LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc :

ALS Vvial : 23  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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF139196.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  2.169 6 13 20 rVB 1055791 1596662 62.61% 5.323%
2 5.098 503 511 522 rBV 64318 101812 3.99% 0.339%
3 5.504 574 580 585 rBV 1112045 1449357 56.83% 4.832%
4 6.510 745 751 756 rBV 1143037 1477614 57.94%  4.926%
5 6.710 781 785 791 rBV 46243 59688 2.34% 0.199%
6 6.892 811 816 821 rBV 426519 519754 20.38% 1.733%
7 7.451 905 911 916 rBV 717024 909900 35.68% 3.033%
8 7.704 948 954 958 rBV 22941 26510 1.04% ©0.088%
9 8.175 1028 1034 1042 rVB 509799 664344 26.05% 2.215%
10 8.481 1081 1086 1095 rBV 87164 110800 4.34% 0.369%
11 9.245 1211 1216 1221 rBV 1266289 1515807 59.44% 5.053%
12 9.786 1303 1308 1312 rBV 45748 58480 2.29% 0.195%
13 9.922 1325 1331 1335 rBV 520622 651072 25.53% 2.171%
14  9.957 1335 1337 1341 rVB 47314 46397 1.82% ©0.155%
15 10.022 1341 1348 1354 rBV 1610715 2550214 100.00%  8.502%
16 10.128 1362 1366 1370 rVB 33322 40625 1.59% 0.135%
17 10.469 1420 1424 1429 rVB 56706 70229  2.75% 0.234%
18 10.628 1446 1451 1455 rVB 21941 28800 1.13% 0.096%
19 10.710 1459 1465 1477 rVB 601033 781664 30.65% 2.606%
20 11.016 1510 1517 1520 rBv4 19568 39198 1.54% 0.131%
21 11.210 1546 1550 1554 rVwV 53127 69414  2.72% 0.231%
22 11.269 1554 1560 1563 rVvv4 26472 51276 2.01% 0.171%
23 11.304 1563 1566 1572 rVB 41154 53775 2.11% 0.179%
24 11.410 1579 1584 1585 rBV 419915 491659 19.28% 1.639%
25 11.433 1585 1588 1592 rVWW 787774 980750 38.46% 3.270%
26 11.480 1592 1596 1600 rVV 143466 192383 7.54% 0.641%
27 11.633 1617 1622 1630 rBV2 60134 103838 4.07%  0.346%
28 11.704 1630 1634 1637 rVV2 24612 36546 1.43% 0.122%
29 11.739 1637 1640 1646 rVV4 20877 32419 1.27% 0.108%
30 11.804 1646 1651 1657 rVB6 16091 32871 1.29% 0.110%
31 11.910 1664 1669 1670 rBV 93721 106348 4.17% 0.355%
32 11.933 1670 1673 1678 rVvV 221661 313664 12.30% 1.046%
33 11.980 1678 1681 1684 rVV2 48529 67478  2.65% 0.225%
34 12.022 1684 1688 1696 rVB2 166210 299558 11.75%  ©.999%
35 12.110 1696 1703 1707 rBV4 23883 52960 2.08% 0.177%

36 12.204 1715 1719 1721 rBV 74255 100628 3.95% ©.335%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc :

ALS Vvial : 23  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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.351 1741 1744 1747 rBV 22555 28528 1.12% 0.095%
38 12.457 1758 1762 1766 rBV 66189 103118 4.04% 0.344%
39 12.504 1766 1770 1774 rVV3 52472 107982 4.23% 0.360%
40 12.545 1774 1777 1782 rVB 82396 108206 4.24% 0.361%
41 12.622 1782 1790 1795 rBV 1374484 1823052 71.49% 6.078%
42 12.680 1795 1800 1803 rVB3 27088 45401 1.78% 0.151%
43 12.716 1803 1806 1809 rBV2 43705 53307 2.09% 0.178%
44 12.769 1813 1815 1820 rVB 38255 47601 1.87% ©0.159%
45 12.851 1822 1829 1834 rBV 1252808 1897199 74.39% 6.325%
46 12.898 1834 1837 1841 rVB2 55125 64969 2.55% 0.217%
47 12.992 1845 1853 1860 rVB 984001 1371411 53.78% 4.572%
48 13.069 1860 1866 1869 rBvV2 107958 199720 7.83% 0.666%
49 13.174 1876 1884 1888 rVB2 163834 302725 11.87% 1.009%
50 13.245 1892 1896 1898 rBV 76955 93234 3.66% 0.311%
51 13.280 1898 1902 1905 rVvVv2 118094 149555 5.86% 0.499%
52 13.374 1914 1918 1920 rBV 59731 70321 2.76% 0.234%
53 13.404 1920 1923 1927 rVV2 70237 98751 3.87% 0.329%
54 13.445 1927 1930 1932 rVV3 54238 75989  2.98% 0.253%
55 13.474 1932 1935 1943 rVB3 182630 283831 11.13% 0.946%
56 13.680 1966 1970 1976 rVB 159809 218108 8.55% 0.727%
57 13.792 1984 1989 1992 rBV2 140027 233312 9.15% 0.778%
58 13.827 1992 1995 1996 rBV 58442 59864 2.35% 0.200%
59 13.892 2002 2006 2013 rVB2 186902 301568 11.83% 1.005%
60 14.039 2025 2031 2035 rBV3 1028560 1862401 73.03% 6.209%
61 14.074 2035 2037 2043 rVB 674410 787549 30.88% 2.626%
62 14.151 2048 2050 2054 rVB 65747 72122 2.83% 0.240%
63 14.268 2067 2070 2074 rVB2 54028 69895 2.74% 0.233%
64 14.433 2094 2098 2101 rBV 98540 128708 5.05% 0.429%
65 14.463 2101 2103 2107 rVB 61561 74270  2.91% 0.248%
66 14.557 2116 2119 2121 rBV2 43879 52548 2.06% 0.175%
67 14.739 2147 2150 2153 rBV2 33031 45852 1.80% ©0.153%
68 14.910 2176 2179 2186 rBV2 50707 91175 3.58% 0.304%
69 15.092 2204 2210 2220 rBV 537880 1243523 48.76% 4.146%
70 15.198 2225 2228 2233 rVB 79740 102644 4.02% 0.342%
71 15.398 2257 2262 2267 rVB 255322 403160 15.81% 1.344%
72 15.457 2267 2272 2278 rVB 363862 547975 21.49% 1.827%
73 15.521 2278 2283 2286 rBV 212428 330487 12.96% 1.102%
74 16.998 2528 2534 2543 rVB2 175198 385043 15.10% 1.284%
75 17.180 2561 2565 2569 rVB 28455 44592 1.75% 0.149%

76 17.439 2603 2609 2626 rVB 131679 331192 12.99% 1.104%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS Vvial : 23  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-BF082724.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 29995382
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 27 Aug 2024 19:57
: RC/JU
: P3737-05

. 23

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
BF139196.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Butane, 2-methoxy-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
2.169 61.44 ng 1596660 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 27
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 Octanal, 7-methoxy-3,7-dimethyl- 186 C11H2202 003613-30-7 17
Abundance  Scan 13 (2.169 min): BF139196.D\data.ms (-6) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1

R AR

‘ 91 2.202.302.402.502.60
bbbl 222 e m/z 43.05  40.66%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #5054: Butane, 2-methoxy-2-methyl-

73.0
5000 T T T T T[T T T T[T T[T 1T [TTT
43.0 2.202.302.402.502.60
' 87.0 m/z 55.10  27.43%
29.
ﬁo \‘\“ %90 ‘\
O \H‘HH‘HH‘HH‘HH‘H\‘\“HH’HH‘\\H‘\H\‘HH’HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 SRR
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 26.07%
27.0
O b 120, 1290
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #2104: Acetamide, N-ethyl- T
30.0 2.202.302.402.502.60
m/z 41.05 13.44%
5000 87.0
44.0
15.0 72.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
5.098 3.92 ng 101812 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetone 58 C3H60 000067-64-1 12

Abundance Scan 511 (5.098 min): BF139196.D\data.ms (-503) (-) m/z 43.05 100.00%

43.0
59.1
5000
101.1
831 4.80 5.00 5.20 5.40
Obrrprerrprerr et e e M/z 59.1@ 55.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LA L B I B AL
59.0 4.80 5.00 5.20 5.40
m/z 101.10 16.97%
0 27\\\ Ll . 830 10%0
\\‘\\\\‘\\\\‘\\\f‘!\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘1\\\’\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
A Ra e REEEaRE T
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.61%
41.0
27.0 101.0
Obrrgrereperbrb ol 730,880 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9501: n-Propyl t-butyl ether A A REER
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.69%
5000 410 101.0
27.0 /\
o240 Ul Ll 730 879 | 170
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 1-Phenoxypropan-2-ol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.481 3.34 ng 110800 Naphthalene-d8 8.175

