LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

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

Signal : TIC: BF134506.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.434 566 569 571 rBV 79934 84768 2.81% 0.317%
2 5.463 571 574 586 rVV 2694545 2629278 87.19% 9.820%
3 5.551 586 589 597 rVB 73618 97965 3.25% 0.366%
4 6.469 741 745 763 rBV 2687327 2672763 88.64%  9.982%
5 6.739 787 791 802 rBV 43445 63978 2.12% 0.239%
6 6.822 802 805 814 rVV 1008656 803279 26.64%  3.000%
7 7.386 897 901 912 rBV 1936967 1679584 55.70% 6.273%
8 8.098 1019 1022 1031 rBV 1201843 1069461 35.47% 3.994%
9 9.174 1201 1205 1209 rBV 3332114 3015426 100.00% 11.262%
10 9.504 1259 1261 1267 rVB2 56460 51658 1.71% 0.193%
11 9.574 1270 1273 1277 rVB 211761 169167 5.61% 0.632%
12 9.857 1313 1321 1325 rBV 1470854 1240420 41.14% 4.633%
13 10.239 1382 1386 1389 rBV 42194 35937 1.19% 0.134%
14 10.286 1391 1394 1396 rVB 59778 51582 1.71% 0.193%
15 10.504 1427 1431 1434 rBV 33768 33648 1.12% 0.126%
16 10.651 1453 1456 1466 rBV 2141172 1907153 63.25% 7.123%
17 10.757 1471 1474 1479 rBV 109736 138520 4.59% 0.517%
18 11.021 1516 1519 1521 rBV3 28647 34062 1.13% 0.127%
19 11.210 1548 1551 1553 rBV 160885 125954 4.18% 0.470%
20 11.239 1553 1556 1562 rVB 72856 81355 2.70% 0.304%
21 11.304 1563 1567 1570 rBV 88452 96834 3.21% 0.362%
22 11.351 1570 1575 1578 rBV 1387960 1169938 38.80% 4.370%
23 11.592 1612 1616 1621 rVB6 21953 38850 1.29% 0.145%
24 11.639 1621 1624 1627 rBV 146528 113365 3.76% 0.423%
25 11.704 1632 1635 1638 rVB 65967 54552 1.81% 0.204%
26 11.810 1649 1653 1656 rBvV2 52481 70604 2.34% 264%

27 11.845 1656 1659 1662 rVV2 125734 129906 4.31%
28 11.886 1662 1666 1673 rVB 823987 875196 29.02%

OO WOoOOo
N
o))
o]
R

29 12.051 1690 1694 1702 rBV 107238 147685 4.90% 552%
30 12.298 1732 1736 1739 rBv4 32926 36785 1.22% 137%
31 12.439 1757 1760 1763 rVB 86302 72693 2.41% 0.271%
32 12.574 1781 1783 1785 rBV 107700 105787 3.51% ©0.395%
33 12.592 1785 1786 1796 rVB5 85862 158581 5.26% ©.592%
34 12.668 1796 1799 1807 rBV 211920 252352 8.37% 0.943%
35 12.804 1819 1822 1826 rVB2 107759 120783 4.01% 0.451%

36 12.945 1842 1846 1850 rBV 2752224 2437069 80.82% 9.102%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc :

ALS vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF072423.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.168 1881 1884 1887 rBV 69646 67671 2.24% ©.253%
38 13.515 1940 1943 1945 rBV2 57217 50844 1.69% 0.190%
39 13.639 1961 1964 1969 rVB5 29781 37359 1.24% 0.140%
40 13.809 1990 1993 1996 rBV5 43470 68791 2.28% 0.257%
41 13.851 1997 2000 2015 rVB2 285747 547043 18.14% 2.043%
42 13.980 2019 2022 2024 rBV 65901 60394 2.00% 0.226%
43 14.009 2024 2027 2031 rBV 888893 829101 27.50% 3.097%
44 14.162 2051 2053 2061 rVB4 42932 65717 2.18% 0.245%
45 14.345 2082 2084 2090 rVB4 48478 59656 1.98% 0.223%
46 14.398 2091 2093 2098 rVV4 35973 33531 1.11% 0.125%
47 14.468 2101 2105 2108 rVV 814207 761528 25.25%  2.844%
48 14.498 2108 2110 2121 rVB9 63468 121995 4.05% 0.456%
49 14.627 2129 2132 2141 rVB 75785 120298 3.99% 0.449%
50 14.780 2155 2158 2161 rVB 36255 35200 1.17% 0.131%
51 14.856 2168 2171 2177 rVB3 31516 48609 1.61% ©0.182%
52 14.933 2181 2184 2188 rVB2 33256 35267 1.17% 0.132%
53 15.068 2204 2207 2212 rBV3 25117 39142 1.30% 0.146%
54 15.127 2213 2217 2221 rVB 157785 168442 5.59% 0.629%
55 15.180 2221 2226 2236 rBV9 40334 83349 2.76% 0.311%
56 15.509 2277 2282 2288 rBV 365783 478150 15.86% 1.786%
57 15.727 2315 2319 2325 rBV3 50280 73492  2.44% 0.274%
58 15.780 2325 2328 2334 rVB6 23765 34846 1.16% 0.130%
59 15.968 2355 2360 2365 rBv2 119587 187122 6.21% 0.699%
60 16.050 2368 2374 2378 rBV5 41070 97134  3.22% 0.363%

