LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc :

ALS Vvial : 16 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: BF140166.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 3 9 16 rVB 656310 1017394 68.46% 7.558%
2 5.099 503 511 517 rVB2 12602 20804 1.40% 0.155%
3 5.499 573 579 584 rBV 1097261 1426888 96.02% 10.600%
4 6.504 744 750 755 rBV 1062720 1399622 94.18% 10.398%
5 6.881 809 814 820 rVB 369246 463131 31.16%  3.441%
6 7.440 899 909 914 rBV 738934 933175 62.79% 6.933%
7 7.693 947 952 960 rVB 27134 34822 2.34%  0.259%
8 8.163 1024 1032 1039 rBV 452361 576170 38.77% 4.280%
9 8.334 1054 1061 1064 rBV4 6984 15558 1.05% 0.116%
10 8.375 1064 1068 1071 rVB2 10650 15491 1.04% 0.115%
11  8.669 1114 1118 1121 rBvV4 10825 15919 1.07% 0.118%
12 8.751 1129 1132 1136 rBV 24542 32244 2.17% 0.240%
13 8.987 1168 1172 1177 rBV3 19132 29217 1.97% 0.217%
14 9.116 1190 1194 1199 rVB5 16876 29937 2.01% 0.222%
15 9.187 1202 1206 1210 rVV3 22760 31673 2.13% 0.235%
16 9.240 1210 1215 1220 rVV 1226654 1486079 100.00% 11.040%
17 9.322 1224 1229 1233 rBV 62656 87527 5.89% 0.650%
18 9.392 1238 1241 1246 rVB3 24273 34679 2.33% 0.258%
19 9.557 1266 1269 1271 rBV3 18632 25505 1.72% 0.189%
20 9.640 1279 1283 1286 rBv3 51019 75224 5.06% 0.559%
21  9.698 1291 1293 1297 rVB4 24245 28463 1.92% 0.211%
22 9.851 1315 1319 1324 rVB 77284 98596 6.63% 0.732%
23 9.922 1326 1331 1336 rVB 398343 500431 33.67% 3.718%
24 10.175 1371 1374 1378 rBV4 24922 33437 2.25% 0.248%
25 10.245 1383 1386 1392 rBV7 16754 35790 2.41% 0.266%

26 10.357 1400 1405 1408 rBV 91953 118772  7.99%
27 10.575 1438 1442 1448 rVB 51661 78387 5.27%
28 10.639 1448 1453 1460 rVB 109200 154811 10.42%
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29 10.710 1460 1465 1471 rBV 531408 706763 47.56% 251%

30 10.834 1481 1486 1494 rVB 131121 249815 16.81% 856%

31 11.281 1558 1562 1565 rBV 79848 110136 7.41% 0.818%

32 11.310 1565 1567 1573 rVB 66277 85962 5.78% 0.639%

33 11.416 1580 1585 1591 rBV 352644 451847 30.41% 3.357%

34 11.710 1631 1635 1639 rBV 58642 69635 4.69% 0.517%
2.

35 11.945 1671 1675 1686 rBV 237960 376343 25.32%

36 12.122 1701 1705 1708 rBV 46184 56247 3.78%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS Vvial : 16 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 12.510 1768 1771 1776 rVB 39497 49762 3.35% ©0.370%
38 12.733 1805 1809 1816 rBV 93979 163952 11.03% 1.218%
39 13.010 1851 1856 1864 rVB 1035013 1321263 88.91% 9.816%
40 13.922 2007 2011 2020 rBV 77322 145356 9.78% 1.080%
41 14.075 2032 2037 2043 rBV 342727 480165 32.31% 3.567%

42 15.592 2291 2295 2307 rVB 199858 393738 26.50%  2.925%

Sum of corrected areas: 13460730

8270-BF101824.M Fri Nov 01 19:18:17 2024 Pag 2



Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
BF140166.D

: 30 Oct 2024 19:05

: RC/JU

: P4618-01

: 16 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

Time-->

1000000

600000

200000

Abundance TIC: BF140166.D\data.ms
1200000

5.499 6.504

800000 7.440

.146

400000 6.881

5-9\99 L 7.6!
O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Time-->

1000000
800000

600000

400000
200000 |
W@%WS

0

Abundance TIC: BF140166.D\data.ms

9.240

1200000 13.010

10.710

12.733
12.122 12510

— — — — — — —
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Time-->

1000000

800000

400000

200000

Abundance TIC: BF140166.D\data.ms
1200000

600000 14.075

15.592

13.922

0 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\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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.
2.146 43.94 ng 1017390 1,4-Dichlorobenzene-d4 6.881

