LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample : 03224-12 2X

Misc . COMPOSIT-SB-15

ALS Vvial : 21  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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF133863.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 6 10 19 rVB 170400 220968 16.65% 1.532%
2 2.263 26 30 39 rVB5 11090 21333 1.61% 0.148%
3 5.092 507 511 518 rBV 64486 72712 5.48% 0.504%
4 5.492 575 579 595 rVB 1293348 1196856 90.17%  8.299%
5 6.492 745 749 766 rBV 1336309 1185844 89.34%  8.222%
6 6.692 778 783 787 rBV3 21170 25879 1.95% 0.179%
7 6.857 808 811 818 rVB 643068 494055 37.22%  3.426%
8 7.416 902 906 909 rBV 903036 720905 54.31% 4.999%
9 8.116 1022 1025 1026 rBV 20411 17541 1.32% 0.122%
106 8.139 1026 1029 1031 rVW 632680 535812 40.37%  3.715%
11 8.410 1072 1075 1082 rBv4 14177 19385 1.46% 0.134%
12 8.728 1126 1129 1131 rVB 21409 16281 1.23% 0.113%
13 8.851 1147 1150 1153 rVB 39581 32693 2.46% 0.227%
14 8.951 1163 1167 1170 rBV 26818 24008 1.81% 0.166%
15 9.216 1208 1212 1215 rBV 1563833 1327402 100.00% 9.204%
16 9.292 1220 1225 1227 rBV 28022 23050 1.74% 0.160%
17 9.480 1252 1257 1260 rVB2 16203 19814 1.49% 0.137%
18 9.551 1266 1269 1271 rBV 24649 22073 1.66% 0.153%
19 9.669 1287 1289 1294 rBV 15324 17522 1.32% 0.121%
20 9.757 1298 1304 1308 rBV 55763 51763 3.90% ©0.359%
21  9.822 1313 1315 1319 rVB 19349 16183 1.22% 0.112%
22 9.892 1324 1327 1331 rWV 624200 560951 42.26% 3.889%
23 9.927 1331 1333 1338 rvVB2 34541 28310 2.13% 0.196%
24 10.098 1358 1362 1366 rBV 45967 41448 3.12% 0.287%
25 10.304 1393 1397 1398 rBV3 17890 19690 1.48% 0.137%
26 10.327 1398 1401 1403 rVB2 23842 22296 1.68% 0.155%
27 10.439 1417 1420 1427 rBV3 25105 37678 2.84% 0.261%
28 10.610 1445 1449 1452 rBV2 59886 55852 4.21% 0.387%
29 10.686 1458 1462 1468 rBV 871748 745156 56.14% 5.167%
30 10.810 1479 1483 1487 rBV2 39507 58714 4.42% 0.407%
31 10.998 1510 1515 1517 rBV6 13554 16506 1.24% 0.114%
32 11.192 1545 1548 1552 rBV 36735 32629 2.46% 0.226%
33 11.251 1552 1558 1561 rVV3 26018 41149 3.10% 0.285%
34 11.280 1561 1563 1569 rVB 29713 31681 2.39% 0.220%
35 11.386 1578 1581 1583 rBV 645634 538277 40.55% 3.732%

36 11.410 1583 1585 1589 rVWW 307574 251879 18.98% 1.746%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample : 03224-12 2X

