LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc :

ALS Vvial : 24 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128305.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.469 20 31 40 rBV3 11982 26590 1.00% ©0.180%
2 4.534 379 382 389 rVB 32341 38307 1.45% 0.259%
3 5.298 509 512 520 rBV 97362 107187 4.05% 0.724%
4 5.498 542 546 554 rBV 1015571 978223 36.95% 6.608%
5 6.434 701 705 711 rBV 27168 29423 1.11% 0.199%
6 6.510 715 718 731 rBV 952186 1044727 39.46% 7.058%
7 6.745 755 758 765 rVB2 26996 28702 1.08% 0.194%
8 6.875 776 780 784 rBV 705137 541245 20.44% 3.656%
9 7.034 801 807 822 rBV 2136862 2647342 100.00% 17.884%
10 7.440 872 876 879 rBV 811442 640897 24.21% 4.330%
11 7.510 885 888 891 rBV 58573 46093 1.74% 0.311%
12 7.892 950 953 960 rBV3 28729 41734 1.58% 0.282%
13 8.081 979 985 991 rBv6 11533 27040 1.02% 0.183%
14  8.157 995 998 1001 rVV 793907 650867 24.59% 4.397%
15 8.187 1001 1003 1009 rVB2 27953 33525 1.27% 0.226%
16 8.439 1044 1046 1051 rVB 36230 34831 1.32% 0.235%
17 8.498 1053 1056 1059 rBV 34780 33282 1.26% 0.225%
18 9.234 1177 1181 1184 rBV 1361573 1038474 39.23% 7.015%
19 9.498 1223 1226 1229 rBV 62342 51690 1.95% 0.349%
20 9.916 1294 1297 1301 rVB 767263 610792 23.07% 4.126%
21 10.116 1328 1331 1336 rVB3 39664 37294 1.41% 0.252%
22 10.333 1366 1368 1370 rVB 37004 26656 1.01% 0.180%
23 10.710 1428 1432 1436 rBV 630967 524699 19.82% 3.545%
24 10.822 1446 1451 1459 rBV6 56157 117954 4.46% 0.797%
25 10.880 1459 1461 1463 rBV 33212 33379 1.26% 0.225%
26 11.033 1480 1487 1489 rBv4 27285 58307 2.20% 0.394%
27 11.063 1489 1492 1496 rVV3 112082 97368 3.68% ©.658%
28 11.098 1496 1498 1501 rBV 35732 30579 1.16% 0.207%
29 11.257 1522 1525 1528 rBV2 99370 103601 3.91% 0.700%
30 11.286 1528 1530 1533 rVB 54279 46456 1.75% 0.314%
31 11.410 1547 1551 1554 rBV 670405 569334 21.51% 3.846%
32 11.433 1554 1555 1561 rVB 100210 66110 2.50% 0.447%
33 11.639 1587 1590 1595 rBV3 29339 44975 1.70% 0.304%
34 11.686 1595 1598 1601 rvVv 73116 64917  2.45% 0.439%
35 11.786 1612 1615 1618 rBV 146024 113479 4.29% 0.767%

36 11.939 1636 1641 1644 rBV 1067399 1097072 41.44%  7.411%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.092 1665 1667 1670 rVB 91521 65630 2.48% 0.443%
38 12.145 1674 1676 1682 rBV 65033 81867 3.09% ©.553%
39 12.480 1731 1733 1738 rBV3 84624 108235 4.09% 0.731%
40 12.516 1738 1739 1743 rVB 78821 60031 2.27% 0.406%
41 12.580 1748 1750 1755 rBV 117247 110975 4.19% 0.750%
42 12.627 1755 1758 1763 rBV 228151 347038 13.11% 2.344%
43 12.722 1771 1774 1780 rBV 546588 564232 21.31% 3.812%
44 12.857 1795 1797 1800 rBV 192290 160619 6.07% 1.085%
45 12.998 1817 1821 1824 rBV 982637 860557 32.51% 5.813%
46 14.063 1999 2002 2005 rBV 461497 419910 15.86% 2.837%
47 15.563 2254 2257 2261 rVB2 266910 340640 12.87% 2.301%

Sum of corrected areas: 14802885
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 17 May 2022 22:07
¢ CG\JU
: N2856-01

. 24

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051722\
BF128305.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF128305.D\data.ms

5.498

6.510

7.440
6.875

5.298

2469 4534 6.434 6.74 510

o

Time-->
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2000000

1500000

1000000

500000

2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.

