LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135033.D

Acqg On ¢ 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc :

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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF135033.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.398 559 563 567 rBV 2152043 1986850 100.00% 11.413%
2 6.410 736 735 738 rBV 2113713 1919735 96.62% 11.028%
3 6.769 793 796 800 rBV 843909 769429 38.73% 4.420%
4 7.334 887 892 895 rBV 1434220 1207375 60.77% 6.936%
5 8.051 1008 1014 1017 rBV 1192831 975663 49.11% 5.605%
6 9.128 1193 1197 1201 rBV 2092452 1800862 90.64% 10.345%
7 9.251 1214 1218 1220 rBV 26388 26976 1.36% 0.155%
8 9.810 1309 1313 1316 rVB 1027565 857144 43.14%  4.924%
9 10.245 1384 1387 1390 rBV 25753 23213 1.17% 0.133%
10 10.469 1423 1425 1430 rVB 21011 22079 1.11% 0.127%
11 10.598 1443 1447 1451 rBV 1113539 950319 47.83% 5.459%
12 10.722 1466 1468 1476 rVB2 56815 76991 3.88% 0.442%
13 11.175 1543 1545 1547 rBV 59116 44782 2.25% 0.257%
14 11.204 1547 1550 1554 rVB 44850 48814 2.46% 0.280%
15 11.304 1563 1567 1569 rBV 810372 745153 37.50%  4.280%
16 11.327 1569 1571 1574 rW 106006 86904 4.37% 0.499%
17 11.375 1577 1579 1583 rVB 29596 25750 1.30% 0.148%
18 11.604 1615 1618 1621 rBV 62007 48571 2.44% 0.279%
19 11.704 1632 1635 1640 rVB 177284 153911 7.75% 0.884%
20 11.839 1655 1658 1667 rBV2 262662 261434 13.16% 1.502%
21 11.916 1669 1671 1674 rVV2 26264 23286 1.17% 0.134%
22 12.016 1685 1688 1691 rVB 57682 45281 2.28% 0.260%
23 12.363 1744 1747 1749 rBV 26270 24900 1.25% 0.143%
24 12.398 1749 1753 1755 rBV 1342819 1213721 61.09% 6.972%
25 12.422 1755 1757 1759 rVB 742016 601286 30.26% 3.454%
26 12.504 1768 1771 1772 rBV 166029 132702 6.68% 0.762%
27 12.522 1772 1774 1778 rVB 140193 144345  7.27% 0.829%
28 12.633 1790 1793 1798 rBV3 65437 76045 3.83% 0.437%
29 12.751 1808 1813 1816 rBV 186881 177066 8.91% 1.017%
30 12.780 1816 1818 1821 rVB 65868 47250 2.38% 0.271%
31 12.898 1835 1838 1842 rBV 1435508 1294442 65.15% 436%
32 13.139 1877 1879 1884 rVB2 74976 81168 4.09% 466%
33 13.486 1936 1938 1941 rBV 60050 50010 2.52%

34 13.816 1991 1994 2001 rVB2 127597 160992 8.10%
35 13.957 2014 2018 2021 rBV 750981 754990 38.00%
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36 13.986 2021 2023 2025 rVB 68351 54619 2.75% 0.314%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

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-BF083023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.445 2099 2101 2104 rBV2 66783 60784 3.06% 0.349%

38 15.427 2265 2268 2275 rVB 349882 433365 21.81% 2.489%

Sum of corrected areas: 17408207
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@83023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF135033.D\data.ms

5.398 6.410
2000000

1500000 7.334

1000000

6.769

500000

0\\‘\\\\‘\\\\’\\\\ [T T T T[T T T T[T T[T T [T I T [T T T T[T T T [T T[T T T T[T T T[T T [ TTTr[TTTT] (N R R R R R

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF135033.D\data.ms
9.128

2000000

12.898
1500000 12.398

8.051 10.598
9.810

1000000

500000

13.139
0~ —

‘ : “ — T — — —
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF135033.D\data.ms

2000000

1500000

1000000 13.957

15.427

500000

\WM

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
Time--> 13.50 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\BF083023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Tridecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.722 2.07 ng 76991  Phenanthrene-d1e 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 91
2 Heptacosane 380 C27H56 000593-49-7 83
3 Octacosane 394 (C28H58 000630-02-4 83
4 Dodecane 170 C12H26 000112-40-3 83
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 1468 (10.722 min): BF135033.D\data.ms (-1466) (- m/z 57.05 100.00%

57.0
5000

169.1 544 1 10.50 11.00
oL J“w‘\ (R S L m/z 43.00 82.10%
m/z--> 50 100 150 200 250 300 350
Abundance #59027: Tridecane
57.0
5000 — ——
10.50 11.00

‘ | 9.0 14101840
0\‘\““‘\“\‘\H\‘\f“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane

