LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39551.D

Acqg On : 21 Apr 2023 14:18

Operator : CG/JU

Sample : 02270-18 :
Misc : SB-31-0-2-20230412

ALS vial : 9 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 M\Methods\8270-BM041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39551.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.913 311 319 327 rBV 58195 98337 1.55% 0.248%
2 5.384 393 399 420 rBV 2179639 3371667 53.10% 8.518%
3 7.001 667 674 710 rBV 1954098 3520355 55.44%  8.894%
4 7.819 804 813 825 rBV 569177 1005845 15.84%  2.541%
5 8.990 1005 1012 1031 rBV 1150753 2148003 33.83% 5.427%

6 10.625 1282 1290 1305 rBV 706348 1363504 21.47%
7 13.095 1703 1710 1729 rBV 3256017 4908609 77.31% 12.
8 14.472 1937 1944 1952 rBV 1051039 1700647 26.78%

9 15.842 2170 2177 2190 rBV 56881 112919 1.78%
10 15.971 2192 2199 2223 rBV 2255801 3502726 55.17%
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11 17.224 2403 2412 2417 rBV 1241894 1881748 29.64%
12 17.271 2417 2420 2431 rVB 227194 358277 5.64%
13 18.130 2558 2566 2575 rBV2 392082 779291 12.27%
14 19.289 2758 2763 2776 rBV 387333 557069  8.77%
15 19.407 2779 2783 2795 rBV 136147 271991  4.28%
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16 19.624 2816 2820 2821 rBV 70835 79947 1.26%
17 19.654 2821 2825 2834 rVB 315778 467623 7.36% 1.181%
18 19.859 2854 2860 2875 rBV 4933855 6349398 100.00% 16.042%
19 20.154 2906 2910 2916 rVB2 66511 111530 1.76% 0.282%
20 21.130 3072 3076 3086 rVB4 294686 567953 8.94%
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21 21.418 3119 3125 3130 rBV 1566800 2312009 36.41%
22 22.753 3348 3352 3357 rVB2 190613 260982 4.11%
23 23.047 3398 3402 3408 rBV2 243840 546798 8.61%
24 23.112 3409 3413 3423 rVB3 309982 703599 11.08%
25 23.783 3520 3527 3543 rVB2 983078 2105995 33.17%
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26 24.353 3620 3624 3635 rVB 242380 494130 7.78% 1.248%

Sum of corrected areas: 39580952
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39551.D

Acqg On : 21 Apr 2023 14:18

Operator : CG/JU

Sample : 02270-18 :
Misc : SB-31-0-2-20230412

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
Abund :
usnooaonoc(?o TIC: BM039551.D\data.ms
4000000
3000000
5.384
2000000 7.001
8.990
1000000
7.819 10.625
0 4.913
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\’\\\\’\\\\‘\\\
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
Abundance TIC: BM039551.D\data.ms
5000000 19.859
4000000
13.095
3000000
15.971
2000000
17.224
14.472
1000000
18.130 19.2899 65
15.8 171271 10.4®/624 20'1§iw
o e e T T T T T
Time--> 12.00 1250 13.00 1350 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abund :
usnooaonoc(?o TIC: BM039551.D\data.ms
4000000
3000000
2000000 21.418
1000000
24.353
S ~— o N ~— e
0\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25,50 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270-BM@41723.M Mon Apr 24 05:09:26 2023 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39551.D

Acqg On : 21 Apr 2023 14:18

Operator : CG/JU

Sample : 02270-18 :
Misc SB-31-0-2-20230412

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.130 8.28 ng 779291  Phenanthrene-di10 17.224
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 96
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Nonanoic acid 158 C9H1802 000112-05-0 53
Abundance Scan 2566 (18.130 min): BM039551.D\data.ms (-2558) (- | m/z 73.00 100.00%
73.0
43.0
5000
129.0
213.1 — e
‘ ‘ 1711 ‘ 256.1 18.00 18.50
a g LU L L myz s9.95  83.37%
m/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
e 2
43.0 73.0 256.0
5000 = =
129.0 18.00 18.50
213.0 m/z 43.00 77.18%
171.0
m/z--> 50 100 150 200 250
Abundance #92069: Tridecanoic acid
73.0
= —r
43.0 18.00 18.50
5000 129.0 m/z 57.05 65.58%
171.0
n
: ‘\‘ HJ ‘u“\“ MH ‘HH‘ “‘H‘h bl “ ‘n“ L “‘ | ““ e —
miz—-> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid —p— =T
73.0 18.00 18.50
43.0 m/z 55.00 62.65%
5000 129.0
185.0 228.0
: “‘ \“J ‘u‘u“ ‘um M‘H“ ‘ML‘W ‘\ - m‘\ “\‘ \‘ — ‘\‘ — - . s
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_M\Data\BM@42123\
Data File : BM@39551.D

Acqg On : 21 Apr 2023 14:18

Operator : CG/JU

Sample : 02270-18 :
Misc SB-31-0-2-20230412

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.407 2.35 ng 271991  Chrysene-di12 21.418
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 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 64
Abundance Scan 2783 (19.407 min): BM039551.D\data.ms (-2779) (- | m/z 73.00 100.00%
73.0
5000 129.0 JM/\
185.1 2411 T
3910 ‘ 284.1 19.50
bl g Ly L 3400 s a3 65 80.99%
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
5000 — T
129.0 19,50
m/z 59.95 77 .15%
29.0 185.0 9440 284.0
‘“\M‘\“‘} \‘ T mi \‘ \“\ " b7 \“‘ T \“\ T T
m/z--> 50 100 150 200 250 300
Abundance #126202: Pentadecanoic acid
43.0
—
19.50
5000 m/z 55.05 69.16%
s 1290 242.0
] ‘ 199.0
Liieso L
m/z--> 50 100 150 200 250 300
Abundance #46964: n-Decanoic acid —
60.0 19.50
m/z 57.00 68.27%
5000 129.0 Lm
172.0
Leso RO -
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39551.D

