LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acqg On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc : SB-05-12.0-14.0

ALS Vvial : 14 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: BF133878.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 2.193 106 18 27 rVB 164512 230584 7.84% 0.948%
2 5.110 509 514 526 rBV 364989 470635 16.00% 1.935%
3 5.504 576 581 584 rBV 3075294 2941727 100.00% 12.092%
4 6.504 745 751 753 rBV 2664152 2918397 99.21% 11.996%
5 6.857 808 811 815 rBV 692856 621097 21.11% 2.553%
6 6.916 818 821 831 rVB 35666 36025 1.22% 0.148%
7 7.422 902 907 910 rBV 2068620 1881245 63.95% 7.733%
8 8.139 1025 1029 1032 rBV 878369 724151 24.62%  2.977%
9 9.216 1208 1212 1215 rBV 3585961 2889996 98.24% 11.880%
10 9.486 1252 1258 1264 rBV 82027 73504 2.50% 0.302%
11  9.898 1324 1328 1331 rBV 737663 629984 21.42% 5907%
12 9.927 1331 1333 1336 rVB 55980 44171 1.50% 182%
13 10.445 1418 1421 1424 rBV2 41996 35740 1.21%

14 10.610 1445 1449 1453 rBV 126820 112970  3.84%
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15 10.686 1458 1462 1466 rBV 1674580 1597986 54.32% 569%
16 11.386 1578 1581 1584 rBV 633813 638310 21.70% 2.624%
17 11.416 1584 1586 1589 rVV 450592 356882 12.13% 1.467%
18 11.463 1590 1594 1597 rVB 95913 87260 2.97% ©.359%
19 11.621 1615 1621 1627 rBV2 49617 67489  2.29% 0.277%
20 11.892 1664 1667 1669 rBV 74614 65746  2.23% 0.270%
21 11.921 1669 1672 1676 rVV2 193976 208901 7.10% ©.859%
22 11.968 1676 1680 1683 rVv2 41579 58930 2.00% 0.242%
23 12.004 1683 1686 1689 rVV 130576 143636 4.88% ©.590%
24 12.027 1689 1690 1695 rVB 64971 43085 1.46% 0.177%
25 12.192 1715 1718 1720 rBV 55189 44819 1.52% 0.184%
26 12.215 1720 1722 1728 rVB2 51956 47692 1.62% ©.196%
27 12.445 1758 1761 1764 rBV 59338 72728 2.47%  0.299%
28 12.533 1773 1776 1780 rBV3 72978 80218 2.73% 0.330%
29 12.610 1785 1789 1793 rBV 818221 701203 23.84%  2.882%
30 12.839 1822 1828 1834 rBV 693345 767621 26.09%  3.155%
31 12.892 1834 1837 1841 rVB2 33242 42801 1.45% 0.176%
32 12.986 1849 1853 1857 rVV 2767396 2609590 88.71% 10.727%
33 13.057 1861 1865 1870 rBV3 54488 91160 3.10% 0.374%
34 13.145 1877 1880 1882 rBV3 42536 54573 1.86% ©.224%
35 13.168 1882 1884 1888 rVB 82602 86103 2.93% ©0.354%
36 13.239 1894 1896 1898 rVB 53300 37639 1.28% ©0.155%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acqg On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc : SB-05-12.0-14.0

ALS Vvial : 14 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 13.274 1898 1902 1905 rBvV2 81304 80915 2.75% 0.333%
38 13.368 1915 1918 1921 rBV 48825 42232 1.44% 0.174%
39 13.398 1921 1923 1927 rW 48295 46601 1.58% ©0.192%
40 13.680 1969 1971 1977 rVB 67482 74913 2.55% 0.308%
41 13.792 1987 1990 1994 rBV3 57724 72125  2.45%  0.296%
42 13.845 1997 1999 2004 rVV2 38078 53164 1.81% 0.219%
43 13.892 2004 2007 2016 rVB2 106768 157728 5.36% 0.648%
44 14.051 2028 2034 2036 rBvV2 707136 929414 31.59%  3.820%
45 14.074 2036 2038 2041 rVB 303163 237753 8.08% 0.977%
46 14.151 2049 2051 2054 rVB2 45159 41752 1.42% 0.172%
47 14.439 2098 2100 2103 rVB 65883 49889 1.70% ©.205%
48 15.109 2210 2214 2217 rBV 192648 281755 9.58% 1.158%
49 15.427 2264 2268 2275 rVB 109545 150335 5.11% 0.618%
50 15.492 2275 2279 2285 rVB 152271 197045 6.70% 0.810%

