LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05
Operator : CG\JU

Sample : 05598-01

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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF136428.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.028 496 500 508 rVB 74652 90827 4.06% 0.431%
2 5.434 564 569 572 rBV 1814960 1719233 76.87% 8.157%
3  6.434 733 739 742 rBV 1967823 1893638 84.67% 8.985%
4 6.793 797 800 804 rBV 737719 652953 29.20%  3.098%
5 7.357 890 896 899 rBV 1386357 1244886 55.66% 5.906%
6 8.069 1013 1017 1020 rBV 894167 831401 37.17% 3.945%
7 8.092 1020 1021 1024 rVB 56509 31202 1.40% 0.148%
8 9.151 1196 1201 1204 rBV 2805412 2236467 100.00% 10.611%
9 9.686 1289 1292 1296 rBV 47085 37597 1.68% 0.178%
10 9.828 1309 1316 1319 rBV 986060 807666 36.11%  3.832%
11 9.857 1319 1321 1325 rVB 41899 40300 1.80% 0.191%
12 10.034 1347 1351 1355 rBV 36169 34874 1.56% 0.165%
13 10.375 1406 1409 1416 rVB 54398 52464 2.35% 0.249%
14 10.616 1446 1450 1462 rBV 833167 736957 32.95%  3.497%
15 10.745 1468 1472 1478 rBV4 33924 49598  2.22% ©0.235%
16 10.928 1499 1503 1506 rBV5 20627 26818 1.20% 0.127%
17 11.122 1533 1536 1540 rVB 29638 28207 1.26% 0.134%
18 11.216 1549 1552 1559 rVB2 40520 44263 1.98% 0.210%
19 11.316 1566 1569 1572 rBV 701583 682699 30.53% 3.239%
20 11.345 1572 1574 1577 rW 541595 431033 19.27% 2.045%
21 11.392 1577 1582 1585 rVB 103127 92233 4.12% 0.438%
22 11.622 1618 1621 1624 rBV 31088 30144 1.35% 0.143%
23 11.822 1651 1655 1657 rBV 83357 65511  2.93% 0.311%
24 11.851 1657 1660 1665 rVV2 200504 199809 8.93% 0.948%
25 11.933 1670 1674 1676 rVV 129139 126045 5.64% 0.598%
26 11.957 1676 1678 1683 rVB 58259 49705 2.22% 0.236%
27 12.122 1703 1706 1708 rBV 54080 51879 2.32% 0.246%
28 12.145 1708 1710 1714 rVB2 68057 57928 2.59% 0.275%
29 12.375 1746 1749 1752 rBV 53652 53268 2.38% 0.253%
30 12.416 1752 1756 1758 rVV4 30662 45039 2.01% 0.214%
31 12.457 1761 1763 1768 rVV2 52881 57555 2.57% 0.273%
32 12.539 1773 1777 1780 rBV 893210 790166 35.33% 3.749%
33 12.645 1790 1795 1797 rBV2 37150 61753 2.76% 0.293%
34 12.686 1800 1802 1810 rVB2 36008 42661 1.91% 0.202%
35 12.769 1810 1816 1819 rBV 749258 765963 34.25%  3.634%
36 12.816 1822 1824 1829 rVB2 36007 46473 2.08% 0.220%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05
Operator : CG\JU

