LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On 1 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc :

ALS Vvial : 13  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-BF072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129679.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.075 471 474 485 rVB 188424 235002 5.01% 0.606%
2 5.487 539 544 547 rBV 4133682 3848632 82.10% 9.917%
3 6.493 711 715 727 rBV 3502716 3940985 84.07% 10.155%
4 6.840 770 774 777 rBV 1325794 1054216 22.49% 2.716%
5 7.404 865 870 873 rBV 2427551 2576356 54.96% 6.638%
6 8.122 988 992 995 rBV 1654609 1400591 29.88% 3.609%
7 8.834 1110 1113 1119 rVB 77303 64570 1.38% 0.166%
8 9.198 1169 1175 1178 rBV 5412925 4687983 100.00% 12.079%
9 9.534 1228 1232 1235 rBV 59823 65268 1.39% 0.168%
10 9.739 1264 1267 1270 rBV 128191 105877 2.26% 0.273%
11  9.881 1284 1291 1294 rBV 1669563 1521048 32.45% 919%
12 10.422 1380 1383 1390 rVB3 37550 57290 1.22% 148%
13 10.639 1417 1420 1422 rBV2 77353 64106 1.37%

14 10.675 1422 1426 1429 rVV 3029414 2613910 55.76%
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15 10.780 1439 1444 1451 rVB4 57309 114459 2.44% 295%
16 11.216 1514 1518 1521 rBV2 56001 59967 1.28% 0.155%
17 11.369 1540 1544 1546 rBV 1595532 1293283 27.59%  3.332%
18 11.392 1546 1548 1554 rVB 473479 367344 7.84% ©.947%
19 11.445 1554 1557 1559 rBV 85027 70689 1.51% 0.182%
20 11.604 1579 1584 1587 rBV2 36488 54889 1.17% 0.141%
21 11.869 1624 1629 1631 rBV 133712 142937 3.05% ©.368%
22 11.898 1631 1634 1637 rVB2 182516 212295 4.53% 0.547%
23 11.980 1645 1648 1650 rBV2 140933 140200 2.99% 0.361%
24 12.004 1650 1652 1656 rVB 99453 82861 1.77%  ©.214%
25 12.051 1657 1660 1663 rBV 60839 56495 1.21% ©.146%
26 12.163 1675 1679 1682 rBV2 73480 74273 1.58% 0.191%
27 12.198 1682 1685 1690 rVB 54113 55907 1.19% ©.144%
28 12.422 1720 1723 1725 rBV ~ 155693 159135 3.39% 0.410%
29 12.510 1735 1738 1742 rBV3 78813 92768 1.98% 0.239%
30 12.586 1747 1751 1754 rVB 614983 513237 10.95% 1.322%

31 12.816 1784 1796 1796 rBV 712985 714520 15.24%
32 12.869 1796 1799 1801 rBV 77206 74144  1.58%
33 12.957 1809 1814 1817 rBV 3793595 3308930 70.58%
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34 13.027 1823 1826 1832 rBV5 75697 128753 2.75% 332%
35 13.122 1838 1842 1843 rBV3 69049 77222  1.65% 199%
36 13.139 1843 1845 1848 rW 81891 85610 1.83% 0.221%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On 1 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc :

ALS Vvial : 13  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-BF072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.169 1848 1850 1855 rvv 98747 85132 1.82% 0.219%
38 13.245 1860 1863 1867 rVB2 101056 100379 2.14% 0.259%
39 13.339 1876 1879 1882 rBV 122283 108918 2.32% 0.281%
40 13.369 1882 1884 1887 rVB 77153 66658 1.42% 0.172%
41 13.633 1926 1929 1930 rBV2 56220 54368 1.16% ©0.140%
42 13.657 1930 1933 1936 rVB 82031 83652 1.78% 0.216%
43 13.763 1946 1951 1954 rBVS5 80571 136140 2.90% 0.351%
44 13.863 1962 1968 1976 rVB5 267825 602882 12.86% 1.553%
45 14.016 1989 1994 1997 rBV2 1038066 1154425 24.63% 2.975%
46 14.039 1997 1998 2004 rVB 271801 197960 4.22% 0.510%
47 14.104 2004 2009 2014 rBV 435515 508874 10.85% 1.311%
48 14.280 2037 2039 2045 rVB3 78925 75424 1.61% 0.194%
49 14.404 2057 2060 2063 rVB2 101465 90119 1.92% 0.232%
50 14.463 2067 2070 2073 rBV 169808 147187 3.14% 0.379%
51 14.592 2090 2092 2099 rVB3 58189 69277 1.48% 0.179%
52 14.916 2144 2147 2152 rVB2 165397 185004 3.95% 0.477%
53 15.057 2168 2171 2174 rBV 238787 320259 6.83% 0.825%
54 15.098 2175 2178 2183 rVB2 303197 397820 8.49% 1.025%
55 15.168 2187 2190 2197 rVB3 116004 178523 3.81% 0.460%
56 15.363 2220 2223 2228 rVB 175734 212583 4.53% 0.548%
57 15.427 2230 2234 2238 rVB 237820 274933 5.86% 0.708%
58 15.492 2240 2245 2249 rBV 663694 833625 17.78%  2.148%
59 15.686 2274 2278 2288 rVB4 149789 241524 5.15% 0.622%
60 15.910 2312 2316 2324 rVB 357529 564460 12.04% 1.454%
61 16.710 2448 2452 2459 rVB2 187894 313416 6.69% ©0.808%
62 16.992 2493 2500 2512 rVB4 197984 679436 14.49% 1.751%
63 17.104 2513 2519 2524 rBV2 213506 436357 9.31% 1.124%
64 18.139 2689 2695 2705 rVB2 225251 574501 12.25% 1.480%

Sum of corrected areas: 38809588

8270-BF072522.M Mon Aug 15 06:11:22 2022 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129679.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
5.075 4.46 ng 235002 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 474 (5.075 min): BF129679.D\data.ms (-471) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0
83.0 4.80 5.00 5.20 5.40
O bl 108 S m/z 59.10 61.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B LA A R
59.0 4.80 5.00 5.20 5.40
150 1010 m/z 101.00 21.11%
O \\\‘\f‘!‘f‘\\I‘SIMTI\.\O\\“H{\\‘\\}\‘\\\\‘\\\\8‘:\3‘\.(\)\‘\\\}“\.\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
A ARaEaaRE T
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.08%
20.0 101.0
ol 0 Ll L 730 850
e e e e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4970: 3-Hexanol R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.71%
73.0
5000 31.0 430
0 m‘mW‘:‘J“‘m“mWu1‘!‘m“1;”‘?‘5:9_“191‘19‘_ A e S S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Anthracene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.869 2.21 ng 142937  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
Abundance Scan 1629 (11.869 min): BF129679.D\data.ms (-1624) (1  m/z 192.05 100.00%
192.1
- M
94.6 1150 12.00
630 | 16 : :
0l 127 i H 8L myz 191,05 57.76%
miz-> 50 100 150 200 250
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 —— LB
11.50 12.00
m/z 189.10  29.50%
T T T T ‘ T T T T T T T \ T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #67038: Phenanthrene, 2-methyl-
192.0 M
— el
11.50 12.00
5000 m/z 193.10 15.46%
oL 27.0 630 96.0 126,0 163.0 H
e e —
miz--> 50 100 150 200 250
Abundance #67035: Phenanthrene, 1-methyl- — —
192.0 11.50 12.00
m/z 190.00  15.05%
5000
e s  a A  a — = e
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Phenanthrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.898 3.28 ng 212295  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94

Abundance Scan 1634 (11.898 min): BF129679.D\data.ms (-1631) (-  m/z 192.05 100.00%
192.1

- ﬁﬂd“ﬂ
— i
630 %5 a0 116‘5'1 H 1150 12.00
Ot et e bttt 2250 2565 /7 191,10 57.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 — e
11.50 12.00
010 165.0 m/z 189.05 28.76%
0270 639 M 13\90\” h‘\ L
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67035: Phenanthrene, 1-methyl-
192.0
= e
11.50 12.00
5000 ITI/Z 193.10 15.61%
165.0

27.0 630 960 1390 | |

P e e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro-
192.0

-

4 —
11.50 12.00
m/z 165.05 15.57%

5000

165.0

027'0 630 " 9?0 139'0 \‘ W
R N R L N R A RN R R R R RN RN SR — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.50 12.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 5H-Dibenzo[a,d]cycloheptene Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.980 2.17 ng 140200  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 SH-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 55
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 55
3 Anthracene, 9-methyl- 192 C15H12 000779-02-2 53
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 50
5 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 49

