6.833

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 16 (2.181 min): BF134473.D\data.ms (-3) (-) m/z 73.05 100.00%
73.0
5000 43.0
87.1
EAERRREEEA
570 2.202.302.402.502.60
e SO m/z 43.00  43.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 RN RN RN
43.0 2.202.302.402.502.60
: 87.0 m/z 55.05 28.62%
29.0 %
\‘H\”“HH“‘f‘\‘f\‘\f\‘?‘-\o\\\“\}\\’\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 T
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.17%
27.0
IS A e 1120 1290
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-  EARaRRRREARIEIEIE LR
73.0 2.202.302.402.502.60
m/z 41.05 13.10%
5000 43.0
58.0
29.0 87.0
[ Uy |
T e e e e e R TR R R
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\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.892 6.99 ng 184725  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Dodecanoic acid 200 C12H2402 000143-07-7 89
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 Undecanoic acid 186 C11H2202 000112-37-8 62

Abundance Scan 1667 (11.892 min): BF134473.D\data.ms (-1664) (-] ' m/z 73.00 100.00%
43.0 73.0

5000

=
N
©
5

213.1

157.1185.2

= T
H 256.1 11.50 12.00
\H‘HH“‘H m/Z 43.05 96.2600

m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0

5000 — —
129.0 11.50 12.00
213.0 m/z 60.00 92.09%
H(ﬂ 157.0185.0 ‘
:I\-ﬁ‘o\\\\ HH\H\1‘{‘\‘””\H““H“”h“\”\‘\\‘HH‘HH‘\‘\\‘H‘HH‘\‘\H‘HH‘\
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #92063: Tridecanoic acid
e
43.0 730
— ey
11.50 12.00
5000 129.0 m/z 41.10 81.99%
171.0
214.0
150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #75713: Dodecanoic acid 5 —
73.0 11.50 12.00
43.0 m/z 57.10 80.53%
5000
129.0
157.0 200.0
Tl
\u‘\‘1ui‘;‘\\“M\‘l\‘\“‘Mwwu‘i‘\‘u‘u‘{‘uu‘u‘u‘\m‘\m‘\m‘\m‘\ — — L5
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 1-Docosene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.874 12.19 ng 309619 Chrysene-d12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 1-Tetracosene 336 C24H48 010192-32-2 95
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 95
4 1-Heneicosanol 312 C21H440 015594-90-8 95
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
Abundance Scan 2004 (13.874 min): BF134473.D\data.ms (-1999) (- m/z 57.05 100.00%
57.0
. NVJLPAWNMJ\\MWMWAAWAM
1350 1400
39.1 ¢ 230 1 : .
| L JH\ “H‘m ABATTIL 80193801 L, s5.16 99.66%
miz--> 50 100 150 200 250 300 350
Abundance #209741: 1-Docosene
55.0
97.0
5000 — e
13.50 14.00
m/z 43.05 95.23%
14.d‘m \H‘ | ‘L 13901810 308.0
\\1‘\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0
— ——
13.50 14.00
5000 m/z 83.05 79.12%
250
i ‘u‘ L. 16802100 3360
m/z--> 50 100 150 200 250 300 350
Abundance #261457: Heptadecyl trifluoroacetate T 7
57.0 13.50 14.00
97.0 m/z 69.05 72.51%
B %\AJLM
\‘ \‘\ I \ \ \h u 182 0 238.0 283 0 334.0
b e T L o L — ——
m/z--> 50 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Pentacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.486 11.70 ng 297373  Chrysene-di12 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 95
2 Hexacosane 366 C26H54 000630-01-3 94
3 Tricosane 324 (C23H48 000638-67-5 94
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
5 Octadecane, 2-methyl- 268 C19H40 001560-88-9 94
Abundance Scan 2108 (14.486 min): BF134473.D\data.ms (-2105) (- m/z 57.05 100.00%
57.0
- \/AM¢VM,A\M\W~AK
9.0 LI
14.50
41. 0183 2
ol L1 “‘ J141018322252 2951 35303971 ., 43.1p  64.25%
miz--> 50 100 150 200 250 300 350 400
Abundance #262011: Pentacosane
57.0
5000 T
14.50
9.0 m/z 71.10 61.32%
A 170183.0225.0267.0309.0352.0
\\\‘ \\‘\\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350 400
Abundance #275539: Hexacosane
57.0
P
14.50
5000 m/z 85.05 45.,23%
20 366.0
141.0
UL o 0225006703090 R
m/z--> 50 100 150 200 250 300 350 400
Abundance #229644: Tricosane =
57.0 14.50
m/z 55.00 25.64%
B Jw
324.0
| oz A
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Pentafluoropropionic acid, ... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.521 6.63 ng 168582  Chrysene-di2 14.027
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
3 1-Pentadecene 210 C15H30 013360-61-7 90
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 87
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 87
Abundance Scan 2114 (14 521 min): BF134473.D\data.ms (-2111) (- | m/z 83.10 100.00%
39.0 1450 |
4 187.1 240.1 .
- M‘H u“ ‘uu n‘“‘ \u”\ .mhmmmu \um’.mm i, m‘\ | “2‘9? }%49‘\2‘”“ ‘4‘0‘0‘8‘ m/z 55.10 97.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
5000 — :
11.0 14.50
m/z 57.85  90.84%
\\“\‘i“ “\\“’““%5‘4.\\0\\2’].(\)\()\2\5‘5\\0\\‘\\\?5‘6\\0\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
T \
14.50
5000 m/z 43.00 77 .54%
169.0
\‘m ‘\‘ g 212.02550 406
i A L T
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #87652: 1-Pentadecene T
43.0 14.50
m/z 97.10 75.36%
h WJ/\W/L
4
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.798 2.53 ng 41518  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 53
2 Hexacosane 366 C26H54 000630-01-3 52
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 52
4 Sulfurous acid, decyl 2-propyl e... 264 C13H2803S 1000309-12-1 49
5 Triacontane 422 C30H62 000638-68-6 47
Abundance Scan 2161 (14.798 min): BF134473.D\data.ms (-2159) (-} ' m/z 57.05 100.00%
57.0
- &wvA\M\WAAAwﬂjknw
9.0 1489 1450 15,00
‘ 9 196.3 242.1 7860 3411 14.50 15.00
—a L m/z 43.10  78.03%
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
5000 e =
14.50 15.00
m/z 71.00 71.57%
| L | | F%Q 141.0 183.0 226.0
\\\’\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
P =
14.50 15.00
5000 ITI/Z 85.10 50.88%
i L T
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- = =
57.0 14.50 15.00
m/z 55.05 36.70%
B M
141 0
ALl w\ [ M40 21002530 3090 g ol Mt
m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Oxirane, hexadecyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.951 7.85 ng 128799  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, hexadecyl- 268 C18H360 007390-81-0 97
2 Octadecanal 268 C18H360 000638-66-4 94
3 Hexadecanal 240 C16H320 000629-80-1 91
4 Z-2-Octadecen-1-o0l 268 C18H360 1000131-11-0 90
5 Tricosanal 338 C23H460 072934-02-2 87

