LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc :

ALS Vvial : 25 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140024.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.158 4 11 18 rBV 861196 1348217 81.03% 8.995%
2 5.110 503 513 519 rBv2 11403 17595 1.06% 0.117%
3 5.504 573 580 585 rBV 1159093 1527586 91.82% 10.192%
4 6.510 744 751 756 rBV 1101660 1513714 90.98% 10.099%
5 6.893 810 816 821 rVB 431999 554680 33.34% 3.701%
6 7.445 901 910 915 rBV 783924 1005804 60.45% 6.710%
7 7.698 950 953 958 rVB 18647 22410 1.35% 0.150%
8 8.169 1026 1033 1040 rBV 537648 701706 42.18% 4.682%
9 8.587 1101 1104 1110 rBV 12853 19667 1.18% 0.131%
10 8.757 1129 1133 1137 rBV 28683 33799 2.03% 0.225%
11  8.881 1151 1154 1158 rVB 21548 25440 1.53% 0.170%
12 8.981 1167 1171 1175 rBV 13590 16728 1.01% 0.112%
13 9.245 1211 1216 1226 rBV 1330424 1663760 100.00% 11.100%
14  9.322 1226 1229 1235 rVB 36392 48606 2.92% 0.324%
15 9.510 1256 1261 1266 rBV 18250 28147 1.69% 0.188%
16 9.581 1269 1273 1276 rVv2 27910 40414 2.43% 0.270%
17 9.639 1280 1283 1290 rVV3 26667 43543  2.62% ©0.291%
18 9.851 1313 1319 1324 rBV 34229 51317 3.08% 0.342%
19 9.928 1324 1332 1336 rBV 493872 641201 38.54% 4.278%
20 10.122 1361 1365 1369 rBv4 13002 18825 1.13% 0.126%
21 10.169 1369 1373 1379 rVB4 13372 21458 1.29% 0.143%
22 10.351 1397 1404 1408 rBV2 48062 70405 4.23% 0.470%
23 10.469 1420 1424 1430 rBV5 9510 17395 1.05% 0.116%
24 10.575 1436 1442 1447 rBV 26077 43572  2.62% ©0.291%
25 10.633 1447 1452 1459 rVV 228899 304423 18.30% 2.031%
26 10.710 1460 1465 1480 rVV 634363 822321 49.43% 5.486%
27 10.828 1480 1485 1494 rVWV 79688 139535 8.39% 0.931%
28 10.945 1501 1505 1509 rBV 25709 30054 1.81% 0.201%
29 11.275 1557 1561 1564 rBV 65853 86262 5.18% 0.576%
30 11.304 1564 1566 1573 rVB 33567 43617 2.62% ©0.291%
31 11.410 1579 1584 1592 rBV2 433509 629010 37.81% 4.197%
32 11.480 1593 1596 1600 rVB2 25313 34707 2.09% 0.232%
33 11.704 1630 1634 1638 rVB 59043 69735 4.19% 0.465%
34 11.933 1668 1673 1681 rBV2 177795 260357 15.65% 1.737%
35 12.027 1686 1689 1696 rVB5 20003 37586 2.26% 0.251%
36 12.110 1699 1703 1707 rVB 59618 73140 4.40% 0.488%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 25 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-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.498 1766 1769 1775 rVB 45053 53497 3.22% 0.357%
38 12.622 1786 1790 1797 rBV 94146 140649 8.45% 0.938%
39 12.716 1803 1806 1812 rBV2 37146 67702 4.07% 0.452%
40 12.851 1825 1829 1836 rBV2 71705 140735 8.46% 0.939%
41 12.998 1848 1854 1862 rBV 1051244 1368886 82.28% 9.133%
42 13.227 1890 1893 1896 rBV 33350 49385 2.97% 0.329%
43 13.898 2004 2007 2019 rVB 77942 143059 8.60% 0.954%
44 14.051 2028 2033 2041 rBV 411404 589397 35.43%  3.932%
45 15.533 2280 2285 2299 rVB 232169 428568 25.76%  2.859%

