LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58 Instrument :
Operator : JU/CG BNA_F

Sample : M2383-06 5X ClientSampleld :
Misc : DUP-01-05112021

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF123954.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.152 3 11 15 rBV 106508 132378 11.57% 1.442%
2 3.446 228 231 240 rBvV2 11211 22146 1.93% 0.241%
3 4.734 447 450 457 rBV 224080 234546 20.49% 2.555%
4 5.351 552 555 559 rBV 97654 108114 9.45% 1.178%
5 5.387 559 561 566 rVB 14965 15521 1.36% 0.169%
6 5.510 576 582 587 rBV 121230 183119 16.00%  1.995%
7 5.616 596 600 603 rBVY 268188 243684 21.29%  2.655%
8 5.751 619 623 629 rBvV2 18646 28243  2.47% 0.308%
9 6.093 677 681 683 rBV 232726 199277 17.41% 2.171%
106 6.116 683 685 689 rVB 98902 79856 6.98% 0.870%
11 6.228 701 704 709 rBB 116644 95011 8.30% 1.035%
12 6.516 748 753 757 rBV2 210375 208767 18.24% 2.275%
13  6.657 774 777 780 rBV 53001 40753 3.56% 0.4447%
14 6.728 786 789 793 rBV 84268 74105 6.47% 0.807%
15 6.792 798 800 803 rVB 74736 54706 4.78% 0.596%
16 6.904 815 819 822 rBV 326622 248273 21.69% 2.705%
17 6.963 826 829 832 rBV 31368 23539 2.06% 0.256%
18 7.087 847 850 853 rVB 21889 16102 1.41% 0.175%
19 7.163 858 863 868 rBV 97805 105641 9.23% 1.151%
20 7.457 910 913 916 rvVB 154764 113620 9.93% 1.238%
21 7.763 961 965 969 rBV 60564 55353 4.84% 0.603%
22 7.928 991 993 999 rvVB3 19127 20555 1.80% 0.224%
23 7.975 999 1001 1005 rBvV3 20369 21621 1.89% 0.236%
24  8.186 1032 1037 1039 rBV 341931 373946 32.67% 4.074%
25 8.210 1039 1041 1044 rVV 1364099 1144642 100.00% 12.471%
26 8.257 1046 1049 1051 rVB2 65271 51829 4.53% 0.565%
27 8.404 1070 1074 1077 rBV 19278 18606 1.63% 0.203%
28 8.463 1079 1084 1086 rBV3 26891 25004 2.18% 0.272%
29 8.539 1094 1097 1100 rVB 127219 110842 9.68% 1.208%
30 8.681 1119 1121 1128 rVB 70481 62207 5.43% 0.678%
31 8.781 1135 1138 1142 rBV2 32079 34337 3.00% 0.374%
32 8.898 1152 1158 1162 rVB2 292268 259649 22.68% 2.829%
33 8.951 1163 1167 1169 rBV 64405 56720 4.96% 0.618%
34 8.998 1169 1175 1180 rVB 109485 91256 7.97% ©.994%
35 9.228 1209 1214 1216 rBV3 17576 24191 2.11% 0.264%

36 9.257 1216 1219 1224 rVB 237848 206347 18.03% 2.248%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58 Instrument :
Operator : JU/CG BNA_F

Sample : M2383-06 5X ClientSampleld :
Misc : DUP-01-05112021

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.345 1230 1234 1235 rBV 19793 18813 1.64% ©.205%
38 9.363 1235 1237 1243 rVB2 68943 66568 5.82% ©.725%
39  9.457 1251 1253 1258 rVB3 16420 19141 1.67% 0.209%
40  9.533 1261 1266 1269 rBv4 41989 61069 5.34% ©0.665%
41  9.598 1274 1277 1280 rVV3 45348 60609 5.30% ©.660%
42  9.628 1280 1282 1284 rVB2 29760 24143 2.11% 0.263%
43  9.651 1284 1286 1290 rBV2 13749 14650 1.28% 0.160%
44 9.716 1295 1297 1299 rBV2 27275 22740 1.99% 0.248%
45 9.804 1306 1312 1317 rBV 56755 61385 5.36% ©.669%
46  9.875 1321 1324 1326 rBV 28920 20344 1.78% 0.222%
47  9.939 1332 1335 1339 rVB 344710 301558 26.35%  3.286%
48  9.975 1339 1341 1344 rVB2 18152 15312 1.34% ©0.167%
49 10.145 1366 1370 1373 rBV 135522 109148 9.54%  1.189%
50 10.186 1375 1377 1382 rVB5 16947 15669 1.37% 0.171%
51 10.257 1386 1389 1392 rBV2 13314 18124 1.58% ©0.197%
52 10.286 1392 1394 1397 rBV2 26117 21061 1.84% 0.229%
53 10.375 1406 1409 1412 rVB 40435 36564 3.19% 0.398%
54 10.492 1425 1429 1432 rBV 251840 216979 18.96%  2.364%
55 10.598 1441 1447 1449 rVB2 20398 27365 2.39% ©.298%
56 10.645 1452 1455 1459 rVB 24344 22240 1.94% 0.242%
57 10.728 1465 1469 1472 rBV 140066 141997 12.41%  1.547%
58 10.845 1487 1489 1495 rBV2 55261 70456 6.16% 0.768%
59 11.016 1512 1518 1520 rBv4 21109 26651 2.33% 0.290%
60 11.039 1520 1522 1524 rVV2 24462 23073 2.02% 0.251%
61 11.063 1524 1526 1531 rVB4 18358 21734 1.90% 0.237%
62 11.298 1559 1566 1569 rBV3 39768 49770  4.35% 0.542%
63 11.327 1569 1571 1573 rVV 46266 35109 3.07% ©.383%
64 11.363 1573 1577 1580 rVB2 28503 25475 2.23% 0.278%
65 11.427 1585 1588 1590 rBV 318317 282204 24.65% 3.075%
66 11.451 1590 1592 1596 rVV 389509 332539 29.05% 3.623%
67 11.504 1599 1601 1604 rVV 105900 84086 7.35% 0.916%
68 11.551 1607 1609 1616 rVB 40326 37370 3.26% ©.407%
69 11.657 1623 1627 1628 rBV2 23229 23043 2.01% 0.251%
70 11.727 1636 1639 1642 rVB4 19234 15923 1.39% 0.173%
71 11.839 1655 1658 1663 rVB4 18160 18647 1.63% ©.203%
72 11.933 1669 1674 1675 rBV2 32304 28616 2.50% 0.312%
73 11.957 1675 1678 1683 rVB3 40320 46415 4.05% 0.506%
74 12.045 1688 1693 1695 rVV3 48248 50687 4.43% 0.552%
75 12.227 1721 1724 1726 rVB3 17123 16436 1.44% ©.179%
76 12.522 1771 1774 1777 rBV4 20004 22825 1.99% 0.249%

