LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc : SB-29-0-2-20230721

ALS Vvial : 21  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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134619.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.422 562 567 570 rBV 2928334 2854136 100.00% 10.291%
2 6.428 733 738 741 rBV 2956920 2792470 97.84% 10.069%
3 6.798 796 801 804 rBV 1303987 1034913 36.26% 3.732%
4 7.357 891 896 899 rBV 1927264 1641762 57.52% 5.920%
5 8.075 1014 1018 1021 rBV 1543177 1197685 41.96% 4.318%

6 9.151 1197 1201 1204 rBV 3305694 2761977 96.77%  9.959%
7 9.545 1265 1268 1272 rBV 465453 409454 14.35% 1.476%
8 9.692 1288 1293 1297 rVB 38380 37581 1.32% ©0.136%
9 9.828 1313 1316 1320 rBV 1261985 1098230 38.48% 3.960%
10 10.616 1446 1450 1454 rBV 1905380 1606968 56.30% 5.794%
11 10.745 1469 1472 1479 rVB4 30820 41353 1.45% ©.149%
12 11.192 1545 1548 1550 rBV 47043 38041 1.33% 0.137%
13 11.316 1566 1569 1572 rBV 1290779 1165590 40.84%  4.203%
14 11.339 1572 1573 1576 rVV 269932 189085 6.62% ©0.682%
15 11.392 1576 1582 1584 rVB2 68831 76974  2.70% 0.278%
16 11.551 1603 1609 1611 rBV3 37340 47058 1.65% ©.170%
17 11.622 1618 1621 1623 rBV2 51643 40201 1.41% ©.145%
18 11.822 1651 1655 1657 rBV 120762 105658 3.70% ©.381%
19 11.857 1657 1661 1665 rVVv2 412780 426726 14.95% 1.539%
20 11.892 1665 1667 1670 rVV2 74263 76148 2.67% 0.275%
21 11.933 1670 1674 1676 rVWV 74265 87966 3.08% ©0.317%
22 11.957 1676 1678 1683 rVB 41977 40380 1.41% 0.146%
23 12.051 1692 1694 1700 rVB6 28392 37322 1.31% 0.135%
24 12.122 1702 1706 1707 rVWV 36860 39136 1.37% 0.141%
25 12.139 1707 1709 1713 rVB 56994 53022 1.86% ©.191%
26 12.351 1742 1745 1747 rBV3 33254 35605 1.25% ©.128%
27 12.374 1747 1749 1752 rW 56139 55320 1.94% ©.199%
28 12.433 1756 1759 1761 rVV3 50243 58551 2.05% 0.211%
29 12.457 1761 1763 1768 rVB4 37021 43122 1.51% ©0.155%
30 12.533 1773 1776 1779 rVB 506082 395692 13.86% 1.427%
31 12.604 1785 1788 1790 rBV 80823 68472 2.40%  ©.247%
32 12.627 1790 1792 1797 rVV2 221252 221149 7.75% 0.797%
33 12.733 1806 1810 1811 rBV 297052 273888 9.60%  0.988%
34 12.763 1811 1815 1818 rVB 458460 575197 20.15% 2.074%
35 12.916 1837 1841 1844 rVB 2707455 2617595 91.71%  9.438%
36 13.092 1869 1871 1874 rVB 53497 44699 1.57% 0.161%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc : SB-29-0-2-20230721

