LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acqg On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc :

ALS Vvial : 15 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF129618.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.081 472 475 485 rVB 147387 187071 4.68% 0.527%
2 5.487 540 544 547 rBV 3938101 3552527 88.80% 10.008%
3 6.498 711 716 719 rBV 3565862 3530989 88.26% 9.948%
4 6.846 771 775 779 rBV 1149714 929708 23.24%  2.619%
5 7.251 839 844 856 rVB3 42525 64772 1.62% ©.182%
6 7.410 866 871 874 rBV 2214985 2266558 56.66% 6.385%
7 7.863 944 948 954 rBV5 26162 47811 1.20% ©.135%
8 8.128 989 993 996 rBV 1444309 1180576 29.51% 3.326%
9 9.204 1171 1176 1179 rBV 4846715 4000525 100.00% 11.270%
10 9.610 1242 1245 1250 rVB2 44056 47725 1.19% 0.134%
11  9.745 1264 1268 1271 rBV 175268 140566  3.51% 0.396%
12 9.886 1285 1292 1295 rBV 1323444 1206372 30.16% 3.399%
13 10.304 1355 1363 1366 rVB6 29019 58880 1.47% 0.166%
14 10.675 1422 1426 1430 rBV 2343370 2227975 55.69% 6.277%
15 11.228 1516 1520 1523 rBV2 92567 83913 2.10% 0.236%
16 11.375 1541 1545 1547 rBV 1257846 1062291 26.55% 2.993%
17 11.398 1547 1549 1554 rVB 239387 194459 4.86% 0.548%
18 11.445 1554 1557 1560 rBV 90483 81475 2.04%  0.230%
19 11.875 1625 1630 1631 rBV 141011 128898 3.22% 0.363%
20 11.898 1631 1634 1637 rVB3 176784 217866 5.45% 0.614%
21 11.986 1645 1649 1651 rBV2 145654 159946 4.00% 0.451%
22 12.010 1651 1653 1657 rVB 103321 89369 2.23% 0.252%
23 12.057 1658 1661 1664 rBV3 49346 49390 1.23% 0.139%
24 12.169 1677 1680 1682 rVB4 62032 53516 1.34% 0.151%
25 12.198 1682 1685 1688 rvB2 59227 56910 1.42% 0.160%
26 12.351 1708 1711 1713 rBV 84721 66752 1.67% 0.188%
27 12.375 1713 1715 1717 rVB 73850 53374 1.33% 0.150%
28 12.422 1720 1723 1726 rBV 209862 229869 5.75% 0.648%
29 12.457 1726 1729 1732 rVWV3 94360 137684 3.44% 0.388%
30 12.510 1735 1738 1742 rBV3 112056 145655 3.64% 0.410%

31 12.586 1748 1751 1755 rVB 483003 405960 10.15%
32 12.680 1764 1767 1771 rVB 72191 66666 1.67%
33 12.822 1784 1791 1796 rBV 684760 794812 19.87%
34 12.875 1796 1800 1802 rBV2 124034 133242 3.33%
35 12.957 1810 1814 1818 rBV 3496840 3256582 81.40%
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36 13.033 1823 1827 1834 rBv4 128664 222451  5.56%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acqg On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc :

ALS Vvial : 15 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-BF@072522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.127 1839 1843 1844 rBV3 114591 146924 3.67% 0.414%
38 13.175 1848 1851 1853 rBV 58029 51034 1.28% 0.144%
39 13.251 1861 1864 1867 rVB 208320 167652 4.19% 0.472%
40 13.345 1877 1880 1882 rBvV 184087 164274 4.11% 0.463%
41 13.374 1882 1885 1888 rVB 159296 137948 3.45% 0.389%
42 13.516 1907 1909 1912 rBV3 52101 59472 1.49% 0.168%
43 13.633 1927 1929 1931 rBv2 70099 73268 1.83% 0.206%
44 13.657 1931 1933 1937 rVB 146598 131480 3.29% 0.370%
45 13.716 1940 1943 1946 rVB 79360 65582 1.64% ©.185%
46 13.769 1946 1952 1955 rBv4 107312 232413 5.81% 0.655%
47 13.816 1958 1960 1962 rVV2 84002 83840 2.10% 0.236%
48 13.851 1963 1966 1972 rVB3 218325 421544 10.54%  1.188%
49 14.016 1990 1994 1997 rBV2 966638 1215554 30.38% 3.424%
50 14.045 1997 1999 2002 rVB 326114 245758 6.14% 0.692%
51 14.110 2006 2010 2014 rBV 381697 431023 10.77% 1.214%
52 14.163 2017 2019 2021 rBV2 76401 78430 1.96% 0.221%
53 14.286 2036 2040 2046 rVB4 74775 117497 2.94% 0.331%
54 14.369 2052 2054 2056 rBV 57768 50835 1.27% 0.143%
55 14.404 2056 2060 2062 rVV 183095 198437 4.96%  ©.559%
56 14.427 2062 2064 2068 rVB3 188511 207174 5.18% 0.584%
57 14.469 2068 2071 2073 rBvV2 215145 199187 4.98% 0.561%
58 14.533 2079 2082 2084 rVB 89259 74927 1.87% 0.211%
59 14.769 2120 2122 2125 rVB 101090 94939 2.37% 0.267%
60 14.921 2145 2148 2152 rVB 201760 211566 5.29% 0.596%
61 15.063 2168 2172 2175 rBV 296911 410997 10.27%  1.158%
62 15.110 2177 2180 2184 rVV 375339 425613 10.64% 1.199%
63 15.168 2185 2190 2197 rVB3 148552 312906 7.82% 0.882%
64 15.368 2221 2224 2229 rVB 218772 259505 6.49% 0.731%
65 15.433 2231 2235 2239 rBV 243678 292020 7.30% 0.823%
66 15.492 2241 2245 2249 rBV 583732 800959 20.02% 2.256%
67 15.692 2276 2279 2286 rVB3 122142 180306 4.51% ©.508%
68 15.921 2313 2318 2325 rVB 443026 653706 16.34% 1.842%
69 16.974 2494 2497 2500 rBvV2 96182 165961 4.15% 0.468%

Sum of corrected areas: 35495866
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF129618.D\data.ms
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0\\‘\\\\‘\\\\ L L L L I A \H\‘HH‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘\H\‘HH‘\\H‘Hu‘ﬁu‘uu‘uu‘\

N I T
Time--> 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 TIC: BF129618.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
5.081 4.02 ng 187071 1,4-Dichlorobenzene-d4 6.846

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Hydrazine, 1,1-bis(1-methylethyl)- 116 C6H16N2 000921-14-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
Abundance Scan 475 (5.081 min): BF129618.D\data.ms (-472) (-) m/z 43.00 100.00%
3.0
5000
101.1 R RRaRaRIESVESLEERE
‘ 4.80 5.00 5.20 5.40

ot 220 2070 myz 59.05  59.50%

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

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 L L R B L LN L
4.80 5.00 5.20 5.40
101.0 m/z 101.10 20.60%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
e EARRaEEESE T
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.75%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528: 2,3-Butanedione, monooxime e RARREEESEE T
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.84%
5000
101.0
o120 169.0
— e R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 1H-Indene, 2-phenyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.898 4.10 ng 217866  Phenanthrene-di0 11.375
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 91
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 83
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 83
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 64
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 64

Abundance Scan 1634 (11.898 min): BF129618.D\data.ms (-1631) (- m/z 192.10 100.00%

192.1
5000
94.5
165.1
43.0 11.50 12.00
| Hﬁg\\\"l h\\ ‘}\ \12\90 \‘ h‘ 1 1227.0 256.1 o
O et bl ot sl e m/z 191.10 54.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67018: 1H-Indene, 2-phenyl-
192.0
5000

= e
11.50 12.00
m/z 189.10  25.26%

165.0
280 630 89.0 1150 ol

O\‘HH‘\H\‘HH‘\H\‘HH‘\\H‘HH“\H\‘H \‘\\H‘HH‘\H\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67034: Phenanthrene, 4-methyl-
192.0
= T
11.50 12.00
5000 ITI/Z 94.50 21.27%
165.0
95.0
0 27.0 63.0 il ‘\ 13‘9'9\ “\ ! \H
R AR L R S e R AN R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- — 1
192.0 11.50 12.00
m/z 190.10 17.38%

