LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample : N4941-01

Misc :

ALS Vvial : 13  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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130523.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.128 343 347 356 rBV 158464 211575 9.16% 1.102%
2 4.810 458 463 471 rBV 833948 998333 43.20% 5.199%
3 5.075 503 508 514 rBV 32956 34662 1.50% 0.181%
4 5.234 532 535 548 rBV 1149092 1171539 50.70% 6.102%
5 5.457 569 573 577 rBV 35318 31639 1.37% 0.165%
6 5.640 600 604 613 rVB 184124 164069 7.10% 0.854%
7 6.275 708 712 717 rBV 761973 735980 31.85%  3.833%
8 6.451 739 742 750 rVB 48067 45820 1.98% ©0.239%
9 6.634 769 773 776 rBV 488548 434068 18.78% 2.261%
106 6.687 779 782 788 rVW 46303 41531 1.80% 0.216%
11 6.810 799 803 806 rBV 568918 441598 19.11%  2.300%
12 7.198 865 869 872 rBV 1526519 1401876 60.66% 7.301%
13 7.281 880 883 888 rBV 54645 46602 2.02% 0.243%
14 7.339 888 893 895 rBV 79868 96114 4.16% 0.501%
15 7.587 932 935 941 rBV 45636 40558 1.76% 0.211%
16 7.651 943 946 950 rBv2 76551 79494 3.44% 0.414%
17 7.698 950 954 958 rBV2 25196 46745 2.02% 0.243%
18 7.916 987 991 992 rBV 559936 539798 23.36% 2.811%
19 7.934 992 994 998 rVV 1544600 1277287 55.27% 6.652%
20 7.992 1000 1004 1007 rVB3 30415 37582 1.63% 0.196%
21 8.298 1051 1056 1060 rBV3 23410 33810 1.46% 0.176%
22 8.345 1060 1064 1068 rBV2 25536 39586 1.71% 0.206%
23  8.386 1068 1071 1074 rVV 58444 50164 2.17% 0.261%
24 8.581 1100 1104 1106 rVB 54696 50323 2.18% 0.262%
25 8.628 1106 1112 1114 rBV 138369 128005 5.54% 0.667%
26 8.722 1123 1128 1132 rVB 739893 633973 27.43% 3.302%
27 8.992 1170 1174 1177 rBV 2904663 2310859 100.00% 12.035%
28 9.104 1190 1193 1200 rVB 54611 71139 3.08% 0.371%
29 9.257 1213 1219 1222 rBV3 44786 63855 2.76% 0.333%
30 9.322 1227 1230 1233 rBV 50285 54913 2.38% 0.286%
31 9.439 1247 1250 1255 rVB 36371 39138 1.69% 0.204%
32 9.663 1284 1288 1291 rBV 665552 528896 22.89% 2.755%
33 9.692 1291 1293 1297 rW 704977 609678 26.38% 3.175%
34 9.733 1297 1300 1304 rvVv 67496 58716 2.54% 0.306%
35 9.775 1304 1307 1311 rVB2 30065 30958 1.34% 0.161%

36 9.869 1319 1323 1328 rVB 341074 295762 12.80% 1.540%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample : N4941-01

Misc :

