LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc :

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

Signal : TIC: BF130505.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.146 345 350 361 rBV 235738 301751 10.70% 1.049%
2 4.834 459 467 470 rBV 1858884 2820526 100.00% 9.809%
3 5.245 533 537 546 rBV 2986859 2700316 95.74% 9.391%
4 5.310 546 548 556 rVB 37469 42161 1.49% 0.147%
5 5.645 601 605 613 rBV 248203 220933 7.83% 0.768%
6 6.281 708 713 729 rBV 2882738 2790272 98.93% 9.704%
7 6.634 770 773 777 rBV 792363 675213 23.94%  2.348%
8 6.816 800 804 808 rVB 76314 68629 2.43% 0.239%
9 7.204 865 870 873 rBV 2088934 1734450 61.49% 6.032%
10 7.657 943 947 952 rVB4 21150 31536 1.12% 0.110%
11  7.916 987 991 993 rBV 1040435 1038641 36.82% 3.612%
12 7.939 993 995 1001 rVV 1376325 1065793 37.79% 3.707%
13 7.992 1001 1004 1011 rVB 131605 140611 4.99% 0.489%
14 8.628 1108 1112 1119 rBV 580574 542495 19.23% 1.887%
15 8.728 1125 1129 1133 rVB 360240 297658 10.55% 1.035%
16 8.998 1170 1175 1178 rBV 2511726 2307898 81.83% 8.027%
17 9.092 1184 1191 1198 rVB 152660 141476  5.02% 0.492%
18 9.186 1202 1207 1213 rVB 50731 52699 1.87% 0.183%
19 9.257 1214 1219 1227 rVB 82940 117033 4.15% 0.407%
20 9.328 1227 1231 1234 rBV 118911 122801 4.35% 0.427%
21  9.357 1234 1236 1240 rVWV 67967 59301 2.10% ©0.206%
22 9.445 1244 1251 1256 rVB2 48080 59105 2.10% 0.206%
23 9.669 1282 1289 1291 rBV 1032149 891083 31.59% 3.099%
24 9.698 1291 1294 1299 rVB 685822 565155 20.04%  1.966%
25 9.822 1311 1315 1320 rBV2 31050 35421 1.26% 0.123%
26 9.869 1320 1323 1328 rVV 503841 490861 17.40% 1.707%
27 9.910 1328 1330 1338 rVB 30101 29304 1.04% 0.102%
28 10.216 1378 1382 1387 rBV 681891 634285 22.49%  2.206%
29 10.298 1394 1396 1399 rVB 79445 58878 2.09% 0.205%
30 10.369 1406 1408 1414 rVB 117962 97060 3.44% 0.338%
31 10.457 1419 1423 1428 rVV 1672563 1525867 54.10% 5.307%
32 10.498 1428 1430 1435 rVB2 34843 34637 1.23% 0.120%
33 10.575 1440 1443 1451 rVB6 16009 30711 1.09% 0.107%
34 10.757 1468 1474 1477 rBV2 69712 90538 3.21% 0.315%
35 10.998 1512 1515 1520 rBV2 31909 42975 1.52% ©0.149%

36 11.045 1520 1523 1531 rVB 141878 127194 4.51% 0.442%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc :

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-BF091422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.145 1536 1540 1542 rBV 770559 739266 26.21% 2.571%
38 11.175 1542 1545 1548 rVV 1820266 1466573 52.00% 5.101%
39 11.222 1548 1553 1557 rVwV 216202 195280 6.92% 0.679%
40 11.263 1557 1560 1565 rVB2 24968 30273 1.07% 0.105%
41 11.386 1576 1581 1589 rBV 61097 69637 2.47%  0.242%
42 11.645 1622 1625 1628 rBV 96340 87447 3.10% 0.304%
43 11.675 1628 1630 1635 rVB 123205 116277 4.12% 0.404%
44 11.722 1635 1638 1641 rVB2 44699 35528 1.26% 0.124%
45 11.757 1641 1644 1647 rBV 192284 188500 6.68% 0.656%
46 11.945 1673 1676 1679 rVB 59177 48994 1.74% 0.170%
47 12.357 1742 1746 1751 rBV 663938 567196 20.11% 1.973%
48 12.580 1778 1784 1787 rBV 399788 426515 15.12% 1.483%
49 12.733 1806 1810 1813 rBV 1664905 1411124 50.03% 4.908%
50 12.910 1838 1840 1845 rVB 56553 49891 1.77% 0.174%
51 12.974 1848 1851 1854 rBV 57044 54248 1.92% 0.189%
52 13.774 1979 1987 1990 rBV2 439755 519406 18.42% 1.806%
53 13.804 1990 1992 2000 rVV 75457 93133 3.30% 0.324%
54 13.880 2000 2005 2011 rVB 49075 59686 2.12% 0.208%
55 14.780 2155 2158 2167 rBV2 29656 62100 2.20% 0.216%
56 15.110 2210 2214 2219 rBv2 20074 32947 1.17% 0.115%

57 15.168 2219 2224 2239 rVB 388972 513761 18.22% 1.787%

Sum of corrected areas: 28753049
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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: BF130505.D\data.ms
5.245 6.281
2500000
7.204
2000000 4.834
1500000
1000000
6.634
500000
4.146 5.645
0 5310 | 6.816 k 265
\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ﬁ\
Time--> 2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60
Abundance TIC: BF130505.D\data.ms
2500000 8.998
2000000 11.175
10.457 12.733
15000001 7.939
7.916 9.669
1000000
91698 10.216 11545 12.357
8.628 9.869
500000 728 ‘ 12.580
1.222 7
992 %-%ﬁ/\ $1u5 ||lo.mparo 100980 .7571%,,19'0‘33F 1 2686421945 M 129504
Ob— Vi~ - i e e
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: BF130505.D\data.ms
2500000
2000000
1500000
1000000
500000 13.774 15.168
0 1318(BBo 14.780 15.110
T ‘ T T T T ‘ 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\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 2
R.T. EstConc Area Relative to ISTD R.T.
4.146 8.94 ng 301751 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, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 86

Abundance Scan 350 (4.146 min): BF130505.D\data.ms (-345) (-) m/z 83.10 100.00%

55.1 83.1
5000
43.0 98.1

3.80 4.00 4.20 4.40

0 H“‘H“H‘w“H‘MH‘M»1w‘§??‘wu,w‘w“uq‘w‘ m/z 55.10  94.65%
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 \‘\\\\‘\\\\‘\\\\‘\\\\’\
29.0 43.0 98.0 3.80 4.00 4.20 4.40

m/z 43.05 38.19%

Ll /), 670 |
OH\‘\H\‘H‘H‘H\‘\‘HH‘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 SRR § NSEE -
200 430 3.80 4.00 4.20 4.40
5000 ITI/Z 98.10 33.16%
98.0
M‘\ \\‘\ 67.0 |
ouwuwuwuwuwuwm_mwmwmwm
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- e ANRaERaEEsas
55.0 83.0 3.80 4.00 4.20 4.40
m/z 39.10 28.77%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;HH,JH,HH,HH SNA & VUV
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\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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.
4.834 83.54 ng 2820530 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 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Acetone 58 C3H60 000067-64-1 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 467 (4.834 min): BF130505.D\data.ms (-459) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 e RRARREEEEE
4.60 4.80 5.00 5.20
U 83.1 o
-yt m/z 59.10 57.41%
miz--> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 4.60 4.80 5.00 5.20
m/z 101.10 19.83%
15.0 101.0
‘ T A | 830 !
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
A AREERREE
4.60 4.80 5.00 5.20
5000 410 m/z 58.10 16.52%
126.0
ol L 128010
m/iz--> 20 40 60 80 100 120 140
Abundance #4528: 2,3-Butanedione, monooxime
43.0 4.60 4.80 5.00 5.20
m/z 41.10 9.03%
5000
101.0
ol 130 | 800 840 |

