LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc :

ALS Vvial : 12 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-BF©52523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133493.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.175 11 15 21 rvB2 36218 49506  2.49% ©0.298%
2 5.034 497 501 512 rBV 107056 135351 6.80% 0.814%
3 5.439 565 570 573 rBV 2019116 1842686 92.52% 11.075%
4 6.451 737 742 745 rBV 1856701 1831140 91.94% 11.006%
5 6.833 804 807 811l rBV 726659 562270 28.23% 3.379%

6 7.098 849 852 859 rVB3 16655 24347 1.22% o

7 7.398 898 903 906 rBV 1330569 1143058 57.39% 6

8 8.122 1022 1026 1029 rBV 796508 719849 36.14% 4.327%

9 8.616 1107 1110 1116 rVB 57231 45943 2.31% o
9.198 1205 1209 1212 rBV 2327692 1991614 100.00% 11.

11  9.874 1320 1324 1327 rBV ~ 855985 686190 34.45%
12 10.586 1441 1445 1448 rBV 147426 112412 5.64%
13 10.657 1453 1457 1461 rBV 1276675 1075456 54.00%
14 11.357 1573 1576 1580 rBV 755022 653749 32.83%
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15 11.892 1661 1667 1676 rBV 214517 280374 14.08% 685%
16 12.033 1688 1691 1693 rBV2 25164 27011 1.36% 0.162%
17 12.068 1694 1697 1704 rVB5 38341 58567 2.94%  ©.352%
18 12.674 1794 1800 1807 rBV 77938 111560 5.60% ©.671%
19 12.951 1843 1847 1850 rVB 1948252 1663003 83.50%  9.995%
20 13.433 1924 1929 1938 rBV 403588 414248 20.80%  2.490%

21 13.510 1939 1942 1944 rBV 26253 25556 1.28%
22 13.680 1956 1971 1984 rBV3 128891 501362 25.17%
23 13.862 1998 2002 2014 rVB 101079 148936 7.48%
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24 13.998 2021 2025 2029 rBV 620296 580567 29.15% 489%
25 14.180 2053 2056 2058 rBV 22850 22175 1.11% 133%
26 14.645 2125 2135 2145 rBV2 151146 410221 20.60%  2.466%
27 14.768 2152 2156 2159 rBV 89785 105916 5.32% ©0.637%
28 14.868 2170 2173 2177 rVB 65773 66568 3.34%  ©.400%
29 14.998 2189 2195 2205 rVB4 54407 142561 7.16% ©.857%
30 15.133 2214 2218 2221 rBV 29904 41782 2.10% 0.251%

31 15.456 2268 2273 2278 rBV 534810 654462 32.86%
32 15.533 2279 2286 2298 rVB3 83733 277436 13.93%
33 15.951 2353 2357 2361 rBV3 18303 32757 1.64%
34 17.515 2612 2623 2635 rVB3 48453 199365 10.01%
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Sum of corrected areas: 16637998
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 25 May 2023 18:00
¢ CG\JU
: 02888-04

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052523\
BF133493.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF133493.D\data.ms

5.439
6.451

7.398

6.833

5.034

&/1\75 7.098

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

2000000

1500000

1000000

500000

TIC: BF133493.D\data.ms

9.198

12.951

10.657

9.874

8.122 11.357

11.892

10.586 12.674

|

0
Time-->

10.00 10.50 11.00 11.50 12.00

= e
12.50 13.00

Abundance

2000000

1500000

1000000

50000073.

TIC: BF133493.D\data.ms

13.998

15.456

533 1Eo51 17.515

Time-->

T
15.50

T T T
14.

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
50 15.00 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.034 4.81 ng 135351 1,4-Dichlorobenzene-d4 6.833

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 501 (5.034 min): BF133493.D\data.ms (-497) (-) m/z 43.00 100.00%