ALS Vvial : 13  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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.928 1331 1333 1339 rvB3 23892 33954 1.47% 0.177%
38 10.210 1377 1381 1384 rBV 356056 297177 12.86% 1.548%
39 10.451 1416 1422 1432 rBV 1395320 1322489 57.23% 6.888%
40 10.575 1440 1443 1445 rBV2 59101 56157 2.43% 0.292%
41 10.598 1445 1447 1451 rVV 104410 103529 4.48% 0.539%
42 10.639 1451 1454 1459 rVB3 27911 33090 1.43% 0.172%
43 11.039 1517 1522 1527 rBv2 40632 59494 2.57% 0.310%
44 11.145 1536 1540 1542 rBV 455011 408719 17.69% 2.129%
45 11.169 1542 1544 1548 rVB 201391 162934 7.05% 0.849%
46 11.216 1548 1552 1556 rVB2 28745 39921 1.73% 0.208%
47 11.380 1576 1580 1583 rBV 436792 371726 16.09%  1.936%
48 11.498 1596 1600 1603 rBvV2 30190 43536 1.88% 0.227%
49 11.539 1603 1607 1611 rVV3 38079 51789 2.24% 0.270%
50 11.639 1621 1624 1627 rBV 34779 39560 1.71% 0.206%
51 11.686 1627 1632 1635 rVV2 91316 130588 5.65% 0.680%
52 11.745 1639 1642 1646 rVB2 21255 34494 1.49% 0.180%
53 11.827 1651 1656 1658 rBV2 29480 39115 1.69% 0.204%
54 11.904 1666 1669 1673 rVvB3 32511 38178 1.65% 0.199%
55 11.963 1677 1679 1684 rVB5 24649 30782 1.33% 0.160%
56 12.469 1762 1765 1776 rBV7 42016 69654 3.01% 0.363%
57 12.727 1805 1809 1813 rBV 1894495 1679644 72.68% 8.748%
58 12.898 1832 1838 1846 rBV 80450 124622 5.39% 0.649%
59 12.963 1846 1849 1857 rVB 32770 35465 1.53% 0.185%
60 13.333 1909 1912 1922 rVB2 55152 76808 3.32%  0.400%
61 13.774 1980 1987 1991 rBV 523630 481954 20.86% 2.510%
62 13.886 2004 2006 2011 rVB2 27258 30068 1.30% 0.157%

63 15.162 2218 2223 2227 rBV 471797 528564 22.87% 2.753%

Sum of corrected areas: 19200656
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF130523.D\data.ms
2500000

2000000

7.198
1500000

5.234

1000000 4.810 6275

g.810
500000

4.128 5.640 I
5.075]| 5457 K 6.451 68 £889 7868

Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance TIC: BF130523.D\data.ms
8.992

o

2500000

2000000 12.727

7.934
1500000 10.451

1000000
8.722

7.916
11.14
500000 9.869 10.210 31.380
11 169 |

992 8 @85% b(m&smmg 72 28 1103 216 1114688A808206

e Y o T
Time--> 8.00 8. 50 9 00 9. 50 10 00 10 50 11 00 11. 50 12.00 12.50 13 00
Abundance TIC: BF130523.D\data.ms

2500000
2000000
1500000

1000000

13.774
15.162
500000 516

3.886
0 T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
Time--> 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\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.128 9.75 ng 211575 1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
Abundance Scan 347 (4.128 min): BF130523.D\data.ms (-343) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
R RAEaE o
3.80 4.00 4.20 4.40
ily H‘\ 67.0 | 9
Ot e el e e e e m/z 55.10 95.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 \\‘\\\\‘/\\‘\\\‘\\\\‘\\\\‘
’ 98.0 3.80 4.00 4.20 4.40
29.0
m/z 43.05 36.70%
Ll 7.0 |
OH\‘\H\‘H‘H‘H\‘\iHH‘HH‘HH‘HH"HH’HH"HH
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 REREE e e e ERRRRA
200 43.0 3.80 4.00 4.20 4.40
5000 m/z 98.10 35.38%
98.0
M‘\ \\‘\ 67.0 I
owwwwwm i RS
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- R e AREA
55.0 83.0 3.80 4.00 4.20 4.40
m/z 39.10 28.96%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;HH,JH,HH,HH VPSS [ SH NSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.810 46.00 ng 998333  1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 463 (4.810 min): BF130523.D\data.ms (-458) (-) m/z 43.05 100.00%

43.0
59.1
5000

1011 R RRA

‘ 831 4.40 4.60 4.80 5.00 5.20
o‘m_m\‘uml_mw‘u_m_m_‘ m/z 59.10  63.87%

m/z--> 20 40 80 100 120 140

Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-

43.0
5000 590 DL R B B W
4.40 4.60 4.80 5.00 5.20
101.0 m/z 101.10 22.70%
27.0 | 83.0 |
0\\\\‘\\‘\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
s B o
4.40 4.60 4.80 5.00 5.20
5000 410 m/z 58.10 15.44%
126.0
e b 1280120
m/iz--> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0 4.40 4.60 4.80 5.00 5.20
m/z 41.05 9.35%
5000
101.0
15.0
L \‘ Il \“ Gplo 84.0 L
B R | e

m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.640 7.56 ng 164069 1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 33
3 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 10
4 N-Formylmorpholine 115 C5H9NO2 004394-85-8 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 604 (5.640 min): BF130523.D\data.ms (-600) (-) m/z 73.10 100.00%

