LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132923.D

Acqg On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc : 20230348-COMP-26

ALS Vvial : 11  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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132923.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.957 479 488 496 rBvV 121607 166646 2.23% 0.294%
2 5.363 552 557 560 rBV 5721509 5863657 78.40% 10.332%
3 6.104 679 683 697 rVB2 48279 103407 1.38% 0.182%
4 6.387 726 731 734 rBV 5510693 6129787 81.96% 10.801%
5 6.763 791 795 798 rBV 1999475 1586977 21.22% 2.796%
6 6.945 822 826 830 rVB 124188 106260 1.42% 0.187%
7 7.322 885 890 893 rBV 4071988 3889317 52.00% 6.853%
8 8.045 1009 1013 1015 rBV 2907982 2258193 30.19% 3.979%
9 8.069 1015 1017 1020 rVV 937952 720759 9.64% 1.270%
10 9.122 1192 1196 1200 rBV 7291726 6599231 88.23% 11.628%
11 9.798 1307 1311 1314 rVB 3401118 2570001 34.36% 4.529%
12 9.827 1314 1316 1319 rVB 203756 158252 2.12% 0.279%
13 10.086 1355 1360 1365 rBV 70633 83170 1.11% 0.147%
14 10.345 1401 1404 1410 rVB 95947 88725 1.19% 0.156%

3.

15 10.516 1429 1433 1436 rVB 2306352 1963835 26.26%

16 10.586 1441 1445 1448 rBV 5542854 4850683 64.85%

17 10.816 1479 1484 1490 rBV2 456838 458151 6.13% 807%
18 10.910 1495 1500 1504 rVvvV3 57733 90796 1.21%
19 11.157 1536 1542 1546 rBV7 44907 95220 1.27% 168%
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20 11.280 1559 1563 1565 rBV 3593948 2813209 37.61%

21 11.304 1565 1567 1570 rVV 336961 259854  3.47%
22 11.351 1572 1575 1578 rVB 108410 95789 1.28%
23 11.821 1650 1655 1659 rBV 924304 879562 11.76%
24 12.074 1695 1698 1704 rVB2 369344 304712  4.07%
25 12.486 1766 1768 1773 rBV 302310 265909 3.56%
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26 12.604 1784 1788 1793 rBV 252479 293961 3.93%
27 12.716 1802 1807 1810 rBV 242426 243439 3.25% ©.429%
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28 12.868 1829 1833 1837 rBV 7651546 7479381 100.00% 13.179%
29 13.110 1872 1874 1877 rVB 118927 106399 1.42% 0.187%
30 13.145 1877 1880 1888 rVB6 64763 87887 1.18% ©.155%

31 13.457 1930 1933 1938 rVB 107389 107875 1.44%
32 13.774 1983 1987 1995 rBV2 493193 713264  9.54%
33 13.915 2006 2011 2014 rBV 2768950 2580777 34.51%
34 14.051 2032 2034 2039 rVB 101946 89613 1.20%
35 14.098 2039 2042 2044 rVV 129401 110603 1.48%
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36 14.127 2044 2047 2053 rVB 244534 216528 2.89%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132923.D

Acqg On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc 20230348-COMP-26

ALS Vvial : 11  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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 14.404 2091 2094 2098 rBvV 124304 135650 1.81% 0.239%
38 14.704 2142 2145 2152 rVB 94715 114793 1.53% 0.202%
39 15.033 2198 2201 2206 rVB2 95450 94064 1.26% 0.166%
40 15.345 2249 2254 2260 rBV 1520272 1800688 24.08% 3.173%
41 15.398 2260 2263 2269 rVB 56847 81574 1.09% 0.144%
42 15.868 2338 2343 2348 rBV6 50211 93023 1.24% 0.164%

Sum of corrected areas: 56751621
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132923.D

Acq On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc : 20230348-COMP-26

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132923.D\data.ms

7000000

6000000 5.363 6.387

5000000

7.322
4000000

3000000

2000000 6.763

1000000

4,957 6.104 6.945

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

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: BF132923.D\data.ms
9.122 12.868

7000000

6000000 10.586

5000000

4000000
9.798 11.280

3000000 8.045
10.516
2000000

1000000 8,069 o8t MSﬂHOM
12.
9 271008610345 glm_ ggl &QG®¢16L«,§§%§EP

0—— " T R R e S ‘ _—— ;
Time--> 8.00 8.50 9.00 9.50 10 OO 10.50 11 00 11 50 12 00 12 50 13 OO
Abundance TIC: BF132923.D\data.ms

7000000
6000000
5000000
4000000
3000000 13.915

2000000 .
1000000 13.77

A5 HOGHT 14401 14704 15033 15398 1568
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

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\

Data Path :