8270-BF051421.M Tue May 18 06:03:05 2021 Pag 2



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\SVOASRV\HPCHEM1\BNA_ F\METHODS\8270-BF051421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 12.592 1780 1786 1790 rBV8 12674 18847 1.65% 0.205%
78 12.657 1793 1797 1800 rVV 206994 167422 14.63% 1.824%
79 12.739 1809 1811 1815 rBV3 17021 21775 1.90% 0.237%
80 12.798 1819 1821 1823 rVB 16414 14361 1.25% 0.156%
81 12.874 1831 1834 1837 rVB 160068 131151 11.46% 1.429%
82 13.016 1855 1858 1863 rVB 219611 200584 17.52% 2.185%
83 13.198 1887 1889 1892 rVB3 29075 22823 1.99% 0.249%
84 13.269 1895 1901 1904 rBV2 44429 59521 5.20% 0.648%
85 13.592 1954 1956 1959 rBV4 12454 15195 1.33% 0.166%
86 13.727 1969 1979 1982 rBV10 27411 81676 7.14% 0.890%
87 13.821 1992 1995 1998 rVB2 36546 33819 2.95% 0.368%
88 13.910 2007 2010 2013 rBV5 28158 27945 2.44% 0.304%
89 14.068 2032 2037 2040 rBv2 371561 391301 34.19% 4.263%
990 14.092 2040 2041 2047 rVB 77258 65930 5.76% 0.718%
91 14.392 2087 2092 2094 rBVe6 18781 33653 2.94% 0.367%
92 14.457 2101 2103 2107 rVB5 16409 16215 1.42% 0.177%
93 14.551 2115 2119 2122 rBVe6 26760 26342 2.30% 0.287%
94 15.115 2207 2215 2219 rBv4 68605 157261 13.74% 1.713%
95 15.433 2260 2269 2274 rBV5 48118 100196 8.75% 1.092%
96 15.498 2276 2280 2282 rVB2 35989 39867 3.48% 0.434%
97 15.562 2287 2291 2295 rVV2 150364 189777 16.58% 2.068%
98 15.598 2295 2297 2300 rVB4 16148 16168 1.41% 0.176%
99 17.062 2542 2546 2551 rVB6 20812 31132 2.72% 0.339%
100 17.515 2622 2623 2631 rVB7 21709 24327 2.13% 0.265%
Sum of corrected areas: 9178332
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF123954.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.152 10.66 ng 132378 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35
4 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 32
5 Boronic acid, ethyl-, dimethyl e... 102 C4H11B02 007318-82-3 12
Abundance  Scan 11 (2.152 min): BF123954.D\data.ms (-3) (-) m/z 73.10 100.00%
73.1
5000 43.0

87.1 T

‘ 71 ‘ 2.202.302.402.502.60
wH‘HH‘m‘WumWM‘,‘HwHw‘_m_ww m/z 43.00  49.53%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #4486: Butane, 2-methoxy-2-methyl-

73.0
5000 UL AL R R B R
43.0 2.202.302.402.502.60
' 87.0 m/z 55.00  37.20%
29.0 L
\‘H\”“HH“‘!‘\‘!\‘\!\‘?‘-(\)\H“\}\\’\H\‘HH‘\H\‘\H\‘HH‘\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 R L SR
2.202.302.402.502.60
5000 41.0 55.0 m/z 87.10 23.82%
27.0
S A 112.0 1290
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- R S RRRRAREIEEE
73.0 2.202.302.402.502.60
m/z 41.00 22.49%
5000
45.0
200 || 590 | 880 N

