LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc :

ALS Vvial : 17 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_ P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@19620.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.028 324 330 336 rVB 40915 64027 1.29% ©0.138%
2 5.487 400 408 425 rBV 1326236 2043078 41.30% 4.393%
3 7.081 671 679 695 rBV 1382365 2248869 45.46% 4.835%
4 7.2106 695 701 707 rW 34148 57915 1.17% 0.125%
5 7.910 810 820 827 rBV 343378 556138 11.24% 1.196%
6 9.081 1011 1019 1025 rBV 819796 1424244 28.79% 3.062%
7 10.710 1283 1296 1303 rBV 435264 848497 17.15%  1.824%
8 11.628 1445 1452 1458 rBvV4 32004 60929 1.23% 0.131%
9 11.734 1465 1470 1474 rBV 45826 72233 1.46% 0.155%
10 12.134 1529 1538 1547 rBV 179516 308173 6.23% 0.663%
11 12.351 1568 1575 1581 rVB8 24956 69384 1.40% 0.149%
12 12.763 1638 1645 1649 rBV4 38821 75872 1.53% 0.163%
13 12.810 1649 1653 1659 rVB6 26983 57050 1.15% 0.123%
14 12.945 1671 1676 1680 rBvV2 41793 60748 1.23% 0.131%
15 13.028 1686 1690 1695 rBvV3 51171 88171 1.78% 0.190%

16 13.081 1695 1699 1705 rVV2 94985 153866  3.11%
17 13.169 1708 1714 1722 rVB 2226284 3418958 69.11%
18 13.375 1742 1749 1756 rBV 373227 578029 11.68%

OO RrRNO®
N
PN
W
R

19 13.534 1773 1776 1780 rVB6 35026 49556 1.00% 107%
20 13.939 1843 1845 1851 rVB5 34984 52299 1.06% 112%
21 14.028 1852 1860 1864 rVv2 183433 362490 7.33% ©0.779%
22 14.069 1864 1867 1874 rVV2 106959 175584  3.55% 0.378%
23 14.145 1878 1880 1884 rVB 62566 72840 1.47% 0.157%
24 14.387 1915 1921 1926 rVB8 36332 85354 1.73% 0.184%
25 14.451 1926 1932 1937 rBV 698998 985999 19.93%  2.120%
26 14.545 1939 1948 1955 rVB 641838 1126619 22.77%  2.422%
27 14.904 2003 2009 2013 rBv4 73245 175084 3.54% 0.376%
28 14.945 2013 2016 2021 rVB2 84259 117834  2.38% ©0.253%
29 15.004 2023 2026 2032 rVV2 49631 72252 1.46% ©0.155%
30 15.069 2033 2037 2045 rVB3 178844 289739 5.86% 0.623%

31 15.139 2045 2049 2053 rBv2 73371 109810 2.22%
32 15.404 2089 2094 2098 rVB 957804 1177909 23.81%
33 15.810 2156 2163 2167 rBV 345158 647446 13.09%
34 15.904 2176 2179 2184 rVB3 102087 143024  2.89%
35 15.963 2185 2189 2194 rBV2 141022 231661  4.68%

OCO0ORrNO®
w
(o]
N
R

36 16.033 2195 2201 2208 rVV 1763550 2730528 55.19% 5.871%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc :

ALS Vvial : 17 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_ P\Methods\8270E-BP013124.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.269 2236 2241 2250 rBV 1292895 2405878 48.63% 5.173%
38 16.610 2296 2299 2303 rBV2 108300 195611 3.95% 0.421%
39 16.733 2317 2320 2323 rVB 76160 82356 1.66% 0.177%
40 16.781 2325 2328 2333 rBV 88593 113700 2.30% 0.244%
41 16.845 2337 2339 2342 rVB 67573 71842  1.45% 0.154%
42 17.069 2373 2377 2381 rBV 1334495 1660842 33.57% 3.571%
43 17.122 2381 2386 2396 rVB 499366 885954 17.91% 1.905%
44 17.298 2411 2416 2423 rBV 763822 1197067 24.20% 2.574%
45 17.380 2427 2430 2439 rVB3 94130 241492 4.88% 0.519%
46 17.545 2455 2458 2464 rVB 154482 205628 4.16% 0.442%
47 17.610 2466 2469 2475 rVB2 164375 236668 4.78%  0.509%
48 17.728 2486 2489 2495 rVB 145598 210268 4.25% 0.452%
49 17.816 2499 2504 2509 rVB 1546726 1933357 39.08% 4.157%
50 18.086 2547 2550 2553 rBV2 120226 176448 3.57% 0.379%
51 18.198 2565 2569 2574 rBV4 233834 329658 6.66% 0.709%
52 18.245 2574 2577 2583 rVB2 132157 156915 3.17% 0.337%
53 18.304 2584 2587 2590 rBV 111586 150356 3.04% 0.323%
54 18.486 2613 2618 2624 rBV 1795724 2106133 42.57% 4.528%
55 18.933 2691 2694 2699 rVB2 202797 248929 5.03% 0.535%
56 19.098 2717 2722 2729 rBV 1698657 2136156 43.18% 4.593%
57 19.251 2746 2748 2754 rVB5 95205 120417 2.43% 0.259%
58 19.663 2814 2818 2822 rVB 1202652 1415045 28.60% 3.043%

59 19.869 2847 2853 2859 rVB 3807140 4947350 100.00% 10.638%

60 20.180 2902 2906 2910 rBV 890817 981823 19.85% 2.111%
61 20.669 2985 2989 2993 rBV 475712 552258 11.16% 1.187%
62 21.121 3062 3066 3072 rVB 395378 464763 9.39% 0.999%
63 21.392 3107 3112 3117 rVB 848827 1198964 24.23%  2.578%
64 23.810 3518 3523 3533 rVB 656489 1290424 26.08% 2.775%

Sum of corrected areas: 46508511
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 08 Feb 2024 21:42
: MA/JU
. P139%0-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
BP019620.D

: 17  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019620.D\data.ms

5.487 7.081

9.081

7.910 10.710

5.028 210 i 106

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP019620.D\data.ms
19.869

13.169

18.486 19.098

20.180

1443hs5

3.375
12'1132‘.‘3511122M 3.53413,

Time-->

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP019620.D\data.ms

21.392

23.810
0.669 21.121

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BPO13124.M Fri Feb 09 10:51:00 2024 Page: 3




