LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc :

ALS vial : 4 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-BG060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO53848.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.192 301 307 312 rBV 10968 19450 1.11% 0.200%
2 5.656 379 386 401 rVB 331710 558058 31.98% 5.741%
3 7.242 647 656 666 rBV 331452 595027 34.10% 6.121%
4 8.088 793 800 809 rBV 72461 131636  7.54%  1.354%
5 9.246 989 997 1006 rBV 197187 373649 21.41%  3.844%
6 10.903 1271 1279 1287 rVB 98496 186549 10.69% 1.919%
7 13.341 1686 1694 1704 rBV 581168 953352 54.63% 9.808%
8 14.710 1921 1927 1934 rVB 168062 272749 15.63% 2.806%
9 16.197 2173 2180 2190 rBV 536212 889437 50.97% 9.150%
10 17.454 2388 2394 2399 rBV 242003 387090 22.18% 3.982%
11 17.495 2399 2401 2407 rVB 15653 20393 1.17% 0.210%
12 18.265 2524 2532 2533 rBVS5S 22905 43564 2.50% 0.448%
13 18.341 2535 2545 2563 rVB3 136869 447195 25.63% 4.601%
14 19.058 2661 2667 2673 rVB5 15956 35838 2.05% 0.369%
15 19.499 2737 2742 2747 rBV 43987 87280 5.00% ©.898%
16 19.610 2749 2761 2783 rVB 230964 813487 46.62% 8.369%
17 19.863 2796 2804 2813 rVB 32661 67174 3.85% 0.691%
18 20.063 2831 2838 2843 rBV 1281027 1745114 100.00% 17.953%
19 20.509 2908 2914 2924 rBV 46187 89612 5.14% 0.922%
20 21.291 3041 3047 3054 rBV 50592 101392 5.81% 1.043%
21 21.373 3055 3061 3071 rVV5 49061 89675 5.14% 923%
22 21.490 3077 3081 3091 rVB8 12363 24540 1.41% 252%

23 21.725 3112 3121 3127 rBV 281324 546299 31.30%
24 22.178 3192 3198 3207 rVB2 60504 133116  7.63%
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25 23.200 3364 3372 3383 rBV3 41446 123305 7.07% 269%
26 23.459 3413 3416 3423 rVB2 16864 33157 1.90% 0.341%
27 23.964 3494 3502 3505 rBv4 13132 37787 2.17% ©.389%
28 24.411 3569 3578 3589 rVB5 34445 128504  7.36% 1.322%
29 24.722 3622 3631 3640 rVB5 25295 91328 5.23% 0.940%
30 24.834 3645 3650 3659 rVB3 12522 34225 1.96% 0.352%
31 24.992 3667 3677 3687 rBV2 162103 493635 28.29% 5.078%
32 25.815 3808 3817 3818 rBV6 24543 49473 2.83% 0.509%

33 28.647 4285 4299 4302 rBV6 30759 117407 6.73% 1.208%

Sum of corrected areas: 9720497
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG053848.D\data.ms
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Abundance TIC: BG053848.D\data.ms
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Abundance TIC: BG053848.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 11
R.T. EstConc Area Relative to ISTD R.T.
5.192 2.96 ng 19450 1,4-Dichlorobenzene-d4 8.094

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetone 58 C3H60 000067-64-1 9
3 2-Propyn-1-o0l, acetate 98 C5H602 000627-09-8 9
4 1,3,4-Oxadiazole, 2-(acetyloxy)-... 172 C7H12N203 066398-57-0 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 307 (5.192 min): BG053848.D\data.ms (-301) (-) m/z 43.10 100.00%

3.1
59.1
5000
101.1 B A
| 731 4.80 5.00 5.20 5.40 5.60
ot e e e e e m/z 59.10 55.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
I}
5000 DL B AL B R
59.0 4.80 5.00 5.20 5.40 5.60
150 1010 m/z 101.10  23.21%
O \\\‘\\‘\.\‘\\\?“]I\.\O\\“Hi\\‘\\}!‘\\\\‘\\\\8‘\3\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
REaas e AR
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 21.70%
15.0 58.0
27.0
o NS
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3490: 2-Propyn-1-ol, acetate
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 12.96%
5000
s 0w
Ot T T T T B e U
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Tridecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
18.265 2.25 ng 43564  Phenanthrene-d10 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 52
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43