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 97
2 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 64
4 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 59
5 1-Propanol, 2-phenoxy- 152 C9H1202 004169-04-4 59
Abundance Scan 1086 (8.481 min): BF139196.D\data.ms (-1081) (-) m/z 94.00 100.00%
94.0
5000
7l 1521 e
‘ ‘51‘0 | 1210 ' 8.20 8.40 8.60 8.80
0 e \ A - m“““‘ LR R m/z 77.10 28.84%
m/z--> 20 80 100 120 140
Abundance #30117.l-Phenox‘propan-24ﬂ
94.0
5000 \\{\‘\\\\‘\\\\‘\\\\‘\\\\
8.20 8.40 8.60 8.80
7.0 1520  m/z 78.10 16.79%
45.0 ‘
O\\\‘2\7\9\““\‘\“\\“\H\\\“‘\\\‘\‘\!\1]\-9‘\0\\\‘\\\‘\‘
miz--> 20 60 80 100 120 140
Abundance #30139:l—PropanoLS—phenoxy—
94.0
A R AREmEE
8.20 8.40 8.60 8.80
5000 m/z 152.05 16.25%
77.0 152.0
20 i Lamo
o""""""w""_m‘mwum_m‘
m/z--> 20 100 120 140
Abundance #19881.Ethan0L2—phen0xy— A e
94.0 8.20 8.40 8.60 8.80
m/z 108.10  14.74%
5000
77.0 138.0
270 910
0b— ol \“i‘\‘\“m“\u\ i \‘\‘\‘\ e mew/\\w\m‘\m
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57

Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.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 4 unknownl©.022 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
10.022 78.34 ng 2550210  Acenaphthene-d10 9.922
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Tetradecanol acetate 256 C16H3202 051354-23-5 25
2 3-0X0-4-METHYLPENTANOIC ACID, ME... 144 C7H1203 042558-54-3 16
3 Carbonic acid, prop-1-en-2-yl te... 298 C18H3403 1000382-90-9 16
4 Pent-4-enoyl amide, 2-methyl-N-p... 155 C9H17NO 1000420-35-2 14
5 2-t-Butyl-5-propyl-[1,3]dioxolan... 186 C10H1803 157733-17-0 10

Abundance Scan 1348 (10.022 min): BF139196.D\data.ms (-1341) (] | m/z 43.85 100.00%
43.0
5000
9r.1 137.2
70.1 — ‘
10.00
197.2
N HLww‘wlww ““‘1”9}‘”J_m_mw m/z 57.05 52.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #143523: 3-Tetradecanol acetate
43.0
5000 — :
10.00
m/z 97.10 41.01%
69.0 101.0
O \“h ‘H u‘” ‘H H l 13901670 1960 2270
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #23926: 3-OX0-4-METHYLPENTANOIC ACID, METHYL
43.0
T T
10.00
5000 ITI/Z 101.10 40.34%
15. 710 10910
‘ 144.0
ow_!w:HW‘UWm_muwH,HH,ww‘_m_m_‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197167: Carbonic acid, prop-1-en-2-yl tetradecyl ester et ‘
57.0 10.00
m/z 59.10 39.22%
5000
85.0
29.0
o L] M0 140016801060 241
! ‘H‘W‘H‘_‘H‘H‘W‘H‘M‘H‘H‘W‘H‘_‘H‘H —i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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-Fluoren-9-one Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.210 2.82 ng 69414  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 95
2 1H-Phenalen-1-one 180 C13H80 000548-39-0 70
3 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 64
4 2,3-Diazaphenanthrene 180 C12H8N2 000229-72-1 50
5 Phenanthrene, 9,10-dihydro- 180 C14H12 000776-35-2 50
Abundance Scan 1550 (11.210 min): BF139196.D\data.ms (-1546) (- m/z 180.05 100.00%
180.1
5000 152.0
76.0 LI L
50.0 98.0 126.1 11.00 11.50
Ol m/z 152.00  43.72%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55036: 9H-Fluoren-9-one
180.0
5000
152.0 11.00 11.50

m/z 151.00 21.98%
76.0
27.0 50.0 ‘ H‘ 980 1260 ‘

0‘\\\\“\\h\\“\\\\‘\‘\\\H‘\\\\‘\\\\‘\\\‘\\\\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55037: 1H-Phenalen-1-one
180.0
152.0 — ‘AA‘ =
11.00 11.50
5000 ITI/Z 76.00 15.22%
76.0
280 500 | 980 1260 ‘
e T LA S B B I e I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #54970: Benzo[h]cinnoline = et
180.0 11.00 11.50
152.0 m/z 181.10  14.47%
5000
76.0 126.0
50.0 ‘ 99.0 '
I Y S YN NN | BN W WA IV Svae
m/z--> 20 40 60 80 100 120 140 160 180 11.00 11.50

