LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF124381.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.987 489 493 501 rBV 44584 53749 4.43% 0.512%
2 5.404 561 564 579 rBV 780349 801971 66.08% 7.643%
3 6.428 735 738 751 rBV 839703 834174 68.74%  7.950%
4 6.781 795 798 803 rVB 249972 194460 16.02%  1.853%
5 7.351 891 895 898 rBV 716224 573867 47.29% 5.469%

6 8.069 1013 1017 1020 rBV 276377 250674 20.66%
7 9.145 1196 1200 1203 rBV 1460864 1106671 91.19% 10.
8 9.822 1311 1315 1318 rBV 423672 316960 26.12%

9 9.851 1318 1320 1324 rVB 26701 22066 1.82%
10 10.369 1405 1408 1412 rBB 22232 18978 1.56%

OO WOoON
[
N
e
R

11 10.616 1446 1450 1453 rBV 897430 765458 63.07%
12 11.122 1532 1536 1540 rVB 24342 20299 1.67%
13 11.310 1564 1568 1570 rBV 430642 348794 28.74%

ONWOoN
w
N
i
3R

14 11.333 1570 1572 1576 rVV 376962 293116 24.15% 794%
15 11.386 1576 1581 1584 rVB 74097 59445  4.90% 567%
16 11.545 1603 1608 1615 rBV2 33258 35234 2.90% 0.336%
17 11.810 1650 1653 1656 rBV 44004 38526  3.17% ©0.367%
18 11.839 1656 1658 1663 rVvV 62811 56860 4.69% 0.542%
19 11.892 1663 1667 1669 rVV 17600 17781 1.47% 0.169%
20 11.922 1669 1672 1675 rVV 60911 67998 5.60% 0.648%
21 11.945 1675 1676 1680 rVB 33019 22877 1.89% 0.218%
22 12.104 1701 1703 1707 rBV 26419 24961 2.06% 0.238%
23 12.139 1707 1709 1713 rVB2 30048 26375 2.17% 0.251%
24 12.257 1724 1729 1733 rBv4 11399 14789  1.22% 0.141%
25 12.363 1742 1747 1749 rBV 29357 26837 2.21% 0.256%
26 12.398 1749 1753 1755 rVV3 18723 25091 2.07% 0.239%
27 12.457 1759 1763 1766 rVB3 29990 31723 2.61% ©0.302%
28 12.527 1771 1775 1778 rBV ~ 499432 418310 34.47%  3.987%
29 12.675 1795 1800 1803 rBV3 17377 19401 1.60% 0.185%
30 12.757 1808 1814 1819 rBV 403666 431199 35.53% 4.110%
31 12.810 1819 1823 1828 rVV6 19031 32161 2.65% ©.307%
32 12.898 1832 1838 1841 rVB 1429860 1213605 100.00% 11.566%
33 12.974 1847 1851 1855 rVB2 27649 39460  3.25% 0.376%
34 13.069 1863 1867 1868 rBV3 23314 34080 2.81% ©0.325%
35 13.086 1868 1870 1874 rVB 43332 35901 2.96% ©.342%
36 13.151 1879 1881 1883 rBV 23083 20323 1.67% 0.194%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

