LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137267.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.181 12 16 21 rBV 9826 13510 1.11% 0.124%
2 5.028 496 500 505 rBvV 29450 37601 3.09% 0.345%
3 5.422 563 567 583 rBV 1104006 1142293 93.78% 10.468%
4 6.422 733 737 752 rBV 1017176 1069815 87.83% 9.804%
5 6.793 796 800 807 rBV 336454 295841 24.29% 2.711%
6 7.351 891 895 899 rBvV 747734 628104 51.57% 5.756%
7 7.387 899 901 905 rW 44209 38203 3.14% 0.350%
8 7.434 905 909 912 rVBS 9059 13094 1.08% 0.120%
9 7.592 932 936 940 rVB5 14885 17670 1.45% 0.162%
10 8.069 1011 1017 1020 rBV 424268 390061 32.02%  3.575%
11 8.363 1062 1067 1070 rBV3 17701 26175 2.15% 0.240%
12 8.451 1079 1082 1085 rBV3 19247 15304 1.26% 0.140%
13 8.492 1085 1089 1091 rBvV2 17386 15173 1.25% 0.139%
14 8.575 1099 1103 1106 rBvV2 25083 25329 2.08% 0.232%
15 8.663 1115 1118 1121 rBV2 47488 40974 3.36% ©0.375%
16 8.892 1153 1157 1159 rBV3 18124 15122 1.24% 0.139%
17 9.145 1196 1200 1203 rBV 1317353 1023694 84.05% 9.381%
18 9.228 1211 1214 1218 rBV 34229 30668 2.52% 0.281%
19 9.422 1241 1247 1251 rBVS8 7859 15824 1.30% 0.145%
20 9.551 1264 1269 1271 rBV3 12885 15819 1.30% 0.145%
21  9.763 1302 1305 1309 rVB 29789 24063 1.98% 0.221%
22 9.822 1311 1315 1319 rBV 449178 349022 28.65% 3.198%
23 10.263 1387 1390 1392 rVB 33397 22797 1.87% 0.209%
24 10.486 1421 1428 1430 rBV 16014 19707 1.62% 0.181%
25 10.610 1445 1449 1459 rBV 782609 739332 60.70% 6.775%
26 10.739 1468 1471 1476 rBV 35869 45474 3.73% 0.417%
27 11.186 1545 1547 1550 rBV 27110 24568 2.02%  0.225%
28 11.216 1550 1552 1556 rVB2 16199 16963 1.39% 0.155%
29 11.310 1565 1568 1572 rBV 376307 369003 30.30% 3.382%
30 11.616 1618 1620 1623 rBV 23713 21009 1.72% 0.193%

31 11.722 1634 1638 1641 rBV 262571 223405 18.34%

32 11.857 1657 1661 1669 rBv4 67712 117396  9.64% 076%
33 12.027 1687 1690 1692 rBV 23053 19624 1.61%
34 12.369 1745 1748 1751 rBV2 15056 17290 1.42% 158%

COORN
=
0
®
xR

35 12.410 1751 1755 1757 rVV 1255345 1126236 92.46% 10.
36 12.433 1757 1759 1766 rVWW 771568 675424 55.45%  6.190%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

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-BF013024.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 12.516 1770 1773 1778 rVV2 132529 141849 11.65% 1.300%
38 12.569 1780 1782 1788 rVB7 11446 19415 1.59% 0.178%
39 12.651 1793 1796 1800 rBV6 16611 23341 1.92% 0.214%
40 12.757 1812 1814 1817 rVB 30126 26033 2.14% 0.239%
41 12.792 1818 1820 1822 rVV 18880 14919 1.22% 0.137%
42 12.822 1822 1825 1828 rVB5 12549 14199 1.17% 0.130%
43 12.910 1836 1840 1849 rBV 1239770 1218025 100.00% 11.162%
44 13.157 1879 1882 1886 rVB3 22130 23610 1.94% 0.216%
45 13.357 1914 1916 1920 rVB4 19300 19023 1.56% 0.174%
46 13.498 1938 1940 1943 rVB2 21699 16420 1.35% 0.150%
47 13.833 1994 1997 2001 rBV5 22872 23714 1.95% 0.217%
48 13.963 2015 2019 2027 rBV 338875 382713 31.42% 3.507%
49 14.457 2101 2103 2105 rVB2 33190 26650 2.19% 0.244%
50 15.121 2213 2216 2220 rVB 54623 64742 5.32% 0.593%

