LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

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_ G\Methods\8270-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57707.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.137 3 8 24 rVB 126701 253626 18.00%  1.918%
2 4.136 174 178 184 rBV 8860 14492 1.03% 0.110%
3 5.053 328 334 340 rVB 21564 33366 2.37% 0.252%
4 5.511 405 412 424 rVB 519588 822408 58.36% 6.221%
5 7.097 671 682 691 rBV 536386 908252 64.45% 6.870%

6 7.937 818 825 832 rBV 167396 279557 19.84%
7 9.101 1014 1023 1032 rBV 279782 488166 34.64%
8 10.740 1292 1302 1310 rBV 227060 407503 28.92%
9 13.196 1712 1720 1727 rBV 719569 1103558 78.31%
10 14.571 1947 1954 1961 rVB 340213 522771 37.10%
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11 15.922 2178 2184 2191 rBV 97292 138221 9.81%
12 16.051 2200 2206 2216 rBV 548005 801158 56.85%
13 17.315 2414 2421 2427 rBV 427188 637849 45.26%
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14 17.403 2432 2436 2441 rVV3 16281 21618 1.53% 164%
15 18.208 2567 2573 2581 rBvV2 47383 76797 5.45% 581%
16 18.513 2618 2625 2632 rBV6 5217 14803 1.e5% 0.112%
17 19.424 2776 2780 2784 rVB2 14673 18586 1.32% 0.141%
18 19.477 2784 2789 2795 rBV5 16562 29095 2.06% ©.220%
19 19.665 2818 2821 2825 rBV2 32749 35822 2.54% 0.271%
20 19.712 2825 2829 2838 rVB2 24048 36840 2.61% 0.279%
21 19.882 2854 2858 2861 rBV2 30672 36791 2.61% 0.278%
22 19.929 2861 2866 2871 rVV 1096323 1409145 100.00% 10.659%
23 20.205 2910 2913 2916 rBVS5 12676 16327 1.16% 0.124%
24 20.246 2916 2920 2925 rVB 59809 69509 4.93% 0.526%
25 20.570 2971 2975 2978 rVB4 13650 17711 1.26% ©.134%

26 20.734 2997 3003 3008 rBV 97458 122536
27 20.916 3030 3034 3038 rVB3 16697 21625 1.53%
28 21.234 3083 3088 3095 rVB2 200975 314393 22.31%
29 21.568 3138 3145 3151 rBV 404105 651766 46.25%
30 21.780 3173 3181 3188 rVB 147092 224463 15.93%
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31 22.379 3277 3283 3292 rBV 173035 311088 22.08%

32 23.067 3392 3400 3412 rVB 138977 277376 19.68% 098%
33 23.255 3426 3432 3438 rVB 36658 70422  5.00%
34 23.719 3506 3511 3514 rBV5 8794 16417 1.17% 124%
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35 23.866 3527 3536 3550 rBV 163142 386318 27.42%

36 24.442 3629 3634 3639 rVB7 9058 17581 1.25%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

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_ G\Methods\8270-BG061323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 24.729 3673 3683 3690 rBV 237826 677924 48.11% 5.128%
38 24.800 3690 3695 3705 rVB2 87224 223395 15.85% 1.690%
39 25.928 3878 3887 3898 rBV 76459 238955 16.96%  1.808%
40 26.040 3898 3906 3919 rVB7 24453 88843 6.30% 0.672%
41 26.469 3969 3979 3988 rBv8 52199 166014 11.78%  1.256%
42 26.915 4046 4055 4060 rBV8 20234 63122 4.48% 0.477%
43 26.997 4061 4069 4080 rVB8 40163 136072 9.66% 1.029%
44 27.268 4105 4115 4128 rBVv4 42360 157402 11.17% 1.191%
45 28.895 4378 4392 4406 rBV5 42305 201338 14.29% 1.523%

46 29.371 4460 4473 4497 rVB5 45977 245610 17.43%  1.858%
47 29.994 4567 4579 4592 rBVl1e 66433 315414 22.38%  2.386%

48 30.258 4619 4624 4633 rVB1o 12882 38417 2.73% 0.291%
49 30.805 4708 4717 4718 rBV6 32700 59655 4.23% 0.451%
Sum of corrected areas: 13220117
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057707.D\data.ms