ALS Vvial : 21  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-BF080123.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.127 1875 1877 1879 rBV3 34523 33398 1.17% 0.120%
38 13.157 1879 1882 1885 rvv2 62285 66869 2.34% 0.241%
39 13.198 1886 1889 1891 rvV 50885 46459 1.63% 0.168%
40 13.239 1893 1896 1898 rVV2 65983 58544  2.05% 0.211%
41 13.292 1902 1905 1907 rVB 35840 34823  1.22% 0.126%
42 13.598 1955 1957 1959 rBV 35576 37732 1.32% 0.136%
43 13.821 1991 1995 2000 rBV2 460545 495064 17.35% 1.785%
44 13.963 2014 2019 2022 rBV2 969000 1054646 36.95%  3.803%
45 13.992 2022 2024 2030 rVB 174064 152074 5.33% 0.548%
46 14.145 2048 2050 2053 rBV2 95967 93587 3.28% ©0.337%
47 14.457 2100 2103 2108 rBV 269068 302699 10.61% 1.091%
48 14.910 2177 2180 2184 rVB 583893 583047 20.43% 2.102%
49 15.004 2193 2196 2199 rBV 134855 185507 6.50% 0.669%
50 15.110 2210 2214 2215 rBV 273871 285210 9.99% 1.028%
51 15.133 2215 2218 2225 rVB 579838 730040 25.58% 2.632%
52 15.368 2255 2258 2262 rVB 94454 113597 3.98% 0.410%
53 15.433 2265 2269 2273 rBV 465840 529329 18.55%  1.909%
54 15.704 2312 2315 2321 rVB2 170736 228474 8.01% 0.824%
55 15.951 2353 2357 2361 rVV 166259 230247 8.07% 0.830%

56 15.998 2362 2365 2371 rVB2 117927 183819 6.44% 0.663%

Sum of corrected areas: 27734291
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: 03 Aug 2023 18:53
¢ CG\JU
: 03686-09

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80323\
BF134618.D

SB-29-0-2-20230721

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF134619.D\data.ms

5.422 6.428

7.357

6.798

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134619.D\data.ms

9.151

12.916

10.616

8.075

9.828 11.316

9.545

11,339

0
Time-->

hoo_

9.692
T T —T A

9.50

11.1 ;:«'w;
S

— —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF134619.D\data.ms

14.9105.133

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc SB-29-0-2-20230721

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.857 7.32 ng 426726  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 68
Abundance Scan 1661 (11.857 min): BF134618.D\data.ms (-1657) (- m/z 73.00 100.00%
43.0 73.0
5000 129.0
213.2 — P
H‘ 157.1185.1 ‘ 2563 11.50 12.00
‘M“”HJMW:nmuumwwm‘_WJ_uu_h‘_u‘_ m/z 43.05 87.41%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
97.0 157.0 155 02130 2560 m/z 60.00  84.42%
\H‘HH“}‘HH!H \H‘\\‘H\L\wh““\\h“l‘\“\‘\\‘\H\‘\\H‘\‘\H‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0
— ==
129.0 11.50 12.00
5000 43.0 m/z 57.10 80.78%
185.0 228.0
1 1. 0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid — 7
43.0 ,73.0 11.50 12.00
m/z 41.10 71.39%
5000 129.0
199.0
s e T
]"ﬁ'mm‘w‘u“‘”‘W‘”‘m“‘u‘l‘l_”“w‘m‘_“H_‘m‘mwuu‘mw F o
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\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc : SB-29-0-2-20230721

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 +trans-Chlordane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

12.627 3.79 ng 221149  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-Chlordane 406 C10H6C18 005103-74-2 95
2 Chlordane 406 C10H6C18 000057-74-9 83
3 cis-Chlordane 406 C10H6C18 005103-71-9 74
4 4,7-Methanoindene, 1,2,3,5,6,7,8... 406 C10H6C18 1000017-10-9 70

5 2,5-Difluorobenzamide, N-(2-iodo... 373 C14H10F2INO 1000358-05-2 10

Abundance Scan 1792 (12.627 min): BF134618.D\data.ms (-1790) (-} | m/z 374.80 100.00%
374.8