43.0 73.1
5000
o e N
| sl 1001 M 5.40 5.60 5.80 6.00
Ol prerele b b SR b e m/z 43.85 88.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-
5000 ULEL B LA R IR R
5.40 5.60 5.80 6.00
m/z 115.00 12.18%
115.0
0H\ﬂ‘?\'\o‘\\2\8‘.(!)\\!“‘1\”\\‘\5\‘6}.\0‘\\H‘\}\\‘\\H‘H]-\(\)}O\'\()H‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9027: N-.alpha.-Acetylglycinamide
73.
30.0 0
T  EAEamEE
43.0 5.40 5.60 5.80 6.00
5000 m/z 41.05 9.62%
0 190 580 | 701000 117.0
R e o e B AARARARRaR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4344: 2-Pentanone, 3-methyl-
43.0 5.40 5.60 5.80 6.00
m/z 39.10 6.98%
5000
29.0 57.0
72.0
0 “\ LI ) ‘ 850 109'0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Benzene, 1,2,3-trimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
6.451 2.11 ng 45820 1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 742 (6.451 min): BF130523.D\data.ms (-739) (-) m/z 105.10 100.00%
105.1

5000 120.1 j\
51.0 77.0 91.0 6.20 6.40 6.60 6.80
Ol 380 SO MLl wiz 120010 43.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 \\A\/\\A‘/\\j\u’um‘mu‘/\u\
120.0 6.20 6.40 6.60 6.80
o m/z 77.00 12.00%
39.0 0 910
O \\’]\-\5\.\0’H\“\’\\H"‘\\\\"“1‘1\16‘?1“10\‘\\\m‘\\\\“\\H‘\‘\l\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
6.20 6.40 6.60 6.80
5000 120.0 m/z 119.10  11.34%
77.0
51.0 91.0
Obrr 20 1 840 1l
miz--> 10 20 30 40 50 60 70 80 90 100110120 I
Abundance #10724: Benzene, 1-ethyl-2-methyl- SRS MU N L
105.0 6.20 6.40 6.60 6.80
m/z 79.00 11.21%
5000
120.0
77.0 91.0
51.0
by 20 S0840 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Indane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.810  20.35 ng 441598  1,4-Dichlorobenzene-d4 6.634

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 91
2 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 72
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 64
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53

