LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc :

ALS Vvial : 11 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: BF134488.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.457 570 573 588 rBV 2308801 2418696 93.65% 9.563%
2 5.992 661 664 670 rBvV 41171 39665 1.54% 0.157%
3 6.469 741 745 753 rBV 2228406 2359037 91.34% 9.327%
4 6.534 753 756 767 rVB 187999 214309 8.30% 0.847%
5 6.822 802 805 818 rBV 770790 664833 25.74%  2.629%
6 7.386 897 901 912 rBV 1756154 1513139 58.59% 5.983%
7 8.098 1019 1022 1035 rBV 946187 898229 34.78%  3.552%
8 9.175 1201 1205 1209 rBV 2587064 2458266 95.18% 9.720%
9 9.574 1270 1273 1280 rVB 285571 223097 8.64% 0.882%
10 9.857 1317 1321 1325 rBV 1004631 805867 31.20%  3.186%
11  9.892 1325 1327 1330 rVB 38797 31647 1.23% 125%
12 10.410 1411 1415 1421 rVB 37214 33395 1.29% 132%

13 10.651 1452 1456 1467 rBV 1872419 1689333 65.41%
14 10.845 1485 1489 1495 rVB2 108296 136646 5.29%
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B

15 10.945 1503 1506 1510 rBV 883727 819736 31.74% 241%
16 11.092 1526 1531 1536 rBV2 25108 37738 1.46% 0.149%
17 11.151 1538 1541 1543 rVV 127708 113402 4.39% 0.448%
18 11.210 1547 1551 1553 rVV3 48505 44618 1.73% ©.176%
19 11.251 1553 1558 1562 rVB3 21634 33710 1.31% ©0.133%
20 11.298 1562 1566 1569 rBV 126117 105562 4.09% 0.417%
21 11.351 1572 1575 1578 rVV 1042589 896486 34.71%  3.545%
22 11.374 1578 1579 1586 rVV 202901 175397 6.79% 0.694%
23 11.451 1590 1592 1595 rVB2 85081 73354  2.84% 0.290%
24 11.639 1622 1624 1630 rVB3 41972 43564 1.69% 0.172%
25 11.857 1657 1661 1662 rBV 38032 30908 1.20% ©.122%
26 11.880 1662 1665 1673 rVV3 457013 484795 18.77% 917%
27 11.968 1677 1680 1683 rBV 40043 42544  1.65% 168%
28 12.192 1715 1718 1723 rBV 28832 31136 1.21%

29 12.574 1779 1783 1786 rBV 312663 279823 10.83%
30 12.668 1796 1799 1806 rBV 167547 208140 8.06%
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31 12.804 1816 1822 1827 rBV 236388 243192  9.42%
32 12.945 1842 1846 1849 rBV 2837823 2582775 100.00% 10.212%
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N
N
R

33 13.021 1856 1859 1865 rvB4 17758 28951 1.12% 0.114%
34 13.657 1964 1967 1973 rVB 23288 33390 1.29% 0.132%
35 13.762 1982 1985 1987 rBV 27557 28750  1.11% 0.114%

36 13.862 1997 2002 2009 rBV3 131436 230722 8.93% 0.912%

8270-BF072423.M Thu Jul 27 17:31:22 2023 Pag 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc :

ALS Vvial : 11 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 13.921 2009 2012 2015 rVB2 30558 27993 1.08% 0.111%
38 13.980 2019 2022 2024 rBV 78680 82197 3.18% ©.325%
39 14.010 2024 2027 2030 rW 590699 587873 22.76% 2.324%
40 14.039 2030 2032 2036 rVW2 116697 125916 4.88% ©.498%
41 14.109 2040 2044 2048 rVB3 33084 45353 1.76% ©.179%
42 14.204 2056 2060 2063 rBvV 1711233 1456513 56.39% 5.759%
43 14.227 2063 2064 2067 rVB 123745 74820 2.90% 0.296%
44 14.362 2083 2087 2090 rBV 723415 633281 24.52% 2.504%
45 14.504 2107 2111 2114 rBv4 50484 75737 2.93% ©.299%
46 14.633 2130 2133 2137 rBV2 72347 84225 3.26% 0.333%
47 14.933 2181 2184 2188 rVB2 77477 77060 2.98%  ©.305%
48 15.068 2203 2207 2210 rBV 96485 145340 5.63% ©.575%
49 15.127 2214 2217 2221 rVB3 43222 53291 2.06% 0.211%
50 15.180 2221 2226 2234 rBV4 65528 142488 5.52% 0.563%
51 15.380 2256 2260 2264 rVB 53218 65679 2.54% 0.260%
52 15.445 2267 2271 2276 rVB 52525 69842 2.70% 0.276%
53 15.504 2276 2281 2294 rBV 398553 566373 21.93% 2.239%
54 15.727 2315 2319 2326 rVB5 41810 66526 2.58% 0.263%
55 15.962 2355 2359 2366 rBV 45267 70214 2.72% ©.278%
56 16.062 2370 2376 2377 rBVS 24102 45914 1.78% 0.182%
57 16.803 2497 2502 2507 rBV5 37735 73228 2.84%  0.290%
58 17.045 2538 2543 2549 rVB3 36714 71307 2.76%  ©.282%
59 18.074 2711 2718 2726 rVB 215712 512666 19.85% 2.027%
60 18.844 2843 2849 2850 rBV2 52450 82722 3.20% ©.327%
Sum of corrected areas: 25291410
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Jul 2023 18:31
¢ CG\JU
. 03724-04