8270-BF082724.M Wed Aug 28 ©5:47:14 2024 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Anthracene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.910 4.33 ng 106348  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
2 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
4 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 93

Abundance Scan 1669 (11.910 min): BF139196.D\data.ms (-1664) (- m/z 192.05 100.00%

192.1
5000
—
165.1
94.5 12.00
0 63.0 139.0
0l 390 080 2800 [l njz191.10  6e.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 T

12.00
m/z 189.10  29.36%

165.0
0/15:0 390 61,0 80 11501390 m
\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67038: Phenanthrene, 2-methyl-
192.0
P
12.00
5000 ITI/Z 190.10 16.63%
165.0
o 390 630 960 1300 " ||
R B A R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- A
192.0 12.00
m/z 193.10 15.72%
5000
165.0
0 300 630 960 1390 W An
R B R R ARAREARAEAS L e
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00

8270-BF082724.M Wed Aug 28 ©5:47:15 2024 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 1H-Indene, 2-phenyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.933 12.76 ng 313664 Phenanthrene-d10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 89
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 66
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 64

Abundance Scan 1673 (11.933 min): BF139196.D\data.ms (-1670) (- m/z 192.10 100.00%
192

1
73.0
5000
‘

12.00

227.2 256.]
0+ m/z 73.0 77.00%

[%]
m/z--> 20 40 60 80 100120140160 180200220240
Abundance #67019: 1H-Indene, 2-phenyl-
192.0

5000 T
12.00
165.0 ITI/Z 43.10 67 .45%
630 1150 | “
O\H‘\H\‘HHH“\H\“‘H‘\W‘H\‘\‘\\H“H‘}\‘W‘HH\W‘\‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl-
192.0
L —
12.00
5000 m/z 60.00 63.46%
165.0
0 39.0 “83‘.0\\ 115.0 . I \‘H
R e N N A N R R N AN RN RN RE R AR RN
m/z--> 20 40 60 80 100120140160 180 200 220 240
Abundance #67044: Phenanthrene, 1-methyl- —
192.0 12.00

m/z 191.10  57.95%

5000
165.0
0l..270 630 940 1260 | I

m/z--> 20 40 60 80 100120 140160 180 200 220 240 12.00

8270-BF082724.M Wed Aug 28 05:47:16 2024 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Phenanthrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.980 2.74 ng 67478  Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 94
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 94
Abundance Scan 1681 (11.980 min): BF139196.D\data.ms (-1678) (- m/z 192.10 100.00%
192.1
5000
165.1 7o
825 12.00
51.0 .0139.0 223.1
Ol ““\“1‘1"?‘9‘”‘_“1““1‘”1‘““1 b m/z 191.10 47.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 T 7
12.00
m/z 189.05 22.19%
165.0
5l ,390 630 960 1390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\

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

192.0
= STV
12.00
5000 ITI/Z 193.10 19.90%
165.0
300 630 960 1390 | W
e R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67030: Anthracene, 1-methyl- A’) ——
192.0 12.00
m/z 165.10 14.45%
5000
165.0
0 27.0 63'0 96\'0 13‘9'0‘ h‘ iyl
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF082724.M Wed Aug 28 ©5:47:17 2024 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.022 12.19 ng 299558  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 70
2 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 42
3 Carbonic acid, ethyl 2-formyl-4,... 262 C1OH8C1204 1000331-34-4 40
4 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 38
5 4-Bromothiophene-2-aldehyde 190 C5H3Bros 018791-75-8 32

Abundance Scan 1688 (12.022 min): BF139196.D\data.ms (-1684) (- m/z 190.10 100.00%
190.1
5000 N\ﬂ
94.6 v :
390 63.0 139.0 165.1 12.00
0l 0 b el 228 myz 189.10 93.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 W
940 12.00
4 m/z 192.10  49.55%
oL 300 630 | 137.0 163.0 UM
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene
189.0
T \
12.00
5000 m/z 191.10 39.82%
94.0
‘ ‘ 163.0 HM
) SN N RN [ | AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #149879: Carbonic acid, ethyl 2-formyl-4,6-dichloropheny — ‘
190.0 12.00
m/z 94.60 22.63%
5000
29.0
ol ] 63.0 970 1330 1620 l 217.0
‘\\\\’\\\\‘\\\\‘\\\\“\\‘\\‘\‘\\‘\‘\H\\\“\\\‘\‘\\\‘\\\\H‘\\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF082724.M Wed Aug 28 ©05:47:18 2024 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Naphthalene, 2-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.204 4.09 ng 100628 Phenanthrene-die 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2-phenyl- 204 C16H12 000612-94-2 76
2 Acephenanthrylene, 4,5-dihydro- 204 Cl16H12 006232-48-0 60
3 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 59
4 Naphthalene, 1-phenyl- 204 C16H12 000605-02-7 58
5 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 53
Abundance Scan 1719 (12.204 min): BF139196.D\data.ms (-1715) (-} | m/z 204.10 100.00%
204.1
5000
ois L
510 760 "M 1260 15211761 12.00 12.50 ]
O e m/z 202.10  34.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80581: Naphthalene, 2-phenyl-
204.0
5000 e —
12.00 12.50
m/z 203.10  29.63%
101.0
0L..27.0 510 76.0 """ 126.0 152.0176.0 | M\
\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80592: Acephenanthrylene, 4,5-dihydro-
204.0
— —
12.00 12.50
5000 m/z 205.05 15.98%
o 300 630 191015641500 176.0
LA R e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #80598: Tricyclo[8.2.2.2(4,7)|hexadeca-2,4,6,8,10,12,13, L A ——
204.0 12.00 12.50
m/z 101.00 11.41%
5000
101.0
0 210\5%0w7ﬁoh IL__126.0 1??01790L
R B e B e Al e e ~—— <
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50

