LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc :

ALS Vvial : 11 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134509.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.457 576 573 595 rBV 952307 1057396 62.02% 5.583%
2 6.463 741 744 763 rBV 879585 1045134 61.30% 5.519%
3 6.822 802 805 812 rBV 702394 636327 37.32%  3.360%
4 7.387 898 901 912 rBV 721072 637456 37.39%  3.366%
5 8.104 1019 1023 1035 rBV 963126 830311 48.70% 4.384%
6 9.175 1202 1205 1209 rBV 1424803 1219127 71.51% 6.437%
7 9.251 1214 1218 1221 rVB2 24002 26835 1.57% 0.142%
8 9.445 1248 1251 1254 rBV 30695 30962 1.82% 0.163%
9 9.575 1268 1273 1277 rBV 95071 88045 5.16% 0.465%
10 9.722 1295 1298 1303 rBV 78058 76658 4.50%  0.405%
11 9.786 1307 1309 1313 rVB 29401 27322 1.60% 0.144%
12 9.857 1318 1321 1325 rWV 855802 789527 46.31% 4.169%
13 10.028 1345 1350 1351 rBV4 12789 22633 1.33% 0.120%
14 10.069 1354 1357 1361 rVV6 23451 30583 1.79% 0.161%
15 10.104 1361 1363 1367 rVV5 21805 25032 1.47% 0.132%
16 10.175 1372 1375 1382 rBV8 19535 40144 2.35% 0.212%
17 10.286 1391 1394 1397 rVB 70520 52822 3.10% 0.279%
18 10.410 1413 1415 1420 rVB2 23342 29278 1.72%  0.155%
19 10.504 1428 1431 1437 rVB2 36484 52106 3.06% 0.275%
20 10.651 1453 1456 1463 rBV 669056 638165 37.43%  3.370%
21 10.763 1472 1475 1484 rVB2 111502 171272 10.05% 0.904%
22 10.957 1505 1508 1511 rBVS5S 18575 28608 1.68% 0.151%
23 11.210 1548 1551 1554 rBV 114409 100850 5.92% 0.533%
24 11.239 1554 1556 1562 rVB2 76156 98125 5.76% ©.518%
25 11.357 1572 1576 1578 rBV 902162 798347 46.83% 4.216%
26 11.380 1578 1580 1586 rVWV 227051 208419 12.22% 1.101%
27 11.433 1586 1589 1592 rVWV 66243 61441 3.60% 0.324%
28 11.592 1614 1616 1622 rVB4 28968 30789 1.81% 0.163%
29 11.639 1622 1624 1627 rBV 108829 85108 4.99% 0.449%
30 11.745 1639 1642 1645 rBV 510259 391161 22.94% 2.065%
31 11.857 1659 1661 1663 rBV 47900 47517 2.79% ©0.251%
32 11.886 1663 1666 1673 rVvV 697393 687352 40.32% 3.629%
33 11.969 1678 1680 1683 rvv 75760 72122  4.23% 0.381%
34 12.051 1691 1694 1696 rBV2 108692 96599 5.67% 0.510%
35 12.157 1709 1712 1714 rBV 50745 47987 2.81% ©0.253%
36 12.333 1740 1742 1745 rBV2 38050 40189 2.36% 0.212%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS Vvial : 11 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-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.410 1753 1755 1756 rBV 67305 54645 3.21% 0.289%
38 12.433 1756 1759 1761 rVV 1489602 1437786 84.33%  7.592%
39 12.457 1761 1763 1769 rVB 2015743 1704880 100.00% 9.002%
40 12.539 1774 1777 1780 rVB 421174 362341 21.25% 1.913%
41 12.580 1780 1784 1786 rBV2 1008562 1099193 64.47% 5.804%
42 12.598 1786 1787 1798 rVV 597074 633580 37.16% 3.345%
43 12.674 1798 1800 1806 rVV 197861 200117 11.74% 1.057%
44 12.810 1817 1823 1829 rBV 600456 726033 42.59%  3.834%
45 12.945 1843 1846 1850 rVB 1197817 1053979 61.82% 5.565%
46 13.174 1883 1885 1888 rBV2 89166 97167 5.70% ©.513%
47 14.016 2024 2028 2031 rBV2 698680 827373 48.53% 4.369%
48 15.521 2280 2284 2287 rBV 326400 419483 24.60%  2.215%

Sum of corrected areas: 18938326
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 27 Jul 2023 17:06
¢ CG\JU
¢ 03740-01 2X

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
BF134509.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