Misc . COMPOSIT-SB-15

ALS Vvial : 21  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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.463 1592 1594 1597 rVWV 93730 69726 5.25% 0.483%
38 11.498 1597 1600 1603 rvv3 13651 16087 1.21% 0.112%
39 11.621 1619 1621 1626 rBV 27178 24272 1.83% 0.168%
40 11.680 1629 1631 1636 rVB2 26068 24808 1.87% 0.172%
41 11.721 1636 1638 1643 rVB6 16994 17494 1.32% 0.121%
42 11.892 1664 1667 1669 rBV 61695 54766 4.13% 0.380%
43 11.921 1669 1672 1675 rVV 118761 122039 9.19% 0.846%
44 11.969 1678 1680 1683 rVV 30464 30734  2.32% 0.213%
45 12.004 1683 1686 1689 rvV 88205 103071 7.76% 0.715%
46 12.027 1689 1690 1694 rVB 48281 28109 2.12% 0.195%
47 12.092 1699 1701 1704 rVB2 18070 17856 1.35% 0.124%
48 12.192 1715 1718 1720 rBV 51877 43651 3.29% ©0.303%
49 12.216 1720 1722 1725 rVB 46353 39646 2.99% 0.275%
50 12.339 1741 1743 1746 rBV3 18113 15064 1.13% 0.104%
51 12.368 1746 1748 1751 rBV2 18411 16408 1.24% 0.114%
52 12.445 1758 1761 1764 rBV 50438 55308 4.17% 0.383%
53 12.480 1765 1767 1769 rVV2 38958 36056 2.72%  0.250%
54 12.533 1773 1776 1780 rBV 48906 51373 3.87% 0.356%
55 12.610 1785 1789 1792 rBV 655642 549080 41.37% 3.807%
56 12.657 1794 1797 1798 rBV 27522 27472 2.07% 0.190%
57 12.704 1802 1805 1808 rBV 32602 32461 2.45% 0.225%
58 12.839 1822 1828 1831 rBV 553981 548480 41.32%  3.803%
59 12.892 1834 1837 1842 rVB3 31140 40590 3.06% 0.281%
60 12.986 1849 1853 1856 rBV 1303995 1138296 85.75% 7.893%
61 13.057 1861 1865 1870 rBV2 46942 83611 6.30% 0.580%
62 13.145 1877 1880 1881 rBV2 43109 38733 2.92% 0.269%
63 13.168 1882 1884 1888 rVB 75378 65896 4.96% 0.457%
64 13.216 1890 1892 1894 rBV2 22545 19973 1.50% 0.138%
65 13.239 1894 1896 1898 rVB 41158 32639 2.46% 0.226%
66 13.274 1898 1902 1905 rBvV2 72058 80831 6.09% 0.560%
67 13.368 1915 1918 1920 rVB 44006 39987 3.01% 0.277%
68 13.398 1921 1923 1927 rBV2 38558 40463 3.05% 0.281%
69 13.680 1968 1971 1975 rBV 77787 68669 5.17% 0.476%
70 13.792 1987 1990 1993 rBV2 53830 62828 4.73% 0.436%
71 13.821 1993 1995 1997 rWVW 42633 29556  2.23% 0.205%
72 13.845 1997 1999 2000 rVvV 38224 27976 2.11% 0.194%
73 13.892 2004 2007 2010 rVWV 79473 72665 5.47% 0.504%
74 14.045 2028 2033 2036 rBvV2 601569 805972 60.72% 5.588%
75 14.074 2036 2038 2044 rVB 285137 247277 18.63% 1.715%
76 14.145 2047 2050 2054 rVB2 72526 85449 6.44% 0.592%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample 1 03224-12 2X

Misc . COMPOSIT-SB-15

ALS Vvial : 21  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-BF060923.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.109 2210 2214 2217 rBV 229290 328935 24.78%  2.281%
78 15.421 2265 2267 2274 rVB 109410 151539 11.42% 1.051%

79 15.492 2275 2279 2285 rVB 142644 186578 14.06%  1.294%
80 15.557 2286 2290 2293 rBV 253180 305667 23.03% 2.119%

Sum of corrected areas: 14422386
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 20 Jun 2023 18:54
¢ CG\JU
¢ 03224-12 2X

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
BF133863.D

COMPOSIT-SB-15

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF133863.D\data.ms

5.492 6.492

7.416

6.857

.146

5.092

2.263 L6.692

o

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

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF133863.D\data.ms

9.216
12.986

10.686
12.610

11.386

8.139 9.892

8116 8.410 87868051 09292 969 5eh91P 0%k zmnds P

0
Time-->

6 .
‘ — T

12.00

T T T T T T ‘ T T T T ‘ T T T T ‘ T T T ‘ T \ T T ‘
9.50 10.00 10.50 11.00 11.