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
TIC: BF128305.D\data.ms

\
8

12.998

9.234

8.157

10.1160.33

89303167 88398

0
Time-->
Abundance

2000000

1500000

1000000

500000

0

— —— —— —— —— ——
10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF128305.D\data.ms

= T —T
8.00 9.50 10.00

14.063

15.563

Time-->

8270-BF050922
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.822 4.14 ng 117954  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 60
2 Decane, 2-methyl- 156 C11H24 006975-98-0 53
3 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 50
4 2,6-Dimethyldecane 170 C12H26 013150-81-7 46
5 Pentadecane 212 C15H32 000629-62-9 43

Abundance Scan 1451 (10.822 min): BF128305.D\data.ms (-1446) (- m/z 57.10 100.00%

57.1
5000
fs.o 151.0 T T
183.1 10.50 11.00
0 —— \““ M‘u ; “Hm‘umw ‘\h“ m’ - “24‘4‘0‘ N ITI/Z 71.10 70.07%
m/z--> 0 50 100 150 200 250
Abundance #59026: Tridecane
57.0
5000 — —
10.50 11.00
m/z 43.10 60.75%
99.0
0 ’150 H ‘”“\ ‘!‘ \“‘\ ““ - ”]\.4\‘1‘0\ \18\‘4\0’ LA B B e
miz--> 0 50 100 150 200 250
Abundance #33087: Decane, 2-methyl-
43.0
— ——
10.50 11.00
5000 m/Z 41.10 33.98%
85.0
141.0
L O T
miz--> 0 50 100 150 200 250
Abundance #176399: Octadecane, 2,6-dimethyl- — —
57.0 10.50 11.00
m/z 55.05 27.59%
- WM
‘ 113.0 196.0
ol by [ 1550 0D 2670 S
miz--> 0 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknownll.033 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.033 2.05 ng 58307 Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-(1,1-dimethylethyl)-4... 178 C12H180 017269-94-2 35
2 2,3-Dihydro-4-methoxyindole-2-one 163 C9HONO2 007699-17-4 30
3 Phenol, 2-propyl-, O-ethoxycarbo... 208 C12H1603 1000487-66-1 25
4 6-Fluoro-4-hydroxyquinoline 163 C9H6FNO 000391-78-6 25
5 3,5-Dimethyl-1-adamantanecarboxy... 208 C13H2002 014670-94-1 25

Abundance Scan 1487 (11.033 min): BF128305.D\data.ms (-1480) (-  m/z 121.10 100.00%

121.1
163.1
5000
57.1 91.0
e |
TU I B e
0 e Ll g e VLTS myz 107,05 92.28%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #52874: Benzene, 1-(1,1-dimethylethyl)-4-ethoxy-
163.0
5000 107.0 ide
" 135.0 ’
29.0 m/z 163.05 78.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #39088: 2,3-Dihydro-4-methoxyindole-2-one
163.0
T \
11.00
5000 ITI/Z 57.10 33.76%
135.0
65.0 106.0 ‘
o0 L b Lo L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #84762: Phenol, 2-propyl-, O-ethoxycarbonyl- — ‘
107.0 11.00
m/z 91.00 27.02%
5000
136.0
77.0
0 230“52‘0 | ‘\\ “ ‘ Ly H‘ 1640 20\80
R e e AR REmm —r
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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.
11.063 3.42 ng 97368  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 55
2 Dodecanoic acid 200 C12H2402 000143-07-7 41
3 Tridecanoic acid 214 C13H2602 000638-53-9 38
4 Pentadecanoic acid 242 C15H3002 001002-84-2 38
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 30

Abundance Scan 1492 (11.063 min): BF128305.D\data.ms (-1489) (- m/z 73.05 100.00%