Abundance Scan 803 (6.810 min): BF130523.D\data.ms (-799) (-) m/z 117.10 100.00%

117.1
5000
A A
01.1 R AR
39.0 630 574 | 6.40 6.60 6.80 7.00 7.20
0 ettt m/z 118.18 53.82%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
5000 DL R LA B W
6.40 6.60 6.80 7.00 7.20
390 ggp 91.0 m/z 115.10  31.38%
e e
0 \H‘H-H‘\\{\‘\\\}’HH}{\\\‘}iH‘H\w‘\\H“HH‘\‘\H‘HH‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10205: Benzene, 1-ethenyl-2-methyl-
117.0
S | VO N W
6.40 6.60 6.80 7.00 7.20
5000 m/z 91.10 16.20%
91.0
30 580 779 ‘
o) R AR N S TSRO PR RS |
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene A RRaamneRERRRETUSE
117.0 6.40 6.60 6.80 7.00 7.20
m/z 63.00 8.30%
5000 91.0
39.0 65.0
) B S N S A | B VAR S 119 RS
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzofuran, 2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.339 3.56 ng 96114 Naphthalene-d8 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran, 2-methyl- 132 C9H80 004265-25-2 93
2 3-Phenyl-2-propyn-1-o0l 132 C9H80 001504-58-1 91
3 2-Propenal, 3-phenyl- 132 C9H80 000104-55-2 90
4 Cinnamaldehyde, (E)- 132 C9H80 014371-10-9 83
5 Benzofuran, 7-methyl- 132 CS9H80 017059-52-8 81
Abundance Scan 893 (7.339 min): BF130523.D\data.ms (-888) (-) m/z 131.00 100.00%
131.0
5000 UL\
s1.0 770 1041 Y|/ W Y
‘ M H 7.00 7.20 7.40 7.60
Oberrrrrrrrr e e et bbb el el m/z 132,05 85.79%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16665: Benzofuran, 2-methyl-
131.0
7.00 7.20 7.40 7.60
m/z 77.00 24.07%
510 770 030 /
0H‘\H\‘3\7\?\\1“\‘\HMHH‘1‘\‘1\‘\WM’H\\‘HH‘\}H‘HH‘HH"H\’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16670: 3-Phenyl-2-propyn-1-o0
131.0
103.0 7.00 7.20 7.40 7.60
5000 m/z 104.10 22.17%
77.0
51.0 ‘ ‘ ‘
o""""‘%9_0“J""‘}“"":‘m"M‘,H"""‘_mwww‘m,‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16661: 2-Propenal, 3-phenyl-
131.0 7.00 7.20 7.40 7.60
m/z 103.00 21.06%
103.0
5000 77.0
51.0
200 \
O rrprrrrprretprretprreserer e pelepreee et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 3-Phenylbut-1-ene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
7.651 2.95 ng 79494  Naphthalene-d8 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
2 Indan, 1-methyl- 132 C10H12 000767-58-8 81
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 81
4 Benzene, l-ethenyl-3-ethyl- 132 C10H12 007525-62-4 76
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 76
Abundance Scan 946 (7.651 min): BF130523.D\data.ms (-943) (-) m/z 117.10 100.00%
117.1
5000
132.1
91.0 AT R
51.0 77.0 ‘ ‘ | 7.40 7.60 7.80 8.00
Obrrerereedrereediic ey et Ml myz 115.00 32.81%
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16106: 3-Phenylbut-1-ene
11v.0
5000
7.40 7.60 7.80 8.00
91.0 132.0 m/z 132.05  32.07%
B0 e L
O \‘\H‘\‘H\\‘H\\}“\H‘\\‘\\‘H\1“\\\\‘H\\‘\‘\‘\\‘HH‘\H”‘\‘\H‘H
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16104: Indan, 1-methyl-
117.0 J\ AA
P e A e
7.40 7.60 7.80 8.00
5000 m/z 119.10 23.10%
132.0
1.
39.0 65.0 91.0 ‘
O bt e et e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)- RHA“‘HN,‘H‘ﬁ‘A“‘H
117.0 7.40 7.60 7.80 8.00
m/z 90.95 18.47%
132.0
5000
91.0
39.0 65.0 ‘ ‘
0 wmwHMH‘w“"‘_‘1“"HM"‘wH"_wHWHWW‘MW ’?\MNH,HWMWH
m/z--> 20 30 40 50 60 70 80 90 100110 120130140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Phenol, 4-(1,1-dimethylprop... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.104 2.69 ng 71139  Acenaphthene-d1e 9.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 94
2 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 80
3 Hexestrol 270 C18H2202 000084-16-2 59
4 4,4'-(1,2-diethylethylene)diphenol 270 C18H2202 005635-50-7 59
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 53
Abundance Scan 1193 (9.104 min): BF130523.D\data.ms (-1190) (-) m/z 135.00 100.00%
135.0
5000 107.1 \'\’ﬂ\
RERRRRNEEEE SRS S
41.1 77.0 164.1 8.80 9.00 9.20 9.40
0‘H‘HHNHM_Wﬂpﬂﬂ_huWudﬁthku‘wHH‘HHM‘HM‘H‘ m/z 107.05 43.19%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000 1070 L L A R R R |
8.80 9.00 9.20 9.40
m/z 95.05 11.69%
164.0
a0 MOl
0 H\‘\‘\‘\\“‘\\‘\“\‘\‘Hr‘[\H\“H\‘\‘i‘\H“\‘H‘H‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #27481: Phenol, p-tert-butyl-
135.0
AR R R
8.80 9.00 9.20 9.40
5000 m/z 136.05 10.67%
107.0
410 77.0
Olre et bk et e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161260: Hexestro
135.0 8.80 9.00 9.20 9.40
107.0 m/z 164.10 10.46%
5000
77.0
0 490 | . ., | 1650 212.0240.0270.C
T T P e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260 8.80 9.00 9.20 9.40