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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance Scan 9 (2.146 min): BF140166.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.1
551 87.0
A Raa s RARAARaEEEEE
‘ ‘ 2.202.302.402.502.60
Ol et L myz 43.10 43.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T T[T T T T[T T[T 7T
43.0 2.202.302.402.502.60
0 550 87.0 m/z 55.10  31.34%
mo |
O\\‘\\\\‘\\\”“\\\\“}\‘\\‘\\\‘\“\\\\‘\}\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
AT
40 55, 87.0 2.202.302.402.502.60
5000 ’ m/z 87.05 26.54%
29.0
150 ‘W\ ‘ ‘\ w
o+t e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2307: 1,3-Dioxolane, 2-methyl- e S REARREEREE
73.0 2.202.302.402.502.60
m/z 41.05 13.71%
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\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 Tetradecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
9.322 3.50 ng 87527  Acenaphthene-di1e 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 87
2 Octacosane 394 (C28H58 000630-02-4 72
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
4 Dodecane 170 C12H26 000112-40-3 64
5 Hexadecane 226 C16H34 000544-76-3 58
Abundance Scan 1229 (9.322 min): BF140166.D\data.ms (-1224) (-) m/z 57.10 100.00%
57.1
R e
F 193.2 9.00 9.20 9.40 9.60
0 “‘J“Uﬁﬂwww‘““‘J““‘_““““““‘ m/z 43.05 70.99%
miz--> 50 100 150 200 250 300 350
Abundance #74004: Tetradecane
57.0
5000 L LN B I B LR
9.00 9.20 9.40 9.60
m/z 71.10 47.69%
Ol\s\d ‘ ‘!‘ \“‘\ “‘ !“ \15\4’\‘].‘9 T \1\9? \()\ T ‘ T T ‘ T T ‘ T T 1T
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
 ERRRRE TR
9.00 9.20 9.40 9.60
5000 m/z 41.10 41.69%
NIRRT %9 141018302250 2810 337.0 304 M
“‘“““““‘““‘\‘\\\\\\\\!\\\‘\““‘
m/z--> 50 100 150 200 250 300 350
Abundance #193302: Dodecane, 1-iodo- e Eamammmmas T
57.0 9.00 9.20 9.40 9.60
m/z 85.10 29.90%
) L
9.0
ol u‘“ ‘ % L M0 a0
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 Octacosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.640 3.01 ng 75224  Acenaphthene-di1e 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 53
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 52
3 Sulfurous acid, dodecyl pentyl e... 320 C17H3603S 1000309-14-5 52
4 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 50
5 Hexadecane 226 C16H34 000544-76-3 49

Abundance Scan 1283 (9.640 min): BF140166.D\data.ms (-1279) (-) m/z 57.10 100.00%

57.1
5000

~
‘ ‘ 3{742 9.50 10.00
“WWHJWWW‘ Wpr‘wﬂ““““‘“““““‘ m/z 43.10  82.68%

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

5000 — e
9.50 10.00

m/z 71.10 77.90%

ol \MMH A141018302250 281.0 337.0 394.

\\\‘ \\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

miz--> 50 100 150 200 250 300 350

Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0

o

9..":30 10.‘00
5000 ITI/Z 41.10 41.64%
ol ALl 2130 1830 25302060 m
m/z--> 50 100 150 200 250 300 350
Abundance #224371: Sulfurous acid, dodecyl pentyl ester P e
71.0 9.50 10.00

m/z 55.10  39.38%

5000 W

13.0 169.0
oLl LA L3P0 0 2210
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 Pentadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.851 3.94 ng 98596  Acenaphthene-di1e 9.922

