LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132924.D

Acqg On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc : SPB-2WC-23-04-17

ALS Vvial : 12  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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132924.D\data.ms

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

# min scan scan scan TY height area % max. total
1 4.945 482 486 493 rVB 99721 133411 2.25% 0.193%
2 5.363 552 557 560 rBV 4565903 4554494 76.84% 6.601%
3 6.387 726 731 734 rBV 5261467 4874425 82.24% 7.065%
4 6.763 791 795 798 rBV 2059870 1619058 27.32%  2.347%
5 7.322 886 890 893 rBV 3813961 3002491 50.66% 4.352%
6 8.045 1009 1013 1015 rBV 3046923 2295724 38.73% 3.327%
7 8.063 1015 1016 1020 rVB 301290 229848 3.88% 0.333%
8 8.757 1131 1134 1137 rVB 138663 103285 1.74% 0.150%
9 8.857 1146 1151 1154 rBV 97890 77948 1.32% 0.113%
10 9.122 1192 1196 1199 rBV 6793085 5560592 93.81% 8.059%
11  9.798 1304 1311 1314 rBV 3327791 2696298 45.49%  3.908%
12 9.828 1314 1316 1319 rVB 527151 386569 6.52% 0.560%
13 9.998 1342 1345 1349 rVB 314094 256436 4.33% 0.372%
14 10.339 1400 1403 1407 rBV 258429 217577 3.67% ©.315%
15 10.433 1416 1419 1421 rBV 133444 140343 2.37% 0.203%

16 10.451 1421 1422 1425 rVWW 139217 114029 1.92%
17 10.510 1428 1432 1437 rVB 1045873 854805 14.42%
18 10.586 1440 1445 1448 rBV 4176887 3810935 64.29%
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19 10.892 1494 1497 1500 rVB 137421 104467 1.76% 151%
20 11.080 1526 1529 1534 rVB 380885 294077  4.96% 426%
21 11.175 1542 1545 1550 rVB 181362 150185 2.53% 0.218%
22 11.280 1559 1563 1565 rBV 3215338 2775171 46.82% 4.022%
23 11.304 1565 1567 1570 rVV 4121004 3108854 52.45% 4.506%
24 11.351 1573 1575 1578 rVB 326445 266515 4.50% ©.386%
25 11.504 1596 1601 1604 rBvV2 388813 372718 6.29% ©.540%
26 11.780 1645 1648 1650 rBV 293769 231870 3.91% ©.336%
27 11.816 1650 1654 1658 rVVv2 577794 705729 11.91% 1.023%
28 11.892 1663 1667 1669 rVV 426266 420986 7.10% ©0.610%
29 11.916 1669 1671 1673 rVB 173772 131520 2.22% ©0.191%
30 12.074 1695 1698 1699 rBvV2 260864 223379 3.77% ©.324%
31 12.092 1699 1701 1705 rVB 634420 576421 9.72%  0.835%
32 12.327 1738 1741 1745 rVB2 123650 137796 2.32% ©0.200%
33 12.410 1753 1755 1760 rVB 227489 215642 3.64% ©.313%
34 12.492 1765 1769 1772 rVV 3976896 3294084 55.58% 4.774%
35 12.604 1785 1788 1789 rBV3 119858 117806 1.99% 0.171%
36 12.639 1792 1794 1798 rVB 105249 93528 1.58% 0.136%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132924.D

