LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21

Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 Sample Multiplier: 1
Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs : ©

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separa

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF101824.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF140044.D\data.ms

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

# min  scan scan scan TY height area % max total
1 2.152 3 10 17 rBV 1001403 1561133 88.92% 9.241%
2 5.104 508 512 517 rVB 12195 17959 1.02% 0.106%
3 5.498 573 579 585 rBV 1269461 1671025 95.18% 9.891%
4 6.504 744 750 755 rBV 1246901 1647874 93.86% 9.754%
5 6.539 755 756 768 rVB4 10686 18255 1.04% 0.108%
6 6.716 782 786 791 rBvV2 13156 19145 1.09% 0.113%
7 6.887 810 815 821 rVB 497407 615932 35.08%  3.646%
8 7.445 901 910 915 rBV 870209 1098701 62.58% 6.504%
9 7.698 946 953 960 rVB3 19520 31271 1.78% 0.185%
10 8.169 1026 1033 1040 rBV 595795 766065 43.63%  4.535%
11 8.463 1076 1083 1089 rBvie 10041 18060 1.03% 0.107%
12 8.586 1101 1104 1110 rBV 14849 21810 1.24% 0.129%
13 8.757 1129 1133 1137 rBV 31714 37567 2.14% 0.222%
14 8.881 1150 1154 1158 rVB 25005 30409 1.73% 0.180%
15 9.186 1203 1206 1210 rVB 15939 19349 1.10% ©0.115%
16 9.245 1210 1216 1225 rBV 1329814 1755691 100.00% 10.393%
17  9.322 1225 1229 1234 rVB 44234 59134 3.37% 0.350%
18 9.504 1256 1260 1265 rBV 18045 26663 1.52% 0.158%
19 9.580 1269 1273 1275 rBV 27438 34277 1.95% 0.203%
20 9.639 1280 1283 1290 rVB3 28543 44008 2.51% ©0.260%
21  9.698 1290 1293 1304 rVB3 12508 24415 1.39% 0.145%
22 9.851 1312 1319 1324 rBV 37670 56996 3.25% 0.337%
23 9.922 1324 1331 1336 rBV 536223 675831 38.49% 4.000%
24 10.122 1361 1365 1369 rVB3 12818 17719 1.01% 0.105%
25 10.169 1369 1373 1379 rVB4 12389 18273 1.04% 0.108%
26 10.351 1396 1404 1408 rBvV2 47723 69680 3.97% 0.412%
27 10.575 1436 1442 1447 rBV 24813 41889 2.39% 0.248%
28 10.633 1447 1452 1459 rVW 243596 311493 17.74% 1.844%
29 10.710 1459 1465 1478 rVV 625740 832048 47.39% 4.925%
30 10.827 1480 1485 1494 rVB 77468 133591 7.61% 0.791%
31 10.945 1501 1505 1509 rVB 25730 27960 1.59% 0.166%
32 11.274 1556 1561 1564 rBV 66564 91586 5.22% 0.542%
33 11.304 1564 1566 1572 rVB 33019 39902 2.27% 0.236%
34 11.410 1579 1584 1592 rBV2 474950 686099 39.08% 4.061%
35 11.480 1592 1596 1600 rvB2 25512 38398 2.19% 0.227%
36 11.698 1629 1633 1638 rBV 57473 70116  3.99% 0.415%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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 11.933 1666 1673 1682 rBV2 176168 285623 16.27% 1.691%
38 12.021 1686 1688 1696 rvB4 22593 38326 2.18% 0.227%
39 12.110 1698 1703 1707 rBV 57429 74449 4.24% 0.441%
40 12.498 1765 1769 1775 rBV 51996 64750 3.69% 0.383%
41 12.621 1785 1790 1796 rBV 111556 153958 8.77% 0.911%
42 12.716 1802 1806 1813 rBV 45160 84320 4.80% ©.499%
43 12.851 1824 1829 1836 rBV2 87985 173858 9.90% 1.029%
44 12.992 1848 1853 1862 rBV 1209871 1588175 90.46% 9.401%
45 13.227 1889 1893 1899 rBvV2 38665 82759 4.71%  0.490%
46 13.568 1947 1951 1957 rBV2 40879 71883 4.09% 0.426%
47 13.898 2003 2007 2016 rVB 86074 164922 9.39% 0.976%
48 14.051 2027 2033 2043 rVB 490423 750565 42.75%  4.443%
49 14.810 2159 2162 2174 rVB2 69198 144138 8.21% 0.853%
50 15.527 2279 2284 2296 rVB 337659 585656 33.36% 3.467%