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
BF134488.D

: 11 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

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF134488.D\data.ms

5.457

6.469

7.386

6.822

534
5.992

Time-->

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

2500000

2000000

1500000

1000000

500000

TIC: BF134488.D\data.ms
12.945
9.175

10.651

11.351
9.857
8.098 10.945

0
Time-->

12.57
1 4 2 880
1 454 6391 852682.192 021
‘ = SN Gy .+ Wb BISS S IR S 88 5

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

11.880
9.574
L A 9.892 10.410 Uo'f\"‘

Abundance

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF134488.D\data.ms

14.204

14.362

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 .alpha.-Methylstyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.534 6.45 ng 214309 1,4-Dichlorobenzene-d4 6.822

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .alpha.-Methylstyrene 118 C9H1e 000098-83-9 93
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 60
3 Benzene, 1-ethenyl-3-methyl- 118 C9H1e 000100-80-1 53
4 Acetic acid, chloro-, 3-phenylpr... 212 C11H13C102 064046-48-6 47
5 Cyclopropanecarboxylic acid, 3-p... 204 C13H1602 1000245-59-5 27
Abundance Scan 756 (6.534 min): BF134488.D\data.ms (-753) (-) m/z 118.10 100.00%

118.1
5000
78.0
51.0

‘ 6.20 6.40 6.60 6.80
el W 20690 s 117,10 81.96%
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #10196: .alpha.-Methylstyrene k
118.0

5000 s
6.20 6.40 6.60 6.80

m/z 103.10  61.45%

51.0 ‘
‘”?Z?“‘w“M“”M”‘WWH}MH‘W‘”‘W‘”\”‘W‘”‘ kkwﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
118.0

6.20 6.40 6.60 6.80

o

o

5000 ITI z 77.95 30.55%
91.0
39.0 63.0
O b bt M
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10204: Benzene, 1-ethenyl-3-methyl-
118.0 6.20 6.40 6.60 6.80

m/z 115.00  30.35%

5000
91.0
39.0 650 ‘
o250 | il g
D bbbt M

m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 2 2,4-Diphenyl-4-methyl-2(E)-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.845 3.05 ng 136646  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Diphenyl-4-methyl-2(E)-pentene 236 C18H20 022768-22-5 93
2 (E)-2-Hydroxy-4'-cyano-stilbene 221 C15H11NO 1000147-85-5 49
3 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 49
4 3,5-di-tert-Butyl-4-hydroxyanisole 236 C15H2402 000489-01-0 46
5 9H-carbazole, 3-ethenyl-9-ethyl- 221 C16H15N 1000400-80-8 38
Abundance Scan 1489 (10.845 min): BF134488.D\data.ms (-1485) (-] | m/z 143.05 100.00%
143.1
221.1
5000
— AL
10.50 11.00
0- m/z 221.10 75.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118900: 2,4-Diphenyl-4-methyl-2(E)-pentene
143.0
91.0
5000 221.0 S WO | &
15.0 10.50 11.00
m/z 91.00 65.35%
43.0 193.0
67.0 67.
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
221.0
10.50 11.00
5000 m/z 236.10 47 .15%
165.0190.0
A SNV R NS ML i F Aaaa
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118914: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phen P b
221.0 10.50 11.00
m/z 128.05 42 .47%
5000
143.0
91.0
191.0
NI L7 N S R ¥
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 1H-Indene, 2,3-dihydro-1,1,... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.945 18.29 ng 819736  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 78
2 Indolizine, 6-ethyl-2-phenyl- 221 C16H15N 079373-01-6 49
3 2-Pentene, 4-methyl-2,4-diphenyl- 236 C18H20 006258-73-7 47
4 3,5-di-tert-Butyl-4-hydroxyanisole 236 C15H2402 000489-01-0 37
5 Benz[j]isoquinoline, 3,6,8-trime... 221 C16H15N 061171-16-2 37
Abundance Scan 1506 (10.945 min): BF134488.D\data.ms (-1503) (- m/z 221.10 100.00%
221.1
5000 143.0
91.0 \A\ T ‘ \A\
11.00
ol 5%0‘ ol “ “H‘ “ i wop - 88L n/z 143,00 47.19%
miz--> 50 100 150 200 250 300
Abundance #118912: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phen
221.0
5000 ‘A‘ T ‘A‘
11.00
910 1430 m/z 90.95 28.80%
51.0 | ‘ 178.0 ‘
ol \‘\ ‘\ ‘u‘\“ \‘ uh“‘\\‘ ‘u‘ T, \‘h uu‘ | ““ T
miz-> 50 100 150 200 250 300
Abundance
221.0
11.00
5000 m/z 128.05 20.89%
103.0
. 39.0 139.0 178.0
e
m/iz--> 50 100 150 200 250 300
Abundance #118896: 2-Pentene, 4-methyl-2,4-diphenyl- A A
221.0 11.00
m/z 222.10 19.77%
5000 91.0
1o, 0o |
0l ‘ i MM‘u i T L A T Al A
m/z--> 50 100 150 200 250 300 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31

Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072423.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 4 2-Pentene, 4-methyl-2,4-dip... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.151 2.53 ng 113402  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 90
2 2-Pentene, 4-methyl-2,4-diphenyl- 236 C18H20 006258-73-7 76
3 4(1H)-Quinolinone, 2-phenyl- 221 C15H11INO 014802-18-7 55
4 2-tert-Butyl-5-methylphenol, tri... 236 C14H240Si 1000466-88-9 53
5 3,5-di-tert-Butyl-4-hydroxyanisole 236 C15H2402 000489-01-0 50
Abundance Scan 1541 (11.151 min): BF134488.D\data.ms (-1538) (- m/z 221.20 100.00%
221.2
5000 143.0
91.0
NN G| MY S
510 115.0‘ 178.1 ‘ 11.00 11.50
O ety b m“ “w‘ . T ‘w‘u : “H b b m/z 143.00  48.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118914: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phen
221.0
5000 AL
143.0 11.00 11.50
91.0 m/z 91.e0 31.14%
O \‘2\7\‘\0\ ‘TE)\J-\.\()‘ TTT \“ T \“\ T ““\‘1\1\-?‘.\0‘!‘\ T ‘ } TT \:IY‘G\??Q“].\%‘:}L\'(‘)”M TT “\ TT !“ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
221.0
11.00 11.50
m/z 236.10  20.23%
5000 91.0
143.0
115.0
o 51.0 167.0191'0
R R R L N e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #100424: 4(1H)-Quinolinone, 2-phenyl- LA S
221.0 11.00 11.50
m/z 127.95 18.56%
193.0
5000
51.0 89.0 165.0
) LRI e N S “‘ - AL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 2,4-Diphenyl-4-methyl-1-pen... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.298 2.36 ng 105562  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,4-Diphenyl-4-methyl-1-pentene 236 C18H20 1000111-58-0 94
2 Benzene, 1,1'-(1,1,2,2-tetrameth... 238 C18H22 001889-67-4 83
3 Benzene, tert-butyl- 134 C1eH14 000098-06-6 78
4 Phenyl 2-phenylisopropyl sulfide 228 C15H16S 004148-93-0 78
5 Benzene, (1,1-dimethylbutyl)- 162 C12H18 001985-57-5 78

Abundance Scan 1566 (11.298 min): BF134488.D\data.ms (-1562) (- m/z 119.10 100.00%
119.1

5000 91.0
e N .
| 649 1450 180.0 236.2 11.00 1150
Ot bogb o 145:0 18002041 2362 g1 0 47.29%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #118894: 2,4-Diphenyl-4-methyl-1-pentene
119.0
5000

91.0 11.00 11.50
m/z 41.00 15.10%

41.0
650 1450 180.02040 2360
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
119.0