Abundance Scan 1648 (11.980 min): BF129679.D\data.ms (-1645) (-  m/z 192.10 100.00%

192.1
5000
94.5 165.1 ‘ 2\00‘
1
63.0 139.0
ob 220 e S LB s 101,10 66.42%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene
192.0
5000 T
12.00
165.0 m/z 189.05 58.04%
5280 630 96"0 1390 |
‘\H\‘\\‘\\“H\\“”H‘\\‘\H‘\‘HH“HMH‘HH\W AEARRREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67019: 1H-Indene, 2-phenyl-
192.0
T
12.00
5000 ITI/Z 190.10 52.94%
165.0
. 630 89.0 1501390 | w
R o B  ERAmAE R L
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67020: Anthracene, 9-methyl- e
192.0 12.00
m/z 94.50 20.14%
5000
96.0
0 39.0 63.0 M 1390‘1§?O“m
R R L R R RAREA AL EERRRE —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17

Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 5 Phenanthrene, 2,5-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
12.422 2.46 ng 159135  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 95
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 95
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 93
4 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 92

5 1,3-Diphenyl-3-methylcyclopropene 206 Cl6H14 086544-79-8 90

Abundance Scan 1723 (12.422 min): BF129679.D\data.ms (-1720) (-, m/z 206.10 100.00%
206.1

1250
1011 . 165.0 m -
0l 230 1330 | dl. 2371 280 n 7 191.05  48.32%
miz--> 50 100 150 200 250
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 R
12.50
101.0 m/z 189.10 27.30%
' 165.0 ‘ m
0 \2\7\0\ ‘6?’-(\)‘\ “\Hh‘\ L — “ \‘\‘”\ !‘ L N B S e
miz--> 50 100 150 200 250
Abundance #82934: 9,10-Dimethylanthracene
206.0
e
12.50
5000 ITI/Z 205.10 22.76%
Ji50 510 90 1270 1650 | |
S BT P
miz--> 50 100 150 200 250
Abundance #82953: Phenanthrene, 3,6-dimethyl- —
206.0 12.50
m/z 207.05 18.59%
5000
102.0 m
ol270 S0 ‘1‘?‘59“1 | .
miz--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17

Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 6 11H-Benzo[b]fluorene Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
13.027 2.23 ng 128753  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 95
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 64
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 62
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 60

Abundance Scan 1826 (13.027 min): BF129679.D\data.ms (-1823) (-]

m/z 216.05 100.00%

216.1
5000
94.5 iﬁod
165.1 :
S0 MM\&?Z-? et | i W £19.1282.3 8231 /7 215.05  92.73%
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzo[b]fluorene
216.0
5000 . ‘
13.00
108.0 m/Z 232.10 23.57%
O T T \5‘7‘\.0\ T \h‘ “‘\ T ‘\ ]‘-6\“3;()\ m\ ‘ \h‘ ‘\ T T ‘ T T T T ’ L T
m/z--> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
W\A\M\ T ‘ T ‘
13.00
5000 ITI/Z 213.10 22.73%
94.0
027:0_62.0 | lizeo1s30 | |
A B e B e T B e e B
miz--> 50 100 150 200 250 300
Abundance #94575: 11H-Benzol[a]fluorene P
216.0 13.00
m/z 94.50 18.46%
5000
108.0
0 63'0\ i ‘ 163.0 1l “
T e T I A e B —
m/z--> 50 100 150 200 250 300 13.00

8270-BF072522.M Mon Aug 15 06:11:30 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

13.763 2.36 ng 136140  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 Cl16H1es 000239-35-0 91
2 Benzo[b]naphtho[2,3-d]thiophene 234 C16H10S 000243-46-9 78
3 Anthra(2,3-b)thiophene 234 C1l6H1es 022108-55-0 47
4 Benzo[b]naphtho[1,2-d]thiophene 234 CléH1es 000205-43-6 46
5 Quinoxalino[2,3-b]Jquinoxaline, 5... 234 C14H10N4 000531-46-4 43

Abundance Scan 1951 (13.763 min): BF129679.D\data.ms (-1946) (-  m/z 234.10 100.00%