43.0
5000 59.1
P ST
65,0 1011 4.80 5.00 5.20 5.40
Obrrr bbb e et M/z 59.1@ 47.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L LI L R
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 58.00 15.31%
O \\\‘\f‘f.f‘\\I‘SIMTI\.?\\“H}\\‘\\}\‘\\\\‘\\\\8‘3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
P e
4.80 5.00 5.20 5.40
5000 m/z 101.10 13.80%
101.0
oL 180 310 | %89 790 60
SERRR R RRRRRERRRRRARRRRRRRRRRRANRRARRIAANRRRRRRRRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4156: 1-Propen-2-ol, acetate T REREEEE
43.0 4.80 5.00 5.20 5.40
m/z 41.00 8.67%
5000
58.0
150 370 72‘-0 100.0
Ot e e e e e
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\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.586 3.28 ng 112412  Acenaphthene-di10 9.874
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 53
3 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 50
4 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 50
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C1O0 000936-59-4 50
Abundance Scan 1445 (10.586 min): BF133493.D\data.ms (-1441) (- m/z 105.00 100.00%
105.0
77.0
5000 182.1

51.0

10.50

‘ 1521 ‘

bl e m/z 76,95 62.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 e
10.50
51.0 m/z 182.05 47.36%
0 2?.0 | L | 152.0 |
‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56777: Azobenzene
77.0
T \
182.0 10.50
5000 ITI/Z 51.00 27.23%
51.0 105.0
152.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #165542: Disulfide, dibenzoyl pstind
105.0 10.50
m/z 50.00 9.53%
77.0
5000
51.0
o270 | | " 152.0 242.C s
R A R ARAARERREE RS R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.892 8.58 ng 280374  Phenanthrene-di10 11.357
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 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1667 (11.892 min): BF133493.D\data.ms (-1661) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.2 e —
‘ 157.1185.2 2561 | 11.50 12.00
T — m/z 73.00 91.46%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 e —
129.0 11.50 12.00
213.0 m/z 59.95 86.52%
‘ H (ﬂ 157.0185.0 ‘
O ]\-ﬁ‘o\\\\ HH\H \M{‘\ ‘HH\H““HH‘N “\H\‘H‘HH‘H‘H‘\‘\ \‘H‘HH‘\‘\ H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
- —=
43.0 11.50 12.00
5000 m/z 57.05 77 .24%
129.0
1710 2140
101.0 ‘ ‘
o204 L “ wm ﬂ‘“ Jw‘:‘ N SRRV W RO
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid == —
43.0 ,73.0 11.50 12.00
m/z 41.00 67.55%
5000 129.0
199.0
s e
0%§Rk“JWNWwNmAWWMMMWHH_H‘JHWHH‘HHMHW‘ = —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Pentadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.674 3.41 ng 111560  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60

Abundance Scan 1800 (12.674 min): BF133493.D\data.ms (-1794) (. m/z 43.00 100.00%

43.0 73.0
5000
129.0

185.1 T 1200
241.2 284. 12.50 13.00

ob— M‘H‘\\‘ u“\ - ‘L ““ \‘ L “ “ R 1 m/z 73.00 89.71%

m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T ]
12.50 13.00

97.0 1710 213.0 256.0 m/z 55.00 78.63%
oLb— ‘M‘ H \‘\ \\hH\ u‘\ i ‘ ‘ ‘ . \[ “‘ T | ‘\‘ —
m/z--> 50 50 200 250
Abundance #126199.Pentadecan0k:acm
43.0 73.0
—— —
12.50 13.00
5000 129.0 m/z 59.95 77 .98%
‘ 199.0 2420
oL— “ ‘ \‘ H‘M “HM\‘\‘ Mhu\ M\ ] “‘ ‘1‘61‘0; ‘ . L A “\ o —
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid T —
73.0 12.50 13.00

m/z 57.05 77.44%

43.0
5000
129.0
185.0 228.0
HM‘ h“ M‘\ dul) L) ‘\ l ‘\

0 e —— ——
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 9-Octadecenamide, (Z)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.433 14.27 ng 414248  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 93
2 Nonanamide 157 C9H19NO 001120-07-6 53
3 Octanamide 143 C8H17NO 000629-01-6 50
4 2-Hydroxy-2,4-dimethyl-hept-6-en... 156 C9H1602 1000192-56-0 43
5 N-Chloroacetyl-dl-erythro-0-meth... 209 C7H12CINO4 1010214-48-1 43
Abundance Scan 1929 (13.433 min): BF133493.D\data.ms (-1924) (- m/z 59.00 100.00%
59.0
5000 ﬁJL
%0 1250
ob— U“ Hw‘ lap iy 16811081 2382 2810 ., 75 16 go.57%
miz-> 50 100 150 200 250
Abundance #174777: 9-Octadecenamide, (Z)-
59.0
5000 ]
13.50
1260 m/z 55.05 43.89%
WLFTOL, | sse0 20 2
O\\\\“‘ MM““\‘\ \“\“\\\‘\‘\‘\\‘\
miz--> 100 150 200 250
Abundance #34432: Nonanamide
59.0
—
13.50
5000 m/z 41.00 40.92%
29.0
ool j o W0 570
miz--> 50 100 150 200 250
Abundance #23422: Octanamide —
59.0 13.50
m/z 43.05 29.98%
5000
290‘” 00.0 1430
o‘whu‘””” e — —
m/z--> 100 150 200 250 13.50