5000

165.0

o270 630 %0 30 ||
e e e e e e = ey
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\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Anthracene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.986 3.01 ng 159946  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 55
3 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 55
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 55
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 53
Abundance Scan 1649 (11.986 min): BF129618.D\data.ms (-1645) (- m/z 192.10 100.00%
192.1
5000
94.5 165.1 1200
63.0 139.0 218.1 .
0‘_‘?%PH‘ﬂuwquMpm‘uwu‘q‘wuﬂw‘\_‘ et m/z 189.10 65.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 T
12.00
165.0 m/z 191.10  64.34%
\‘\\\\‘\\H\\“‘\\\h\‘”\H\‘\‘\‘\\\‘\‘\1\\‘\1”}\“\‘\\‘1‘\ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67034: Phenanthrene, 4-methyl-
192.0
.
12.00
5000 m/z 190.10 62.64%
165.0
95.0
0 27.0 63.0 | 11101390m I ‘
R m e AR R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67019: 1H-Indene, 2-phenyl- .
192.0 12.00
m/z 94.45 20.03%
5000
165.0
. 630 89.0 1501300 w
R o R A A o L
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\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 9,10-Dimethylanthracene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.422 4.33 ng 229869  Phenanthrene-die 11.375
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 93
2 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 93
3 Phenanthrene, 2,5-dimethyl- 206 CleH14 003674-66-6 93
4 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 90
5 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 87
Abundance Scan 1723 (12.422 min): BF129618.D\data.ms (-1720) () | m/z 206.10 100.00%
206.1
T
12.50
1 m/z 191.10 46.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82933: 9,10-Dimethylanthracene
206.0
5000 1
12.50
m/z 189.10  25.35%
28 0 63 0 L \‘ L H 12\7 0152 0\ 7\\‘8 (TH um
‘\H\‘HH‘HH‘\H\‘HH‘\\1\’\\\\‘\\\\‘\\\\’ 1\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0
—
12.50
5000 m/z 205.10 24.69%
0270 630‘ d‘\ﬁ150 1520178?‘ m
o B e L R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82944: Phenanthrene, 2,5-dimethyl- —
206.0 12.50
m/z 207.10 16.82%
5000
101.0 165.0 ‘
76.0
o 10 10 w0 L -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50

8270-BF072522.M Mon Aug 08 17:41:07 2022 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Phenanthrene, 2,5-dimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.457 2.59 ng 137684  Phenanthrene-di10 11.375
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
2 Phenanthrene, 2,7-dimethyl- 206 C16H14 001576-69-8 93
3 Phenanthrene, 3,6-dimethyl- 206 CleH14 001576-67-6 90
4 9,10-Dimethylanthracene 206 CleH14 000781-43-1 89
5 di-p-Tolylacetylene 206 CleH14 002789-88-0 87
Abundance Scan 1729 (12.457 min): BF129618.D\data.ms (-1726) (-) | m/z 206.10 100.00%
206.1
101.0 oen
178. 12.50
. . 151.0
390 690 ) ,sz‘&l m/z 191.10  39.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T
12.50
101.0 m/z 189.10 39.17%
' 165.0 ‘
0 %\7\.9‘\\\\6‘3‘\.91‘\1‘\“\ i‘huu‘\\1\?7‘9\.(\)1\‘\‘Hi”,\‘\h\i“‘\‘u\‘HH’HH‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82949: Phenanthrene, 2,7-dimethyl-
206.0
—
12.50
5000 ITI/Z 205.10 28.71%
26.0 102.0 ‘
o200 7901 isoweq |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82946: Phenanthrene, 3,6-dimethyl- —
206.0 12.50
m/z 207.10 16.08%
5000
102.0
01260 510 "0/ | 13901650 |
LA R e o e R R —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50

8270-BF072522.M Mon Aug 08 17:41:07 2022 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 1,3-Diphenyl-3-methylcyclop... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.510 2.74 ng 145655 Phenanthrene-d10 11.375
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Diphenyl-3-methylcyclopropene 206 C1l6H14 086544-79-8 83
2 1H-Indene, 2-methyl-3-phenyl- 206 CleHi4 035099-60-6 50
3 Anthracene, 2-ethyl- 206 CleH14 052251-71-5 50
4 9,10-Dimethylanthracene 206 CleH14 000781-43-1 50
5 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 46

Abundance Scan 1738 (12.510 min): BF129618.D\data.ms (-1735) (- m/z 204.10 100.00%
204.1