8270-BF091422.M Thu Oct 06 13:13:01 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 7-Methylindan-1-one Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.257 2.41 ng 63855  Acenaphthene-di0 9.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylindan-1-one 146 C10H1e0 039627-61-7 90
2 Benzene, 1l-pentenyl- 146 C11H14 000826-18-6 58
3 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 49
4 1H-Indene, 1l-ethyl-2,3-dihydro- 146 C1l1H14 004830-99-3 46
5 2,3,4,5,6,7-Hexahydro-1H-cyclope... 146 C11H14 1010189-31-0 38
Abundance Scan 1219 (9.257 min): BF130523.D\data.ms (-1213) (-) m/z 117.05 100.00%
117.1
146.1
5000
91.0
39.0 629 "0 9.00 9.20 9.40 9.60

(o} | m/z 146.05 67.11%

miz--> 20 40 60 80 100 120 140 160

Abundance #24911: 7-Methylindan-1-one
117.0 146.0
5000 \\\\‘\\\\‘/\/\ﬁ\‘\\\\‘\\\
RN T
m/z . .34%
390 630 ‘
0 \‘\\\\‘i‘\\“}‘\““h“\”‘1“‘\\ \|‘h\\w‘\\‘\\‘\\\\|\\\

miz--> 20 40 60 80 100 120 140 160

Abundance #24983: Benzene, 1-pentenyl-
117.0

9.00 9.20 9.40 9.60

5000 ITI/Z 118.10 37.49%
91.0 146.0
28.0 65.0 ‘
ol b 8.0y b M
m/z--> 20 40 60 80 100 120 140 160
Abundance  #24961: Benzeneacetaldehyde, .alpha.-ethylidene-
117.0 9.00 9.20 9.40 9.60
146.0 m/z 156.10 25.97%
5000
91.0
0 o J\
ol 2o Lm0 o o I Al
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Naphthalene, 2,6-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.322 2.08 ng 54913  Acenaphthene-d10 9.663

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 97
2 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
Abundance Scan 1230 (9.322 min): BF130523.D\data.ms (-1227) (-) m/z 141.05 100.00%
141.1
5000
39.1 63“.0 | 86.0 ‘ \‘\ I HFI'O 9.00 9.20 9.40 9.60 .
ol il gl m/z 156.10  95.06%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33132: Naphthalene, 2,6-dimethyl-
156.0
5000
9.00 9.20 9.40 9.60
o 770 115.0 1ado m/z 155.10  28.95%
27.0 |
O\\\‘\\\\‘\\\\‘h ‘HH“\\\\‘\\\\‘\‘!‘\\“‘\\‘w‘\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33156: Naphthalene, 1,7-dimethyl-
156.0
9.00 9.20 9.40 9.60
5000 m/z 114.95 24.23%
115.0
B GO 1 s o |
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-  AREmEEEL S S
141.0 9.00 9.20 9.40 9.60
m/z 128.00  18.21%
5000
115.0
76.0 ‘
51.0
27 0
P . e w0 I |
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 Cyclobuta[de]naphthalene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.575 2.75 ng 56157  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclobuta[de]naphthalene 140 C11H8 024973-91-9 58
2 1(2H)-Acenaphthylenone 168 C12H80 002235-15-6 55
3 Ethyl maltol 140 C7H803 004940-11-8 50
4 Benzaldehyde, 2-fluoro-3-hydroxy- 140 C7H5F02 103438-86-4 50
5 Benzenaldehyde, 2-fluoro-5-hydroxy- 140 C7H5F02 103438-84-2 50
Abundance Scan 1443 (10.575 min): BF130523.D\data.ms (-1440) (-] | m/z 140.05 100.00%
140.1
5000 J{ l{
o0 Lo AL ‘
‘ ] 10.50
o2, M‘h“‘w‘w Aot 8290 47 139.00 76.26%
miz-> 50 100 150 200 250 300
Abundance #20794: Cyclobuta[de]naphthalene
140.0
5000
10 50
m/z 168.10  72.39%
63.0
O\ T ‘ \‘1 \H\ ‘ \h\ \“‘ T T T T ‘ T T T T ‘ T T T T ‘ T T
m/z--> 50 100 150 200 250 300
Abundance #43619: 1(2H)-Acenaphthylenone
168.0
AMM e
10.50
5000 m/z 151.00 16.66%
69.0 113.0
obopelba A L
miz--> 50 100 150 200 250 300
Abundance #21092: Ethyl maltol “MMM«WM i
140.0 10.50
m/z 69.90 14.75%
5000
71.0
390 H
o“M‘w H“_H“HH_H‘_H
m/z--> 100 150 200 250 300 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 1-Naphthalenecarboxylic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.508 .07 ng 163529 Phenanthrene-d16 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual

-Naphthalenecarboxylic acid 172 C11H802 000086-55-5 94
-Naphthalenecarboxylic acid 172 C11H802 000093-09-4 93
4-Difluorophenylacetic acid 172 C8H6F202 081228-09-3 52
Naphthalenecarboxylic acid, 8-... 200 C12H803 005811-87-0 47
-Naphthamide 171 C11HONO 002243-81-4 47

VA wWwN R
PR NN R
1 -

Abundance Scan 1447 (10.598 min): BF130523.D\data.ms (-1445) (- m/z 172.05 100.00%

12y.0 172.1
5000
70 105 1100
39. ‘ ‘ : .
ok “NWNLMJJWMWMkWNMuM 2070 320 4z 127.00  94.79%
miz--> 50 100 150 200 250 300
Abundance #47407: 1-Naphthalenecarboxylic acid
172.0
5000 127.0 T

T
10.50 11.00
m/z 155.00 64.18%

63.0
]\_8\‘0\ ‘\ w \“ \‘M\ “\ “‘ T “\ “\ \‘ ‘H\ \“ L ‘ L ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #47409: 2-Naphthalenecarboxylic acid
172.0
o) A,

10.50 11.00

o

5000 127.0 m/z 126.05  33.81%
63.0
0l— ‘u“” ‘u‘ ‘\N‘h‘ u“ “\“1 “‘\‘ e h
m/z--> 50 100 150 200 250 300 AA A
Abundance #47996: 2,4-Difluorophenylacetic acid ool e P
127.0 10.50 11.00

m/z 115.00  22.75%

5000
172.0
31.0 770

7
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\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Naphtho[1,2-b]thiophene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.039 2.91 ng 59494  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 68
2 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 64
3 1,3-Dithia-2-indanethione 184 C7H4S3 000934-36-1 64
4 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 64
5 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 64
Abundance Scan 1522 (11.039 min): BF130523.D\data.ms (-1517) (| m/z 184.00 100.00%
184.0
5000 A
139.0 — ﬁf‘\
92.0
300 630 | 1130 ‘\\ 159.8 11.00 .
0 bbb il D98 m/z 139.00  22.02%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58965: Dibenzothiophene
184.0
5000 J — :
11.00
92 139.0 m/z 186.00  20.21%
380 63.0 1130 58.0
O\‘\\\\‘\\\\“\\‘\\“\\‘!\‘\\\\‘\\\\“i\\]‘.{\‘\\\\‘%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58974: Naphtho[1,2-b]thiophene
184.0
T T
11.00
5000 m/z 185.00 15.16%
139.0
| weeo o |
Rt N N TSR S [F
m/z--> 20 40 60 80 100 120 140 160 180 k
Abundance #59329: 1,3-Dithia-2-indanethione — ‘
140.0 184.0 11.00
' m/z 141.00 13.77%
5000
‘ 960 120.0
Owa 1880 .
m/z--> 20 40 80 100 120 140 160 180 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 unknown11.498 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.498 2.13 ng 43536  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 51
2 1H-Pyrazolo[3,4-b]quinolin-3-amine 184 C1@H8N4 1000319-54-1 49
3 3-(Pyridine-3-yl)aniline, N-methyl 184 C12H12N2 1378740-24-9 46
4 Benzene, 1l-methyl-3-phenoxy- 184 C13H120 003586-14-9 41
5 4-(3-Propynyloxy)quinazoline 184 C11H8N20 108160-14-1 38

Abundance Scan 1600 (11.498 min): BF130523.D\data.ms (-1596) (- m/z 184.00 100.00%
184.0

