LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc :

ALS Vvial : 13  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_ G\Methods\8270-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57826.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.430 222 228 233 rBV 18513 26649 1.09% 0.154%
2 5.029 323 330 340 rVB 465848 674278 27.53% 3.907%
3 5.493 402 409 418 rBV 671135 1033583 42.20% 5.989%
4 6.104 508 513 520 rVB 17619 28016 1.14% 0.162%
5 7.080 669 679 693 rBV 668184 1149516 46.93% 6.661%
6 7.920 814 822 831 rBV 162750 271143 11.07% 1.571%
7 9.083 1012 1020 1028 rBV 402293 696907 28.45% 4.038%
8 10.722 1292 1299 1309 rVB 242533 415699 16.97%  2.409%
9 13.178 1708 1717 1725 rBV 968505 1490337 60.85% 8.636%
10 14.553 1944 1951 1958 rBV 378915 580450 23.70%  3.363%
11 15.910 2177 2182 2187 rVB 140320 196938 8.04% 1.141%
12 16.040 2197 2204 2216 rBV 880889 1295349 52.89% 7.506%
13 16.692 2309 2315 2325 rBV 105677 163905 6.69% 0.950%
14 17.109 2381 2386 2396 rVB5 12329 27556 1.13% 0.160%
15 17.256 2406 2411 2413 rBV2 30134 41504 1.69% 0.240%

16 17.297 2413 2418 2424 rVW 482978 708207 28.91%
17 17.461 2442 2446 2456 rBV3 89190 145291 5.93%
18 17.796 2496 2503 2508 rBV3 12782 26724  1.09%

UL OO b
=
Ul
U
S

19 18.061 2543 2548 2558 rBV 197712 292305 11.93% 694%
20 18.196 2565 2571 2585 rBV 620872 936808 38.25% 428%
21 18.554 2625 2632 2638 rVV5 22827 52491 2.14% 0.304%
22 18.736 2658 2663 2672 rBv4 22969 52605 2.15% 0.305%
23 18.860 2680 2684 2690 rBV8 13023 25419 1.04% 0.147%
24 19.342 2759 2766 2774 rBV2 110959 223176 9.11% 1.293%
25 19.459 2783 2786 2798 rBV 82537 125705 5.13% 0.728%
26 19.912 2858 2863 2870 rVB 1551788 2127822 86.87% 12.330%
27 20.288 2923 2927 2930 rBV2 23735 27391 1.12% 0.159%
28 20.716 2997 3000 3004 rVB2 27725 30338 1.24% 0.176%
29 21.204 3079 3083 3092 rVB3 130280 223422 9.12% 1.295%
30 21.286 3092 3097 3103 rBV 53021 77190 3.15% 0.447%
31 21.551 3136 3142 3150 rVB 473217 726342 29.65% 4.209%
32 21.751 3172 3176 3179 rVB2 26943 34460 1.41% 0.200%
33 22.344 3273 3277 3282 rBV5 26873 51025 2.08% 0.296%
4

34 23.214 3417 3425 3434 rVB 1266863 2449311 100.00% 14.
35 24.700 3669 3678 3690 rVB 291484 829623 33.87% 4.807%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS Vvial : 13  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_G\Methods\8270-BG061923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 17257485
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057826.D\data.ms

1400000
1200000
1000000

800000
5.493 7.080

600000

5.029

400000 9.083

10.722
200000 7.920

4.430 6.104

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057826.D\data.ms

o

19.912
1400000

1200000
1000000{13.178

16.040
800000

18.196

600000 21.551

17.297
400000 14.553

200000 15.910 2 ios
: 16.692 461 48 0.716 2428691751 22.344
J\j 177 202880 S

Ol e e e e e e e e T T T T T

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057826.D\data.ms

1400000{ 53 214
1200000
1000000
800000
600000
400000 24.700

200000 J

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 2
R.T. EstConc Area Relative to ISTD R.T.
5.029 49.74 ng 674278 1,4-Dichlorobenzene-d4 7.920

