LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110125.D

Aca On : 24 Oct 2018 19:55

Operator : JU/SJ

Sample : J5198-29 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF102318.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY heiaht area % max. total
1 2.269 26 31 37 rvB 188845 252041 15.39% 1.264%
2 5.192 524 528 536 rBV 59491 66091 4.04% 0.331%
3 5.581 590 594 598 rBVY 1504098 1422830 86.89% 7.136%
4 6.586 760 765 779 rBV2 1552521 1637478 100.00% 8.212%
5 6.734 786 790 794 rBVY 1776230 1466917 89.58% 7.357%
6 6.969 826 830 833 rBVY 1031722 816936 49.89% 4_.097%
7 7.122 852 856 860 rBY 1346004 1126550 68.80% 5.650%
8 7.528 921 925 928 rBV 952362 793707 48.47% 3.981%
9 8.251 1044 1048 1055 rBv 1188720 992323 60.60% 4_.977%
10 9.322 1227 1230 1234 rBvY 1733526 1421491 86.81% 7.129%
11 9.663 1285 1288 1291 rBV 14622 17209 1.05% 0.086%
12 9.716 1294 1297 1303 rVB 204042 163942 10.01% 0.822%
13 9.874 1320 1324 1328 rBV 42150 41528 2.54% 0.208%
14 10.010 1344 1347 1351 rBV 1061581 913802 55.81% 4 .583%
15 10.045 1351 1353 1361 rVB 56426 49829 3.04% 0.250%
16 10.216 1376 1382 1385 rBv2 27746 28285 1.73% 0.142%
17 10.422 1412 1417 1420 rBvV3 19142 27734 1.69% 0.139%
18 10.557 1437 1440 1447 rVB 46669 52661 3.22% 0.264%
19 10.645 1449 1455 1457 rVvv3 19499 23570 1.44% 0.118%
20 10.798 1478 1481 1495 rVB 782112 725570 44.31% 3.639%
21 10.910 1495 1500 1506 rBV5 39341 62853 3.84% 0.315%
22 11.233 1551 1555 1557 rBv4 14102 22127 1.35% 0.111%
23 11.263 1557 1560 1565 rVB3 19186 24975 1.53% 0.125%
24 11.351 1572 1575 1577 rBV 34231 32866 2.01% 0.165%

25 11.504 1597 1601 1603 rBV 1048049 868742 53.05% 4_.357%

26 11.527 1603 1605 1609 rVvVv 407881 322477 19.69% 1.617%
27 11.580 1611 1614 1617 rVV 118443 109168 6.67% 0.548%

28 11.616 1617 1620 1625 rVB4 18961 29495 1.80% 0.148%
29 11.733 1636 1640 1645 rBV 35332 50905 3.11% 0.255%
30 11.774 1645 1647 1649 rVvVv 28218 21938 1.34% 0.110%
31 11.833 1655 1657 1661 rVB2 19965 21906 1.34% 0.110%
32 12.004 1683 1686 1689 rBV2 89444 95374 5.82% 0.478%
33 12.033 1689 1691 1695 rVB 102916 85191 5.20% 0.427%
34 12.080 1696 1699 1702 rBV 45973 46833 2.86% 0.235%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110125.D

Aca On : 24 Oct 2018 19:55

Operator : JU/SJ

Sample : J5198-29 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.121 1702 1706 1708 rVV2 105047 123592 7.55% 0.620%

36 12.139 1708 1709 1714 rVB 50611 41406 2.53% 0.208%
37 12.186 1714 1717 1719 rBvV 48969 43916 2.68% 0.220%
38 12.298 1733 1736 1739 rBV 49772 49214 3.01% 0.247%
39 12.327 1739 1741 1745 rVB3 34593 31580 1.93% 0.158%
40 12.433 1756 1759 1760 rBV3 19581 18975 1.16% 0.095%
41 12.557 1776 1780 1781 rBV 63896 68692 4._.19% 0.345%
42 12.574 1781 1783 1788 rVV3 51668 75861 4.63% 0.380%
43 12.645 1792 1795 1798 rBV2 54327 59340 3.62% 0.298%
44 12.721 1804 1808 1812 rBVY 789265 692046 42.26% 3.471%
45 12.815 1821 1824 1826 rBV2 39628 39785 2.43% 0.200%

46 12.951 1841 1847 1853 rBVY 680589 780574 47.67% 3.915%
47 12.998 1853 1855 1858 rBV3 37675 43420 2.65% 0.218%
48 13.086 1867 1870 1873 rVB 1437660 1140222 69.63% 5.718%
49 13.168 1880 1884 1888 rBV2 56756 113085 6.91% 0.567%

50 13.280 1900 1903 1905 rVB 73990 66603 4_.07% 0.334%
51 13.304 1905 1907 1909 rVB 55784 37901 2.31% 0.190%
52 13.345 1912 1914 1916 rVB 72623 52451 3.20% 0.263%
53 13.380 1918 1920 1923 rVB2 54914 53733 3.28% 0.269%
54 13.645 1963 1965 1967 rBV 52334 37649 2.30% 0.189%

55 13.974 2019 2021 2024 rBV3 105122 102531 6.26% 0.514%
56 14.109 2042 2044 2047 rBV 170404 141178 8.62% 0.708%
57 14.151 2047 2051 2054 rVvVv2 892880 1039638 63.49% 5.214%
58 14.180 2054 2056 2061 rVB 250705 212555 12.98% 1.066%
59 15.221 2231 2233 2237 rBV 146330 199231 12.17% 0.999%
60 15.615 2297 2300 2306 rVB 168337 221570 13.53% 1.111%