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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, 7-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.134 7.26 ng 308173 Naphthalene-d8 10.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 90
2 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 1538 (12.134 min): BP019620.D\data.ms (-1529) (- m/z 57.05 100.00%
57.0
- JA/\N
e ~
| 26.1184.2 12.00 12.50
ob AALLA2011842  273.1 3729 45095114 ./ 43.05  72.27%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #107221: Tridecane, 7-propyl-
43.0
5000 T e
12.00 12.50
140.0 m/z 71.05 67.13%
O\\‘\ ‘\JI‘IH\A‘\“\‘\\}‘\WJWPT.\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #59088: Decane, 2,3,5-trimethyl-
57.0
— ]
12.00 12.50
5000 m/z 41.10 44.32%
141.0
ow\\‘Jw‘wl_"""H""‘_mwWH,W_HW
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #158600: Nonadecane T —
57.0 12.00 12.50
m/z 85.10 42.53%
5000
0 \‘\ .‘\ | \11‘\2\7'.0 197.0 268.0
AR e AR AR ARARRNREEES S —r .
m/z--> 50 100 150 200 250 300 350 400 450 500 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 12
R.T. EstConc Area Relative to ISTD R.T.
13.375 10.26 ng 578029  Acenaphthene-d10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 96
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 90
3 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 90
4 Hexadecane 226 Cl6H34 000544-76-3 80
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 80
Abundance Scan 1749 (13.375 min): BP019620.D\data.ms (-1742) (- m/z 57.05 100.00%
57.0
- W,JL
— =
' 1271 1982 13.00 13.50
bl BE0S 2902 2668 341.0402.1463.9524.4 /7 71,10 73.14%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #74006: Tetradecane
57.0
5000 - L
13.00 13.50
m/z 43.10 69.32%
\‘ 1] 2270 1980
O \\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #184137: Octadecane, 1-chloro-
57.0
T —
13.00 13.50
5000 m/z 85.10 46.53%
9.0
0 J“M 190 om0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #178950: Carbonic acid, tetradecyl vinyl ester = o
57.0 13.00 13.50
m/z 41.10 43.44%
h xAJd\WMMNJ\ﬁWVAVMAWV
o 0 1960 ALY
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Decane, 5-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.028 6.44 ng 362490  Acenaphthene-d10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 5-propyl- 184 C13H28 017312-62-8 58
2 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 58
3 Decane, 5,6-dipropyl- 226 C16H34 119209-20-0 58
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 52
5 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 52
Abundance Scan 1860 (14.028 min): BP019620.D\data.ms (-1852) (- m/z 71.05 100.00%
71.0
T \
141.0 14.00
obdALLLFLT 211.3268.8326.9 396.7 48245390 1/, 57.19  95.43%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59032: Decane, 5-propyl-
57.0
5000 LEAL :
14.00
m/z 43.10 76.42%
‘ 140.0
0\\‘\l\‘\l\‘\h\“‘\L\‘l\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141071: Heptadecane, 7-methyl-
57.0
T \
14.00
5000 m/z 85.05 46.34%
‘ 1 168.0
obkbbbhe b 200
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107226: Decane, 5,6-dipropyl- T ‘
57.0 14.00
m/z 41.10 44.12%
o‘ihlﬁg-ozzao‘ I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 8
R.T. EstConc Area Relative to ISTD R.T.
14.451 17.50 ng 985999  Acenaphthene-di1e 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Hexadecane 226 C16H34 000544-76-3 81
Abundance Scan 1932 (14.451 min): BP019620.D\data.ms (-1926) (- m/z 57.05 100.00%
57.0
- JWJL
—r
|| 1271 2123 14.50
ol L IRlL  212:8275.1 340.9400.9 4870546 1/, 71.10  71.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane
57.0
5000 1
14.50
m/z 43.10 68.07%
O‘\\\’\l\"\l\‘\‘\"l\ﬂz\z\l(‘)\\\2\‘1%\0\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
—
14.50
5000 m/z 85.05 49.76%
ol ‘ ‘FF 0183.0 252.0 325.0
R R E R R S R
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #107244: Dodecane, 2-methyl-6-propyl- —
57.0 14.50
m/z 41.05 42.73%
5000
140.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Sulfurous acid, pentadecyl ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.069 5.14 ng 289739  Acenaphthene-di10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 80
2 Pentacosane 352 C25H52 000629-99-2 72
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 68
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 64
5 Pentadecane 212 C15H32 000629-62-9 62
Abundance Scan 2037 (15.069 min): BP019620.D\data.ms (-2033) (- m/z 57.10 100.00%
57.1
- JA
‘ 15.00 |
11 2 :
o AL 212054 snaa0oase0 521 L o110 s0.sa
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #241465: Sulfurous acid, pentadecyl 2-propyl ester
43.0
5000 IV :
15.00
m/z 43.10 80.03%
| } ‘ 210.0
O \J\"\‘I\\\‘\J\“\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane
57.0
T \
15.00
5000 m/z 85.10 58.68%
1
ATV L —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl- s :
43.0 15.00
m/z 41.10 49.76%
- ”\J\r\
210.0
ol LD T seros2a0 vl
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Carbonic acid, eicosyl viny... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.404 20.91 ng 1177910  Acenaphthene-d10 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
4 Tetradecane 198 C14H30 000629-59-4 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86