— —
11.00 11.50

o

m/z 120.10  11.27%
5000 910
41.0
0 65.0 1450 180.0204.0 236.0
R e R R R R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 A
Abundance #17021: Benzene, tert-butyl- e AR
119.0 11.00 11.50
m/z 77.10 10.64%
5000 91.0
41.0
L4232 |
O e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 6 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.880 10.82 ng 484795  Phenanthrene-d10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1665 (11.880 min): BF134488.D\data.ms (-1662) (- m/z 72.95 100.00%
43.0 73.0
5000
129.1
213.2 — P
‘ H‘lcw 171.1 ‘ 256.2  11.50 12.00
oww“‘l‘w! Al M”H‘wm‘MHw‘u_‘m_wmww‘_ m/z 43.85  92.04%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [ T
11.50 12.00
97.0 157018502130 560 | M/Z 59.95  89.35%
0\H‘HH“}‘HH!H\H‘H‘H\‘\\‘}h“‘\\”‘M\“\‘\\‘\H\‘HH‘\‘H\‘\H‘\‘HH‘\H!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance
43.0 730
— S
11.50 12.00
5000 129.0 m/z 41.10 73.62%
171.0
101.0 214.0
015.0
R an e e e e
m/z--> 20 40 60 80 100120140160 180 200 220 240260
Abundance #126199: Pentadecanoic acid = —
43.0 ,73.0 11.50 12.00
m/z 57.05 73.62%
5000 129.0
199.0
s ) e T
0%?RkwﬁwwJMNMHNHM‘WH_‘JMﬂ‘JHW‘HWH‘WHH“ — o
m/z--> 20 40 60 80 100120140160 180200 220 240 260 11.50 12.00

8270-BF072423.M Thu Jul 27 17:31:28 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.668 4.64 ng 208140  Phenanthrene-di10 11.351
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 72

Abundance Scan 1799 (12.668 min): BF134488.D\data.ms (-1796) (- m/z 43.05 100.00%

43.0 73.0
5000
129.1

-
| 12.50 13.00
Y m/z 72.95 90.72%

m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0 284.C

5000 = S
185.0 2410 12.50 13.00

m/z 59.95 79.74%

”
m/z--> 20 40 0 80 100120140160180200220240260280
Abundance
43,0 730
oot

o

o

o

12.50 13.00
5000 129.0 m/z 57.05 78.38%
199.0 2420
0 158.0
[T T T T e o e P e T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #143510: n-Hexadecanoic acid T —

60.0 12.50 13.00

m/z 55.05 74.28%

5000 129.0
] 97.0 n1o mfo 2To
‘ |l 4l H H\ Hh‘ ‘\ i

m/z--> 20 40 60 80 100120140160180200220240260280 12.50 13.00

o

8270-BF072423.M Thu Jul 27 17:31:28 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 1-Tetracosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.863 7.85 ng 230722  Chrysene-di12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tetracosene 336 C24H48 010192-32-2 50
2 1-Heneicosanol 312 C21H440 015594-90-8 46
3 1-Tricosene 322 C23H46 018835-32-0 46
4 Behenic alcohol 326 C22H460 000661-19-8 46
5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 45
Abundance Scan 2002 (13.862 min): BF134488.D\data.ms (-1997) (- m/z 57.10 100.00%
57 150.1
5000
— ——
13.50 14.00
0yl m/z 55.05 97.84%
m/z--> 50 100 150 200 250 300
Abundance #244231: 1-Tetracosene
43.0 83.0
5000 — —
13.50 14.00
25.0 m/z 43.05 88.90Y%
O T \“\ ‘\““‘\ “‘ ‘\ \‘H“ ‘H‘ ‘“ ’%\6§.(\)\2‘1(\).\0\ T ’ T T T ‘ T \3\36\.'
miz--> 50 100 150 200 250 300
Abundance
55.0
97.0
— ——
13.50 14.00
5000 ITI/Z 159.05 83.64%
0 19.0 1390 182.0 224.0 266.0
T T e
miz--> 50 100 150 200 250 300
Abundance #227234: 1-Tricosene oo oPa_Fpe A
43.0 83.0 13.50 14.00
m/z 83.05 81.41%
5000
25.0
Lm0 w0 e
m/z--> 50 100 150 200 250 300 13.50 14.00

8270-BF072423.M Thu Jul 27 17:31:29 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 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 9 3,4-Bis-(methylthio)-quinoline Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.204  49.55 ng 1456510  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Bis-(methylthio)-quinoline 221 C11H11NS2 074579-34-3 50
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 47
3 2-Pentene, 4-methyl-2,4-diphenyl- 236 C18H20 006258-73-7 43
4 Indole, 5-(4-methylphenyl)-N-met... 221 C16H15N 1000380-54-7 43
5 Benz[j]isoquinoline, 3,6,8-trime... 221 C16H15N 061171-16-2 38