5000 175.9

=

T
12.50

50.0 .
0 2381 283: /7 206.10  75.56%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82965: 1,3-Diphenyl-3-methylcyclopropene
206.0
5000
12.50
m/z 191.10 47.74%
91.0 128.0 165.0
29.0
o 62,0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82960: 1H-Indene, 2-methyl-3-phenyl-
206.0
T \
12.50
5000 ITI/Z 175.95 41.93%
91.0 1280 1650
51.0 ‘ ‘
0,Huﬂ‘ﬂWWHWNWHWHMJLq‘NWWHMuMqWHW‘HW‘HW‘HW‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #82928: Anthracene, 2-ethyl- —
206.0 12.50
m/z 205.10 30.45%
5000
89.0 165.0
020y il
m/z--> 20 40 60 80 100120140160180200220240260280 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Pyrene, 1l-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.033 3.66 ng 222451  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 96
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 95
3 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 91
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 89
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 1827 (13.033 min): BF129618.D\data.ms (-1823) (- m/z 216.05 100.00%
216.1
% 13.00 |
63.0 01651 ‘ :
Ol i J L2330 L 2771 7 215,65 92.26%
miz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 sAa :
13.00
95.0 m/z 213.10  24.60%
0L270 630 || 1630 | |
L ‘ T ‘ T T T T [ T ‘ T T ‘ T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0
RN T
13.00
m/z 217.10  19.49%
5000 95.0
0 53.0 L ‘ I ‘H 163.0 ML ! h“
e i
miz--> 50 100 150 200 250 300
Abundance #94572: 11H-Benzo[b]fluorene RS
216.0 13.00
m/z 94.60  17.21%
5000
107.0
0l 280 630 | 1630 |
1t ——
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12

Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 8 Pyrene, 2-methyl- Concentration Rank 17

R.T EstConc Area Relative to ISTD R.T.
13.251 2.76 ng 167652  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 2-methyl- 216 C17H12 003442-78-2 94
2 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 93
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 90
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 89

Abundance Scan 1864 (13.251 min): BF129618.D\data.ms (-1861) (-} m/z 216.10 100.00%
216.1
945 A =
0 163.0 ‘ “ 13.00 13.50
ol 280 . [ 112801630 | [ | 2601 318 ;51516 58.49%
miz--> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0
5000 M S
95.0 13.00 13.50
m/z 94.50  19.347%
O 53'0 L ‘ 1 ‘H 163.0 h‘w I hH
T L ‘ L T T ‘ T T T ‘ T T L ‘ T T T ‘ T L T ‘ T T
miz—-> 50 100 150 200 250 300
Abundance #94569: Pyrene, 1-methyl-
216.0
—— —
13.00 13.50
5000 m/z 217.10 16.75%
SIS R L D E—
miz--> 50 100 150 200 250 300
Abundance #94579: Fluoranthene, 2-methyl- T —T
216.0 13.00 13.50
m/z 213.10 16.48%
5000
108.0
39.0 740 I \“ 1630 1 \H‘
— e —r— =
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12

Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Pyrene, 4-methyl- Concentration Rank 19

R.T EstConc Area Relative to ISTD R.T.
13.345 2.70 ng 164274  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 97
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 95
3 Pyrene, 4-methyl- 216 C17H12 003353-12-6 95
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 62

Abundance Scan 1880 (13.345 min): BF129618.D\data.ms (-1877) (- m/z 216.10 100.00%
216.1
- —
QTS 163.0 ‘ H ) 13.00 13.50
o390 Ll 18300 U 2751 3406 ./, 315,10  51.36%
miz--> 50 100 150 200 250 300
Abundance #94566: Pyrene, 1-methyl-
216.0
5000 2 SO
13.00 13.50
94.0 m/z 217.10 16.45%
Jso0 || aeso| |
T T ‘ T T T ‘ T T T ‘ T T ’ T T T ‘ L ‘ T T T
miz—-> 50 100 150 200 250 300
Abundance #94567: Pyrene, 2-methyl-
216.0
— —
13.00 13.50
m/z 94.50 15.94%
5000 95.0
om0 Ll aesol |
m/z--> 50 100 150 200 250 300
Abundance #94563: Pyrene, 4-methyl- “ —
216.0 13.00 13.50
m/z 189.05 15.80%
h MMMVM
0R7.0 630 | 1630 | |
7 P e
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Benzo[b]naphtho[2,1-d]thiop... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.769 3.82 ng 232413  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]naphtho[2,1-d]thiophene 234 CleH1es 000239-35-0 91
2 Benzo[b]naphtho[1,2-d]thiophene 234 C16H1esS 000205-43-6 90
3 Benzo[b]naphtho[2,3-d]thiophene 234 Cl6H1es 000243-46-9 78
4 Phenanthro(2,1-b)thiophene 234 C16H1esS 000219-25-0 43
5 Benzenamine, 2-ethyl-N-(4,4-dime... 234 C13H18N2S 1000272-26-2 38