57.0

10.50 11.00
5000 m/z 85.10 41.44%
9.0
ol L‘\\hd , 141.0183.0225.0267.0 323.0 380.0
A T R TR e o e e
m/z--> 50 100 150 200 250 300 350

Abundance #298427: Octacosane — —
57.0 10.50 11.00

o WM

oLl LL AL H | 1419‘[8302250 281.0 337.0 394.
ALy AR ede.) 2610 3370 394 — —

m/z--> 50 100 150 200 250 300 350 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.704 4.13 ng 153911  Phenanthrene-di10 11.304
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 97
3 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
4 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 86

Abundance Scan 1635 (11.704 min): BF135033.D\data.ms (-1632) (- m/z 74.00 100.00%
74.0

5000

43.0
143.0 227.2 ‘11‘50‘ ‘12‘00‘
Ly g, | 1esa 2 ar0 : R
o_m_m,uuhu‘mW,HH_m‘wwu_m,wuww,” m/z 87.00  75.14%
m/z--> 20 40 60 80 100120140160 180200220240 260280
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 L
43.0 11.50 12.00
143.0 m/z 43.05  36.94%

‘u “ ‘\‘ il \\1150\ 17\1 0‘199022‘70 2790

m/z--> 20 40 60 80 100120140160 180200220 240260280
Abundance #161238: Pentadecanoic acid, 14-methyl-, methyl ester

o

é

74.0
11.50 12.00
m/z 55.05 30.79%
5000/ 44, 270.0 /
143.0 227.0
e, | e ]
0 whﬁhmw W‘NMJMAuMnH_‘H_‘M‘LH‘HH,H‘AH‘WHLW‘
m/z--> 20 40 60 80 100120140 160 180200220240260 280
Abundance #143572: Pentadecanoic acid, methyl ester T —
74.0 11.50 12.00
m/z 41.05 30.06%
5000
43.0
43.0
o L 11507 0 2130 200 L
m/z--> 20 40 60 80 100120140 160 180200220240 260 280 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.839 7.02 ng 261434  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Dodecanoic acid, 1-methylethyl e... 242 C15H3002 010233-13-3 58
Abundance Scan 1658 (11.839 min): BF135033.D\data.ms (-1655) (- m/z 43.00 100.00%
43.0 73.0
— —
‘ 11.50 12.00
ol i m/z 73.00 91.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T T
11.50 12.00
1570 18502130 256.0 m/z 60.00 86.97%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
430 730
— P
11.50 12.00
5000 129.0 m/z 57.05 76.36%
1990 2420
S e,
N1 o O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid “ —
73.0 11.50 12.00
43.0 m/z 41.05 73.74%
5000 129.0
171.0
‘ 214.0
0 - e
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\BF083023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 8,11-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.398 32.58 ng 1213720  Phenanthrene-d10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
Abundance Scan 1753 (12.398 min): BF135033.D\data.ms (-1749) (- m/z 67.05 100.00%
67.0
5000 Atﬁ\
09.1 — A
‘ 12.00 12.50
2631
ob— ”‘ ”““‘“ “‘ ‘185‘022‘0‘2‘ Lo 3280 m/z 81.e5  83.96%
m/z--> 100 150 200 250 300
Abundance #191899 8,11-Octadecadienoic acid, methyl ester
67.0
5000 — =
% 09.0 12.00 12.50
. 150.0 294.0 m/z 55.10 71.67%
o ‘\\\‘M“_‘Hn 1118507200 2590 ‘L‘ .
m/z--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
= —T—
12.00 12.50
5000 m/z 41.10 59.63%
09.0
o Al om0
m/z--> 50 100 150 200 250 300
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester — —
67.0 12.00 12.50
m/z 95.10 57.77%
5000
09.0
‘ “ 294.0
0““”‘ L L \‘h ‘\‘185‘022‘0‘0‘_\\,HL‘H‘ — A
miz--> 100 1 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 9-Octadecenoic acid, methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.422 16.14 ng 601286  Phenanthrene-di10 11.304
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 99
2 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
3 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99
4 6-Octadecenoic acid, methyl este... 296 C19H3602 002777-58-4 99
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 99
Abundance Scan 1757 (12.422 min): BF135033.D\data.ms (-1755) (- m/z 55.10 100.00%
55.1
137.1 1802 2222 2631 1250
oh “ d PRSP S h oS0 m/z 41.10  66.10%
m/z--> 100 150 200 250 300
Abundance #194449: 9-Octadecenoic acid, methyl ester, (E)-
55.0
5000 R
7.0 12.50
2220 264.0 m/z 74.00  61.30%
137.0 180 0 :
o! ““\u‘ ‘H\‘n bt b - ‘\‘L — “‘ ‘2‘989‘ .
m/z--> 50 100 150 200 250 300
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (Z)-
55.0
R
12.50
5000 m/z 69.05 60.44%
7.0
264.0
222.0
38.0 180.0
o it L 2980
m/z--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester T
55.0 12.50
m/z 83.10 43.97%
5000
7.0
264.0
138.0 180.0 222.0 ‘
0! ‘ \“M in \\H‘u T - - ‘ - “‘ ‘2‘98‘9‘ . ——
mlz--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.633 2.01 ng 76045  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 60
5 Undecanoic acid 186 C11H2202 000112-37-8 60
Abundance Scan 1793 (12.633 min): BF135033.D\data.ms (-1790) (- m/z 43.05 100.00%
43.0
' 1851 2412 St -
2841 6. 12.50 13.00
0! m/z 60.00 92.36%
m/z--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
/\/V\\ =W}
5000 129.0 Weparnfl = e
12.50 13.00
m/z 72.95 91.91%
29. 1850 544 284.0
0 H}m‘\“‘l \‘ T b \‘ \“\ “ -4 \“‘ T \“\ R
m/z--> 50 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
60.0
— —
12.50 13.00
5000 129.0 ITI/Z 55.05 84.91%
171.0 213.0 256.0
N O Y
m/z--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid T —
73.0 12.50 13.00
m/z 41.00 72.70%
5000 129.0
185.0
29. 228.0
m/z--> 50 100 150 200 250 300 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.139 2.15 ng 81168  Chrysene-d12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptadecane 240 C17H36 000629-78-7 89
3 Octadecane, 2-methyl- 268 C19H40 001560-88-9 83
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 74
5 Octacosane 394 (C28H58 000630-02-4 74