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-BF060321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.186 1883 1887 1890 rBV3 43407 48504 4.00% 0.462%
38 13.280 1900 1903 1906 rVB 22649 19316 1.59% 0.184%
39 13.310 1906 1908 1912 rBV3 21377 24071 1.98% 0.229%
40 13.474 1931 1936 1938 rBvV4 8503 14921 1.23% 0.142%
41 13.598 1954 1957 1961 rVB 48037 41382 3.41% 0.394%
42 13.704 1970 1975 1978 rBV 40757 48998 4.04% 0.467%
43 13.733 1978 1980 1982 rVWV 29408 20929 1.72% 0.199%
44 13.757 1982 1984 1986 rVvVv 23886 22218 1.83% 0.212%
45 13.810 1990 1993 1996 rVB 38616 39725 3.27% ©.379%
46 13.874 1996 2004 2006 rBV6 15565 32592 2.69% 0.311%
47 13.957 2011 2018 2021 rBV2 375205 494415 40.74% 4.712%
48 13.980 2021 2022 2026 rVB 162249 109712 9.04% 1.046%
49 14.063 2034 2036 2039 rVB 19970 15085 1.24% 0.144%
50 14.116 2042 2045 2049 rBV6 16594 28522 2.35% 0.272%
51 14.186 2055 2057 2061 rvVB2 17210 17017 1.40% 0.162%
52 14.345 2081 2084 2086 rBV 37241 26035 2.15% 0.248%
53 14.421 2093 2097 2099 rBV5 11757 19600 1.62% 0.187%
54 14.469 2103 2105 2107 rBV3 16791 14161 1.17% 0.135%
55 14.839 2165 2168 2170 rBv4 19633 18194 1.50% 0.173%
56 14.998 2190 2195 2197 rBV 145469 193961 15.98% 1.849%
57 15.057 2202 2205 2210 rVVv7 12677 20440 1.68% ©.195%
58 15.104 2210 2213 2217 rVB 30238 32864 2.71% 0.313%
59 15.198 2224 2229 2234 rBV6 10445 28209 2.32% 0.269%
60 15.292 2241 2245 2250 rBV 82043 93932 7.74% 0.895%
61 15.357 2252 2256 2260 rVB 109670 140054 11.54% 1.335%
62 15.416 2261 2266 2270 rBv2 212511 268060 22.09% 2.555%
63 15.445 2270 2271 2276 rVB2 26910 29086 2.40% 0.277%
64 15.845 2336 2339 2344 rVB4 13162 18761 1.55% 0.179%
65 15.974 2357 2361 2365 rVB6 10242 15127 1.25% 0.144%
66 16.339 2421 2423 2431 rVB6 14007 23301 1.92% 0.222%
67 16.674 2476 2480 2484 rBV6 10627 18028 1.49% 0.172%
68 16.868 2508 2513 2521 rBV3 57882 98082 8.08% ©.935%
69 16.933 2521 2524 2530 rVB6 9401 16578 1.37% 0.158%
70 17.045 2537 2543 2547 rBV5 13807 26679 2.20% 0.254%
71 17.098 2547 2552 2557 rVVve 11666 24896 2.05% 0.237%
72 17.304 2582 2587 2595 rVB4 39945 75366 6.21% 0.718%
73 17.562 2625 2631 2636 rBVe6 8992 19732 1.63% ©0.188%
Sum of corrected areas: 10492727
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF124381.D\data.ms
1400000

1200000

1000000
6.428

5.404
800000 7351

600000

400000

6.781
200000

4.987
0\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF124381.D\data.ms
1400000 9.145 12.898

1200000

1000000
10.616

800000

600000
12.527

9.822 12.757

400000
8.069

200000

o L 9851 10.369
T ‘ T T ‘ T T ‘ T T T ‘ T T U T ‘ T T T T ‘ U T A = T ~ = ™ ‘ T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BF124381.D\data.ms
1400000

1200000
1000000
800000
600000
400000 13.957

15.416
200000 131980 14.998 145857
: 6.8
|3 A FERRR I aaabh g0 14.9398i0I A4S 15 amm7a 16339 1067416 b8m0s 347 562
T T T T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T

‘ T ‘ T ‘ T T ‘ T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.987 5.53 ng 53749 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 36
3 1,3-Dioxane, 4,4-dimethyl- 116 C6H1202 000766-15-4 17
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 1-Butanol, 3-methoxy- 104 C5H1202 002517-43-3 9

