LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130047.D

Acqg On : 29 Aug 2022 22:14
Operator : CG\JU

Sample : N4378-01 10X

Misc :

ALS Vvial : 17 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130047.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.352 519 521 538 rBV 173786 271938 28.85% 2.660%
2 6.381 693 696 716 rBV 194061 286936 30.44% 2.807%
3 6.698 747 750 763 rBV 815717 733305 77.80% 7.173%
4 7.275 845 848 860 rBV 185141 181960 19.31% 1.780%
5 7.981 965 968 976 rBV 1085949 942492 100.00%  9.220%
6 9.057 1147 1151 1155 rBV 420135 343322 36.43% 3.359%
7 9.598 1239 1243 1247 rBV 65211 62421 6.62% 0.611%
8 9.734 1263 1266 1270 rVV 1174620 928446 98.51% 9.082%
9 9.769 1270 1272 1280 rVB4 10211 13184 1.40% 0.129%
10 10.051 1317 1320 1323 rBV3 17943 18433 1.96% 0.180%
11 10.192 1342 1344 1350 rBV 11636 13279 1.41% 0.130%
12 10.298 1357 1362 1366 rVB3 10043 14601 1.55% 0.143%
13 10.534 1398 1402 1411 rBV 149262 143592 15.24% 1.405%
14 10.639 1416 1420 1424 rVBS5 14404 23263 2.47% 0.228%
15 10.833 1449 1453 1456 rBV6 10163 15079 1.60% 0.148%
16 11.222 1516 1519 1522 rBV 953950 768570 81.55% 7.518%
17 11.245 1522 1523 1528 rVB 78712 70029 7.43% 0.685%
18 11.304 1530 1533 1536 rBV 47449 40803 4.33% 0.399%
19 11.498 1564 1566 1571 rVB7 17280 21817 2.31% 0.213%
20 11.557 1573 1576 1581 rVB2 11651 13742 1.46% 0.134%
21 11.728 1602 1605 1608 rBV 44800 45666 4.85% 0.447%
22 11.757 1608 1610 1613 rVB 51812 40539 4.30% 0.397%
23 11.804 1615 1618 1621 rVV 27935 26857 2.85% 0.263%
24 11.839 1621 1624 1626 rVW2 71106 78793 8.36% 0.771%
25 11.863 1626 1628 1632 rVB2 36413 33944 3.60% 0.332%
26 11.904 1632 1635 1637 rBV3 13734 11843 1.26% 0.116%
27 11.957 1641 1644 1648 rBV5 11030 11989 1.27% 0.117%
28 12.016 1651 1654 1659 rBV5 22757 31135 3.30% ©0.305%
29 12.198 1683 1685 1688 rVB 20021 17388 1.84% 0.170%
30 12.228 1688 1690 1692 rVB3 14750 12431 1.32% 0.122%
31 12.275 1694 1698 1700 rBV 86018 83709 8.88% 0.819%
32 12.310 1702 1704 1707 rVB2 25811 25941 2.75% 0.254%
33 12.439 1723 1726 1730 rBvV 309057 253801 26.93% 2.483%
34 12.480 1730 1733 1735 rVW2 23822 22798  2.42% 0.223%
35 12.498 1735 1736 1740 rVV3 17061 14565 1.55% 0.142%
36 12.539 1740 1743 1748 rVB 32375 34588 3.67% ©0.338%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130047.D

Acqg On : 29 Aug 2022 22:14
Operator : CG\JU

Sample : N4378-01 10X

Misc :