51 15.445 2267 2271 2275 rBV 184515 215836 17.72% 1.978%

Sum of corrected areas: 10912076
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 02 Feb 2024 21:15
¢ CG\JU
: P1334-05

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
BF137267.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

o

Time-->

TIC: BF137267.D\data.ms

5.422
6.422

7.351

6.793

0181 5.028 P84 592

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

1200000

1000000

800000

600000

400000

200000

TIC: BF137267.D\data.ms

9.145 12.410 12.910

12433

10.610

8.069 9.822

3

10.2630 48610.739

0
Time-->

= —
.00 10.50 11.00

e J.zz 9.7
Wh““ = \88\92‘ ; \L/\”é\”‘lg“‘z‘j?&#“/‘ ; _. ;
8.00 8.50 9.00 9.50 10 11.50 12.00

Abundance

1200000

1000000

800000

600000

400000

200000

Time-->

TIC: BF137267.D\data.ms

13.963

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
5.028 2.54 ng 37601 1,4-Dichlorobenzene-d4 6.793

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Octanol 130 C8H180 000589-98-0 33
3 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
Abundance Scan 500 (5.028 min): BF137267.D\data.ms (-496) (-) m/z 43.10 100.00%
3.1
59.0
5000
101.1 I REARE R RS EE R
4.80 5.00 5.20 5.40
LIk N 83.1 9
ot e m/z 59.00 65.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 \\\\‘\\\\’\\\\‘\\\\‘/\\\\
59.0 4.80 5.00 5.20 5.40
m/z 101.05 18.97%
15.0 101.0
0 2%\ Ly | 830 | ‘
\\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘H\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15663: 3-Octanol
59.0
R RREREEEEEE
4.80 5.00 5.20 5.40
5000 83.0 m/z 58.05  14.24%
41.0 101.0
27.ﬁ
0 ‘H""“"“1‘H‘“MMH“"1”;H‘ui‘mmwmwuwmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4625: Butyl aldoxime, 3-methyl-, syn-
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.81%
41.0
5000
86.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Hexadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.663 2.10 ng 40974  Naphthalene-d8 8.069

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 83
2 Tridecane, 6-methyl- 198 C14H30 013287-21-3 72
3 Undecane 156 C11H24 001120-21-4 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 1118 (8.663 min): BF137267.D\data.ms (-1115) (-) m/z 57.05 100.00%

57.0
5000
85.1

T o T
‘ 113.2 ‘1451 8.40 8.60 8.80 9.00

"m"WHMNmlHJH‘HH‘HH_‘mpm_wm‘_m m/z 43.10 70.75%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0

5000 AR L A
8.40 8.60 8.80 9.00
85.0

m/z 71.10  48.48%

i ‘w ,113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74011: Tridecane, 6-methyl-
57.0

\\\‘\\\V‘\\\\’\\\\‘\\\\

8.40 8.60 8.80 9.00

o

o

5000 ITI z 41.05 35.33%
290 85.0 1260
N R AT S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #33078: Undecane R R ARRES R
43.0 8.40 8.60 8.80 9.00

m/z 85.10  26.29%

5000 71.0

\‘ 1 ‘990 127.0 156.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 8.40 8.60 8.80 9.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Tridecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.739 2.46 ng 45474  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Octadecane 254 C18H38 000593-45-3 83
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heptacosane 380 C27H56 000593-49-7 83
5 Eicosane, 2-methyl- 296 C21H44 001560-84-5 80

Abundance Scan 1471 (10.739 min): BF137267.D\data.ms (-1468) (- m/z 57.05 100.00%

57.0
5000

— —
99.0 169.1 ‘ 10.50 11.00
byl “‘, ik 82 s 43010 65.85%
miz--> 50 100 150 200 250 300
Abundance #59025: Tridecane
57.0
5000 A ——
10.50 11.00

m/z 71.05 59.18%

DL s se10 1020
T T ‘ T T T ’ T T \ T ‘ T T L ‘ L T T ‘ T L T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance #141056: Octadecane
57.0
A