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Pyridine, 2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.734 18.89 ng 234546  1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2-methyl- 93 C6H7N 000109-06-8 97
2 Pyridine, 3-methyl- 93 C6H7N 000108-99-6 93
3 Pyridine, 4-methyl- 93 C6H7N 000108-89-4 93
4 Aniline 93 C6H7N 000062-53-3 87
5 Silanediamine, 1,1-dimethyl-N,N'... 242 C14H18N2Si 013435-09-1 72
Abundance Scan 450 (4.734 min): BF123954.D\data.ms (-447) (-) m/z 93.10 100.00%
93.1
66.1
5000
51.0
391 78.0 e R RN RN R N
‘ m ‘ ‘ ‘ 4.40 4.60 4.80 5.00
\\\’\\\\‘\\\\‘\\\‘!lu\\\ “\\“H\‘\\\\\\‘\\\\‘\1\\‘\\ m/z 66.16 58.19%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2498: Pyridine, 2-methyl-
93.0
66.0
5000 L B R B B
4.40 4.60 4.80 5.00
39.0 51.0 78.0 m/z 92.10  28.45%
\\\’\1\5\0\‘\\2\7\0‘\\\‘1‘}‘\\\\H!‘\\\“Hl‘\\‘\\\!‘\\\\‘\1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2500: Pyridine, 3-methyl-
93.0
R A mamEE R
4.40 4.60 4.80 5.00
5000 66.0 m/z 51.00 26.44%
39.0 '
o 70 | 0 | mo |
R A A L e
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2501: Pyridine, 4-methyl- A R
93.0 4.40 4.60 4.80 5.00
m/z 65.10  26.23%
5000 39.0 66.0
51.0 ‘ 280 ‘
L O S S
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Pyridine, 3-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.351 8.71 ng 108114 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 3-methyl- 93 C6H7N 000108-99-6 94
2 Pyridine, 4-methyl- 93 C6H7N 000108-89-4 91
3 Aniline 93 C6H7N 000062-53-3 72
4 Pyridine, 2-methyl- 93 C6H7N 000109-06-8 64
5 1H-Pyrazole-4-carbonitrile 93 C4H3N3 031108-57-3 58
Abundance Scan 555 (5.351 min): BF123954.D\data.ms (-552) (-) m/z 93.10 100.00%
93.1
5000 66.1
39.0
e A RAEma AT
| ‘ 51.0 | 781 5.00 5.20 5.40 5.60
\\\’\\\\‘\\\\‘\\\‘\‘\\\\M“l\\“!\\\\\\\‘\\\\‘\\‘\\‘\\ m/z 66.16 52.71%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2510: Pyridine, 3-methyl-
93.0
5000 660 L L LA LA B L B
39.0 5.00 5.20 5.40 5.60
m/z 39.00  37.56%
51.0
\\\’]\-\5\(\)‘\\2\7\0‘\\\‘!l\\\\H}w\\“1‘\\\‘\\7\8\‘0\\\\‘\1\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2501: Pyridine, 4-methyl-
93.0
R R Raa
5.00 5.20 5.40 5.60
5000 39.0 66.0 m/z 92.10 37.20%
28.0 ‘ ‘
Lm0 B0 e )
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2496: Aniline R o RN R o
93.0 5.00 5.20 5.40 5.60
m/z 65.10 35.88%
5000 66.0
400 520 780 |
([N i A
e e e e A B e
m/z--> 10 20 30 40 50 60 70 80 90 100 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\

Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc . DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Pyridine, 2,6-dimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.616 19.63 ng 243684  1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,6-dimethyl- 107 C7HON 000108-48-5 97
2 6-Amino-6-methylfulvene 107 C7HSN 000694-74-6 87
3 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 64
4 Pyridine, 3,5-dimethyl- 107 C7HSN 000591-22-0 60
5 Pyridine, 2,4-dimethyl- 107 C7HON 000108-47-4 49
Abundance Scan 600 (5.616 min): BF123954.D\data.ms (-596) (-) m/z 107.10 100.00%
107.1
5000
39.0 66.1
Joq 921 e L
51.0 ‘ ‘ ‘ 5.20 5.40 5.60 5.80 6.00
el el L m/z 1e6.10 43.31%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5196: Pyridine, 2,6-dimethyl-
10y.0
5000 ‘\\\\A‘\\/\\\‘\\\/\\‘/\\\\\‘\\
5.20 5.40 5.60 5.80 6.00
39.0 66.0 92.0 m/z 66.10  34.11%
79.0 ’
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5188: 6-Amino-6-methylfulvene
107.0 ﬂ/
Pt e
5.20 5.40 5.60 5.80 6.00
5000 m/z 39.60  28.95%
66.0 92.0
77. 0
51 0 H |
H“‘H"‘H“‘H"‘H“‘H“‘H“‘H“‘H“‘H“‘H
mfz--> 20 30 40 50 60 70 80 90 100 110 /L
Abundance #5192 Pyridine, 2,3-dimethyl- e S
107.0 5.20 5.40 5.60 5.80 6.00
m/z 65.10 25.32%
5000 39.0
66.0
27.0 51.0 ‘ 79.0 92.0
Y Y N Y UD 9Y EO
m/z--> 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80 6.00