Sample : 05598-01

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-BF120523.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.886 1833 1836 1837 rBv2 42725 36241 1.62% 0.172%
38 12.916 1837 1841 1844 rVV 1907878 1631079 72.93% 7.739%
39 12.986 1848 1853 1857 rBV2 52828 93150 4.17% 0.442%
40 13.069 1864 1867 1869 rBV3 35257 46458 2.08% 0.220%
41 13.092 1869 1871 1874 rVB 99243 102293 4.57% 0.485%
42 13.163 1879 1883 1885 rBV3 73323 73640 3.29% 0.349%
43 13.198 1886 1889 1892 rVWV 74598 71248 3.19% 0.338%
44 13.292 1903 1905 1908 rVB 49440 35951 1.61% 0.171%
45 13.322 1908 1910 1913 rBV 38842 32520 1.45% 0.154%
46 13.604 1955 1958 1963 rBV 76703 78311 3.50% 0.372%
47 13.716 1973 1977 1980 rBV2 91465 116109 5.19% 0.551%
48 13.745 1980 1982 1984 rVV 75328 66336 2.97% 0.315%
49 13.769 1984 1986 1990 rvv2 55576 75740 3.39% 0.359%
50 13.816 1991 1994 1998 rVB2 74969 93783 4.19% 0.445%
51 13.939 2013 2015 2016 rBV 32972 30228 1.35% 0.143%
52 13.969 2016 2020 2023 rVV2 888500 1173030 52.45% 5.566%
53 13.998 2023 2025 2028 rVB 402577 296955 13.28% 1.409%
54 14.074 2036 2038 2041 rVB 50278 40208 1.80% 0.191%
55 14.357 2084 2086 2090 rVB 69628 71526 3.20% 0.339%
56 14.392 2090 2092 2095 rvVB2 61829 56904 2.54% 0.270%
57 14.451 2100 2102 2105 rBV 60618 55727 2.49% 0.264%
58 14.480 2105 2107 2110 rVV4 44215 40071 1.79% 0.190%
59 14.610 2127 2129 2135 rBV2 92616 111817 5.00% 0.531%
60 14.839 2166 2168 2173 rVB4 47956 64296 2.87% 0.305%
61 15.016 2194 2198 2201 rBV 313067 462298 20.67% 2.193%
62 15.110 2211 2214 2220 rVB2 225917 312109 13.96% 1.481%
63 15.321 2246 2250 2256 rVB 191022 245532 10.98% 1.165%
64 15.386 2257 2261 2267 rVB 264288 321975 14.40% 1.528%
65 15.451 2267 2272 2275 rBV 513366 606429 27.12% 2.877%
66 15.480 2275 2277 2280 rVB 45808 38004 1.70% 0.180%
67 15.951 2354 2357 2365 rVB4 42380 72010 3.22% 0.342%
68 16.945 2521 2526 2536 rVB2 91930 200618 8.97% 0.952%
69 17.398 2598 2603 2609 rVB 60306 114776 5.13% 0.545%
Sum of corrected areas: 21076587
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 06 Dec 2023 15:05
¢ CG\JU
. 05598-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
BF136428.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF136428.D\data.ms

6.434
5.434

7.357

6.793

5.028

Time-->

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

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF136428.D\data.ms

9.151

12.916

9.828

12.539

8.069 10.616

9.688/830.034 10.375

0
Time-->

N
T T T T T T T

T A LA L B B R S B
10.00 10.50 11.00

Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF136428.D\data.ms

Time-->

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05

Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

5.028 2.78 ng 90827 1,4-Dichlorobenzene-d4 6.798

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Guanidine
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
4 Morpholine, 4-methyl-
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2

59 CH5N3

101 C5H11NO

000123-42-2 56
000113-00-8 43
001116-98-9 23
000109-02-4 9
016504-58-8 9

Abundance Scan 500 (5.028 min): BF136428.D\data.ms (-496) (-)
43.0
59.1
5000
101.0
H‘\ \‘\ | 83\.0 L
0 e e e e
m/z--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
101.0
270 ‘ 83.0
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
m/z--> 20 80 100 120 140
Abundance
43.0 59.0
5000 18.0
O A LA A e B R S A B
m/z--> 20 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
5000 41.0
126.0
ool 1019
m/z--> 20 40 60 80 100 120 140

m/z 43.00 100.00%

4.80 5.00 5.20 5.40

m/z 59.10 68.32%

4.80 5.00 5.20 5.40

m/z 101.00  23.23%

4.80 5.00 5.20 5.40

m/z 58.10 17.17%

4.80 5.00 5.20 5.40

m/z 41.00 8.31%

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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-D10- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.316 16.91 ng 682699  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene-D10- 188 C14D1e0 001719-06-8 97
2 Phenanthrene-D10 188 C14D1e 001517-22-2 94
3 1H-phenalen-5-01, 2,3,7,8,9,9a-h... 188 C13H160 1000395-94-3 59
4 3-{3aH,4H,5H,6H,6aH-Cyclopenta[d... 188 C11H12N20 1000411-37-3 58
5 3H-pyrazol-3-one, 2,4-dihydro-4,... 188 C11H12N20 1000400-17-5 53
Abundance Scan 1569 (11.316 min): BF136428.D\data.ms (-1566) (- m/z 188.05 100.00%
188.1
5000
— —
520 80.1 1321 160.1 ‘ ‘ 11.00 11.50
Ol 220 o [ 3082 1820 Ml m/z 189.10  14.40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #62943: Anthracene-D10-
188.0
5000 — |
11.00 11.50
m/z 184.10  13.49%
O ““4‘2‘.0“““"H‘“‘1“‘“H‘]‘-‘3‘2‘.(‘)”‘Hl”“‘!““"”‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
188.0 A
ey
11.00 11.50
5000 m/z 80.10 10.40%
80.0 160.0
0L 30.0 52.0 102.0 132.0
T T T e e T e

