LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BG@58565.D

Acqg On 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc :

ALS Vvial : 14 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO58565.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.386 384 391 403 rBV 645429 1030670 44.30% 5.112%
2 6.984 654 663 681 rBvV 614339 1095318 47.08% 5.432%
3 7.812 797 804 811 rBV 226987 378592 16.27% 1.878%
4 8.976 990 1002 1016 rBV 374809 669998 28.80%  3.323%
5 10.615 1273 1281 1294 rBV 312471 565399 24.30% 2.804%

6 13.082 1694 1701 1713 rBV 997625 1571298 67.54%
7 13.917 1837 1843 1850 rBV 64008 94611 4.07%
8 14.099 1869 1874 1897 rBV 103209 272399 11.71%
9 14.463 1929 1936 1947 rVB 488986 777006 33.40%
10 14.886 2004 2008 2016 rBV3 16956 37202 1.60%
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=
R

11 15.820 2159 2167 2180 rBV 579923 828320 35.60%
12 15.950 2182 2189 2197 rBV 769727 1214866 52.22%
13 17.207 2397 2403 2410 rBV 609938 907041 38.99%
14 18.100 2549 2555 2570 rBV 435540 698180 30.01%
15 19.258 2750 2752 2762 rVB7 16596 34258 1.47%
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16 19.375 2767 2772 2792 rBV 231750 403978 17.36%
17 19.634 2813 2816 2822 rVB2 25994 32373 1.39%
18 19.733 2824 2833 2838 rBv4 32358 113798 4.89%
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19 19.827 2843 2849 2863 rVB 1730608 2326606 100.00% 11.539%
20 20.127 2896 2900 2906 rBV 64620 75041 3.23% 372%
21 20.621 2979 2984 2988 rBV 95357 111611 4.80% ©.554%
22 21.102 3062 3066 3070 rBV 105666 151086 6.49% 0.749%
23 21.332 3102 3105 3110 rVB 23019 29970 1.29% 0.149%
24 21.449 3118 3125 3134 rBV2 604905 947335 40.72% 4.698%
25 21.625 3150 3155 3160 rVB 95126 128432 5.52% ©.637%
26 22.201 3247 3253 3258 rBV 85193 136187 5.85% ©.675%
27 22.560 3310 3314 3318 rBV3 16397 24550 1.06% ©.122%
28 22.853 3358 3364 3375 rVB2 85279 174978 7.52% ©.868%
29 23.035 3389 3395 3403 rVB 72195 137461 5.91% 0.682%
30 23.611 3487 3493 3501 rVB 64273 132491 5.69% 0.657%
31 24.522 3637 3648 3666 rBV 412472 1173163 50.42% 5.818%
32 25.151 3744 3755 3766 rBV 545768 1549056 66.58% 7.683%
33 25.562 3820 3825 3833 rVB3 37286 96830 4.16% 0.480%
34 26.637 3996 4008 4009 rBV3 28769 77865 3.35% ©.386%
35 26.831 4036 4041 4050 rVB8 22642 68334 2.94% 0.339%

36 31.120 4752 4771 4794 rVB3 386861 2096930 90.13% 10.400%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS Vvial : 14 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-BG072823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 20163233
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: MA/JU
: 03715-13

14

LSC Report - Integrated Chromatogram
Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\

BGO58565.D
1 Aug 2023 16:42

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BG058565.D\data.ms

5.386 6.984

8.976
7.812

10.615

350 4.00 450 500 550 6.00 6.50 7.00

750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50

Abundance

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0
Time-->

TIC: BG058565.D\data.ms

B3.082

17.207

14.463 18.100

19.375

099
13%41 14.886 19.2589%

19.