1000000

800000

600000 5511 7.097

400000

9.101
10.740

200000 137 7.937

4.136 5.053

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG057707.D\data.ms

o

19.929
1000000

800000
13.196

600000 16.051

17.315 21.568

400000 14.571

200000

N

1593 18.208
ﬂ | 17,403 .18.513

L 1 s S e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG057707.D\data.ms

1000000
800000
600000
400000

200000

29.994
28.89529.371 o5g 30.805

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G
Data File : BGO57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Library Search Compound Report

\Data\BG061423\

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M

Quant Title : ASP BNA STANDARDS FOR

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

sk ok ok K ok 3 ok ok K ok 3 oK 3 ok K oK ok K ok K ok K oK ok K ok K ok ok KoKk Kk

5 POINT CALIBRATION

3k ok oK ok K ok o ok K oK oK K ok K ok ok ok oK ok K ok ok ok ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3137 18.14ng 253626  1,4-Dichlorobenzene-dd  7.937
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 162 CeH140 000994-05-8 74

2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 28

5 1,3-Dioxolane, 2-propyl-

116 C6H1202 003390-13-4 17

Abundance Scan 8 (3.137 min): BG057707.D\data.ms (-3) (-) m/z 73.00 100.00%
73.0
5000 43.0 /\
87.0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
| sen | ‘ 3.203.303.403.50
Obrprrrrprrrr et b e e m/z 43,00 46.45%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L L L B R B
43.0 3.203.303.403.50
’ 87.0 m/z 55.00 32.44%
29.
O H’\\H‘\\H‘\H\‘\H\‘\H‘\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S L U
3.203.303.403.50
5000 41.0 55.0 ITI/Z 86.95 24.07%
27.0
Obeprrererbire sl 3120 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2248: Silane, tetramethyl- R RaEE R AR R
73.0 3.203.303.403.50
m/z 45.00 13.67%
5000
45.0
o 190 290 | 590 | 880
T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 3.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.053 2.39 ng 33366 1,4-Dichlorobenzene-d4 7.937

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 12
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7
5 Diacetamide 101 C4H7NO2 000625-77-4 7

Abundance Scan 334 (5.053 min): BG057707.D\data.ms (-328) (-) m/z 43.00 100.00%

43.0
5000 59.0
T T
83.0 100.9 4.80 5.00 5.20 5.40
oH_m_HWHm”Wu:u_Hww_mwu‘w‘ m/z 59.00  49.16%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 UL B L I BN L

4.80 5.00 5.20 5.40
m/z 58.00 18.36%

0\\‘\\\\‘\\\ﬁ?‘-\.(\)\”‘ui\\‘\\}1‘\\\\‘\\\\8‘%\‘9\‘\\\]-\0‘]\"\0\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3639: 4-Penten-2-one, 4-methyl-
43.0
4.80 5.00 5.20 5.40
5000 ITI/Z 100.90 12.76%
(O B B L L S B A
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4156: 1-Propen-2-ol, acetate R RREE
43.0 4.80 5.00 5.20 5.40
m/z 41.10 7.08%
5000
58.0 720 I
15.0 .
0 H_m_z‘???‘m“‘:m_Hu_leuwuuwl‘(‘)?f?w AM‘M‘A,‘A
m/z--> 10 20 30 40 50 60 70 80 90 100 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Benzophenone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.922 5.29 ng 138221  Acenaphthene-di10 14.571
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 64
3 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 58
4 Benzeneacetic acid, .alpha.-oxo-... 178 C10H1003 001603-79-8 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 2184 (15.922 min): BG057707.D\data.ms (-2178) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
.
16.00
152.0
bbb 2280 0 myz 77.00 65.44%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
77.0 182.0
5000 T
16.00
510 m/z 182.00  48.83%
0 2?.0 ] A 126.0 15%.0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘f\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56773: Azobenzene
71.0
A
16.00
5000 51.0 m/z 51.00 30.30%
182.0
105.0
0 \27\0 Il ‘\ 1L | 1280 15ﬁ0 |
L A e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone ]
105.0 16.00
183.0 m/z 50.00 8.43%
77.0 ’
5000 51.0
0 L 127.0 1540
— e b
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 n-Hexadecanoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
18.208 2.41 ng 76797  Phenanthrene-d1e 17.315
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 86
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Undecanoic acid 186 C11H2202 000112-37-8 58
Abundance Scan 2573 (18.208 min): BG057707.D\data.ms (-2567) (- | m/z 73.00 100.00%
43.0 73.0
5000
A . ‘ . (\)M A/\M/‘\
H 18.00 18.50
0“WH‘Wmh m/z 60.00 90.77%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 S A B
18.00 18.50
167.01g5 02130  256.0 m/z 43.00 89.53%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
—— —
43.0 18.00 18.50
5000 129.0 m/z 57.00 80.56%
171.0
‘ 214.0
0?
m/z--> 20 40 80 100120140160180200220240260
Abundance #109279:Tenadecan0k:add — —
73.0 18.00 18.50
43.0 m/z 55.00 69.29%
5000 129.0
185.0
|
0%?9W“MﬁwﬂmWkﬁﬁwuLM‘HHMAW‘HWHH_!HMHW‘ — —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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, 1-iodo- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
20.247 2.13 ng 69509  Chrysene-di12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 90
3 Eicosane 282 C20H42 000112-95-8 90
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 90
5 Hexadecane 226 C16H34 000544-76-3 83