234.1
5000
e -
3021 355 13.50 14.00
0! et m/z 230.10  48.48%
mlz--> 50 100 150 200 250 300 350
Abundance #116290: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 S SEAs
13.50 14.00
m/z 202.05 31.45%
117.0 189.0
O \‘ ‘\‘ “6%-‘\0\ T “ T “\ T ‘ \‘ T “L i‘ T \M\ ‘ T T T ’ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #116288: Benzo[b]naphtho[2,3-d]thiophene
234.0
e o
13.50 14.00
5000 m/z 235.10  19.94%
117.0
189.0
ol 030 L 1520 4 W
miz--> 50 100 150 200 250 300 350
Abundance #116285: Anthra(2,3-b)thiophene T —
234.0 13.50 14.00
m/z 201.10 14.36%
5000
117.0
189.0
NN N O R P W R0
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF072522.M Mon Aug 15 06:11:31 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.863 10.44 ng 602882  Chrysene-di2 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Tricosene 322 C23H46 018835-32-0 93
2 1-Tetracosene 336 C24H48 010192-32-2 86
3 Behenic alcohol 326 C22H460 000661-19-8 86
4 1-Heneicosanol 312 C21H440 015594-90-8 86
5 1-Docosene 308 C22H44 001599-67-3 83

Abundance Scan 1968 (13.863 min): BF129679.D\data.ms (-1962) (-  m/z 230.10 100.00%

83.0 230.1
43.1
5000
25.1 T T
174n0“ . 13.50 14.00
- “ w‘”\“ ‘Uw“u b v,‘w B 372 305 89.32%
m/z--> 50 100 150 200 250 300 350
Abundance #227234: 1-Tricosene
43.0 83.0
5000 “ ——
13.50 14.00
25.0 m/z 55.00 86.24%
UL oo
O\\\‘\\‘\\\\\w““\“\\‘\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #244231: 1-Tetracosene
43.0 83.0
— —
13.50 14.00
5000 ITI/Z 57.10 85.18%
25.0
o LLLALL 1 aes0z00  seso
m/z--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcohol “ T
oy 83.0 13.50 14.00
' m/z 43.10 78.34%
5000
25.0
oL HLALLL L 16702100 2800 e T
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF072522.M Mon Aug 15 06:11:32 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17

Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 9 Triphenylphosphine oxide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.104 8.82 ng 508874  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 38
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 35

Abundance Scan 2009 (14.104 min): BF129679.D\data.ms (-2004) (-
2771

m/z 277.10 100.00%

—

— —
14.00 14.50
m/z 278.10 32.48%

%

1 —
14.00 14.50
m/z 77.00  26.65%

-

5000
77.0
152.0 199.0
0 39‘# A \1\1‘5'9‘ \‘“ L ‘\‘ H\ 2397\0 342.2
L I B R e
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000
152.0
0\2\7\.0\‘}‘\\“\\‘\\\\“H\\\“\M\\\\‘\\‘\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
5000
77.0 183.0
0 39# - \]\.zﬁo \‘H‘ Il ‘\‘ ‘n 228.0 |
e e A e e
miz--> 50 100 150 200 250 300 350

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

= =
14.00 14.50
m/z 199.00  21.31%

N

. g
14.00 14.50

m/z 201.00  19.71%
5000
70 183.0
131.0
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF072522.M Mon Aug 15 06:11:33 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Heneicosane, 11-decyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.463 2.55 ng 147187  Chrysene-di12 14.016
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane, 11-decyl- 437 C31H64 055320-06-4 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Docosane 310 C22H46 000629-97-0 87
4 Dotriacontane, 1-iodo- 576 C32H65I 1000406-32-4 87
5 Octacosane, 1-iodo- 520 C28H571 1000406-32-2 87

Abundance Scan 2070 (14.463 min): BF129679.D\data.ms (-2067) (- m/z 57.10 100.00%
57.1