Abundance Scan 2187 (14.951 min): BF134473.D\data.ms (-2180) (- m/z 57.10 100.00%
57.1

S
(] H‘ ]ﬂ'o 2070 2840 3552 15.00
o \\‘u L “\‘ L P S W0 SN m/z 43.10 88.47%
miz--> 50 100 150 200 250 300 350
Abundance #158580: Oxirane, hexadecyl-
82.0
5000/ 41, S
15.00
m240 m/z 82.05 81.26%
AL eso 20 ses0
miz--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal
43.0
=
15.00
m/z 55.00 71.09%
5000 be.0 /
. ‘h 70 asa0 200
m/z--> 50 100 150 200 250 300 350
Abundance #123919: Hexadecanal —
43.0 15.00
06.0 m/z 96.05 58.99%
5000
Ll e 1ss0
I 1 \ I I Il |
e b A e e —
m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.145 9.28 ng 152357  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Heptadecane 240 C17H36 000629-78-7 94
4 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2220 (15.145 min): BF134473.D\data.ms (-2217) (- m/z 57.10 100.00%
57.1

S
1321570 206.2 254.1 309.1 357.0 15.00 15.50
A1 357020622541 309.1397.0 4250 .. 43.95  68.76%

m/z--> 50 100 150 200 250 300 350 400
Abundance #141056: Octadecane
57.0

5000

5000
uh\

T
15.00 15.50
m/z 71.10 63.76%

13.0
\‘J\ } “‘\ \‘“‘\]‘;“ \“‘\“\ { ‘1‘\6‘\9\0\ T \2\5“4\\0\ L L B B BB B
miz-> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane

57.0

—
15.00 15.50
5000 m/z 85.10  49.99%

1111139 1600 280

T B R L e B e I S BRI AR
m/z--> 50 100 150 200 250 300 350 400
Abundance #123961: Heptadecane

T
57.0 15.00 15.50
m/z 55.10 30.78%

5000

\‘ | ‘ 1130 1690 2400

T 7
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknownl15.209 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.209 3.36 ng 55141  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-98-2 41
2 1-Methyl-4-(1-methylethyl)-cyclo... 140 C10H20 000099-82-1 38
3 1-Octadecene 252 C18H36 000112-88-9 38
4 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-96-0 38
5 Cyclohexane, 1-methyl-4-(1-methy... 140 C10H20 001678-82-6 38