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 93
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Heptadecane 240 C17H36 000629-78-7 78
Abundance Scan 1319 (9.851 min): BF140166.D\data.ms (-1315) (-) m/z 57.10 100.00%
57.1
5000
85.1
— ——
1131 1450 1741 9.50 10.00
0 HwH_HH,H‘M‘_m‘_Hu,w_hwawz“l?“z m/z 43.10  73.37%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane
57.0
5000 — e
85.0 9.50 10.00
20.0 m/z 71.05 53.18%
0 \‘ ‘\\ H \‘\ b 11?0\14\10 169.0 2120
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #74005: Tetradecane
57.0
— ——
9.50 10.00
5000 85.0 m/z 85.10 33.83%
29.0
0 L 130 1410 1690 1980
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59029: Tridecane “ —
57.0 9.50 10.00
m/z 41.10 31.01%
5000
85.0
29.0
o Lm0 s
e o L e A RRRER — —
m/z--> 20 40 60 80 100 120 140 160 180 200 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 8
R.T. EstConc Area Relative to ISTD R.T.
10.357 4.75 ng 118772  Acenaphthene-di10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Tetradecane 198 C14H30 000629-59-4 86
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
4 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 80
5 Pentadecane 212 C15H32 000629-62-9 80
Abundance Scan 1405 (10.357 min): BF140166.D\data.ms (-1400) (- m/z 57.10 100.00%
57.1
2000 LMWJULJ
100 1050
99.1 . .
144.0
I — ‘u‘“ b G85 A821 2268 m/z 43.10  65.35%
miz-> 50 100 150 200 250
Abundance #107217: Hexadecane
57.0
5000 — —
10.00 10.50
m/z 71.10 46.35%
99.0
O zq\fo ““\ ‘!‘ \“‘\ H“ \“ T ‘J\-4\;L.‘O\ %8\3.\0’ \2\26\.0\ ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #74005: Tetradecane
57.0
— ——
10.00 10.50
5000 m/z 85.10 32.89%
99.0
ozs0l L T a0 a0
miz--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- — —
57.0 10.00 10.50
m/z 41.10 31.03%
o M
99.0
0 ‘%a\‘%\u A o S - - S
m/z--> 50 100 150 200 250 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 Tridecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.575 3.13 ng 78387  Acenaphthene-dile 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 80
2 Heptacosane 380 C27H56 000593-49-7 80
3 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 80
4 Decane, 2,6,8-trimethyl- 184 C13H28 062108-26-3 74
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 1442 (10.575 min): BF140166.D\data.ms (-1438) (- m/z 57.10 100.00%
57.1
2000 ”&NLAﬂNMMJKw«AJ\MJJW
‘ % 1050 |
169.2 :
omuu‘ Vb 282 m/z 43.16  46.03%
miz--> 50 100 150 200 250 300 350
Abundance #59029: Tridecane
57.0
5000 — :
10.50
m/z 71.10 43.44%
Olsd \“\ ‘ \‘ L 0\ ]r41 0184.0
\\f\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
T \
10.50
5000 m/z 41.10 23.82%
ol L \ | F ‘1‘410183022502670 323.0 380. M
e AT T e
m/z--> 50 lOO 150 200 250 300 350
Abundance #141076: Pentadecane, 2,6,10-trimethyl- — ‘
57.0 10.50
m/z 85.10 23.45%
B M
0 n | f | | 14101830 239.0
e L e e e e
m/z--> 50 100 150 200 250 300 350 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.639 6.19 ng 154811  Acenaphthene-di10 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 C12HO9NO 014548-46-0 58
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 49
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Ethanedione, diphenyl- 210 C14H1e02 000134-81-6 47
Abundance Scan 1453 (10.639 min): BF140166.D\data.ms (-1448) (- m/z 105.10 100.00%
105.1
77.0
182.1
5000
51.0
= =
10.50 11.00
152.1
Obrr el b 2280700 L2191 sz 77,05 66.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 _ —
10.50 11.00
510 m/z 182.10  54.69%
0 2?0 ‘ [l l 152.0 Il
\\\‘\\\\“\\\\‘\\\”\‘\\\\‘\\\\‘\\\\‘\\}‘\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
ALy —
77.0 183.0 10.50 11.00
5000 51.0 m/z 51.00  29.38%
0 ‘\ Ml ‘ 154.0 \‘
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #40426: Benzeneacetic acid, .alpha.-oxo-, methyl ester T =
105.0 10.50 11.00
m/z 50.00 8.63%
77.0
5000
51.0
0 15.0 | L | 136.0 164.0 ) A
R B B A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 Tetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.834 11.06 ng 249815  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Tetracosane 338 (C24H50 000646-31-1 86
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Nonadecane 268 C19H40 000629-92-5 83

