LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028883.D

Acqg On : 24 Feb 2021 17:31
Operator : CG/JU

Sample : M1469-01

Misc :

ALS vial : 8 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-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@28883.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.357 397 403 415 rBB 404037 599027 29.43% 5.957%
2 6.998 674 682 693 rBB 405308 657543 32.30% 6.539%
3 7.804 813 819 825 rBB 73488 109262 5.37% 1.087%
4 8.981 1012 1019 1029 rBV 249948 405922 19.94% 4.037%
5 10.604 1289 1295 1302 rVB 97340 157536 7.74% 1.567%
6 13.086 1709 1717 1723 rVB 575681 860604 42.28%  8.558%
7 14.463 1944 1951 1959 rVB 144877 204195 10.03% 2.031%
8 15.963 2200 2206 2216 rVB 446865 625810 30.74% 6.223%
9 17.204 2412 2417 2422 rBV 150105 214912 10.56% 2.137%
10 17.251 2422 2425 2430 rVB 50002 61851 3.04% 0.615%
11 17.868 2525 2530 2535 rVB 295303 340593 16.73%  3.387%
12 18.098 2554 2569 2579 rBV2 65256 110401 5.42% 1.098%
13 18.839 2690 2695 2699 rBV 34259 41273 2.03% 0.410%

14 19.015 2718 2725 2727 rBV 1615657 2035710 100.00% 20.244%
15 19.045 2727 2730 2740 rVB2 1433505 1795263 88.19% 17.853%

16 19.174 2747 2752 2757 rVB 145961 172682 8.48% 1.717%
17 19.257 2762 2766 2775 rVB 94916 125743 6.18% 1.250%
18 19.368 2781 2785 2790 rBV2 20336 28283 1.39% ©.281%
19 19.621 2824 2828 2834 rVB 59966 82223 4.04% 0.818%
20 19.821 2855 2862 2867 rBV 703163 872863 42.88% 8.680%
21 20.262 2933 2937 2942 rBV3 17724 22625 1.11% ©0.225%
22 21.068 3070 3074 3084 rBv4 73057 94366 4.64% 0.938%
23 21.368 3118 3125 3129 rBV2 159805 237758 11.68%  2.364%
24 21.403 3129 3131 3135 rVB 30315 30471 1.50% ©.303%
25 23.580 3496 3501 3507 rVB2 100001 169106 8.31% 1.682%

Sum of corrected areas: 10056022
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028883.D

Acq On : 24 Feb 2021 17:31
Operator : CG/JU

Sample : M1469-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM028883.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000 5.357 6.998

8.981

200000
7.804 10.604

O \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance TIC: BM028883.D\data.ms
1600000 19.p15

19{045
1400000

1200000
1000000

800000 19.821

600000 13.086

15.963

400000
17.868

200000 14.463 17.204 I 5%

171251 18.098 Eﬁ .62
j\A " 18.839 [[0.3t8° 20.262

e N eI e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BM028883.D\data.ms
1600000

1400000
1200000
1000000
800000
600000

400000

00000 21.368 23.580
21.0681]403

O \\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028883.D

Acq On : 24 Feb 2021 17:31
Operator : CG/JU

Sample : M1469-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.868 31.70 ng 340593  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 95
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 91
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 2530 (17.868 min): BM028883.D\data.ms (-2525) (- m/z 74.10 100.00%
74.1
5000 43.0
143.1 - T
M || jroro 1851 221? ,0. 1750 18.00
Obprreethrdl A s L b, m/z 87.10 73.83%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 — —
43.0 17.50 18.00
143.0 m/z 43.05 42.78%
‘u \“ i ‘ | \lc\)\l 0 | 17\1 0\199 022\7 0 270c
O\‘HH‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘H‘H‘

m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester

o

74.0
!
17.50 18.00
5000 43.0 m/z 55.05 33.99%
ol Lm0 M50 5o 2270 amc
\‘HH‘\H\‘HH‘\H\“HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #84485: Tridecanoic acid, methyl ester = =
74.0 17.50 18.00
m/z 41.05 33.17%
5000, 43.0
| || 10L0 M30 1850 2280
0‘_‘HW‘H‘Hw‘M‘HH‘W‘MW‘H‘_H‘M‘JM‘H‘HH‘H‘WH‘W — —
m/z--> 20 40 60 80 100120140160 180 200 220240260 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028883.D

Acq On : 24 Feb 2021 17:31
Operator : CG/JU

Sample : M1469-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.098 10.27 ng 110401  Phenanthrene-die 17.210
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 76
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 53

Abundance Scan 2569 (18.098 min): BM028883.D\data.ms (-2554) (-  m/z 43.05 100.00%