Sum of corrected areas: 14988614
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 25 Oct 2024 02:14
: RC/JU
: P4472-05

. 25

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
BF140024.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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: BF140024.D\data.ms

5.504
6.510

.158
7.445

6.893

5.110 7.6

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: BF140024.D\data.ms
9.245

12.998

10.710

8.169 9928

11.410

0.828

12.6222.85 13.227
12.4982.71

0
Time-->

10.6
J@@ML@@% e 15

9.50 10.00 10.50 11.00

8.588-7888081
e s
8.50

‘ — — — 7
8.00 9.00 11.50 12.00 12.50 13.00

Abundance

1200000

1000000

800000

600000

400000

200000

Time-->

TIC: BF140024.D\data.ms

14.051

15.533

13.898

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\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.158 48.61 ng 1348220 1,4-Dichlorobenzene-d4 6.893

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
4 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 11 (2.158 min): BF140024.D\data.ms (-4) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
R R a AR RARRR
‘ 91 2.202.302.402.502.60
b bl B2 e m/z 43.05  42.64%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T [T T T T[T T oo 7T
43.0 2.202.302.402.502.60
' 87.0 m/z 55.05 30.66%
29.
ﬁo \‘\“ %90 ‘\
O \H‘H\\‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘H\\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 LA e L EEEEaEEES—
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.35%
27.0
0 H\ ‘m \‘\‘ 1 112.0 129.0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- R a R ARRR
30.0 2.202.302.402.502.60
m/z 41.05 13.91%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Dodecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.351 2.20 ng 70405  Acenaphthene-di1e 9.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 94
2 Nonadecane 268 C19H40 000629-92-5 87
3 Heptadecane 240 C17H36 000629-78-7 87
4 Pentadecane 212 C15H32 000629-62-9 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1404 (10.351 min): BF140024.D\data.ms (-1397) (- m/z 57.10 100.00%
57.1
5000
8ol LM
= —r—
h 1132 1551 10.00 10.50
Obrrrprrr ettt oot e rreep e | m/z 43.10 72.88%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45481: Dodecane
57.0
5000 — .
85.0 10.00 10.50
29.0 m/z 71.05 52.02%
| ‘ | | 18014791700
O \H‘\H\‘HH‘H‘H‘HH“H}\‘\‘\H’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
= —
10.00 10.50
m/z 85.10 36.75%
5000 85.0
29.0
H‘_H‘_H‘_H‘_‘H_‘H_‘H“‘H_‘H‘HH‘HH,HH‘HH‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #123959: Heptadecane e 1
57.0 10.00 10.50
m/z 41.05 34.00%
5000 85.0
29.0
0 ‘ Il h 1o \\‘113 0\141 0169.0197.0 240 0
e e e e e e — ——
m/z--> 20 40 60 80 100120140160180200220240260 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.634 9.50 ng 304423  Acenaphthene-d10 9.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 58
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 49
4 acetic acid, 2-bromo-, 2-oxo0-2-p... 256 C10H9BroO3 1000401-50-0 47
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
Abundance Scan 1452 (10.633 min): BF140024.D\data.ms (-1447) (- m/z 105.05 100.00%
105.1
77.0
182.1
5000
51.0
—— —
10.50 11.00
152.1
Ol il e 2281 T miz 77.05 67.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —— A
10.50 11.00
51.0 m/z 182.10  53.40%
J270 || 160 1820 |
‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #56777: Azobenzene
77.0
—— —
182.0 10.50 11.00
5000 m/z 51.00 29.98%
51.0 105.0
0l27.0 ‘ ‘ 128.0 15ﬁ'° \
L e I L e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone e M
105.0 10.50 11.00
183.0 m/z 50.00 9.52%
77.0 '
5000 51.0
0 I A | 1270 1540 | /\
e e e e —
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Nonadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.828 4.44 ng 139535  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Tridecane 184 C13H28 000629-50-5 86
5 Heptacosane 380 C27H56 000593-49-7 86
Abundance Scan 1485 (10.828 min): BF140024.D\data.ms (-1480) (-} | m/z 57.10 100.00%
57.1
o1 o ios
169.2 : :
- “““ b B m/z 43.10 65.40%
miz-> 50 100 150 200 250 300
Abundance #158600: Nonadecane
57.0
5000 — e
10.50 11.00
m/z 71.10 55.54%
99.
O \‘\ “‘ ‘\ ‘H‘ “‘ “‘ \“ \]‘_\4\]- ‘Q\ ]\-8\3\0‘ T T T ‘2\68\.\0\ ‘ L
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
— —
10.50 11.00
5000 m/z 85.10 35.14%
99.0
I IR B M e L
miz--> 50 100 150 200 250 300
Abundance #246481: Tetracosane T T
57.0 10.50 11.00
m/z 41.10 31.64%
5000
99.0
oLl || [, 14101830 2250 2670 33
Ll A T T — ——
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.275 2.74 ng 86262  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 80
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
4 Nonadecane 268 C19H40 000629-92-5 72
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72