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
Abundance Scan 330 (5.029 min): BG057826.D\data.ms (-323) (-) m/z 43.00 100.00%
3.0
59.0
5000
1o ' 4.805.005.205.40
‘ ‘ 83.0 TS S
o+ttt e m/z 59.00 63.50%
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 UL L L L BN L
4.80 5.00 5.20 5.40
101.0 m/z 101.00 18.56%
31\'0 L | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R a A RRRAmaREE
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 17.99%
20.0 101.0
Ot bl T30, 880
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- ““‘H““‘H,“‘W‘[\
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.23%
5000 41.0
29.
‘ ‘ 87.0
ST T N RSO |
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_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
6.104 2.07 ng 28016 1,4-Dichlorobenzene-d4 7.920

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 40
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9

4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 513 (6.104 min): BG057826.D\data.ms (-508) (-) m/z 43.00 100.00%

43.0 73.0
5000
1150 R AR EET
|, 560 1001 P 5.80 6.00 6.20 6.40
Ot e b e e m/z 73.00  88.48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-

5000 LB L L IR I |

5.80 6.00 6.20 6.40
m/z 115.00  11.20%

150 200 | seo | 100 180
OH\‘\\‘\\‘Hfi[\\\\[\”\\‘HH‘HH‘HH‘\H\‘\H\‘H\\‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #843: Acetamide, N-methyl-
30.0 43.0 73.0
R R Rl
5.80 6.00 6.20 6.40
5000 58.0 m/z 41.00 9.86%
15.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #837: N-Ethylformamide
30.0 73.0 5.80 6.00 6.20 6.40
m/z 42.00 7.19%
5000
44.0
58.0
170 Al \‘ M A A
Ot e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.910 6.79 ng 196938  Acenaphthene-di10 14.553
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
3 Phenacylidene diacetate 236 C12H1205 005062-30-6 47
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 1-Propanone, 2-bromo-1-phenyl- 212 CSH9Bro 002114-00-3 47
Abundance Scan 2182 (15.910 min): BG057826.D\data.ms (-2177) (- | m/z 105.00 100.00%
105.0
77.0
181.9
5000
51.0 A
16.00
152.0
Ol prril e ke 2290 20T L m/z 77.00 65.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T
16.00
51.0 m/z 181.95  53.28%
o270 || 1960 1520
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\!\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #40426: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0
S
16.00
5000 .o m/z 51.00  25.99%
51.0
0 15.0 | 1 | 136.0 164.0
I e A Ra e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #117977: Phenacylidene diacetate e
105.0 16.00
- m/z 181.00 8.52%
5000
51.0
0 290 1 | 135.0155.0
e R A I R R e
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.692 4.63 ng 163905 Phenanthrene-di10 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Undecanoic acid 186 C11H2202 000112-37-8 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 2315 (16.692 min): BG057826.D\data.ms (-2309) (- | m/z 73.00 100.00%
73.0
43.0
5000
129.0
SN L SOV
16.50 17.00
(o] m/z 60.00 99.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #109279: Tetradecanoic acid
73.0
43.0
5000 129.0 = s
185.0 16.5 17. ;
97.0 228.0 m/z 42.95 80.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #92069: Tridecanoic acid
73.0
el -
430 16.50 17.00
5000 129.0 m/z 55.00 78.23%
171.0
‘97 0 214.0
MU N 10170 O T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #60689: Undecanoic acid e ™
60.0 16.50 17.00
m/z 57.00 72.40%
5000
29.0 85.0 129.0
T 2 R
o N 1 et M) e SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.462 4.10 ng 145291  Phenanthrene-di10 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 83
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Undecanoic acid 186 C11H2202 000112-37-8 76
4 Dodecanoic acid 200 C12H2402 000143-07-7 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64
Abundance Scan 2446 (17.461 min): BG057826.D\data.ms (-2442) (- | m/z 73.00 100.00%
43.0 | 73.
5000
129.0
199.1 =
‘ 101.0 171.1 242.2 17.50
I m/z 43.00 93.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
5000 129.0 T
17.50
199.0 m/z 60.00 93.77%
s e
OJ\-TI:_)\‘()\‘\H“}‘H H \HU\‘H\w\‘\“‘\\w‘}‘\H\‘\\‘\H\‘H‘\\‘\‘\H‘HH‘HH‘H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109281: Tetradecanoic acid
73.0
s SN L
’ 17.50
5000 m/z 57.00 80.99%
129.0
185.0 228.0
: 90 o |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #60689: Undecanoic acid T
60.0 17.50
m/z 54.95 71.73%
5000
29.0 870 129.0
L AL o psrorese
oY S NP A G Y A A e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.50