Abundance Scan 2094 (15.404 min): BP019620.D\data.ms (-2089) (- m/z 57.10 100.00%
57.1

-

5000
T
7.1 2262 15:50
or AL fPIT 2262 33914022 47545357 .., 7110 76.97%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 T

15.50
m/z 43.10 67.52%

%F?01830 252.0 325.0

|

0‘\\\\“\\\‘\‘\\\I\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107220: Hexadecane
57.0
—
15.50
5000 ITI/Z 85.10 49,81%
‘ || 1270 2260
S Sa e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #59088: Decane, 2,3,5-trimethyl- =
57.0 15.50
m/z 41.10 40.84%
5000
141.0
o‘HJ“‘NM‘Hmlw‘,‘m‘H‘wWwwwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15.50
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Data Path : Z:

Data File : B

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
P019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
15.810 11.49 ng 647446 Acenaphthene-dio 14.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 Cl8H38 003892-06-0 94

2 Tridecane 184 C13H28 000629-50-5 83
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 83
4 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 2163 (15.810 min): BP019620.D\data.ms (-2156) (- m/z 57.05 100.00%
57.0
P P
PF711842 15.50 16.00
obAdLTEL 1882 254.2 3410 4439 8176 4/, 7110  61.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 = M
15.50 16.00
m/z 43.10 45.25%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #59025: Tridecane
57.0
— e
15.50 16.00
5000 ITI/Z 85.10 32.39%
I B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #193300: Dodecane, 1-iodo- == =
57.0 15.50 16.00
m/z 41.10 27.64%
5000
155.0
L -~ Ehes
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.50 16.00

8270E-BPO13124.M Fri Feb 09 10:51:09 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 8 Heptadecane Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
16.269 40.20 ng 2405880  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 91
4 Hexadecane 226 Cl6H34 000544-76-3 91
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 2241 (16.269 min): BP019620.D\data.ms (-2236) (- m/z 57.05 100.00%

57.0
5000

7.1
o dLHLEPTL | 2402 331839834588 5322 . 7110 78.68%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #123961: Heptadecane
57.0

5000 N
16.00 16.50
m/z 43.10 70.12%

0 d‘ |1ﬂ?10 240.0
‘\\\ ‘\\\\‘\\‘\\“\1\\‘\\\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #90189: Pentadecane

57.0

T
16.00 16.50

5000 m/z 85.10 53.89%
“1‘ FZKO 212.0
O b Al bt o e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #211086: Tridecane, 1-iodo- = ==
57.0 16.00 16.50

m/z 41.10 40.84%

5000
183.0
Wl 310.0

O b e e S e e — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50

8270E-BPO13124.M Fri Feb 09 10:51:10 2024
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Hexadecane, 7,9-dimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.069  27.75 ng 1660840  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptacosane 380 C27H56 000593-49-7 83
4 Pentadecane 212 C15H32 000629-62-9 80
5 Hexadecane 226 C16H34 000544-76-3 80
Abundance Scan 2377 (17.069 min): BP019620.D\data.ms (-2373) (- m/z 57.05 100.00%
57.0
o /\mAAJ\AVAA\MﬁmeAA
17.00 |
127.1 :
ol Al '\‘ PI} 107225033111 3989 5000 . 7110 77.40%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141075: Hexadecane, 7,9-dimethyl-
57.0
5000 — ‘
17.00
m/z 43.10 67.62%
155.0
O\\\\“‘ J\‘\'\“\“\'\F‘LL\\‘\2\:\)’?‘.\0\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane
57.0
T \
17.00
5000 m/z 85.10 54.16%
127.0
o gm0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane T ‘
57.0 17.00
m/z 41.10 38.12%
h /wmAA/w”uﬁAA\N\fJxAAA
ol \ |1, 1270 197.0 267.0  380.0
A e e e P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.00