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 3
R.T. EstConc Area Relative to ISTD R.T.
5.645 6.54 ng 220933 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 3-Hexanol, acetate 144 C8H1602 040780-64-1 17
3 3,6-Heptanedione 128 C7H1202 001703-51-1 12
4 Acetamide, N-butyl- 115 C6H13NO 001119-49-9 9
5 N-Formylmorpholine 115 C5H9NO2 004394-85-8 9
Abundance Scan 605 (5.645 min): BF130505.D\data.ms (-601) (-) m/z 73.10 100.00%
43.0 73.1
5000

1151 R AREmmaEEEEEEEEEE

| s81 1001 1% 5.40 5.60 5.80 6.00
A m/z 43.05  99.81%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #15498: 2-Pentanone, 4-methoxy-4-methyl-

5000 ’ﬁj\k\‘uu‘uu‘uu’u\

5.40 5.60 5.80 6.00
m/z 41.10 11.36%

150 290 || 560 100.0 115:0
0\\‘\\‘\\‘\\\H‘H\\‘\”\\‘\\}\’\H\’\}H‘HH‘H\\‘\H\‘\H\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #24070: 3-Hexanol, acetate
43.0 /\
5.40 5.60 5.80 6.00
5000 ITI/Z 115.10 11.19%
84.0 101.0115.0
P CCROVT e oo N N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13979: 3,6-Heptanedione R RRR S
43.0 5.40 5.60 5.80 6.00
m/z 42.10 7.78%
570 99.0
29, .
5000 9.0
71.0
0H‘mwHMmu“hH_m,m‘,HH‘Sﬁ((‘)‘mqmwmw S P 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\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Indane

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
6.816 2.03 ng 68629 1,4-Dichlorobenzene-d4 6.634
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 93
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 83
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 53
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 49
Abundance Scan 804 (6.816 min): BF130505.D\data.ms (-800) (-) m/z 117.10 100.00%
11y.1
5000
911 R RRman BT,
39.0 630 oo | 6.40 6.60 6.80 7.00 7.20
Obrprerprereprerdrereeirbpbler et b et e m/z 118,10 54.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10181: Indane
11v.0
5000 I L L BLALL B I
6.40 6.60 6.80 7.00 7.20
m/z 115.10 36.39%
390 630 910
OH‘HH‘HHO‘HH“\H\i‘\HM}‘\‘\\‘\7\\7\(‘)\\\\“\\\\]-‘(\)‘\4'\\0‘\\!\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10197: Benzene, cyclopropyl-
117.0
R S RRARS BRRE
6.40 6.60 6.80 7.00 7.20
m/z 91.10 15.14%
5000 91.0
510 650
oH_m"2“7‘?“”“m‘Hw‘!H‘WmﬂwH‘;:H‘lﬁf‘c‘o,wuw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene Y R LY .
117.0 6.40 6.60 6.80 7.00 7.20
m/z 63.00 9.06%
5000 91.0
390 520 65.0 78.
o 280 200 00 L om0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00 7.20

8270-BF091422.M Tue Oct 04 19:47:14 2022

Page:

7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Benzo[c]thiophene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.992 2.71 ng 140611 Naphthalene-d8 7.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[c]thiophene 134 C8H6S 000270-82-6 95
2 Benzo[b]thiophene 134 C8H6S 000095-15-8 94
3 Cyclopenta[c]thiapyran 134 C8H6S 000270-63-3 90
4 Thiazolidin-4-one, 5-benzylideno... 287 C13H9N30S2 351062-07-2 64
5 3-Deazaadenine 134 C6H6N4 006811-77-4 59
Abundance Scan 1004 (7.992 min): BF130505.D\data.ms (-1001) (-) m/z 134.00 100.00%
134.0
5000
e
390 630 89‘-0 108.0 7.60 7.80 8.00 8.20 8.40
Ottt boebr el e m/z 88,95 12.44%
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17519: Benzo[c]thiophene
134.0
5000 | L RLBLALL B I
7.60 7.80 8.00 8.20 8.40
m/z 135.00 9.89%
89.0
w0 690 T oo
0 \‘\H\‘\H\‘\\‘Hi‘\\H‘1\H‘H\\‘i\\\‘\‘H\H\H‘HH‘HH‘\‘1\‘\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17518: Benzo[b]thiophene
134.0
R REaES RARTE
7.60 7.80 8.00 8.20 8.40
5000 m/z 90.05 9.15%
89.0
e | N ..
m/z--> 20 30 40 50 60 70 80 90 100110120130140150
Abundance #17522: Cyclopenta[c]thiapyran R A RRERRRRSE
134.0 7.60 7.80 8.00 8.20 8.40
m/z 63.00 7.27%
5000
89.0
50 90 loame )
Ot e e e e e BT R SRR
m/z--> 20 30 40 50 60 70 80 90 100110120130140150 7.60 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Naphthalene, 1,6-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.257 2.63 ng 117033  Acenaphthene-di10 9.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 95
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
5 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 93
Abundance Scan 1219 (9.257 min): BF130505.D\data.ms (-1214) (-) m/z 156.10 100.00%
156.1
771 1250 7'6.00.20 9.40 9.60
51.0 <1021 -009.20 9.40 9.
) R O o ‘ : u‘!“ Al i e m/z 141.05  73.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
9.00 9.20 9.40 9.60
115.0 ITI/Z 155.10 32.59%
51.0 77.0
Ot ‘2\7‘\.9\“ T \“\ T “M \‘\HU" it “\ T \‘i T \“llwswzpwm‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0
9.00 9.20 9.40 9.60
5000 m/z 128.00 18.80%
77.0 128.0
270 510 :
o N T TP O O O
m/z--> 20 40 60 80 100 120 140 160
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0 9.00 9.20 9.40 9.60
m/z 114.95 16.58%
5000
770 115.0
51.0 :
o 20 S0 | aste |l
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\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Naphthalene, 1,3-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.328 2.76 ng 122801  Acenaphthene-di10 9.669