Abundance Scan 493 (4.987 min): BF124381.D\data.ms (-489) (-) m/z 43.10 100.00%
3.1
59.0
5000
101.0 i
R
4.60 4.80 5.00 5.20 5.40
Lol s :
O trrrprrrrrrer e e e et e e m/z 59.00 79.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘u\\‘u\\‘hww,u\\f\
59.0 4.60 4.80 5.00 5.20 5.40
m/z 101.00 26.34%
15.0 101.0
0 2%\ Ll | ‘ 83.0 | ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
59.0
B e
4.60 4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 21.33%
27.0 87.0
0 73.0
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8140: 1,3-Dioxane, 4,4-dimethyl- REaas A BaR o
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 14.49%
5000
101.0
29.0 .0 71.0
58.0 86.0
| O O .0 N S
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 3 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.810 2.21 ng 38526  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91
4 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 90
5 Naphtho[2,3-b]norbornadiene 192 C15H12 107426-38-0 87
Abundance Scan 1653 (11.810 min): BF124381.D\data.ms (-1650) (- m/z 192.10 100.00%
192.1
5000
165.1 — Pl
632 %4 1150  12.00
L e | B B m/z 191.10  61.23%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54750: Phenanthrene, 2-methyl-
192.0
5000 il AM
11.50 12.00
040 165.0 m/z 189.10  35.72%
0 39.0 630 | M 115.0 13\90‘\ {1 1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance Jh
192.0
11.50 12.00
5000 m/z 165.10 22.09%
83.0 165.0
0 15.0 39.0 62.0 115.0 139.0
T e e e e e
miz--> 20 40 60 80 100 120 140 160 180 M /\ M !\
Abundance #54746: Phenanthrene, 1-methyl- I ‘ I LWL P ﬂmN
192.0 11.50 12.00
m/z 193.10  20.15%
5000
165.0
oL 390 630 960 1390 | i, Mnﬂﬂn n
B R e R — L
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 4 Anthracene, 2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.839 3.26 ng 56860 Phenanthrene-d10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 91
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 89
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 81
Abundance Scan 1658 (11.839 min): BF124381.D\data.ms (-1656) (- m/z 192.10 100.00%
192.1
5000
165.0 T I
408 629 H 138.9 11.50 12.00
O Frrr e bt et e el m/z 191.85  63.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 AM
5000 R ‘MM
11.50 1200
m/z 189. 33.47%
83.0 165.0
0l15:0 39.0 61.0 """ 11501390 |
\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
‘
11.50 1200
5000 m/z 190.10 21.16%
165.0
0 300 630 960 139.0
A N e o AR s S
m/z--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #54740: Anthracene, 1-methyl- 11 A M.
192.0 11.50 12.00
m/z 193.00 17.95%
5000
82.0 165.0
160 390 | | 11501390 M\A A/Wl 1
e e e e e e e — L e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 5 Benzaldehyde, 3,5-dichloro-... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.922 3.90 ng 67998  Phenanthrene-die 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 60
3 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3BroOS 004701-17-1 53
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 47
5 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 41
Abundance Scan 1672 (11.922 min): BF124381.D\data.ms (-1669) (- m/z 189.00 100.00%
189.0
5000 M
94.4 165.1 i1 RN MA/\K\
63.1 ‘ ‘ 12.00
(O N L0 MM‘J S B N | i m/z 190.10  88.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53364: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 M/\ — L s Ny
12.00
63.0 133.0 m/z 192.05  76.56%
28.0 91.0 M 1620
0 \\\‘\1‘\ \h“ T \h\‘\ ““\ T }‘H\ “\ T Hlmi‘\ \‘\ T \“‘} \‘\“ \‘\ 7T ‘M T \‘i BERERRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
190.0
YT
12.00
5000 m/z 190.95 59.31%
94.0
0 39.0 63.0 137.0 163.0
R R B o e e e
miz--> 20 40 60 80 100 120 140 160 180 200 M
Abundance #53263: 5-Bromo-2-thiophenecarboxaldehyde 2 ——4 A :
191.0 12.00
m/z 94.40 22.18%
5000
82.0
39.0 ‘ A
117.0 163.0
0 H\‘N\NJNMM\M\Mm\\w\wm\u\‘u\\m\\w\\H‘\H\ - — \A\M
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 6 Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.104 2.45 ng 32864 Perylene-di2 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 52