8270-BF051421.M Tue May 18 06:03:07 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Pyridine, 2,4-dimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.093 16.05 ng 199277 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,4-dimethyl- 107 C7HON 000108-47-4 97
2 Pyridine, 3,4-dimethyl- 107 C7HON 000583-58-4 94
3 Pyridine, 3,5-dimethyl- 107 C7HON 000591-22-0 91
4 Pyridine, 2,6-dimethyl- 107 C7HSN 000108-48-5 90
5 Pyridine, 2,5-dimethyl- 107 C7HON 000589-93-5 87
Abundance Scan 681 (6.093 min): BF123954.D\data.ms (-677) (-) m/z 107.10 100.00%
107.1
5000
39.0 oo 791 o1
5. . L B L B L AL SR
‘ 51.0 ‘ ‘ 5.80 6.00 6.20 6.40
‘w‘H‘_‘H,‘HWW‘HUM“MMM‘HWJ“H‘H‘W‘HJ_‘H m/z 106.10  44.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5202: Pyridine, 2,4-dimethyl-
107.0
5000 A A e
79.0 5.80 6.00 6.20 6.40
39.0 65.0 92.0 m/z 79.10  33.32%
27.0 ‘ 51.0 ' ‘
\\‘]\_\5\.\0‘\\{H’\\\“\}M\\\\H“\\\‘}H‘l‘\“\\\Ml\\\\‘\\\\‘\\\l‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5186: Pyridine, 3,4-dimethyl-
107.0 /\
SRPMRD SN B U L S P
5.80 6.00 6.20 6.40
5000 m/z 39.00 28.10%
79.0
92.0
27.0 39.0 51.0 65.0
H‘“;9‘m‘;,‘m‘im‘MHH_u‘:uWMw_mwl_m
m/fz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5185: Pyridine, 3,5-dimethyl- R AN RR RS SERA T,
107.0 5.80 6.00 6.20 6.40
m/z 92.10 20.87%
5000
79.0
39.0 92.0
27.0 510 65.0 ‘
S T N S [N | S I W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Pyridine, 2,5-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.116 6.43 ng 79856 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,5-dimethyl- 107 C7HON 000589-93-5 91
2 Pyridine, 3,4-dimethyl- 107 C7HON 000583-58-4 90
3 Pyridine, 3,5-dimethyl- 107 C7HON 000591-22-0 86
4 Pyridine, 4-ethyl- 107 C7HSN 000536-75-4 68
5 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 64
Abundance Scan 685 (6.116 min): BF123954.D\data.ms (-683) (-) m/z 107.10 100.00%
10y7.1
79.1
5000
39.0
510 g50 92.0 e
| H ‘ ‘ 5.80 6.00 6.20 6.40
\‘\\\\‘\\\w“\\\\“\‘\‘\\‘\H\\\‘\i‘\\“‘\\\\‘\\\\‘\}\\“\\\\ m/z 166.19 73-16%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5198: Pyridine, 2,5-dimethyl-
10y.0
5000 DAty
5.80 6.00 6.20 6.40
39.0 79.0 m/z 79.10  54.74%
27.0 51.0 65.0 92.0
\‘\\{‘\‘\\\1}‘}\\\M“\\\‘\HH\‘\\\M“\\\\‘!\\\‘\\\1‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5200: Pyridine, 3,4-dimethyl-
107.0
SRS 8 A P W
5.80 6.00 6.20 6.40
5000 79.0 m/z 39.00 30.68%
39.0 92.0
27.0 ‘ 510 e
‘Wl““le}“MHHM‘MMM‘m‘l‘,uumH‘ml_m
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #5199: Pyridine, 3,5-dimethyl- Cptee e el
107.0 5.80 6.00 6.20 6.40
m/z 77.00 24.24%
5000
79.0
39.0 0 92.0
27.0 510 650 ‘ /\ f\
“m‘e‘MM‘mm‘lwm‘lu‘HMHHWH‘m!_m “‘,M\A‘
m/z--> 20 30 40 50 60 70 80 90 100 110 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Pyridine, 2,3-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.228 7.65 ng 95011 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,3-dimethyl- 107 C7HON 000583-61-9 95
2 Pyridine, 2,6-dimethyl- 107 C7HSN 000108-48-5 89
3 Pyridine, 4-ethyl- 107 C7HSN 000536-75-4 78
4 Pyridine, 2,5-dimethyl- 107 C7HSN 000589-93-5 49
5 Benzenamine, 3-methyl- 107 C7HSN 000108-44-1 46
Abundance Scan 704 (6.228 min): BF123954.D\data.ms (-701) (-) m/z 107.10 100.00%
107.1
5000 39.0
o 690 791 921 SN | W
: ‘ ‘ ‘ 6.00 6.20 6.40 6.60
‘w‘H‘_‘H,‘H1M‘HUM“Mhm‘uﬂw‘u“u‘w‘ul_‘u m/z 106.10  79.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5193: Pyridine, 2,3-dimethyl-
107.0
5000 A/\Hu‘uu,uu‘uu“‘/\u/
6.00 6.20 6.40 6.60
39.0 660 790 92.0 m/z 39.00 39.18%
‘ 51.0 H ‘
\\‘\\\\‘\\\\’\\\‘\}H\\\\}H‘\\\‘M}\‘\‘\\\M}\\\\‘\\\\‘\\\l‘\\\\
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5190: Pyridine, 2,6-dimethyl-
107.0
‘H‘_‘H,H‘mmmwﬁj
6.00 6.20 6.40 6.60
m/z 65.00  28.36%
5000 39.0
66.0
27.0 51.0 H 79.0
S N 1 Y P O
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5165: Pyridine, 4-ethyl- PN LS | V.Y
107.0 6.00 6.20 6.40 6.60
m/z 79.10  26.95%
5000 92.0
65.0
39.0 51.0 ‘ 79.0
27.0 ‘ )\ A
‘w“:9‘Hm,‘Hu‘im‘}M‘lH_m_Mw_mwl_m HH_M,HHWMM/
m/z--> 10 20 30 40 50 60 70 80 90 100 110 6.00 6.20 6.40 6.60