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 97
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
3 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
4 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 95
Abundance Scan 1231 (9.328 min): BF130505.D\data.ms (-1227) (-) m/z 156.10 100.00%
156.1
5000
115-1 \\‘\\\\‘\\\\‘\\\\‘\\\\’
51.0 77.1 ‘ ‘ 9.00 9.20 9.40 9.60
O el 2380 m/z 141.05  99.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl-
156.0
9.00 9.20 9.40 9.60
6.0 115.0 m/z 155.10  28.62%
27.0 510 -
0+t T \‘i T \“ T \“\ T “H‘\ \‘LUJ‘ \‘\‘\97\.‘0\ T \‘1 T \“!‘J\-ST 0
miz--> 20 40 60 80 100 120 140 160
Abundance #33162: Naphthalene, 1,6-dimethyl-
156.0
9.00 9.20 9.40 9.60
5000 m/z 115.05 24.28%
77.0 115.0
ol 229 B0y T 0
m/z--> 20 40 60 80 100 120 140 160
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 9.00 9.20 9.40 9.60
m/z 128.00  19.20%
5000
76.0 115.0
51.0 .
or 210 70 T oao | jasmo .
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\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Dibenzofuran, 4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.369 2.18 ng 97060  Acenaphthene-dile 9.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzofuran, 4-methyl- 182 C13H1e0 007320-53-8 93
2 [1,1'-Biphenyl]-4-carboxaldehyde 182 C13H100 003218-36-8 90
3 9H-Fluoren-9-o0l 182 C13H100 001689-64-1 90
4 2,4,6-Cycloheptatrien-1-one, 2-p... 182 C13H100 014562-09-5 87
5 9H-Xanthene 182 C13H100 000092-83-1 72
Abundance Scan 1408 (10.369 min): BF130505.D\data.ms (-1406) (- m/z 181.10 100.00%
181.1
5000
152.0 — il
510‘ 76.0 ‘1020 126.0 ! 10.00 10.50
0 ‘w"‘HM‘W‘plum‘ww‘qm‘uu‘w“w‘wm““w“‘ m/z 182.05 96.14%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56936: Dibenzofuran, 4-methyl-
182.0
5000
10.00 10.50
w00 76.0 152.0 m/z 152.00  25.67%
0 T ‘ L \“‘.\ \H\ T “h T \H!“ \H\ ‘\1\()‘]_\.\0\ \]‘-2\‘?.\0\ ‘ T \“!‘\ ‘ TT 1T H\ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56940: [1,1'-Biphenyl]-4-carboxaldehyde
182.0
10.00 10.50
m/z 182.95 12.17%
5000 1520
76.0
0 29.0 5%.0 I nh ‘102'0 12\\7-0 .
e i s L e T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56928: 9H-Fluoren-9-ol
181.0 10.00 10.50
m/z 76.00 10.66%
5000
152.0
0180 510 700 980 1260 ““‘ bl \4 M
A B AR R S -0
m/z--> 20 40 60 80 100 120 140 160 180 10.00 10.50