827

7320127 20.62121.1

21.449

02
1.352

1.625 22.201

22.560

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

1600000

1400000

1200000

1000000

800000

600000

400000

200000

0

Time-->

TIC: BG058565.D\data.ms

25.151
24.522

®5835 23.611 25.562 2633831

31.120

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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1-Dodecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.099 7.01 ng 272399  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanol 186 C12H260 000112-53-8 91
2 1-Undecanol 172 C11H240 000112-42-5 91
3 Cyclopropane, nonyl- 168 C12H24 074663-85-7 87
4 Cyclooctane, methyl- 126 C9H18 001502-38-1 78
5 Cyclopropane, 1-methyl-2-octyl- 168 C12H24 037617-26-8 72
Abundance Scan 1874 (14.099 min): BG058565.D\data.ms (-1869) (- | m/z 54.95 100.00%
55.0
5000 83.0 k
\
111.0
“ ‘\ 1401 14 00 14. 5(1
0! bt m/z 69.00 73.48%
miz--> 20 40 60 80 100 120 140 160
Abundance #61045: 1-Dodecano
55.0
83.0
5000 T
29.0 14 OO 14 50
1110 42.95  71.78%
140.0
‘ ‘ ‘\ In “ ‘\ ‘ 16\8'0
O\‘\\\\’\\\ ‘\\\‘\\\\‘\\\\‘\\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #47365: 1-Undecano
69.0
43.0 1400 1450
5000 9r.0 m/z 56.00  69.60%
126.0
\‘ ‘\ \‘ 154.0
o N
m/z--> 20 40 60 80 100 120 140 160
Abundance #43499: Cyclopropane, nonyl- et e
55.0 14.00 14.50
m/z 41.00 66.40%
83.0
111.0
0 | 1400 1680 -
! e : ‘
m/z--> 20 40 60 80 100 120 140 160 14 00 14 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.820 21.32 ng 828320  Acenaphthene-di10 14.463
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 N-Methylbenzamide, N-chlorodiflu... 247 C1OH8C1F2NO2 1000446-98-2 47
3 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
4 1,2-Propanedione, 1-phenyl- 148 C9H802 000579-07-7 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47
Abundance Scan 2167 (15.820 min): BG058565.D\data.ms (-2159) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
— ——
“ | 152.0 H 15.50 16.00 .
ot e e b e e e e e m/z 77.00 64.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
15. 50 16 00
51.0 m/z 182.00  53.47%
R O 152.0
O H\‘HH“HH‘\H‘\‘\\H‘HH‘HH‘\H‘\‘\H\‘HH‘H\\‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #131407: N-Methylbenzamide, N-chlorodifluoroacetyl-
105.0
15. 50 16 00
5000 77.0 m/z 51.00 26.42%
51.0
0l15:0 ‘\ o 162.0  212.0 247.0
A A e B e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #40427: Benzeneacetic acid, .alpha.-oxo-, methyl ester
105.0 15. 50 16 00
m/z 181.00 8.85%
5000 77.0
51.0
0l15.0 ] 136.0 164.0
P e e e e e — ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.100  15.39 ng 698180  Phenanthrene-di10 17.207
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Undecanoic acid 186 C11H2202 000112-37-8 74
Abundance Scan 2555 (18.100 min): BG058565.D\data.ms (-2549) (- | m/z 72.95 100.00%
43.0 |73.0
5000
129.0
213.1 —. —
| 157.1185.1 256.1 18.00 18.50
[ S m/z 60.00 97.91%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 s —
129.0 18.00 18.50
213.0 m/z 43.00  88.58%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁ‘o\\\\ HH\H\M{‘\‘HH\H““HH‘”‘M‘\H\‘H‘HH‘H‘H‘\‘H‘N‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid
73.0
30 SN —
18.00 18.50
5000 129.0 m/z 57.00 80.80%
171.0
214.0
015&?
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid = ;
43.0 73.0 18.00 18.50
m/z 55.00 73.34%
5000 129.0
199.0
s e
ST 0 10 8 O o O P W I N