8270-BF052523.M Fri May 26 11:55:37 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Tetratetracontane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.680 17.27 ng 501362  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Hexatriacontane 507 C36H74 000630-06-8 91
5 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 91

Abundance Scan 1971 (13.680 min): BF133493.D\data.ms (-1956) (- m/z 57.10 100.00%
7.1

5
5000

T —
13.50 14.00

7.1
0 ‘H‘}"Jmilfhm%ﬁ'?ﬁ?ﬁlmwmwHw‘_m_wm m/z 71.05 65.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 = —
13.50 14.00

m/z 43.05 56.50%

| 1 || £27:0197.0267.0337.0407.0 491.0562.0
‘\H\‘HH‘\\H‘\HI]W\\T[HT\‘TFH}HH‘\\H‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #194590: Heneicosane
57.0

T T
13.50 14.00

o

5000 m/z 85.10 45.09%
0 ETsem0amne
et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane T T
57.0 13.50 14.00

m/z 55.00 22.90%

h JL\L
ij ﬂ?1970 309.0379.0

0‘\\H“\\‘\\“\H\‘\"\\‘l\“’\‘\‘\'\"\'\\‘\"\H\‘\\\\‘HH‘HH‘HH‘HH‘H\ T

\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Nonadecyl pentafluoropropio... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.862 5.13 ng 148936  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 87
3 n-Tetracosanol-1 354 C24H500 000506-51-4 87
4 Tricosyl pentafluoropropionate 486 C26H47F502 1000351-81-0 83
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 83
Abundance Scan 2002 (13.862 min): BF133493.D\data.ms (-1998) (- m/z 57.05 100.00%
57.0
111.1
= —
13.50 14.00
168.1 2482
o_m‘\ m'l‘,l m/z 43.85  79.71%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #318054: Nonadecyl pentafluoropropionate
57.0
5000 1.0 — —
13.50 14.00
‘ m/z 55.85  63.84%
O‘ T \l‘\‘\“ T \‘\‘\“ }1]"'680 TTT \2‘6\6\\()\ ‘ TTTT ‘ TT \\4‘]_\2\(\)\ ‘ TTT \‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336401: 17-Pentatriacontene
57.0
— —
13.50 14.00
5000 1.0 m/z 83.05 56.37%
o ‘J‘ iy J‘.J ‘ﬂ}‘ ik ‘.?‘.2‘.7% 02780334.0390.0 490
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264238: n-Tetracosanol-1 T 7
43.0 13.50 14.00
m/z 97.05 49.30%
5000
7.0
o nn ” | 154.0210.0266.0 336.0
it ‘H“_“‘M“w A A P ——
m/z--> 0 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Hexacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.645 14.13 ng 410221  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 94
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Tetracosane 338 (C24H50 000646-31-1 91
5 Octacosane 394 (C28H58 000630-02-4 91

Abundance Scan 2135 (14.645 min): BF133493.D\data.ms (-2125) (- m/z 57.05 100.00%

57.0
5000

-
1450 15.00

71
195.0261.1 o
‘Hm_«wﬂ‘l‘Muw?,uH_m_HwmwHw‘_m_wm m/z 71.10  69.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane
57.0

5000 T
14.50 15.00
m/z 43.18  67.99%

|

|| 1270197.0267.0 3670
‘\\\\‘\\f\‘\\\\‘\\\\’\\\\‘\\f\‘W\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0

—
14.50 15.00

o

o

5000 m/z 85.05 48.03%
oL 019702670 3650
AR sy R e e R S SRR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T — T
57.0 14.50 15.00

m/z 55.00 25.79%

h fuﬂ\w»wﬂhw/\“A&W\wﬂwwﬂ
1 27.0

J J f/:7197.0267.0337.0407.0 491.0562.0

Ol L 1270 267 0337.0407.0 491.0562.0 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 9-Octadecenamide Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.768 3.24 ng 105916  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide 281 C18H35NO 003322-62-1 95
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
3 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 62
4 Tetradecanamide 227 C14H29NO 000638-58-4 59
5 Hexadecanamide 255 C16H33NO 000629-54-9 52