Acqg On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc : SPB-2WC-23-04-17

ALS Vvial : 12  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-BF041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.716 1801 1807 1811 rBV2 2743850 3219120 54.31% 4.666%
38 12.769 1813 1816 1821 rVB 139268 171201 2.89% 0.248%
39 12.839 1825 1828 1829 rBV 207757 174262 2.94% 0.253%
40 12.869 1829 1833 1836 rVV 6771371 5927270 100.00%  8.591%
41 12.939 1840 1845 1848 rBv2 158155 247377 4.17%  0.359%
42 13.021 1857 1859 1861 rBV2 116543 126810 2.14% 0.184%
43 13.045 1861 1863 1867 rVB 215712 196648 3.32% 0.285%
44 13.110 1872 1874 1877 rVB 148877 135650 2.29% 0.197%
45 13.151 1877 1881 1883 rBvV2 238934 267903 4.52% 0.388%
46 13.174 1883 1885 1888 rVB 117822 112933 1.91% 0.164%
47 13.239 1894 1896 1899 rVB 111131 92594 1.56% 0.134%
48 13.274 1899 1902 1906 rBvV2 105409 122781 2.07% 0.178%
49 13.551 1946 1949 1955 rVB 319309 304397 5.14% 0.441%
50 13.663 1964 1968 1971 rBV2 206918 282886 4.77% 0.410%
51 13.692 1971 1973 1975 rVV 230278 193576  3.27% 0.281%
52 13.716 1975 1977 1981 rVVv2 179710 210591 3.55% 0.305%
53 13.757 1981 1984 1986 rVvVv2 308539 273771 4.62% 0.397%
54 13.786 1986 1989 1994 rVB 257702 335642 5.66% 0.486%
55 13.916 2006 2011 2013 rBV2 2528165 3107283 52.42% 4.503%
56 13.939 2013 2015 2023 rVB 1318450 1177380 19.86% 1.706%
57 14.021 2026 2029 2032 rVB 125639 117662 1.99% 0.171%
58 14.051 2032 2034 2040 rBV 268525 274901 4.64% 0.398%
59 14.098 2040 2042 2045 rBV 140882 133672 2.26% 0.194%
60 14.127 2045 2047 2053 rVB2 612281 614269 10.36% 0.890%
61 14.286 2072 2074 2076 rBV 144600 159541 2.69% 0.231%
62 14.333 2080 2082 2086 rVB2 165901 163838 2.76% 0.237%
63 14.933 2180 2184 2187 rBV2 952897 1421892 23.99% 2.061%
64 15.039 2199 2202 2206 rVB 218166 256563 4.33% 0.372%
65 15.227 2230 2234 2239 rVB 632779 764335 12.90% 1.108%
66 15.280 2240 2243 2248 rVW 738062 866368 14.62%  1.256%
67 15.345 2250 2254 2257 rVV 1488361 1763480 29.75% 2.556%
68 15.374 2257 2259 2268 rVB3 227278 381219 6.43% ©.553%
69 16.733 2485 2490 2500 rVB2 364909 771960 13.02% 1.119%
70 17.151 2556 2561 2569 rVB 261190 479054 8.08% 0.694%

Sum of corrected areas: 68997845
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library

: 19 Apr 2023 21:43
: CG\JU
. 02389-07

12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
BF132924.D

SPB-2WC-23-04-17

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BF132924.D\data.ms

6.387
5.363

7.322

6.763

4.945

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
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BF132924.D\data.ms

9.122 12.869

10.586 11.304 12.492

9.798 11.280

8.045 12.716

10.51

91828 908 10 0741 513;

0
Time-->

10093 50}

‘ — — — —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

Time-->

TIC: BF132924.D\data.ms

13.916

13939 15.345

14.127
2883

13.
16.733 17151

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132924.D

Acq On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc : SPB-2WC-23-04-17

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
10.510 6.34 ng 854805  Acenaphthene-di0 9.798
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 72
3 Pentafluoroethyl phenyl ketone 224 CSH5F50 000394-52-5 47
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 47
5 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 025333-24-8 47
Abundance Scan 1432 (10.510 min): BF132924.D\data.ms (-1428) (- m/z 105.10 100.00%
105.1
77.1
182.1
5000
51.0
T T
10.50
152.1
bbb 228070 I 20522818 /7 77.10 65.34%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 —
10.50
510 m/z 182.10  52.13%
27.0 152.0
O ‘\\\\‘\\‘\\‘\\\‘1“\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #57937: Methanone, phenyl-2-pyridinyl-
77.0 105.0 155.0
183.0 \
10 50
5000 m/z 51.00 29.01%
51.0
0 27 0 ‘ | | 128.0 |
R o o A B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104906: Pentafluoroethyl phenyl ketone ‘
105.0 10 50
77.0 m/z 181.05 9.41%
5000
51.0
0270 | \ 145.0 177.0 224.0 .
T A e e e T el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132924.D