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\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.375 8.53 ng 403978  Chrysene-d12 21.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 2772 (19.375 min): BG058565.D\data.ms (-2767) (- | m/z 60.00 100.00%
60.0
5000 129.0 M
97.0 1851 2412 - o
‘ ‘ 2841 | 19.00 19.50
oL “‘W‘ il ‘wmww‘”‘h b \H“‘J b u m/z 73.00 96.51%
miz-> 50 100 150 200 250
Abundance #179091: Octadecanoic acid
43.0 73.0
5000 129.0 = mn——
19.00 19.50
284.C o
‘ 185.0 241.0 ‘ m/z 43.00 95.31%
ol— “‘ ‘i \“ h!\‘ ‘\H““\‘H‘u‘ ‘M " H w“‘ ‘ L ‘L \“r “ - \‘ “\ ‘\‘ . ‘\‘
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0
43.0 T [
19.00 19.50
5000 129.0 m/z 57.00  91.89%
185.0
H 228.0
1T 1 TN W L
NI /17 Y N O
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid — —
43.0 73.0 19.00 19.50
m/z 55.00 82.25%
5000 129.0
‘ 199.0 2420
ol L H‘H‘n i “HM‘“‘ nh\‘\‘ ;\u‘\‘u; “‘ ‘1‘61‘-0;“ ‘i N “‘ — _= S—
m/z--> 50 100 150 200 250 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 1,4-Benzenedicarboxylic aci... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
19.733 2.40 ng 113798  Chrysene-di12 21.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Benzenedicarboxylic acid, bi... 254 C12H1406 000959-26-2 83
2 Phthalic acid, isobutyl 2-phenox... 342 C20H2205 1000382-47-9 72
3 Phthalic acid, isobutyl 2-(4-nit... 387 C20H21NO7 1000382-57-3 64
4 2,4,6-Trimethoxybenzonitrile 193 C10H11NO3 002571-54-2 47
5 2,1-benzisoxazole-4-carboxylic a... 193 C9H7NO4 1000395-98-5 43
Abundance Scan 2833 (19.733 min): BG058565.D\data.ms (-2824) (- | m/z 193.00 100.00%
193.0
149.0
5000
65.0 104.0
‘ l ‘ ‘ 280.9 19 50 20 00
L m/z 149.00  63.63%
miz--> 50 100 150 200 250 300 350
Abundance #140006: 1,4-Benzenedicarboxylic acid, bis(2-hydroxyeth
193.0
149.0
5000 /’\ AI\ A AM T
19. 50 20 00
31.0 104.0 m/z 211.0 29.89%
O\\“\m‘ T \“L‘\ \““\ \ \H\ ‘ \“\ \‘\‘\\2:\37\(‘)\ LI ‘ UL ‘ UL
miz--> 50 100 150 200 250 300 350
Abundance #250941: Phthalic acid, isobutyl 2-phenoxyethyl ester
193.0
19 50 20 00
5000 149.0 249.0 m/z 121.00  18.50%
77.0
q H \‘ H\ h “ L | . 342.0
ok A e e
m/z--> 50 lOO 150 200 250 300 350 WW
Abundance #293166: Phthalic acid, isobutyl 2-(4-nitrophenoxy)ethyl € M 11 L
193.0 19.50 20.00
m/z 104.00 17.59%
5000 149.0 249.0
- 76.0 ‘
? Ly \‘\ Wby | ‘ | 314.0 387.1 N e
I e M DL i ey
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
20.621 2.36 ng 111611  Chrysene-di12 21.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heneicosane 296 C21H44 000629-94-7 90
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 2984 (20.621 min): BG058565.D\data.ms (-2979) (- | m/z 57.00 100.00%
57.0
= —
‘ ‘ 991 411 183.2 2810 20.50 21.00
ol by B3 1832 24022810 | 354 . 43 00 57.04%
miz--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
5000 e —
20.50 21.00
m/z 71.00 55.83%
9.0
0 \“‘\ ‘\““ “ \”‘\ ““ \“ \:!-\41 0\1\8\2\0‘ t \2\410‘0\ LA
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
e —
20.50 21.00
5000 m/z 85.05 38.80%
‘ 9.0
41.0
oisd L)1 11080250 2960
m/z--> 50 lOO 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo- T T
57.0 20.50 21.00
m/z 41.00 21.29%
B W
9.0 183.0
ol i\ e T a0 il Dbl
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\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octacosane, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.102 3.19 ng 151086  Chrysene-di12 21.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane, 2-methyl- 408 C29H60 001560-98-1 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 3066 (21.102 min): BG058565.D\data.ms (-3062) (- | m/z 57.00 100.00%
=