51 15.556 2285 2290 2294 rBV 306714 397166 13.50% 1.633%

Sum of corrected areas: 24327325
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 21 Jun 2023 19:01
: CG\JU
. 03289-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
BF133878.D

SB-05-12.0-14.0

: 14  Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF133878.D\data.ms

5.504

6.504

7.422

6.857

5.110

2.193
1916

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
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF133878.D\data.ms
9.216

12.986

10.686

8.139 12.61

9.898 11.386 9.2.839

11416

0
Time-->

1-8%@%@

1
9486 9927  10.448f 11,468 621 TR s >

‘ ‘ :
8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BF133878.D\data.ms

141074 15.556

g 15 504382 15.109 15’*-5%%1%

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\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc SB-05-12.0-14.0

ALS Vial : 14 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
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2.193 7.43 ng 230584 1,4-Dichlorobenzene-d4 6.863
Hit# of 5 Tentative ID MW MolForm CAS# 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance  Scan 18 (2.193 min): BF133878.D\data.ms (-10) (-) m/z 73.05 100.00%

73.0
5000 43.0
550 87.1

| 220 240 2.60
Ot bbb 2050 gz a3.05 a4.77%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0

5000 T LI R T T
43.0 220 240 260
55.0 87.0 m/z 55.00 31.81%
29.0 ‘
O\\‘\\\\‘\\\\“\\\\“\\\\‘\\\\‘\\\\‘\}\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0
T
210 87.0 220 240 260
) 55.0 5
5000 ITI/Z 87.10 26.507%
29.0
15.0 m \H
Ot e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #2248: Silane, tetramethyl- T
73.0 2.20 2.40 2.60

m/z 41.05 15.25%

5000
45.0
o 150 200 | 590 || 880

m/z--> 10 20 30 40 50 60 70 80 90 100 110 220 240
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc : SB-05-12.0-14.0

ALS Vial : 14 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
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Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.116  15.15 ng 470635 1,4-Dichlorobenzene-d4 6.863

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 3-Pentanol, 2-methyl- 102 C6H140 000565-67-3 9
Abundance Scan 514 (5.110 min): BF133878.D\data.ms (-509) (-) m/z 42.95 100.00%
59.1
5000
1011 T T T T[T i T[T T rrrr]
4.80 5.00 5.20 5.40
U ‘ 83.0 ‘ o
Ot b e e e e e e m/z 59.10  53.49%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L B L R B R B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.61%
0 29\0 Ly m‘ 83\0
H‘HH‘\\H‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R R R
4.80 5.00 5.20 5.40
5000 m/z 57.95 12.54%
41.0
27.0 101.0
oH_H‘l““H“u‘m"ummﬂ?:wmwwww_ww_w
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R e R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.72%
5000 41.0
o A=Y 126.0 14,0
R Eam B e e s RRAARSENRY  RNNEE TR
m/z--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc SB-05-12.0-14.0

ALS Vial : 14 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 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 3 2-Ethylhexyl mercaptoacetate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.486 2.33 ng 73504  Acenaphthene-d1e 9.898
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Ethylhexyl mercaptoacetate 204 C10H2002S 007659-86-1 74
2 Oxalic acid, 2-ethylhexyl octyl ... 314 C18H3404 1000309-39-1 52
3 Octane, 3-ethyl- 142 C10H22 005881-17-4 50
4 Oxalic acid, 2-ethylhexyl isobut... 258 C14H2604 1010309-38-5 50
5 Sulfurous acid, 2-ethylhexyl non... 320 C17H3603S 1010309-19-2 47
Abundance Scan 1258 (9.486 min): BF133878.D\data.ms (-1252) (-) m/z 57.05 100.00%
57.0
5000
112.1
3; “ 83‘.0 “ 156.1 9.20 9.40 9.60 9.80
Ottt llledb e b m/z 43,05 64.75%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #79337: 2-Ethylhexyl mercaptoacetate
57.0
5000 L L L L L BN LR
9.20 9.40 9.60 9.80
20.0 112.0 m/z 71.10 60.12%
83.0 '
0 \\\‘\‘\‘\ \“‘i”‘\\ ‘\\‘N\ ‘h\1\‘\\“\’\\\\1’4\‘5\.(\)\1’6\470\\’\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #217161: Oxalic acid, 2-ethylhexyl octyl ester
57.0
9.20 9.40 9.60 9.80
5000 m/z 41.05 46.93%
112.0
29.0 83.0 ‘ 157.0
0 ‘H“ﬂ‘wﬂm‘ wﬂu““m‘,““w“‘)“w,‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22070: Octane, 3-ethyl- o AARBEEEELE A
43.0 9.20 9.40 9.60 9.80
71.0 m/z 55.05 30.99%
5000
$ ‘ 112.0
I T SO B T NSO g o= U
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc SB-05-12.0-14.0