1450
1691 2621 ’
b \“, i M 10212151202 8180 3973 h; 71.e5  64.78%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #320594: Heneicosane, 11-decyl-
57.0
5000 L
14.50
295.0 m/z 43.10 61.63%
0 ‘ L\ H}\ o \1u3 JO | 1\69 9 225 0 “ 435.(
‘\\\\’\\Y\y\\\\’\\T\‘!\\\‘\\Y\‘!\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane
57.0
——
14.50
5000 ITI/Z 85.05 46.65%
13.0
0 ‘ L\ u|\ Ih\ \1 { d ]]6\9‘0 2250 2950 3670
e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #212281: Docosane T
57.0 14.50
m/z 55.05 22.39%
0 \‘ ‘\‘ |\ ] hl? \0 i 1169 0 225.0 310.0
I B L e AR AR R S ——
m/z--> 0 50 100 150 200 250 300 350 400 14.50

8270-BF072522.M Mon Aug 15 06:11:34 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Oxirane, heptadecyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.916 4.44 ng 185004  Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 Octadecanal 268 C18H360 000638-66-4 80
4 E-2-Tetradecen-1-o0l 212 C14H280 1000130-83-7 76
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 74
Abundance Scan 2147 (14.916 min): BF129679.D\data.ms (-2144) (- m/z 57.10 100.00%
57.1
09 l | ‘ ‘
15.00
52.1 208.1 281.1 3342
oL LAl m JAo2L, 2088 TN 3882 402 g5 05 8s.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0
410
5000 LN
15.00
m/z 43.10 84.33%
24.0
kAL L] 1660 22202680
O\‘“‘\U‘\“’\“\“\‘i““\‘\1\“‘\\“\‘\i\‘\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
55.0
——
15.00
m/z 55.10 61.92%
5000 96.0 /
o \‘\ B H | 13801800 236.0278.0 MM/\J\W
e e e
miz--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal T
43.0 15.00
b6.0 m/z 83.10 58.44%
o \JAM%MﬂAﬂMﬂWWMA/\J\JM
2220
oL LLARAY i i _—
m/z--> 50 100 150 200 250 300 350 400 15.00

8270-BF072522.M Mon Aug 15 06:11:35 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Perylene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.168 4.28 ng 178523  Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[k]fluoranthene 252 C20H12 000207-08-9 97
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
3 Perylene 252 C20H12 000198-55-0 93
4 Benzo[e]pyrene 252 C20H12 000192-97-2 91
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2190 (15.168 min): BF129679.D\data.ms (-2187) (1 m/z 252.10 100.00%

252.1
5000
125.1
57.1 { 15.00 15.50
0L e (. AOLA, L 3182 37004153 ) se.es  30.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: BenzolK]fluoranthene
252.0
5000 = 5
15.00 15.50
126.0 m/z 253.10 26.57%
0 \\\\‘\7\4.\0\‘i\‘H\‘“\\‘\\\2\0(‘).\()\‘“\\”‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene
252.0
—T —
15.00 15.50
5000 ITI/Z 125.05 17.79%
126.0
o740 | oo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #138551: Perylene T —
252.0 15.00 15.50
m/z 126.05  15.90%
5000
125.0
017.0 74.0 “m 200.0, |
I R LA B B e B I I B —r— —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF072522.M Mon Aug 15 06:11:36 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.363 5.10 ng 212583  Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 97
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 91

Abundance Scan 2223 (15.363 min): BF129679.D\data.ms (-2220) (1 m/z 252.10 100.00%
1

250,
5000
T =
o 12“‘5'0 2001 15.00 15.50
ob 20 2001, § 33723822 .7 25p.05  29.20%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138559: Benzo[e]pyrene
252.0
5000 T 5
15.00 15.50
126.0 m/z 253.10 21.44%
0 41.0 84.0 | \H‘ 200.0,
\\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138552: Perylene
252.0
— —T
15.00 15.50
5000 m/z 125.00  15.31%
126.0
027.0 740 M 198.0
T T I I e i R
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzol[b]fluoranthene “ —
252.0 15.00 15.50
m/z 125.95 14.44%
5000
126.0
0 39.0 83.0 “ﬂ 200.0, |
T I A S e e e B B B AL R — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF072522.M Mon Aug 15 06:11:38 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Hexacosanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.686 5.79 ng 241524  Perylene-di2 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosanal 380 C26H520 026627-85-0 95
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 94
3 Octacosanal 408 C28H560 022725-64-0 93
4 Octadecanal 268 C18H360 000638-66-4 91
5 Eicosanal- 296 C20H400 002400-66-0 90

Abundance Scan 2278 (15.686 min): BF129679.D\data.ms (-2274) (- m/z 57.10 100.00%