Abundance Scan 1486 (10.834 min): BF140166.D\data.ms (-1481) (- m/z 57.10 100.00%
57.1

—

5000
99.1 10.50 11.00
ob— “‘ Al a0 182wz 43.10  62.96%
miz--> 50 100 150 200 250 300
Abundance #59029: Tridecane
57.0
5000 — ——

10.50 11.00
m/z 71.10 55.89%

020 b‘LH\Mm

99.0 1410 184.0
T T T T ‘ T T T T ‘ \ T T \ ’ T T \ T ‘ T T T T ‘ T T T T ‘ T T T T

m/z--> 100 150 200 250 300
Abundance #107218: Hexadecane
57.0
— T
10.50 11.00
5000 ITI/Z 85.10 33.21%
0 220, L |4 “‘9? 0 1410 1830 226.0
“““ R T e e R
m/z--> 100 150 200 250 300
Abundance #246481: Tetracosane “ —
57.0 10.50 11.00
m/z 41.10 30.27%
5000

99.0
ol L h b i) 1410 1830 2250 2670 338
‘ Ly 2830 2250 2670 33

m/z--> 100 150 200 250 300 10.50 11.00

g
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.281 4.87 ng 110136  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Nonadecane 268 C19H40 000629-92-5 86
3 Hexadecane 226 C16H34 000544-76-3 86
4 Heptadecane 240 C17H36 000629-78-7 83
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
Abundance Scan 1562 (11.281 min): BF140166.D\data.ms (-1558) (- m/z 57.10 100.00%
57.1
5000 m
Fgl YRR
1411 : :
ok m“‘“u“‘ LSt Y m/z 43.10  66.10%
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 —r ——
11.00 11.50
m/z 71.10 56.16%
ol 1L ‘\ “ }410183022502670 323.0  380.
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\
miz-> 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
—— —
11.00 11.50
5000 m/z 85.10 36.51%
ol il u\ «1“4‘1,0‘1“%3‘9‘m????‘,w_m
m/z--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane T —
57.0 11.00 11.50
m/z 41.10 32.30%
- W
o ‘\ ‘ |4 %9‘0‘ 141.0 183.0 226.0
A B e e B e —— —
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.310 3.80 ng 85962  Phenanthrene-d1e 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 83
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 74
3 Hexacosane 366 C26H54 000630-01-3 72
4 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 64
5 Tridecane, 3-methyl- 198 C14H30 006418-41-3 64
Abundance Scan 1567 (11.310 min): BF140166.D\data.ms (-1565) (-} | m/z 57.10 100.00%
57.1
— ——
113.1
h LT 1831 2302 11.00 11.50 )
O B B B B e e o B N B m/z 71.10 66.65%
miz--> 50 100 150 200 250 300 350
Abundance #59025: Tridecane
57.0
5000 — —
11.00 11.50
m/z 43.10 45.28%
0 \“‘\‘ ‘“\ ‘\“ F9.0141.0184.0 L ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-
57.0
— ——
11.00 11.50
5000 m/z 85.10 36.12%
113.0 183.0
ol M T, 1880 om0
m/z--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane “ 7
57.0 11.00 11.50
m/z 41.10 27.67%
h W
9.0
oL Ll [ | 141018302250 2670 3090 366,
el —— A B e e R R — ——
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.710 3.08 ng 69635  Phenanthrene-di0 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Pentadecane 212 C15H32 000629-62-9 91
3 Heneicosane 296 C21H44 000629-94-7 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 Heptadecane 240 C17H36 000629-78-7 83

Abundance Scan 1635 (11.710 min): BF140166.D\data.ms (-1631) (- m/z 57.10 100.00%
57.1