0

TIC: BF134509.D\data.ms

5457 6.463

6.822 7.387

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

2000000

1500000

1000000

500000

TIC: BF134509.D\data.ms

12.457

12.433

12.945
9.175

8.104

0
Time-->

‘ — — — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF134509.D\data.ms

14.016
15.521

Time-->

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\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.763 4.29 ng 171272  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 93
2 Nonadecane 268 C19H40 000629-92-5 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Eicosane 282 C20H42 000112-95-8 83

Abundance Scan 1475 (10.763 min): BF134509.D\data.ms (-1472) (-] ' m/z 57.10 100.00%

57.1
5000

o
10.50 11.00
|

155.1
—— “N‘MM L2970 m/z 43.18  75.29%

m/z--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0

5000 — e
10.50 11.00

m/z 71.10 56.73%

ol50 | || F9°14101840
\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

‘\
10.50 11.00

5000 m/z 85.05 39.68%
99.0
0 141.0183.0 268.0
R S T T e A
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane R —
57.0 10.50 11.00

m/z 41.05 34.01%

- WMWM[L\

ol L | F ‘}410183022502670 3230 3804
“““ R At iea LR L LTEL IS ZE LA s e :

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\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Pentadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.210 2.53 ng 100850  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 95
2 Nonadecane 268 C19H40 000629-92-5 91
3 Tridecane 184 C13H28 000629-50-5 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 1551 (11.210 min): BF134509.D\data.ms (-1548) (- m/z 57.05 100.00%
57.0

2000 sad Am\k¢fﬂﬂvw¥ﬁAwa\Nwmhhm

11.00 11.50
1131 15421821 2281 m/z 43.10 74 .81%

m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #90189: Pentadecane
57.0

5000 — —
85.0 11.00 11.50

m/z 71.05 61.79%

29.0
\‘ I H\ \‘\ il ‘\‘ll\\3.0‘\14\1'0‘169‘0 212'0
H\‘HH‘\\H‘HH‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
57.0

7 —
11.00 11.50

o

o

m/z 85.10 40.78%
5000 85.0
29.0
0 113.0141.0169.0197.0 268.(
T T T T e e e
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #59029: Tridecane T —
57.0 11.00 11.50
m/z 41.10 35.03%
5000
85.0
29.0
| L | | | 11301410 1840
Ot e e e e e e
m/z--> 20 40 60 80 100120140160 180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Tetradecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.239 2.46 ng 98125  Phenanthrene-d1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 78
2 Dodecane 170 C12H26 000112-40-3 78
3 Tetracosane 338 (C24H50 000646-31-1 72
4 Carbonic acid, dodecyl vinyl ester 256 C15H2803 1000382-54-8 64
5 Tridecane 184 C13H28 000629-50-5 62

Abundance Scan 1556 (11.239 min): BF134509.D\data.ms (-1554) (- m/z 57.00 100.00%
e

.0
5000

113.1
ML‘ ququﬂ;w‘um‘hw“‘w‘ e m/z 71.10  69.69%

m/z--> 50 100 150 200 250 300
Abundance #74004: Tetradecane
57.0

5000

o

m/z 43.10 46.67%

psd | | | 17 ar0 80
m/z--> 50 100 150 200 250 300
Abundance
57.0

o

5000 m/z 85.10 41.06%
o 140 99.0 170.0
S L T S T IR o B e
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane 7 —
57.0 11.00 11.50

m/z 41.05 21.89%

5000
99.0
“ | ‘ 141.0 1 338.

A “\ \‘h h‘ |1 \830 225.0 267.0
L L A A B

7 \
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Heptadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.639 2.13 ng 85108  Phenanthrene-d1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Tridecane, 1-iodo- 310 C13H271 035599-77-0 72
3 Undecane, 5-methyl- 170 C12H26 001632-70-8 64
4 Eicosane 282 C20H42 000112-95-8 64
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 64

Abundance Scan 1624 (11.639 min): BF134509.D\data.ms (-1622) (. m/z 57.10 100.00%

57.1
5000

99.1 11.50 12.00
1411 204.2
b b Ly 270017202042 2400 hss 43,10 64.79%
miz--> 50 100 150 200 250 300
Abundance #123959: Heptadecane
57.0

5000 = —
11.50 12.00

m/z 71.10 52.64%

99.0
oL 1410 1520 2400
\\\‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300
Abundance
57.0