Acq On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc : SPB-2WC-23-04-17

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 2 9H-Fluoren-9-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.080 2.12 ng 294077  Phenanthrene-die 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 96
2 9,10-Phenanthrenedione 208 (C14H802 000084-11-7 87
3 Benzo[h]cinnoline 180 C12H8N2 000230-31-9 87
4 Diphenic anhydride 224 (C14H803 006050-13-1 72
5 1H-Phenalen-1-one 180 C13H80 000548-39-0 62
Abundance Scan 1529 (11.080 min): BF132924.D\data.ms (-1526) (- m/z 180.10 100.00%
180.1
5000 152.1
1100 man
501 126.1 ‘ :
0 "‘,HH_Mm‘!_wmww“mw‘W‘W‘Z‘S};‘Z‘m m/z 152.05 40.83%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #55034: 9H-Fluoren-9-one
180.0
5000 152.0 T \
11.00
76.0 m/z 151.05 20.31%
500, ‘ 126.0 ‘
O\\\’HH“\\h\\‘\HH\‘\H\‘H”‘\H\‘HH‘H‘\‘\‘HH‘HH‘HH‘HH‘\H\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #85297: 9,10-Phenanthrenedione
180.0
L
11.00
m/z 76.05 15.33%
5000 152.0
76.0 208.0
126.0 ‘
oo s00 | w0 | | |
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #54970: Benzo[h]cinnoline — /¥ ‘
180.0 11.00
152.0 m/z 181.10  13.35%
5000
60 126.0
50.0 ‘ ‘ |
o"‘,"""JMwm“u‘uwmWm,”“wm SR — VL
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\

Data File : BF132924.D

Acq On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc SPB-2WC-23-04-17

ALS Vial : 12  Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 n-Hexadecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
11.816 5.09 ng 705729  Phenanthrene-di10 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Octadecanoic acid 284 (C18H3602 000057-11-4 97
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 70
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 70

Abundance Scan 1654 (11.816 min): BF132924.D\data.ms (-1650) (-} | m/z 43.10 100.00%
43.1 73.0 192.1
5000
129.0
256.1 11. 50 12 00
oL—— my”“ 161.1 : “\‘ - ‘\‘ . m/z 73.05 88.85%
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
11. 50 12 00
97.0 1710 130 256.0 m/z 59.95 86.84%
oL i“‘, H!‘ A ‘\ w\h”w ‘H‘\ il “ ‘ - ““\‘ : L‘ S
m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
11. 50 12 00
5000 129.0 m/z 192.10 83.57%
‘ 1850 940 284l
I 1910 O O e
miz--> 50 100 150 200 250
Abundance #109279: Tetradecanoic acid
73.0 11. 50 12 00
m/z 41.10 78.23%
5000 129.0
185.0
H 228.0
oL ““ W h ‘u‘ uh” ‘\m ey ‘\‘\‘ A \‘u e
m/z--> 50 100 150 200 250 11,50 12,00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132924.D

Acq On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc SPB-2WC-23-04-17

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 4 4H-Cyclopenta[def]phenanthrene Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.892 3.03 ng 420986  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 87
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C10H7FN20 306936-57-2 53
3 1-(4-Fluorophenyl)-4,5-dimethyli... 190 C11H11FN2 1000443-18-7 53
4 2,4(1H,3H)-Pyrimidinedione, 5-br... 190 C4H3BrN202 000051-20-7 35
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 33

Abundance Scan 1667 (11.892 min): BF132924.D\data.ms (-1663) (-] | m/z 190.05 100.00%
19p.1
5000
94.7
- P
63.0 ‘ 151 m 11.50 12.00
ob it A9Lh ) 22222852 2918 /5 189 10 96.85%
miz--> 50 100 150 200 250
Abundance #64925: 4H-Cyclopenta[def]phenanthrene
190.0
5000 — SUNE
11.50 12.00
95.0 m/z 192.10  34.31%
oL 630 | 1370 |
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
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0
— RS
11.50 12.00
5000 m/z 191.10 31.80%
950 1340
Tk
Ob——bplpbbpd b o b N
m/z--> 50 100 150 200 250
Abundance  #64494: 1-(4-Fluorophenyl)-4,5-dimethylimidazole — =
190.0 11.50 12.00
m/z 94.70 29.46%
5000
95.0 148.0
270 AN
NSNS IV EN ) bt S
miz--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\

Data File : BF132924.D

Acq On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc SPB-2WC-23-04-17

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 5 9,10-Anthracenedione Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
12.092 4.15 ng 576421  Phenanthrene-d10 11.280
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Anthracenedione 208 C14H802 000084-65-1 99
2 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 83
3 9H-Fluoren-9-one 180 C13H80 000486-25-9 62
4 1H-Phenalen-1-one 180 C13H80 000548-39-0 58
5 2-(Dicyanomethylene)indene-1,3-d... 208 C12H4N202 016954-74-8 49