5000

|

12.50 13.00
m/z 372.80 91.03%

m/z--> 50 100 150 200 250 300 350 400
Abundance #305493: trans-Chlordane
373.0
5000 -k ey
12.50 13.00
272.0 m/z 376.80 53.27%
65.0
hioas207%80 L Wl gso, W 416

mi/z--> 50 100 150 200 250 300 350 400

Abundance #305484: Chlordane
— =k Py
12.50 13.00

5000 m/z 236.80  46.98%

Abundance #305487: cis-Chlordane

m/z--> 50 100 150 200 250 300 350 400 J\
A
ploapinacy

T
12.50 13.00

m/z 202.05 45.11%

5000

65.0 133.0 1930

— ——
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc : SB-29-0-2-20230721

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Octacosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.821 9.39 ng 495064  Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosanol 410 C28H580 000557-61-9 94
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
4 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 94
5 1-Hexacosene 364 C26H52 018835-33-1 94
Abundance Scan 1995 (13.821 min): BF134618.D\data.ms (-1991) (- m/z 57.05 100.00%
57.0
o JJJW
— ——
1)) 1682 2261 2861 35314021 13.50 1400
[ ‘WM ifegeol 2801 39314021 0 nmjz 43.10  91.03%
miz--> 50 100 150 200 250 300 350 400
Abundance #308225: Octacosanol
57.0
5000 — ——
13.50 14.00
m/z 55.10 89.15%
‘\ i “ \‘ \H\ \‘\ . \70 222.0 292.0 392.0
\\\‘ \\‘ ‘\\\\‘\\\\‘\\\\‘\T\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #248981: 1-Heneicosyl formate
57.0
— ——
13.50 14.00
5000 m/z 83.10 82.10%
|| 13670 2220 294034,
T B BN A S
m/z--> 50 100 150 200 250 300 350 400
Abundance #261457: Heptadecyl trifluoroacetate o —
57.0 13.50 14.00
m/z 69.10 64.59%
5000 11.0 l/w
\‘ 14 ‘ “ \h n 210.0 283 0 334.0
““‘ “‘ e — ——
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc SB-29-0-2-20230721

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Undecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.457 5.74 ng 302699 Chrysene-d12 13.963
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane 156 C11H24 001120-21-4 94
2 Nonadecane 268 C19H40 000629-92-5 93
3 1-Hexacosene 364 C26H52 018835-33-1 93
4 Dodecane 170 C12H26 000112-40-3 93
5 Octacosane 394 (C28H58 000630-02-4 92

Abundance Scan 2103 (14.457 min): BF134618.D\data.ms (-2100) (-] ' m/z 57.10 100.00%
57.1

5000

3

14.50
m/z 43.10 71.29%

Fh ~182.1 5450 326.1 398.1 465.2 533.

e e R e S S e S e

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #33080: Undecane
57.0
5000 L
14.50
m/z 71.10 63.34%
M 156.0
‘ | |

’HH“J\‘\\‘\‘HH‘HH‘HH‘HH‘\\H’HH’HH‘HH‘HH‘

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

Abundance #158600: Nonadecane
57.0

:

14.50
5000 m/z 55.10  41.50%

| 1130 1830 268.0

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

o

Abundance #273797: 1-Hexacosene
43.0 14.50
m/z 85.10 41.15%
5000
‘ 111.0
364.0
‘ ‘ u ‘\JHJ"M“ i |8.0224 0 308 0 | —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc SB-29-0-2-20230721

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Hexacosanal Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.910  22.03 ng 583047 Perylene-d12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 97
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 96
3 Octadecanal 268 C18H360 000638-66-4 95
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 93
5 Eicosanal- 296 C20H400 002400-66-0 93
Abundance Scan 2180 (14.910 min): BF134618.D\data.ms (-2177) (- m/z 57.10 100.00%
57.1
” g 1 ‘ ‘ )
15.00
180.2 254.1
“H‘H\‘“mhh“mu“w““§9§9:§ﬁ%?4ﬁ3?‘,4§? m/z 43.10 87.58%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #287971: Hexacosanal
57.0
5000 T
15.00
0.0 m/z 82.10  78.95%
362.0
“l‘l"l| “]\-\8\0\0‘\\\2\5‘0\0\\3\0‘6\\0\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176357: Oxirane, heptadecyl-
82.0
—=
15.00
5000 m/z 55.10 64.52%