ALS Vvial : 17 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-BF081422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.592 1748 1752 1754 rBV 40928 40167 4.26% ©.393%
38 12.616 1754 1756 1758 rVB 20029 16001 1.70% 0.157%
39 12.669 1762 1765 1771 rVB 365398 339024 35.97% 3.316%
40 12.722 1771 1774 1777 rBV 48512 46307 4.91% 0.453%
41 12.780 1781 1784 1785 rBV 14899 15851 1.68% ©0.155%
42 12.804 1785 1788 1791 rBV 287724 254563 27.01% 2.490%
43 12.892 1798 1803 1808 rBv4 45023 89882 9.54% 0.879%
44 12.939 1808 1811 1814 rBv4 24691 25625 2.72% 0.251%
45 12.998 1814 1821 1824 rVV 54211 119091 12.64% 1.165%
46 13.045 1827 1829 1830 rBv2 16703 13179 1.40% 0.129%
47 13.063 1830 1832 1835 rVWV 24839 20776  2.20% ©.203%
48 13.104 1835 1839 1842 rBvV2 71915 72275 7.67% 0.707%
49 13.198 1851 1855 1857 rBV 63963 63135 6.70% 0.618%
50 13.227 1857 1860 1863 rVB 63028 55741 5.91% ©.545%
51 13.310 1872 1874 1878 rVB4 11860 11591 1.23% 0.113%
52 13.522 1965 1910 1913 rBV2 32753 42347 4.49% 0.414%
53 13.569 1916 1918 1921 rVB2 24245 21779 2.31% 0.213%
54 13.604 1921 1924 1925 rBV 32628 25994 2.76%  ©.254%
55 13.627 1925 1928 1934 rVV3 49924 82968 8.80% 0.812%
56 13.674 1934 1936 1942 rVv4 39418 63347 6.72% 0.620%
57 13.733 1944 1946 1951 rVB2 48494 58224 6.18% ©.570%
58 13.869 1964 1969 1972 rBvV2 873014 936966 99.41% 9.166%
59 13.898 1972 1974 1977 rVB 174916 152174 16.15% 1.489%
60 13.957 1981 1984 1986 rBV2 32727 34804 3.69% 0.340%
61 14.039 1995 1998 2002 rBV3 45880 50199 5.33% 0.491%
62 14.245 2031 2033 2034 rBvV2 32000 28875 3.06% 0.282%
63 14.257 2034 2035 2039 rW 75098 63877 6.78% 0.625%
64 14.292 2039 2041 2043 rW 34164 26024 2.76%  ©.255%
65 14.386 2055 2057 2059 rBV 55488 56197 5.96% 0.550%
66 14.892 2140 2143 2146 rBV 194150 259521 27.54% 2.539%
67 15.004 2159 2162 2166 rVB 54878 55977 5.94% 0.548%
68 15.180 2189 2192 2200 rBV 139848 186143 19.75%  1.821%
69 15.245 2200 2203 2209 rBvV 194490 271608 28.82% 2.657%
70 15.298 2209 2212 2217 rBV 639893 704237 74.72% 6.889%
71 16.715 2450 2453 2460 rVB 76047 130522 13.85% 1.277%

72 17.145 2523 2526 2537 rVB 67415 134289 14.25% 1.314%

Sum of corrected areas: 10222479
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 29 Aug 2022 22:14
: CG\JU
: N4378-01 10X

17

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
BF130047.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130047.D

Acq On : 29 Aug 2022 22:14
Operator : CG\JU

Sample : N4378-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Benzaldehyde, 3,5-dichloro-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.839 2.05 ng 78793 Phenanthrene-d10 11.222
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzaldehyde, 3,5-dichloro-2-hyd... 190 C7H4C1202 000090-60-8 72
2 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 55
3 5-Bromo-2-thiophenecarboxaldehyde 190 C5H3Bros 004701-17-1 53
4 6H-Cyclobuta[jk]phenanthrene 190 C15H10 083469-43-6 47
5 5-Amino-3-bromo-2-fluoropyridine 190 C5H4BrFN2 209328-99-4 43
Abundance Scan 1624 (11.839 min): BF130047.D\data.ms (-1621) (- m/z 190.10 100.00%
19p0.1
5000 w
e 1690 1150 8 oo
63.0 138.9 218.0 : :
Ol “1‘_m_m"m“‘Huw T m/z 189.05  95.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #65125: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 e ke
63.0 11.50 12.00
133.0 m/z 192.05 87.00%
200 7 M | 1620
O\\\\’\\‘\HH‘\\H\‘\“‘\\‘\\’\\\\‘i‘\\‘\\‘\L}\\‘\‘\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.
A SCIBNSHIS
11.50 12.00
5000 m/z 191.10 62.15%
95.0
o 39.0 630 “ 137016‘30
\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\‘ \\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64993: 5-Bromo-2-thiophenecarboxaldehyde Y Y ~
191.0 11.50 12.00
m/z 94.60 21.32%
5000
82.0
39.0
L \‘\ 1o 1689
0‘H‘V‘Huuww‘u‘w‘H‘HMM‘HW‘H‘M‘H‘H REEEE. — o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130047.D