ALS Vial : 14 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 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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.610 3.59 ng 112970  Acenaphthene-di0 9.898
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Phenyl 4-pyridyl ketone 183 C12H9NO 014548-46-0 53
3 Benzenepropanenitrile, .beta.-oxo- 145 C9H7NO 000614-16-4 49
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 47
5 Benzilic acid 228 C14H1203 000076-93-7 47
Abundance Scan 1449 (10.610 min): BF133878.D\data.ms (-1445) (- m/z 105.10 100.00%
105.1
77.0
5000 182.1
51.0
— —
10.50 11.00
152.1
Ol por e ke 2L 20wz 77.05 66.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 et o
10.50 11.00
510 m/z 182.05  48.96%
J270 ||| 10 1920 |
‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #57931: Phenyl 4-pyridyl ketone
105.0
T ‘ T \/\ U T ‘ T
77.0 183.0 1050 11.00
5000 51.0 m/z 51.00 31.71%
0 I A 1270 1540 |
e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24907: Benzenepropanenitrile, .beta.-oxo- . s
105.0 10.50 11.00
m/z 181.10  12.66%
77.0
5000
51.0
\ ok
0""‘,‘“M‘HHMHH‘“‘H‘HH““H‘HH_H ‘ Ll
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc SB-05-12.0-14.0

ALS Vial : 14 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 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 6 Phenanthrene, 1-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.892 2.06 ng 65746  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
2 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 96
3 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 95
4 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 94
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 93
Abundance Scan 1667 (11.892 min): BF133878.D\data.ms (-1664) (- m/z 192.10 100.00%
192.1
5000 J

[ [
165.0 11.50 12.00

94.5
390 693 1 1151 138.9

O e R T et m/z 191.05 55.86%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67035: Phenanthrene, 1-methyl-
192.0
5000 [ s
11.50 12.00
m/z 189.05 30.29%
165.0

39.0 630  96.0 1150 139.0

‘\‘\H“HH“HH‘H\r‘\\\r‘\r\\‘\\i\‘“\}‘\‘r‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67054: 1H-Cyclopropal[l]phenanthrene,1a,9b-dihydro-

o

192.0
- LTI
11.50 12.00
5000 ITI/Z 193.10 14.90%
165.0
0. 300 630 9904160 1390 L
R T R s & S VTS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67038: Phenanthrene, 2-methyl-
192.0 11.50 12.00
m/z 165.00 14.29%
5000
165.0
oL 390 630 96.0 1160 139.0 |
— s —
m/z--> 20 40 60 80 100 120 140 160 180 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\

Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc . SB-05-12.0-14.0

ALS Vial : 14 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 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 7 Phenanthrene, 2-methyl- Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
11.921 6.55 ng 208901  Phenanthrene-die 11.386
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 93
2 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 93
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 92
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 90

Abundance Scan 1672 (11.921 min): BF133878.D\data.ms (-1669) (-
192.1

m/z 192.10 100.00%

5000 430 73.0

-

129.0 165.1 12‘00‘

m/z 191.10  62.64%

1.0 227.1 256.2

0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #67039: Phenanthrene, 2-methyl-
T L\J\M
5000 LN
12.00
010 165.0 m/z 73.00 38.02%
0 27.0 639 | M 13\9q\ h‘\ L
’H\\‘\\H‘HH‘HH‘H\\‘\H\‘HH‘HH‘H \‘\H\‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #67019: 1H-Indene, 2-phenyl-
192.0
T M\ T ‘ T
12.00
5000 m/z 43.05 36.75%

o

165.0
63.0 g9.0 1150 ‘\ w
P e e e e
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240

Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- ——
192.0 12.00

m/z 189.05 32.79%

5000
165.0
96.0
02%:9 830, 139.0 “um_wwwm_m,mw AV

e
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\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc SB-05-12.0-14.0