61 16.797 2497 2501 2508 rVB2 57068 100737 3.34% ©.376%
62 17.168 2558 2564 2571 rVB1O® 60250 123410 4.09% 0.461%
63 17.639 2637 2644 2659 rVB1o 82522 307966 10.21%  1.150%
64 18.303 2751 2757 2764 rBVi1e 23700 57124 1.89% 0.213%
65 18.686 2817 2822 2837 rVB1O 68785 213733 7.09% ©.798%

Sum of corrected areas: 26774589
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 27 Jul 2023 15:20
¢ CG\JU
. 03731-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
BF134506.D

: 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Time-->

OL

TIC: BF134506.D\data.ms

5.463 6.469

7.386

6.822

5.48451 6.7

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

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF134506.D\data.ms
9.174

12.945

10.651

9.857 11.351
8.098

0
Time-->

9.574
9.504 10(23860.504' .
— — —h 5 et

— :
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF134506.D\data.ms

16.797 17.168 17.639
N VaN VAN

18.303 18.686

13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Allyl Isothiocyanate Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.551 2.44 ng 97965 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Allyl Isothiocyanate 99 C4H5NS 000057-06-7 97
2 Cyclopropane, isothiocyanato- 99 C4H5NS 056601-42-4 91
3 Thiocyanic acid, 2-propenyl ester 99 C4H5NS 000764-49-8 78
4 Methyl 3-butynoate 98 C5H602 032804-66-3 42
5 2-Butenal, 2-ethyl- 98 C6H100 019780-25-7 36
Abundance Scan 589 (5.551 min): BF134506.D\data.ms (-586) (-) m/z 41.00 100.00%

41.0 99.0
5000
72.0

, 5.20 5.40 5.60 5.80
el (2068 9g.95  93.63%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3887: Allyl Isothiocyanate
41.0 99.0

5000 e
5.20 5.40 5.60 5.80

72.0 m/z 39.00 80.23%

\\].\'5\?\“}i\”‘”\\\‘\\“\\’\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
41.0 99.0

5.20 5.40 5.60 5.80

o

o

5000 m/z 72.00 33.22%
71.0
15.0
O e el
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3896: Thiocyanic acid, 2-propenyl ester s L RRRE
41.0 5.20 5.40 5.60 5.80

m/z 40.00 12.80%

5000
720 990
o‘“‘_‘“wh‘“H!‘,H‘“‘H“‘H“‘H““H“‘H““

m/z--> 20 40 60 80 100 120 140 160 180 200 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

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 2 n-Hexadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
11.886 14.96 ng 875196  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Undecanoic acid 186 C11H2202 000112-37-8 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 89

Abundance Scan 1666 (11.886 min): BF134506.D\data.ms (-1662) (- m/z 73.00 100.00%

73.0
5000 1201
g 2132 — N
| i H ‘ 256.3 11.50 12.00
0 b b L e L8040 s 43,00 97.20%

%

mi/z--> 100 150 200 250 300
Abundance #143510:n—Hexadecanok}acm
5000 129.0 T ]
11.50 12.00
97.0 1710 2130 256.0 m/z 59.95 92.62%
oL— ‘ ‘ \\h”\ ﬂ‘\ i ‘ ‘ | “‘ \‘ “‘ S ‘ I —
m/z--> 150 200 250 300
Abundance
73.0
= =
11.50 12.00
41.0 -
5000 129.0 m/z 57.10 75.18%