Sum of corrected areas: 16893706
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 25 Oct 2024 18:21
: RC/JU
: P4472-05

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
BF140044.D

: 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101824.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1200000

1000000

800000

600000

400000

200000

0
Time-->

.152

TIC: BF140044.D\data.ms
5.498 6.504

7.445

6.887

5.104 L .@9.716 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: BF140044.D\data.ms
9.245 12.992

8.169 10.710

9.922
11.410

0
Time-->

11.933
12.6212,85 L&@
8. 48358§ 757881 0. 1%%%%8 mcxzés? 3510 5 AO a5 M1da asb" P v
e

8.00 8 50 9. 50 10 00 10 50 11 OO 11 50 12 00 12 50 13 00

Abundance

1200000

1000000

800000

600000

400000

200000

Time-->

TIC: BF140044.D\data.ms

14.051

15.527

13.898 14.810
13.568

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\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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.
2.152 50.69 ng 1561130  1,4-Dichlorobenzene-d4 6.887

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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 10 (2.152 min): BF140044.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.0 87.1 H‘\\H‘\\H‘\\H‘\\\\‘\\
‘ ‘ 2.202.302.402.502.60
Ol et Ll wyz 43,05 41.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T[T T [T T T[T TT 7T
43.0 2.202.302.402.502.60
0 550 87.0 m/z 55.05 30.97%
mo |
O\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
A
40 55, 87.0 2.202.302.402.502.60
5000 ’ m/z 87.10 25.79%
29.0
15.0 M\ | H
Ottt e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- R EARRREEIAT R
73.0 2.202.302.402.502.60
m/z 41.05 13.60%
5000 43.0
58.0
29.0 87‘-0
o) ¥ Y M S A L —
m/z--> 10 20 30 40 50 60 70 80 90 100 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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 11
R.T. EstConc Area Relative to ISTD R.T.
10.351 2.06 ng 69680  Acenaphthene-di0 9.922
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 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan1404(10351num BF140044.D\data.ms (-1396) (-} ' m/z 57.05 100.00%
57.0
5000
8a.1 LM
— —r—
h H ‘1131 155.1 10.00 10.50
0 bt b et e M/Z 43,05 74.27%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #45481: Dodecane
57.0
5000 = R
85.0 10.00 10.50
29.0 m/z 71.05 55.40%
| ‘ | | 18014791700
O\H‘H\\‘HH‘H‘H‘HH“H}\‘\‘\H’HH‘\H\‘HH‘HH’HH‘\H\‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
== ——
10.00 10.50
m/z 85.10 36.98%
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 #123961: Heptadecane - T
57.0 10.00 10.50
m/z 41.05 33.13%
5000
85.0
29.0
HW‘HWHH‘HH_H‘_HWHH,HH_H‘_HWHH,HHMH‘_H‘ — ——
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\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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.
10.633 9.22 ng 311493  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 52
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 N-Methylbenzamide, N-trifluoroac... 231 C1@H8F3NO2 1000446-91-5 47
5 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 47
Abundance Scan 1452 (10.633 min): BF140044.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
bl 2289 20T miz 77.05  66.35%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 e A
10.50 11.00
510 m/z 182.10  53.09%
Jeo | 1260 1520 |
‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
—— —
77.0 183.0 10.50 11.00
5000 51.0 m/z 51.80  27.55%
0 I A 1270 1540 |
e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester —— A
105.0 10.50 11.00
m/z 181.10 8.85%
77.0
5000
51.0
LT SN S M
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\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.828 3.89 ng 133591  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 83
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 1485 (10.827 min): BF140044.D\data.ms (-1480) (-] ' m/z 57.05 100.00%
57.0
— ——
‘ Fg.o 169.1 10.50 11.00
ol A . m/z 43.05  66.72%
miz--> 50 100 150 200 250 300 350
Abundance #59026: Tridecane
57.0
5000 — —
10.50 11.00
J % m/z 71.10 56.28%
0]-\5.\ ‘! ‘ ‘“‘ “ \“\ “‘ \“ \1\4\].‘()\ J\-8\‘4\c‘)\ T ‘ T T ‘ L ’ L
miz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— —
10.50 11.00
5000 m/z 85.10 35.40%
0 L\ H\ \u \‘ u‘ \ \ 1.0 183.0 239.0 296.0
e A
m/z--> 50 lOO 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 10.50 11.00
m/z 41.05 30.92%
- /L/M
ol L I F | 141.0183.0225.0267.0 3230 380,
“““ I A — ——
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\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.275 2.67 ng 91586  Phenanthrene-dle 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 1561 (11.274 min): BF140044.D\data.ms (-1556) (-} | m/z 57.85 100.00%
57.0