ALS Vial : 14 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 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 8 Benzaldehyde, 3,5-dichloro-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.004 4.50 ng 143636  Phenanthrene-di10 11.386
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 49
3 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 41
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 38
5 Propyne, 1,3-diphenyl- 192 C15H12 004980-70-5 30
Abundance Scan 1686 (12.004 min): BF133878.D\data.ms (-1683) (- m/z 189.10 100.00%
189.1
5000 N\Jk
94.5 s WM
‘ 165.1 12.00
63.0 138.9 '
S P T X P M:“ wpilllere | m/z 190.05  96.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #65127: Benzaldehyde, 3,5-dichloro-2-hydroxy-
190.0
5000 IARPwYY
12.00
63.0 133.0 m/z 192.10  78.63%
28.0 M | 1620
O\\\‘\1‘\\”“\\h\‘\“‘}\}‘H\“\\\wi‘\\‘\\‘\‘M\\‘\‘\\\‘M\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
T \
12.00
5000 m/z 191.05 59.60%
94.0
0 390 630 | 137.0 163.0
R T A EERRERULRREeeE
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #67052: Benzene, 1,1'-(1,2-propadienylidene)bis- =
192.0 12.00
m/z 94.50 21.58%
5000
165.0
0 39.0 63.0 h‘ 116.01390 |
‘H"H“H‘w“H“H“H‘w“u“u“u‘w““‘H‘ —r
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc SB-05-12.0-14.0

ALS Vial : 14 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 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 9 Phenanthrene, 2,5-dimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.445 2.28 ng 72728  Phenanthrene-d10 11.386
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 97
2 9,10-Dimethylanthracene 206 CleHi4 000781-43-1 95
3 Anthracene, 1,4-dimethyl- 206 CleH14 000781-92-0 91
4 3-Methyl-1-phenyl-1H-indene 206 CleH14 022360-63-0 90
5 Phenanthrene, 2,3-dimethyl- 206 C1l6H14 003674-65-5 87
Abundance Scan 1761 (12.445 min): BF133878.D\data.ms (-1758) (- m/z 206.10 100.00%
206.1
5000
—
12.50
, 228 /7 191,10 47.43%
miz--> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl-
206.0
5000 T
12.50
101.0 m/z 189.10 24.53%
650 ‘
O 27\0 6§ \()‘\ “\ ‘ h‘ T T T ‘ T \ “ h“\ LI ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene
2050 M
e A
12.50
5000 m/z 205.05 23.35%
olsg 510 MO0 )
miz--> 50 100 150 200 250 300
Abundance #82936: Anthracene, 1,4-dimethyl- R L
206.0 12.50
m/z 207.10  14.96%
5000
o510 Darot®0y | -
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc : SB-05-12.0-14.0

ALS Vial : 14 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 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 10 Cyclopenta(def)phenanthrenone Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
12.533 2.51 ng 80218  Phenanthrene-d1e0 11.386
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclopenta(def)phenanthrenone 204 C15H80 005737-13-3 95
2 Pyrimidine, 4-chloro-6-(4-methyl... 204 C11H9CIN2 1000380-55-8 43
3 Benzene, 1-chloro-4-phenoxy- 204 C12H9Clo0 007005-72-3 43
4 3,4-Biphenyldicarbonitrile 204 C14H8N2 004128-63-6 38
5 2-Chloro-4-phenylphenol 204 C12HocClo 000092-04-6 32

Abundance Scan 1776 (12.533 min): BF133878.D\data.ms (-1773) (- m/z 204.05 100.00%
204.1
w ML
88.1 T 1
51.0 ‘ 149.9 ‘ 1250
oL ‘Hw‘ }‘\ ‘\‘\HM‘“\H‘u\\“ﬂ‘\hi“u‘ o \l\ ‘m\;‘HHH ‘U “\‘ oLy ‘25‘4“1‘ . ‘3?6‘1‘ . m/z 176.00 43.07%
m/z--> 50 100 150 200 250 300
Abundance #80568: Cyclopenta(def)phenanthrenone
204.0
5000 eyttt !
12.50
88.0 m/z 206.10  41.62%
150.0 ‘
O T T T ‘ T \“\ ‘\ “‘ T T T T ‘} T \H‘\ T ‘ T T T T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #79663: Pyrimidine, 4-chloro-6-(4-methylphenyl)-
204.0
T \
12.50
5000 ITI/Z 225.10 33.89%
169.0
91.0
oMo dea L
m/z--> 50 100 150 200 250 300 WMJL
Abundance #79837: Benzene, 1-chloro-4-phenoxy- gl L
204.0 12.50
m/z 205.10 25.83%
5000
77.0 141.0
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc : SB-05-12.0-14.0