.0
5000

o~
9.0 21.00 21.50
411  207.0 : :

“‘Ljuw$ﬁkM%‘up‘\“p““‘??%q““““‘ m/z 71.00  58.54%

m/z--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0

5000 T
21.00 21.50
m/z 43.00 53.87%

9.0
ol VLT 4201830225 0267.0300.0 3650
\\\\‘\\\\‘\\\\‘\T\\‘\\\1‘\\\\‘\\\\‘\\\\‘
mi/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0

T
21.00 21.50

o

5000 m/z 85.00 44 .65%
9.0
e LA LB I e e o
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T —
57.0 21.00 21.50

m/z 41.00 19.78%

5000
9.0
15.0 ‘L ‘ h‘ | 141.0183.0225.0  296.0

0“““$ﬂu“w‘ﬂM\‘u“““““_““““ —
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Octadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.625 2.71 ng 128432  Chrysene-di12 21.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Pentacosane 352 (C25H52 000629-99-2 90
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
Abundance Scan 3155 (21.625 min): BG058565.D\data.ms (-3150) (- | m/z 57.00 100.00%
57.0
99.0 —— —
21.50 22.00
410
- H Lol 4r0ass1 2250 sl 0100 sgasy
miz-> 50 100 150 200 250 300
Abundance #123958: Heptadecane
57.0
5000 e A
21.50 22.00
m/z 43.00 55.79%
OL\S-\Q‘\ ‘\L““\ ‘!‘ “‘ “‘ \“ \“\ 1‘1‘0‘\ ]\.8\3\0‘ T \2\4\0.‘0\ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #141058: Octadecane
57.0
—— —
21.50 22.00
5000 m/z 85.10 45.10%
99.0
L4 Mo gm0 2540
o‘m”_u“‘ “ w‘m“wH“HH_M,HH
miz--> 100 150 200 250 300
Abundance #158597: Nonadecane — —
57.0 21.50 22.00
m/z 55.00 20.31%
- WLM
99.0
oL L 1410 1830 2250 2680
“““‘ A R e N AL AR R e —— ——
m/z--> 100 150 200 250 300 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Pentadecane, 8-hexyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
22.201 2.88 ng 136187  Chrysene-di12 21.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 90
2 Docosane 310 C22H46 000629-97-0 87
3 Tetracosane 338 C24H50 000646-31-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 3253 (22.201 min): BG058565.D\data.ms (-3247) (- | m/z 57.00 100.00%

57.0
5000

‘ ‘ 99.1 22.00 22.50

1411
- L1 |y 19111831 2330 2810 3550 771 6p  53.67%

m/z--> 50 100 150 200 250 300 350
Abundance #194597: Pentadecane, 8-hexyl-
43.0

5000 85.0 s s
22.00 22.50

m/z 43.00 51.41%

196.0
ol A LLL L PIO 1 ese0zs0
m/z--> 50 100 150 200 250 300 350
Abundance #212281: Docosane
57.0

T —
22.00 22.50

5000 m/z 85.05 40.46%
99.0
oL Ly i FAE0 1830 225.0 267.0 310.0
R e e e RR
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane T —
57.0 22.00 22.50

m/z 55.00 21.06%

5000
‘H 99.0
I

ol L L) h\ , 141.0 183.0 225.0 267.0 338.0
AR e i S e . .
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\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.853 3.69 ng 174978  Chrysene-di12 21.449
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane 394 (C28H58 000630-02-4 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Octadecane 254 C18H38 000593-45-3 83
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 80
Abundance Scan 3364 (22.853 min): BG058565.D\data.ms (-3358) (- | m/z 57.00 100.00%
57.0
. \/JL
9.0 22%6 2356
0 L 'y “““L 5P 20702000 n/z 43.00 57.98%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 — e
22.50 23.00
m/z 71.00 57.61%
oL ‘L‘ 1 M | 141:9183.0225.0267.0309.0 367.0
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— —
22.50 23.00
5000 m/z 85.05 47 .50%
9.0
ol h‘ | | ;141.0183.0225.0 281.0 337.0 394.
B o o R EL e e S
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane o T
57.0 22.50 23.00
m/z 55.00 27.32%
5000
9.0
ol peoz0 200 T T
m/z--> 50 100 150 200 250 300 350 22.50 23.00