Abundance Scan 1701 (12.092 min): BF132924.D\data.ms (-1699) (- m/z 208.10 100.00%
208.1
152.1
5000 76.0
U T
390 | | oy | | | ou> oe7a 200
L L e A m/z 180.05 96.10%
miz--> 50 100 150 200 250
Abundance #85293: 9,10-Anthracenedione
180.0
5000 76.0 T T
151.0 12.00
209.0 m/z 152.05 81.26%
O T \39‘\'%‘ \“ \“‘\ “1 ;‘7‘1\1--\0“\ T ‘ T T “ T ‘ H\ T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #54972: Benzolc]cinnoline
152.0
I
12.00
5000 m/z 151.05 42.10%
76.0
ol lamo e
m/z--> 50 100 150 200 250
Abundance #55036: 9H-Fluoren-9-one T ‘
180.0 12.00
m/z 76.00 40.31%
5000
76.0 15+-0
s AN ANV NN IS R
m/z--> 50 100 150 200 250 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132924.D

Acq On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc : SPB-2WC-23-04-17

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Dotriacontyl pentafluoropro... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.786 2.16 ng 335642  Chrysene-di12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dotriacontyl pentafluoropropionate 612 C35H65F502 1010351-81-4 91
2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 91
3 Dotriacontyl trifluoroacetate 562 C34H65F302 1000351-75-4 91
4 Tetratriacontyl trifluoroacetate 591 C36H69F302 1000351-75-3 91
5 Hexacosyl trifluoroacetate 478 C28H53F302 1000351-75-0 91
Abundance Scan 1989 (13.786 min): BF132924.D\data.ms (-1986) (- m/z 57.10 100.00%
57.1
5000 JLJUL
If PR~
229.2 : :
o"nu‘w‘prmmu_"3"‘1‘1‘5‘mwwwwww‘_ m/z 43.10 81.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #347041: Dotriacontyl pentafluoropropionate
57.0
5000 — —
13.50 14.00
5.0 m/z 55.10  55.53%
0 | ‘ MA;L95026403340 448.0 594
\\H‘\H\‘\\\\‘\H\ \\H‘H\\‘\\H‘H\\‘\H\‘\\H‘\H\‘\\H‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126386: 1-Decanol, 2-hexyl-
57.0
—— —
13.50 14.00
5000 m/z 71.10 53.51%
5.0
o"m‘uHH_‘]H"mlg?‘qu_m_mwH_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #344693: Dotriaconty! trifluoroacetate —— —
57.0 13.50 14.00
m/z 41.10 43.58%
- Wm
5.0
ol ‘ “) |,195.0264.0 348.0 4480 5440
H‘W‘H‘_“W‘H‘“H‘H‘w“u‘“W‘H‘_‘H“H‘_‘H“ e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.50 14.00
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
BF132924.D

: 19 Apr 2023 21:43

: CG\JU

. 02389-07

SPB-2WC-23-04-17

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 unknownl4.127 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.127 3.95 ng 614269 Chrysene-di12 13.916
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3,4-Bis-(methylthio)-quinoline 221 C11H11NS2 074579-34-3 43
2 1H-Indene, 2,3-dihydro-1,1,3-tri... 236 C18H20 003910-35-8 43
3 Indole, 5-(4-methylphenyl)-N-met... 221 C16H15N 1000380-54-7 38
4 2-Pentene, 4-methyl-2,4-diphenyl- 236 C18H20 006258-73-7 38
5 1H-Indole, 1-ethyl-2-phenyl- 221 C16H15N 013228-39-2 38
Abundance Scan 2047 (14.127 min): BF132924.D\data.ms (-2045) (-]  m/z 221.20 100.00%
221.2
91.1
5000
143.1
== —
41.1 ‘ 14.00 14.50
ob Ly b b | ““W?"%‘l‘w‘w‘ Il 2891 3551 . o110 61.46%
m/z--> 50 100 150 200 250 300 350
Abundance #99935: 3,4-Bis-(methylthio)-quinoline
221.0
5000 ~ "
14.00 14.50
173.0 m/z 119.10 48.04%
132,
O\\\‘\\\\\\h\‘\ﬂ‘h\“h\‘\““\‘\\‘\\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300 350
Abundance #118912: 1H-Indene, 2,3-dihydro-1,1,3-trimethyl-3-pheny
221.0
— —
14.00 14.50
5000 m/z 105.10 36.22%
91.0 143.0
oLk \‘\ ‘\ ‘u‘\\‘ ‘ uh ‘\ ‘\ lalvp ‘L‘ T e
m/z--> 50 100 150 200 250 300 350
Abundance #100473: Indole, 5-(4-methylphenyl)-N-methyl- T ——
221.0 14.00 14.50
m/z 242.10 34.12%
5000
110.0
b8 .l B LoV N
m/z--> 50 100 150 200 250 300 350 14.00 14.50