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

Abundance  #62918: 1H-phenalen-5-ol, 2,3,7,8,9,9a-hexahydro- — ——
188.0 11.00 11.50

m/z 160.10  10.33%

5000
159.0

41.0 77.0 1040 130.0
0L ‘\‘\n‘ RTIVEYS “”i BT e RN | ol h‘

T
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 9H-Fluorene, 9-methylene- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.345 10.67 ng 431033  Acenaphthene-d10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene 178 C14H1e0 000120-12-7 95
2 Phenanthrene 178 C14H1e 000085-01-8 93
3 9H-Fluorene, 9-methylene- 178 C14H10 004425-82-5 93
4 4-Ethynyl-1,1'-biphenyl 178 C14H10 029079-00-3 90
5 Diphenylacetylene 178 C14H1e 000501-65-5 87
Abundance Scan 1574 (11.345 min): BF136428.D\data.ms (-1572) (- m/z 178.10 100.00%
178.1
5000
— —
500 760 ogo 1261 1520 H 11.00 11.50
Ol 200 L g980 1261y m/z 176.10  18.52%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52994: Anthracene
178.0
5000 P b
11.00 11.50
m/z 179.10 14.61%

89.0 152.0
63.0 o
0 T \3\9‘.(\)\‘\ T “‘\ T \“! T \“H\ YT \1‘2\‘6\\0\ T \H! T \”\H‘ T
miz—> 20 40 60 80 100 120 140 160 180
Abundance
178.0

f \
11.00 11.50

5000 ITI/Z 177.10 10.76%
760 152.0
0 50.0 98.0 126.0
R R R R R R R e R R
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53009: 9H-Fluorene, 9-methylene- P =
178.0 11.00 11.50
m/z 152.00 8.70%
5000
76.0 152.0
0,270 510 | 980 1260 | | Lo,
R R R R R R N R B e
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 4-Ethynyl-1,1'-biphenyl Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.392 2.28 ng 92233  Acenaphthene-d1e 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene 178 C14H1e0 000120-12-7 95
2 Phenanthrene 178 C14H1e 000085-01-8 93
3 9H-Fluorene, 9-methylene- 178 C14H10 004425-82-5 91
4 4-Ethynyl-1,1'-biphenyl 178 C14H10 029079-00-3 91
5 Diphenylacetylene 178 C14H1e 000501-65-5 83

Abundance Scan 1582 (11.392 min): BF136428.D\data.ms (-1577) (- m/z 178.10 100.00%
1

78.1
5000
\ —

89.0 ‘ 11.00 11.50
o382, 1, 1200 1 2462 807 mjz 176.10  21.33%
miz-> 50 100 150 200 250 300
Abundance #52995: Anthracene RA
178.0
5000 ‘ T

\
11.00 11.50
m/z 178.95 15.00%

O\ T \5]‘_‘9 \“‘8\9“\.0‘ T ‘1‘3‘9&)‘ \H\ T ‘ T T T ‘ T T T ‘ T T T
m/z--> 50 100 150 200 250 300
Abundance
178.0

f \
11.00 11.50

5000 ITI/Z 177.05 10.16%
76.0
0 39.0 126.0
L e B T R B e
m/z--> 50 100 150 200 250 300
Abundance #53009: 9H-Fluorene, 9-methylene- P =
178.0 11.00 11.50
m/z 152.05 8.88%
5000
76.0 ‘
LI 1.7 D SR P | -
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05

Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 1H-Cyclopropa[l]phenanthren... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.851 4.95 ng 199809  Acenaphthene-di10 9.828
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96