Abundance Scan 2156 (14.768 min): BF133493.D\data.ms (-2152) (-] ' m/z 59.00 100.00%

59.0
5000
T ‘ T ’J\

14.50 15.00
‘\‘F NM uH\‘ hu‘? Iy 5.0 221.0 280.9 350.(
0

0 e h20 250 P 300, ss.ee 61.43%

m/z--> 50 10 150 200 250 300 350
Abundance #174772: 9-Octadecenamide
59.0

5000 — e
14.50 15.00

m/z 72.00 60.08%

97.0
13‘69 178.0 220.0 28%[0
\\\\‘ \\[”\\\\‘\\\\‘\“\\\’\\\\‘\
miz-> 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0

o

14.50 15.00
5000 m/z 41.00 45.05%
o8 9%?H%4op 184.0 238.0 281.0 NWWWNMJRW}LAMﬁNVAMW
- T ‘ T T ‘ L ‘ T 1T ’ LB ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #245085: 13-Docosenamide, (Z)- — —
59.0 14.50 15.00

m/z 43.00 36.43%

) \JJ\J\W/\/
126.0
JMM 1700  240.0277.0 3370

oL — ‘ w“\‘h“‘\h\ MH h m P . L

m/z--> 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@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Supraene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.868 2.03 ng 66568 Perylene-di12 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 87
2 Squalene 410 C30H50 000111-02-4 78
3 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
4 3,7-Dimethyl-1-phenylsulfonyl-2,... 278 C16H2202S 1000432-27-5 64
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
Abundance Scan 2173 (14.868 min): BF133493.D\data.ms (-2170) (- m/z 69.05 100.00%
69.0
o ‘/\J\J\\/\/\
— —
1370 192.9 282.9 341.1385.1 14.50 1500
0 “WNJ‘WNMM“w‘\u“““““““““““““ m/z 81.05 53.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 — o
14.50 15.00
m/z 41.10 26.84%
137.0
077 o bbl g, 1910 273.0 3410 410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘Y\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #308258: Squalene
69.0
— ——
14.50 15.00
5000 m/z 95.05 12.63%
121.0
0270 1 4y )yl 11750 23102730 3410 a0y
e e e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol — ——
69.0 14.50 15.00
m/z 67.05 12.04%
B MW
137.0
D
0'7'41930 — —
m/z--> 50 100 150 200 250 300 350 400 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

BF@52523.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 unknownl4.998

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.998 4.36 ng 142561  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methyl-5,8-dihydro-1,4-naphtho... 174 C11H1002 086759-40-2 43
2 7-Methoxy-1-naphthol 174 C11H1002 067247-13-6 43
3 5-Aminolevulinic acid hexyl este... 359 C17H37NO3Si2  1000500-32-9 38
4 1H-Isoindole-1,3(2H)-dione, 2-(2... 205 C11H11NO3 211501-36-9 38
5 Thiophene, 2-(4-methylphenyl)- 174 C11H1es 1000380-56-1 38

Abundance Scan 2195 (14.998 min): BF133493.D\data.ms (-2189) (- m/z 174.10 100.00%
174.1
5000
2.0 410
93.0 269.1 ' 15.00
227.1 351.1
0 m/z 161.05 28.89%
miz--> 50 100 150 200 250 300 350 400
Abundance  #48970: 5-Methyl-5,8-dihydro-1,4-naphthoquinone
174.0
131.0
5000 s
1500
77.0 m/z 43.05 28.58%
O ‘H\H\H\"H\‘“\‘\‘\h‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #48929: 7-Methoxy-1-naphthol
174.0
131.0 15.00
5000 ITI/Z 187.10 25.14%
710‘ ‘
0\\\VHNLMJJ\WHJ\\\‘\\\\_\\\‘\\\\‘\\H‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #268553: 5-Aminolevulinic acid hexyl ester, 2TMS
174.0 15.00
m/z 159.00 23.54%
5000
73.0
090 || 1300 | 21602580  344.0 ™y ho e s
“““H“““‘““H“““““‘W“““‘ — L
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.533 8.48 ng 277436  Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 91
2 Octacosane 394 (C28H58 000630-02-4 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Pentacosane 352 C25H52 000629-99-2 91