1850 9410 284.0

y

O e e T e e
m/z--> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid
73.0 11.50 12.00
450 m/z 55.05  74.55%
5000 129.0
‘ 199.0 2420
[o) ‘\‘ ‘; \“ L,nm \\h” ‘\H H\ ‘ lleﬂ‘ O‘ ‘\ S “ BRAREE = —T—
m/z--> 50 5 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tetradecane, 1-iodo- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.051 2.52 ng 147685  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Pentacosane 352 C25H52 000629-99-2 86
5 Nonadecane 268 C19H40 000629-92-5 83
Abundance Scan 1694 (12.051 min): BF134506.D\data.ms (-1690) (- m/z 57.10 100.00%
57.1
" ‘/LLL
12.00 |
ol ld W L101018222252 3040 7 4305 76.24%
miz--> 50 lOO 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 .
12.00
m/z 71.05 68.75%
| 9.0 155.0 197.0
O\‘\‘\“\”\\“\‘\‘\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
43.0
T
12.00
5000 85.0 m/z 85.05 46.63%
127 196.0
o 0 239.0280.0
e e T e e T
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane 7 ‘
57.0 12.00
m/z 41.05 34.66%
) L
oL L L F |y 141.0 183.0 225.0 267.0 3230 _ 3804
““‘ T T e —T—
m/z--> 50 100 150 200 250 300 350 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Cyclotetradecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
12.592 2.71 ng 158581  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 58
2 5-Tetradecene, (E)- 196 C14H28 041446-66-6 53
3 9-Hexadecenoic acid 254 C16H3002 002091-29-4 42
4 Cyclohexylmethanol, trifluoroace... 210 C9H13F302 164071-20-9 38
5 Citronellol 156 C10H200 000106-22-9 38
Abundance Scan 1786 (12.592 min): BF134506.D\data.ms (-1785) (- m/z 55.10 100.00%
5[:
5000 M\A/M
RN T
12.50
0 m/z 41.10 89.04%
miz-> 50 100 150 200 250
Abundance #71734: Cyclotetradecane
55.0
97.0
5000 — :
196.0 12.50
m/z 69.10  79.32%
| | e
O T T T ““\ T \‘ \H‘ 1 \‘\ ‘H ‘“\ “\ T \“ T T T T ‘ T T T T
miz-> 50 100 150 200 250
Abundance
55.0
RN T
12.50
5000 m/z 97.10 51.53%
97.0
015.0 139.0 196.0
e e Eamam — —
miz--> 50 100 150 200 250
Abundance #140798: 9-Hexadecenoic acid —— ‘
55.0 12.50
m/z 83.10 35.62%
5000
97.0
236.0
0,16' ‘ \\MM‘HH\ ‘HH\ “hh \h “u iy ‘19‘\‘\4‘0‘ — “ ‘\ — ——
m/z--> 50 100 150 200 250 12.50

8270-BF072423.M Fri Jul 28 15:04:56 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.668 4.31 ng 252352  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tridecanoic acid 214 C13H2602 000638-53-9 68

Abundance Scan 1799 (12.668 min): BF134506.D\data.ms (-1796) (- m/z 43.05 100.00%

43.0
5000 129.0
5.0 '
\
I

1852  241.3

—
‘ ‘ 284.1 12.50 13.00
ol Wi et M m/z 73.00 91.12%

m/z--> 50 100 150 200 250 300
Abundance #179090: Octadecanoic acid
43.0
50

5000 = e
12.50 13.00
3o 1290 284.0 m/z 60.00 83.18%
‘ ‘ 1850 2410
o “\‘ ‘H‘H‘u‘h‘\ M“; ‘\“‘ | “‘ \‘ - “ FRESE P
miz--> 100 150 200 250 300
Abundance
60.0
1250 1500
5000 129.0 m/z 57.00 76.95%
o7.0 1710 2130 256.0 MML/\J\VM
O e e T
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid —— ——
73.0 12.50 13.00