8270-BG0O72823.M Wed Aug 02 11:18:23 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Supraene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.035 2.34 ng 137461  Perylene-di2 24.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
3 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 64
4 Farnesol isomer a 222 C15H260 1000108-92-4 64
5 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 59
Abundance Scan 3395 (23.035 min): BG058565.D\data.ms (-3389) (- 69.00 100.00%
69.0
‘ [ 7% 1o10 281.9 3411 23.00
0 “‘NWHHMNMWW\ eSO~ L T <Ot 81.00  51.75%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000
23 00

41.00  23.43%

137.0
0270 4| |, 1010 2730 3410 410
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0

23 00
5000 95.00  14.93%
136.0
D
0Ll osomo
m/z--> 50 100 150 200 250 300 350 400
Abundance #66993: 1,5,9-Decatriene, 2,3,5,8-tetramethyl-
69.0 23 00

m/z 68.00 11.64%

5000
- 137.0
0 | TETEY Mﬂ Madgty " e

m/z--> 50 100 150 200 250 300 350 400 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 Hexadecane, 1-iodo- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.611 2.26 ng 132491  Perylene-di2 24.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 87
2 Octadecane 254 C18H38 000593-45-3 87
3 Eicosane 282 C20H42 000112-95-8 86
4 Docosane 310 C22H46 000629-97-0 86
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 3493 (23.611 min): BG058565.D\data.ms (-3487) (- | m/z 57.00 100.00%
57.0
99.0 LN LN
23.50 24.00
155.1
0L ‘NphhuWW«N‘W“Hnu%Q%%““V‘%B}p“‘§4}9‘ m/z 43.00 58.25%
miz--> 50 100 150 200 250 300 350
Abundance #261137: Hexadecane, 1-iodo-
57.0
5000 — —
23.50 24.00
99.0 m/z 70.95 57.52%
" 155.0 225.0
O\“\‘\“‘\‘}‘\M\“\\\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane
57.0
—— —
23.50 24.00
5000 m/z 85.05 45, 80%
99.0
||| ||, 14101830 2540
oL b b T
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane — —
57.0 23.50 24.00
m/z 55.00 22.46%
. MMWWMWWNN/\MWWNMWWW%
9.0
0 141.0 183.0 225.0  282.0
e e e T 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\BG@80123\
Data File : BG@58565.D

Acqg On 1 Aug 2023 16:42

Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.M
: 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 unknown25.151 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
25.151 26.41 ng 1549060  Perylene-d12 24.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 propanedinitrile, 2-(2,6-dipheny... 296 C20H12N20 1000402-09-2 27
2 4-(2-Benzofuranyl)-2-chloro-6-(2... 296 C16H9C1N202 131022-75-8 27
3 (2S,7R,Z)-2-Ethyl-1-methyl-3-pen... 325 C20H27N30 1000482-33-2 25
4 1-Methyl-2,4,6-tris(cyclopentyl)... 296 C22H32 100325-74-4 22
5 2-(2-Quinolyl)(1,2,4)triazolo(1,... 296 C19H12N4 1000241-15-8 22

Abundance Scan 3755 (25.151 min): BG058565.D\data.ms (-3744) (- | m/z 296.00 100.00%
296.
104.0
5000 3410 /\
240.0
148.0 —— —r—
50.0 ‘ 196.0 ‘ 384, 25.00 25.50
ol b o L b LS 7 103,95 54.89%
miz--> 50 100 150 200 250 300 350
Abundance #194488: propanedinitrile, 2-(2,6-diphenyl-4H-pyran-4-yli
296.0
5000 — —
77.0 25.00 25.50
28.0 o
m/z 341.00 51.11%
240.0
‘ | 14801890 |
Ot \‘\‘i“ \‘\‘M\ t “‘\ \“\ ™ — “\‘\ T \h‘ \‘“”\ L
miz--> 50 100 150 200 250 300 350
Abundance #193909: 4-(2-Benzofuranyl)-2-chloro-6-(2-furanyl)pyrimi
296.0
— —
25.00 25.50
5000 m/z 76.00 35.12%
63.0 148.0 205.
ol bl 3030 gl 41" ["2es0) L
m/z--> 50 100 150 200 250 300 350
Abundance #230543: (2S,7R,Z)-2-Ethyl-1-methyl-3-pentylidene-7-ph — —
296.0 25.00 25.50
254.0 m/z 324.00  34.34%
5000
420 10301450 30 ‘ |
0 \\\MN\WWNNWWWHW\\W‘W‘MW\WJ\\H\‘\\N\‘\ — —— ——
m/z--> 50 100 150 200 250 300 350 25.00 25.50