8270E-BPO13124.M Fri Feb 09 10:51:11 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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.
17.122 14.80 ng 885954  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 13-Methylheptacosane 394 C28H58 015689-72-2 86
5 Hexadecane 226 C16H34 000544-76-3 80

Abundance Scan 2386 (17.122 min): BP019620.D\data.ms (-2381) (- m/z 57.10 100.00%
57.1

5000

a

‘ ﬁffl 1972 17.00 17.50
oAby 1072 250.1317.1375.0 44385023 1/, 7110 89.949

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #176407: Hexadecane, 2,6,10,14-tetramethyl-

o

%

57.0
5000
17.00 17.50
m/z 85.10 49.31%
0 LT 1970 2670
‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #194588: Heneicosane
57.0
T —
17.00 17.50
5000 ITI/Z 43.10 48.48%
0 J | 1270 1970 296.0
_"w“u“‘H“H‘,H‘“H“_“w“H“‘H“H“H“,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #275537: Hexacosane 7 —
57.0 17.00 17.50
m/z 41.10 27.85%
5000

0 \‘ | “137”01 197.0 267.0  367.0
_m‘HH_‘H_m,w_wwwWwwwm

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50

%

8270E-BPO13124.M Fri Feb 09 10:51:12 2024 Page: 13



Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP020824\

Data File : BP@19620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 11 Pentacosane Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
17.381 4.03 ng 241492  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 87
2 2,3-Dimethyldodecane 198 C14H30 006117-98-2 80
3 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 78
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 74
5 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 72

Abundance Scan 2430 (17.380 min): BP019620.D\data.ms (-2427) (-
71.1

m/z 71.10 100.00%

r

5000
H 81 530 17.00 17.50
0 A Wuw G 3210 430.1490.8549.  n/; 57.10  98.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #262013: Pentacosane
57.0
5000 — e
17.00 17.50
m/z 85.10 69.95%
1
‘\\\’\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

-

Abundance #74007: 2,3-Dimethyldodecane
43.0
17.00 17.50
5000 ITI/Z 43.10 64 .90%
154.0
O,LHMM’,,,,,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #176396: Nonadecane, 9-methyl- — —
57.0 17.00 17.50
m/z 41.10 37.48%
5000
140.0
UL | 2e70
O‘H‘W‘H‘_‘HM‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘w‘ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.50

8270E-BPO13124.M Fri Feb 09 10:51:14 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.816 32.30 ng 1933360  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 91
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90

Abundance Scan 2504 (17.816 min): BP019620.D\data.ms (-2499) (- m/z 57.10 100.00%
57.1

N

5000
S —
| Fﬁll 197.2 268.3 : 17.50 18.00
ol AL, 2972 2003 3411 4149 487.05455 /7 71.18  77.65%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158598: Nonadecane
57.0
5000 i

o ‘ ‘
17.50 18.00
m/z 43.10 66.26%

LJH27D 197.0 268.0

l‘\u iy

O‘\H\’\\H‘\\H“\\H‘\H\‘\‘H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— —
17.50 18.00
5000 m/z 85.05 56.42%

J LJF.ZO 197.0 296.0

-

0 R A S e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane o ‘ ‘
57.0 17.50 18.00
m/z 41.10 36.81%
5000

7.0
0 \‘ L | JF-IF‘ i .196025‘.10
B I L L R R R R B R RS M

— \ \
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00

-

8270E-BPO13124.M Fri Feb 09 10:51:15 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 Octadecane, 4-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
18.198 5.51 ng 329658 Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane, 4-methyl- 268 C19H40 010544-95-3 55
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
3 Tritetracontane 605 C43H88 007098-21-7 45
4 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 43
5 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 43

Abundance Scan 2569 (18.198 min): BP019620.D\data.ms (-2565) (- m/z 43.05 100.00%