8270-BF091422.M Tue Oct 04 19:47:18 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 9H-Fluorene, 2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.757 2.45 ng 90538  Phenanthrene-d1e 11.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9H-Fluorene, 2-methyl- 180 C14H12 001430-97-3 96
2 9H-Fluorene, 9-methyl- 180 C14H12 002523-37-7 93
3 9H-Fluorene, 1-methyl- 180 C14H12 001730-37-6 90
4 9H-Fluorene, 3-methyl- 180 C14H12 002523-39-9 90
5 9H-Fluorene, 4-methyl- 180 C14H12 001556-99-6 55
Abundance Scan 1474 (10.757 min): BF130505.D\data.ms (-1468) (- m/z 165.10 100.00%
165.1
5000
=y —
51 ‘89"0 29 L1 120, 10.50 11.00
0 “‘ui‘uﬁﬂw‘ %‘ﬁ?ﬂ‘ﬂﬂ“u‘ T m/z 180.10 70.78%
miz-> 50 100 150 200 250 300
Abundance #55053: 9H-Fluorene, 2-methyl-
165.0
5000 A R }\ KJ\ LA
10.50 11.00
m/z 178.10  27.52%
89.0
O ‘\511‘“9\“‘\“‘} T \1‘\26\9 i“‘\“‘\“‘\ LA A I e e |
miz--> 50 100 150 200 250 300
Abundance #55057: 9H-Fluorene, 9-methyl-
165.0
—— —
10.50 11.00
5000 m/z 179.10 21.74%
89.0
o moll ol
miz--> 50 100 150 200 250 300
Abundance #55064: 9H-Fluorene, 1-methyl- — T
180.0 10.50 11.00
m/z 166.10 15.01%
5000
89.0
gsosto [ weel| A b
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\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Dibenzothiophene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.045 3.44 ng 127194  Phenanthrene-di10 11.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 97
2 Naphtho[1,2-b]thiophene 184 C12H8S 000234-41-3 97
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 96
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 96
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
Abundance Scan 1523 (11.045 min): BF130505.D\data.ms (-1520) (- m/z 184.00 100.00%
184.0
5000 Aﬂ«
139.0 ‘ ‘Od \
11.
630 9201130
o‘“‘3‘9"‘1‘\“ww‘w!u‘Hm_Hu‘;‘ulw‘w““m???r% m/z 139.00  18.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58969: Dibenzothiophene
184.0
5000 ”“K
11.00
139.0 m/z 185.10  13.56%
92.0
a0 90 “%us0 | 00 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58974: Naphtho[1,2-b]thiophene
184.0
YL BV PP
11.00
5000 m/z 152.05 11.09%
139.0
o 450 690 9791130 | isoo_|
e e i B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58972: Naphtho[2,1-b]thiophene —l
184.0 11.00
m/z 92.00 7.33%
5000
139.0
92.0
o, 40 0 %Oma0 A
At o B co
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Phenanthrene, 2-methyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.645 2.37 ng 87447  Phenanthrene-dle 11.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 97
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 1-methyl- 192 C15H12 000610-48-0 96
4 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 95
Abundance Scan 1625 (11.645 min): BF130505.D\data.ms (-1622) (- m/z 192.10 100.00%
192.1
5000
" ]
165.0
94.7 11.50 12.00
39.1 63.0 139.0
Mo VPR =2 Mt PN O m/z 191.10  61.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 I el
11.50 12.00
010 165.0 m/z 189.10  31.36%
0 39.0 639 | M 115.0 13\9'0\” Wy
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67035: Phenanthrene, 1-methyl-
192.0
— —
11.50 12.00
5000 m/z 193.10 18.43%
165.0
0 /39.0 63.0 9?-0 3.0 |
R R T e
m/z--> 20 40 60 80 100 120 140 160 180 A/\
Abundance #67029: Anthracene, 1-methyl- A rpts  THA phafe—g
192.0 11.50 12.00
m/z 190.10 18.01%
5000
82.0 165.0
0 18.0 390 61‘1’0\ m “ H 115.0 13‘9'0” {1 ] N\
P e P e e e e e —— —
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\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.675 3.15 ng 116277  Phenanthrene-di10 11.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 98
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 96
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 96
4 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 94
Abundance Scan 1630 (11.675 min): BF130505.D\data.ms (-1628) (- m/z 192.10 100.00%
192.1
5000 M/W
6 —h— .
165.1
11.50 12.00
39.0 63. 1 139.1
Ol rrr o e e “1 ‘ ‘1‘1“5‘1‘”N,mm‘lul‘w m/z 191.05  55.32%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 = Aol
11.50 12.00
10 165.0 m/z 189.05 27.41%
0 39.0 63 0 | M 115.0 139 0 il \ 1
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67043: Phenanthrene, 1-methyl-
192.0
— —
11.50 12.00
5000 m/z 190.05 16.35%
95.0 165.0
0 39'0 63\0\ u Ly, h 139 Om I
AL e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #67024: Anthracene, 2-methyl- — i\ —
192.0 11.50 12.00
m/z 165.05  14.88%
5000
83.0 165.0
0/15:0 390 620 ', 11501390 | e
e e e e e e ey
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\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.757 5.10 ng 188500  Phenanthrene-di10 11.151
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 93
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 58
3 Methyl diselenide 190 C2H6Se2 007101-31-7 49
4 Pyrimidine, 6-oxo0-4-(3-fluorophe... 190 C10H7FN20 085979-55-1 40
5 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 36