Abundance Scan 2920 (20.246 min): BG057707.D\data.ms (-2916) (- m/z 57.00 100.00%
57.0

-

5000
‘ 99.0 20.00 20,50
‘ ", 141.1169.2 203.0 244.1 : o
0‘Wuq\mhumwhuﬂHﬂwﬂHpumwcuwu‘wuw‘uwu‘wuu,u‘ m/z 43.00 61.66%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #261137: Hexadecane, 1-iodo-
57.0
5000 s S
20.00 20.50
m/z 71.00 56.62%
99.0
27,0 ‘ 155.0 225.0
0\’\‘\"\\“M\\1“\\‘w\“\‘\H“\H‘\‘\‘\H“H\‘f’\\‘H‘HH‘\\H‘\‘\H‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #228591: Tetradecane, 1-iodo-
57.0
Pt =
20.00 20.50
5000 ITI/Z 85.00 39.59%
27,0 ‘ 990 1550 197.0
Olep bl b bbb reebre e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176386: Eicosane el ==
57.0 20.00 20.50
m/z 41.00 22.91%
5000
99.0
0 27}0 h\ H\ Jl u‘ | \14':]"0‘ 183.0 225.0 282.(
AR R o A e e e e A RRARREAN —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 20.00 20.50
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Data Path :
Data File :
01
. C
: 0

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061423\

B

. 8

hod
le

ry

Library Search Compound Report

GO57707.D
4 Jun 2023 14:25
G/JU
3141-03
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 6 Tetracosane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
20.734 3.76 ng 122536  Chrysene-di12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 86

Abundance Scan 3003 (20.734 min): BG057707.D\data.ms (-2997) (- | m/z 57.00 100.00%
57.0

-

5000
9.0 2050 21100
1411 : :
ol u““ Al 3L 2070 2810 7z 43.00  55.86%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 . e
20.50 21.00

m/z 71.00 49.78%

9.0
ol ‘L‘ |70 0183020500870 330
L \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0

o —

20.50 21.00
5000 ITI/Z 85.05 40.10%
ol \ \ | F ‘1‘410183022502670 323.0 380.(
i T T T e
m/z--> 50 lOO 150 200 250 300 350 QMMVNMNM%
Abundance #228590: Tetradecane, 1-iodo- gt Pty
57.0 20.50 21.00
m/z 55.00  22.89%
5000
ols:0 | | %90 15591070
et e e
m/z--> 50 100 150 200 250 300 350 20.50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57707.D

Acqg On : 14 Jun 2023 14:25

Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 1-Octadecanesulphonyl chloride Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21,233 o.65ng 314393 Chrysene-diz 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Octadecanesulphonyl chloride 352 CL8H37C102S  1000342-70-4 1