43.0
5000
129.1 213.2

T
18.00 18.50

0br wﬂh*J“‘W”13763341 -1404.147495464  n/z 57.10  95.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #158604: Octadecane, 4-methyl-
43.0
5000 T —
18.00 18.50

m/z 71.10 90.22%

Jh‘SO 225.0
O\H‘\TH‘F\\\\%“\*H‘\\“\W‘H\\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #143511: n-Hexadecanoic acid

73.0

T —
256.0 18.00 18.50
5000 m/z 73.00 69.61%
“ 57.0
ok, JH“JHM,
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #346740: Tritetracontane T —
57.0 18.00 18.50

m/z 55.10 66.79%

Hzo M

0 £+ 197.0 267.0 337.0 463.0 533.0 604.!
o R R A R e e e  EARRS RS S e — —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 18.00 18.50

8270E-BPO13124.M Fri Feb 09 10:51:16 2024

Page:
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP020824\

Data File : BP@19620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 14 Hexadecane, 1-iodo- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.486 35.19 ng 2106130  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 2618 (18.486 min): BP019620.D\data.ms (-2613) (- m/z 57.10 100.00%
57.1

-

5000
==
| L2271 197.2 2824 355.0415.1472.8 539.2 b
O AL, 1972 2824 355.0415.1472.8 5392 y/7 71.10  79.81%
miz—> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #261137: Hexadecane, 1-iodo-
57.0
5000 U
18.50
m/z 43.10  65.74%
155.0 225.0
0 I ‘Hw‘l\\\‘ |
\’\f\f‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #193300: Dodecane, 1-iodo-

-

T
18.50
5000 m/z 85.10 56.04%

DT
mlz--> 6 Sb 160 1%0 260 2%0 360 3%0 460 4%0 560 5%0
Abundance #123958: Heptadecane T
57.0 18.50
m/z 41.10 34.98%

o
-
[¢)]
(4]
o

5000

-

| 27.0 240.0

Otk e e e e

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50

8270E-BPO13124.M Fri Feb 09 10:51:17 2024
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Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\

Library Search Compound Report

Data File : BP@19620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 15 Bacchotricuneatin c Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
18.933 4.16 ng 248929  Phenanthrene-di10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bacchotricuneatin c 342 (C20H2205 066563-30-2 96
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 93
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 4-Methylheneicosane 310 C22H46 025117-29-7 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 80

Abundance Scan 2694 (18.933 min): BP019620.D\data.ms (-2691) (- m/z 57.10 100.00%
57.1
—
‘ ﬁl 2Oflz‘”l?,zes 13822 476.3532.4 19.00
o bbb bl T 320.1382.2 47635324 m/z 71.16 65.96%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #250928: Bacchotricuneatin ¢
71.0
5000 1
19.00
m/z 43.10 49.92%
M 0080 as20
\\‘\ f‘1\\‘\\\f’\\\\’f\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #123971: Tetradecane, 2,6,10-trimethyl-
57.0
—
19.00
5000 m/z 85.10 45 .60%
155.0
ol bbb 280
m/z--> 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl- T
57.0 19.00
m/z 41.10 27.32%
5000
113.0 39.0
b | 1701690 2320996 0359
: ‘H‘“H‘“H",H“,H“,H“,H“‘H“‘H“‘H““ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00

8270E-BPO13124.M Fri Feb 09 10:51:18 2024 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 16 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.098 35.69 ng 2136160  Phenanthrene-d10 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Nonadecane 268 C19H40 000629-92-5 90
5 Eicosane, 7-hexyl- 366 C26H54 ©55333-99-8 80

Abundance Scan 2722 (19.098 min): BP019620.D\data.ms (-2717) (- m/z 57.10 100.00%

57.1
5000

J\ J H s 19.00 19.50

AL, 2972 296.3355.1414.0 47815364 71,19 79.95%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #298427: Octacosane
57.0

