LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128438.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.416 190 192 206 rBv2 11850 41959 1.70% ©0.194%
2 5.087 473 476 485 rVB 18031 25194 1.02% 0.117%
3 5.475 538 542 561 rBV 2037723 2152711 87.36% 9.977%
4 6.487 709 714 728 rBV 2027794 2206985 89.56% 10.229%
5 6.587 728 731 740 rVB 44219 50795 2.06% 0.235%
6 6.845 771 775 781 rBV 681937 591994 24.02% 2.744%
7 7.41e 867 871 881 rBV 1526593 1520543 61.71% 7.047%
8 8.128 989 993 996 rBV 909931 788188 31.99% 3.653%
9 9.198 1171 1175 1179 rBV 2529333 2464138 100.00% 11.420%
10 9.880 1288 1291 1295 rBV 992069 861785 34.97% 3.994%
11  9.916 1295 1297 1303 rVB 47246 38199 1.55% 0.177%
12 10.433 1381 1385 1392 rVB 37992 33814 1.37% 0.157%
13 10.674 1422 1426 1433 rBV 1411360 1414521 57.40% 6.556%
14 11.222 1516 1519 1523 rBV3 20962 27008 1.10% 0.125%
15 11.374 1541 1545 1547 rBV 981006 821074 33.32%  3.805%
16 11.398 1547 1549 1554 rVB 466153 370998 15.06% 1.719%
17 11.451 1554 1558 1563 rBV 90158 80939 3.28% 0.375%
18 11.616 1580 1586 1590 rBV2 52404 65993 2.68% 0.306%
19 11.751 1606 1609 1612 rBV 58743 44312 1.80% 0.205%
20 11.863 1625 1628 1632 rBV2 89604 144217 5.85% 0.668%
21 11.898 1632 1634 1641 rVB3 142971 193766 7.86% ©0.898%
22 11.992 1646 1650 1652 rVvV3 79266 88907 3.61% 0.412%
23 12.010 1652 1653 1658 rVB 32643 26967 1.09% 0.125%
24 12.169 1678 1680 1684 rVB 35375 32804 1.33% 0.152%
25 12.210 1684 1687 1691 rVB 28488 27639 1.12% 0.128%
26 12.427 1720 1724 1726 rBV 30703 32718 1.33% 0.152%
27 12.521 1736 1740 1744 rBV2 23509 30467 1.24% 0.141%
28 12.592 1748 1752 1756 rBV 669571 554870 22.52% 2.572%
29 12.804 1785 1788 1789 rBV2 105799 95470 3.87% 0.442%
30 12.821 1789 1791 1796 rVB 535132 447264 18.15% 2.073%
31 12.957 1810 1814 1818 rBV 1819336 1704685 69.18% 7.901%
32 13.039 1824 1828 1833 rBv2 37709 59528 2.42% 0.276%
33 13.151 1844 1847 1849 rVB 59202 50554 2.05% 0.234%
34 13.216 1855 1858 1861 rBV 44401 41751 1.69% 0.194%
35 13.257 1861 1865 1872 rVB3 46697 71663 2.91% ©.332%
36 13.345 1878 1880 1883 rBV 25679 27741 1.13% 0.129%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