4L m/z 55.00 74.97%
5000 129.0
‘ 199.0 2420
oL— ‘\‘ “HM\‘H \\h“‘\ M\‘ u} “‘ \1§ﬂ‘9“ ‘i — “\ R —— ——
miz--> 50 100 150 200 250 300 12,50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Cyclopentadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.851 13.20 ng 547043  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 86
2 9-Tricosene, (Z)- 322 C23H46 027519-02-4 83
3 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 81
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 81
5 Tricosyl trifluoroacetate 436 C25H47F302 1000351-75-1 81
Abundance Scan 2000 (13.851 min): BF134506.D\data.ms (-1997) (- m/z 57.05 100.00%
57.0
- NLJLW
111.1
302.1 — —
“ ” 1822 2451 13.50 14.00
ol iy 1022 2408 4 . m/z 43.10  97.46%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #87654: Cyclopentadecane
55.0
5000 — ——
110 13.50 14.00
' m/z 55.00 78.56%
Wi,
0 \‘\ ‘H\\““H\J‘\‘M'\H‘\‘1\H‘HH‘HH‘HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
55.0
— ——
1110 13.50 14.00
5000 ’ m/z 69.10 62.12%
322.0
0 167.0 224.0
L B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #339188: Heneicosyl heptafluorobutyrate — ——
57.0 13.50 14.00
m/z 83.10 61.64%
5000 111.0 MWJ\WNVMMAVAWKMM/W
169.0
ol MMk | bbby 2220 200 A et T
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Hexanedioic acid, bis(2-eth... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.468 18.37 ng 761528  Chrysene-di2 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanedioic acid, bis(2-ethylhex... 370 C22H4204 000103-23-1 52
2 Hexanedioic acid, bis(1,3-dimeth... 314 C18H3404 055125-22-9 50
3 Adipic acid, decyl pent-4-en-2-y... 354 C21H3804 1000354-12-6 47
4 Succinic acid, ethyl 6-ethyloct-... 286 C16H3004 1000324-92-1 47
5 Malonic acid, 4-methylpent-2-yl ... 230 C12H2204 1000349-33-1 47
Abundance Scan 2105 (14.468 min): BF134506.D\data.ms (-2101) (- m/z 129.05 100.00%
1291
5000 57.0 J
L e
269.1 : :
ol il ‘“ “w‘“}‘ |1l 1851 2691 3550 411 . 5705 49.51%
mlz--> 100 150 200 250 300 350 400
Abundance  #279382: Hexanedioic acid, bis(2-ethylhexyl) ester
129.0
5000 LN
57.0 14.50
m/z 43.10 47.84%
241.0
O\\\\H‘\ \“‘\}‘\\ \‘]\-7\6\.\0‘\\\\“‘\\\\?"1\3\.0\\‘\\\\’\\
m/z--> 100 150 200 250 300 350 400
Abundance
129.0
—
14.50
5000 m/z 55.05 45.78%
85.0
213.0
0 410 272.0
s B e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #263832: Adipic acid, decyl pent-4-en-2-yl ester ——
129.0 14.50
m/z 85.10  34.32%
5000
69.0 269.0
TTIANEL
0 HHMMH e e A =
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF072423.M Fri Jul 28 15:04:59 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Cyclohexane, 1,1',1'',1"'"''-... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.498 2.94 ng 121995  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1',1'",1'""'-(1,6-... 414 C30H54 055281-91-9 53
2 Tetracosan-10-ol 354 C24H500 138966-95-7 50
3 N,N'-Dicycloheptyl-1,2,4,5-tetra... 304 C16H28N6 1000284-68-5 43
4 1-Dodecene 168 C12H24 000112-41-4 38

5 10-Chloro-1-decanol, triethylsil... 306 C16H35C10Si 1000447-39-3 37

Abundance Scan 2110 (14.498 min): BF134506.D\data.ms (-2108) (- m/z 83.10 100.00%
83.1
20 JM
0.8 242.1 300.1 L
Wil Mm il iyl 25824002 e
0“1H‘wh‘HNWUWHMWW‘MHWMHUWWNV‘MNWW‘“V“u m/z 69.10 69.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #310635: Cyclohexane, 1,1',1",1"-(1,6-hexanediylidene)t
55.0
5000 L
14.50
109.0 m/Z 43.05 60.32%
‘ (] 178.0 2350 331.0
Ot H“‘\ \“}“\"“ J \H\h\ “‘\‘\‘h\ \”|‘\ T \‘\‘h‘ L \' T \4‘.1\4\9
m/z--> 50 100 150 200 250 300 350 400
Abundance
83.0
—
14.50
5000 ITI/Z 97.10 58.74%
1570 5570
029.0 336.0
T B TR I o B e e B S R
m/z--> 50 100 150 200 250 300 350 400
Abundance #204346: N,N'-Dicycloheptyl-1,2,4,5-tetrazine-3,6-diamin T
83.0 14.50
m/z 55.00 54.64%
5000
304.0
‘ 139.0
oo Ll e s
m/z--> 50 100 150 200 250 300 350 400 14.50