8270-BF041723.M Fri Apr 21 15:00:57 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132924.D

Acq On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc : SPB-2WC-23-04-17

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.039 2.91 ng 256563 Perylene-d12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[b]fluoranthene 252 C20H12 000205-99-2 94
2 Benzo[e]pyrene 252 C20H12 000192-97-2 91
3 Benzo[k]fluoranthene 252 C20H12 000207-08-9 91
4 Benzo[a]pyrene 252 C20H12 000050-32-8 91
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 90
Abundance Scan 2202 (15.039 min): BF132924.D\data.ms (-2199) (- m/z 252.10 100.00%
252.1
w M
57.1 T T \
\ 1\2?1 197.1 316.3 365.4 410.. 1500
ol b by Ll 3971, | 8163 36544100 ./, 35p.10  29.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138562: Benzo[b]fluoranthene
252.0
5000
15.00
126.0 m/z 253.20  21.55%
0390 830 | 2000 |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
T [
15.00
5000 m/z 57.10 17.66%
125.0
0B9.0 830 | 2000, ||
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #138563: Benzo[k]fluoranthene T ‘
252.0 15.00
m/z 125.10  15.90%
5000
126.0
o TA0 L E00 JU
m/z--> 50 100 150 200 250 300 350 400 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF041923\
Data File : BF132924.D

Acq On : 19 Apr 2023 21:43

Operator : CG\JU

Sample : 02389-07 :
Misc : SPB-2WC-23-04-17

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.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 Perylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.227 8.67 ng 764335 Perylene-d12 15.345
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 98
2 Benzo[a]pyrene 252 C20H12 000050-32-8 97
3 Perylene 252 C20H12 000198-55-0 95
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 93
Abundance Scan 2234 (15.227 min): BF132924.D\data.ms (-2230) (-] m/z 252.10 100.00%
252.1
5000
41.1 83.1 12T‘=».1 200.1 365.4 150 1550
ot et A 2Ll 8014 U 415+ sz 250.10  27.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #138554: Benzo[e]pyrene
252.0
5000 RTLS —
15.00 15.50
m/z 253.20  21.91%
125.0
0390 830 | 200.0. |
\\‘\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #138555: Benzo[a]pyrene
252.0
— ¥
15.00 15.50
5000 m/z 125.10 16.46%
126.0
ol 740 | 2000, |
1t
m/z--> 50 100 150 200 250 300 350 400
Abundance #138553: Perylene T T
252.0 15.00 15.50
m/z 126.10  13.35%
5000
126.0
oL 730 | 200.0 |
I e B A e P e
m/z--> 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\BF041923\

Data File : BF132924.D

Acqg On : 19 Apr 2023 21:43
Operator : CG\JU

Sample : 02389-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF041723.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

| --Internal Standard---|
Resp Conc|

RT

2696300
2775170
2775170
2775170
2775170
3107280
3107280
1763480

20.
20.
20.
20.
20.
20.
20.
20.

SPB-2WC-23-04-17

TIC Top Hit name RT EstConc Units Response |#
Benzophenone 10.510 6.3 ng 854805 3
9H-Fluoren-9-one 11.080 2.1 ng 294077 4
n-Hexadecanoic ... 11.816 5.1 ng 705729 4
4H-Cyclopenta[d... 11.892 3.0 ng 420986 4
9,10-Anthracene... 12.092 4.2 ng 576421 4
Dotriacontyl pe... 13.786 2.2 ng 335642 5
unknownl14.127 14.127 4.0 ng 614269 5
Benzo[e]pyrene 15.039 2.9 ng 256563 6
Perylene 15.227 8.7 ng 764335 6

8270-BF041723.M Fri Apr 21 15:00:59 2023

1763480

20.

[OIOROE R GE R GR R
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