Data File : BF132923.D

Acq On : 19 Apr 2023 21:12
Operator : CG\JU

Sample : 02366-11

Misc

ALS vial : 11

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

20230348-COMP-26

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
4.957 2.10 ng 166646  1,4-Dichlorobenzene-d4 6.763
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
Abundance Scan 488 (4.957 min): BF132923.D\data.ms (-479) (-) m/z 43.05 100.00%
3.0
5000 9.1
R e R R
1011 4.60 4.80 5.00 5.20
Ao s ;
-yt m/z 59.10 51.16%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
A
5000 L L L A LA BN B
59.0 4.60 4.80 5.00 5.20
m/z 58.10 17.15%
15.0 101.0
‘ A | 83.0 !
O\\\\‘\\\\‘\\\‘\‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz—-> 20 40 80 100 120 140
Abundance #9479: 2-Hexanol, 2-methyl-
59.0
T
4.60 4.80 5.00 5.20
5000 m/z 101.10 14.97%
101.0
41.0
N T Ao N
m/z--> 20 40 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A EamanEEES R
59.0 4.60 4.80 5.00 5.20
m/z 41.05 10.24%
5000 41.0
0 \H\‘ \‘M 12\6'0142'0
e
m/z--> 20 40 60 80 100 120 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\

Data File : BF132923.D

Acq On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc . 20230348-COMP-26

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Benzophenone Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
10.516 15.28 ng 1963840  Acenaphthene-d10 9.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 49
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 47
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47

Abundance Scan 1433 (10.516 min): BF132923.D\data.ms (-1429) (- m/z 105.05 100.00%
105.1
77.1
182.1
5000
51.0
T T
10.50
152.1
Ol el e 220 20 L m/z 77.10 0 62.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 ———
10.50
510 m/z 182.10  54.04%
o 20 | 127.0 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52291: Benzenebutanoic acid, .gamma.-oxo-
105.0
T \
10.50
5000 77.0 m/z 51.05 27.04%
51.0 178.0
o200 133.0 L
R o e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40426: Benzeneacetic acid, .alpha.-oxo-, methyl ester ——r ‘Aﬁ47
105.0 10.50
m/z 181.05 8.40%
77.0
5000
51.0
0 15.0 ‘ L 136.0 164.0
e e e e e e 4
m/z--> 20 40 60 80 100 120 140 160 180 200 10.50

8270-BF041723.M Fri Apr 21 15:00:04 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132923.D

Acq On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc 20230348-COMP-26

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Methanone, (1-hydroxycycloh... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.816 3.26 ng 458151  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 91
2 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 45
3 1,1'-Bicyclohexyl-1,1"'-diol 198 C12H2202 002888-11-1 45
4 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 45
5 1-(Prop-2-yn-1-yl)cyclohexyl car... 181 C10H15NO2 000358-52-1 45
Abundance Scan 1484 (10.816 min): BF132923.D\data.ms (-1479) (- m/z 99.05 100.00%
99.0
5000
55.1 — —
145.0 _ 10.50 11.00
ol Muw ] ‘M i 2881 2497 329 n/; g1.e5 77.83%
miz--> 50 100 150 200 250 300
Abundance  #79909: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 ! K e
10.50 11.00
55.0 m/z 77.10 29.97%
Ol\E).\q“\‘ LH M\ W “\‘ T }“\ ]\_?’\3\.0’ L ‘ L ’ L ‘ T T
miz--> 50 100 150 200 250 300
Abundance #14371: Cyclohexanol, 1-ethyl-
99.0
43.0 - e
' 10.50 11.00
5000 m/z 55.10 22.16%
0! -
m/z--> 50 100 150 200 250 300
Abundance #73597: 1,1'-Bicyclohexyl-1,1'-diol — —
99.0 10.50 11.00
m/z 105.05 17.60%
5000
41.0
olrtdibyq t 13701800 | S —
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132923.D

Acq On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc 20230348-COMP-26

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.822 6.25 ng 879562  Phenanthrene-di0 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 1655 (11.821 min): BF132923.D\data.ms (-1650) (- m/z 43.10 100.00%
43.1 |73.0
213.2 P e
| H‘ ? | 171.2 ‘ 256.3 11.50 12.00
0“WH‘““"WMJM‘NMNJNM"HW‘A‘JH‘MH‘_M‘_HAM‘ m/z 73.00 97.23%
m/z--> 20 40 60 80 100120140 160180200 220240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
167.01g5 02130  256.0 m/z 60.00 95.36%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
— 1
11.50 12.00
5000 129.0 m/z 57.10 83.09%
199.0
s e T
onsol G A 0 L
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid T T
43.0 73.0 11.50 12.00
m/z 41.10 76.73%
5000 129.0
171.0
214.0
0150? — —
m/z--> 20 40 60 80 100120140160 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\BF041923\