11.50 12.00

5000 m/z 85.10 39.77%
99.0 183.0
02&0 141.0 310.!
I T e e e S e AL e
m/z--> 50 100 150 200 250 300
Abundance #45494: Undecane, 5-methyl- T T
43.0 11.50 12.00

m/z 41.00  25.48%

Ll Mﬂu
\‘ \‘\ “\ “\ \‘\ h 155.0

Ol g b TR B— —
miz--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.745 9.80 ng 391161 Phenanthrene-d10 11.357
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 94
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 90
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 89
5 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 80
Abundance Scan 1642 (11.745 min): BF134509.D\data.ms (-1639) (- m/z 74.00 100.00%
74.0
5000 431
143.0 RN R
‘ M | por1 185.1 22‘72 270.2 11.50 12.00
0 el b bt e e e M/ 86,95 71.66%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 T \j\L"‘\
43.0 11.50 12.00
143.0 m/z 43.10 40.77%
o mowsonre an
O\‘HH‘}H\‘HH‘\‘H\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘H‘H‘
m/z--> 20 40 60 80 100120140160 180 200220 240260
Abundance
74.0
— —
11.50 12.00
5000/ 43.0 m/z 55.00 30.13%
0 1010 1430 1850 2270 270¢
A A E L ARARARRARARmanaSE
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126208: Methyl tetradecanoate T —
74.0 11.50 12.00
m/z 41.05 28.10%
5000
43.0
‘M | pot0 1594741990 2420
owHH_Hwm‘:Hu‘mH_HwHH_HwHH_Wwwww - e
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.886 17.22 ng 687352  Phenanthrene-di10 11.357
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 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 1666 (11.886 min): BF134509.D\data.ms (-1663) (- m/z 43.10 100.00%
43.1 73.0
— —
‘ 11.50 12.00
O‘H‘HHHL‘ m/z 73.00 98.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N T
11.50 12.00
97.0 1570155 02130 256.0 m/z 60.00 92.88%
O \H‘HH“\“HH!H \H‘H‘H\‘\\‘1““‘\\”‘1‘\“\‘H‘HH‘HH‘HH‘\H‘\‘\H\‘\H!‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance
43.0 73.0
— =
11.50 12.00
5000 129.0 m/z 55.05 76.26%
199.0
101.0 157.0 2420
0 15.0
T T T T e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid “ —
43.0 73.0 11.50 12.00
m/z 41.05 74.98%
5000 129.0
171.0
214.0
015'0“cr - —
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\BF@72723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06

Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 7 Dodecane, 2-methyl-6-propyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.051 2.42 ng 96599  Phenanthrene-di1e 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
4 Heptadecane 240 C17H36 000629-78-7 83
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 1694 (12.051 min): BF134509.D\data.ms (-1691) (- m/z 57.05 100.00%
57.0
99.0 RN ‘
12.00
ob— gM‘ . ““iu“‘ J40:117512081 2932 282.1 m/z 43.05 70.45%
miz--> 50 100 150 200 250 300
Abundance #90189: Pentadecane
57.0
5000 — :
12.00
m/z 71.10 58.98%
99.0
0 26\0 ‘!‘ \“‘\ ““ \“ T “]\_4\;‘0‘\ T \?1\‘2.\0\ LI B
miz--> 50 100 150 200 250 300
Abundance
57.0
T
12.00
5000 m/z 85.05 44 .56%
99.0 140.0
0 182.0 226.0
— e e
m/iz--> 50 100 150 200 250 300
Abundance #132769: 2-Bromo dodecane ——
57.0 12.00
m/z 41.05 35.59%
5000
99.0 169.0
ol260/ || | 1350’ a0 -
m/z--> 50 100 150 200 250 300 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.433 36.02 ng 1437790  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
5 8,11-Octadecadienoic acid, methy... 294 C19H3402 056599-58-7 99
Abundance Scan 1759 (12.433 min): BF134509.D\data.ms (-1756) (- m/z 67.10 100.00%
67.1
- mxﬁﬁ\ﬁvvﬁk
09.1 L
12.50
T ““““‘“ ol ”‘ wh L1 28312948 o) e 85.71%
miz-> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)
67.0
5000 T
12.50
09.0 m/z 55.00 74.67%
Py ‘WJWMM\MNLWHW““‘ S ‘%§2P??40
miz--> 50 200 250 300
Abundance
67.0
——
12.50
5000 m/z 41.10 63.94%
29.0 109.0
0 150.0 223.0 263.0294.0
e e T e
miz--> 50 100 150 200 250 300
Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester T
67.0 12.50
m/z 95.10  54.49%
5000
29.0 e 294.0
263.0 :
oLl \“ | - I mH nh “\‘1‘&‘1‘0 2200 | | A
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\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 15-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.457 42.71 ng 1704880  Phenanthrene-d10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 99
4 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 98
5 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 98