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-BF052022.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.380 1883 1886 1890 rvv4 26271 32342 1.31% 0.150%
38 13.515 1906 1909 1913 rBvV4 25607 34706 1.41% 0.161%
39 13.668 1932 1935 1938 rBV 42003 37760 1.53% 0.175%
40 13.774 1947 1953 1955 rBvV 65593 71072 2.88% 0.329%
41 13.798 1955 1957 1959 rvwv2 43979 36158 1.47% 0.168%
42 13.827 1959 1962 1963 rVV 39757 36484 1.48% 0.169%
43 13.845 1963 1965 1967 rVV 46474 39202 1.59% 0.182%
44 13.880 1967 1971 1980 rVV3 114991 205782 8.35% 0.954%
45 13.986 1986 1989 1990 rBV 25599 26937 1.09% 0.125%
46 14.021 1990 1995 1998 rVV2 693230 845034 34.29% 3.916%
47 14.051 1998 2000 2007 rVB 270524 232147 9.42% 1.076%
48 14.115 2007 2011 2012 rBV 63934 66998 2.72% 0.311%
49 14.410 2059 2061 2064 rVB 49215 42355 1.72% 0.196%
50 14.468 2068 2071 2073 rVB 30838 28671 1.16% 0.133%
51 14.739 2114 2117 2119 rBV2 22717 25225 1.02% 0.117%
52 14.768 2120 2122 2125 rVB2 39568 35779 1.45% 0.166%
53 14.915 2144 2147 2151 rBvV3 54078 62514 2.54% 0.290%
54 15.074 2169 2174 2177 rBV 269047 409532 16.62% 1.898%
55 15.186 2189 2193 2197 rBV 71502 108732 4.41% 0.504%
56 15.380 2222 2226 2233 rVB 161928 194509 7.89% 0.901%
57 15.445 2233 2237 2241 rW 217588 260673 10.58% 1.208%
58 15.504 2243 2247 2251 rVV 447393 595127 24.15% 2.758%
59 15.539 2251 2253 2259 rVB2 65302 84958 3.45% 0.394%
60 15.921 2315 2318 2323 rVB 47894 64063 2.60% 0.297%
61 16.080 2342 2345 2353 rVB7 57692 105460 4.28% 0.489%
62 17.015 2498 2504 2513 rBv2 120831 275239 11.17% 1.276%
63 17.468 2576 2581 2593 rVB2 71292 179855 7.30% 0.834%
64 17.615 2602 2606 2618 rVB2 66706 170354 6.91% 0.790%
65 17.939 2657 2661 2665 rBV7 17684 36755 1.49% 0.170%
Sum of corrected areas: 21576584
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052422\

BF128438.D

: 24 May 2022 16:46
¢ CG\JU
: N2981-03

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

13.50

TIC: BF128438.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Hexadecenoic acid, Z-11- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.863 3.51 ng 144217  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 76
2 Palmitoleic acid 254 C16H3002 000373-49-9 74
3 Z-7-Tetradecenoic acid 226 C14H2602 1000130-98-4 58
4 cis-9-Tetradecenoic acid, heptyl... 324 C21H4002 1010405-20-8 52
5 Oxacyclotridecan-2-one 198 C12H2202 000947-05-7 52

Abundance Scan 1628 (11.863 min): BF128438.D\data.ms (-1625) (- m/z 55.10 100.00%

5!:
5000
83.0
. e
L o s e | L 1200
o“wu‘ﬂWW“UWWAMM%MWMw‘wuu‘upwww‘u‘um‘uu“ m/z 69.10 54.00%
m/z--> 20 40 60 80 100120 140 160180 200 220240
Abundance #140812: Hexadecenoic acid, Z-11-
55.0
5000 o —
83.0 11.50 12.00
m/z 41.10 46.75%
L Sssoss 15202350
0 \\\‘\\\\‘\\\ ‘\\\\‘\H\\H\‘i‘\\M\‘1“\\‘\H“\\w\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220240
Abundance #140796: Palmitoleic acid
55.0
- e
11.50 12.00
5000 83.0 m/z 83.05 31.46%
270, |
M 1 1
m/z--> 20 40 60 80 100120 140160180 200 220240
Abundance #106892: Z-7-Tetradecenoic acid — —
55.0 11.50 12.00
m/z 97.10 29.64%
5000
83.0
137.0166.0 208.0
0 “ H \‘H‘ ‘HH \Hh\ HM —— | | MMW

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\BF052422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.898 4.72 ng 193766  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 1634 (11.898 min): BF128438.D\data.ms (-1632) (- m/z 73.05 100.00%

43.1 73.0
5000
129.1
e —
‘ ‘ P 11.50 12.00
Y m/z 60.00  94.05%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
43.0 73.0
256.0
5000 .- ey
129.0 11.50 12.00
213.0 m/z 43.10 92.69%
‘ H(ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ \\H\H\M\‘\‘H!‘\\\““\\H‘”h“\H\‘\\‘\\\\‘\\‘\\‘\‘\\‘H‘\\\\‘\‘\\\‘\\\\“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T L —
11.50 12.00
5000 129.0 m/z 57.10  75.46%
185.0
228.0
150‘\\ HH’ [157.0 \
m/z--> 20 40 6 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid o —
43.0 73.0 11.50 12.00
m/z 41.10 64.06%
5000 129.0
171.0
N
0150\\\\\ww\\ el Pl
m/z--> 20 40 60 80 100120140160 180200220 240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.992 2.17 ng 88907  Phenanthrene-dle 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 81
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 64
3 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 53
4 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 40