Abundance Scan 2532 (18.265 min): BG053848.D\data.ms (-2524) (- | m/z 60.05 100.00%

60.0
129.0
5000

om_m‘!‘”

\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T R
18.00 18.50

97.0 m/z 57.10 88.66%
‘\Juh A‘ \ ‘

157. 018502130 256.0
\H‘HHHH\ \H\‘\‘H‘}h““\\”‘M\“\‘\\‘\H\‘\\H‘HH‘\H‘\‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
73.
43.0 5.0

T T
18.00 18.50

o

5000 129.0 m/z 73.00 86.52%
171.0
101.0 214.0
0 15.0
P T T T e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109283: Tetradecanoic acid —— —
73.0 18.00 18.50

m/z 41.10 85.19%

43.0
5000 129.0
185.0
) 228.0
m\\H 9 psro

O bbbl e e - —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\

Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M

Quant Title : ASP BNA STANDARDS FOR 5

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

POINT CALIBRATION

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 2

R.T. EstConc Area Relative to ISTD R.T.
18.341 23.11 ng 447195  Phenanthrene-d10 17.454
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 n-Hexadecanoic acid
2 Octadecanoic acid

3 Tridecanoic acid

4 Pentadecanoic acid
5 Tetradecanoic acid

256 C16H3202 000057-10-3 99
284 C18H3602 000057-11-4 94
214 C13H2602 000638-53-9 91
242 C15H3002 001002-84-2 76
228 C14H2802 000544-63-8 58

Abundance Scan 2545 (18.341 min): BG053848.D\data.ms (-2535) (- | m/z 73.05 100.00%
431 (730
5000 129.1 213.1
171.1 P N
‘ 256.1 18.00 18.50
oL—— Hy ‘MMNMW”‘M“H\MMH\‘\M\ ‘M‘ - m/z 60.10 95.42%
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 — —
129.0 18.00 18.50
213.0 m/z 43.10 85.81%
i, 9]
ol “\ ‘HH‘ M“ \‘H““\Uh“w \}M\‘\H} il | “ “ “‘u\‘ T “‘ S
m/z--> 50 100 150 200 250
Abundance
43.0 730
— ——
18.00 18.50
5000 129.0 m/z 41.10 76.93%
1850 5410 284(
ol Ly Wby L L b
miz-> 50 100 150 200 250
Abundance #92063: Tridecanoic acid “ —
43.0 73.0 18.00 18.50
' m/z 55.10  69.33%
5000 129.0
171.0
D
oL “\‘ H‘H‘d h!“““““h‘\“ {‘H\‘h} ‘\ ‘n\‘ I “‘ ‘ “‘ — — —
miz--> 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\BG060822\

Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.610 29.78 ng 813487  Chrysene-di12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
3 n-Decanoic acid 172 C10H2002 000334-48-5 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2761 (19.610 min): BG053848.D\data.ms (-2749) (- | m/z 43.10 100.00%
43.1 73.1
5000 129.1 2411
185.1
P e
2841 1950 20.00
ol P Y L S 'S L m/z 73.10  94.12%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.( o B
185.0 2410 19.50 20.00
‘ m/z 60.10 90.00%
ok ‘\“‘ H“H‘H‘\“‘ Hh““‘i“‘h\”“‘l H“‘ ‘ I, ‘L e “ N ““ L “‘
m/z--> 50 100 150 200 250
Abundance
60.0
e o
19.50 20.00
5000 129.0 m/Z 57.10 87.82%
97.0 1710 2130 256.0
oL ——— A bl b L L L b b
miz-> 50 100 150 200 250
Abundance #46965: n-Decanoic acid T —
60.0 19.50 20.00
m/z 55.10 73.46%
5000 129.0
29.0
7.0
o LI | e S e
miz--> 50 100 150 200 250 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.509 3.28 ng 89612  Chrysene-d12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 2914 (20.509 min): BG053848.D\data.ms (-2908) (- | m/z 57.10 100.00%
57.1
T
‘ ‘ 216.0 20.50
(- A4 I o O m/z 43.10 61.02%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 ——
20.50
m/z 71.10 59.06%
0 J\l41018302250 282.0
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
T
20.50
5000 m/z 85.10 41.28%
99.0
0 141.0183.0225.0 281.0 337.0 394.
e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane 1 ‘
57.0 20.50
m/z 55.10 24.13%
o W
41.0
RELRR M 141018300250 2080 o
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.291 3.71 ng 101392  Chrysene-di12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hentriacontane 437 C31H64 000630-04-6 83
4 Eicosane, 1-iodo- 408 C20H411 1000406-31-8 83
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 83
Abundance Scan 3047 (21.291 min): BG053848.D\data.ms (-3041) (- | m/z 57.10 100.00%
57.1
2100 2150
.0 2299 400.8 : :
0 ‘m‘u “““]ﬂ“‘ iy "w,‘mu_uwm‘_mium, m/z 71.10  65.79%
miz--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
5000 —r e
21.00 21.50
m/z 43.10 56.34%
13.
0 ‘ ‘ “\ Ih\l‘ h‘ J 1‘69 0 225.0 295.0 367.0
\\\\‘\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
—— —
21.00 21.50
5000 m/z 85.10 47 .58%
113.0
0 169.0 2250 296.0
s e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T —
57.0 21.00 21.50
m/z 55.10 24.40%
h WW$vaWwVwJ&j\%vaﬁwww
0 .‘H\\H]H | 1690 2250  300.0 365.0 436.
R R N e e e S e —— —
m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

8270-BGO60222.M Thu Jun 09 17:44:37 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Heptadecyl heptafluorobutyrate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.373 3.28 ng 89675  Chrysene-d12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Cyclopentadecane 210 C15H30 000295-48-7 93
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 1-Tetracosene 336 C24H48 010192-32-2 90
5 1-Hexacosene 364 C26H52 018835-33-1 87

Abundance Scan 3061 (21.373 min): BG053848.D\data.ms (-3055) (- | m/z 57.10 100.00%
57.1
7.0
5000
2w e
oLt d “‘ ‘“h‘ “‘H“ “ ww ' 1‘3‘2(% - n/z 43,10  93.83%
miz--> 50 100 150 200 250 300 350
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 — —
21.00 21.50
m/z 55.10  93.11%
169.0 238.0
O\“\\“‘\“\ “ “ “ “\“\\\‘}\\‘\‘\2\8\3\.0‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
55.0
— —
21.00 21.50
97.0 m/z 83.10  81.41)
5000 . <G
139.0 210.0
ol L iy
m/z--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol — 7
57.0 97.0 21.00 21.50
m/z 97.05 75.60%
5000
9.0
oLl ARLIL] 0181 0222026403060 378
gl A, e P e
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Octacosane, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.178 4.87 ng 133116  Chrysene-di12 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Docosane 310 C22H46 000629-97-0 91
4 Eicosane 282 C20H42 000112-95-8 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 3198 (22.178 min): BG053848.D\data.ms (-3192) (- | m/z 57.10 100.00%

57.1
5000

St S
‘ ‘ 9‘0 11 a4 22.00 22.50
ol A bl I Pl m/z 71.10  65.43%
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
5000 e —
22.00 22.50

m/z 43.10 61.28%

ol “‘ “‘\ H | 141.0183.0225.0267. 0309.0 365.0
L ‘ T \ \ ‘ T \ \ \ ‘ L ‘ T ‘ T L ‘ \ L ‘
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

T —
22.00 22.50

5000 ITI/Z 85.10 50.27%
99.0
0 14101830 2390241 03230
R I B e e o LA B e e S S
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane T —
57.0 22.00 22.50

m/z 55.10  24.87%

o WW]\V\AAW/M
9.0

| L | ||| 141.01830225.0267.0310.0

oL A L e — ——
miz--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.200 4.51 ng 123305 Chrysene-di2 21.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Docosane 310 C22H46 000629-97-0 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91