8270-BF051421.M Tue May 18 06:03:08 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1,2,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.728 5.97 ng 74105 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
Abundance Scan 789 (6.728 min): BF123954.D\data.ms (-786) (-) m/z 105.10 100.00%
105.1
5000 1201 }\ A
39.0 630 (70 911 6.40 6.60 6.80 7.00
H‘HH‘H\\‘\H\“‘\\‘\\H{”H‘i“\‘\‘H‘\\\m‘\\H“‘\\H“‘\!\“\‘\‘\“‘HH‘\ m/Z 120.10 38.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120 130
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000
120.0 6.40 6.60 6.80 7.00
770 m/z 119.10 13.32%
39.0 Y 91.0
\\‘]\_?\.(\J‘H\M‘\H\“‘\H\N{‘H\G‘%\“\O\‘\Hm‘\\H“H\\‘\‘\1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0 [\A
Al ol
120.0 6.40 6.60 6.80 7.00
5000 m/z 91.10 12.42%
51.0 77‘.0 91.0 |
. | I L 1 | Iy il
T e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9399: Mesitylene
105.0 6.40 6.60 6.80 7.00
120.0 ITI/Z 77 .00 11.86%
5000
39.0 77.0 91,0
ST N V.. s )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Pyridine, 2,3,6-trimethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.792 4.41 ng 54706 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pyridine, 2,3,6-trimethyl- 121 C8H11IN 001462-84-6 72
2 Benzenamine, 3,4-dimethyl- 121 C8H11N 000095-64-7 64
3 Benzenamine, 2,5-dimethyl- 121 C8H11N 000095-78-3 59
4 2,6-Xylidine 121 C8H11N 000087-62-7 59
5 Benzenamine, 2,4-dimethyl- 121 C8H11N 000095-68-1 59
Abundance Scan 800 (6.792 min): BF123954.D\data.ms (-798) (-) m/z 121.05 100.00%
121.1
79.0
5000
51.1 106.1 ‘,\A\\\\‘\\\A\‘\\\/\\‘\\\\‘A\A
37}{7 H 66.1 93.1 ‘ 6.40 6.60 6.80 7.00 7.20
H_‘H_m_mumn\Mme]_HHuH‘_‘m_m_w“”w m/z 120.10  86.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9599: Pyridine, 2,3,6-trimethyl-
121.0
5000
79.0 6.40 6.60 6.80 7.00 7.20
39.0 530 106.0 m/z 79.05 58.14%
\\‘\\\\‘\2\6}‘.}0‘\\\1‘“!\\\‘ﬁi\\‘\6?.\(‘)\\\‘1‘\\\\9“\3{.\0\‘\\\\‘\\\\ HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9614: Benzenamine, 3,4-dimethyl-
106.0 121.0
6.40 6.60 6.80 7.00 7.20
5000 m/z 77.10 32.10%
70 91.0
280 1P 640 | S
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9609: Benzenamine, 2,5-dimethyl-
121.0 6.40 6.60 6.80 7.00 7.20
106.0
m/z 106.05 18.34%
5000
c10 710 910 f\
‘w"‘w‘2‘7(?"‘M"W:‘:‘?ﬁ":q""1‘;"‘w‘:‘:H“‘lu“w:“!w‘ ‘M”“M
m/z--> 10 20 30 40 50 60 70 80 90 100110120 6.40 6.60 6.80 7.00 7.20

8270-BF051421.M Tue May 18 06:03:09 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 1-propynyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.163 8.51 ng 105641 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 C9H8 000673-32-5 94
2 Indene 116 C9H8 000095-13-6 93
3 3-Methylphenylacetylene 116 CO9H8 000766-82-5 91
4 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 91
5 Benzene, 1,2-propadienyl- 116 COH8 002327-99-3 91
Abundance Scan 863 (7.163 min): BF123954.D\data.ms (-858) (-) m/z 115.10 100.00%
115.1
5000
63.1 R AN Eamanw
‘ 89.1 6.80 7.00 7.20 7.40
H,mWm‘?"7‘;“1‘m}m‘!‘!mwa‘Hmwwm‘Wm m/z 116.10  89.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #8411: Benzene, 1-propynyl-
115.0
5000 \‘HA\\‘HH‘HH’HH‘\
6.80 7.00 7.20 7.40
m/z 63.10 20.01%
63.0 89.0
H%ﬂ.\(\)‘\z\?\(‘)\\\\“\H\“\H\“1‘\\\‘HH‘HM‘HH‘H\\‘\\‘\‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8407: Indene
116.0
6.80 7.00 7.20 7.40
5000 m/z 89.10 15.22%
39.0 63.0 0
280 T80 T 1020 1
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 M\ J\
Abundance #8415: 3-Methylphenylacetylene “H“_[lu_m,uu_
115.0 6.80 7.00 7.20 7.40
m/z 57.50 9.92%
5000
63.0 89.0
39.0
00 o e Ll
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Isoquinoline Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.539 5.93 ng 110842 Naphthalene-d8 8.186

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isoquinoline 129 C9H7N 000119-65-3 96
2 Quinoline 129 CS9H7N 000091-22-5 96
3 2-Propenenitrile, 3-phenyl-, (E)- 129 C9H7N 001885-38-7 91
4 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 90
5 1-Benzocyclobutenecarbonitrile 129 CY9H7N 006809-91-2 74
Abundance Scan 1097 (8.539 min): BF123954.D\data.ms (-1094) (-) m/z 129.05 100.00%
129.1
5000
102.0
e ERAmEREEEE
370 51"0 76.1 ‘ 8.20 8.40 8.60 8.80
\\‘HH‘H\‘}"‘H\\‘M\H“W\\|\M‘M\H‘\‘\HH‘\‘\‘M‘HH‘HH“HH‘\H m/Z 102.00 36.69%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13076: Isoquinoline
129.0
5000 \\‘\\\\‘\\\\‘\/\\\\’\\\\‘
102.0 8.20 8.40 8.60 8.80
m/z 128.05 19.50%
51.0 76.0 ‘
\\‘HH‘\:3\\7(“0\\\\‘“}\\\“m\\‘\Mu‘\H\‘\H\‘HH\‘\H\‘\\Hl\\\\‘\\\
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13071: Quinoline
129.0
e
8.20 8.40 8.60 8.80
5000 m/z 51.05 15.97%
102.0
51.0 76.0 ‘
‘wHH‘ﬁne‘uwu‘ﬂmw‘wuu‘wuuﬂﬁuw‘uw‘uyu‘wu
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #13079: 2-Propenenitrile, 3-phenyl-, (E)- R N S, S
129.0 8.20 8.40 8.60 8.80
m/z 76.10 12.20%
5000
102.0
51.0 78.0 ‘ ‘
\\‘\2\\7\.(‘)\\\1“\H\Ul\\\‘mu‘\UM‘\H\‘H\\“\‘H\‘H\\‘\\Hluu‘\u H‘HHWH‘\/\\H,HN’\‘A
m/z--> 20 30 40 50 60 70 80 90 100110120130140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\

Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator Ju/caG

Sample : M2383-06 5X

Misc DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Quinoline Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
8.681 3.33 ng 62207 Naphthalene-d8 8.186
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Quinoline 129 C9H7N 000091-22-5 94
2 Isoquinoline 129 C9H7N 000119-65-3 91
3 2,4-Dicyanopyridine 129 C7H3N3 029181-50-8 91
4 Benzeneacetonitrile, .alpha.-met... 129 C9H7N 000495-10-3 72
5 Pyridine-3,4-dicarbonitrile 129 C7H3N3 001633-44-9 72

Abundance Scan 1121 (8.681 min): BF123954.D\data.ms (-1119) (-) m/z 129.00 100.00%
128.0

5000
102.0
51.0 R A S N Rans
H 8.40 8.60 8.80 9.00
Hw‘HWH‘WHH‘HHMHuNMW‘HWH‘WHHJmu_u‘_uw‘uw m/z 101.95  36.31%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13072: Quinoline
129.0
5000 LN L B B LR
8.40 8.60 8.80 9.00
102.0 m/z 50.95 19.35%
AL o N
| . ll
H\‘\\H‘\H\‘\H\‘HH‘HH‘HH’HH‘\\H’\\H‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13074: Isoquinoline
129.0
e e e A
8.40 8.60 8.80 9.00
5000 m/z 128.00 15.61%
102.0
51.0 76.0 ‘
e 2l e el e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13014: 2,4-Dicyanopyridine S ARARRE R
129.0 8.40 8.60 8.80 9.00
m/z 49.95 14.97%
5000 510 102.0
75.0
26.0 ‘
m"mwwwwlm"mu,”!m‘m‘,wwH_Mw}w, SNBBADY/ AY PNV S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Naphthalene, 1,6-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
9.533 4.05 ng 61069  Acenaphthene-die 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 93
2 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 91
3 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 90
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 87
5 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 83

Abundance Scan 1266 (9.533 min): BF123954.D\data.ms (-1261) (-) m/z 156.10 100.00%

156.1
5000 }\
128.1 )\‘ u.. /\ A
5.2 711 o0 9.50
e 3l wyz 141,65 73.57%
m/z--> 20 40 60 80 100 120 140 160
Abundance #28477: Naphthalene, 1,6-dimethyl-
156.0
5000 \A T A\ ] T A\ \'/\/\
9.50
m/z 155.10 43.73%
77.0 115.0
\\\\‘2\7\.0\\“\5\1‘\-0\“1\‘\‘”“\\\\.‘\\\‘\‘\‘L‘J\-s\ 0 “\\\
miz--> 20 40 60 80 100 120 140 160
Abundance #28470: Naphthalene, 2,7-dimethyl-
156.0 M
T T ‘ T T T T ‘I
9.50
5000 ITI/Z 128.05 21.70%
128.0
39.0 77.0
R0 ey 1020, 4w
m/z--> 20 40 60 80 100 120 140 160
Abundance #28488: Naphthalene, 2,6-dimethyl-
156.0 9.50
m/z 138.90 12.00%
5000
0 115.0 N n
51.0 ’
e O AL
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 14 Naphthalene, 2,6-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
9.598 4.02 ng 60609  Acenaphthene-die 9.939

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 95
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 94
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 93
4 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 93
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 93

Abundance Scan 1277 (9.598 min): BF123954.D\data.ms (-1274) (-) m/z 156.05 100.00%
1