Abundance Scan 1650 (11.992 min): BF128438.D\data.ms (-1646) (-  m/z 190.10 100.00%
19p.1
5000
94.7 VA
12.00
63.0 139.0 165.1
0220 bt 0 T L 2EB 243 189,05 94.02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #64925: 4H-Cyclopenta[deflphenanthrene
190.0
5000 T M T T TAN\\j\/L\
12.00
95.0 m/z 192.10  32.52%
0,300 630 137.0 163.0 mﬂ
\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\ \\‘\\\\‘\\\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
e
12.00
5000 m/z 191.10 29.74%
94.0
163.0
o‘HWHwH,‘m‘wmww,‘m‘“m_wwwww
m/z--> 40 60 80 100 120 140 160 180 200 220 240 /\,}Wj\“
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)- e ey
190.0 12.00
m/z 94.70 23.04%
5000
95.0 1340 162.0
40.0 67.0 ‘
0! S —— —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46

Operator : CG\JU

Sample : N2981-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 11H-Benzo[a]fluoren-11-one Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.880 4.87ng 205782 Chrysene-di2 14.021
Hit# of 5 Tentative ID MW MolForm CASH# Qual
"1 11H-Benzo[a]fluoren-1i-one 230 C17H100 000479-79-8 92

2 Dibenzo[c,h][2,6]naphthyridine

3 7H-Benz[de]anthracen-
4 4-Pyrenecarbaldehyde

7-one

230 C16H10N2
230 C17H1e0
230 C17H1e0

5 .delta.(supl),.alpha.-Acenaphthe... 230 C15H6N20

Abundance Scan 1971 (13.880 min): BF128438.D\data.ms (-1967) (-
1

000218-30-4 72
000082-05-3 53
022245-51-8 47
014619-86-4 43

m/z 230.05 100.00%

230.
5000{ 5351
97.0
- P
13.50 14.00
39.0174.0 ‘
0. u‘w% Fi i “U‘ | e 041 sz 5510 47.31%
miz--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — e
13.50 14.00
101.0 m/z 83.10 45.14%
Ot i‘G%.g‘\“‘\ “U \‘;3\4\0i‘ \17\ﬂ\0\ T “ L B B B
miz--> 50 100 150 200 250 300
Abundance #111793: Dibenzo[c,h][2,6]naphthyridine
230.0
— —
13.50 14.00
5000 m/z 57.05 41.87%
174.0
N i D S
miz--> 50 100 150 200 250 300
Abundance #111822: 7H-Benz[de]anthracen-7-one P ——
230.0 13.50 14.00
m/z 43.10 39.14%
5000
101.0
oL00 [ moteoy | T
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 9H-Fluorene, 9-(phenylmethy... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.915 2.10 ng 62514  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 9-(phenylmethylene)- 254 C20H14 001836-87-9 70
2 1,1'-Binaphthalene 254 C20H14 000604-53-5 62
3 Benzofuran-5,6-diol-3-one, 2-ben... 254 C15H1004 1000128-65-2 58
4 1H-Pyrrolo[2,3-f]quinolin-9-0l1, ... 254 C16H18N20 1000303-71-9 58
5 3H-Pyrrolo[3,2-f]quinoline, 5-me... 254 C16H18N20 1000350-44-1 58
Abundance Scan 2147 (14.915 min): BF128438.D\data.ms (-2144) (-, m/z 253.10 100.00%
253.1
5000
43.0
126.1 1500
166.0199.1 15.00
0! m/z 254.10 80.84%
m/z--> 50 100 150 200 250 300
Abundance #141108: 9H-Fluorene, 9-(phenylmethylene)-
254.0
5000 126.0 A e
15.00
m/z 43.05 35.68%
300 750 || 16302000, ||
T T ‘ TOTTT ‘ T [ T TT [ T T ‘ L ‘ T T
miz--> 50 100 150 200 250 300
Abundance #141094: 1,1'-Binaphthalene
254.0
——
15.00
5000 ITI/Z 57.05 32.39%
126.0
280 630 || 16302000, | |
e
m/z--> 50 100 150 200 250 300
Abundance  #140501: Benzofuran-5,6-diol-3-one, 2-benzylidene- ——
253.0 15.00
m/z 82.05 26.91%
B J/\/\M/WM
152.0
ol 430 8201150 | 1970
et L e e ——— e
m/z--> 50 100 150 200 250 300 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@52422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46