43.0 73.0
5000
129.0
213.2 1 7 T
‘ H ‘ 157.0185.1 ‘ 256.1 18.00 18.50
0 WWHH‘N ! w”‘uh“ “w‘:pm‘ m‘_“w“‘;u\wm”wl_ m/z 73.00  89.51%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 “’“WJ\? T .
18.00 18.50
157.01g5 02130  256.0 m/z 60.00 84.36%
O,
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
T A\ ‘ T T ‘
43.0 18.00 18.50
5000 ITI/Z 41.05 81.98%
129.0
1710 2140
101.0 ‘ ‘
01‘519‘:”“‘;““‘1”‘ H“ wm ﬂ‘“ Jw‘:‘uw‘w‘HH_‘m_wwww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid = =
43.0 ,73.0 18.00 18.50
m/z 55.00 74.45%
5000 129.0
199.0
s e
o%ﬁgk“wﬁﬂMﬁNmﬂMWMMuwuﬂwﬂwku‘uuwuw‘uw‘ — ‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028883.D

Acq On : 24 Feb 2021 17:31
Operator : CG/JU

Sample : M1469-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2,4,4,6,6,8,8-Heptamethyl-1... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.839 3.84 ng 41273  Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 78
2 Octane, 2-bromo- 192 C8H17Br 000557-35-7 35
3 2,4,4-Trimethyl-1-pentanol, pent... 276 C11H17F502 1000365-51-0 35
4 2,4,4-Trimethyl-1-pentanol, trif... 226 C10H17F302 1000365-19-5 25
5 2,4,4-Trimethyl-1-pentanol, hept... 326 C12H17F702 1000365-01-4 25
Abundance Scan 2695 (18.839 min): BM028883.D\data.ms (-2690) (- m/z 57.05 100.00%
57.0
‘ 18.50 19.00
169.1 ’ ’
ob— “ Al TP 2080 281 193,10 47.91%
miz--> 50 100 150 200 250
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57.0
5000 P e,
18.50 19.00
113.0 m/z 97.05 41.10%
b g ‘ \‘ 168.0
O\\\\‘H\‘\“\“‘\“\”\\\‘\‘\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #54934: Octane, 2-bromo-
57.0
‘ T \/\\ ‘ T
18.50 19.00
5000 ITI/Z 55.05 31.20%
113.0
2 .0 ‘
ol Ll L a0 a0
miz--> 50 100 150 200 250
Abundance #123759: 2,4,4-Trimethyl-1-pentanol, pentafluoropropion: — ——
57.0 18.50 19.00
m/z 83.10 22.74%
5000
97.0
0 27‘\-0“‘\ ‘m , | | 147.0177.0 219.0 261.0
— e e — ——
m/z--> 50 100 150 200 250 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028883.D

Acq On : 24 Feb 2021 17:31
Operator : CG/JU

Sample : M1469-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 10,13-Octadecadienoic acid,... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

19.015 189.45 ng 2035710 Phenanthrene-di10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,13-0Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
2 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
3 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 2725 (19.015 min): BM028883.D\data.ms (-2718) - m/z 67.10 100.00%

67.1
5000
09.1
19 00
263 3
ob— ‘;\“ MH‘ ‘Hh\‘ ML ‘Hh ﬂ\ \\ L87 1 220 2 - ??4‘ m/z 81.10 84.41%
m/z--> 50 100 150 200 250
Abundance  #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
5000
09.0 294.C 19 00
29.0 ‘ ' 263.0 ’ m/z 55.05 70.55%
150.0
N Jdlago 2200 [ |
m/z--> 50 100 150 200 250
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester
67.0
—— ‘
19.00
5000 m/Z 41.05 60.21%
09.0
29.0 294.C
150.0 263.0
o L o 2200 20|
m/z--> 50 100 150 200 250
Abundance  #139708: 9,12-Octadecadienoic acid, methyl ester ‘
67.0 19 00
m/z 95.10 59.22%
5000
29.0 09.0
294.C
oL LI | ) u“ lull uh i Hu‘_ m L 2230 26307
mlz--> 100 150 200 250 19 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028883.D

Acq On : 24 Feb 2021 17:31
Operator : CG/JU

Sample : M1469-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.045 167.07 ng 1795260 Phenanthrene-d10 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 2730 (19.045 min): BM028883.D\data.ms (-2727) - m/z 55.10 100.00%

5!:
5000 97.1
T T T
‘ ‘ 371 1802 2222 2643 19.00
ob— H““ | m i, mHHmh el w - n‘ ‘“‘ ‘296‘3 m/z 41.10 73.05%
m/z--> 50 100 150 200 250 300
Abundance #141302: 9-Octadecenoic acid (Z)-, methyl ester
53.0
5000 8.0 U \
19.00
23.0 m/z 69.10 57.74%
‘ ‘ WA ‘ 180.0 222.0 264.02
02‘5“0“\“ | il \‘ H\H\\H‘MH\‘\\ ull ks ‘1 e 1“ T ‘H‘ . ‘9\6‘0
m/z--> 50 100 150 200 250 300
Abundance #141290: 11-Octadecenoic acid, methyl ester
55.0
T T \
19.00
5000 ITI/Z 43.10 53.76%
Lo
m/z--> 50 100 150 200 250 300
Abundance #141286: 13-Octadecenoic acid, methyl ester I ‘
55.0 19.00
m/z 74.05 52.08%
5000
87.0
264.0
Ll e, amo 20 | o
O‘h‘ “ o I \\u\“d‘mu‘ il m‘u‘ by - 1“‘\ . i C e
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM@28883.D