Abundance Scan 1561 (11.275 min): BF140024.D\data.ms (-1557) (-} | m/z 57.10 100.00%
57.1

20 W

—
h 9%1 11.00 11.50
\‘\ A h“\ Al
el

| 140.1 18?.1
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0

e m/z 43.85 67.91%
5000

o

T
11.00 11.50
m/z 71.10 55.81%

o 26\0“\‘ | | “‘9?'0‘ 141.0 1830 226.0
\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo-

57.0

—
11.00 11.50

5000 m/z 85.05 38.77%
99.0
m/z--> 50 100 150 200 250
Abundance #228590: Tetradecane, 1-iodo- S—— e
57.0 11.00 11.50

m/z 41.10 31.13%

- W
99.0 155.0
24 Ll

0o 197.0

— —
miz--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.704 2.22 ng 69735  Phenanthrene-dio 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
3 Tetracosane 338 (C24H50 000646-31-1 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86

Abundance Scan 1634 (11.704 min): BF140024.D\data.ms (-1630) (- m/z 57.10 100.00%
7.1

57.
5000

T
11.50 12.00

9.0
1401 203.1
e 2 m/z 43.10  65.24%

‘ |
‘
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

5000

o

T
11.50 12.00
m/z 71.10 58.29%

9.0
oLl b L[} 141018302250 281.0 337.0 394,
\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0

T
11.50 12.00

5000 m/z 85.05 38.43%
9.0 154.0
oL Alliiy. 7710703002810
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T T
57.0 11.50 12.00

m/z 41.05 30.83%

5000
9.0
L] 141.0183.0225.0267.0  338.0

ol bbb 417/ 183.022502670 3380 S
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.933 8.28 ng 260357  Phenanthrene-di10 11.410
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 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1673 (11.933 min): BF140024.D\data.ms (-1668) (- m/z 60.00 100.00%
60.0
5000
129.1 A\M
97.1 213.2 ==
0 Ww“:‘mh AL WW wmm_u:‘_‘mlm_wwww‘_ m/z 43.05  99.43%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
12.00
167.01g5 02130  256.0 m/z 73.10 98.12%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
=
12.00
5000 129.0 m/z 55.05 80.91%
199.0
s e
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92063: Tridecanoic acid —
3
43.0 730 12.00
m/z 57.10 80.07%
5000 129.0
171.0
214.0
0150? —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Tridecane, 1-iodo- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.110 2.33 ng 73140  Phenanthrene-d1e 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 83
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 80
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 80
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
5 Tetradecane 198 C14H30 000629-59-4 64
Abundance Scan 1703 (12.110 min): BF140024.D\data.ms (-1699) (- m/z 57.10 100.00%
57.1
5000 W
—— —
‘ 9.1 .11 1gan 2433 12.00 12.50
ob—— J‘h‘Www\d\\\,”\\\u‘,wH\ ﬂ,‘ —— m/z 43.10 67.81%
m/z--> 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 —r ——
12.00 12.50
m/z 71.10 54.94%
‘ 183.0
O T T “\‘ ‘\ ‘ ‘ ‘“ “ “ \‘ T %4\]-’()‘\ T \‘ T ’ T T T T ’ T T T \?"1\0|
miz--> 50 100 150 200 250 300
Abundance #228590: Tetradecane, 1-iodo-
57.0
—— —
12.00 12.50
5000 m/z 85.10 40.70%
otsO i B0 10 a0
miz--> 50 100 150 200 250 300
Abundance #107244: Dodecane, 2-methyl-6-propyl- —— ——
57.0 12.00 12.50
m/z 41.05 30.20%
99.0 140.0
182.0
ow““m D 2260 S
m/z--> 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14

Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 Octadecanoic acid Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.716 2.15 ng 67702  Phenanthrene-dio 11.410
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 89
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Methyl 2,6-anhydro-.alpha.-d-alt... 176 C7H1205 1000130-02-0 22
5 Eicosyl octyl ether 410 C28H580 1000406-38-8 18

Abundance Scan 1806 (12.716 min): BF140024.D\data.ms (-1803) (- m/z 43.10 100.00%
3.1
73.0
5000
—— —
| 1852 2412 pgy; 12.50 13.00
0,‘Hﬂﬂﬂ m/z 57.10 86.34%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179089: Octadecanoic acid
73.0
43.0
5000 — —
129.0 12.50 13.00
185.0 ato 284 m/z 55.10 81.60%
0,
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126203: Pentadecanoic acid
43.0 73.0
—— —
12.50 13.00
5000 129.0 m/z 73.05 80.24%
199.0 242.0
Nl Hu \ \ 1 I
o Lo |
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid RUTRNL RIS —
60.0 12.50 13.00
m/z 60.00 75.59%
5000 129.0
97.0 1710 2130 2560
0 HH“;MJ‘!HJJ“‘m“mh\‘m‘w‘:_wwww,w_H“w,m!_wm N, ol
m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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 Z-5-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.898 4.85 ng 143059  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Z-5-Nonadecene 266 C19H38 1000131-11-8 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
3 Hexacosyl pentafluoropropionate 528 C29H53F502 1000351-81-2 91
4 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 91
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 91
Abundance Scan 2007 (13.898 min): BF140024.D\data.ms (-2004) (- m/z 57.10 100.00%
57.1
5000 WN
— ——
5.1
1 ﬂ 230.1505 1 13.50 14.00 o
O et b gt pte bt e m/z 43.10 77.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #155962: Z-5-Nonadecene
55.0
5000 — ——
13.50 14.00
125.0 266.0 m/z 55.10 69.71%
[ORRR H\‘\H H\‘\fl\;!-%?\.(\)\‘\‘\H\‘H\\‘HH‘HH‘HH‘HH‘H\\‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— ——
13.50 14.00
5000 m/z 71.10 51.66%
5.0
ol L] h L. 20 3690 648. W
A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #341707: Hexacosyl pentafluoropropionate — ——
57.0 13.50 14.00
m/z 83.10 51.39%
5000 MM
5.0
0 | 1 ‘ hl I 195'0 278.0 364'0 519'0
e e e e e e e — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102424\
Data File : BF140024.D

Acqg On : 25 Oct 2024 02:14
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 25 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.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|
Butane, 2-metho... 2.158 48.6 ng 1348220 1 6.893 554680 20.0
Dodecane 10.351 2.2 ng 70405 3 9.928 641201 20.0
Benzophenone 10.634 9.5 ng 304423 3 9.928 641201 20.0
Nonadecane 10.828 4.4 ng 139535 4 11.410 629010 20.0
Hexadecane 11.275 2.7 ng 86262 4 11.410 629010 20.0
Octacosane 11.704 2.2 ng 69735 4 11.410 629010 20.0
n-Hexadecanoic ... 11.933 8.3 ng 260357 4 11.410 629010 20.0
Tridecane, 1-iodo- 12.110 2.3 ng 73140 4 11.410 629010 20.0
Octadecanoic acid 12.716 2.1 ng 67702 4 11.410 629010 20.0
Z-5-Nonadecene 13.898 4.8 ng 143059 5 14.051 589397 20.0
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