Abundance Scan 2231 (15.209 min): BF134473.D\data.ms (-2227) (- m/z 55.00 100.00%

58.0
5000

— —
15.00 15.50

m/z 57.10  98.25%

m/z--> 50 100 150 200 250 300 350 400
Abundance #69427: Cyclohexane, 1-(cyclohexylmethyl)-4-methyl-, tre
55.0
97.0

5000 — s
15.00 15.50

m/z 43.10 87.48%

194.0
LI }“ “‘\ M “\‘\M ‘U \]-\3\9.‘0\ T \" L ‘ L ‘ T T 1T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #20765: 1-Methyl-4-(1-methylethyl)-cyclohexane
55.0

97.0 o A
15.00 15.50

5000 m/z 97.05 72.90%
‘ 140.0
“‘\“““\“‘L““““\!‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\ M‘/\J/WM
m/z--> 50 100 150 200 250 300 350 400
Abundance #138519: 1-Octadecene T —
43.0 15.00 15.50

m/z 69.05 65.46%

13901870 2520

5000

\ T
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Hexacosanal Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.756 4.36 ng 71600  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 83
2 Octacosanal 408 C28H560 022725-64-0 83
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 80
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 74
5 Eicosanal- 296 C20H400 002400-66-0 74

Abundance Scan 2324 (15.756 min): BF134473.D\data.ms (-2320) (-] ' m/z 57.10 100.00%

57.1
5000
09.1

—— —
120649 3499 15.50 16.00

—AL “‘I H hmhlm‘hmu\w\ ”mn\ ! ‘H‘Iuh‘w\w My l\“l‘ TR m/z 43.05 85.72%

miz--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosanal
57.0

5000 — e
15.50 16.00
10.0 m/z 81.95 79.62%
362.0
T ‘\ “‘ \‘\‘ 1 \h‘ N“\“‘\“\ “ \]-\8\0\0‘ T \2\5‘0\0\ \3\?6\9\ T ‘ \‘\ T ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal
57.0
e o
15.50 16.00
5000 m/z 55.00 61.52%
1.
390.0
a0 2210 7m0 30 P00
m/z--> 50 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl- —— —
82.0 15.50 16.00

m/z 96.10 53.63%

\‘ﬂ ‘H “ h ‘\ 250 0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50

Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 12 unknownl5.998 Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.998 2.18 ng 35757  Perylene-di12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalane 422 C30H62 000111-01-3 25
2 7-(1-Hydroxy-cyclohexyl)-2,2-dim... 238 C15H2602 083040-91-9 14
3 5-Ethyl-5-methylnonadecane 310 C22H46 1000360-42-7 12
4 Eicosane, 2-methyl- 296 C21H44 001560-84-5 10
5 Hentriacontane 437 C31H64 000630-04-6 10

Abundance Scan 2365 (15.998 min): BF134473.D\data.ms (-2363) (- 57.10 100.00%
57.1

&

5000
207.1
“ 252.0296.1 349.1 399.0 1600
el 43.10  37.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #314327: Squalane
57.0
5000
113.0 1600
‘ 3.0 85.00 33.81%
T ‘\ \“ “ “‘ \“‘\ J \“ \“\ \‘ “\ ‘\ \“ T “ \‘ \‘\ “\ ‘ \2\8\2\9 \\33\7\ ‘o\ T \40‘7\ \0\
miz--> 50 100 150 200 250 300 350 400
Abundance #121091: 7-(1-Hydroxy-cyclohexyl)-2,2-dimethyl-hept-5-¢
57.0
1600
5000 ITI/Z 207.05 33.25%
1400 &Wwwwﬂﬁwwwwwmﬁmmmwww
‘ L‘ I M\M I 1\9?02380
‘ e T
m/z--> 50 100 150 200 250 300 350 400
Abundance #212294: 5-Ethyl-5-methylnonadecane —
57.0 16.00
m/z 99.10 20.31%
5000
113.0
281.0
| e 2110 Pl
m/z--> 50 100 150 200 250 300 350 400 16.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 25

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072523\
BF134473.D

Jul 2023 20:50

: CG\JU
: 03647-01

. 16

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 unknownl6.127 Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
16.127 2.10 ng 34419  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,6,8-Tetrathiatricyclo[3.3.1.... 282 C9H14S5 057274-35-8 38
2 Propanenitrile, 3-[(1,5,7-trimet... 353 C11H15NS6 057274-41-6 35
3 9-Methylcorticosterone acetate 402 C24H3405 1000128-16-0 35