Abundance Scan 1952 (13.769 min): BF129618.D\data.ms (-1946) (- m/z 234.10 100.00%

234.1
5000

A
551 116.9 189.“1 3021 ‘ 13.50 14.00
ol o2t oyl 8021 355 536,10 38.46%
m/z--> 50 100 150 200 250 300 350
Abundance #116290: Benzo[b]naphtho[2,1-d]thiophene
234.0
5000 Sl ey
13.50 14.00

m/z 202.05 20.64%

O T \‘ ‘\‘ “6%.‘\9\ \‘ ‘]‘-J\-K.(\) T ‘ \‘ \1\8‘f.i‘0\ T \M\ ‘ L ‘ LI ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #116295: Benzo[b]naphtho[1,2-d]thiophene
234.0

——
13.50 14.00
5000 m/z 235.00  19.27%

28.0 117.0 189.0

el e
m/z--> 50 100 150 200 250 300 350
Abundance

#116288: Benzo[b]naphtho[2,3-d]thiophene T
234.0 13.50 14.00

m/z 229.10  13.59%

5000
117.0
189.0
0 63.0 L | i‘ ]

P \
m/z--> 50 100 150 200 250 300 350 13.50 14.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Cyclopentadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.851 6.94 ng 421544  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopentadecane 210 C15H3e 000295-48-7 90
2 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
3 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 87
4 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 83
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 83
Abundance Scan 1966 (13.851 min): BF129618.D\data.ms (-1963) (- m/z 57.10 100.00%
57.1
111 234.0 - -
| 1618 \ 2202 13.50 14.00
oLt ““‘hw”w‘ P m/z 55.05 77.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #87654: Cyclopentadecane
55.0
5000 — ——
110 13.50 14.00
m/z 43.10 73.64%
e
O\“\ ‘J f\‘\\\“1‘\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #318054: Nonadecyl pentafluoropropionate
57.0
— ——
13.50 14.00
5000 111.0 m/z 69.16 61.51%
0 J \‘ i “\ \‘ h } 1“16”8 0 266 0 412.0 Wm
P e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #333983: Nonadecy! heptafluorobutyrate — ——
97.0 13.50 14.00
43, m/z 83.10 60.97%
B ML’JL/M
169.0 266.0
oLl L T ST e (e
m/z--> 50 100 150 200 250 300 350 400 450 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.110 7.09 ng 431023  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 47
4 (Carbethoxymethyl)-triphenylphos... 428 C22H22Br02P 001530-45-6 45
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
Abundance Scan 2010 (14.110 min): BF129618.D\data.ms (-2006) (- m/z 277.10 100.00%
277.1
5000 J
77.0 199.0 — —r
204 ‘ 115 015‘2-0 | H 14.00 14.50
ol o g Ly 2391 L 3262 n/; 278,10 30.84%
m/z--> 50 100 150 200 250 300 350
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T T
152.0 14.00 14.50
m/z 77.00 23.16%
‘ 95.0
oL, \‘ lh‘m‘m\‘ ‘L“\“\‘uuh‘\w i‘““ }M‘\“ }\ M
miz--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
= —
14.00 14.50
5000 m/z 199.00 20.33%
o 183.0
0 39# - ‘]‘.Z‘EO \‘“‘ I ‘\‘ H\ 228.0
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #169750: Vanadium, cycloheptatrienyl-(pentamethylcyclo e T
277.0 14.00 14.50
m/z 201.00 18.49%
5000
195.0
510 910 1420
0"“v‘Nu‘ﬂ‘J"Np‘wWMW‘ggaq““““““ — Mo
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Triphenylene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.404 3.26 ng 198437  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylene, 2-methyl- 242 C19H14 001705-84-6 96
2 Benz[a]anthracene, 2-methyl- 242 C19H14 002498-76-2 94
3 Benz[a]anthracene, 7-methyl- 242 C19H14 002541-69-7 93
4 Chrysene, 1-methyl- 242 C19H14 003351-28-8 93
5 2-Methylchrysene 242 C19H14 003351-32-4 89
Abundance Scan 2060 (14.404 min): BF129618.D\data.ms (-2056) (- m/z 242.10 100.00%
242.1
- Mﬂj\/\k\
—4
57.1 121.0 200 ‘ 14.50
ol 2 bl 2004 29893432 415 ., 541,10 31.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #126450: Triphenylene, 2-methyl-
242.0
5000 1
14.50
m/z 239.10  27.62%
121.0
0 44\0 H“ 200\ Ll
\\\’\\\\‘\\\\‘\\\\‘\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #126464: Benz[a]anthracene, 2-methyl-
242.0
—
14.50
5000 m/z 243.10 20.85%
121.0
NECTUHIE" T VS B
m/z--> 50 100 150 200 250 300 350 400
Abundance #126462: Benz[a]anthracene, 7-methyl- ——
242.0 14.50
m/z 240.10 10.70%
5000
121.0
ol 00y _—
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 1,3-Benzenedicarboxylic aci... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14.427 3.41 ng 207174  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,3-Benzenedicarboxylic acid, bi... 390 C24H3804 000137-89-3 62
2 1,4-Benzenedicarboxylic acid, bi... 390 C24H3804 006422-86-2 50
3 Isophthalic acid, di(4-octyl) ester 390 C24H3804 1000344-04-3 50
4 Isophthalic acid, 3-methylbut-2-... 348 C21H3204 1000344-72-4 49
5 Terephthalic acid, 4-octyl octyl... 390 C24H3804 1000323-73-7 47