ALS Vial : 14 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 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 11 11H-Benzo[a]fluoren-11-one Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.892 3.39 ng 157728  Chrysene-d12 14.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 11H-Benzo[a]fluoren-11-one 230 C17H1e0 000479-79-8 93
2 7H-Benz[de]anthracen-7-one 230 C17H1e0 000082-05-3 87
3 4-Pyrenecarbaldehyde 230 C17H100 022245-51-8 72
4 6H-Benz[de]anthracen-6-one 230 C17H100 080252-14-8 59
5 benzonitrile, 2-(3-isoquinolinyl)- 230 C16H1ON2 1000401-00-3 59
Abundance Scan 2007 (13.892 min): BF133878.D\data.ms (-2004) (- m/z 230.10 100.00%
230.1
43.0 o AW
‘ “ . m w001 g5y 1350 14.00
ol b Ak ““ L0 AL 120819080 3521 hyz 202.05  27.06%
m/z--> 50 100 150 200 250 300 350
Abundance #111819: 11H-Benzo[a]fluoren-11-one
230.0
5000 — ——
13.50 14.00
101.0 m/z 43.05 24.41%
oLb—— FSR\‘ H“ \137917\\\ M “\‘\\\\‘\\\\‘\
miz—-> 5 100 200 250 300 350
Abundance #111822: 7H—Benz[de]anthracen—7—0ne
230.0
— ——
13.50 14.00
5000 m/z 57.10 23.79%
101.0
ol 2900 | Luero 7h »“ S
m/z--> 50 100 150 200 250 300 350
Abundance #111815: 4-Pyrenecarbaldehyde “ T
230.0 13.50 14.00
m/z 200.05 20.39%
5000
100.0
29.0 H 138.0174.0
bt ol e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF062123\
Data File : BF133878.D

Acq On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc : SB-05-12.0-14.0

ALS Vial : 14 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 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 12 Benzo[e]pyrene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
15.427 7.57 ng 150335 Perylene-d12 15.556
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 96
2 Benzo[a]pyrene 252 C20H12 000050-32-8 94
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 90
4 Perylene 252 C20H12 000198-55-0 89
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 76

Abundance Scan 2268 (15.427 min): BF133878.D\data.ms (-2264) (- m/z 252.10 100.00%

252.1
5000
125.1

o‘éfpw‘,JMW‘}§?9???9‘u‘“3q%¥“?§@?‘??@ m/z 250.10  31.02%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 L

m/z 253.05  23.74%

125.0
O39.0 83.0 | 200.0, |
\\‘\\\\’\\\\‘\\\\’\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0

15.50
5000 m/z 125.10 15.77%
126.0
ol 740 | 2000 |

I I B e T A N N

m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene T
252.0 15.50

m/z 126.05 10.95%

5000
126.0
039:0 83.0 N 2000

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\BF062123\
Data File : BF133878.D

Acqg On : 21 Jun 2023 19:01

Operator : CG\JU

Sample : 03289-13

Misc : SB-05-12.0-14.0

ALS vial : 14 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... 2.193 7.4 ng 230584 1 6.863 621097 20.0
2-Pentanone, 4-... 5.110 15.2 ng 470635 1 6.863 621097 20.0
2-Ethylhexyl me... 9.486 2.3 ng 73504 3 9.898 629984 20.0
Benzophenone 10.610 3.6 ng 112970 3 9.898 629984 20.0
Phenanthrene, 1 11.892 2.1 ng 65746 4 11.386 638310 20.0
Phenanthrene, 2 11.921 6.5 ng 208901 4 11.386 638310 20.0
Benzaldehyde, 3... 12.004 4.5 ng 143636 4 11.386 638310 20.0
Phenanthrene, 2... 12.445 2.3 ng 72728 4 11.386 638310 20.0
Cyclopenta(def)... 12.533 2.5 ng 80218 4 11.386 638310 20.0
11H-Benzo[a]flu... 13.892 3.4 ng 157728 5 14.051 929414 20.0
Benzo[e]pyrene 15.427 7.6 ng 150335 6 15.556 397166 20.0
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