5000 J\
128.0 1550 AfL

410 638 920 212.0 11.50
o m/z 128.00  24.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58966: Dibenzothiophene
184.0
5000 L
11.50
92.0 139.0 m/z 127.00 20.76%
31 0 63\ 9 AL \‘\ 114 0 ‘\ M ‘\
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58512: 1H-Pyrazolo[3,4-b]quinolin-3-amine
184.0
P
11.50
5000 ITI/Z 155.00 20.73%
129.0
520 750 101.0 ‘ 1550
0 Hm“‘m”l‘ “‘m““_ww}h‘ ““ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58838: 3-(Pyridine-3-yl)aniline, N-methyl —
184.0 11.50
m/z 168.00 19.79%
5000
127.0 1540
77.0
01289, 580 TIO0L0, | iy -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 unknown11.539 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.539 2.53 ng 51789  Phenanthrene-d10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenoic acid, 3-(2-naphthale... 198 C13H1002 051557-26-7 42
2 2,4-Diamino-5H-indeno[1,2-d]pyri... 198 C11H10N4 095140-64-0 38
3 2-Methyldibenzothiophene 198 C13H1eS 1000383-55-1 30
4 2-Benzyl-[1,4]benzoquinone 198 C13H1002 038940-10-2 27
5 Benzene, 1,1'-oxybis[4-methyl- 198 C14H140 001579-40-4 27
Abundance Scan 1607 (11.539 min): BF130523.D\data.ms (-1603) (- m/z 198.05 100.00%
198.1
5000 57.0
91.0 1690 YUY [
135.0 32.1 261.1 11.50
0! m/z 205.10 51.56%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73818: 2-Propenoic acid, 3-(2-naphthalenyl)-
198.0
5000 152.0
11.50
m/z 57.00 44 ,39%
76.0 127.0 ‘
O\\\‘\5\]-\.\0“\\\‘!‘\\]\-9‘]-\.\0\‘\‘\H}\\"i\ \’\\“\\i‘\\\\“\\\\‘\\\\‘\\\\‘\\
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73333: 2,4-Diamino-5H-indeno[1,2-d]pyrimidine
198.0
R \
11.50
5000 m/z 189.10 38.88%
155.0
129.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #73834: 2-Methyldibenzothiophene ooy Lo
198.0 11.50
m/z 197.05 37.33%
5000
165.0
0 51'0u | \86\'0\‘ . 138'0‘\ “ | \‘\ AAMJ
R AR e s B S R e : c
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.686 6.39 ng 130588  Phenanthrene-di10 11.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 60
4 Nonanoic acid 158 C9H1802 000112-05-0 41
5 Octanoic acid 144 C8H1602 000124-07-2 38

Abundance Scan 1632 (11.686 min): BF130523.D\data.ms (-1627) (- m/z 72.95 100.00%
3.0

9.

43.0
5000
129.0
180.1 213.2 e et
| H ‘ ‘ 256.1 11.50 12.00
oWWMH‘!Ju‘;“ “wh”m‘w‘h by “HumHu_uwm‘_ m/z 59.95  84.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L R
11.50 12.00
m/z 43.05 77 .32%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
\

‘ ‘ 7
11.50 12.00
5000 129.0 ITI/Z 57.10 70.55%
199.0
VY v N
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid T —
73.0 11.50 12.00
43.0 m/z 41.10 66.92%
5000 129.0
171.0
o? - —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

TIC Integration Parameters:

BF130523.D

: 04 Oct 2022 17:45
¢ CG\JU

¢ N4941-01

: 13 Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\

hod : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.M
le : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 6(5H)-Phenanthridinone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.898 5.17 ng 124622  Chrysene-di12 13.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 6(5H)-Phenanthridinone 195 C13HONO 001015-89-0 96
2 9(10H)-Acridinone 195 C13H9NO 000578-95-0 95
3 4-Amino-9-fluorenone 195 C13H9NO 004269-15-2 94
4 9-Acridinol 195 C13H9NO 000643-62-9 94
5 3-Acridinol 195 C13H9NO 007132-70-9 94
Abundance Scan 1838 (12.898 min): BF130523.D\data.ms (-1832) (- m/z 195.05 100.00%
195.1
- e ﬂwayukﬁgAu& AAAk
139.0 == P
83.6 12.50 13.00
39.0 1130 | ‘
0 "H‘_mmup\mmm‘H‘1"H,mwu‘ww?ﬁ?r% m/z 167.10  40.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70391: 6(5H)-Phenanthridinone
195.0
5000 e s
167.0 12.50 13.00
139.0 m/z 166.05 21.65%
O2‘\6\\0\‘\5\1\2“\\”\”\‘\.‘\‘\\“]\.\]-ﬁ‘o\\\\H\\\\’\“\\\‘\\\!‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70374: 9(10H)-Acridinone
195.0
— —
12.50 13.00
5000 m/z 139.00 19.06%
167.0
_ 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #70384: 4-Amino-9-fluorenone — —
195.0 12.50 13.00
m/z 140.00  15.42%
5000
167.0
139.0
0l 390 “‘83\"0‘113-0 | ‘\ ‘ DAy
T e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample ¢ N4941-01