Abundance Scan 2064 (14.427 min): BF129618.D\data.ms (-2062) (- m/z 70.10 100.00%

91 149.0
261.1
5000

—r
14.50
207.0 :

A ‘ L. by 2000l (3301 385 s 149.00  82.71%

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

Abundance #295780: 1,3-Benzened|carboxylic acid, bis(2-ethylhexyl)

70.0
112.0
5000 261.0 T

m/z 261.10  63.06%

Z%M»h 1 H‘ 2070 | |3040347.0
L ’ T T ‘ T T ‘ T \ T ‘ UL ‘ \ T T T T ‘ UL
miz--> 50 100 150 200 250 300 350
Abundance #295782: 1,4-Benzenedicarboxylic acid, bis(2-ethylhexyl)
70.0
112.0

5000 m/z 167.00 62.66%

67.0
261.0
29.
] | y “ | 217.0 \ 333.0
‘ . “““““““‘ I A A
m/z--> 50 100 150 200 250 300 350
Abundance #295629: Isophthalic acid, di(

4-octyl) ester :
1.0

o

o

m/z 112.05 52.48%

167.0
5000
112.0
9.0 700 " T ‘ \

L —
miz--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Heneicosane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.469 3.28 ng 199187  Chrysene-d12 14.022
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Pentacosane 352 C25H52 000629-99-2 91
3 Tricosane 324 C23H48 000638-67-5 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Octacosane 394 (C28H58 000630-02-4 87
Abundance Scan 2071 (14.469 min): BF129618.D\data.ms (-2068) (- m/z 57.10 100.00%
57.1
2000 erJkMA\VJLMAMWJk\Jk
——
‘ i) 9‘ 0 197 2421 ) 14.50
ol L LLLL3HD 1970, U“ f 328l 39T sy 71,10 68.35%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0
5000 T
14.50
9.0 m/z 43.10 62.93%
Olwswdw T “‘ \h‘\ h“ \“‘ \11\4%’9\1\8\3\?2\2\5\9‘ T \?9\6‘ \O\ L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #262013: Pentacosane
57.0
——
14.50
5000 m/z 85.10 48.20%
. \ 1 h\ 141018302250 2950 3520
iy A A
m/z--> 50 100 150 200 250 300 350 400
Abundance #229644: Tricosane T
57.0 14.50
m/z 55.05 23.93%
- WM
324.0
|| \  141.0183.0225,0267.0
oA A L “ RS e Y N ——
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Henicosanal Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.921 5.28 ng 211566  Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Henicosanal 310 C21H420 ©51227-32-8 93
2 1,19-Eicosadiene 278 C20H38 014811-95-1 93
3 Octadecanal 268 C18H360 000638-66-4 91
4 17-Octadecenal 266 C18H340 056554-86-0 91
5 18-Nonadecen-1-o0l 282 C19H380 1000142-89-2 83