Abundance Scan 2060 (14.204 min): BF134488.D\data.ms (-2056) (- m/z 221.10 100.00%
221.1
91.0
5000
143.0
41.1 1400 1450
MR I ul LATRE Ll 2831 3392 T ar o5 57,064
miz--> 50 100 150 200 250 300 350
Abundance #99935: 3,4-Bis-(methylthio)-quinoline
221.0
5000
14 OO 14 50
173.0 m/z 119.05 43.31%
132.
O\\\‘\\\\\\ H‘h\“h\‘\‘“\\‘\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
221.0
14 00 14 50
5000 m/z 143.00 33.55%
143.0
91.0
41.0 179.0
T e
m/z--> 50 100 150 200 250 300 350 A
Abundance #118896: 2-Pentene, 4-methyl-2,4-diphenyl- — =
221.0 14.00 14.50
m/z 105.05 32.89%
5000 91.0
1430
oo LA L SN N
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF072423.M Thu Jul 27 17:31:30 2023 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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@ 1-Propene, 3-(2-cyclopenten... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.227 2.55 ng 74820  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propene, 3-(2-cyclopentenyl)-2... 274 C21H22 1010154-23-3 64
2 Benzo[h]quinoline, 2,4-dimethyl- 207 C15H13N 000605-67-4 64
3 2-[2-[2-(4-Chloro-phenoxy)-ethyl... 361 C17H16CIN302S 1000296-99-3 50
4 2-Methyl-7-phenylindole 207 C15H13N 001140-08-5 47
5 1-Methyl-3-phenylindole 207 C15H13N 030020-98-5 43

Abundance Scan 2064 (14.227 min): BF134488.D\data.ms (-2063) (-] | m/z 207.10 100.00%

207.1
5000 91.0
129.0

=
41.0 ‘ “ ‘ 2850 3410 14.00 14.50
0o L OTRL Ly 2830 SALO 2 9100 38.49%
miz--> 50 100 150 200 250 300 350
Abundance #166430: 1-Propene, 3-(2-cyclopentenyl)-2-methyl-1,1-di
207.0
129.0
5000 s —
91.0 14.00 14.50

m/z 119.10  27.53%

41.0 274.0
O T ‘\ ‘\‘ ‘ \‘\ \ \‘ ‘\‘\‘M T ‘]_\6‘7\Ph ‘\ LI ‘ T \‘\ T ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance
207.0

14.00 14.50
5000 m/z 129.00 22.67%
0 76.0 127.016°0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #270426: 2-[2-[2-(4-Chloro-phenoxy)-ethylsulfanyl]-benzg P 7
207.0 14.00 14.50

m/z 208.10  17.30%

163.0
5000
119.0
390 /7 i M o ged A | Lso.o 3040 361( ‘

T
m/z--> 50 100 150 200 250 300 350 14.00 14.50

o

8270-BF072423.M Thu Jul 27 17:31:31 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 unknownl4.362 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
14.362 21.54 ng 633281 Chrysene-di2 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 59

2 2-Methyl-4,4-diphenyl-3,4-dihydr... 298
3 Oxazole, 2,5-diphenyl- 221
4 1-(2-Hydroxy-5-methylphenyl)prop... 236

C21H18N2
C15H11NO
C13H2002S1

1000300-40-0 47
000092-71-7 38
1000506-71-9 38

5 1-[1-(4,6-Dimethoxy-[1,3,5]triaz... 264 C10H12N603 1000276-03-7 38
Abundance Scan 2087 (14.362 min): BF134488.D\data.ms (-2083) (- m/z 221.10 100.00%
221.1
5000 91.0
143.1
41.0 ‘ ‘ 14 50
oAb by L1379y |, 2830 3302 90.95  42.34%
m/z--> 50 100 150 200 250 300 350
Abundance #118913: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phen
221.0
5000
143.0 14.50
91.0 m/z 119.05  35.09%
0\\4]\-‘0\ o ‘\ “H\“\ “\ \“ ‘\‘\ ik ﬁ‘)‘w\ g \L\ LA L B B B
m/z--> 50 100 150 200 250 300 350
Abundance
221.0
. T
14.50
5000 ITI/Z 143.05 28.01%
77.0
143.0
0 39.0 180.0 257.0 298.0
I B L e e R N e R
m/z--> 50 100 150 200 250 300 350 A
Abundance #100406: Oxazole, 2,5-diphenyl- o
221.0 14.50
m/z 105.05 19.99%
5000
165.0
oHM —
m/z--> 5 1 0 150 200 250 300 350 14.50