4 Propanamide, 2-methoxy-N-(1-phen... 207 C12H17NO2
5 3,6,9,12-Tetraoxatetradecan-1-o0l... 322 C15H3405Si

1000142-13-8 35
1000352-09-6 27

Abundance Scan 2387 (16.127 min): BF134473.D\data.ms (-2383) (-
43.0

m/z 43.00 100.00%

5000

3

7 —
16.00 16.50
m/z 58.95 99.23%

m/z--> 0 50 100
Abundance #176524: 2,4,6,8-Tetrathiatricyclo[3.3.1.1(3,7)]decane-1-t

150 200 250 300 350 400

1 M@aﬂmmw
5000
16.00 16.50
117.0 282.0 m/Z 71.10 70.76%
217.0
o MLH\‘MHH‘HH\‘\‘ I ““‘\h“\“‘l“ \;\‘%P?r% | A d‘ T
miz-> 0 50 100 150 200 250 300 350 400
Abundance #262073: Propanenitrile, 3-[(1,5,7-trimethyl-2,4,6,8,9-pen
59.0
e e
16.00 16.50
5000 197.0 ITI/Z 57.95 68.73%
117.0 289.0 353.0
150 1 o 2002 7T
miz—> 0 50 100 150 200 250 300 350 400 J\% ﬂ(\ /! (/Vtw "
Abundance #303716: 9-Methylcorticosterone acetate I ‘ﬂ ‘n‘ L M M ‘
43.0 16.00 16.50
m/z 44.00 46.75%
5000 V\/‘/‘J\/M\/\WWMNW
301.0
91.0 225.0
‘ ‘ 35.0 81.0 402.(
— ‘\mh‘\‘u‘h ‘H\“H\‘ ) 344.0 — —
m/z--> 0 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 unknownl8.544 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.544 2.94 ng 48250  Perylene-d12 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indole, 2-methyl-3-phenyl- 207 C15H13N 004757-69-1 11
2 (p-Methoxyphenyl)-acetonyl-dimet... 222 C12H1802Si 055909-55-2 11
3 4-Aminophenyl thiocyanate, N-TMS 222 C10H14N2SSi 1000472-70-9 11
4 Cyclopentene-1-carboxylic acid, ... 332 C23H2402 1000159-40-6 10
5 1-((1-Butyl-1H-tetrazol-5-yl)(ph... 422 C24H31FN6 1000483-68-9 10
Abundance Scan 2798 (18.544 min): BF134473.D\data.ms (-2791) (-] ' m/z 41.05 100.00%
41,0
207.1
95.0
5000 46.9 339.0
289.0
384.9 B RREEREE S
" ‘ ‘ 18.2018.4018.6018.80
i m/z 44.00  94.54%
m/z--> 50 100 150 200 250 300 350
Abundance #84033: 1H-Indole, 2-methyl-3-phenyl-
207.0
5000 L LA BN A B B B
18.2018.4018.6018.80
m/z 207.05 75.63%
300 130.0
\\“\.\“\‘\‘8\9‘\‘.3\\!‘\“\“\‘h\\“‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #101292: (p-Methoxyphenyl)-acetonyl-dimethylsilane
165.0207.0
43.0
B RREEREE S
18.2018.4018.6018.80
5000 m/z 69.00 74.17%
99.0
N YTV O SO
m/z--> 50 100 150 200 250 300 350
Abundance #100768: 4-Aminophenyl thiocyanate, N-TMS B RREEREE S
207.0 18.2018.4018.6018.80
m/z 175.15 64.31%
73.0
5000
149.0
m/z--> 50 100 150 200 250 300 350 18.2018.4018.6018.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72523\
Data File : BF134473.D

Acqg On : 25 Jul 2023 20:50
Operator : CG\JU

Sample : 03647-01

Misc

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 11.5 ng 371834 1 6.833 648590 20.0
n-Hexadecanoic ... 11.892 7.0 ng 184725 4 11.363 528536 20.0
1-Docosene 13.874 12.2 ng 309619 5 14.027 508194 20.0
Pentacosane 14.486 11.7 ng 297373 5 14.027 508194 20.0
Pentafluoroprop... 14.521 6.6 ng 168582 5 14.027 508194 20.0
Hexadecane 14.798 .5 ng 41518 6 15.527 328356 20.0
Oxirane, hexade... 14.951 7.8 ng 128799 6 15.527 328356 20.0
Octadecane 15.145 9.3 ng 152357 6 15.527 328356 20.0
unknown15.209 15.209 3.4 ng 55141 6 15.527 328356 20.0
Hexacosanal 15.756 4.4 ng 71600 6 15.527 328356 20.0
unknown15.998 15.998 2.2 ng 35757 6 15.527 328356 20.0
unknownl16.127 16.127 2.1 ng 34419 6 15.527 328356 20.0
unknown18.544 18.544 2.9 ng 48250 6 15.527 328356 20.0
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