Abundance Scan 1763 (12.457 min): BF134509.D\data.ms (-1761) (-] ' m/z 55.10 100.00%
1

-

5000
s
37.1 1802 2222 254-32 L 12.50
ol N1 m/z 4110 66.27%
miz--> 50 100 150 200 250 300

Abundance #194417: 15-Octadecenoic acid, methyl ester

-

5000 T

12.50
m/z 69.10 60.17%

0
m/z-->
Abundance
55.0
—
12.50
5000 m/z 74.00 56.01%
8.0 264.0
123.0 180.0 222.0 296.0
0L B Sl ol Rl e b L
miz--> 50 100 150 200 250 300
Abundance  #194453: 11-Octadecenoic acid, methyl ester, (Z)- e
. 12.50

m/z 83.10 48.87%

5000

264.0
23.0

-

296.0

T
m/z--> 50 100 150 200 250 300 12.50

8270-BF072423.M Fri Jul 28 15:06:20 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.675 5.01 ng 200117  Phenanthrene-di10 11.357
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 83
3 Tetradecanoic acid 228 C14H2802 000544-63-8 49
4 Pentadecanoic acid 242 C15H3002 001002-84-2 49
5 Dodecanoic acid 200 C12H2402 000143-07-7 46

Abundance Scan 1800 (12.674 min): BF134509.D\data.ms (-1798) (- m/z 43.10 100.00%

43.1
5000
M 129.1 202.1
:
0

T
12.50 13.00

oLt m/z 73.00 80.23%

i :
mi/z--> 5 100 150 200 250 300
Abundance #179089: Octadecanoic acid
73.0
41.0
50

5000 129.0 T
12.50 13.00

m/z 55.00 77.87%

1850 o410 2840
0 \M \“‘\ \‘ T “ T \“‘ T \“\ T
m/z--> 100 150 200 250 300
Abundance
73.0

T
12.50 13.00

129.0
5000 m/z 57.10 75.32%
42,0 172.0
ob—— bl gl L e
miz--> 50 100 150 200 250 300
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00

m/z 59.95 71.19%

5000{ 410
129.0
185.0 228.0
“ \“\ u‘u“ H‘ ‘HM“ \\‘H‘L “M‘\‘ il | ‘ Ll ‘ L ‘\

T :
m/z--> 50 100 150 200 250 300 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 11 Tetracosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.174 2.35 ng 97167 Chrysene-d12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 96
2 Tricosane, 2-methyl- 338 C24H50 001928-30-9 93
3 Hexacosane 366 C26H54 000630-01-3 87
4 Tricosane 324 (C23H48 000638-67-5 87
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1885 (13.174 min): BF134509.D\data.ms (-1883) (- m/z 57.10 100.00%

57.1
5000

—_—

9.0 1300 1350
217.1 : :

o i Ll ggtilisoam” 28913343 4310 64.30%

m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0

5000

o

T
13.00 13.50
m/z 71.10 62.80%

9.0
| ‘L ‘ | 141018302250 267.0  338.0
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350
Abundance
43.0

T
13.00 13.50

o

5000 ITI/Z 85.10 45.11%
85.0
0 127.0 169.0 211.0 253.0 2> 338.0
L I B e A B A B A o A B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane T ——
57.0 13.00 13.50
m/z 41.05 32.84%
2000 W
9.0
0 ‘ Jo uh\ \‘\\ “\‘ h‘ %4%9 1830 225.0 267.0 309.0 367.(
e e e e T T T T — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72723\
Data File : BF134509.D

Acqg On : 27 Jul 2023 17:06
Operator : CG\JU

Sample : 03740-01 2X

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 10.763 4.3 ng 171272 4 11.357 798347 20.0
Pentadecane 11.210 2.5 ng 100850 4 11.357 798347 20.0
Tetradecane 11.239 2.5 ng 98125 4 11.357 798347 20.0
Heptadecane 11.639 2.1 ng 85108 4 11.357 798347 20.0
Hexadecanoic ac... 11.745 9.8 ng 391161 4 11.357 798347 20.0
n-Hexadecanoic ... 11.886 17.2 ng 687352 4 11.357 798347 20.0
Dodecane, 2-met... 12.051 2.4 ng 96599 4 11.357 798347 20.0
9,12-Octadecadi... 12.433 36.0 ng 1437790 4 11.357 798347 20.0
15-Octadecenoic... 12.457 42.7 ng 1704880 4 11.357 798347 20.0
Octadecanoic acid 12.675 5.0 ng 200117 4 11.357 798347 20.0
Tetracosane 13.174 2.4 ng 97167 5 14.016 827373 20.0
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