20 w

i
| 991 1,11 1821 11.00 11.50
el ey m/z 43.10  66.90%

m/z--> 50 100 150 200 250
Abundance #194588: Heneicosane
57.0

5000

o

T
11.00 11.50
m/z 71.05 55.41%

99.0
10 | || 1| | 3410 1530 250 avac
mi/z--> 50 100 150 200 250
Abundance #141056: Octadecane
57.0

o

lﬂOO 1£50
5000 m/z 85.10 35.99%
99.0
ol 2801 “hu Lid ) 240 1830 2540
miz--> 50 100 150 200 250
Abundance #123959: Heptadecane o e
57.0 11.00 11.50

m/z 41.05 29.53%

- vAvAwaAfﬂ\ﬁN\Am$Aﬂ
99.0
\ h

0 ! ‘H\JLM\A | %4+Q 182.0 2490
el A —— ——
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\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21

Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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 6 Tetracosane Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.698 2.04 ng 70116  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Nonadecane 268 C19H40 000629-92-5 91
3 Heptacosane 380 C27H56 000593-49-7 90
4 Hexadecane 226 C16H34 000544-76-3 90
5 Octadecane 254 C18H38 000593-45-3 90

Abundance Scan 1633 (11.698 min): BF140044.D\data.ms (-1629) (- m/z 57.05 100.00%

57.0
5000

T
11.50 12.00

9.1
ol 1 «“w\ £ }‘6?"1‘ e m/z 43.10  65.25%
mi/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 — ——
11.50 12.00

m/z 71.10 54.63%
9.0
H‘ | | 141.0183.0225.0267.0 338.0

\\‘\\\r‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350

o
Ul j‘
a L
=

Abundance #158600: Nonadecane
—
11.50 12.00
5000 ITI/Z 85.10 40.32%
.0
0 [ ‘H\ I H‘ I ]\'4'10 183.0 268.0
e e e e
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 11.50 12.00

m/z 41.05 30.51%

J ‘ % ‘\ J 141 0183.0225.0 267.0 323 0 380.(

o‘w““l‘ A e S R e — —
miz--> 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\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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 8.33 ng 285623  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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 74

Abundance Scan 1673 (11.933 min): BF140044.D\data.ms (-1666) (- m/z 60.00 100.00%

60.0
5000
129.1
==
‘ 12.00
Y —— m/z 73.00 98.93%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
43.0 73.0 256.0
5000 T
129.0 12.00
m/z 43.10 97.43%
\