8270-BGO61923.M Fri Jun 23 11:09:49 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 cis-7-Hexadecenoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.061 8.25 ng 292305  Phenanthrene-di10 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 cis-7-Hexadecenoic acid 254 C16H3002 002416-19-5 95
2 Palmitoleic acid 254 C16H3002 000373-49-9 81
3 (E)-Hexadec-9-enoic acid 254 C16H3002 010030-73-6 81
4 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 80
5 E-11-Hexadecenoic acid, ethyl ester 282 C18H3402 1000245-71-9 72
Abundance Scan 2548 (18.061 min): BG057826.D\data.ms (-2543) (- | m/z 55.00 100.00%
55.0
5000 \/&L
T \
Il 370 1942 2362 gy 18.00
O . m/z 41.00 66.82%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140807: cis-7-Hexadecenoic acid
55.0
5000 s
97.0 18.00
m/z 43.00 57.58%
37.0
(OF; \%\ai\\ow‘i‘\‘\ \‘ “" n \‘1‘”1“‘\“‘@‘-\ \”\H“ T \‘1‘\ T \:’L\Q\%.‘(\)\ T ‘\2\3\,\6‘.\(\)\ T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140796: Palmitoleic acid
55.0
T \
18.00
5000 m/z 68.95 57.10%
02800 I
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #140810: (E)-Hexadec-9-enoic acid e ‘
55.0 18.00
m/z 57.00 43.14%
5000 \L
0 Haﬁmw ﬂ 1920 2%9 -\
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.196  26.46 ng 936808  Phenanthrene-d1e 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 76
Abundance Scan 2571 (18.196 min): BG057826.D\data.ms (-2565) (- | m/z 73.00 100.00%
43.0 |73.0
5000
129.0
213.1 P s
‘ M ‘ 1711 ‘ 256.1 18.00 18.50
ob— ‘;“N ULl ks : L N T N m/z 59.95  99.37%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 3
43.0 73.0 256.0
5000 — —
129.0 18.00 18.50
213.0 m/z 43.00 88.71%
i, 1]
01‘4‘0 “\ ‘H Il M“ ‘\H““Hhh‘“ \M il | “‘ “‘ “‘u\‘ B - ‘ “ —
miz-> 50 100 150 200 250
Abundance #92063: Tridecanoic acid
e
43.0 730
= =
18.00 18.50
5000 129.0 m/z 57.00 84.91%
171.0
g L L e
0L— ‘\‘ H‘H‘\\ UH“H‘\‘\\M“‘\ {‘H\‘h} “ ‘h“ b “‘ | “‘ P
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid = =
43.0 73.0 18.00 18.50
m/z 55.00 78.17%
5000 129.0
‘ H 199.0 2420
0 “L‘HdwnﬂﬁwwwMJwﬂq w‘lﬁnq“h o w - SL —
m/z--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 9-Octadecenoic acid, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.342 6.30 ng 223176  Phenanthrene-di10 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 99
2 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 98
3 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 91
4 Oleic Acid 282 C18H3402 000112-80-1 91
5 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
Abundance Scan 2766 (19 342 min): BG057826.D\data.ms (-2759) (- | m/z 55.00 100.00%
5!:
5000
97.0
- o
Db g0, ama ek
oL— U\\ ‘ \\m M u w\hh\\mh \m i \:\L o i“ T T m/z 69.00 59.64%
miz--> 50 100 150 200 250
Abundance #176223: 9-Octadecenoic acid, (E)-
55.0
5000 — ——
19.00 19.50
m/z 41.00 55.26%
‘ 180.0 222.0
oL— “‘\’M‘ I
miz--> 100 150 200 250
Abundance #176219: 6-Octadecenoic acid, (2)-
55.0
P o
19.00 19.50
5000 m/z 43.00 51.72%
264.0
37.0 180.0 222.0
018.0 H‘\M il b L
m/z-> 50 100 150 200 250
Abundance  #176265: cis-10-Heptadecenoic acid, methyl ester — —
55.0 19.00 19.50
m/z 83.00 49.65%
5000 97.0
H‘ 1660 208.0 250.0
01‘5 ‘0\“ “ “ HM\ ﬂwu‘mﬁ\ m“\\‘\‘ o ‘n‘\‘ . h : ‘28‘2 ‘C A ——
miz--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Octadecanoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.459 3.46 ng 125705  Chrysene-di2 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 90
3 n-Decanoic acid 172 C1eH2002 000334-48-5 89
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 2786 (19.459 min): BG057826.D\data.ms (-2783) (- | m/z 43.00 100.00%
43.0
5000
s0 120 MJM
185.1 241.2 —
| ‘ ‘ 284.1 19.50
— bt bbb L m/z 60.00 84.97%
miz--> 50 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
43.0
5000 129.0
' 4. o
185.0 5419 ‘ m/z 55.00  84.90%
0“¢\M JNM‘MMA‘y\‘uﬁﬂ‘u“M““““‘
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
——
19.50
m/z 73.00 84.40%
5000 284.0 /
3.0 129.0
‘ 185.0 2410
0 \‘\\‘ MMM“H M\ uf ‘\‘\ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ R ‘3‘7‘2"
m/z--> 50 100 150 200 250 300 350
Abundance #46966: n-Decanoic acid 7
73.0 19.50
m/z 57.00 82.82%
129.0
5000
[ — ﬂ“m‘“m\‘ L L —
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Cyclotetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.204 6.15 ng 223422  Chrysene-di2 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 95
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
3 Cyclopentadecane 210 C15H30 000295-48-7 93
4 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93