Abundance Scan 2148 (14.921 min): BF129618.D\data.ms (-2145) (- m/z 57.10 100.00%

57.1
5000
276.1 15.00
on‘M% ““““““‘1“6%?‘2“079‘“HH‘H‘H"3‘6‘2‘3‘“‘4‘29‘ m/z 43.10 77.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212262: Henicosanal
82.0
5000 L
15.00
m/z 82.10 77 .13%
bo. 370 292.0
MILLLITTY 20
O\\‘\“‘\\M‘H‘h\‘\‘\‘“\‘\M“\H‘\‘\“\H“\H\‘\H\‘\H\
m/z--> 50 100 150 200 250 300 350 400
Abundance #171303: 1,19-Eicosadiene
55.0
——

15.00
5000 m/z 96.10 56.63%
9.0
oL L LAR L]y 1800228,0 278.0
el e B e
m/z--> 50 lOO 150 200 250 300 350 400
Abundance #158569: Octadecanal T
43.0 15.00
96.0 m/z 55.10 52.37%
- W[\W
222.0
0 ke 1 .
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 17 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.169 7.81 ng 312906  Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 90
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 83
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 78
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 78
5 Perylene 252 C20H12 000198-55-0 78

Abundance Scan 2190 (15.168 min): BF129618.D\data.ms (-2185) (- m/z 252.10 100.00%
252.1

5000
57.1

=

15.00 15.50

1111
AL 13540 2070 4 295.1 34633931 m/z 57.10  35.09%

|
m/z--> 50 100 150 200 250 300 350 400
Abundance #138559: Benzo[e]pyrene
252.0

o

5000 7 ——
15.00 15.50
126.0 m/z 250.10 29.68%
O41.0 MM‘ 200.0,
\1’\\\\‘\\\\‘\\\1‘\\\\\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene
252.0
e —
15.00 15.50
5000 ITI/Z 83.10 26.64%
126.0
039.0 83.0 “ﬂ 200.0, |
A A I B e e B B I BRI I AR R
m/z--> 50 100 150 200 250 300 350 400
Abundance #138567: Benzo[k]fluoranthene 7 —
252.0 15.00 15.50

m/z 253.05 25.18%

5000
126.0
75.0 ‘Mﬂ 2000, |

R e e )
miz--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 18 Perylene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.368 6.48 ng 259505 Perylene-d12 15.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[b]fluoranthene 252 C20H12 000205-99-2 96
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Perylene 252 C20H12 000198-55-0 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
Abundance Scan 2224 (15.368 min): BF129618.D\data.ms (-2221) (- m/z 252.10 100.00%
252.1
w M
— g
s 12‘5'1 27 15.00 15.50
o090 il 16712071 | 296134193831 ./, 256,10 28.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 — e
15.00 15.50
m/z 253.10 20.63%
125.0
0390 830, | 2000, |
\\‘\\\\‘\\\\’\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene
252.0
— —
15.00 15.50
5000 m/z 125.10 14.83%
126.0
0B9:0 830 ‘\\ 2000, |
R R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene “ T
252.0 15.00 15.50
m/z 126.00  12.55%
5000
126.0
oL 740 T 2000 |
e e e e B e P e
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acq On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF@072522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 19 Heptacosanal Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.692 4.50 ng 180306  Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacosanal 394 C27H540 072934-03-3 91
2 Oxirane, hexadecyl- 268 C18H360 007390-81-0 81
3 Octadecanal 268 C18H360 000638-66-4 68
4 2-Octadecyl-propane-1,3-diol 328 (C21H4402 005337-61-1 62
5 Oxirane, heptadecyl- 282 C19H380 067860-04-2 62
Abundance Scan 2279 (15.692 min): BF129618.D\data.ms (-2276) (- m/z 57.10 100.00%
57.1
" Vji
‘ il 1550 1600
194.1 : :
0 ma‘iw‘ww‘ ‘Jh:“‘“ il iy 284‘1 3‘6124‘123‘ m/z 43.10 79.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #298411: Heptacosana
82.0
5000 — ——
15.50 16.00
376.0 m/z 82.10 71.69%
‘ ‘m “ 222.0 320.0 ‘
O\\\\h‘\“ “M\‘\‘\“\\‘\}\‘\\‘\‘\“\‘\‘\\‘\\\‘\“\\‘\\“\\\\
m/z--> 100 150 200 250 300 350 400
Abundance #158580: Oxirane, hexadecyl-
82.0
— —
15.50 16.00
5000 ITI/Z 55.05 64.98%
|| v
0 H\“‘ \‘\U“ i \‘ “\; Uy \ n \(‘)\%?B‘O“HH‘HH‘HH
m/z--> 50 100 150 200 250 300 350 400
Abundance #158568: Octadecanal 7 —
43.0 15.50 16.00
m/z 83.10 56.98%
96.0
5000
118520700070
oL 202000720 R
m/z--> 50 100 150 200 250 300 350 400 15.50 16.00
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Data Path : Z:
Data File : BF