5000 m
99.0 11.50 12.00

© 1411
‘ bty A 1822 2422 m/z 43.10  66.36%

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

5000 — e
11.50 12.00

m/z 71.10 50.80%

99.0
O T 26\0 ‘ H T ‘!‘ \“‘ T ““ f“ T “]\.4\‘]-"0‘ T T T 1\9?'0\ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #90190: Pentadecane

57.0

T T
11.50 12.00

o

5000 m/z 85.10 40.20%
99.0
ol LUl o =20 m
miz--> 50 100 150 200 250
Abundance #194590: Heneicosane T T
57.0 11.50 12.00

m/z 41.05 30.64%

5000
99.0

41.0
ol280, | ||\ | M0 1830 zs0  2ec LT

: —
miz--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.945 16.66 ng 376343  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Nonanoic acid 158 C9H1802 000112-05-0 46

Abundance Scan 1675 (11.945 min): BF140166.D\data.ms (-1671) (- m/z 43.10 100.00%

43.1 ,73.0
5000
129.1

213.2 T
‘ Hl 11 157.2185.2 ‘ 256.2 12.00
R O T S B =y e Er T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00

) 157.01g5 g213.0  256.0 :
0,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0

T
430 12.00
5000 129.0 m/z 57.10 81.03%
171.0
‘ 214.0
0 m_‘mU‘ A “HU H“‘H(ﬂ“m‘m ekl ‘H‘_“H_H‘WWWW
mlz--> 20 40 60 80 100120140160180200220240260
Abundance #109279: Tetradecanoic acid T
73.0 12.00
43.0 m/z 55.10 80.47%
5000 129.0
185.0
|
0%?9W“MNJW“WkﬁLWMhM‘HHMAW‘HWHleuwuwu —
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 13 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.122 2.49 ng 56247  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 89
2 Nonadecane 268 C19H40 000629-92-5 74
3 Heptacosane 380 C27H56 000593-49-7 72
4 Eicosane 282 C20H42 000112-95-8 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 1705 (12.122 min): BF140166.D\data.ms (-1701) (-} ' m/z 57.10 100.00%
57.1
Fgl izbd ide
' 197.1 243.2 : :
0“‘;M‘WMWﬂwa%ﬁ%%‘uqu‘u“““““‘,“ — m/z 43.10 66.32%
mi/z--> 50 100 150 200 250 300 350
Abundance #90189: Pentadecane
57.0
5000 — —
12.00 12.50
m/z 71.10 57.34%
9.0
Ol\ \d\ “‘ \“‘\ “‘ \“ \]‘-\4\‘]_‘0\ T \2‘1\2\()\ T ‘ T T ‘ L ’ L
m/z--> 0 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
— —
12.00 12.50
5000 m/z 85.10 37.60%
0 I Hw " u‘ A ]F41 0183.0 268.0 m
e — T T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7 —
57.0 12.00 12.50
m/z 41.10 26.97%
oL F ‘}410183022502670 323.0 380.(
L A B I e g L B i 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\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 14 Tridecane, 1-iodo- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.510 2.20 ng 49762  Phenanthrene-d10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 80
2 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
3 Octadecane 254 C18H38 000593-45-3 72
4 Heptacosane 380 C27H56 000593-49-7 58
5 Sulfurous acid, hexyl pentadecyl... 376 C21H4403S 1000309-13-7 47
Abundance Scan 1771 (12.510 min): BF140166.D\data.ms (-1768) (-} ' m/z 57.10 100.00%
57.1
T \
99.0 12.50
146.1 206.2 2552 :
ob— A »‘ww i m/z 43.10  61.22%
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 ——
12.50
m/z 71.10 59.99%
‘ .0 183.0
OZ\GLD‘\“‘”‘\ ““ \“‘\ “’ \‘ T %4\1‘0‘\ T \‘\ LA N B B \3‘1\0'
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-
57.0
T \
12.50
5000 m/z 85.10 41.28%
99.0
155.0 197.0
ogqu‘h 1 e — \th/kakaﬁJ\\ﬂ¥/
miz--> 50 100 150 200 250 300
Abundance #141057: Octadecane T
57.0 12.50
m/z 41.10 28.67%
99.0
0280, L\ |, 1410 1830 az02500 —
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\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 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 15 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.733 7.26 ng 163952  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 74
4 n-Decanoic acid 172 C1eH2002 000334-48-5 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 1809 (12.733 min): BF140166.D\data.ms (-1805) (- m/z 43.10 100.00%
43.1
5000
31 129.0
185.2 e —r—
2413 284.3 12.50 13.00
ol m/z 57.10 82.07%
miz--> 50 100 150 200 250 300 350
Abundance #179093: Octadecanoic acid
129.0
50001 28.0 284.0 1 T
1850 2410 12.50 13.00
m/z 55.10 81.20%
0 \“H\ m‘ﬂ‘\h\“‘\‘ ‘L‘\““\“‘ ‘\‘\‘H‘“HH“H
miz--> 50 100 150 200 250 300 350
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl e
43.0
—— —
12.50 13.00
m/z 73.00 81.12%
5000 284.0 /
3.0 1290
il 185.0 2410
ol L H\M\umHm_m‘\_H\“HH‘?"?‘Z"
m/z--> 50 100 150 200 250 300 350
Abundance #92063: Tridecanoic acid T 7
73.0 12.50 13.00
m/z 60.00 80.91%
5000 129.0
29. 171.0
m ‘ 214.0
o u\\ummuHmw_www
m/z--> 50 100 150 200 250 300 350 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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 16 1-Docosene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.922 6.05 ng 145356  Chrysene-di12 14.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
3 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 91