Misc

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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 19 9(10H)-Acridinone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.333 3.19 ng 76808  Chrysene-d12 13.774
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9(1@H)-Acridinone 195 C13HONO 000578-95-0 93
2 Dibenz[b,f]][1,4]oxazepine 195 C13H9NO 000257-07-8 93
3 8-Methyl-4-azafluorenone 195 C13HO9NO 064292-03-1 91
4 6(5H)-Phenanthridinone 195 C13HO9NO 001015-89-0 90
5 4-Amino-9-fluorenone 195 C13H9NO 004269-15-2 87

Abundance Scan 1912 (13.333 min): BF130523.D\data.ms (-1909) (- m/z 195.05 100.00%
195.1

5000 167.0
139.0 — e
500 836 H ‘ 2929 262.0 13.00 13.50
o‘m‘mmwm‘wu‘m‘mH‘wm‘l“mew_:w m/z 167.00  48.62%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #70375: 9(10H)-Acridinone
195.0
5000 = e
167.0 13.00 13.50
139.0 m/z 139.00 22.08%
500 840 | | ]
0‘HH‘Hhi\“h\‘\H}“‘\H\“\Hm\‘HH‘HH‘”\\‘\H‘\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #70405: Dibenz[b,f]][1,4]oxazepine
195.0
— —
13.00 13.50
5000 167.0 m/z 166.10  19.96%
139.0
510 970 ‘ ‘
0‘muwNhﬂmw_mﬁuuwHHW‘H_MW‘JWHH_‘H_HW‘HWH
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #70397: 8-Methyl-4-azafluorenone T —
195.0 13.00 13.50
m/z 139.95 17.35%
5000 167.0
139.0
63.0 98.0
m/z--> 20 40 60 80 100120140160180200220240260280 13.00 13.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100422\
Data File : BF130523.D

Acqg On : 04 Oct 2022 17:45
Operator : CG\JU

Sample : N4941-01

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF091422.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|
3-Penten-2-one,... 4.128 9.8 ng 211575 1 6.634 434068 20.0
2-Pentanone, 4-... 4.810 46.0 ng 998333 1 6.634 434068 20.0
2-Pentanone, 4-... 5.640 7.6 ng 164069 1 6.634 434068 20.0
Benzene, 1,2,3-... 6.451 2.1 ng 45820 1 6.634 434068 20.0
Indane 6.810 20.4 ng 441598 1 6.634 434068 20.0
Benzofuran, 2-m... 7.339 3.6 ng 96114 2 7.916 539798 20.0
3-Phenylbut-1-ene 7.651 3.0 ng 79494 2 7.916 539798 20.0
Phenol, 4-(1,1-... 9.104 2.7 ng 71139 3 9.663 528896 20.0
7-Methylindan-1... 9.257 2.4 ng 63855 3 9.663 528896 20.0
Naphthalene, 2,... 9.322 2.1 ng 54913 3 9.663 528896 20.0
Cyclobuta[de]lna... 10.575 2.8 ng 56157 4 11.145 408719 20.0
1-Naphthaleneca... 10.598 5.1 ng 103529 4 11.145 408719 20.0
Naphtho[1,2-b]t... 11.039 2.9 ng 59494 4 11.145 408719 20.0
unknown11.498 11.498 2.1 ng 43536 4 11.145 408719 20.0
unknownl11.539 11.539 2.5 ng 51789 4 11.145 408719 20.0
n-Hexadecanoic ... 11.686 6.4 ng 130588 4 11.145 408719 20.0
6(5H)-Phenanthr... 12.898 5.2 ng 124622 5 13.774 481954 20.0
9(10H)-Acridinone  13.333 3.2 ng 76808 5 13.774 481954 20.0
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