10.50 ll.‘OO
5000 m/z 85.10 33.90%
99.0
ok \“ il “h\‘ “\ ‘“\‘ H‘ ‘ %4% ‘0‘ :!'8‘3‘0‘ — ‘2?‘4‘0‘ e
miz--> 50 100 150 200 250 300
Abundance #123959: Heptadecane P —
57.0 10.50 11.00

m/z 41.05 30.71%

5000
99.0
‘ h 141 0 182.0 240.0

miz--> 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.722 12.11 ng 223405 Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 97
2 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 96
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
4 Methyl tetradecanoate 242 C15H3002 000124-10-7 87
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 83
Abundance Scan 1638 (11.722 min): BF137267.D\data.ms (-1634) (- m/z 74.10 100.00%
74.1
5000
43.1
143.1 ol ]
‘ M H 1-10 ‘ 185.1 227.2 270.1 11.50 12.00
Ol b bbb b S myz 87.10 72.95%
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 1150 12.00
143.0 ITIZ 34.60%
‘u \“ ‘\‘ \\\1(\)\10 | 17\10\199022\70 270.
0\‘\\H‘\H\‘H‘H‘\‘H\“HH‘\H\‘HH‘HH‘HH‘\H\‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180 200220 240 260
Abundance #109337: Tridecanoic acid, methyl ester
74.0
1150 1200
50001 43.0 m/z 26.46%
| || 010 1430 1850 2280
0‘_‘HWuM‘Hw‘M‘HH‘w‘MW‘H‘MH‘M‘JM‘H‘HH‘H‘WH‘W
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 1150 1200
m/z 26.45%
5000{ 43.0
. | 000 190 50 zaro anc
\‘HH‘\H\‘HH‘HH“HH‘\H\‘HH‘HH‘HH‘\H\‘\‘\H‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.857 6.36 ng 117396  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Xylose 150 C5H1005 000058-86-6 43

Abundance Scan 1661 (11.857 min): BF137267.D\data.ms (-1657) (- m/z 73.00 100.00%

73.0
5000
A A }\a 7 ViV

11.50 12.00

01 m/z 57.10 86.17%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 ‘

o ‘ ‘
11.50 12.00
m/z 60.00 83.60%

157.0185.0 213.0 256.0

0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126203: Pentadecanoic acid
430 730
AR P
11.50 12.00
5000 129.0 m/z 43.05 76.88%
1990 2420
101.0 157.0
O bk ‘H;\‘ ‘\\!\\“\}‘;M\\!‘} \‘TH‘“\\“M ‘ all “‘L " “‘ : “‘ . \‘H ek
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #92070: Tridecanoic acid — —
73.0 11.50 12.00
m/z 41.05 69.65%
43.0
5000
129.0
1710 2140 AJL@
015‘01(ﬂ1'0 = —
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\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.410 61.04 ng 1126240  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
3 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 98
4 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 97
5 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 97

Abundance Scan 1755 (12.410 min): BF137267.D\data.ms (-1751) (] | m/z 67.18 100.00%
67.1
5000
09.1 A
150.1 12.50
0 ‘3‘5l%“\\‘ I H‘HHMH‘ Hh\ M\ Hh \h A 187 1 %29? : 26‘3‘3‘29‘4 m/z 81.10 81.92%
miz--> 50 150 200 250
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 T
12.50
09.0 m/z 55.85 67.15%
oL— LM “H‘ Il H“M‘h‘ H“\ ‘Hh : Hu‘ H ‘H S T ‘26‘?‘0 ‘29“4‘(:
miz--> 50 150 200 250
Abundance #191927: 9,15—Octadecad|en0ic acid, methyl ester, (Z,2)-
67.0
—=
12.50
5000 m/z 95.05 52.13%
09.0 294.C
oL Ly I smo o0 2507,
miz--> 50 150 200 250
Abundance  #191899: 8,11—Octadecad|enoic acid, methyl ester P
67.0 12.50
m/z 41.10 51.26%
5000
09.0
29.0 294.C
150.0 263.0
ol M‘\”L‘H\‘LH‘HH i \\h Alg20 2200 | | AV
miz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15