156
5000 /\
115.1 }\‘ ‘ A A
_ 76.0 ‘ ‘138 9 9.50 10.00
S ‘w!‘mu 1972 L “JT‘ gl m/z 141.05  97.90%
miz--> 20 40 60 80 100 120 140 160
Abundance #28488: Naphthalene, 2,6-dimethyl-
156.0
5000 \A T A\ ‘ T A \I’\f\‘A
9.50 10.00
770 115.0 m/z 155.30 36.15%
27.0 I 5ﬁ-0 ‘\ LLUJ \98'0 ‘ “\13”0\ J_‘_ﬁ
\\\‘\‘\\\‘\\\\“\\‘\‘\‘\\\‘\\\i‘\‘\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #28500: Naphthalene, 1,6-dimethyl-
156.0 A M
AL A
9.50 10.00
5000 ITI/Z 115.10 26.40%
770 115.0
51.0 . 139.0
27.0 98.0
\\\‘\‘\\\“\\“\\“h\‘\MH“\‘\‘\\“\\\‘{‘\“!‘\\“‘\\ J—’_Yi
m/z--> 20 40 60 80 100 120 140 160
Abundance #28493: Naphthalene, 1,7-dimethyl- ‘ Ho— ‘
156.0 9.50 10.00
m/z 128.05 18.66%
5000
510 770 1150 4390 ‘
k980 L T
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 1-Iodo-2-methylundecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
10.845 4.99 ng 70456  Phenanthrene-d10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Todo-2-methylundecane 296 C12H25I 073105-67-6 80
2 Tridecane, 3-methyl- 198 C14H30 006418-41-3 78
3 Hexadecane 226 C16H34 000544-76-3 64
4 Dodecane, 3-methyl- 184 C13H28 017312-57-1 64
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 59
Abundance Scan 1489 (10.845 min): BF123954.D\data.ms (-1487) (1 m/z 57.10 100.00%
57.1
5000
— o
H ‘ ‘11‘3.2 168.1 10.50 11.00
I ‘1“‘”\”1 ‘\‘HH\“”‘ ‘\‘M\”\ | ‘”\ h\ LB B e B B B m/Z 43.05 71.10%
miz--> 50 100 150 200 250
Abundance #140553: 1-lodo-2-methylundecane
57.0
5000 s o
10.50 11.00
m/z 71.15 47.02%
99.0
T “\ ‘\“ ‘”‘\ ‘h‘ \h T “‘ bt “1\6?(\) T 2’1\1\0\ L —— \2\96‘(
miz--> 50 100 150 200 250
Abundance #59890: Tridecane, 3-methyl-
57.0
10.50 11.00
5000 m/z 41.00 39.54%
99.0 169.0
200 s G
miz--> 50 100 150 200 250
Abundance #83023: Hexadecane o —
57.0 10.50 11.00
m/z 85.20 30.27%
5000
99.0
lS.d “\‘ ‘\ [ \14\19 183.0 226'0
e B s e A R
m/z--> 50 100 150 200 250 10.50 11.00

8270-BF051421.M Tue May 18 06:03:11 2021 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 unknownll.298 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.298 3.53 ng 49770  Phenanthrene-d10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 47
2 Pentadecane 212 C15H32 000629-62-9 47
3 Heptadecane 240 C17H36 000629-78-7 47
4 Tridecane 184 C13H28 000629-50-5 47
5 Octacosane 394 (C28H58 000630-02-4 47
Abundance Scan 1566 (11.298 min): BF123954.D\data.ms (-1559) (1  m/z 57.10 100.00%
57.1
5000
141.9
e —
‘ ‘H 20‘5-8 11.00 11.50
“‘ﬂW‘J "m‘h“1u“‘u““““““‘,““ m/z 71.10  56.79%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000
11.00 11.50
m/z 43.10 55.03%
| ‘ e ‘\ J ;41 0183.0225.0267.0 323.0 380.
\\\\‘ \\‘\\\‘\\\\‘\\\\‘\\\\\\\\’\\1
miz--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0 JLM
—— =
11.00 11.50
5000 m/z 141.90 31.14%
9.0
15.0 ‘ | | [ 1410 2120
e
miz--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane T T
57.0 11.00 11.50
m/z 41.00  28.32%
5000
9.0
| | 1) 114101820 240.0
A A —— T
m/z--> 50 100 150 200 250 300 350 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Anthracene, 9-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.957 3.29 ng 46415  Phenanthrene-d10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
2 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 64
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 59
4 Benzene, 1,1'-(1,2-propadienylid... 192 C15H12 014251-57-1 58
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 53
Abundance Scan 1678 (11.957 min): BF123954.D\data.ms (-1675) (1  m/z 192.15 100.00%
192.2
5000 )\M
96.0 o I
39.0 60.1 152.0 12.00
‘HM_“‘,“‘1““1““1\”” b m/z 191.05  77.33%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54738: Anthracene, 9-methyl-
192.0
5000 g U 4
12.00
m/z 189.10 31.09%
300 630 9401150 1300 1650 M
‘\\\\‘\\\\‘\\\\‘\\\!‘\\\\‘\\\\’\\\\‘\\\\‘\\ \‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54754: Phenanthrene, 3-methyl-
192.0
i
12.00
5000 m/z 96.00 24.70%
300 630 9401150 1390 1650 M
R e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54757: 5H-Dibenzo[a,d]cycloheptene
192.0 12.00
m/z 94.40  19.40%
5000
165.0
96.0
W oM O ol
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 4H-Cyclopenta[def]phenanthrene Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.045 3.59 ng 50687  Phenanthrene-d10 11.428
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 72
2 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 42
3 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 38
4 Methyl diselenide 190 C2H6Se2 007101-31-7 35
5 Propanoic acid, 2-(2,4-dichlorop... 378 C15H10C1403 284488-02-4 20

Abundance Scan 1693 (12.045 min): BF123954.D\data.ms (-1688) (1  m/z 190.10 100.00%

19p.1
5000
94.3 631 Ml s
39.0 631 127.0 6‘3' 12.00
R R T m/z 189.10  96.15%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53205: 4H-Cyclopenta[deflphenanthrene
190.0
5000 MwA ‘ i
12.00
95.0 m/z 191.05 27.69%
400 630 | 116.0137.0 1630
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52771: 2,2'-Bis(4,5-dimethylimidazole)
190.0
42.0
ﬂ A
12.00
5000 ITI/Z 187.10 21.93%
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52810: 1,4-Naphthalenedione, 2,5-dihydroxy- ‘Mﬂ :
190.0 12.00
m/z 94.30 18.85%
5000 121.0
162.0
92.0 ‘
regrrergre o e il b
m/z--> 20 40 60 80 100 120 140 160 180 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\

Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator Ju/caG

Sample : M2383-06 5X

Misc . DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 1,2:4,5-Dibenzopyrene Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.727 4.17 ng 81676 Chrysene-d12 14.069
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2:4,5-Dibenzopyrene 302 C24H14 000192-65-4 72
2 3,4:8,9-Dibenzopyrene 302 C24H14 000189-64-0 68
3 Dibenzo(a,i)pyrene 302 C24H14 000189-55-9 47
4 Dibenzo[fg,op]naphthacene 302 C24H14 000192-51-8 45
5 1,2,9,10-Dibenzopyrene 302 C24H14 000191-30-0 42

Abundance Scan 1979 (13.727 min): BF123954.D\data.ms (-1969) (1  m/z 302.15 100.00%

302.1
5000
66.0 150.8 bty —
1112 ” 192.9 230.2 13.50 14.00
WPM”H‘MW‘M‘NlM‘J‘ “NAWHAfV m/z 300.15 31.07%
m/z--> 50 100 150 200 250 300
Abundance #146694: 1,2:4,5-Dibenzopyrene
302.0
5000 — 1 : T T
151.0 13.50 14.00
m/z 303.15 30.67%
69.0 1000 ‘\“ 248.0
T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250 300
Abundance #146695: 3,4:8,9-Dibenzopyrene
302.0
Y .
13.50 14.00
5000 m/z 66.00 25.16%
151.0
51.0 101.0 Hd\ﬂ\ 198.0 248.0
T e e e
miz--> 50 100 150 200 250 300
Abundance #146692: Dibenzo(a,i)pyrene T T
302.0 13.50 14.00
m/z 150.80  21.80%
5000
151.0
63.0 990 | 198.0 248.0
L R A e B R A AR
m/z--> 50 100 150 200 250 300 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\

Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator Ju/caG

Sample : M2383-06 5X

Misc DUP-01-05112021

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 unknownl5.433 Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.433 10.56 ng 100196 Perylene-di2 15.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2:4,5-Dibenzopyrene 302 C24H14 000192-65-4 38
2 Perylene 252 C20H12 000198-55-0 30
3 3,4:8,9-Dibenzopyrene 302 C24H14 000189-64-0 30
4 Benzo[a]pyrene 252 C20H12 000050-32-8 30
5 1-Phenyl-3-(4-methoxyphenyl)-2-p... 252 C16H16N20 003314-43-0 30

Abundance Scan 2269 (15.433 min): BF123954.D\data.ms (-2260) (-]
252.1

m/z 252.10 100.00%

T s021
5000
L. L
30 4,112 207.1 15.50
! STNEIRTI . ““ i ‘W‘“wh m/z 302. 78.35%
miz--> 50 100 150 200 250 300
Abundance #146694: 1,2:4,5-Dibenzopyrene
302.0
5000
151.0 15.50
m/z 250.10 29.61%
570 1000 \‘ 2480 |
T T T ‘ T T T T ‘ T T L ‘ T T T T ‘ T L T ‘ T T T T ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #104215: Perylene
252.0 A
(R AT A
15.50
5000 ITI/Z 253.20 27.37%
126.0
500 87.0 \H 150.0 1980 |
B LS. =2 VRS B
m/z--> 50 100 150 200 250 300 A
Abundance #146695: 3,4:8,9-Dibenzopyrene M, ﬂﬂm AL )
302.0 15.50
m/z 151.00 26.01%
5000
151.0
5.0 1010 | \‘ 1980 2480 /
R e R -G —
m/z--> 50 100 150 200 250 300 15.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@51521\
Data File : BF123954.D

Acqg On : 15 May 2021 19:58

Operator : JU/CG

Sample : M2383-06 5X

Misc : DUP-01-05112021

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF051421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Butane, 2-metho... 2.152 10.7 ng 132378 1 6.904 248273 20.0
Pyridine, 2-met... 4.734 18.9 ng 234546 1 6.904 248273 20.0
Pyridine, 3-met... 5.351 8.7 ng 108114 1 6.904 248273 20.0
Pyridine, 2,6-d... 5.616 19.6 ng 243684 1 6.904 248273 20.0
Pyridine, 2,4-d... 6.093 16.1 ng 199277 1 6.904 248273 20.0
Pyridine, 2,5-d... 6.116 6.4 ng 79856 1 6.904 248273 20.0
Pyridine, 2,3-d... 6.228 7.7 ng 95011 1 6.904 248273 20.0
Benzene, 1,2,3-... 6.728 6.0 ng 74105 1 6.904 248273 20.0
Pyridine, 2,3,6... 6.792 4.4 ng 54706 1 6.904 248273 20.0
Benzene, 1-prop... 7.163 8.5 ng 105641 1 6.904 248273 20.0
Isoquinoline 8.539 5.9 ng 110842 2 8.186 373946 20.0
Quinoline 8.681 3.3 ng 62207 2 8.186 373946 20.0
Naphthalene, 1,... 9.533 4.0 ng 61069 3 9.939 301558 20.0
Naphthalene, 2,... 9.598 4.0 ng 60609 3 9.939 301558 20.0
1-Iodo-2-methyl... 10.845 5.0 ng 70456 4 11.428 282204 20.0
unknownl11.298 11.298 3.5 ng 49770 4 11.428 282204 20.0
Anthracene, 9-m... 11.957 3.3 ng 46415 4 11.428 282204 20.0
4H-Cyclopenta[d... 12.045 3.6 ng 50687 4 11.428 282204 20.0
1,2:4,5-Dibenzo... 13.727 4.2 ng 81676 5 14.069 391301 20.0
unknown15.433 15.433 10.6 ng 100196 6 15.563 189777 20.0
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