Acq On : 29 Aug 2022 22:14

Operator : CG\JU

Sample : N4378-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 9,10-Dimethylanthracene Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
12.275 2.18 ng 83709  Phenanthrene-d1e 11.222
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 94
2 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 93
3 Phenanthrene, 2,5-dimethyl- 206 CleH14 003674-66-6 93
4 Anthracene, 1,4-dimethyl- 206 CleH14 000781-92-0 90
5 di-p-Tolylacetylene 206 CleH14 002789-88-0 90

Abundance Scan 1698 (12.275 min): BF130047.D\data.ms (-1694) (-

m/z 206.10 100.00%

206.1
5000
oo S
Lo 890 165.0 h m 12.00 12.50
0 L Ly X80 L, 8020 o 191,65 46.64%
miz--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 = Shhikia

150 510 890 1270 1650 m

12.00 12.50

m/z 188.95  27.77%

O\\\\‘\\\\‘\\\\“\\\i‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300
Abundance #82953: Phenanthrene, 3,6-dimethyl-
206.0
e —
12.00 12.50
5000 ITI/Z 205.10 23.49%
102.0
270 630 || 1650 |
A T e
miz--> 50 100 150 200 250 300 JL
Abundance #82944: Phenanthrene, 2,5-dimethyl- b AR —
206.0 12.00 12.50
m/z 207.10 17.80%
5000
101.0 165.0 ‘
ol 270 F??w‘whmwwm lu‘m””_m_ e
m/z--> 50 100 150 200 250 300 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130047.D

Acq On : 29 Aug 2022 22:14
Operator : CG\JU

Sample : N4378-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 3 Pyrene, 1l-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.998 2.54 ng 119091  Chrysene-d12 13.869
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 93
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 93
3 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 87
4 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 87
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 76
Abundance Scan 1821 (12.998 min): BF130047.D\data.ms (-1814) (- m/z 216.10 100.00%
216.
107.4 13.00
: 187.0 “ -
ol 820 1. 1419, "7 I 2461 28LC . 515,05  83.29%
miz--> 50 100 150 200 250
Abundance #94565: Pyrene, 1-methyl-
216.0
5000 1
13.00
95.0 m/z 213.05 20.01%
0 \2\7\0\ ‘6?.9\ \““H\ L — ‘16\3\0\ h‘i f \“H\ LA B
miz--> 50 100 150 200 250
Abundance #94567: Pyrene, 2-methyl-
216.0
1 ifanly A
13.00
m/z 217.05 15.15%
5000 95.0
o 50, oy |
miz--> 50 100 150 200 250
Abundance #94571: 7TH-Benzolc]fluorene \ ‘ —
216.0 13.00
m/z 107.40  11.88%
5000
108.0 NA
X O A N Y31 L.
m/z--> 50 100 150 200 250 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130047.D

Acq On : 29 Aug 2022 22:14
Operator : CG\JU

Sample : N4378-01 10X

Misc

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.180 5.29 ng 186143 Perylene-d12 15.298
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Perylene 252 C20H12 000198-55-0 98
3 Benzo[a]pyrene 252 C20H12 000050-32-8 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 94

Abundance Scan 2192 (15.180 min): BF130047.D\data.ms (-2189) (-} | m/z 252.10 100.00%

252.1
5000

u
12“5'0 Lo76 15.00 15.50
629 || 9, | 29913442 400. oo 34 014

m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0

5000 T
15.00 15.50
m/z 253.05 20.77%

125.0
0 39.0 83.0 | 2000, |
\\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138552: Perylene
252.0

—
15.00 15.50

o

5000 ITI/Z 125.00 14.54%
126.0
027.0 740 \“ 198.0, |
A L T o e I R A
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene T —
252.0 15.00 15.50

m/z 125.95  13.35%

5000
126.0
740 | 200.0

R — e
miz--> 50 100 150 200 250 300 350 400 15.00 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF082922\
Data File : BF130047.D

Acqg On : 29 Aug 2022 22:14
Operator : CG\JU

Sample : N4378-01 10X

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF081422.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|
Benzaldehyde, 3... 11.839 2.0 ng 78793 4 11.222 768570 20.0
9,10-Dimethylan... 12.275 2.2 ng 83709 4 11.222 768570 20.0
Pyrene, 1-methyl- 12.998 2.5 ng 119091 5 13.869 936966 20.0
Benzo[e]pyrene 15.180 5.3 ng 186143 6 15.298 704237 20.0
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