Operator : CG\JU

Sample : N2981-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Benzo[e]pyrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.186 3.65 ng 108732  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[a]pyrene 252 C20H12 000050-32-8 95
3 Perylene 252 C20H12 000198-55-0 93
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90

Abundance Scan 2193 (15.186 min): BF128438.D\data.ms (-2189) (-]

m/z 252.10 100.00%

252.1
5000
431 g3 1251 15.00 15.50
ol Lkl ] 16111970, || 20013281 . 550.05  31.27%
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000 P s
15.00 15.50
m/z 253.05 22.84%
125.0
0l 390 830 | 2000 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #138557: Benzo[a]pyrene
252.0
= —
15.00 15.50
5000 m/z 125.10 12.79%
126.0
0 83.0_| | 2000, |
R e e B Rt B L LA B A R
miz--> 50 100 150 200 250 300 350
Abundance #138552: Perylene T —T
252.0 15.00 15.50
m/z 43.10 11.41%
5000
126.0
0 50.0 87.0 “d‘ 16201980 |
R e B L EL A o o e I A —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.380 6.54 ng 194509  Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 96
3 Perylene 252 C20H12 000198-55-0 94
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 94
5 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93

Abundance Scan 2226 (15.380 min): BF128438.D\data.ms (-2222) (. m/z 252.10 100.00%

25p.1
5000
12‘5-0  15.00 15.50
ol 310yl 2000 i 3262 460 ./, 25p.10  28.93%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138554: Benzo[e]pyrene
252.0
5000 e s
15.00 15.50
m/z 253.05 20.75%
125.0
0 740 || 200.0 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138555: Benzo[a]pyrene
252.0
— —
15.00 15.50
5000 m/z 125.00  14.13%
126.0
0 740 | 200.0 |
R R e e B R A R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #138551: Perylene T T
252.0 15.00 15.50
m/z 126.05 10.85%
5000
125.0
ok?:0 74.0 | 200.0, |
T e P e e e — —
m/z--> 50 100 150 200 250 300 350 400 450 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.921 2.15 ng 64063  Perylene-di12 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Eicosane 282 C20H42 000112-95-8 90
3 Nonadecane 268 C19H40 000629-92-5 72
4 Octadecane 254 C18H38 000593-45-3 72
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 72
Abundance Scan 2318 (15.921 min): BF128438.D\data.ms (-2315) (- m/z 57.10 100.00%
57.1
99.1 —r—
1412 207.1 16.00
285.0
ol— “‘ “u L u““w““ ol 1728895500 344 s 71,10 70.08%
miz-> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 R
16.00
99.0 m/z 43.10 61.81%
OL\5\Q‘\ “‘\ “H‘ \‘h‘\ h“ \“‘ \%\41‘1.‘?\ :!;8\3\0‘ \22\5\0\ T \2?6‘0\ T
miz-> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
——
16.00
5000 m/z 85.10 51.00%
99.0
oL 20 14101830 2250 2820
el L
miz--> 50 100 150 200 250 300
Abundance #158600: Nonadecane —
57.0 16.00
m/z 55.10 21.68%
o W/\/M
99.0
0 Il H\ Ly :!'4;"0 183.0 268.0
L o L A A B e e e ——
m/z--> 50 100 150 200 250 300 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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 unknownl6.080 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.080 3.54 ng 105460 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,6-Dichlorocatechol, cyclic phe... 264 C12H7BC1202 1000293-25-1 18
2 Thieno[2,3-d]pyrimidine-4(1H)-th... 264 C11H8N2S3 732292-19-2 14
3 Phenothiazine, 2-chloro-8-methoxy- 263 C13H10C1NOS 017800-09-8 14
4 N-(4-Bromo-2-methylphenyl)-2-chl... 261 C9H9BrC1NO 096686-51-0 11
5 1,2,4-Cyclopentanetrione, 3-isov... 264 C15H2004 003613-60-3 11