Data File : BF132923.D

Acq On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc 20230348-COMP-26

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 5 Isopropyl palmitate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.074 2.17 ng 304712  Phenanthrene-die 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Isopropyl palmitate 298 C19H3802 000142-91-6 87
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 n-Capric acid isopropyl ester 214 C13H2602 002311-59-3 47
4 Nonanoic acid, 1-methylethyl ester 200 C12H2402 028267-32-5 35
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 22

Abundance Scan 1698 (12.074 min): BF132923.D\data.ms (-1695) (- 43.05 100.00%
5000 102.1 Aﬁﬁyﬂﬂ¥mﬂkAWFwWkayw
256.3
ol ‘1 ?‘2‘ o w‘ ‘m Pk m/z 60.00  58.00%
m/z--> 50 250 300
Abundance #197285. Isopropyl pa|m|tate
43.0
102.0
5000 =T ‘
256.0 12.00
41.10  49.26%
157.0 2130
oL ‘h“ ‘r‘““‘“ h‘\ \\M‘ \‘H“ ety L] ‘\‘ , ‘ — ‘ “ : ‘2‘98"(
m/z--> 50 100 150 200 250 300
Abundance #143508: n-Hexadecanoic acid
2
430 256.0
1200
5000 ITI/Z 57.05 49.02%
129.0
83.0 213.0
‘ H 171.0 ‘
OH‘J ‘H\M\\““ “““\“‘H\‘ ‘\‘\H“HH‘
m/z--> 50 100 150 200 250 300
Abundance #92123: n-Capric acid isopropyl ester — ‘
43.0 12.00
m/z 102.10 43.76%
5000
102.0
155.0 ﬁ
m/z--> 150 200 250 300 12.00
8270-BF041723.M Fri Apr 21 15:00:10 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132923.D

Acq On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc 20230348-COMP-26

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.604 2.28 ng 293961  Chrysene-di12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 64
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 Oxalic acid, propyl tetradecyl e... 328 C19H3604 1000309-26-7 25

Abundance Scan 1788 (12.604 min): BF132923.D\data.ms (-1784) (- m/z 43.10 100.00%
43.1
73.0

5000

3

129.1
185.2 241.3 — ——
284. 12.50 13.00
el m/z 57.18  93.03%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284. —— e
185.0 241.0 12.50 13.00
m/z 73.05 84.56%
0 I ‘H““u‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid
60.0
= =
12.50 13.00
5000 129.0 ITI/Z 55.10 79.33%

171.0 2130 256.0

3

O,
m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #109281: Tetradecanoic acid —— —
73.0 12.50 13.00
43.0 m/z 60.00 79.19%

5000

129.0
185.0 228.0

0 O R IT RS M TENESE AR P sy
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

8270-BF041723.M Fri Apr 21 15:00:11 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132923.D

Acq On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc : 20230348-COMP-26

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Henicos-1-ene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.774 5.53 ng 713264  Chrysene-d12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Henicos-1-ene 294 C21H42 001599-68-4 95
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 Octacosanol 410 C28H580 000557-61-9 94
4 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 91
Abundance Scan 1987 (13.774 min): BF132923.D\data.ms (-1983) (- m/z 57.10 100.00%
57.1
07.1
5000
‘ 1350 1400
ol “u \ m”\ g 13911822 2483 3063 n/z 43.10  89.97%
m/z--> 50 100 150 200 250 300 350
Abundance #192005: Henicos-1-ene
55.0
97.0
5000 —r ——
13.50 14.00
204.0 ITI/Z 55.10 79.18%
O\“\““\‘ “\‘ ‘H “‘#‘\‘h “‘\%8\2\0‘2\2\4\9’\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #244232: Cyclotetracosane
43.0
83.0
—— —
13.50 14.00
5000 ITI/Z 83.10 64.39%
25.0
0 Ll ) “‘ | \H\ ) \‘L A 1567 0210. 0250 0293. 0336 0
e B R S e e
m/z--> 50 100 150 200 250 300 350
Abundance #308225: Octacosanol T ——
57.0 13.50 14.00
97.0 m/z 97.10  55.24%
B M/JV\A/\—V
oLild \\h 1102220 202 03340 3921
e R e e e he R e R e —— —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132923.D

Acqg On : 19 Apr 2023 21:12

Operator : CG\JU

Sample : 02366-11 :
Misc : 20230348-COMP-26

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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|
2-Pentanone, 4-... 4.957 2.1 ng 166646 1 6.763 1586980 20.0
Benzophenone 10.516 15.3 ng 1963840 3 9.798 2570000 20.0
Methanone, (1-h... 10.816 3.3 ng 458151 4 11.280 2813210 20.0
n-Hexadecanoic ... 11.822 6.3 ng 879562 4 11.280 2813210 20.0
Isopropyl palmi... 12.074 2.2 ng 304712 4 11.280 2813210 20.0
Octadecanoic acid 12.604 2.3 ng 293961 5 13.916 2580780 20.0
Henicos-1-ene 13.774 5.5 ng 713264 5 13.916 2580780 20.0
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