1000382-54-3 90
1000383-11-5 87
000544-76-3 86
1000382-90-3 83

2 Carbonic acid, eicosyl vinyl ester 368 C23H4403
3 Carbonic acid, octadecyl prop-1-... 354 C22H4203
4 Hexadecane 226 Cl6H34

5 Carbonic acid, hexadecyl prop-1-... 326 C20H3803

Abundance Scan 3088 (21.234 min): BG057707.D\data.ms (-3083) (- | m/z 57.00 100.00%

57.0
5000

‘ ‘ 21.00 21.50
d Al \M

141
- ‘ 1410 1830 2260 2670 1/, 43.00  63.66%

miz--> 50 100 150 200 250 300
Abundance #261362: 1-Octadecanesulphonyl chloride
57.0

5000
21.00 21.50

m/z 71.00  48.38%

O T ‘\ ‘\ ‘ “ ‘ \‘H ‘\ H‘\‘ \ \]-7\5\ 0\ ’ L ‘ T \2\88\ ? T L
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0

21.00 21.50
\‘

5000 m/z 55.00 37.09%

A L‘ “ I \\ ‘u N; 141.0 1820 252.0 325,
a0 NN 1SRN 2
miz--> 50 100 150 200 250 300

Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester T —
57.0 21.00 21.50

m/z 85.10  36.35%

5000
7.0
0 \‘ Il \‘ ‘\ \‘“‘ ‘H %‘390 182.0 224.0 297.0
e B . B By o s ) =

\“
m/z--> 50 100 150 200 250 300 21.00 21.50

o
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BGO57707.D

Acqg On : 14 Jun 2023 14:25

Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 8 Heptacosane Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
21.780 6.89 ng 224463  Chrysene-di12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 87
4 Hexadecane 226 Cl6H34 000544-76-3 87
5 Pentadecane 212 C15H32 000629-62-9 87

Abundance Scan 3181 (21.780 min): BG057707.D\data.ms (-3173) (- | m/z 57.00 100.00%

57.0 ' '
5000
o pme
9.0 21.50 22.00
141.1 : :
- “‘w‘ bid 4111831 23022811 oo 4300 55.91%
m/z--> 0 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 — s
21.50 22.00
m/z 71.00 53.06%
ol ‘ e ‘\ ) }410183022502670 323.0 380.
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