8270-BF082724.M Wed Aug 28 ©05:47:18 2024 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 Phenanthrene, 2,5-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.457 4.19 ng 103118  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 93
2 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 90
4 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 89
5 3,4-Dimethylphenanthrene 206 Cl6H14 1000452-24-5 83
Abundance Scan 1762 (12.457 min): BF139196.D\data.ms (-1758) (- m/z 206.10 100.00%
206.1
5000
—
431 76.0 101012‘6015f0 8J.h | 12.50
Ottt iyl Tl sz 101,05 45.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T
12.50
101.0 m/z 189.05  24.26%
O\\\‘2\7\\0\‘TE)\J-\(\)‘\\7\6‘1‘()\1‘\‘\“h\\\\‘\\]7?\’?\(\)\:,-‘6\‘?\\()\‘\\‘1\“H‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82934: 9,10-Dimethylanthracene
206.0
M
12.50
5000 ITI/Z 205.10 22.64%
0.15.0 39.0 63.0 890 1270 1650 m
R R T T  RAAAARRARERIE L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #82954: Phenanthrene, 3,6-dimethyl- —
206.0 12.50
m/z 207.10  15.93%
5000
oL 300 760 102056 0 152.0 178. d“ |
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

8270-BF082724.M Wed Aug 28 ©5:47:19 2024 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownl2.504 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.504 4.39 ng 107982  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Pyridinol 3,5-dichloro-2-ethyl... 205 C8H9CI12NO 1000253-55-0 38
2 Tricyclo[8.2.2.2(4,7)]hexadeca-2... 204 C1l6H12 006572-60-7 30
3 Naphthalene, 2-phenyl- 204 Cl6H12 000612-94-2 25
4 Isoquinoline, 1,2,3,4-tetrahydro... 205 C12H19NSi 069944-96-3 25
5 2-Chloro-4-phenylphenol 204 C12H9C1O0 000092-04-6 18
Abundance Scan 1770 (12.504 min): BF139196.D\data.ms (-1766) (- m/z 204.05 100.00%
204.1
55.0
5000
97.0 L — 1
22.0 161.1 12.50
0! m/z 189.10 90.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #81816: 4-Pyridinol 3,5-dichloro-2-ethyl-6-methyl-
204.0
5000 S AANARA :
12.50
51.0 177.0 m/z 206.10 58.73%
73.0 990 142.0 ‘
O ‘\\\\‘\\H"L\N\m\\‘m”‘N\h\\‘1\\\‘1\\\‘1\\\‘1\1\“\\1\‘ ‘\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80598: Tricyclo[8.2.2.2(4,7)]hexadeca-2,4,6,8,10,12,13,
204.0
T
12.50
5000 m/z 55.05 57.31%
101.0
270‘5%0 ¥ h 126.0 15201760‘
A e e AARARARREELEE L oa e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80582: Naphthalene, 2-phenyl- ——
204.0 12.50
m/z 202.05 46.02%
5000
101.0
0 51.0 76‘0“ [ 1260152017§0
R R e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

8270-BF082724.M Wed Aug 28 ©05:47:20 2024 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Cyclopenta(def)phenanthrenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.545 4.40 ng 108206  Phenanthrene-di10 11.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 93
2 N-(4-Chloro-phenyl)-2-(3,4-dihyd... 330 C17H15CIN20S  1010296-34-3 59
3 5,6,7,8-Tetrahydrothieno[2,3-b]q... 204 C11H12N2S 122914-50-5 53
4 1,2,4,8-Tetramethylbicyclo[6.3.0... 204 C15H24 137235-51-9 46
5 Quinoline, 8-methoxy-5-nitro- 204 C10H8N203 1000298-88-7 43