57.1
5000
O3-4 1550  16.00
| 163.1208.0 261.1 328.0 380.2 : . oo
0Ll m/z 43.10 83.06%
mlz--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosanal
57.0
5000 —r ——
15.50 16.00
10.0 s62.0 m/z 82.05 76.61%
Lk \‘\ h | 1520 20802500 3060~
O\\“‘\\l “\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0
—— —
15.50 16.00
m/z 96.05 62.75%
50001, ¢ /
24.0
L | 166.0 222.0264.0
WISEE LT S U W scbiorinint i
miz--> 50 100 150 200 250 300 350 400
Abundance #307026: Octacosanal T ——
57.0 15.50 16.00
m/z 83.10 61.44%
5000
1
390.0
oL u\wuu L4320 a0 oo PT°
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00

8270-BF072522.M Mon Aug 15 06:11:38 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Octacosane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

15.910 13.54 ng 564460 Perylene-d12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 87
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 87
3 Triacontane 422 C30H62 000638-68-6 87
4 Docosane 310 C22H46 000629-97-0 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 2316 (15.910 min): BF129679.D\data.ms (-2312) (- m/z 57.10 100.00%
57.1

e //\L
16.00
13.1 .
0 H J HT‘ L1 002 22202661 3430 40L1 ./, 7165  62.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
5000 LN
16.00
m/z 43.10 55.24%
oL L 1 1130 169.0 2250 281.0 337.0 394.0
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275544: Docosane, 11-butyl-
57.0
—
16.00
5000 ITI/Z 85.10 51.38%
oL LT 16607199 2040%90 o0
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane —
57.0 16.00
m/z 55.10 20.51%
h MMJ\N‘A/NWW
0 | bl \h h‘ “‘ | \6\99 225 0 281.0 337.0 42\2(
A e e S e e e ——
m/z--> 50 100 150 200 250 300 350 400 16.00

8270-BF072522.M Mon Aug 15 06:11:40 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 Triacontanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.709 7.52 ng 313416  Perylene-d12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontanal 436 C30H600 022725-63-9 91
2 Tricosanal 338 C23H460 072934-02-2 91
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Heptacosanal 394 C27H540 072934-03-3 90
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 87

Abundance Scan 2452 (16.709 min): BF129679.D\data.ms (-2448) (- m/z 57.10 100.00%
57.1

| T T
165.1 27 418. : .
ol LAkl ‘\H‘J“M‘M e 22132180 38 MBS h/z 82.10  69.61%
mlz--> 50 100 150 200 250 300 350 400
Abundance #320587: Triacontanal
57.0
5000 — s
16.50 17.00
10.0 418.0 m/z 43.10 69.34%
| H‘H h m H\ Ly 1940 2640 334.0 |
0\\‘\“\\‘ \“\“\‘\\\\"‘\\‘\\‘\\\\‘\\\\‘\\\f‘\\\l\’
m/z--> 50 100 150 200 250 300 350 400
Abundance #246458: Tricosana
82.0
P e
16.50 17.00
5000 ITI/Z 96.10 53.91%
320.0
‘ ‘ 207.0 264.0
ol ‘H”‘“ ““““H‘ by b e
miz--> 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl- —— —
82.0 16.50 17.00
m/z 83.10 53.03%
o W\V\MAJJ\/F
0 “M\\ ““hl“h'\“\‘\‘\"H‘\‘\‘\i\6\8\0\‘\\\\‘\\\\‘\\\\ — ——
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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 1,4-Dimethyl-8-isopropylide... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

17.104 10.47 ng 436357  Perylene-di12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,4-Dimethyl-8-isopropylidenetri... 204 C15H24 1010140-07-7 64
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 59
3 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 004630-07-3 52
4 Naphthalene, decahydro-4a-methyl... 204 C15H24 017066-67-0 49
5 1,4-Methanoazulen-9-0l1, decahydr... 222 C15H260 000465-24-7 47

Abundance Scan 2519 (17.104 min): BF129679.D\data.ms (-2513) (-] m/z 204.15 100.00%