8270-BF072423.M Fri Jul 28 15:05:00 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 2-Methyltetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.627 2.90 ng 120298 Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 91
2 Sulfurous acid, butyl undecyl ester 292 C15H3203S 1000309-17-8 91
3 Eicosane 282 C20H42 000112-95-8 83
4 Behenyl chloride 344 C22HA45C1 042217-03-8 68
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 58

Abundance Scan 2132 (14.627 min): BF134506.D\data.ms (-2129) (-} | m/z 57.85 100.00%
57.0

5000

14.50 15.00
0 “\ J m“ u 211.2 2531 295.3 344.1
e pild

eSS T TS m/z 43,10 57.83%

Hu \H‘ \h\u
m/z--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane
57.0

5000 S =S
14.50 15.00

m/z 85.10  55.19%

| h‘\ \\L M L 1419 183.0 2250 267.0 309.0
\\\‘\ T \\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 2000 250 300 350
Abundance
57.0
=

o

14.50 15.00
5000 m/z 71.00 54.32%
99.0
0 155.0 5479

e I A R e L LI

m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane R T
57.0 14.50 15.00

m/z 41.05 24.42%

) A/\J\/\A/\U
‘ % 1410 183.0 2250 282.0

o4, R N R e — e
miz--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF072423.M Fri Jul 28 15:05:00 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 11 Tricosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.127 7.05 ng 168442  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2217 (15.127 min): BF134506.D\data.ms (-2213) (|  m/z 57.05 100.00%
57.0
1500 1550
155.2 : :
ol UL H‘ Lay i 22 2681 3874 m/z 43.05 67.35%
miz--> 50 100 150 200 250 300 350
Abundance #229644: Tricosane
57.0
5000 — ——
15.00 15.50
324.0 m/z 71.05 64.01%
| M0ms0ms oo
O\\\‘\“\\‘\‘\“\\“\\\\‘\\‘\‘\“\‘\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—— —
15.00 15.50
5000 m/z 85.10 46.56%
0 268.0
015.0 141'0183.0225_0
T e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane — —
57.0 15.00 15.50
m/z 55.00 27.65%
- W
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e “““‘ T e —— —
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF072423.M Fri Jul 28 15:05:01 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 unknownl15.180 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

15.186  3.49ng 83349 Perylene-d12 15.509

Hit# of 5 Tentative ID MW MolForm CASH# Qual

ctadecene 252 C18H36 000112-88-9 43
ctadecene, (E)- 252 C18H36 007206-19-1 38
ocosene 308 C22H44 001599-67-3 35
-Octadecene 252 C18H36 1000130-92-0 30
ctadecene, (E)- 252 C18H36 007206-21-5 30

uuh wNE
u‘lml—\wl—\
O\IUOO

Abundance Scan 2226 (15.180 min): BF134506.D\data.ms (-2221) (-] ' m/z 55.00 100.00%

55.0
97.0
5000 :

T —
15.00 15.50

0l m/z 57.05 94.70%

m/z--> 50 100 150 200 250 300 350
Abundance #138521: 1-Octadecene
57.0

5000 s S
15.00 15.50
‘

m/z 97.05 72.11%

O T ‘ ‘ T \ \ \ }‘ 1[3?(“)\]_\8\2\0 T \2\5“2;()\ T ‘ T T T T ’ T
m/z--> 50 100 150 200 250 300 350
Abundance
69.0

T —
15.00 15.50

5000 m/z 83.00 69.97%
29.0 111.0
0 154.0 196.0 292.0
T e R AL H LA S o o R e
m/z--> 50 100 150 200 250 300 350
Abundance #209740: 1-Docosene T ——
57.0 97.0 15.00 15.50

m/z 69.05 68.75%

5000
308.0
H ‘\ \\‘

1.0
otso L L] m\» w ®l022302660 | .