73.0 149.1
5000
185.2 Sl
228.2 . 11.00
o> Mol S0 38h s 140.05  98.62%
m/z--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid
73.0
5000 — |
129.0 11.00
29. 185.0 228.0 m/z 43.10 93.98%
oL ““ LM iM“\”} ‘\ ‘ L m‘\ “\‘ \‘ — ‘\‘ T
m/z--> 50 100 150 200 250 300
Abundance #75717: Dodecanoic acid
73.0
—— ‘
11.00
5000 m/Z 60.00 88.00%
29. 129.0 200.0
ol ‘\‘ ‘u“‘ 1 \H\‘L ‘h“‘ | \M }%4)'0‘ , T
miz--> 50 100 150 200 250 300 Mmjk
Abundance #92070: Tridecanoic acid R
73.0 11.00
m/z 41.10 87.05%
5000
129.0
29. 171.0 214.0
ol ‘\“ U‘\‘u“‘ I ‘m“” i ‘\m‘ “\ ‘\‘ ‘ “\‘ e —
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Undecane, 5-ethyl-5-propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.257 3.64 ng 103601  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-ethyl-5-propyl- 226 Cl6H34 002755-07-9 64
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 64
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 58
4 Octacosane 394 C28H58 000630-02-4 58
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 58

Abundance Scan 1525 (11.257 min): BF128305.D\data.ms (-1522) (- m/z 57.10 100.00%
57.1

5000 MM
99.0 — —
11.00 11.50
201.0
ob— m“m\“d\\‘\\ iy ‘\““9‘5“\1‘\'2‘“ e “‘23‘2-‘1‘ ‘2‘7?9 : m/z 43.10 95.76%
miz--> 50 100 150 200 250
Abundance #107242: Undecane, 5-ethyl-5-propyl-
57.0
5000 —r— —
11.00 11.50
141.0 m/z 41.10 52.91%
99.0 ‘ 183.0
05— ‘1‘[““\ ‘h‘ \‘H\ H“ \“ T ‘\ r‘“ \“\ \‘\“ LA B B B s s
miz--> 50 100 150 200 250
Abundance #194597: Pentadecane, 8-hexyl-
43.0
—— —
11.00 11.50
5000 85.0 m/Z 71.10 49,28%
. 196.0
ol Lbi L PT0%s70 1 2390 2800
miz--> 50 100 150 200 250
Abundance #224374: Sulfurous acid, 2-propyl tetradecyl ester T —
43.0 11.00 11.50
m/z 85.10 42.12%
5000 85.0 J\AMMK%MJKWWMNWﬂﬂA
125.0
oL ww‘w | 1291550 1970 23102610 B
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Pentacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.686 2.28 ng 64917  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 86
2 Octacosane 394 (C28H58 000630-02-4 83
3 Hexacosane 366 C26H54 000630-01-3 80
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 80
5 Tetracosane 338 C24H50 000646-31-1 80

Abundance Scan 1598 (11.686 min): BF128305.D\data.ms (-1595) (- m/z 57.10 100.00%
57.1

— —
‘ %9 0 1551 2251 11.50 12.00
ol bbb 3ol 2251 2810 m/z 43.10 67.67%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 T —
11.50 12.00
9.0 m/z 71.10 66.53%
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\[\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
—— —
11.50 12.00
5000 ITI/Z 85.05 37.54%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T —
57.0 11.50 12.00
m/z 41.10 36.46%
h ALANJNNAA,AM»A\\A~«
R e e — ——
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.786 3.99 ng 113479  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
3 Dodecanoic acid, 10-methyl-, met... 228 C14H2802 005129-65-7 83
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 81
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 78
Abundance Scan 1615 (11.786 min): BF128305.D\data.ms (-1612) (-  m/z 74.05 100.00%
74.0
5000 43.1 l
1431 Ay P
“‘ L) g [ assa 272 g, 11.50 12.00
0 HwHm‘humMuMuum‘mw"H,w_‘WWm‘uww, m/z 87.05 70.70%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161209: Hexadecanoic acid, methyl ester
74.0
5000 e p
43.0 11.50 12.00
m/z 43.10 42.29%
143.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126208: Methyl tetradecanoate
74.0
— —
11.50 12.00
5000 m/z 41.10 33.35%
43.0
143.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #109375: Dodecanoic acid, 10-methyl-, methyl ester —r— —
74.0 11.50 12.00
m/z 55.10  33.32%
228.0
5000
143.0
43.0 185.0
N ) TR P O IR NWOCS L,
m/z--> 20 40 60 80 100120140160180200220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.939 38.54 ng 1097070  Phenanthrene-d10 11.410
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 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Nonanoic acid 158 C9H1802 000112-05-0 46

Abundance Scan 1641 (11.939 min): BF128305.D\data.ms (-1636) (1 m/z 73.00 100.00%