mizw> 0 50 100 150 200 250 300 350

%

Abundance #194588: Heneicosane
57.0
21.50 22.00
5000 ITI/Z 85.05 39.72%
9.0
. e e e e A R
m/z--> 0 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- ey =
57.0 21.50 22.00
m/z 55.00 23.68%
B \ML\W
9.0 183.0
0 Clwmo T miop e e
m/z--> 0 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.379 9.55 ng 311088 Chrysene-d12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane 282 C20H42 000112-95-8 90
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 3283 (22.379 min): BG057707.D\data.ms (-3277) (- | m/z 57.00 100.00%
57.0
= =
‘ 9.1 22.00 22.50
ol A blil 3410 1971 2831 7 43.00  60.53%
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 = T
22.00 22.50
m/z 71.05 50.74%
0 \‘\ ““‘\ ‘H‘ l H‘ \“\]‘_\4\1‘(‘)\]\-8\3\0’ T T T ‘2\68\\0\ LA B
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
= =
22.00 22.50
5000 m/z 85.10 38.23%
9.0
el DA e Ot
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane = =
57.0 22.00 22.50
m/z 55.00 23.15%
B JL
ol ‘L‘ L1l M | 14101830 225.0 267.0 309.0 _367.
g = I B AL I H e B — ——
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.067 8.51 ng 277376  Chrysene-di12 21.568
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Octacosane 394 (C28H58 000630-02-4 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 Tetracosane 338 C24H50 000646-31-1 91
Abundance Scan 3400 (23.067 min): BG057707.D\data.ms (-3392) (- | m/z 57.00 100.00%
57.0
23.00 |
14111831
- “M L ‘\ Lpi 5 239.22820 m/z 43.00 60.48%
miz--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 o :
23.00
9.0 m/z 70.95 56.11%
\\\\‘ \\‘\\\ T\\‘\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
T
23.00
5000 m/z 85.05 40.85%
REY. | L 14101830225 026703090 3600
e e
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane =
57.0 23.00
m/z 55.00 22.23%
- WJLJ\W
ol L H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘H““““H“““ —
m/z--> 50 100 150 200 250 300 350 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Heptadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.866 11.40 ng 386318 Perylene-d12 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Nonadecane 268 C19H40 000629-92-5 87
3 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Hentriacontane 437 C31H64 000630-04-6 83
Abundance Scan 3536 (23.866 min): BG057707.D\data.ms (-3527) (- | m/z 57.00 100.00%
57.0
= —
91 23.50 24.00
141.1 : :
0 m‘uu‘!‘ I dilt1es222522669 104300 55.99%
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
5000 i s
23.50 24.00
m/z 71.00 53.32%
ol ‘ | ‘\ ) 1‘410183022502670 323.0 380.(
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
i =
23.50 24.00
5000 m/z 84.95 44 .51%
9.0
0 I ‘H\ I H‘ 1 ]\'4'10 183.0 268.0
e T T B e
m/z--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo- B e
57.0 23.50 24.00
m/z 55.00 23.64%
5000
9.0 155.0 225.0
oM‘H_‘M“Mwm_mw”_m_m — e
m/z--> 50 100 150 200 250 300 350 23.50 24.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Tetradecane, 1l-iodo- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
24.800 6.59 ng 223395  Perylene-di2 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 87
3 Docosane 310 C22H46 000629-97-0 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 83
Abundance Scan 3695 (24.800 min): BG057707.D\data.ms (-3690) (- | m/z 57.00 100.00%
57.0
99.0 54‘56 ﬁs‘od
' 155.1 1971  252.0 ' :
ol— “whu b d 4 Tt mg“ T m/z 71.00 51.08%
miz--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-
57.0
5000 e o
24.50 25.00
m/z 43.00 50.40%
99.0 197.0
OZ\GL\O‘\“‘ ‘\ ‘“ \“\ “ \‘ T ‘\ \‘].5“5\'0\ T T ‘ T T T T ‘ T T T T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
— —
24.50 25.00
5000 m/z 85.00 41.70%
99.0 183.0
ool | L0 a0 TTT a0
miz--> 50 100 150 200 250 300
Abundance #212281: Docosane T =
57.0 24.50 25.00
m/z 55.00 20.60%
5000
99.0
02640‘\‘ ‘H H\ Il h‘ u‘ ‘\14%0\ \18‘30‘ 225.0 267.0 310.(
R e e e e e ERL SRS e — —
m/z--> 50 100 150 200 250 300 24.50 25.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.928 7.05 ng 238955  Perylene-di2 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Pentacosane 352 (C25H52 000629-99-2 87
4 Eicosane 282 (C20H42 000112-95-8 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 3887 (25.928 min): BG057707.D\data.ms (-3878) (- | m/z 57.00 100.00%

57.0
5000
‘\

| ‘ M a1 26.00
ol b b “ L1830 23012810 L 7100 54.17%
miz--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
5000 T