\ T
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF072423.M Fri Jul 28 15:05:02 2023 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 1,21-Docosadiene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
15.727 3.07 ng 73492  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,21-Docosadiene 306 C22H42 053057-53-7 91
2 Hexacosanal 380 C26H520 026627-85-0 74
3 Docosanal 324 C22H440 057402-36-5 70
4 Eicosanal- 296 C20H400 002400-66-0 62
5 Heptadecanolide 268 C17H3202 005637-97-8 60

Abundance Scan 2319 (15.727 min): BF134506.D\data.ms (-2315) (- m/z 57.05 100.00%
1.0

5000

15.50 16.00
0" m/z 81.95 90.27%

m/z--> 50 100 150 200 250 300 350
Abundance #207438: 1,21-Docosadiene
55.0
6.0

5000 — e
15.50 16.00

m/z 55.05 83.19%

38.0 306.0
‘\‘ M H\ If, . 2080 2640 |
m/z--> 50 100 150 200 250 300 350
Abundance

57.0

e
15.50 16.00

96.0 o
5000 m/z 43.00 77 .88%

2
o 18801800 2500 3060 -02C
DEHN T N AN i SO
miz—-> 50 100 150 200 250 300 350

Abundance #229611: Docosanal T ——
82.0 15.50 16.00

m/z 96.05 71.76%

43
5000
24.0 306.0

T T
m/z--> 50 100 150 200 250 300 350 15.50 16.00

o

o

8270-BF072423.M Fri Jul 28 15:05:03 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 14 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.968 7.83 ng 187122  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 93
2 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2360 (15.968 min): BF134506.D\data.ms (-2355) (- m/z 57.05 100.00%
57.0
20 AJM
16.00
141.0 .
1971 265.1
ob— “ i H J“wh hspilo 209130193404 1y 43 05 67.97%
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 T
16.00
m/z 71.10 63.20%
o A \\ 14101830 2370 2510 3230
\\\\‘\\ \\\\\\\\‘\\\\’\\\\\\\\\
miz--> 50 100 150 200 250 300 350
Abundance
57.0
——
16.00
5000 m/z 85.10 48.78%
113.0 155.0
0 225.0
T e T e T
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T
57.0 16.00
m/z 55.00 26.22%
5000
‘ 9.0
41.0
olsg | |1l ¥10ms0 050 2060 .
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF072423.M Fri Jul 28 15:05:03 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 1-Docosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.051 4.06 ng 97134  Perylene-di12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Docosene 308 C22H44 001599-67-3 86
2 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 76
3 Eicosyl heptafluorobutyrate 494 C24H41F702 1000351-83-5 76
4 Methyl 2-hydroxy-heptadecanoate 300 C18H3603 1000336-20-1 74
5 Hexadecane-1,2-diol 258 C16H3402 006920-24-7 72
Abundance Scan 2374 (16.050 min): BF134506.D\data.ms (-2368) (- m/z 57.10 100.00%
57.1
w0 ¢LJM
T \
16.00
07t m/z 83.10 80.15%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #209741: 1-Docosene
55.0
5000 ——
10 16.00
m/z 43.00 71.51%
AP —
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57.0
T \
16.00
5000 111.0 m/z 55.18  69.28%
0 167.0 252.0 325.0376.0 W/‘J\\#JU\WWWM
o R R A e B e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #336876: Eicosyl heptafluorobutyrate T ‘
57.0 16.00
m/z 97.05 69.17%
- Il W
| ‘ 169.0 280.0 476.(
0 HmH"AM‘w"‘H"Hmw_ww_m —
m/z--> 0 50 100 150 200 250 300 350 400 450 16.00

8270-BF072423.M Fri Jul 28 15:05:04 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Cycloeicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.797 4.21 ng 100737  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cycloeicosane 280 C20H40 000296-56-0 86
2 5-Eicosene, (E)- 280 C20H40 074685-30-6 84
3 Octadecanal 268 C18H360 000638-66-4 83
4 11-Dodecen-1-o0l trifluoroacetate 280 C14H23F302 128792-46-1 76
5 Pentadecanal- 226 C15H300 002765-11-9 74
Abundance Scan 2501 (16.797 min): BF134506.D\data.ms (-2497) (- m/z 43.00 100.00%
43.0
82.0
5000
— —
16.50 17.00
0Lty m/z 57.10  88.28%
miz--> 50 100 150 200 250 300 350
Abundance #173728: Cycloeicosane
55.0
7.0
5000 — ——
16.50 17.00
m/z 55.00 69.60%
ol L \‘ | “\ 590 182.0 2240 2600
\\\\‘\ \\\ \\\\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
55.0
— —
16.50 17.00
5000 97.0 m/z 82.00 67.68%
0 139.0 182.0 223.0 280.0
e T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #158566: Octadecanal — —
43.0 16.50 17.00
m/z 83.05 46.30%
82.0
5000
LU o
oL ALy hH”u“wum_m;mw”w e e
m/z--> 0 100 150 200 250 300 350 16.50 17.00