Abundance Scan 2345 (16.080 min): BF128438.D\data.ms (-2342) (1  m/z 264.10 100.00%

264.1
131.6
5000

395, 16 00
0 m/z 263.10 77.12%

m/z--> 50 100 150 200 250 300 350
Abundance #152510: 3,6-Dichlorocatechol, cyclic phenylboronate
264.0

5000
1600

m/z 131.55 52.83%

123.0
O\\\5\1‘-'\‘0\\\“\\“‘\h‘\‘\\\2\0“]_\0\\\‘\‘\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350
Abundance #152360: Thieno[2,3-d]pyrimidine-4(1H)-thione, 2-methyl
263.0

1600
5000 m/z 131.30 52.10%
45.0 146.0
0 “‘“Huhmw“‘mww“hﬂw‘“”““““““““
miz--> 50 100 150 200 250 300 350
Abundance #151494: Phenothiazine, 2-chloro-8-methoxy-
263.0 1600

m/z 271.15  43.27%

5000
220.0
0 Ly 68 0 149'0 “n ML‘ ‘\ L\ mmmmﬂhm

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\BF052422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknownl7.615 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.615 5.72 ng 170354 Perylene-di2 15.504
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(1H)-Phenanthrenone, 3,4,4a,9,1... 300 C20H2802 006755-93-7 25
2 Benzene, 1-(1,1-dimethylethyl)-3... 148 C11H16 001075-38-3 25
3 1,4-Dihydro-3- (4-methoxyphenyl)-... 286 C13H14N602 116471-39-7 18
4 6-Cyclobutyl-3-(4-methoxyphenyl)... 286 C14H14N40S 1000411-10-6 18
5 6H-Benzofuro[3,2-c][1]benzopyran... 300 C17H1605 003187-52-8 18
Abundance Scan 2606 (17.615 min): BF128438.D\data.ms (-2602) (-  m/z 133.05 100.00%
55.0 138.1
205.2 285.1
5000
330.1 S e
409.. 17.50 18.00
0! m/z 55.05 96.24%
mlz--> 50 100 150 200 250 300 350 400
Abundance #200028: 2(1H)-Phenanthrenone, 3,4,4a,9,10,10a-hexah
285.0
5000 —r— —
17.50 18.00
m/z 81.10 84.11%
0,
m/z--> 50 100 150 200 250 300 350 400
Abundance  #26412: Benzene, 1-(1,1-dimethylethyl)-3-methyl-
138.0
—— ——
17.50 18.00
5000 m/z 69.00 71.28%
41.0
NEUINT L
miz--> 50 100 150 200 250 300 350 400
Abundance #180721: 1,4-Dihydro-3-(4-methoxyphenyl)-1,7-dimethyl- P ——
138.0 17.50 18.00
m/z 107.10 68.37%
5000
286.0
43.0 90.0
T S BN
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052422\
Data File : BF128438.D

Acqg On : 24 May 2022 16:46
Operator : CG\JU

Sample : N2981-03

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052022.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|
Hexadecenoic ac... 11.863 3.5 ng 144217 4 11.374 821074 20.0
n-Hexadecanoic ... 11.898 4.7 ng 193766 4 11.374 821074 20.0
4H-Cyclopenta[d... 11.992 2.2 ng 88907 4 11.374 821074 20.0
11H-Benzo[a]flu... 13.880 4.9 ng 205782 5 14.021 845034 20.0
9H-Fluorene, 9-... 14.915 2.1 ng 62514 6 15.504 595127 20.0
Benzo[e]pyrene 15.186 3.6 ng 108732 6 15.504 595127 20.0
Perylene 15.380 6.5 ng 194509 6 15.504 595127 20.0
Heneicosane 15.921 2.1 ng 64063 6 15.504 595127 20.0
unknownl16.080 16.080 3.5 ng 105460 6 15.504 595127 20.0
unknownl17.615 17.615 5.7 ng 176354 6 15.504 595127 20.0
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