5000 T
19.00 19.50
m/z 43.10 66.69%

ol LLLII270 1970 2810 3940
‘\\1\’\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane

57.0

7
19.00 19.50

o

5000 m/z 85.10 58.31%
ATt L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane 7 —
57.0 19.00 19.50

m/z 41.10 33.78%

5000 Mﬂw/v\
‘ ,I JW 'ﬂ 197.0 267.0  367.0

0‘HLVW“W‘H“mw‘_‘H“H“H‘W“H“H“H‘W“H“ — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP020824\

Data File : BP@19620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 17 Tridecane, 7-hexyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.663  23.60 ng 1415050  Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 9-Methylheneicosane 310 C22H46 070475-51-3 90
5 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87

Abundance Scan 2818 (19.663 min): BP019620.D\data.ms (-2814) (- m/z 57.10 100.00%

57.1
5000

F 71 2001 19.50 20.00
ol AU 22 2071 362142224863548) 1y 7110 83.03%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #158602: Tridecane, 7-hexyl-
57.0

5000 T ——
19.50 20.00
182.0 m/z 43.10  65.96%
0'1&}24\9\[’[2400“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0
— —
19.50 20.00
5000 ITI/Z 85.10 59.96%
0 \‘ J J1%7ﬂ i \1.970 2960
"H““H‘“H“‘H““w“‘w“‘w““_“‘_“‘““‘,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #275537: Hexacosane T ——
57.0 19.50 20.00

m/z 41.10 31.13%

ez WJL

01970 267.0  367.0

JIY

O‘H‘W‘H‘M‘H‘m‘W‘H‘M‘H‘H‘W‘H‘M‘H‘H‘W‘H‘M 7 7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 18 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
20.180 16.38 ng 981823  Chrysene-di12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Eicosane, 1-iodo- 408 C20H41I 1000406-31-8 91
3 Octadecane 254 C18H38 000593-45-3 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Hexacosane 366 C26H54 000630-01-3 90

Abundance Scan 2906 (20.180 min): BP019620.D\data.ms (-2902) (- m/z 57.10 100.00%
7.1

5
5000

T
' } ‘1F7'1 1972 R 20.00 20.50
Wy 92 2811 385.2 453.1 542.2 m/z 71.10 82.48%

R e
AR \ I I I T T T 1 T 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane
57.0

5000 T
20.00 20.50
m/z 43.10 66.98%

O‘\\“\l\"\L\"\A‘]}ff:\lo“\‘\l\gz.\o\\\‘\\2\9\6‘.\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #306637: Eicosane, 1-iodo-
57.0

T
20.00 20.50

o

5000 m/z 85.10 59.86%
7.0 281.0
oAbl ere B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141056: Octadecane T ——
57.0 20.00 20.50

m/z 41.10 33.03%

- Mb

7.0
0 \‘ L | JF-IF‘ i .196025‘.10
B I L L R R S R B R RS M

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.00 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP@19620.D

Acqg On : 08 Feb 2024 21:42

Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 19 Eicosane, 10-methyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
20.669 9.21 ng 552258 Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 93
2 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 93
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
4 Heneicosane 296 C21H44 000629-94-7 91
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 2989 (20.669 min): BP019620.D\data.ms (-2985) (- m/z 57.10 100.00%

57.1
5000

‘ | 1ﬂ 1 2050  21.00

0 m‘mwlJLLﬁ?g}??§3"?959“H‘ﬁ¥@?ﬁz4?_5ﬁ%$ m/z 71.10  77.80%

m/z--> 50 100 150 200 250 300 350 400 450 500 550

Abundance #194595: Eicosane, 10-methyl- Q\M”\kayj\m\ij\
57.0

5000 i S
20.50 21.00

m/z 43.10 62.67%

O "\\\”\i\‘\J\l\\‘i\l\\z\%;\\o\’z\\s\]-\(‘)\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #229650: Heptadecane, 9-hexyl-
43.0