8270-BF072423.M Fri Jul 28 15:05:05 2023 Page: 18



Data Path :
Data File :

Acqg On
Operator
Sample

Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72723\
BF134506.D

: 27 Jul 2023 15:20

: CG\JU

: 03731-01

: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 Naphthalene, 1,2,3,4,4a,5,6... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.168 5.16 ng 123410 Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 000473-13-2 55
2 2H-Cyclopentacyclooctene, 4,5,6,... 204 C15H24 1000221-85-8 53
3 1H-Cycloprop[e]azulene, 1a,2,3,4... 204 C15H24 000489-40-7 46
4 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C15H24 004630-07-3 45
5 cis-(-)-2,4a,5,6,9a-Hexahydro-3,... 204 C15H24 1000104-20-1 45

Abundance Scan 2564 (17.168 min): BF134506.D\data.ms (-2558) (- m/z 204.20 100.00%

204.2
95.0
5000 301.1
41.1 7.0 411.3
2573

17.00 17.50
0" m/z 95.00 59.49%

m/z--> 50 100 150 200 250 300 350 400
Abundance #80524: Naphthalene, 1,2,3,4,4a,5,6,8a-octahydro-4a,8-( MM
410 930
204.0

5000

—
47.0 17.00 17.50
m/z 107.05  54.26%

T \ H ‘ H‘ \‘ \‘\ “ ‘ LI ‘ LI ‘ T T ‘ LI ‘ L
m/z--> 100 150 200 250 300 350 400
Abundance
204.0

133.0

—
1.0 17.00 17.50
5000 m/z 93.05 53.20%

0 85.0
R B T A B e I A
m/z--> 50 100 150 200 250 300 350 400

Abundance #80550: 1H-Cycloprop[elazulene, 1a,2,3,4,4a,5,6,7b-octe P ——
204.0 17.00 17.50

m/z 121.05 53.20%

T ‘H h A % ] W’“W

m/z--> 5 100 150 200 250 300 350 400 17.00 17.50

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 18 .beta.-Sitosterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.639 12.88 ng 307966  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .beta.-Sitosterol 414 C29H500 000083-46-5 95
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 83
3 (35,8S5,9S5,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 53
4 Ergost-5-en-3-o0l, (3.beta.)- 400 (C28H480 004651-51-8 50
5 Campesterol 400 C28H480 000474-62-4 46
Abundance Scan 2644 (17.639 min): BF134506.D\data.ms (-2637) (- m/z 43.10 100.00%
43.1
107.0
5000 591 213.1
303.3 381.2
—— —
17.50 18.00
Y m/z 55.10  62.94%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310595: .beta.-Sitosterol
43.0
5000 —r ——
17.50 18.00
m/z 57.00 59.38%
O
miz--> 0 50 100 150 200 250 300 350 400
Abundance
43.0
—— —
17.50 18.00
5000 95.0 m/z 107.00  54.82%
145.0 414
213.0 303.0
0 257.0 354.0
L s o B e B B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #310626: (3S,8S,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6 — —T—
43.0 17.50 18.00
m/z 95.05 54.22%
5000 91.0 145.0 382.0
l 2130 ,g90
O 30 S— —
m/z--> 0 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 19 unknownl8.303 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
18.303 2.39 ng 57124  Perylene-d12 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octanedioic acid 174 C8H1404 000505-48-6 27
2 Cyclohexane, 1-(cyclohexylmethyl... 194 C14H26 054823-95-9 22
3 Methyl 2-hydroxy-16-methyl-hepta... 314 C19H3803 1000336-40-8 22
4 1,2-Dodecanediol 202 C12H2602 001119-87-5 14
5 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H490 056009-20-2 14

Abundance Scan 2757 (18.303 min): BF134506.D\data.ms (-2751) (- m/z 43.10 100.00%
43.1

2.0
5000
138.2 — —
176. 215.1 289.1 329.2 18.00 18.50
0L—— m/z 69.10 59.09%
miz--> 50 100 150 200 250 300 350
Abundance #49465: Octanedioic acid
69.0 138.0
5000 e —
27.0 18.00 18.50
m/z 57.05 58.89%
0 “\‘HH h T ‘\ “\ LI ‘ L ‘ L ‘ T T T 7T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
55.0 97.0
—— —
18.00 18.50
5000 m/z 82.00 55.55%