Abundance Scan 2286 (15.533 min): BF133493.D\data.ms (-2279) (- m/z 57.10 100.00%
57.1

-

5000
1550 |
711971 :
o‘H“J‘J‘J“uﬁ‘l‘Muuw,m‘2“6‘5‘:9_HwHH‘HHw‘_m_wm m/z 43.10  63.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 —— :
15.50
m/z 71.10 59.63%
okl | 1 || }27:0197.0 267.0337.0407.0 491.0562.0
‘\\\\‘\\H‘\\\\‘\\\I]W\\T[HT\‘TFH}\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298426: Octacosane
57.0
1 \
15.50
5000 ITI/Z 85.05 41.04%

7.0
I ﬁi [, 197.0 2810 3940

:

0 et A e e e e e e e
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane T
57.0 15.50
m/z 69.05 19.93%
5000

-

oL 1]} 1#0197.0267.0 3670
LT AT 02670 3670

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.50

8270-BF052523.M Fri May 26 11:55:44 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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 unknownl17.515 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.515 6.09 ng 199365 Perylene-di2 15.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 65-2,3,8,8-Tetramethyltricyclo[5... 204 C15H24 137235-48-4 38
2 1-(4-Hydroxyphenyl)pyrrole-2,5-d... 189 C10H7NO3 1010411-37-9 38
3 Cyclopenta[b]pyridine, 3-cyano-2... 262 C13H14N202S 166113-76-4 38
4 1,5-naphthalenediol, 2-nitroso- 189 C10H7NO3 1000395-94-6 30
5 5,7-Indolinedicarboxaldehyde, 1-... 189 C11H11NO2 092287-89-3 30
Abundance Scan 2623 (17.515 min): BF133493.D\data.ms (-2612) (| m/z 43.85 100.00%
3.0
189.1
5000
107.1
T \
2621 a555  4sp. 17.50
0 J‘“UM‘UWM‘mm e m/z 189.10  78.30%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #80284: 6S-2,3,8,8-Tetramethyltricyclo[5.2.2.0(1,6)Junde

189.0
5000
17.50
69.0 119.0 m/z 55.05 42.74%
O TTT \H "“\“‘\‘H\U \‘H’Lh\ l‘”‘ \l‘“\”\’ W‘“\‘I\‘ ’J\ TTT ‘ T 1T ‘ T 1T ‘ T 1T ‘ T 1T ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #63586: 1-(4-Hydroxyphenyl)pyrrole-2,5-dione
189.0
R \
17.50
soool  24° m/z 107.16  33.15%
133.0
Y
miz-> 0 50 100 150 200 250 300 350 400 450 WWW
Abundance #150224: Cyclopenta[b]pyridine, 3-cyano-2-ethoxycarbon e
189.0 17.50

m/z 105.00  32.29%

5000

116.0 262.0

O ek by et e e
m/z--> 0 50 100 150 200 250 300 350 400 450 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052523\
Data File : BF133493.D

Acqg On : 25 May 2023 18:00
Operator : CG\JU

Sample : 02888-04

Misc

ALS Vvial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052523.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-... 5.034 4.8 ng 135351 1 6.833 562270 20.0
Benzophenone 10.586 3.3 ng 112412 3 9.874 686190 20.0
n-Hexadecanoic ... 11.892 8.6 ng 280374 4 11.357 653749 20.0
Pentadecanoic acid 12.674 3.4 ng 111560 4 11.357 653749 20.0
9-Octadecenamid... 13.433 14.3 ng 414248 5 13.998 580567 20.0
Tetratetracontane 13.680 17.3 ng 501362 5 13.998 580567 20.0
Nonadecyl penta... 13.862 5.1 ng 148936 5 13.998 1580567 20.0
Hexacosane 14.645 14.1 ng 410221 5 13.998 580567 20.0
9-Octadecenamide 14.768 3.2 ng 105916 6 15.457 654462 20.0
Supraene 14.868 2.0 ng 66568 6 15.457 654462 20.0
unknown14.998 14.998 4.4 ng 142561 6 15.457 654462 20.0
Octacosane 15.533 8.5 ng 277436 6 15.457 654462 20.0
unknown17.515 17.515 6.1 ng 199365 6 15.457 654462 20.0
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