Abundance Scan 1777 (12.545 min): BF139196.D\data.ms (-1774) (-} | m/z 204.10 100.00%
204.1
w M
=T \
88.0 150.1 ‘ 12.50
I A e m/z 176.10  38.58%
miz--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 = :
12.50
88.0 m/z 205.10  19.41%
150.0
O L ‘ T \“\ ‘\ "‘ T T T ‘} T \H‘\ T ‘ T T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #236459: N-(4-Chloro-phenyl)-2-(3,4-dihydro-isoquinolin-
204.0
T \
12.50
5000 m/z 88.00 13.77%
130.0
0L 3%0 Ll 1640 | 255.0 297.0330(
e e e i e
miz-> 50 100 150 200 250 300
Abundance #79578: 5,6,7,8-Tetrahydrothieno[2,3-b]quinolin-4-amine . ‘
204.0 12.50
m/z 175.10 12.87%
5000
520 940  150.0 H
O\\HWWNWWNWNW\M”}N\MMJH\\ T =
m/z--> 50 100 150 200 250 300 12.50

8270-BF082724.M Wed Aug 28 ©5:47:21 2024 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 Pyrene, 1-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.174 3.25 ng 302725 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 94
2 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 93
3 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 91
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 90
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 74

Abundance Scan 1884 (13.174 min): BF139196.D\data.ms (-1876) (- m/z 216.10 100.00%

216.1
5000

—
107.7 ‘ 13.00 13.50
187.0
o‘H‘HH_‘FﬁP‘_HMJLW‘Hﬁ§QPmH‘NH‘HMMHHE5§ﬁHW m/z 215.05 83.33%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94565: Pyrene, 1-methyl-
215.0
5000 — o
13.00 13.50

m/z 213.10  21.72%

95.0
\\\2\7\‘9 \\\6\3\-\0\\ H\“\ \‘HH \\\\l?)\(\)\.o\\\]\-8\‘}‘\.9\\‘{“‘ TTTTITTTTTITTT
m/z--> Zb 4b 65 Sb 1601&01&01&01§02602£02£02é0 |
Abundance #94575: 11H-Benzol[a]fluorene
216.0

e
13.00 13.50

o

5000 m/z 217.10 16.73%
108.0
0 63'0 1 H‘ 137'0 183.0 \H
R Raans R R s e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #94578: Fluoranthene, 2-methyl- \Aﬁ T —
216.0 13.00 13.50