2 Benzo[e]pyrene 252 C20H12 000192-97-2 52
3 Perylene 252 C20H12 000198-55-0 47
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 47
5 1-Phenyl-3-(4-methoxyphenyl)-2-p... 252 C16H16N20 003314-43-0 43
Abundance Scan 2213 (15.104 min): BF124381.D\data.ms (-2210) (| m/z 252.10 100.00%
25p.1
5000 j\
LA
0L L ‘” ! H‘“ "‘ Jw el m/z 250.10  38.66%
miz--> 50 100 150 200 250 300
Abundance #104222: Benzo[a]pyrene
252.0
5000
15.00 15.50
126.0 m/z 253.15 28.58%
410 830 H 200.0 | ‘
O\ T T T ‘ \ T \‘\ i‘\ \“\ T ‘ T T T T ‘ T \h\ \h“\ T T T ‘ T
miz--> 50 100 150 200 250 300
Abundance
252.0
15.00 15.50
5000 m/z 251.20 15.77%
125.0
0 50.0 83.0 158.0 200.0
—— e e e
m/z--> 50 100 150 200 250 300 f\ k k A
Abundance #104214: Perylene L M LI
252.0 15.00 15.50
m/z 126.10 14.57%
5000
125.0 (\
o0 500 830 | wesoz00 | gpllhudlld
m/z--> 50 100 150 200 250 300 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 7 +trans-4,4'-Dimethoxychalcone Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.198 2.10 ng 28209 Perylene-di2 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-4,4'-Dimethoxychalcone 268 C17H1603 041564-67-4 50
2 3-Methylcholanthrene 268 C21H16 000056-49-5 49
3 9,10-Anthracenedione, 1,5-dimeth... 268 C16H1204 006448-90-4 47
4 3-Hydroxy-cis-D-homoestra-1,3,5(... 268 C18H2002 021547-08-0 47
5 4H-1-Benzopyran-4-one, 7-hydroxy... 268 C16H1204 000487-24-1 47
Abundance Scan 2229 (15.198 min): BF124381.D\data.ms (-2224) (- m/z 268.10 100.00%
268.1
5000 )\1 (M{V\
570 951 [\‘M‘N\N‘I\A‘ WL
TN Nl
O‘H‘HHMH“H‘_H‘H‘WH‘M‘H‘HW‘H‘HH‘H‘_H“‘WH m/z 57.00  28.33%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117399: trans-4,4'-Dimethoxychalcone
268.0
5000 — —
15.00 15.50
135.0 225.0 m/z 81.10 27 .58%
0 \H‘\H\‘\\\\’\\7\7‘(\)\\’]\-‘H\\i\H“\‘H\l\?f\\oﬂ-\gﬁ‘(\)\\\‘\“\H“}\H‘\’\ ‘H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance
268.0
L —
15.00 15.50
5000 m/z 95.10 25.83%
126.0
0l.27.0 57.0 87.0 187.0  239.0
T e T T e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #117282: 9,10-Anthracenedione, 1,5-dimethoxy- LR
268.0 15.00 15.50
m/z 209.00  23.64%
5000
237.0
152.0
e ]
0‘H_HWHHMHWHH_HWHMmMme“JMMMWJﬂAMMMWH
m/z--> 20 40 60 80 100120140160180200220240260280 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.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 8 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.292 7.01 ng 93932 Perylene-di2 15.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Perylene 252 C20H12 000198-55-0 91
2 Benzo[e]pyrene 252 C20H12 000192-97-2 87
3 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 81
4 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76
5 Benzo[a]pyrene 252 C20H12 000050-32-8 74
Abundance Scan 2245 (15.292 min): BF124381.D\data.ms (-2241) (|  m/z 252.10 100.00%
25p.1
5000 j\
125.0 TE
15.00 15.50
743 221.9 M :
N A 1 o 29092550 283 nz 250.20  28.04%
miz--> 50 100 150 200 250
Abundance #104214: Perylene
252.0
5000 L LA e e e
15.00 15.50
125.0 m/z 253.15 19.14%
0A7:0_50.0 830 \H 1740 2220 M
T T T T T ‘ ‘ T T T T ‘ T T T T T T T T
miz--> 50 100 150 200 250
Abundance
252.0 }\A
15. 00 15 50
5000 m/z 125.00 15.01%
126.0
0 41.0 91.0 1740 2220
— T T
miz--> 50 100 150 200 250
Abundance #104227: Benz[e]acephenanthrylene
252.0 15.00 15.50
m/z 125.50 9.31%
5000
126.0
ol 390 870 ‘\\ 1740 2220 ||
T e
m/z--> 50 100 150 200 250 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061821\
Data File : BF124381.D

Acqg On : 18 Jun 2021 19:05
Operator : JU/CG

Sample : M2749-05

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF060321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 4.987 5.5 ng 53749 1 6.781 194460 20.0
Phenanthrene, 2... 11.810 2.2 ng 38526 4 11.310 348794 20.0
Anthracene, 2-m... 11.839 3.3 ng 56860 4 11.310 348794 20.0
Benzaldehyde, 3... 11.922 3.9 ng 67998 4 11.310 348794 20.0
Benzo[e]pyrene 15.104 2.5 ng 32864 6 15.416 268060 20.0
trans-4,4'-Dime... 15.198 2.1 ng 28209 6 15.416 268060 20.0
Perylene 15.292 7.9 ng 93932 6 15.416 268060 20.0
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