43.1 73.0
5000
129.1
213.2 T T
L] H‘l 157.1185.2 ‘ 256.1 12.00
oww“:‘w“!‘wﬂhw‘u“H‘:_m‘uH‘_m_‘Hwwmwlw m/z 43.10  94.84%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
151018502130 256.0 m/z 60.00 88.63%
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
=
430 12.00
5000 129.0 m/Z 41.10 79.85%
171.0
‘ 214.0
oo L
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126199: Pentadecanoic acid —
43.0 73.0 12.00
m/z 55.10 73.80%
5000 129.0
199.0
DI
o%ﬁgkﬂwﬁwJM&MHNHW‘MHM‘JMﬂ‘JHW‘HWH‘WHH‘H —r—
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Tetradecane, 1l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.092 2.31 ng 65630  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
2 Tetracosane 338 C24H50 000646-31-1 86
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 78
4 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 78
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
Abundance Scan 1667 (12.092 min): BF128305.D\data.ms (-1665) (- m/z 57.10 100.00%
57.1
99.1 12,00 |
71411 20822432 '
ol M‘u b 24LY | 200224322811 n/; 43.10 65.16%
miz-> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 — :
12.00
m/z 71.10 58.22%
990 1550 197.0
0\“\‘\““\‘“\“\’\‘\‘\ \“‘\\\\“\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
T \
12.00
5000 m/z 85.10 43.74%
99.0
ol L1}y |y 1410 1830 2250 267.0 3381
e e
miz--> 50 100 150 200 250 300
Abundance #261137: Hexadecane, 1-iodo- T ‘
57.0 12.00
m/z 41.10 34.65%
5000
99.0 155.0 225.0
Y S O S, i
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 2-Mercaptobenzothiazole Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.145 2.88 ng 81867 Phenanthrene-dle 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Mercaptobenzothiazole 167 C7H5NS2 000149-30-4 94
2 Benzothiazole, 2-(2-hydroxyethyl... 211 C9H9NOS2 004665-63-8 68
3 3,5-Dimethoxy-4-hydroxyphenylace... 212 C10H1205 004385-56-2 50
4 5-(2-Furyl)-4H-1,2,4-triazole-3-... 167 C6H5N30S 035771-65-4 50
5 Thioguanine 167 C5H5N5S 000154-42-7 50

Abundance Scan 1676 (12.145 min): BF128305.D\data.ms (-1674) (-, m/z 167.00 100.00%

16Y7.0
5000
69.1 109.1 212.1 U U,
39.0 ‘ ‘ ‘ . 12.00 12.50
Obrrrrrredi w‘lmw‘h dhol a38d . L 28412720 oo 16 10.14%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #42606: 2-Mercaptobenzothiazole
167.0
5000 — ——
12.00 12.50
600 109.0 m/z 212.05 17.67%
0 H\‘\\\\M‘\‘\H}\“‘H‘\‘\}“H\\‘\\‘“\\H\\“‘\\%%\\\\‘\U\\‘\\\\’\H\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #89058: Benzothiazole, 2-(2-hydroxyethylthio)-
167.0
an Al A/\/‘A/\‘ o)
12.00 12.50
5000 m/z 109.10  17.53%
45.0 108.0 211.0
T VU G JHO W £ O W
m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #89108: 3,5-Dimethoxy-4-hydroxyphenylacetic acid e —
167.0 12.00 12.50
m/z 63.00 14.37%
212.0
5000
o150 530 gso 1230 |
e e e e e e e —r— —r—
m/z--> 20 40 60 80 100120140160180200220240260 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.480 3.80 ng 108235  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 68
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 64
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 1733 (12.480 min): BF128305.D\data.ms (-1731) (- m/z 57.10 100.00%
57.1