Acqg On : 21 Apr 2023 14:18

Operator : CG/JU

Sample : 02270-18 :
Misc : SB-31-0-2-20230412

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 1-Hexacosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.130 4.91 ng 567953  Chrysene-d12 21.418
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 1-Hexacosanol 382 C26H540 000506-52-5 91
3 2- Chloropropionic acid, octadec... 360 C21H41C102 088104-31-8 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 90

Abundance Scan 3076 (21.130 min): BM039551.D\data.ms (-3072) (-~ | m/z 57.05 100.00%

57.0
5000
M

2100 2150
1390 208.0
b A 1 Ko 2089 8279 n/; 4310 86.08%

m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene
57.0 97.0

5000 —, o
21.00 21.50

m/z 83.05 79.48%

L, HH\H | H [, 1810 2380 2020  364(
\\‘\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 00 150 200 250 300 350
Abundance #289621: 1-Hexacosanol
97.0
57.0

21.00 21.50
5000 m/z 55.00  79.23%

‘ 39.0

LRI 18102220 2640 30s.0 364
m/z--> 50 100 150 200 250 300 350
Abundance : joni i

#269867: 2- Chloropropionic acid, octadecyl ester : ‘
57.0 21.00 21.50
97.0 o

m/z 69.00 68.63%

250.0
“ Hh | uh HH‘ ““ ‘Y‘\ ‘\\h \H m 82 0 l ‘\ 2970 3699

o —
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_M\Data\BM@42123\
Data File : BM@39551.D

Acqg On : 21 Apr 2023 14:18

Operator : CG/JU

Sample : 02270-18 :
Misc SB-31-0-2-20230412

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 Octadecanal Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.753 2.48 ng 260982  Perylene-di2 23.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 96
2 Eicosanal- 296 C20H400 002400-66-0 94
3 Hexacosanal 380 C26H520 026627-85-0 94
4 Oxirane, heptadecyl- 282 C19H380 067860-04-2 91
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91

Abundance Scan 3352 (22.753 min): BM039551.D\data.ms (-3348) (- | m/z 57.00 100.00%

57.0
5000

11.1
| ” ],162.9216.0266.9 ~  368.9 431.0 489.
L ‘

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158568: Octadecanal
43.(
96.0

5000 T
22.50 23.00
‘

m/z 43.00 81.66%

250.0
\f‘l’||1|}5‘l21.‘0“J}
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194557: Eicosanal-

82.0

T
22.50 23.00

5000 ITI/Z 55.00 59.88%
29. ’1 7.0
: 278.0
TLIRTD aomo o0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #287971: Hexacosanal — —
57.0 22.50 23.00

m/z 83.00 54.58%

5000
110.0 )
LT, smo_zs0nno 29

R :
m/z--> 50 100 150 200 250 300 350 400 450 22.50 23.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM042123\

Data File : BM@39551.D

Acqg On : 21 Apr 2023 14:18
Operator : CG/JU

Sample : 02270-18

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

SB-31-0-2-20230412

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM041723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Heptadecane Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
24.353 4.69 ng 494130  Perylene-di12 23.783
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 87
2 Nonadecane 268 C19H40 000629-92-5 81
3 Tetratetracontane 619 C44H90 007098-22-8 81
4 Pentadecane 212 C15H32 000629-62-9 81
5 Octadecane 254 C18H38 000593-45-3 74

Abundance Scan 3624 (24.353 min): BM039551.D\data.ms (-3620) (- | m/z 57.05 100.00%
57.0
24‘06 ‘24‘5(1"
[‘270 208.0 : :
41 o
bbb Lo S0 841.0 4200 8349 1 u/; 71.10 72.85%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123960: Heptadecane
57.0
5000 e B
24.00 24.50
m/z 43.05 58.77%
U170 2000
‘HHY‘HH \HY‘\‘H\’\\\H\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘H\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158597: Nonadecane
57.0
— ——
24.00 24.50
5000 m/z 85.00 53.87%
ULy jrsomozsso
_‘H_‘H_‘H‘HH,HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane e T
57.0 24.00 24.50
m/z 55.00 22.84%
- \J\J\/L
m 127.0197.0 267.0337.0407.0 491.0562.0
‘H‘wH‘wH‘w‘Hw‘Hw‘HW‘H‘MH‘_H‘_‘HM‘HM‘H‘H‘ — ——
miz--> 0 50 100 150200 250 300 350 400 450 500 550 600 24.00 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39551.D

Acqg On : 21 Apr 2023 14:18

Operator : CG/JU

Sample : 02270-18 :
Misc : SB-31-0-2-20230412

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.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 ... 18.130 8.3 ng 779291 4 17.224 1881750 20.0
Octadecanoic acid 19.407 2.4 ng 271991 5 21.418 2312010 20.0
1-Hexacosene 21.130 4.9 ng 567953 5 21.418 2312010 20.0
Octadecanal 22.753 2.5 ng 260982 6 23.783 2106000 20.0
Heptadecane 24.353 4.7 ng 494130 6 23.783 2106000 20.0
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