m/z 107.70  11.48%

5000
108.0
6%0 m“” 150.0 1810 “

e
m/z--> 20 40 60 80 100120140160180200220240260 13.00 13.50

s

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 9-Octadecenamide, (Z)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.474 3.05 ng 283831 Chrysene-di2 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 97
2 Hexadecanamide 255 C16H33NO 000629-54-9 64
3 Palmitoleamide 253 C16H31NO 106010-22-4 59
4 Dodecanamide 199 C12H25NO 001120-16-7 53
5 Octanamide 143 C8H17NO 000629-01-6 53
Abundance Scan 1935 (13.474 min): BF139196.D\data.ms (-1932) (- m/z 59.05 100.00%
59.0
5000 k
2321 13.50
98.0 189.1 .
ob— Mo S 7] 2641302 g5 05 64.99%
miz-> 50 100 150 200 250 300
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T
13.50
m/z 55.10 40.57%
98.0
O ‘\ H‘ “H‘ H}“M \”MH W \‘%4:10.‘0‘\ \18\4\0‘ T \2\38\? T 2\8\‘1\0‘ T
miz-> 100 150 200 250 300
Abundance #142059: Hexadecanamide
59.0
——
13.50
5000 m/z 41.10 35.12%
270/  , , 1140 1700 2120 2550
et et
miz--> 50 100 150 200 250 300
Abundance #139496: Palmitoleamide —
59.0 13.50
m/z 43.10 24.69%
o M
126.0
95.0
0 ‘2‘7\"0\“\“ ‘M ‘\L“ \‘W‘ Mw ‘1““ ‘\‘\ N 11‘68‘9 ‘2‘1(‘)‘0‘ ‘25‘3‘0‘ e ——
m/z--> 50 100 150 200 250 300 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 11H-Benzo[a]fluoren-11-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.892 3.24 ng 301568 Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H100 000479-79-8 93
2 7H-Benz[de]anthracen-7-one 230 C17H100 000082-05-3 91
3 1-Pyrenecarboxaldehyde 230 C17H1e00 003029-19-4 50
4 m-Terphenyl 230 C18H14 000092-06-8 50
5 Benzo(a)phenazine 230 C16H10N2 000225-61-6 49
Abundance Scan 2006 (13.892 min): BF139196.D\data.ms (-2002) (- m/z 230.10 100.00%
230.1
— =
57.1 13.50 14.00
' “M W y 13?} el m ‘ | 2671 308 "n/7 200.10  20.95%
miz--> 50 100 150 200 250 300
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 = ——
13.50 14.00
101.0 m/z 202.10  18.75%
O i‘6§ \0‘\ “! “H ‘134\0“ \17\ﬂ’\0\ M‘\ L B B
miz--> 50 100 150 200 250 300
Abundance #111823: 7H-Benz[de]anthracen-7-one
230.0
— —
13.50 14.00
5000 m/z 231.10 16.86%
o500 1010 1500 19 30
e ]
m/iz--> 50 100 150 200 250 300
Abundance #111816: 1-Pyrenecarboxaldehyde — —
230.0 13.50 14.00
m/z 201.10  13.48%
5000 100.0
198.0
29.0 630 | | 1500
ot e 7 o F
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\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 3-Hydroxy-1-methoxyanthraqu... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.910 5.52 ng 91175  Perylene-di12 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hydroxy-1-methoxyanthraquinone 254 C15H1004 028504-24-7 64
2 Chrysin 254 C15H1004 000480-40-0 53
3 Benzene, 1,1'-(1-propene-1,3-diy... 254 C17H1802 1000362-20-9 53
4 Phenanthrene, 2-phenyl- 254 C20H14 004325-77-3 52
5 Raseglurant, N-methyl 254 C16H15FN2 1000498-91-9 52
Abundance Scan 2179 (14.910 min): BF139196.D\data.ms (-2176) (- m/z 254.10 100.00%
254.1
69.1
5000
——
0 \\\(”WWWWM“NNNW“H\\ g%q‘ ‘J““w‘3}§” m/z 69.10 70.47%
miz-> 50 100 150 200 250 300
Abundance #140499: 3-Hydroxy-1-methoxyanthraquinone
254.0
5000 T
15.00
139.0 208.0 m/z 81.10  35.54%
76.0
O]‘-S\‘O‘ : ‘h A M\‘m‘ “‘u““\\‘ ‘}w ‘M " \H “‘ ‘H““‘ “ T
miz--> 50 100 150 200 250 300
Abundance #140493: Chrysin
254.0
——
15.00
5000 m/z 224.05 27 .47%
124.0
o 2070 | asoasmo | |
miz--> 50 100 150 200 250 300
Abundance #140983: Benzene, 1,1'-(1-propene-1,3-diyl)bis(4-metho T
254.0 15.00
m/z 255.10  21.35%
5000
145.0
91.0 ‘ 1780
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\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57

Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

: C:\Database\NIST20.L
LSCINT.P

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

Peak Number 18 Benzo[e]pyrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.198 6.21 ng 102644  Perylene-di2 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 90
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Benzo[e]pyrene 252 C20H12 000192-97-2 90
5 Perylene 252 C20H12 000198-55-0 72

Abundance Scan 2228 (15.198 min): BF139196.D\data.ms (-2225) (| m/z 252.10 100.00%
252.1
w M
— i
70 ‘ 15.00 15.50
olA40 87 “ m” 1699‘2‘00‘1““‘ Al 3011 385. /s 250.10  27.56%
m/z--> 50 100 150 200 250 300 350
Abundance #138555: Benzo[a]pyrene
252.0
5000 — LR,
15.00 15.50
m/z 253.10  24.35%
126.0
0.50.0 870 y ‘\\ 163.0200.0 . |
T ‘ L L ‘ T T T ‘ L L ‘ T T T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #138563: BenzolKk]fluoranthene
252.0
[ ]
15.00 15.50
5000 m/z 251.10 11.33%
126.0
o mo l aeo |
m/z--> 50 100 150 200 250 300 350
Abundance #138562: Benzo[b]fluoranthene T —
252.0 15.00 15.50
m/z 125.00 9.33%
5000
126.0
0390 870 I ‘\\ 161.0 200.0 ‘H
T e 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\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57

Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.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 19 Perylene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.398 24.40 ng 403160  Perylene-di12 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
3 Benzo[a]pyrene 252 C20H12 000050-32-8 93
4 Perylene 252 C20H12 000198-55-0 90
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90