38.0
A “ﬁ\ [, loao 2640

PR
T \\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

m/z--> 50 100 150 200 250 300 350 400 450

Abundance #158568: Octadecanal
43.( 15.00

m/z 96.10 57.16%

v

96.0

5000

\hhﬂﬁmﬂ“ 2p0

m/z--> 50 100 150 200 250 300 350 400 450 15.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc SB-29-0-2-20230721

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 Tridecane, 1-iodo- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.110 10.78 ng 285210  Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 93
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
4 Pentacosane 352 C25H52 000629-99-2 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2214 (15.110 min): BF134618.D\data.ms (-2210) (-} ' m/z 57.10 100.00%
57.1
" ML
252.1 R T
H ‘131 685 3112 399.0 15.00 15.50
ol LLILLEA88S | 3112 399.045218100 1 7110 go.00%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — g
15.00 15.50
m/z 43.10 55.36%
183.0
113.0
\"\H\‘\[\J‘\l“\\\‘\\‘\\\‘\‘\\\\‘\\\3\]‘-9\(\)\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #320590: Hentriacontane
57.0
—— —
15.00 15.50
5000 m/z 85.10 44.48%
J \ \\ J| J ‘116‘9 02250 309.0365.0 436.0
“‘_“‘_“““‘ T R EREE R S S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #262017: Heptadecane, 9-octyl- T T
57.0 15.00 15.50
m/z 55.10 20.36%
113.0 239.0
L1690 ZP%9040 3500
““‘H“‘H“‘H“‘H““w“‘w“‘w“‘w“‘w“ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc : SB-29-0-2-20230721

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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-Tetracosanol-1 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

15.133  27.58 ng 730040  Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 1-Heptacosanol 396 C27H560 002004-39-9 90
4 Eicosyl methyl ether 312 C21H440 1000406-29-4 90
5 1-Hexacosene 364 C26H52 018835-33-1 86

Abundance Scan 2218 (15.133 min): BF134618.D\data.ms (-2215) (- m/z 83.10 100.00%
3.1

L —
‘1'3?.1 15.00 15.50
‘ A

207.1 ‘
0 ‘H\Vwm a5 3082 3721 4281478, 0 97, 10 92.32%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
111.0

5000 ——
15.00 15.50

m/z 55.10  85.15%

lh\\ H\ .\}\ 1‘\‘]]67"0 222.0 308.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosano
55.0

15f00 15.50
5000 111.0 m/z 69.10 81.52%
x'|“}11§7°26&°
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol P P
57.0 15.00 15.50

m/z 43.10 65.39%

111.0
5000
| J‘ |167.0 222 0 278.0 378.0

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 15.00 15.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@80323\
BF134618.D

: 03 Aug 2023 18:53
¢ CG\JU
: 03686-09

: 21 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

SB-29-0-2-20230721

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxirane, heptadecyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.704 8.63 ng 228474  Perylene-di12 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 95
2 Tetracosanal 352 (C24H480 057866-08-7 95
3 Nonacosanal 422 C29H580 072934-04-4 93
4 Z-2-Octadecen-1-o0l 268 C18H360 1000131-11-0 89
5 Octacosanal 408 C28H560 022725-64-0 87

Abundance Scan 2315 (15.704 min): BF134618.D\data.ms (-2312) (- m/z 57.10 100.00%
57.1
11.1 608 —r— —r
180. 15.50 16.00
e m‘g “‘uu\w‘w b Ay - “2‘4?.‘3‘ 29?1 : 3‘6414‘1 cared e om/z 43.10  86.71%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #176357: Oxirane, heptadecyl-
82.0
5000 —r ——
29. 15.50 16.00
m/z 82.10 82.18%
38.0
\‘\‘ “‘\‘\‘ \h‘ “h\“\ “l\ ““\‘\]-19\‘4;.9\“\‘\2?6\‘4;.\0\ ‘ T 1T ‘ T 1T ‘ T 1T ‘ T
miz--> 50 100 150 200 250 300 350 400 450
Abundance #262002: Tetracosana
57.0
—— —
15.50 16.00
5000 m/z 55.10 59.01%
10.0
i “ | ,166.0 222.0 278.0 33!
L o B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #314317: Nonacosanal T —
82.0 15.50 16.00
m/z 96.10 57.84%
5000
38.0 404.0
29900l 22202780 3480 |
R o I B A e —— —
m/z--> 50 100 150 200 250 300 350 400 450 15.50 16.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF080323\

Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53
Operator : CG\JU

Sample : 03686-09

Misc

ALS vial : 21

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

SB-29-0-2-20230721

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Tritriacontane, 2-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.951 8.70 ng 230247  Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritriacontane, 2-methyl- 479 C34H70 066214-27-5 98
2 Nonacosane 408 C29H60 000630-03-5 93
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 93
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
5 4-Methylheneicosane 310 C22H46 025117-29-7 90

Abundance Scan 2357 (15.951 min): BF134618.D\data.ms (-2353) (- m/z 57.10 100.00%
57.1
113.1 iB‘Od
. “‘\ | M‘ [LA20t 2650 3271 4013 489 .21 1g  61.72%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #333759: Tritriacontane, 2-methyl-
57.0
5000 R
16.00
m/z 43.10 57.43%
435.0
LT 2690 2250 3790 %]
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350 400 450
Abundance #307031: Nonacosane
57.0
——
16.00
5000 ITI/Z 85.10 45.92%
L a0 250 8103370 aomo
— H A A e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158610: Octadecane, 2-methyl- ——
43.C 16.00
m/z 55.10 23.40%
- WJLJ\/\M\W
0
| I%J 1850 2250
e L B e e P
m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc SB-29-0-2-20230721

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.998 6.95 ng 183819  Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 93
2 1-Tricosene 322 C23H46 018835-32-0 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 Octacosyl acetate 452 (C30H6002 018206-97-8 89
5 n-Tetracosanol-1 354 C24H500 000506-51-4 87
Abundance Scan 2365 (15.998 min): BF134618.D\data.ms (-2362) (- m/z 57.10 100.00%
57.1
5000 111.1 \\JLJL
1813 2641 T
b L 208 220
. ‘W.“HM\‘\ H\H ‘ﬂh‘\ ‘HHHH\HI\ o by e ‘m‘uhu‘w ‘\‘H‘u‘m‘\‘\‘ H‘ m/z 83.10 99.09%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #299848: 1-Heptacosanol
57.0
111.0
5000 T
16.00
m/z 97.10 97.69%
iy 1‘ |'er-0 22202780 3780
T ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227234: 1-Tricosene
43.0
97.0
——
16.00
5000 m/z 43.10 86.36%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #336402: 17-Pentatriacontene ——
43.0 16.00
m/z 55.10  82.32%
- T M\W
J\ | ,1153.0 210.0 267.0321.0 490.(
P e A e e T T ——
m/z--> 50 100 150 200 250 300 350 400 450 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080323\
Data File : BF134618.D

Acqg On : 03 Aug 2023 18:53

Operator : CG\JU

Sample : 03686-09 :
Misc : SB-29-0-2-20230721

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF080123.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|
n-Hexadecanoic ... 11.857 7.3 ng 426726 4 11.316 1165590 20.0
trans-Chlordane 12.627 3.8 ng 221149 4 11.316 1165590 20.0
Octacosanol 13.821 9.4 ng 495064 5 13.963 1054650 20.0
Undecane 14.457 5.7 ng 302699 5 13.963 1054650 20.0
Hexacosanal 14.910 22.0 ng 583047 6 15.433 529329 20.0
Tridecane, 1-iodo- 15.110 10.8 ng 285210 6 15.433 529329 20.0
n-Tetracosanol-1 15.133 27.6 ng 730040 6 15.433 529329 20.0
Oxirane, heptad... 15.704 8.6 ng 228474 6 15.433 529329 20.0
Tritriacontane,... 15.951 8.7 ng 230247 6 15.433 529329 20.0
1-Heptacosanol 15.998 7.0 ng 183819 6 15.433 529329 20.0
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