Operator : CG\JU

Sample : P1334-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.M
: 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 6-Octadecenoic acid, methyl... Concentration Rank 2
R.T EstConc Area Relative to ISTD R.T.
12.433 36.61 ng 675424  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
2 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 98
4 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 97
5 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 96
Abundance Scan 1759 (12.433 min): BF137267.D\data.ms (-1757) (- m/z 55.10 100.00%
55.1
- o JKJLA
264.1 T
231 1802 2222 ‘ 12.50
ol s L L, | 1 2963 4z 41.10 60.30%
miz--> 50 100 150 200 250 300
Abundance #194411: 6-Octadecenoic acid, methyl ester
41.0| 74.0
5000 ]
12.50
264.0 m/z 69.10  58.10%
222.0
Ll 1410 1800
i
ol
miz--> 50 100 150 200 250 300
Abundance #194422: 16-Octadecenoic acid, methyl ester
55.0
—
12.50
5000 m/z 74.05 51.37%
264.0
. “‘H” 23.0 180.0 222.0 296.0
el
m/iz--> 50 100 150 200 250 300
Abundance #194417: 15-Octadecenoic acid, methyl ester e
55.0 12.50
m/z 83.10 51.17%
5000
264.0
i “‘ | 230 1800 2220 266.0
ey N
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\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.516 7.69 ng 141849  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1773 (12.516 min): BF137267.D\data.ms (-1770) (|  m/z 74.10 100.00%
74.1
5000 43.1
143.0 ‘2‘6 \
199.1 255.2 12.5
298.1
ob— wu il “H‘ui'ﬁl«l\l‘e “ ke L T m/z 87.00 73.95%
m/z--> 100 150 200 250 300
Abundance #197275: Methyl stearate
74.0
5000 AN :
43.0 12.50
143.0 m/z 43.10 43.50%
h\ [ 1110, 1990 250 298«
O\\\\‘\ \‘H\”\‘\\\“‘\\\‘\‘\\\\‘\‘\\\“\
miz--> 100 150 200 250 300
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
R \
12.50
5000 m/z 55.10 35.29%
28.0
143.0 2550 293¢
L 1L, [ T
oww‘w il A S RSVIEOY A RSP N
m/iz--> 100 150 200 250 300
Abundance #197350: Heptadecanoic acid, 15-methyl-, methyl ester —= ‘
74.0 12.50
m/z 41.10 28.62%
5000 298.C
43.0
143.0
‘ ‘ F‘llo ‘ 199.0 255.0
oL ‘\‘ ‘H‘ “ “ \H\ \“\‘u\“u\‘\‘m‘ b ‘i A ‘\‘\ L‘\\‘ — “ : e
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\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.121 6.00 ng 64742  Perylene-di12 15.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane 310 C22H46 000629-97-0 89
2 Eicosane 282 C20H42 000112-95-8 89
3 15-Methyltritriacontane 479 (C34H70 1010131-20-3 72
4 Behenyl chloride 344 C22H45C1 042217-03-8 68
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
Abundance Scan 2216 (15.121 min): BF137267.D\data.ms (-2213) (-} ' m/z 57.10 100.00%
57.1
5000 AAWNWWVW%NKN»MMNM/kW
‘ 13.1 252.0 15.00 15,50
203.1 313.1366.2 : '
0 ‘muJmmmJ“Wmm“uwﬁmw‘puwW‘um“‘H““H““‘ m/z 71.10 59.97%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #212282: Docosane
57.0
5000 — —
15.00 15.50
m/z 43.10 57.21%
1110, 2202300 3100
O\\\‘\\‘\\h‘\“\\}“\\‘\\‘\‘\\\\‘\\\\‘1\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176386: Eicosane
57.0
—— —
15.00 15.50
5000 m/z 85.10 45, 34%
0 L ‘ 1130 160.0 225.0 282.0 W
A A e e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #333756: 15-Methyltritriacontane —— —
57.0 15.00 15.50
m/z 41.10 22.13%
5000
224.0 WMW/W
280.0
o L[ 0aem0 || wme spomes
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF020224\
Data File : BF137267.D

Acqg On : 02 Feb 2024 21:15
Operator : CG\JU

Sample : P1334-05

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF013024.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|
2-Pentanone, 4-... 5.028 2.5 ng 37601 1 6.793 295841 20.0
Hexadecane 8.663 2.1 ng 40974 2 8.069 390061 20.0
Tridecane 10.739 2.5 ng 45474 4 11.316 369003 20.0
Hexadecanoic ac... 11.722 12.1 ng 223405 4 11.316 369003 20.0
n-Hexadecanoic ... 11.857 6.4 ng 117396 4 11.316 369003 20.0
9,12-Octadecadi... 12.410 61.0 ng 1126240 4 11.316 369003 20.0
6-Octadecenoic ... 12.433 36.6 ng 675424 4 11.316 369003 20.0
Methyl stearate 12.516 7.7 ng 141849 4 11.316 369003 20.0
Docosane 15.121 6.0 ng 64742 6 15.445 215836 20.0
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