= e : — —
8.00 8.50 9.00 50 12.50 13.00

Abundance

1400000

1200000

1000000

800000

600000

400000

Time-->

200000
A

TIC: BF133863.D\data.ms

14.045

T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 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\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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.
2.146 8.95 ng 220968 1,4-Dichlorobenzene-d4 6.857

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 40
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38
4 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 33
5 2,5-Dimethyl-4-hydroxy-3-hexanone 144 C8H1602 000815-77-0 33
Abundance  Scan 10 (2.146 min): BF133863.D\data.ms (-6) (-) m/z 73.05 100.00%
3.0
5000 43.0 ]\
R ERREEE R
‘ J 88.0 2.202.302.402.502.60
Ol Ml 880 |l 8801051 430 45.68%
miz--> 0 20 40 60 80 100 120
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T[T T T[T T [ TriT]rT
43.0 2.202.302.402.502.60
' m/z 54.95 32.00%
0 210 ‘L‘\ Js‘.o I 8%-0
\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\
miz--> 0 20 40 60 80 100 120
Abundance
73.0
EAERRRRNRERANEEEENSan
2.202.302.402.502.60
5000 55.0 m/z 87.10 27.16%
39.0
0 88.0 1120 129.0
A e e e
miz--> 0 20 40 60 80 100 120
Abundance #2245: Silane, tetramethyl- T
73.0 2.202.302.402.502.60
m/z 41.00 15.28%
5000
43.0
0 15\.0 I \H 58"0 ‘\ 88.0
e R A BARANRREEENES S
m/z--> 0 20 40 60 80 100 120 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc

ALS vial : 21 Sample Multiplier: 1

COMPOSIT-SB-15

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M

Quant Title

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

: 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 2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
5.092 2.94 ng 72712  1,4-Dichlorobenzene-d4 6.857
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2-Nonanone, 9-hydroxy- 158 C9H1802 025368-56-3 28
4 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 27
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23
Abundance Scan 511 (5.092 min): BF133863.D\data.ms (-507) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 R AEEARERESS
| “ | ‘ 83.1 4.80 5.00 5.20 5.40 )
0 e e e e e e e m/z 59.00 54.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L B L AL SR
4.80 5.00 5.20 5.40
59.0 m/z 101.18  19.45%
R I
\\\‘\\\\‘\\}\“\\\\‘\{\\‘\\‘\\‘\\\\‘\\\\‘\‘\\\‘\\\}‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e EARRsEEEs R
57.0 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.19%
29.0 101.0
ol 120 73.0 87.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #35323: 2-Nonanone, 9-hydroxy- e s
430 55 4.80 5.00 5.20 5.40
m/z 41.10 13.86%
5000
71.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 unknownl©.810 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.810 2.18 ng 58714  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Ethyl-2,6,10-trimethylundecane 226 Cl16H34 1000432-25-9 38
2 Octadecane, 2,6-dimethyl- 282 C20H42 075163-97-2 30
3 Hexadecane, 2,6,10-trimethyl- 268 C19H40 055000-52-7 30
4 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 27
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 22
Abundance Scan 1483 (10.810 min): BF133863.D\data.ms (-1479) (- m/z 57.05 100.00%
57.0
5000
184.1
— ——
99.1 1400 , 10.50 11.00
| eRrmy 329.
ol \;\‘h\‘m\}\w\hw‘ thal iy ““H”“““‘ i ‘\‘ SR m/z 71.10 70.47%
miz--> 50 100 150 200 250 300
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane
57.0
5000 i i
10.50 11.00
113.0 m/z 43.00 47.45%
183.0
O\“\ ‘!‘\“‘\“‘ \“\‘\ 1“‘\\\‘\‘2}6\.9\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance
57.0
— ——
10.50 11.00
5000 m/z 41.05 33.10%
113.0
o 155.0 196.0 267.0
—_
miz--> 50 100 150 200 250 300
Abundance #158619: Hexadecane, 2,6,10-trimethyl- — —
57.0 10.50 11.00
m/z 184.10  27.82%
5000
112.0 183.0
Dl
L L 0 o L
m/z--> 50 100 150 200 250 300 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Anthracene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.03 ng 54766  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 1-methyl- 192 C15H12 000610-48-0 94
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 91
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 91