2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 92

m/z 192.10 100.00%

5000 73.0
43.1

‘ ‘ o 1291 165.0 ‘ 1150 12.00
H \\Mh \ u m ‘ il h‘\ Ll mH‘ 227 1 256 < m/z 191.10 57.07%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67054: 1H-Cyclopropa[l]phenanthrene,1a,9b-dihydro-

T w¥meuNw
-

11.50 1200
73.00 39.61%

165.0 m/z
270 630 960 1560 | M
\H‘H\\‘\H\‘\\H‘\\H‘H\\‘\H\‘\\H‘H\\‘H \‘\H\‘\\H‘H\\‘\
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
192.0

Abundance Scan 1660 (11.851 min): BF136428.D\data.ms (-1657) (-
192.1

o

5000

o

11. 50 12 00
5000 ITI Z 60.00 33.60%
165.0
0 39.0 83.0 115.0
T T T T T T T T e T T
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #67039: Phenanthrene, 2-methyl-
192.0 11. 50 12 00
m/z 43.10 32.39%

o

m/z-->

5000
165.0
27.0 630 M 1260 | ‘

20 40 60 80 100120140160 180

200 220 240

11. 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 4H-Cyclopenta[def]phenanthrene Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.933 2.15 ng 126045  Chrysene-di2 13.969
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 92
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 58
3 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 50
4 Carbonic acid, butyl 2-formyl-4,... 290 C12H12C1204 1000331-42-2 35
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 25

Abundance Scan 1674 (11.933 min): BF136428.D\data.ms (-1670) (- m/z 189.10 100.00%

180.1
5000
94.6 ‘ et

165.1
12.00
0 63.0 139.0
0br 200, 250 b e 2390 LML 2131 106,05 97.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[def]phenanthrene
190.0
5000 T ‘ T T /\/‘\/\,/\‘/v

94.0 m/z 192.10  59.94%

390 630 137.0 1630
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
189.0

st
12.00

o

5000 m/z 191.10 49,79%
94.0
163.0
| SRNSSSNSNNE B NSNMSUMSDMU S S |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy- doe
190.0 12.00

m/z 94.60  22.57%

5000

.

S RRRR T
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BF120523.M Thu Dec 07 ©3:27:39 2023 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05

Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 8 unknownl4.839 Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
14.839 2.12 ng 64296 Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzo[a]pyrene, 4,5-dihydro-
3-Phenylthio-2H-chromen-2-one

2

3 Cyclopentylmethylamine, N,N-dioc...
4 5,8-Dimethoxy-1,4-dihydro-2,3-qu...
5 3,4,5-Trimethoxydihydrocinnamic ...

254 C20H14

254 C15H1002S
323 C22H45N

254 C10H1eN202S2
254 C13H1805

057652-66-1 40
072167-95-4 38
1000310-50-1 35
001790-96-1 35
053560-25-1 35

Abundance Scan 2168 (14.839 min): BF136428.D\data.ms (-2166) (- m/z 69.10 100.00%
69.1
254.1
5000
137.1 "n LI
189.1 2931 346 14.50 15.00
0 m/z 254.10 77 .39%
miz--> 50 100 150 200 250 300
Abundance #141104: Benzo[a]pyrene, 4,5-dihydro-
254.0
5000 L g
14.50 15.00
126.0 m/z 81.10 54.62%
O L ‘ L i \“ ‘\ “‘\ T ‘ L ‘ T \M\ ‘\ b L ‘ T T T T
miz--> 50 100 150 200 250 300
Abundance
254.0
P e
14.50 15.00
5000 m/z 41.18  27.02%
121.0 165.0
390 70 b 210.0
A e e
miz--> 50 100 150 200 250 300
Abundance #228223: Cyclopentylmethylamine, N,N-dioctyl- P —
254.0 14.50 15.00
m/z 40.00 18.76%
5000
55.0 156.0
. 112.0
Ol L1, 2109 | 8220 S
m/z--> 50 100 150 200 250 300 14.50 15.00

8270-BF120523.M Thu Dec 07 ©3:27:40 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05

Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

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

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosane, 1-iodo-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.110 10.29 ng 312109  Perylene-d12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Docosane, 1l-iodo- 436 C22H45I 1000406-31-9 87
2 Tetracosane 338 C24H50 000646-31-1 87
3 Pentacosane 352 C25H52 000629-99-2 87
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
5 Heptadecane 240 C17H36 000629-78-7 86