26.00
m/z 43.00 51.56%

9.0
LA 141. ° 183.0 225.0 267.0  338.0

m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane

o
o A
i g
o j

26.00
5000 m/z 85.00 40.41%
‘ 9.0
41.0
olso | ||| 1000 2060
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane At ——
57.0 26.00
m/z 55.00 21.59%
5000
9.0
141.0
oLt L 1101830 2250 2670 s09.0 382 -
m/z--> 50 100 150 200 250 300 350 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 Behenic alcohol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
26.040 2.62 ng 88843  Perylene-di12 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 90
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 n-Tetracosanol-1 354 C24H500 000506-51-4 90
5 1-Tricosene 322 C23H46 018835-32-0 87
Abundance Scan 3906 (26.040 min): BG057707.D\data.ms (-3898) (- | m/z 83.00 100.00%
430 |
5000
T \
‘ 139.1 207.0 282.0 26.00
ob— b )] ‘JM Lo m/z 97.85 89.53%
miz-> 50 100 150 200 250 300
Abundance #232316: Behenic alcoho
83.0
43.0
5000 —— :
26.00
25.0 m/z 43.05 80.63%
O T T “\‘ ‘\“ “ ‘\ ‘\‘ \‘ \““ ‘H‘ \““‘\ ‘h ‘%\GZ.(\) \2‘19.9\ T ‘ \2\8\0.\0‘ T
miz--> 50 100 150 200 250 300
Abundance #179253: n-Nonadecanol-1
83.0
43.0 . |
26.00
5000 m/z 55.00 80.58%
25.0
Ll ass0 2o
ol R L0 by s e
miz--> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosanol T
55.0 26.00
97.0 .
m/z 57.00 75.92%
B JL
39.0
io0 [ L1111 20 20 2200 se0 A
m/z--> 50 100 150 200 250 300 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown26.469 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
26.469 4.90 ng 166014  Perylene-d12 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cholestan-3-o0l 388 C27H480 027409-41-2 43
2 2-Amino-5-bromo-3-fluorobenzoic ... 233 C7H5BrFNO2 874784-14-2 41
3 Cholestan-3.alpha.-o0l acetate 430 C29H5002 022213-55-4 35
4 CP 47,497 (n=7) 318 C21H3402 070434-82-1 27
5 2,3-Dichlorothiophene-5-sulfonyl... 250 C4HC1302S2 126714-85-0 27
Abundance Scan 3979 (26.469 min): BG057707.D\data.ms (-3969) (- 55.00 100.00%
=
550 215.1
107.0
5000
355.2
288.1 ‘ 26.50
oHuM ““}““H‘HWHJ” 42.95  89.88%
miz--> 50 100 150 200 250 300 350 400
Abundance #294347: Cholestan-3-ol
43.0
5000 R
26.50
m/z 215.10 81.81%
‘ T ‘ 02150 388.0
O T T U T \l Hl‘ hhh MI ““ \“‘\ T ‘ \}“\ \|\26\2\0\\ ‘ \3\3\1\(‘)\ \‘ T L\ ‘ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #115159: 2-Amino-5-bromo-3-fluorobenzoic acid
215.0
108.0 26.50
5000 m/z 107.00 68.21%
52.0 } \ 162.0
0“uMWMMWWMVHV“‘M J‘“‘M““““““““““
m/z--> 50 100 150 200 250 300 350 400
Abundance #318356: Cholestan-3.alpha.-ol acetate WWWT fA‘V) ‘
43.0 26 50
m/z 95.00 66.16%
5000
93.0 215.0 370.0
| H‘ N 275.0 430.(
0““\WULJ‘WMuMJ“‘“‘Ml““““““Mu““‘:‘ —
m/z--> 50 100 150 200 250 300 350 400 26.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown26.997 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
26.997 4.01 ng 136072  Perylene-di2 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5.alpha.-Dihydroprogesterone 316 C21H3202 000566-65-4 38
2 Pregnane-3,20-dione, (5.beta.)- 316 C21H3202 000128-23-4 35
3 6-Fluoro-2-(trifluoromethyl)-4-q... 231 C1@H5F4NO 031009-34-4 14
4 Arnicolide A (isomer 1) 306 C17H2205 1000495-69-7 11
5 16-Pregnenolone 316 C21H3202 031686-13-2 11
Abundance Scan 4069 (26.997 min): BG057707.D\data.ms (-4061) (-~ | m/z 55.00 100.00%
55.0
N MMW
161.1
5000
5.0 316.1
386..
——
Ly | 1]
ol L, ‘H,“HH_HWHH m/z 231.10  63.72%
miz--> 50 100 150 200 250 300 350
Abundance #220064: 5.alpha.-Dihydroprogesterone
43.0
5000 i T ‘M“‘ b,
27.00
3160 m/z 43.00 59.69%
23.0 72.0 ‘
o) \Lu m ‘H\ HH\\H\ \H\ il\' \‘H‘M‘ — ‘L“\’\‘ \‘\h N e
miz--> 50 100 150 200 250 300 350
Abundance #220071: Pregnane-3,20-dione, (5.beta.)-
43.0
——
27.00
5000 m/z 81.00 53.75%
84.0 246.0
ok
m/z--> 50 100 150 200 250 300 350
Abundance #112225: 6-Fluoro-2-(trifluoromethyl)-4-quinolinol P
162.0 0 27.00
' m/z 41.00 53.13%
- Il Wm
57.0
obrplebbsbed WL 0 _—
m/z--> 50 100 150 200 250 300 350 27.00