5000 W%AMJMMAAAﬁNﬂ/RANMﬂWﬁ
‘ 99.1 211.1 ‘12.‘50‘
oL— ‘\ Al ‘\um\\mh > ?\5‘1‘ - “ Ly ‘2‘6‘2‘1‘ 3021 m/z 43.10 81.01%
m/z--> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
5000 L
12.50
m/z 71.10 65.53%
99.0
01\4\0”‘\ ‘\“ 1 ‘\ ““‘ “‘\ H“ \ \]\-4\]_0\ :!-8\3\0’ \2\26\()\ ‘ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-
57.0
—
12.50
5000 m/z 85.10 42.33%
‘ 99.0 155.0 197.0
LS A S e W —
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- 7
57.0 12.50
m/z 41.10 33.13%
- MJLV
990 183.0
oﬂ”m“,h Lo T s .
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1-Propanone, 1-(1-adamantyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.516 2.11 ng 60031 Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanone, 1-(1l-adamantyl)-3-d... 235 C15H25NO 031878-58-7 72
2 Dimantine 297 C20H43N 000124-28-7 72
3 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 64
4 Methamphetamine 149 C1@H15N 000537-46-2 64
5 N-[3-(Dimethylamino)-2,2-dimethy... 241 C13H27N30 728932-41-0 64

Abundance Scan 1739 (12.516 min): BF128305.D\data.ms (-1738) (- m/z 58.10 100.00%

58.1
5000
12.50 |
206.1 .
98.0 . . :
ol bl 80 13511651 7 26312971 0 43.10  10.44%
miz--> 50 100 150 200 250 300
Abundance #117411: 1-Propanone, 1-(1-adamantyl)-3-dimethylaminc
58.0
5000 — :
12.50
m/z 57.10 8.79%
0 41,930 135.0169.0 235.0
‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘
miz--> 50 100 150 200 250 300
Abundance #195724: Dimantine
58.0
RN T
12.50
5000 m/z 206.10  7.26%
0R7.0, | 114.0 154.0184.0 297.(
e e e
miz--> 50 100 150 200 250 300
Abundance #272501: Cetrimonium Bromide ——
58.0 12.50
m/z 41.10 6.98%
- MA‘/\A
0R7.0, | 94.0  137.0168.0198.0 239.0269.0
S e S e e SRR —r
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.722 19.82 ng 564232  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 68

Abundance Scan 1774 (12.722 min): BF128305.D\data.ms (-1771) (- m/z 43.10 100.00%

43.1
5000
241.2 T R
185.2 284.3 12.50 13.00
0f—rr i, m/z 73.00  89.06%
m/z--> 0 50 100 150 200 250 300 350
Abundance #179090: Octadecanoic acid
43.0
5000 —— —
129.0 12.50 13.00
3.0 : 284.0 m/z 59.95 80.51%
‘ ‘ 1850 2410
ol “\r H‘ “H“““nh\‘h \‘“h\‘l bt ““ - “ R
miz—> 0 50 100 150 200 250 300 350
Abundance #126199: Pentadecanoic acid
3.0
— =
12.50 13.00
5000 129.0 m/Z 57.10 79.55%
29.¢
‘ 199.0 2420
0 ‘L‘ H‘ M\‘u} “““ “ ;“ L — “\‘ R R R
miz—> 0 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e ——
43.0 12.50 13.00
m/z 55.10 74.78%
5000 284.0
3.0 129.0
‘ 185.0 2410
0F—— VM ‘whwwtﬁ‘hi‘ku‘ﬁh b 8724 —— —
m/z--> 0 50 100 150 200 250 300 350 12.50 13.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51722\
Data File : BF128305.D

Acqg On : 17 May 2022 22:07
Operator : CG\JU

Sample : N2856-01

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
Tridecane 10.822 4.1 ng 117954 4 11.410 569334 20.0
unknown11.033 11.033 2.0 ng 58307 4 11.410 569334 20.0
Tetradecanoic acid 11.063 3.4 ng 97368 4 11.410 569334 20.0
Undecane, 5-eth... 11.257 3.6 ng 103601 4 11.410 569334 20.0
Pentacosane 11.686 2.3 ng 64917 4 11.410 569334 20.0
Hexadecanoic ac... 11.786 4.0 ng 113479 4 11.410 569334 20.0
n-Hexadecanoic ... 11.939 38.5 ng 1097070 4 11.410 569334 20.0
Tetradecane, 1-... 12.092 2.3 ng 65630 4 11.410 569334 20.0
2-Mercaptobenzo... 12.145 2.9 ng 81867 4 11.410 569334 20.0
Hexadecane 12.480 3.8 ng 108235 4 11.410 569334 20.0
1-Propanone, 1-... 12.516 2.1 ng 60031 4 11.410 569334 20.0
Octadecanoic acid 12.722 19.8 ng 564232 4 11.410 569334 20.0

8270-BF050922.M Thu May 19 16:57:05 2022 Pag 16