Abundance Scan 3083 (21.204 min): BG057826.D\data.ms (-3079) (- | m/z 57.00 100.00%
1.0

5000
" 2000 2150
391 : 2810 1 : :
ol d “ ‘ VA 2080 2810 340 . 43.60  80.56%
miz--> 50 100 150 200 250 300
Abundance #244232: Cyclotetracosane
43.0
5000 L

—T—
21.00 21.50
m/z 55.00 77.79%
Al “ H ‘\ !

250
ol Ly “6‘70 210.0 2500 293.0 3360
L ‘ L \ T T T T T T ‘ T LI \
miz-> 50 100 150 200 250 300
Abundance #292190: Trichloroacetic acid, hexadecy! ester
43.0

T
21.00 21.50
5000 m/z 83.00 61.17%

W§
) “H\\‘\Mh Lwe0
miz—-> 50 100 150 200 250 300

Abundance #87654: Cyclopentadecane T —
55.0 21.00 21.50

m/z 69.00 59.16%

h | VWJ\‘AW\
210.0
e 2

o‘”_”‘ e e — —
miz--> 50 100 150 200 250 300 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Diethylene glycol dibenzoate Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
21.286 2.13 ng 77190  Chrysene-d12 21.551
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 86
2 Benzoic acid, 2-(3-nitrophenyl)e... 271 C15H13NO4 1000368-22-4 72
3 2-(2-Carboxyvinyl)pyridine, trans 149 C8H7NO2 007340-22-9 49
4 Benzoic acid, 2-(1-oxopropyl)- 178 C10H1003 002360-45-4 47
5 3-(Benzoylthio)-2-methylpropanoi... 224 C11H1203S 067714-34-5 30