213.0
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\‘{‘\‘HH\\\““\\H‘”h“\H\‘H‘HH‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0

liOO
5000 129.0 ITI/Z 55.10 82.00%
Ak | e T
0 %?R‘H‘i“””!ﬂ ‘W HH““\“ ‘}\‘M u‘\H‘MH“H‘H‘“H“‘HH‘HH“HH“
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid —
43.0 730 12.00

5000 129.0
171.0
214.0
15 “ ‘\ \‘ I \\‘ HW ?H\ gl [ ‘ ‘ ‘ ‘

m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.110 2.17 ng 74449  Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 83
Abundance Scan 1703 (12.110 min): BF140044.D\data.ms (-1698) (- m/z 57.05 100.00%
57.0
5000 ij\\/J\w\/kAvrvAA\Am/
0.1 1200 1250
\‘h\ N 1551197224‘33 : =
ob b S m/z 43.05 62.93%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 —r ——
12.00 12.50
m/z 71.10 51.55%
9.0
0 \‘ “ ‘H\ I H‘ | 141018302250 282.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—— —
12.00 12.50
5000 m/z 85.10 39.10%
ol L L F ‘1‘410183022502670 323.0 380.
e e e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane —— —
57.0 12.00 12.50
m/z 41.05 30.68%
5000
9.0 169.0
olso Ll T ase S
m/z--> 50 100 150 200 250 300 350 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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 9 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.716 2.46 ng 84320  Phenanthrene-dle 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Pentadecanoic acid 242 C15H3002 001002-84-2 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 Hexadecane 226 C16H34 000544-76-3 25

Abundance Scan 1806 (12.716 min): BF140044.D\data.ms (-1802) (- m/z 43.10 100.00%

431 739
5000
129.1

185.1 241.2 T
‘ 284.: 12.50 13.00
\

ol TR FRTT J‘w b1 m/z 57.18  89.98%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0

5000 129.0

‘ 185.0 5410 284 :
: ‘\“ \“\ M\\ \‘H““M”‘L ‘1‘““ Al . S ‘L — ““
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid
43.0 73.0
N ™M

0
naf A —
12.50 13.00
5000 129.0 m/z 60.00 79.15%
‘ 199.0 2420
oL— ‘\‘ m ’H‘\ h“ “H“H\‘ Hhu\ M\ ] “‘ ‘l‘eﬂ‘o“ ‘ . ‘i N “\ P
miz--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid of 4
73.0 12.50 13.00

m/z 55.10  75.50%

43.0
5000
129.0
185.0 228.0

— :
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21

Operator : RC/JU

Sample : P4472-05

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

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

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 Octadecane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.227 2.21 ng 82759  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Heptacosane 380 C27H56 000593-49-7 83
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 83
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptadecane 240 C17H36 000629-78-7 80

Abundance Scan 1893 (13.227 min): BF140044.D\data.ms (-1889) (- m/z 57.10 100.00%

57.1
5000

—
13.00 13.50
220.1
o ‘ ‘h } w“w” ! %1 LSQLSNIT 281 nyz 43.10  55.48%

m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0

5000 — ——
13.00 13.50
m/z 71.10 52.28%
0\“\ ‘\“ “‘\“‘\H“ \“‘\Jr\\‘0\]\_8\3\()‘\\\2\5‘4’\0\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—— —
13.00 13.50
5000 m/z 85.10 38.91%

o

i F ‘J‘.410183022502670 323.0  380.( W
S el AT ED S M
miz--> 50 100 150 200 250 300 350

Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 13.00 13.50

m/z 41.10 20.95%

5000 W

0 L‘ Jd ‘\ u\ 14101830 239.0 296.0
Ad L7 5830 2390 2960

T T
m/z--> 50 100 150 200 250 300 350 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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 11 3-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.898 4.39 ng 164922  Chrysene-di12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 95
3 1-Octadecene 252 C18H36 000112-88-9 93
4 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 91
Abundance Scan 2007 (13.898 min): BF140044.D\data.ms (-2003) (- m/z 57.10 100.00%
I W
5000 971
— ——
13.50 14.00
155.2 2301
. w‘“ o2l 1981590 2073 308wz 43.10  76.38%
miz-> 50 100 150 200 250 300
Abundance #173731: 3-Eicosene, (E)-
57.0
97.0
5000 — ——
13.50 14.00
m/z 55.10 62.11%
qu\o \ H L) 1290 1820 2240 2800
L ‘ T \ T T ‘ T \ T ’ T
miz--> 50 100 150 200 250 300
Abundance #173729: 5-Eicosene, (E)-
55.0
— ——
13.50 14.00
5000 m/z 71.10 45 .40%
ol L LLLL 190 120 zso oo W
i e T
miz--> 50 100 150 200 250 300
Abundance #138521: 1-Octadecene “ —
57.0 13.50 14.00
97.0 m/z 83.10 44.40%
Jas0 || \ 199 1m0 220
= “ i e — —
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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 12 13-Docosenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.810 4.92 ng 144138  Perylene-di2 15.527
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 87
2 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 72
3 Octadecanamide 283 C18H37NO 000124-26-5 64
4 Silane, hexyl- 116 C6H16Si 001072-14-6 46
5 Acetic acid, cyanohydroxyimino-,... 128 C4H4N203 061295-92-9 43

Abundance Scan 2162 (14.810 min): BF140044.D\data.ms (-2159) (-] ' m/z 59.00 100.00%

59.0
5000

97.1
14. 50 15 00
0! \\Hu il ‘mu\\ i M‘m ‘1‘9‘2‘1‘ ‘2‘3? ‘2“ “2‘%%‘}“‘ “‘3:‘37 ‘3‘ m/z 55.10 58.97%

miz--> 50 100 150 200 250 300 350
Abundance #245084: 13-Docosenamide, (Z)-
59.0

5000 — —
1370 14.50 15.00

m/z 72.10  58.59%

o

[TLLL 1930 2a00 2980370
miz--> 50 100 150 200 250 300 350
Abundance #174773: 9-Octadecenamide, (Z)-
59.0
14. 50 15 00
5000 m/z 41.10  40.94%
J810 MMJ\M
o180 | Ly 1401500 13802300 0
m/z--> 50 100 150 200 250 300 350
Abundance #177475: Octadecanamide “ T
59.0 14.50 15.00
m/z 43.10 39.45%
5000
128.0 283.0
olsol LU 10 o a0
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF101824.M Mon Oct 28 07:42:53 2024 Page: 15



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF102524\
Data File : BF140044.D

Acqg On : 25 Oct 2024 18:21
Operator : RC/JU

Sample : P4472-05

Misc

ALS Vvial : 20 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... 2.152 50.7 ng 1561130 1 6.887 615932 20.0
Dodecane 10.351 2.1 ng 69680 3 9.922 675831 20.0
Benzophenone 10.633 9.2 ng 311493 3 9.922 675831 20.0
Tridecane 10.828 3.9 ng 133591 4 11.410 686099 20.0
Heneicosane 11.275 2.7 ng 91586 4 11.410 686099 20.0
Tetracosane 11.698 2.0 ng 70116 4 11.410 686099 20.0
n-Hexadecanoic ... 11.933 8.3 ng 285623 4 11.410 686099 20.0
Eicosane 12.110 2.2 ng 74449 4 11.410 686099 20.0
Octadecanoic acid 12.716 2.5 ng 84320 4 11.410 686099 20.0
Octadecane 13.227 2.2 ng 82759 5 14.051 750565 20.0
3-Eicosene, (E)- 13.898 4.4 ng 164922 5 14.051 750565 20.0
13-Docosenamide... 14.810 4.9 ng 144138 6 15.527 585656 20.0
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