8270-BG061323.M Thu Jun 15 10:16:46 2023 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 17 Eicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
27.268 4.64 ng 157402  Perylene-d12 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Hexadecane 226 C1l6H34 000544-76-3 86
3 Octadecane 254 C18H38 000593-45-3 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 86

Abundance Scan 4115 (27.268 min): BG057707.D\data.ms (-4105) (- | m/z 57.00 100.00%

57.0
5000

990 — —
27.00 27.50
155.1
0,,2211,2F71 m/z 71.00 60.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #176385: Eicosane
57.0
5000 T T L
27.00 27.50

m/z 43.00 58.82%

27,0 99.0
| h | Joy 7, 1410 1830 2050  282(
\\‘\H\’\\H‘HH‘H\\‘\H\‘\H\’\\H‘\\H‘H\\‘HH‘HH’HH’HH‘H\
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #107216: Hexadecane
57.0

7
27.00 27.50

o

5000 m/z 85.10 49, 80%
99.0
oL 0 || %° 1410 1530 2250
et e b e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #141057: Octadecane 1 — 1k
57.0 27.00 27.50

m/z 55.00  24.45%

- Mwm
99.0

270 ||| 1410 1830 27502540

7 —
m/z--> 20 40 60 80 100120140160180200220240260280 27.00 27.50

o
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG061423\

BGO57707.D
: 14 Jun 2023 14:25
: CG/JU
: 03141-03
: 8 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 18 2-Methyltetracosane Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
28.895 5.94 ng 201338  Perylene-di2 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyltetracosane 352 C25H52 001560-78-7 80
2 Tetracosane 338 C24H50 000646-31-1 74
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 74
4 Eicosane 282 C20H42 000112-95-8 64
5 Tetratetracontane 619 C44H90 007098-22-8 58

Abundance Scan 4392 (28.895 min): BG057707.D\data.ms (-4378) (- | m/z 57.00 100.00%
57.0

.

5000
9.0
28.50 29.00
1189.0
oL~ “H ‘\ h\ u‘\‘h‘m‘”‘ M\M ‘H\\‘\]\Wﬁﬁ\h i \\‘u‘\ ‘2‘\3\\\]"1‘” ‘2‘8‘2‘0‘ S ‘35‘6‘ (‘)‘ “ ITI/Z 43.00 63.98%
m/z--> 50 100 150 200 250 300 350
Abundance #262014: 2-Methyltetracosane
57.0
5000 “ ——
28.50 29.00
m/z 71.05 57.71%
DL L e momsoamonne

miz--> O 100 150 200 250 300 350

£

Abundance #246483: Tetracosane
57.0
28.50 29.00
5000 ITI/Z 85.00 51.94%
41.0
Jo LI ooy amo
m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl- \¢WMwaWm T
57.0 2850 29.00
m/z 54.95 41.50%
- W
ol ‘\\ “\\ H H +0183.0225.0267.0309.0 3650
e “““‘ e T T T T T T — ——
m/z--> 50 100 150 200 250 300 350 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown29.371 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
29.371 7.25 ng 245610  Perylene-di2 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-5-bromo-3-fluorobenzoic ... 233 C7H5BrFNO2 874784-14-2 38
2 5.alpha.,17.alpha.-Pregnan-20-on... 318 C21H3402 005618-23-5 25
3 Sphaerindicin 248 C15H2003 1212393-48-0 20
4 Cyclopent[e]-1,3-oxazine, octahy... 216 C13H16N20 1000138-92-2 15
5 4,5-Dichlorophthalimide 215 C8H3C12NO2 015997-89-4 14
Abundance Scan 4473 (29.371 min): BG057707.D\data.ms (-4460) (- | m/z 43.00 100.00%
43.0 215.1
107.0
5000 149.0
— —
‘ H 29.00 29.50
oL m/z 215.10  86.83%
miz--> 50 100 150 200 250 300 350 400
Abundance #115159: 2-Amino-5-bromo-3-fluorobenzoic acid
215.0
108.0
5000 A YT G 11T
29.00 29.50
m/z 107.00 71.01%
52.0 ‘ ‘ 162.0
oL+ “\“M\m”w“h}““‘H ‘\‘\“\“ N“N \‘H T A L L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #222632: 5.alpha.,17.alpha.-Pregnan-20-one, 12.beta.-hy
43.0
233.0 — —
29.00 29.50
5000 m/z 55.00 70.80%
61.0
[o) mm— \“LH‘HL‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #133231: Sphaerindicin “ T
238.0 29.00 29.50
m/z 81.00 69.07%
169.0
5000 91.0
41.
m/z--> 50 100 150 200 250 300 350 400 29.00 29.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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 unknown29.994 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
29.994 9.31 ng 315414  Perylene-d12 24.729
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pregn-5-en-3-o0l, 21-bromo-20-met...
2 (1S,2E,4E,7E,10R,11E)-108-Acetoxy. ..
3 Kauren-18-o0l, acetate, (4.beta.)-
4 5-Cholene, 3,24-dihydroxy-