Abundance Scan 3097 (21.286 min): BG057826.D\data.ms (-3092) (- | m/z 105.00 100.00%
105.0
”"149.0
5000
= Tl
51.0 1070 2500 ‘ 21.00 21.50
Ol bh oy L 1970 2500 3310 402 ;149 00 81.61%
miz--> 50 100 150 200 250 300 350 400
Abundance #216953: Diethylene glycol dibenzoate
105.0149.0
5000 s A
21.00 21.50
m/z 77.00 41.19%
51.0
0 [ 192.0
\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #162046: Benzoic acid, 2-(3-nitrophenyl)ethyl ester
149.0
oo e
105.0 21.00 21.50
5000 m/z 51.00 12.20%
51.0
o‘mi‘mwu“m‘ e
m/z--> 50 100 150 200 250 300 350 400 m
Abundance #27263: 2-(2-Carboxyvinyl)pyridine, trans — ‘AW U AR
104.0149.0 21.00 21.50
m/z 106.00 8.95%
5000
51.0
o““J“W“““ L A AW\ ‘
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BG@57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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 Squalene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

23.214 9.5 ng 2449310 Perylene-d12 24.700
Hit# of 5 Tentative ID MW MolForm CASH# Qual

qualene 410 C30H50 000111-02-4 97
upraene 410 C30H50 007683-64-9 91
,6,10,14-Hexadecatetraen-1-0l, ... 332 C22H3602 061691-98-3 78
,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 72
arnesol isomer a 222 C15H260 1000108-92-4 72

uih wNnPE
MNNDN OB O0n

Abundance Scan 3425 (23.214 min): BG057826.D\data.ms (-3417) (-  m/z 69.00 100.00%
69.0

5000
—— —
0 23.00 23.50
. M M L I891 2731 8411 4103 .. g1.00  53.82%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #308260: Squalene
69.0
5000 —— —

23.00 23.50
m/z 41.00 24.26%

137.0
17 O ] \‘\ ‘ I h“ H H u‘“ b ngnl |0 273 O 341 o 410 0
\\‘1\\1‘\\\T‘\\\\‘\!\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
\

23 OO 23.50

o

5000 ITI z 95.00 13.18%
137.0
0 L H o d‘ . 191.0 273.0 341.0 410.0
e I LA R
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #239663: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetr
69.0 23 00 23 50

m/z 68.00 11.55%

5000 A
204.0
0 I \‘ \I\u h‘ \h “\‘ h“‘ I 2?\2 0 33\2 0

m/z--> 0 50 100 150 200 250 300 350 400 23 OO 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG062223\
Data File : BGO57826.D

Acqg On : 23 Jun 2023 3:13
Operator : CG/JU

Sample : 03320-10

Misc

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061923.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-... 5.029 49.7 ng 674278 1 7.920 271143 20.0
2-Pentanone, 4-... 6.104 2.1 ng 28016 1 7.920 271143 20.0
Benzophenone 15.910 6.8 ng 196938 3 14.553 580450 20.0
Tetradecanoic acid 16.692 4.6 ng 163905 4 17.297 708207 20.0
Pentadecanoic acid 17.462 4.1 ng 145291 4 17.297 708207 20.0
cis-7-Hexadecen... 18.061 8.3 ng 292305 4 17.297 708207 20.0
n-Hexadecanoic ... 18.196 26.5 ng 936808 4 17.297 708207 20.0
9-Octadecenoic ... 19.342 6.3 ng 223176 4 17.297 708207 20.0
Octadecanoic acid  19.459 3.5 ng 125765 5 21.551 726342 20.0
Cyclotetracosane 21.204 6.2 ng 223422 5 21.551 726342 20.0
Diethylene glyc... 21.286 2.1 ng 77190 5 21.551 726342 20.0
Squalene 23.214 59.0 ng 2449310 6 24.700 829623 20.0
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