Abundance Scan 2214 (15.110 min): BF136428.D\data.ms (-2211) (- m/z 57.10 100.00%
57.1
99.0 i ‘Od T d
15. 15.5
41.2 252.1
- ““ J Ju“ | 1421832 | 50T 2052 3431 . 7105 62.07%
m/z--> 100 150 200 250 300 350
Abundance #320326: Docosane, 1-iodo-
57.0
5000 T ——
15.00 15.50
99.0 m/z 43.10 54.12%
\\\‘\ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
— —
15.00 15.50
5000 ITI/Z 85.10 50.58%
99.0
o 141.0 183.0 2250 338.0
T e T i LA B e e
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane T ——
57.0 15.00 15.50
m/z 55.10 21.53%
- Lwﬂmmmwwjtww”wmﬂuw
99.0
0 [ “\ \h\ h‘ u‘ 4‘1(‘) :\1830 2250 295.0 352'(
i “““ B A I T e e —— ——
m/z--> 50 100 150 200 250 300 350 15.00 15.50

8270-BF120523.M Thu Dec 07 ©3:27:41 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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@ Benzo[e]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.321 8.10 ng 245532  Perylene-di2 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 99
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Perylene 252 C20H12 000198-55-0 96
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 95
5 Benzo[a]pyrene 252 C20H12 000050-32-8 93
Abundance Scan 2250 (15.321 min): BF136428.D\data.ms (-2246) (- m/z 252.10 100.00%
252.1 ﬂ
5000
12‘5-1 15.00 15.50
O TAQ il 2000, 32113653 . 55610 27.81%
m/z--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0
5000
15.00 15.50
m/z 253.10  20.35%
125.0
0l39.0 830 | 2000 |
\\\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance
252.0
— M
15.00 15.50
5000 m/z 125.10 13.63%
126.0
69.0
S L
m/z--> 50 100 150 200 250 300 350
Abundance #138551: Perylene “ —
252.0 15.00 15.50
m/z 126.10  11.11%
5000
125.0
ol70 830 \H 2000, |
T e e P T
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\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05
Operator : CG\JU

Sample : 05598-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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 Nonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.951 2.37 ng 72010  Perylene-di12 15.451
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 78
2 Heneicosane 296 C21H44 000629-94-7 78
3 Eicosane 282 C20H42 000112-95-8 78
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 60
5 Pentadecane 212 C15H32 000629-62-9 60

Abundance Scan 2357 (15.951 min): BF136428.D\data.ms (-2354) (- m/z 57.10 100.00%
57.1

5000
7.0
d i 196.0 239.1 279 1 318.3355, 16.00
ol d L m/z 71.10  72.79%
miz--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
5000 U

16.00
m/z 85.10 64.88%

| ‘L | | L u‘ ‘\ 141.0 183.0 225.0 268.0
\\\\‘\ \\\\\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
\

16.00

o

5000 m/z 43.10 61.43%
99.0
050 141.0 183.0 2250  296.0
R e e
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane —
57.0 16.00
m/z 97.05 25.41%
5000
ob Ll h\ I 00250 220 L
m/z--> 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF120623\
Data File : BF136428.D

Acqg On : 06 Dec 2023 15:05
Operator : CG\JU

Sample : 05598-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF120523.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-... 5.028 2.8 ng 90827 2 6.798 652953 20.0
Anthracene-D10- 11.316 16.9 ng 682699 4 9.828 807666 20.0
9H-Fluorene, 9-... 11.345 10.7 ng 431033 4 9.828 807666 20.0
4-Ethynyl-1,1'-... 11.392 2.3 ng 92233 4 9.828 807666 20.0
1H-Cyclopropa[l... 11.851 5.0 ng 199809 4 9.828 807666 20.0
4H-Cyclopenta[d... 11.933 2.1 ng 126045 5 13.969 1173030 20.0
unknown14.839 14.839 2.1 ng 64296 6 15.451 606429 20.0
Docosane, 1l-iodo- 15.110 10.3 ng 312109 6 15.451 606429 20.0
Benzo[e]pyrene 15.321 8.1 ng 245532 6 15.451 606429 20.0
Nonadecane 15.951 2.4 ng 72010 6 15.451 606429 20.0
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