4 Triacontyl pentafluoropropionate 584 C33H61F502
5 Tetratriacontyl pentafluoropropi... 641 C37H69F502

1000351-80-0 91
1000351-81-5 91

Abundance Scan 2011 (13.922 min): BF140166.D\data.ms (-2007) (- m/z 57.10 100.00%
57.1
o0 ML&
111.1 i4bd
2301 :
Ofrred M!‘ § “Jmlff?‘lw o 282L 382wz 43.10  74.79%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209740: 1-Docosene
57.0
5000 111.0 L —
308.0 14.00
‘ m/z 55.10 62.67%
O“W\AA\W\\}SON}!
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #339001: Octacosyl trifluoroacetate
57.0
—
14.00
5000 ITI/Z 83.10 47 .98%
111.0
ol b ‘ ||, 167022202780 3640 437.0480,
e A e e e T e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336876: Eicosyl heptafluorobutyrate T
57.0 14.00
m/z 69.10 45.32%
5000 111.0
169.0 280.0
0 l‘\wox‘”“ -
m/z--> 0 50 100 150 200 250 300 350 400 450 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF103024\
Data File : BF140166.D

Acqg On : 30 Oct 2024 19:05
Operator : RC/JU

Sample : P4618-01

Misc

ALS Vvial : 16 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... 2.146 43.9 ng 1017390 1 6.881 463131 20.0
Tetradecane 9.322 3.5 ng 87527 3 9.922 500431 20.0
Octacosane 9.640 3.0 ng 75224 3 9.922 500431 20.0
Pentadecane 9.851 3.9 ng 98596 3 9.922 500431 20.0
Hexadecane 10.357 4.8 ng 118772 3 9.922 500431 20.0
Tridecane 10.575 3.1 ng 78387 3 9.922 500431 20.0
Benzophenone 10.639 6.2 ng 154811 3 9.922 500431 20.0
Tetracosane 10.834 11.1 ng 249815 4 11.416 451847 20.0
Heptacosane 11.281 4.9 ng 110136 4 11.416 451847 20.0
Hexadecane, 2,6... 11.310 3.8 ng 85962 4 11.416 451847 20.0
Heneicosane 11.710 3.1 ng 69635 4 11.416 451847 20.0
n-Hexadecanoic ... 11.945 16.7 ng 376343 4 11.416 451847 20.0
Nonadecane 12.122 2.5 ng 56247 4 11.416 451847 20.0
Tridecane, 1-iodo- 12.510 2.2 ng 49762 4 11.416 451847 20.0
Octadecanoic acid 12.733 7.3 ng 163952 4 11.416 451847 20.0
1-Docosene 13.922 6.0 ng 145356 5 14.075 480165 20.0
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