Abundance Scan 1667 (11.892 min): BF133863.D\data.ms (-1664) (- m/z 192.10 100.00%
192

A
5000

1 RN
165.0 11.50 12.00
41.0 94.9
0 880 i 22712500 m/z 191.10  61.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67028: Anthracene, 1-methyl-
192.0
5000 e A
11.50 12.00
165.0 m/z 189.00  27.90%
0 \HG:B\‘OM \\\9‘?0 :wl'2 '0\ I ‘hw I
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \‘\\\\‘\\H‘\\H‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance
192.0
— PRty
11.50 12.00
5000 ITI/Z 190.10 18.33%
96.0 165.0
oL 280 63.0 0
RA N ama L e S e
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #67024: Anthracene, 2-methyl- | et P S
192.0 11.50 12.00

m/z 193.10  17.65%

5000
83.0 165.0
39.0 |, 1150 L 'y —

m/z--> 20 40 60 80 100 120 140160 180 200 220 240 11.50 12.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\

Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.M
Quant Title : 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 5 Phenanthrene, 2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.922 4.53 ng 122039  Phenanthrene-di10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 95
3 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 92

Abundance Scan 1672 (11.921 min): BF133863.D\data.ms (-1669) (- m/z 192.10 100.00%
192.1
5000 ﬂ«MW“AA
e
60.0 165.1
94.5 12.00
o‘H_Hu“\m‘e‘lmMMM‘Hul_z?]?mma‘m;M‘:Hw‘%?‘l‘:‘?ﬁ?’ﬁ'? m/z 191.10  54.62%
m/z--> 20 40 60 80 100120140160 180200220 240
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 T
12.00
" 165.0 m/z 189.05 31.80%
0 27.0 630 L. 1260 W b HH
\H‘\H\‘\\H‘\H\‘\\H‘\H\‘\\H‘H\\‘\\H‘H \‘\\H‘H\\‘\\H‘\
m/z--> 20 40 60 80 100120140 160180 200 220 240
Abundance
192.0
s
12.00
5000 m/z 193.05 17.29%
165.0
0 39.0 83.0 115.0
R E L e e e A RRasaRaEaEEs SEa
m/z--> 20 40 60 80 100120140 160 180 200 220 240
Abundance #67017: 1H-Indene, 1-phenyl- YA —
192.0 12.00
m/z 190.10 14.76%
5000 N\JL
165.0
115.0 ‘
m/z--> 20 40 60 80 100120140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54
Operator : CG\JU

Sample ¢ 03224-12 2X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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

COMPOSIT-SB-15

Peak Number 6 Benzaldehyde, 3,5-dichloro-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.004 3.83 ng 103071  Phenanthrene-di10 11.386
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 70
3 6H-Cyclobuta[jk]phenanthrene 190 C15H1e 083469-43-6 53
4 Carbonic acid, ethyl 2-formyl-4,... 262 C10H8C1204 1000331-34-4 50
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 38

Abundance Scan 1686 (12.004 min): BF133863.D\data.ms (-1683) (- m/z 189.05 100.00%
189.1

5000

o

=
12.00
m/z 190.10  98.37%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-

=
:

5000

T
12.00
m/z 192.05 71.77%

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
190.0
T
12.00
5000 ITI/Z 191.10 57.26%
94.0
ol 310 630 137.0163.0
R o LR e e RARRARZaEaEEEE S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64922: 6H-Cyclobuta[jk]phenanthrene —
189.0 12.00
m/z 94.60 21.85%
5000
94.0
163.0 ‘
om_m_m_H“‘H“‘_m‘HH,HH“‘HW“‘,WWW —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Phenanthrene, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.445 2.06 ng 55308 Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C16H14 003674-66-6 91
2 di-p-Tolylacetylene 206 Cl6H14 002789-88-0 91
3 Phenanthrene, 3,6-dimethyl- 206 Cl6H14 001576-67-6 90
4 Naphthalene, 1,2-dihydro-1-phenyl- 206 C16H14 016606-46-5 90
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90
Abundance Scan 1761 (12.445 min): BF133863.D\data.ms (-1758) (- m/z 206.10 100.00%
206.1
- WJLMWKWLA$M»%NL
100 1250
55.0 m :
0Lt ““““m getd il L BLU 7 191,05 52.97%
miz-> 50 100 150 200 250
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 R
12.50
101.0 - ‘ m/z 189.10 28.67%
165.
0 27\0 6?’9‘\“““\\\\“\‘\‘\ !‘ ‘m\\\\‘\\\\
miz-> 50 100 150 200 250
Abundance
206.0
s
12.50
5000 m/z 205.10 25.03%
0 27.0 63.0 102.0 165.0
e —
miz--> 50 100 150 200 250
Abundance #82953: Phenanthrene, 3,6-dimethyl- etili —
206.0 12.50
m/z 207.10 16.47%
5000
102.0 m
SELEC-C T2 0 F —
m/z--> 50 100 150 200 250 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.057 2.07 ng 83611 Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
2 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 90
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 74
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 72
Abundance Scan 1865 (13.057 min): BF133863.D\data.ms (-1861) (- m/z 216.05 100.00%
216.1
5000
106.5 I ‘
13.00
43.0 165.1 :
0 2rl 8120 /7 215.05  83.26%
miz--> 50 100 150 200 250 300
Abundance #94576: 11H-Benzol[b]fluorene
216.0
5000 _— :
13.00
108.0 ITI/Z 213.10 22.97%
0 57.0 I \“ 1630 Il h‘\
L ‘ L L ‘ L ‘ T T ’ L ‘ L ‘ T T
miz--> 50 100 150 200 250 300
Abundance
216.0
AL
13.00
5000 m/z 232.15 20.90%
108.0
63.0 163.0
—— e
m/iz--> 50 100 150 200 250 300
Abundance #94565: Pyrene, 1-methyl- R ‘
216.0 13.00
m/z 106.50  16.23%
5000
95.0
0,270 620 | | 1630 | 1
11 —
m/z--> 50 100 150 200 250 300 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc . COMPOSIT-SB-15

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Pyrene, 1-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.274 2.01 ng 80831  Chrysene-di12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyrene, 1-methyl- 216 C17H12 002381-21-7 92
2 Pyrene, 2-methyl- 216 C17H12 003442-78-2 89
3 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 86
4 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 70
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 64

Abundance Scan 1902 (13.274 min): BF133863.D\data.ms (-1898) (- m/z 216.10 100.00%
6.1

216.
5000

94.4 o
1300 1350
5.0 176. . ‘
or+ﬂ¢ww#%lfkﬁﬁigﬁaweﬂﬁwLMwJM SBT3 38z 215.10 57.69%

m/z--> 50 100 150 200 250 300
Abundance #94569: Pyrene, 1-methyl-
216.0

5000 T
13.00 13.50
m/z 232.10 36.82%

108.0
0 ’6\3-\0\ \H"“\ T \:‘LG\S\O\ h‘i i \“H\ L B B B B
miz--> 50 100 150 200 250 300
Abundance
216.0

ey
13.00 13.50

m/z 217.10 18.32%
5000 95.0
0 53.0 163.0
e S B e N I B
miz--> 50 100 150 200 250 300
Abundance #94577: 11H-Benzo[a]fluorene —— —
216.0 13.00 13.50

m/z 213.10  16.78%

5000
108.0
630 | 1630, |
0 1 Il u

T —
m/z--> 50 100 150 200 250 300 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\

Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15
ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 10 Triphenylphosphine oxide Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.145 2.12 ng 85449  Chrysene-d12 14.045
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 93
2 4-Cyano-8-trifluoromethylnaphtho... 277 C14H6F3NS 037094-50-1 47
3 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 46
4 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 36
5 Clotrimazole 344 C22H17CIN2 023593-75-1 36

Abundance Scan 2050 (14.145 min): BF133863.D\data.ms (-2047) (-] | m/z 277.10 100.00%
277.1
5000
77.0 199.0 T CT T
‘ 152.1 | H 4292 14.00 14.50
0b e b AL 32228641 1 o0g 10 3110k
miz--> 50 100 150 200 250 300 350
Abundance #171172: Triphenylphosphine oxide
277.0
5000 s ——
14.00 14.50
77.0 199.0 m/z 77.00  18.99%
152.0
O \2\7\.0\‘}‘\\“\\‘\\\\“H\\\“\M\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance
277.0
P o
14.00 14.50
5000 ITI/Z 199.00 16.79%
aso 140 1ea0 2270
) ANV MUV EPRTVSTS A SINTSPRVES S
m/z--> 50 100 150 200 250 300 350
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5- P ——
277.0 14.00 14.50
m/z 201.10 15.40%
5000
o 183.0
olzioL | 1280 “« U‘ 280 |\ TR
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample ¢ 03224-12 2X

Misc COMPOSIT-SB-15

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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 Benzo[e]pyrene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.421 9.92 ng 151539  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 95
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
4 Benzo[a]pyrene 252 C20H12 000050-32-8 90
5 Perylene 252 C20H12 000198-55-0 86
Abundance Scan 2267 (15.421 min): BF133863.D\data.ms (-2265) (- m/z 252.10 100.00%
25p.1
- M
=
125.1 15.50
ol 740 4l 1981, | 3150 3761420 ., 356.10  30.45%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo|[e]pyrene
252.0
5000 T
15.50
m/z 253.10  23.35%
125.0
0 740 | 200.0
\\‘\\\\’\\\\’\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance
252.0
—
15.50
5000 m/z 125.10 12.11%
126.0
69.0
NN
m/z--> 50 100 150 200 250 300 350 400
Abundance #138568: Benzo[b]fluoranthene T
252.0 15.50
m/z 126.05 10.74%
5000
126.0
0 830\ “ ‘“\ 2000\ i
e e o
m/z--> 50 100 150 200 250 300 350 400 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062023\
Data File : BF133863.D

Acqg On : 20 Jun 2023 18:54

Operator : CG\JU

Sample 1 03224-12 2X

Misc . COMPOSIT-SB-15

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060923.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... 2.146 8.9 ng 220968 1 6.857 494055 20.0
2-Pentanone, 4-... 5.092 2.9 ng 72712 1 6.857 494055 20.0
unknown10.810 10.810 2.2 ng 58714 4 11.386 538277 20.0
Anthracene, 1-m... 11.892 2.0 ng 54766 4 11.386 538277 20.0
Phenanthrene, 2... 11.922 4.5 ng 122039 4 11.386 538277 20.0
Benzaldehyde, 3... 12.004 3.8 ng 103071 4 11.386 538277 20.0
Phenanthrene, 2... 12.445 2.1 ng 55308 4 11.386 538277 20.0
11H-Benzo[b]flu... 13.057 2.1 ng 83611 5 14.045 805972 20.0
Pyrene, 1-methyl- 13.274 2.0 ng 80831 5 14.045 805972 20.0
Triphenylphosph... 14.145 2.1 ng 85449 5 14.045 805972 20.0
Benzo[e]pyrene 15.421 9.9 ng 151539 6 15.557 305667 20.0
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