5 Pregn-5-en-20-one, 16,17-epoxy-3...

394 C22H35BroO
330 C22H3402
330 C22H3402
360 C24H4002
330 C21H3003

055103-80-5 27
1000433-18-1 18
072150-74-4 16
1000251-69-2 16
000974-23-2 15

Abundance Scan 4579 (29.994 min): BG057707.D\data.ms (-4567) (-

m/z 43.05 100.00%

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

43.0
105.0
5000 59.1 213.1
303.3
2565, 414. —
AT
ob— 4 il Wy 44141 w/z ss.ee  88.91%
miz--> 50 100 150 200 250 300 350 400
Abundance #298127: Pregn-5-en-3-ol, 21-bromo-20-methyl-, (3.beta.
41.0 107.0 394.0
' 283.0
5000 61.0 —
213.0 30.00
m/z 57.00 79.60%
337.0
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #237217: (1S,2E,4E,7E,10R,11E)-10-Acetoxycembra-2,4
43.0
e
93.0 30.00
5000 m/z 105.00  60.78%
0 \‘MHL“
m/z--> 50 100 150 200 250 300 350 400 v
Abundance #237200: Kauren-18-ol, acetate, (4.beta.)- ——
43.0 30.00
m/z 95.00 59.28%
5000
187.0 257.0 330.0

T
30.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe61423\
Data File : BG®57707.D

Acqg On : 14 Jun 2023 14:25
Operator : CG/JU

Sample : 03141-03

Misc :

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG061323.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... 3.137 18.1 ng 253626 1 7.937 279557 20.0
2-Pentanone, 4-... 5.053 2.4 ng 33366 1 7.937 279557 20.0
Benzophenone 15.922 5.3 ng 138221 3 14.571 522771 20.0
n-Hexadecanoic ... 18.208 2.4 ng 76797 4 17.315 637849 20.0
Hexadecane, 1-i... 20.247 2.1 ng 69509 5 21.568 651766 20.0
Tetracosane 20.734 3.8 ng 122536 5 21.568 651766 20.0
1-Octadecanesul... 21.233 9.7 ng 314393 5 21.568 651766 20.0
Heptacosane 21.780 6.9 ng 224463 5 21.568 651766 20.0
Nonadecane 22.379 9.6 ng 311088 5 21.568 651766 20.0
Pentacosane 23.067 8.5 ng 277376 5 21.568 651766 20.0
Heptadecane 23.866 11.4 ng 386318 6 24.729 677924 20.0
Tetradecane, 1-... 24.800 6.6 ng 223395 6 24.729 677924 20.0
Heneicosane 25.928 7.0 ng 238955 6 24.729 677924 20.0
Behenic alcohol 26.040 2.6 ng 88843 6 24.729 677924 20.0
unknown26.469 26.469 4.9 ng 166014 6 24.729 677924 20.0
unknown26.997 26.997 4.0 ng 136072 6 24.729 677924 20.0
Eicosane 27.268 4.6 ng 157402 6 24.729 677924 20.0
2-Methyltetraco... 28.895 5.9 ng 201338 6 24.729 677924 20.0
unknown29.371 29.371 7.3 ng 245610 6 24.729 677924 20.0
unknown29.994 29.994 9.3 ng 315414 6 24.729 677924 20.0
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