Abundance Scan 3372 (23.200 min): BG053848.D\data.ms (-3364) (- | m/z 57.10 100.00%

57.1
5000

7
23.00 23.50

2561
o ALl Ti s aser wso o B R
mi/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 — ——
23.00 23.50

m/z 43.10 53.54%

‘ ”\ h\ h u \l \1690 225.0 296.0
\\\\‘\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0

7
23.00 23.50

o

5000 ITI/Z 85.10 45.48%
113.0
0 169.0 2250  309.0 365.0 437.
T o B e B L B o S R
m/z--> 50 100 150 200 250 300 350 400
Abundance #212281: Docosane 7 —
57.0 23.00 23.50

m/z 55.10  22.42%

w M/W/M/\wmm
[

1
0 | “ ”\ I hf?\llsgozzso 310.0
L s e — T T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
24.410 5.21 ng 128504  Perylene-di2 24.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Triacontane 422 C30H62 000638-68-6 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3578 (24.410 min): BG053848.D\data.ms (-3569) (- | m/z 57.10 100.00%
57.1
131 24,
‘ 1 ‘ ‘ 183.1 268.0 24.50
oL R m/z 71.10 78.11%
miz--> 50 100 150 200 250 300 350 400
Abundance #158600: Nonadecane
57.0
5000 T
24.50
m/z 43.10 67.70%
O\“\"\U\“\]‘;“\“\‘\\‘1\6\9\0\‘\\\\‘2\6\89\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
——
24.50
5000 m/z 85.10 49.16%
113.0
0 169.0 225.0 281.0 337.0 422.(
T T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane T
57.0 24.50
m/z 55.10 24.95%
o WﬂwﬁWVNmﬂ/\Nkﬂﬂﬁ%Nm%
1
o \‘ (1130 160.0 2250 281.0 337.0 394.0
““H“‘““_“““‘w“““‘w“““‘w ——
m/z--> 50 100 150 200 250 300 350 400 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 unknown24.722 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
24.722 3.70 ng 91328  Perylene-di12 24.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (1-Methylpenta-1,3-dienyl)benzene 158 C12H14 116669-49-9 14
2 2,7-Ethanonaphth[2,3-bJoxirene, ... 172 C12H120 054515-76-3 14
3 (1-Methylpenta-2,4-dienyl)benzene 158 C12H14 1000210-01-1 10
4 Cyclohexane, 1,2,2,3-tetramethyl... 158 C7H18N2Si 036972-04-0 10
5 Pimelic acid, 4-chloro-2-methylp... 368 C20H29C104 1000420-05-9 10
Abundance Scan 3631 (24.722 min): BG053848.D\data.ms (-3622) (- | m/z 43.10 100.00%
43.1
T T M/\W/M
5000
206.9 2751
AR L
oL _m_m_m_m‘ n/z 105.00  73.04%
m/z--> 50 100 200 250 300 350
Abundance #34733: (l—l\/lethylpenta—l,3-d|eny|)benzene
143.0
5000
24.50 25.00
77.0 m/z 143.0 70.36%
O \‘LHH\H\M‘“\ ‘\‘ \“H\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
128.0
T
24.50 25 00
5000 m/z 394.20 70.08%
172.0
63.0
ol pulddp Al g
m/z--> 50 100 150 200 250 300 350
Abundance #34732: (1-Methylpenta-2,4-dienyl)benzene —— ——
143.0 24.50 25.00
m/z 149.00 67.78%
5000
77.0 MM m
b
m/z--> 5 100 150 200 250 300 350 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 Hentriacontane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
25.815 2.00 ng 49473  Perylene-d12 24.992
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hentriacontane 437 C31He64 000630-04-6 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Pentacosane 352 (C25H52 000629-99-2 87
5 Octacosane 394 (C28H58 000630-02-4 87
Abundance Scan 3817 (25.815 min): BG053848.D\data.ms (-3808) (- | m/z 57.10 100.00%
57.1
5000 Vﬁwwﬁwﬁwﬂﬁ/f\w«ww%Mmﬂ\w
— ——
‘ ﬂl27 1 25.50 26.00
o‘HH_m‘“w‘wwus,«‘m_m_HwHH‘HHw‘_m_wm m/z 71.10  58.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320591: Hentriacontane
57.0
5000 — ——
25.50 26.00
m/z 43.10 56.60%
oL 11201070 309.03790
‘\\H‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
— ——
25.50 26.00
5000 m/z 85.10 48.10%
0 {27.0 197.0267.0 366.0
[ e P T e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane “ —
57.0 25.50 26.00
m/z 55.10 30.35%
- MV\AAM
o /] 1 || £27:0197.0267.0337.0407.0 491.0562.0
e A e e e e P P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BG@53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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 unknown28.647 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