Acq On : 24 Feb 2021 17:31

Operator : CG/JU

Sample : M1469-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.174 16.07 ng 172682  Phenanthrene-die 17.210
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 90
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 89

5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002

005129-58-8 87

Abundance Scan 2752 (19.174 min): BM028883.D\data.ms (-2747) (- m/z 74.00 100.00%

74.0
5000 43.0 J\
143.1 e
‘ 10 ‘ 1991 2552 0. 19.00 19.50
I — ‘u Lt L L T gz s7.e0 78.02%
miz--> 100 150 200 250 300
Abundance #143131: Methyl stearate
74.0
5000 — /\ ——
450 143.0 255.0 298.( 19.00 19.50 .
‘ 199.0 m/z 43.05 45.73%
0—+ \‘ ‘M‘\ “ ‘H‘ 111 \‘\O‘r T “\ 1§ \‘\ ‘f \‘\‘\ \‘ “\“‘r T “
miz--> 100 150 200 250 300
Abundance #119408:Hexadecanok:add,nnﬁhylemer
74.0
—— —
19.00 19.50
5000 ITI/Z 55.05 35.49%
43.0
143.0
Ll a0, | 50 2270 2100
LS P 01 Y P S M
miz--> 50 100 150 200 250 300
Abundance #107593: Pentadecanoic acid, methyl ester —— —r—
74.0 19.00 19.50
m/z 41.10 32.13%
5000
43.0
‘ 143.0
213.0 256.0
0Lt ‘J‘M%F’t “ L1820 1 T L W SO —
mlz--> 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028883.D

Acq On : 24 Feb 2021 17:31
Operator : CG/JU

Sample : M1469-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.368 2.38 ng 28283 Chrysene-d12 21.368
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 83
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 59
5 Tetradecanoic acid 228 C14H2802 000544-63-8 59

Abundance Scan 2785 (19.368 min): BM028883.D\data.ms (-2781) (- m/z 43.05 100.00%

5000 129.0 T n\m\ e
19.00 19.50
185.0 2410 284.( m/z 73.00 86.24%
O ’HH‘UH

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107549: n-Hexadecanoic acid

— i
19.00 19.50
5000 129.0 m/z 57.05  80.37%
: 1710 2130 256.0
o

m/z--> 20 40 60 80 100120140160180200220240260280

430 730
5000 129.1
185.1 241.2 T T
W O O i B
ol ML w2 ee.ee  87.31%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #131261: Octadecanoic acid
43.0,,73.0

3

n

Abundance #95855: Pentadecanoic acid
43.0 73.0 19.00 19.50
m/z 41.00 77.17%
5000 129.0
1990 242.0
o ba | |, AV
m/z--> 20 40 60 80 100120140160180200220240260280 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM@28883.D

Acq On : 24 Feb 2021 17:31

Operator : CG/JU

Sample : M1469-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Cyclopentadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
21.068 7.94 ng 94366 Chrysene-d12 21.368
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 97
2 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95

4 Trichloroacetic acid, pentadecyl... 372

5 1-Docosene

308

C17H31C1302
C22H44

Abundance Scan 3074 (21.068 min): BM028883.D\data.ms (-3070) (- m/z

074339-53-0 95
001599-67-3 95

43.10 100.00%

43.1
83.1
5000
25.1 51'00 ‘
21.00
ol m‘H\ + 3 4ol 2?‘70 250 35 /7 57.85  96.42%
m/z--> 50 100 150 200 250 300 350
Abundance #69583: Cyclopentadecane
83.0
210 210.0
5000 — ‘
21.00
25.0 m/z 55.05 90.16%
O T \L‘\ ‘i““\ T \‘“\‘h‘\ ‘“ “}\Gﬁ-?\ ‘ \‘ T T ’ L ‘ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecyl ester
57.0
97.0 T
21.00
5000 m/z 83.10 69.92%
39.0
ob LUl 11320 1000 2980 2050
miz--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecyl ester T
43.0 21.00
83.0 m/z 69.05 66.27%
5000
T
0 ‘“Mm\ “HJJN¢WM\ . . 196.0
5

m/z--> 0 100 150 200

250 300 350
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22421\
Data File : BM028883.D

Acqg On : 24 Feb 2021 17:31
Operator : CG/JU

Sample : M1469-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Hexadecanoic ac... 17.868 31.7 ng 340593 4 17.210 214912 20.0
n-Hexadecanoic ... 18.098 10.3 ng 110401 4 17.210 214912 20.0
2,4,4,6,6,8,8-H... 18.839 3.8 ng 41273 4 17.210 214912 20.0
10,13-Octadecad... 19.015 189.4 ng 2035710 4 17.210 214912 20.0
9-Octadecenoic ... 19.045 167.1 ng 1795260 4 17.210 214912 20.0
Methyl stearate 19.174 16.1 ng 172682 4 17.210 214912 20.0
Octadecanoic acid 19.368 2.4 ng 28283 5 21.368 237758 20.0
Cyclopentadecane 21.068 7.9 ng 94366 5 21.368 237758 20.0
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