8270-BG072823.M Wed Aug 02 11:18:26 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@80123\
Data File : BG@58565.D

Acqg On : 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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 unknown31.120 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
31.120 35.75 ng 2096930  Perylene-d12 24.522
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Picolinyl 8-(5-hexyl-2-furyl)-oc... 385 C24H35N03 1000335-93-0 25
2 3-Hydroxy-6,3',4"'-trimethoxyflav... 400 C21H2406Si 1000448-94-7 22
3 3-Hydroxy-7,8,4"'-trimethoxyflavo... 400 C21H2406Si 1000454-18-7 12
4 2,3-Dibenzyl-5,8-dimethoxy-6-ami... 385 C24H23N302 056393-28-3 12
5 3-Hydroxy-7,8,2"'-trimethoxyflavo... 400 C21H2406Si 1000454-19-8 10
Abundance Scan 4771 (31.120 min): BG058565.D\data.ms (-4752) (- | m/z 385.00 100.00%
385.0
104.0
5000 296.0 /L
149.0 —— ——
50.0 ‘ “ ‘ 340.9 31.00 3150
Y | N NN W mm_ﬂ_m,‘ m/z 104.00 47.61%
miz--> 50 100 150 200 250 300 350 400
Abundance #291859: Picolinyl 8-(5-hexyl-2-furyl)-octanoate
92.0 164.0 385.0
328.0
5000 - ——
220.0 31.00 31.50
‘ m/z 296.00 40.087%
ol \‘ M\ \‘\ ‘\ I} \“\ A Ly \‘M‘ ‘Mh “ I “h‘ \N\ ‘MM‘\ ‘H“\ “\“‘ “ “\ “\‘ TN
m/z--> 50 100 150 200 250 300 350 400
Abundance #302213: 3-Hydroxy-6,3',4'-trimethoxyflavone, trimethylsi
385.0
v -
31.00 31.50
5000 m/z 76.00 25.67%
ols0 | 154.0 511,0253.0299.0341.0 | |
T e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #302210: 3-Hydroxy-7,8,4'-trimethoxyflavone, trimethylsil —F— P
385.0 31.00 31.50
m/z 149.00 22.01%
5000
73.0
QL5 T 1350 1920 5410 209.0%19) |
T T e e e — P
m/z--> 50 100 150 200 250 300 350 400 31.00 31.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG080123\
Data File : BGO58565.D

Acqg On 1 Aug 2023 16:42
Operator : MA/JU

Sample : 03715-13

Misc

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG072823.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|
1-Dodecanol 14.099 7.0 ng 272399 3 14.463 777006 20.0
Benzophenone 15.820 21.3 ng 828320 3 14.463 777006 20.0
n-Hexadecanoic ... 18.100 15.4 ng 698180 4 17.207 907041 20.0
Octadecanoic acid 19.375 8.5 ng 403978 5 21.449 947335 20.0
1,4-Benzenedica... 19.733 2.4 ng 113798 5 21.449 947335 20.0
Heptadecane 20.621 2.4 ng 111611 5 21.449 947335 20.0
Octacosane, 2-m... 21.102 3.2 ng 151086 5 21.449 947335 20.0
Octadecane 21.625 2.7 ng 128432 5 21.449 947335 20.0
Pentadecane, 8-... 22.201 2.9 ng 136187 5 21.449 947335 20.0
Hexacosane 22.853 3.7 ng 174978 5 21.449 947335 20.0
Supraene 23.035 2.3 ng 137461 6 24.522 1173160 20.0
Hexadecane, 1-i... 23.611 2.3 ng 132491 6 24.522 1173160 20.0
unknown25.151 25.151 26.4 ng 1549060 6 24.522 1173160 20.0
unknown31.120 31.120 35.8 ng 2096930 6 24.522 1173160 20.0
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