Abundance Scan 2262 (15.398 min): BF139196.D\data.ms (-2257) (- m/z 252.10 100.00%
25p.1
- M
— .
125.1 15.00 15.50
01l 870 ;| 1580 1980 . | 2941 ./, 250.10  29.49%
m/z--> 50 100 150 200 250 300
Abundance #138554: Benzo[e]pyrene
252.0
5000 — LRNAN
15.00 15.50
m/z 253.10 22.37%
125.0
0, 500 830 | 158.0 2000 . |
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
miz--> 50 100 150 200 250 300
Abundance #138563: BenzolKk]fluoranthene
252.0
— —
15.00 15.50
5000 m/z 125.05 10.70%
126.0
om0l aweo. |
m/iz--> 50 100 150 200 250 300
Abundance #138555: Benzo[a]pyrene [ T
252.0 15.00 15.50
m/z 251.10 10.01%
5000
126.0
0, 500 87.0 | 163.0 200.0 _ \
— T e 7 FE
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\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724 .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 20 Benzo[b]triphenylene Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.180 2.70 ng 44592  Perylene-d12 15.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenz[a,h]anthracene 278 C22H14 000053-70-3 94
2 Benzo[b]triphenylene 278 C22H14 000215-58-7 93
3 Picene 278 C22H14 000213-46-7 90
4 Pentaphene 278 C22H14 000222-93-5 90
5 Benzo[b]chrysene 278 C22H14 000214-17-5 89

Abundance Scan 2565 (17.180 min): BF139196.D\data.ms (-2561) (- m/z 278.10 100.00%
278.

78.1
5000

——
139.1 17.00 17.50
69.0 105.9 .0224.0 344,
"fuw‘wwpw‘¢ﬂw‘wu1§§?‘w‘wwww‘ﬂ1wwu~‘uNH m/z 279.10  27.90%
m/z--> 50 100 150 200 250 300
Abundance #171333: Dibenz[a,h]anthracene
278.0

5000 T
17.00 17.50

m/z 276.10  27.77%

139.0
39.0 73.0 .| 1740 2240 ||
T ’ T T T T ’ T T T T ‘ T T T ‘ T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 300
Abundance #171328: Benzolb]triphenylene
278.0

=
17.00 17.50

o

5000 m/z 139.05 11.47%
139.0
ol500 920 . | 18702240 |
miz--> 50 100 150 200 250 300 M
Abundance #171318: Picene —— i
278.0 17.00 17.50

m/z 277.10 9.51%

5000
139.0
63.0 100.0 . |  187.02240 ||

R R r T S I 4 =
miz--> 50 100 150 200 250 300 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082724\
Data File : BF139196.D

Acqg On : 27 Aug 2024 19:57
Operator : RC/JU

Sample : P3737-05

Misc :

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF082724.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|
Butane, 2-metho... 2.169 61.4 ng 1596660 1 6.892 519754 20.0
2-Pentanone, 4-... 5.098 3.9 ng 101812 1 6.892 519754 20.0
1-Phenoxypropan... 8.481 3.3 ng 110800 2 8.175 664344 20.0
unknown10.022 10.022 78.3 ng 2550210 3 9.922 651072 20.0
9H-Fluoren-9-one 11.210 2.8 ng 69414 4 11.410 491659 20.0
Anthracene, 2-m... 11.910 4.3 ng 106348 4 11.410 491659 20.0
1H-Indene, 2-ph... 11.933 12.8 ng 313664 4 11.410 491659 20.0
Phenanthrene, 1... 11.980 2.7 ng 67478 4 11.410 491659 20.0
4H-Cyclopental[d... 12.022 12.2 ng 299558 4 11.410 491659 20.0
Naphthalene, 2-... 12.204 4.1 ng 100628 4 11.410 491659 20.0
Phenanthrene, 2... 12.457 4.2 ng 103118 4 11.410 491659 20.0
unknown12.504 12.504 4.4 ng 107982 4 11.410 491659 20.0
Cyclopenta(def)... 12.545 4.4 ng 108206 4 11.410 491659 20.0
Pyrene, 1-methyl- 13.174 3.3 ng 302725 5 14.051 1862400 20.0
9-Octadecenamid... 13.474 3.0 ng 283831 5 14.051 1862400 20.0
11H-Benzo[a]flu... 13.892 3.2 ng 301568 5 14.051 1862400 20.0
3-Hydroxy-1-met... 14.910 5.5 ng 91175 6 15.521 330487 20.0
Benzo[e]pyrene 15.198 6.2 ng 102644 6 15.521 330487 20.0
Perylene 15.398 24.4 ng 403160 6 15.521 330487 20.0
Benzo[b]triphen... 17.180 2.7 ng 44592 6 15.521 330487 20.0
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