Abundance Scan 1644 (11.757 min): BF130505.D\data.ms (-1641) (- m/z 190.05 100.00%
190.1
5000 Jt
94.7 M
163.0 m“ 11.50 12.00
63.0
b 22 b b 0 L m/z 189.10 88.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64924: 4H-Cyclopenta[deflphenanthrene
190.0
5000 —— —
11.50 12.00
95.0 m/z 191.10 26.13%
oh 300 839 | 101370 1620 ||
\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0
ot PFTITYS
11.50 12.00
5000 m/z 94.70 22.14%
95.0 1340 1620
400 670 [
0 ettt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64931: Methyl diselenide g el
190.0 11.50 12.00
m/z 192.10 20.89%
93.0
5000
160.0
N
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

8270-BF091422.M Tue Oct 04 19:47:23 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Fluoranthene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.974 2.09 ng 54248 Chrysene-d12 13.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 94
2 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 94
3 Pyrene, 1-methyl- 216 C17H12 002381-21-7 90
4 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 87
5 7H-Benzo[c]fluorene 216 C17H12 000205-12-9 81
Abundance Scan 1851 (12.974 min): BF130505.D\data.ms (-1848) (- m/z 216.05 100.00%
216.1
5000
107.8 A [\ ‘13\04\]&‘
63.0 150.0 1870 :
, 2810 m/z 215.10  90.53%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #94579: Fluoranthene, 2-methyl-
216.0
5000 A /\\ i M\\ IVANASS
13.00
m/z 213.00  22.55%
108.0
0L.390 740 | 1500 1870 I
’HH‘HH‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘\H ‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220 240260280
Abundance #94576: 11H-Benzol[b]fluorene
216.0
Pl
13.00
5000 m/z 107.80 17.56%
108.0
0 57.0 I \“ 139.0 183 0 h“
e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280 AA
Abundance #94566: Pyrene, 1-methyl- A fooes
216.0 13.00
m/z 217.05 17.05%
5000
94.0
0270 63.0 12201500 1970 | | b
A e AARARARsAAEEALEA L AR
m/z--> 20 40 60 80 100120140160180200220240260280 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS vial : 14 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 Triphenylphosphine oxide Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.880 2.30 ng 59686  Chrysene-d12 13.780
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 64
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 32
4 .alpha.-[Chloromethyl]-2-phenoth... 277 C14H12C1NOS 051043-56-2 25
5 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 12
Abundance Scan 2005 (13.880 min): BF130505.D\data.ms (-2000) (- m/z 277.10 100.00%
277.1
5000 228.1
77.0
183.0 — S
434) ° 1500 ‘ H 13.50 14.00
0b— M\wuww“‘w‘ ‘M'ww‘ Al m/z 228.10  43.24%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 ‘/\A\ e
152.0 13.50 14.00
m/z 278.00  35.61%
18.0 95.0
ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : ?3:3-‘0‘ R
miz-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
— e
13.50 14.00
5000 m/z 227.10 35.21%
77.0 183.0
o9 180 “« U\ 280 |
m/iz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h AM‘ L A M
277.0 13.50 14.00
m/z 77.00  29.87%
5000
77.0 183.0
e L I
Y S S R NN T SO B g 1
m/z--> 50 100 150 200 250 300 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF100322\
Data File : BF130505.D

Acqg On : 03 Oct 2022 18:30
Operator : CG\JU

Sample : N4943-05

Misc

ALS Vvial : 14 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,... 4.146 8.9 ng 301751 1 6.634 675213 20.0
2-Pentanone, 4-... 4.834 83.5 ng 2820530 1 6.634 675213 20.0
2-Pentanone, 4-... 5.645 6.5 ng 220933 1 6.634 675213 20.0
Indane 6.816 2.0 ng 68629 1 6.634 675213 20.0
Benzo[c]thiophene 7.992 2.7 ng 140611 2 7.916 1038640 20.0
Naphthalene, 1,... 9.257 2.6 ng 117033 3  9.669 891083 20.0
Naphthalene, 1,... 9.328 2.8 ng 122801 3 9.669 891083 20.0
Dibenzofuran, 4... 10.369 2.2 ng 97060 3 9.669 891083 20.0
9H-Fluorene, 2-... 10.757 2.5 ng 90538 4 11.151 739266 20.0
Dibenzothiophene 11.045 3.4 ng 127194 4 11.151 739266 20.0
Phenanthrene, 2... 11.645 2.4 ng 87447 4 11.151 739266 20.0
Phenanthrene, 1... 11.675 3.1 ng 116277 4 11.151 739266 20.0
4H-Cyclopenta[d... 11.757 5.1 ng 1885060 4 11.151 739266 20.0
Fluoranthene, 2... 12.974 2.1 ng 54248 5 13.780 519406 20.0
Triphenylphosph... 13.880 2.3 ng 59686 5 13.780 519406 20.0
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