7
20.50 21.00

5000 ITI/Z 85.10 56.19%
9.0 210.0
0k ‘JQMW*V”**A*‘ggzg?gﬁpw**w**H\*H*\H**w qxﬁhﬂvpmAVNAﬁgwjk
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275544: Docosane, 11-butyl- 7 7
57.0 20.50 21.00

m/z 41.10  28.44%

- M
113.0
L ﬁ 2100 309.0366 o

G]ENE P LS N O e L — — —

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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 20 1-Octadecene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
21.121 7.75 ng 464763  Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecene 252 C18H36 000112-88-9 90
2 Tetratriacontane, 17-hexadecyl- 703 C50H102 055256-07-0 87
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 87
4 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 83
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 83
Abundance Scan 3066 (21.121 min): BP019620.D\data.ms (-3062) (- m/z 57.10 100.00%
57.1
—— —
‘}hﬁ 1062 2711 21.00 21.50
ouu,ulwﬂummm‘,‘Hw“‘3‘5"5‘1‘“‘4‘”13"?”‘5?‘4‘2‘” m/z 71.10 75.61%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #138521: 1-Octadecene
57.0
5000 — —
21.00 21.50
m/z 43.10 68.79%
ol h h 1830 252.0
T ’\\1\‘\\\f‘f\f\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #349247: Tetratriacontane, 17-hexadecyl-
57.0
—— —
21.00 21.50
5000 m/z 85.10 56.31%
‘ ‘ 477.0
o AMLCETD 1970 2810 3510 4180 || 5470
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #277469: Carbonic acid, eicosyl vinyl ester —— —
57.0 21.00 21.50
m/z 55.10 39.31%
= MM/J\
obi ‘11 Fh 183.0 252.0 325.0
A e e e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP020824\
Data File : BP019620.D

Acqg On : 08 Feb 2024 21:42
Operator : MA/JU

Sample : P1390-01

Misc :

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP013124.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, 7-pr... 12.134 7.3 ng 308173 2 10.710 848497 20.0
Tetradecane 13.375 10.3 ng 578029 3 14.545 1126620 20.0
Decane, 5-propyl- 14.028 6.4 ng 362490 3 14.545 1126620 20.0
Pentadecane 14.451 17.5 ng 985999 3 14.545 1126620 20.0
Sulfurous acid,... 15.069 5.1 ng 289739 3 14.545 1126620 20.0
Carbonic acid, ... 15.404 20.9 ng 1177910 3 14.545 1126620 20.0
Pentadecane, 2,... 15.810 11.5 ng 647446 3 14.545 1126620 20.0
Heptadecane 16.269 40.2 ng 2405880 4 17.298 1197070 20.0
Hexadecane, 7,9... 17.069 27.8 ng 1660840 4 17.298 1197070 20.0
Hexadecane, 2,6... 17.122 14.8 ng 885954 4 17.298 1197070 20.0
Pentacosane 17.381 4.0 ng 241492 4 17.298 1197070 20.0
Nonadecane 17.816 32.3 ng 1933360 4 17.298 1197070 20.0
Octadecane, 4-m... 18.198 5.5 ng 329658 4 17.298 1197070 20.0
Hexadecane, 1-i... 18.486 35.2 ng 2106130 4 17.298 1197070 20.0
Bacchotricuneat... 18.933 4.2 ng 248929 4 17.298 1197070 20.0
Octacosane 19.098 35.7 ng 2136160 4 17.298 1197070 20.0
Tridecane, 7-he... 19.663 23.6 ng 1415050 5 21.392 1198960 20.0
Heneicosane 20.180 16.4 ng 981823 5 21.392 1198960 20.0
Eicosane, 10-me... 20.669 9.2 ng 552258 5 21.392 1198960 20.0
1-Octadecene 21.121 7.8 ng 464763 5 21.392 1198960 20.0
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