204.2 ' '
135.1
69.1
5000
301.3
T o
255 | . 393_440.A 17.00 17.50
0 | 38 m/z 135.05  66.27%
mlz--> 50 100 150 200 250 300 350 400
Abundance #80299: 1,4-Dimethyl-8-isopropylidenetricyclo[5.3.0.0(4,1
204.0
5000 — —
17.00 17.50
41.0 r m/z 133.00  57.01%
0 H"“\“\‘J‘m ‘MM‘H“ h ‘“‘H‘H‘H“HH‘HH‘HH‘HH‘
m/z--> 100 150 200 250 300 350 400
Abundance #80273. 1,1,4a-Trimethyl-5,6-dimethylenedecahydronapt
204.0
91.0 — —
41.0 17.00 17.50
5000 ITI/Z 69.10 52.87%
7.
o! eus
miz--> 50 100 150 200 250 300 350 400
Abundance #80513: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-dil — —
204.0 17.00 17.50
41.0 m/z 55.10 52.14%
5000 3.0
m/z--> 5 100 150 200 250 300 350 400 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On : 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 1,19-Eicosadiene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.139 13.78 ng 574501 Perylene-d12 15.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,19-Eicosadiene 278 C20H38 014811-95-1 94
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 93
3 Oxirane, hexadecyl- 268 C18H360 007390-81-0 91
4 Docosanal 324 C22H440 057402-36-5 89
5 Heptacosanal 394 (C27H540 072934-03-3 87
Abundance Scan 2695 (18.139 min): BF129679.D\data.ms (-2689) (-] 57.10 100.00%
57.1
11.1
‘ “ ‘ 18.00 18.50
ALy, 209125883061 3004 446! 82.10  78.67%

o

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #171302: 1,19-Eicosadiene
58.0

5000
1800 1850
ﬁ 9.0 43.10  77.91%
O\\‘\‘\“\‘h‘\‘H“\l\“\]‘-a\?\o\‘\\\2\5‘0\0\\\‘\\\\‘\\\\‘\\\\ T
miz—> 0 50 100 150 200 250 300 350 400
Abundance #176357: Oxirane, heptadecyl-
82.0
1800 1850
5000 55.10  57.18%

29.
38.0
o LU a0a0, 2000 WAAM

miz—> 0 50 100 150 200 250 300 350 400
Abundance #158578: Oxirane, hexadecyl- —— —
82.0 18.00 18.50
96.00 55.91%

5000
29,
.\ \]1370 194.0 250.0

“ “ | Ll

m/z--> 0 50 100 150 200 250 300 350 400 1800 1850

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080922\
Data File : BF129679.D

Acqg On 1 09 Aug 2022 22:17
Operator : CG\JU

Sample : N3962-15

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.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|
2-Pentanone, 4-... 5.075 4.5 ng 235002 1 6.840 1054220 20.0
Anthracene, 2-m... 11.869 2.2 ng 142937 4 11.369 1293280 20.0
Phenanthrene, 2... 11.898 3.3 ng 212295 4 11.369 1293280 20.0
5H-Dibenzo[a,d]... 11.980 2.2 ng 140200 4 11.369 1293280 20.0
Phenanthrene, 2... 12.422 2.5 ng 159135 4 11.369 1293280 20.0
11H-Benzo[b]flu... 13.027 2.2 ng 128753 5 14.016 1154430 20.0
Benzo[b]naphtho... 13.763 2.4 ng 136140 5 14.016 1154430 20.0
1-Tricosene 13.863 10.4 ng 602882 5 14.016 1154430 20.0
Triphenylphosph... 14.104 8.8 ng 508874 5 14.016 1154430 20.0
Heneicosane, 11... 14.463 2.5 ng 147187 5 14.016 1154430 20.0
Oxirane, heptad... 14.916 4.4 ng 185004 6 15.492 833625 20.0
Perylene 15.168 4.3 ng 178523 6 15.492 833625 20.0
Benzo[e]pyrene 15.363 5.1 ng 212583 6 15.492 833625 20.0
Hexacosanal 15.686 5.8 ng 241524 6 15.492 833625 20.0
Octacosane 15.910 13.5 ng 564460 6 15.492 833625 20.0
Triacontanal 16.709 7.5 ng 313416 6 15.492 833625 20.0
1,4-Dimethyl-8-... 17.104 10.5 ng 436357 6 15.492 833625 20.0
1,19-Eicosadiene 18.139 13.8 ng 574501 6 15.492 833625 20.0
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