8270-BF072423.M Thu Jul 27 17:31:31 2023

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 1-Heptadecene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.504 2.58 ng 75737  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptadecene 238 C17H34 006765-39-5 90
2 10-Heneicosene (c,t) 294 C21H42 095008-11-0 70
3 8-Heptadecene 238 C17H34 002579-04-6 70
4 Triacontan-15-ol 438 C30H620 031849-26-0 64
5 Cyclotetracosane 336 C24H48 000297-03-0 64
Abundance Scan 2111 (14.504 min): BF134488.D\data.ms (-2107) (-} | m/z 43.10 100.00%
43.1 83.1
149.0
5000
240.1 — ‘
293.1
195.1 355. 14.50
(R T m/z 57.10  93.63%
m/z--> 50 100 150 200 250 300 350
Abundance #121340: 1-Heptadecene
57.0
97.0
5000 ——
14.50
m/z 55.10  93.56%
Ol\s\q\ ‘ “ T “\ T \“‘ ‘1“ 1-4? ?\1‘78\2\0 \ \2\3§‘()\ LI ’ LI ‘ T
miz--> 50 100 150 200 250 300 350
Abundance
55.0
T
97.0 14.50
5000 m/z 83.10 90.75%
14.0 139.0 294.0 WW
e
m/z--> 50 100 150 200 250 300 350
Abundance #121339: 8-Heptadecene 7 |
55.0 14.50
7.0 m/z 149.00  78.74%
5000
238.0
40.0
m/z--> 50 100 150 200 250 300 350 14.50

8270-BF072423.M Thu Jul 27 17:31:32 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 1,3-Benzenedicarboxylic aci... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.633 2.87 ng 84225  Chrysene-d12 14.009
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 53
2 Terephthalic acid, di(4-octyl) e... 390 C24H3804 1000323-74-2 50
3 Terephthalic acid, 3-hexyl octyl... 362 C22H3404 1000356-23-1 27
4 1,4-benzenedicarboxylic acid, mo... 208 C11H1204 1000400-56-6 18
5 Phthalic acid, allyl ethyl ester 234 C13H1404 033672-94-5 11
Abundance Scan 2133 (14.633 min): BF134488.D\data.ms (-2130) (- m/z 70.00 100.00%
70.0 149.0
261.1
5000
s 1500
11 208.0 , : :
0 “Wpﬂ WMWWMWMW‘HWMWMWHMW‘HMW“\‘\\\§?§%\ m/z 149.00  95.38%
miz--> 50 100 150 200 250 300 350
Abundance #295778: 1,3-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0
167.0 261.0
5000 —r— —
14.50 15.00
m/z 261.10 58.79%
o M h 0| ‘ 250 3040 3610
\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
261.0
167.0 14.50 15.00
5000 ’ m/z 112.05 52.96%
112.0
02&0 70.0
A B e T T B
m/z--> 50 100 150 200 250 300 350 waf»
Abundance #271813: Terephthalic acid, 3-hexyl octyl ester WW”MW“ : —i
261.0 14.50 15.00
m/z 57.10 45.46%
167.0
5000
84.0
43.0
om““”‘ﬂ‘:‘m“HZFI‘O‘;mm‘mh“um_m‘m — —
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF072423.M Thu Jul 27 17:31:33 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 Oxirane, tridecyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.933 2.72 ng 77060  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, tridecyl- 226 C15H300 018633-25-5 87
2 18-Nonadecen-1-o0l 282 C19H380 1000142-89-2 86
3 Pentadecanal- 226 C15H300 002765-11-9 83
4 (Z)-14-Tricosenyl formate 366 C24H4602 077899-10-6 80
5 Z-2-Octadecen-1-0l 268 C18H360 1000131-11-0 72
Abundance Scan 2184 (14.933 min): BF134488.D\data.ms (-2181) (- m/z 57.10 100.00%
57.1
96.0
5000
——
H 381 1042 471,50 3623 15.00
oL ‘\‘ im L‘\ \‘H\L\\W\M\\\ el ‘u“\ “‘d‘%‘w‘.‘ S N m/z 43.10 83.66%
m/z--> 50 100 150 200 250 300 350
Abundance #107157: Oxirane, tridecyl-
41.0 82.0
5000 1
15.00
m/z 82.05 82.88%
24.0
0 \‘L ‘\‘\““:’1\[‘\““‘\ “‘i ‘%\6“8\\0\2‘08\9\ L I B
miz--> 50 100 150 200 250 300 350
Abundance
55.0
—
15.00
5000 ITI/Z 55.05 62.14%
96.0
0 138.0 180.0 222.0 264.0
e s e
m/z--> 50 100 150 200 250 300 350
Abundance #107139: Pentadecanal- —
82.0 15.00
41.0 m/z 96.05 58.67%
5000
24.0
m/z--> 50 100 150 200 250 300 350 15.00

8270-BF072423.M Thu Jul 27 17:31:33 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 n-Tetracosanol-1 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.180 5.03 ng 142488  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 90
2 Cyclohexadecane 224 C16H32 000295-65-8 83
3 3-Octadecene, (E)- 252 C18H36 007206-19-1 70
4 E-7-Octadecene 252 C18H36 1000130-92-0 70
5 Benzo[a]pyrene 252 C20H12 000050-32-8 64

Abundance Scan 2226 (15.180 min): BF134488.D\data.ms (-2221) (-] ' m/z 43.10 100.00%