Acq On : 06
Operator : CG
Sample : N3
Misc

ALS vial : 15

Quant Method :
Quant Title

TIC Library

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
129618.D

Aug 2022 01:12

\Ju

961-18

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF072522.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 20 Tetracosane Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
15.921 16.32 ng 653706  Perylene-di12 15.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 90

Abundance Scan 2318 (15.921 min): BF129618.D\data.ms (-2313) (- m/z 57.05 100.00%
57.0
16.00
169.2 266.1 :
0 ‘uh i “ A w [L2201°00 3363 3973 myz 71.10  66.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #246482: Tetracosane
57.0
5000 R
16.00
m/z 43.10 58.59%
130
O ‘\ uh\ \“\ h \‘ \‘ 1690\2‘250 2810 33\80
\\\‘\\\]\\\‘\\!\‘f\\Y‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #211086: Tridecane, 1-iodo-
57.0
——
16.00
5000 m/z 85.10 50.26%
183.0
13.0
oLl T e
m/z--> 50 100 150 200 250 300 350 400
Abundance #275537: Hexacosane T
57.0 16.00
m/z 55.05 21.73%
o MW
13.0
0 ‘ \y uh\ h‘ | | 1690 225.0 295.0 367.0
R R e ——
m/z--> 50 100 150 200 250 300 350 400 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF080522\
Data File : BF129618.D

Acqg On : 06 Aug 2022 01:12
Operator : CG\JU

Sample : N3961-18

Misc :

ALS Vvial : 15 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-... 5.081 4.0 ng 187071 1 6.846 929708 20.0
1H-Indene, 2-ph... 11.898 4.1 ng 217866 4 11.375 1062290 20.0
Anthracene, 1-m... 11.986 3.0 ng 159946 4 11.375 1062290 20.0
9,10-Dimethylan... 12.422 4.3 ng 229869 4 11.375 1062290 20.0
Phenanthrene, 2... 12.457 2.6 ng 137684 4 11.375 1062290 20.0
1,3-Diphenyl-3-... 12.510 2.7 ng 145655 4 11.375 1062290 20.0
Pyrene, 1-methyl- 13.033 3.7 ng 222451 5 14.022 1215550 20.0
Pyrene, 2-methyl- 13.251 2.8 ng 167652 5 14.022 1215550 20.0
Pyrene, 4-methyl- 13.345 2.7 ng 164274 5 14.022 1215550 20.0
Benzo[b]naphtho... 13.769 3.8 ng 232413 5 14.022 1215550 20.0
Cyclopentadecane 13.851 6.9 ng 421544 5 14.022 1215550 20.0
Triphenylphosph... 14.110 7.1 ng 431023 5 14.022 1215550 20.0
Triphenylene, 2... 14.404 3.3 ng 198437 5 14.022 1215550 20.0
1,3-Benzenedica... 14.427 3.4 ng 207174 5 14.022 1215550 20.0
Heneicosane 14.469 3.3 ng 199187 5 14.022 1215550 20.0
Henicosanal 14.921 5.3 ng 211566 6 15.498 800959 20.0
Benzo[e]pyrene 15.169 7.8 ng 312906 6 15.498 800959 20.0
Perylene 15.368 6.5 ng 259505 6 15.498 800959 20.0
Heptacosanal 15.692 4.5 ng 180306 6 15.498 800959 20.0
Tetracosane 15.921 16.3 ng 653706 6 15.498 800959 20.0
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