Abundance Scan 1879 (13.139 min): BF135033.D\data.ms (-1877) (- m/z 57.10 100.00%

57.1
5000

2251 13.00 13.50
[ mm— ‘{”‘ h\ \h “uh ‘\M | (\)\18‘419 ;h\‘\‘\“u m 2‘6‘9‘1‘ ‘ ‘3‘27‘71 ‘ m/z 43.10 74.76%

m/z--> 50 100 150 200 250 300
Abundance #107218: Hexadecane
57.0

5000 —— —
13.00 13.50

m/z 71.10 61.60%
I \\\ u‘

“ L | | P90 141.0 183.0 226.0
L \ ‘ T ‘ T T ‘ L ‘ T T T ‘ T T T ‘ L
m/z--> 100 150 200 250 300
Abundance #123958: Heptadecane
57.0

13.00 13.50

o

5000 m/z 85.10 47.97%
99.0
01‘5-9“ ““\ b u‘ 1 “\‘4;\1 ‘9‘ 18‘3‘0‘ : ‘2‘4‘0‘0‘ SR M
miz--> 50 100 150 200 250 300
Abundance #158610: Octadecane, 2-methyl- T T
43.0 13.00 13.50
m/z 55.00  25.90%

5000
85.0

ol il [T 1e00 22502680

— —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135033.D

Acqg On : 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 Carbonic acid, hexadecyl pr... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.816 4.26 ng 160992  Chrysene-di12 13.957
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
4 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 90
5 Oxalic acid, isobutyl pentadecyl... 356 C21H4004 1000309-38-0 83
Abundance Scan 1994 (13.816 min): BF135033.D\data.ms (-1991) (- m/z 57.05 100.00%
57.0
5000 m
o
1531 248.2 : :
- u“‘uﬂ“‘ L 153 921, 2a0228rt 3411 h/z 4310 78.84%
m/z--> 50 100 150 200 250 300 350
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester
57.0
5000 — —
13.50 14.00
m/z 71.10  58.61%
0 \“f ‘\“‘ “‘ “ “ \“‘\‘\4.\()‘0\ T \19\6‘(\)\ T ‘2\6\9-\()\ ‘ L ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
— —
13.50 14.00
5000 m/z 55.00 52.69%
7.0
ol iy 139018202240 2070
m/z--> 50 100 150 200 250 300 350
Abundance #161356: 1-Dodecanol, 2-hexyl- — —
57.0 13.50 14.00
m/z 85.10 38.74%
- m
ol bl d il h Ph2se20 220 —
mlz--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF083023\
Data File : BF135033.D

Acqg On ¢ 31 Aug 2023 06:36
Operator : CG\JU

Sample : 04183-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF083023.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 10.722 2.1 ng 76991 4 11.304 745153 20.0
Hexadecanoic ac... 11.704 4.1 ng 153911 4 11.304 745153 20.0
n-Hexadecanoic ... 11.839 7.0 ng 261434 4 11.304 745153 20.0
8,11-Octadecadi... 12.398 32.6 ng 1213720 4 11.304 745153 20.0
9-Octadecenoic ... 12.422 16.1 ng 601286 4 11.304 745153 20.0
Octadecanoic acid 12.633 2.0 ng 76045 5 13.957 754990 20.0
Hexadecane 13.139 2.1 ng 81168 5 13.957 754990 20.0
Carbonic acid, ... 13.816 4.3 ng 160992 5 13.957 754990 20.0
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