43.] 252.1
97.0
5000
1‘139.1 191.1 355.0 401
M ‘I . " \! Wl L Wy H\M\‘\‘M ‘Hhh TR I -

— ——
ol ek, T ETHET ATt S

15.00 15.50
m/z--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57.0

m/z 83.00 97.63%
111.0
5000

T —
15.00 15.50

m/z 57.00  93.53%

ey “L‘ 193019502380  308.0
\\\\‘\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance
55.0

— —
97.0 15.00 15.50

o

5000 m/z 252.05 93.07%
o 139018L02240
e e e T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138525: 3-Octadecene, (E)-
59.0 15.00 15.50

m/z 55.00  85.49%

5000
11.0

-

27.0
| |1 1154.0196.0 2520

WS E Y E K 5ot H i BS— — ——
miz--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF072423.M Thu Jul 27 17:31:34 2023 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 Heptadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
15.962 2.48 ng 70214  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Docosane, 11-butyl- 366 C26H54 013475-76-8 86
4 Pentacosane 352 C25H52 000629-99-2 86
5 Tetratetracontane 619 C44H90 007098-22-8 86
Abundance Scan 2359 (15.962 min): BF134488.D\data.ms (-2355) (- m/z 57.10 100.00%
57.1
5000 kawj\wwwﬂwfRWWWwwvw
9.0 1600
16.00
253.1
0 “@$VJMWMWMMM %%&%n&wubwjﬂ§9ﬁ¥‘$?§9“‘ m/z 71.18  69.45%
miz--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane
57.0
5000 T
16.00
9.0 m/z 43.05 66.32%
O]-\ .\d\ ‘\““\ “ \“‘\““ \“‘ \1\4“1‘0\]_\8\3\(‘)\ \2\4?‘0\ 1T ‘ T T ‘ T T
miz--> 50 100 150 200 250 300 350
Abundance
57.0
—
16.00
5000 m/z 85.10 51.37%
99.0
0 141.0183.0225.0 281.0 337.0 394.
e T T e
m/z--> 50 100 150 200 250 300 350
Abundance #275544: Docosane, 11-butyl- e
57.0 16.00
m/z 55.05 30.06%
- MWM
141.0
ol LI 10 21000530 5050 g5 .
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31

Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
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 unknownl6.803 Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
16.803 2.59 ng 73228  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-2-Hydroxy-4'-cyano-stilbene 221 C15H11NO 1000147-85-5 43
2 9H-carbazole, 3-ethenyl-9-ethyl- 221 C16H15N 1000400-80-8 30
3 Cyclohexyl-(octahydrobenzofuran-... 221 C14H23NO 1000190-83-1 30
4 3-Dimethylaminoacrylonitrile 96 C5H8N2 002407-68-3 30

5 Bicyclo[3.3.0]octan-3-one, 6-hyd... 154 C9H1402

1005239-70-2 30

Abundance Scan 2502 (16.803 min): BF134488.D\data.ms (-2497) (- m/z 221.05 100.00%
221.1
43.0 96.1
5000
143.0 292.1 — ——
181, 355. 16.50 17.00
0 m/z 96.10 79.16%
miz--> 50 100 150 200 250 300 350
Abundance #100431: (E)-2-Hydroxy-4'-cyano-stilbene
221.0
5000 — ——
16.50 17.00
m/z 43.00 75.74%
165.0
O\\\‘\\\\‘\\\\‘\“‘\M\MM‘ \\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance
221.0
— ——
16.50 17.00
5000 ITI/Z 55.05 70.80%
111.0 178.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #100378: Cyclohexyl-(octahydrobenzofuran-2-ylidene)-a “ —
221.0 16.50 17.00
m/z 57.05 61.23%
5000 178.0
41.0 1400
0 umJH\u hh h \‘ . — ——
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 unknownl8.074 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.074 18.10 ng 512666 Perylene-d12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,1'-(1,4-dimethyl-1-bu... 236 C18H20 052161-54-3 47
2 Indole, 5-(4-methylphenyl)-N-met... 221 C16H15N 1000380-54-7 38
3 2-Mercapto-4,6-dimethylnicotinon... 236 C11H16N2SSi 1000332-43-1 27
4 Benzenepropanoic acid, 2-methyl-... 206 C12H1403 051725-82-7 27
5 3-Amino-1-phenyl-1H-benzo[f]chro... 298 C20H14N20 111861-46-2 27
Abundance Scan 2718 (18.074 min): BF134488.D\data.ms (-2711) (|  m/z 221.15 100.00%
119.1 221.2
5000
* 18.00 |
57.1 .
ol 41‘? 24 Ll 10 2650 827. 0 "n 7 119,10 98.26%
miz--> 50 100 150 200 250 300
Abundance #118916: Benzene, 1,1'-(1,4-dimethyl-1-butene-1,4-diyl)
119.0
5000 221.0 IR [
410 18.00
77.0 m/z 91.10 52.77%
L HH‘”&" ‘
ol } ‘u ‘H‘\\‘ I ‘m‘\h‘ il ‘m‘ "t - ‘\ . S ee
miz--> 50 100 150 200 250 300
Abundance
221.0
T [
18.00
5000 m/z 143.05 27.27%
110.0
oL 420 760 144,0178.0
e e A e e
m/iz--> 50 100 150 200 250 300
Abundance #117864: 2-Mercapto-4,6-dimethylnicotinonitrile, TMS de Py ‘
221.0 18.00
m/z 105.05  23.79%
5000
73.0
oL 390 || 100014601800 |
e L e B o
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc

ALS vial : 11 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 unknownl8.845 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.845 2.92 ng 82722  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 43
2 (6-Chloro-2-methylhexan-2-yl)ben... 210 C13H19Cl 1417621-45-4 38
3 2,4-Diphenyl-4-methyl-1-pentene 236 C18H20 1000111-58-0 38
4 Indole, 5-(4-methylphenyl)-N-met... 221 C16H15N 1000380-54-7 38
5 1H-Indole, 1-ethyl-2-phenyl- 221 C16H15N 013228-39-2 35
Abundance Scan 2849 (18.844 min): BF134488.D\data.ms (-2843) (- m/z 221.10 100.00%
119.1 221.1
5000
1860 1880
41.0 77.0 ‘ 178.1 : :
oLl— | ‘\\“”mh\‘ L ‘H‘M il \\hv ‘m‘\ bt iy \}Nw‘h‘h\wm ‘\‘\\“‘\‘2‘6\?\"1\‘ [ ‘?"‘4919‘ m/Z 119.10 95.87%
miz--> 50 100 150 200 250 300 350
Abundance #118914: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-phen
221.0
5000 LN B B BB
143.0 18.60 18.80
91.0 m/z 91.00 51.75%
0 \\\5]‘“9\‘\ ‘\‘ ‘”H\“\ “‘\ \“ ‘\:‘L\??.WP‘”‘\ i AL B
miz--> 50 100 150 200 250 300 350
Abundance
119.0
T
18.60 18.80
5000 m/z 143.05 29.28%
0 41.0 77.0 159.0 210.0
e
m/z--> 50 100 150 200 250 300 350
Abundance #118894: 2,4-Diphenyl-4-methyl-1-pentene “’W‘V\A‘ A
119.0 18.60 18.80
m/z 222.15 23.54%
5000
41.0
T O B
m/z--> 50 100 150 200 250 300 350 18.60 18.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072623\
Data File : BF134488.D

Acqg On : 26 Jul 2023 18:31
Operator : CG\JU

Sample : 03724-04

Misc :

ALS Vvial : 11 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|
.alpha.-Methyls... 6.534 6.5 ng 214309 1 6.822 664833 20.0
2,4-Diphenyl-4-... 10.845 3.0 ng 136646 4 11.351 896486 20.0
1H-Indene, 2,3-... 10.945 18.3 ng 819736 4 11.351 896486 20.0
2-Pentene, 4-me... 11.151 2.5 ng 113402 4 11.351 896486 20.0
2,4-Diphenyl-4-... 11.298 2.4 ng 105562 4 11.351 896486 20.0
n-Hexadecanoic ... 11.880 10.8 ng 484795 4 11.351 896486 20.0
Octadecanoic acid 12.668 4.6 ng 208140 4 11.351 896486 20.0
1-Tetracosene 13.863 7.8 ng 230722 5 14.009 587873 20.0
3,4-Bis-(methyl... 14.204 49.5 ng 1456510 5 14.009 587873 20.0
1-Propene, 3-(2... 14.227 2.5 ng 74820 5 14.009 587873 20.0
unknownl4.362 14.362 21.5 ng 633281 5 14.009 587873 20.0
1-Heptadecene 14.504 2.6 ng 75737 5 14.009 587873 20.0
1,3-Benzenedica... 14.633 2.9 ng 84225 5 14.009 587873 20.0
Oxirane, tridecyl- 14.933 2.7 ng 77060 6 15.504 566373 20.0
n-Tetracosanol-1 15.180 5.0 ng 142488 6 15.504 566373 20.0
Heptadecane 15.962 2.5 ng 70214 6 15.504 566373 20.0
unknown16.803 16.803 2.6 ng 73228 6 15.504 566373 20.0
unknownl18.074 18.074 18.1 ng 512666 6 15.504 566373 20.0
unknown18.845 18.845 2.9 ng 82722 6 15.504 566373 20.0
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