Abundance #217469: Methyl 2-hydroxy-16-methyl-heptadecanoate

194.0
0 151.0
A B e e e L o B e e R
m/z--> 50 100 150 200 250 300 350
T

e —

57.0 97.0 18.00 18.50
255.0 m/z 71.05 54.87%

5000
314.0
‘ H145 0
- MHWM@WMMMV‘2¥?P‘MML\ T — — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc

ALS vial : 8 Sample Multiplier: 1

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

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 20 .gamma.-Sitostenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.686 8.94 ng 213733  Perylene-di2 15.509
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitostenone 412 C29H480 084924-96-9 93
2 Stigmast-4-en-3-one 412 C29H480 001058-61-3 87
3 Testosterone cypionate 412 C27H4003 000058-20-8 64
4 Androst-4-en-3-one, 17-hydroxy-,... 288 C19H2802 000604-39-7 55
5 7.alpha.-Hydroxytestosterone 304 C19H2803 000062-83-9 42
Abundance Scan 2822 (18.686 min): BF134506.D\data.ms (-2817) (- m/z 124.05 100.00%
124.1
43.0
5000
412.¢
2893 3702 18.40 18.60 18.80
0 m/z 43.05 75.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #309453: .gamma.-Sitostenone
124.0
5000 LML L L B L L L
229.0 18.40 18.60 18.80
43.0 289.0 412.( m/z 229.20 57.81%
370.0
187.0
oL~ “‘ ‘H‘ H“ \UH ‘H\‘J“\Hi\ \“H J“‘\L‘\hmi o “hh‘\\‘ ‘\ e !\ ‘u\‘\\‘ “H‘ “} - - ‘\‘ 1\ . ‘\‘ “ .
m/z--> 50 100 150 200 250 300 350 400
Abundance
124.0
2 $5.10  46.50
m/z . .54%
5000 290 412,
289.0
175.0 370.0
(o SRR R IR L RTINS T (S N AT R
m/z--> 50 100 150 200 250 300 350 400
Abundance #309416: Testosterone cypionate A e
124.0 18.40 18.60 18.80
5.0 m/z 41.00 35.92%
5000
230.0
185.0 2880 370 0%12(
0! T
m/z--> 50 100 150 200 250 300 350 400 18.40 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@72723\
Data File : BF134506.D

Acqg On : 27 Jul 2023 15:20
Operator : CG\JU

Sample : 03731-01

Misc :

ALS vial : 8 Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Allyl Isothiocy... 5.551 2.4 ng 97965 1 6.822 803279 20.0
n-Hexadecanoic ... 11.886 15.0 ng 875196 4 11.351 1169940 20.0
Tetradecane, 1-... 12.051 2.5 ng 147685 4 11.351 1169940 20.0
Cyclotetradecane 12.592 2.7 ng 158581 4 11.351 1169940 20.0
Octadecanoic acid 12.668 4.3 ng 252352 4 11.351 1169940 20.0
Cyclopentadecane 13.851 13.2 ng 547043 5 14.009 829101 20.0
Hexanedioic aci... 14.468 18.4 ng 761528 5 14.009 829101 20.0
Cyclohexane, 1,... 14.498 2.9 ng 121995 5 14.009 829101 20.0
2-Methyltetraco... 14.627 2.9 ng 120298 5 14.009 829101 20.0
Tricosane 15.127 7.0 ng 168442 6 15.509 478150 20.0
unknownl15.180 15.180 3.5 ng 83349 6 15.509 478150 20.0
1,21-Docosadiene 15.727 3.1 ng 73492 6 15.509 478150 20.0
Heptadecane, 9-... 15.968 7.8 ng 187122 6 15.509 478150 20.0
1-Docosene 16.051 4.1 ng 97134 6 15.509 478150 20.0
Cycloeicosane 16.797 4.2 ng 100737 6 15.509 478150 20.0
Naphthalene, 1,... 17.168 5.2 ng 1234106 6 15.509 478150 20.0
.beta.-Sitosterol 17.639 12.9 ng 307966 6 15.509 478150 20.0
unknown18.303 18.303 2.4 ng 57124 6 15.509 478150 20.0
.gamma.-Sitoste... 18.686 8.9 ng 213733 6 15.509 478150 20.0
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