28.647 476 ng 117407 Perylene-di2 24.992

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-Hydroxy-6-(trifluoromethyl)qui... 283 C14H12F3NO2 1000463-38-0 22

2 1H-Pyrazolo[3,4-b]Jquinoline-4-ca... 213 C11H11N5 1000351-24-9 22
3 Diethylbis(tetramethylene)disilo... 242 C12H260Si2 018035-51-3 22
4 4-(1-Adamantyl)pyridine 213 C15H1ISN 060159-38-8 22
5 3-Chloro-4-fluoro-5-(trifluorome... 213 C7H4C1F4N 914225-61-9 18
Abundance Scan 4299 (28.647 min): BG053848.D\data.ms (-4285) (- | m/z 43.10 100.00%
43.1
213.1
107.0
163.0
5000 3031
' 381.1
— —
‘W 28.50 29.00
0 ““M“ m/z 213.10 74.71%
miz--> 50 100 150 200 250 300 350 400
Abundance #176884: 4-Hydroxy-6-(trifluoromethyl)quinoline, 2-meth
43.0
5000 n T T T T T NWW\‘A T
28.50 29.00
213.0 m/z 57.10 71.89%
0 L \‘ \\88"0\ 13“}“0‘ w1 L } 28\30
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
213.0
— —
28.50 29.00
m/z 55.10 62.19%
5000 39.0
102.0 158.0
O B B o R AL e e L
mlz--> 50 100 150 200 250 300 350 400
Abundance #125547: Diethylbis(tetramethylene)disiloxane —— ——
213.0 28.50 29.00
m/z 107.00 60.36%
5000
159.0
85.0
27.0
0! J“\H‘u \‘\‘\h“\\u‘u‘}“\ ‘U‘H“l\ I ‘\‘\‘ e L e A e M , A‘ A‘ . | mm
m/z--> 50 100 150 200 250 300 350 400 28.50 29.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG060822\
Data File : BGO53848.D

Acqg On : 8 Jun 2022 11:41
Operator : CG/JU

Sample : N3194-04

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG060222.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-... 5.192 3.0 ng 19450 1 8.094 131636 20.0
Tridecanoic acid 18.265 2.3 ng 43564 4 17.454 387090 20.0
n-Hexadecanoic ... 18.341 23.1 ng 447195 4 17.454 387090 20.0
Octadecanoic acid 19.610 29.8 ng 813487 5 21.725 546299 20.0
Eicosane 20.509 3.3 ng 89612 5 21.725 546299 20.0
Hexacosane 21.291 3.7 ng 101392 5 21.725 546299 20.0
Heptadecyl hept... 21.373 3.3 ng 89675 5 21.725 546299 20.0
Octacosane, 2-m... 22.178 4.9 ng 133116 5 21.725 546299 20.0
Heneicosane 23.200 4.5 ng 123365 5 21.725 546299 20.0
Nonadecane 24.410 5.2 ng 128504 6 24.992 493635 20.0
unknown24.722 24.722 3.7 ng 91328 6 24.992 493635 20.0
Hentriacontane 25.815 2.0 ng 49473 6 24.992 493635 20.0
unknown28. 647 28.647 4.8 ng 1174067 6 24.992 493635 20.0
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