61 15.680 2307 2311 2315 rBV 473529 617180 37.69% 3.095%

Sum of corrected areas: 19939272
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102418\
: BF110125.D

: 24 Oct 2018 19:55

: Ju/sd

: J5198-29 2X

24 Sample Multiplier: 1

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF102318_M

Abundance

1500000
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500000

TIC: BF110125.D
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7.53

0
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TIC: BF110125.D
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&{\'030.2210.4@%@65 10.91 1,
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w
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Time-->
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11.50

Abundance
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500000

14.
13.97
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TIC: BF110125.D
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110125.D

Aca On : 24 Oct 2018 19:55

Operator : JU/SJ

Sample : J5198-29 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

2.27 6.17 ng 252041 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 31 (2.269 min): BF110125.D (-26) (-) m/z 73.10 100.00%
7B
5000 43
55 87
| 2.202.302.40 2.50 2.60 2.70
Olrrrprrrrprrrr et el bl ek e e || M7z 43.00 41, 24%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 2.202.302.40 2.50 2.60 2.70
55 87 m/z 87.10 26.69%
29
e A R R S R SRR RN AR RARAN BARAN SRR BARSS SARN
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
2.202.30 2.40 2.50 2.60 2.70
5000 41 55 m/z 55.00 26.67%
29
o 1L, \‘\ I, el o7 112 129
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1995: Silane, tetramethyl-
73 2.202.302.40 2.50 2.60 2.70
m/z 41.05 13.48%
5000
43
oLo2 15 2 ] 53 e | 88
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110125.D

Aca On : 24 Oct 2018 19:55

Operator : JU/SJ

Sample : J5198-29 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 unknown6.73 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

6.73 35.91 ng 1466920 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.728 min): BF110125.D (-786) (-) m/z 132.00 100.00%
32
5000 68
6 TTTTTTTT T T T T T T T T
40 54 ‘ 75 104 6.40 6.60 6.80 7.00
o [ v .61'.-.| BV S WSS [ N m/z 68.10 44.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SRS SRR SRS SRR
6.40 6.60 6.80 7.00
2 78 m/z 134.00 31.73%
38
0'w'“'w'“J”Jh'L'M'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
SIS SRR SRS SRR
6.40 6.60 6.80 7.00
5000 m/z 66.00 28 .50%
104
oL 14 27 37 4451 58 ® T g9 97 | 15 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R REamaEsms
132 6.40 6.60 6.80 7.00
m/z 69.05 16.95%
5000 6
41 97
53 117
0"|'”'|'“'|?ﬂ'hj"WMM'w'“kjw'huﬂ“'é?'m'l}Pﬁl"jw%%?w t"" SRS SRR SRR AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110125.D

Aca On : 24 Oct 2018 19:55

Operator : JU/SJ

Sample : J5198-29 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1H-Indene, 2-phenyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.00 2.20 ng 95374 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 93
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 92
3 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 90
4 Phenanthrene. 4-methvl- 192 C15H12 000832-64-4 90
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 89

Abundance Scan 1685 (11.998 min): BF110125.D (-1683) (-) m/z 192.10 100.00%

192

5000
5 N B e e S
110 128141 11.60 11.80 12.00 12.20 12.40
o m/z 191.05 56.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54727: 1H-Indene, 2-phenyl-
192
5000
11.60 11.80 12.00 12.20 12.40
165 m/z 189.00 29.50%
o263 677 % 115 139152 | 178
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192
11.60 11.80 12.00 12.20 12.40
5000 m/z 193.00 21.68%
83 96 165
o 63 115 139152
- IIIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54750: Phenanthrene, 2-methyl-
192 11.60 11.80 12.00 12.20 12.40
m/z 190.10 17.15%
5000
9 165
ol_27 5063 76 115 139152 | 178 " o~
- IIIIIIIIIIIIIIIIIIII Trrr[rrrr TrrryrrrrrT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110125.D

Aca On : 24 Oct 2018 19:55

Operator : JU/SJ

Sample : J5198-29 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF102318_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.12 2.85 ng 123592 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 81
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 59
3 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 38
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 38
5 Pyrimidine, 2-chloro-5-phenyl- 190 C10H7CIN2 022536-62-5 25

Abundance Scan 1706 (12.121 min): BF110125.D (-1702) (-) m/z 190.10 100.00%
190
5000
163 11:80 12,00 12.20 12,40
o 113 127137 152-°°173 204 218 77 189 05 07 14%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 —WWMWM

11.80 12.00 12.20 12.40
m/z 192.10 41.60%

94

27 39 50 63 81 | 110122 137 150 163 178

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

o

Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
N RNamamEa s
11.80 12.00 12.20 12.40
5000 m/z 191.10 37.65%
94
81 163
0 | \
B o o o o T o LA e o o o R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52566: 2,6-Dichlorobenzaldoxime
154 189 11.80 12.00 12.20 12.40
m/z 94.60 25.79%
5000 136
118
i \ \ \ |
OI I\HM\H\‘ ‘HH \‘ H H\‘ HH‘”“.H“‘.,..‘l‘.,....,.. N
m/z--> 2 160 180 200 220 11. 80 12. 00 12. 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102418\
Data File : BF110125.D

Aca On : 24 Oct 2018 19:55

Operator : JU/SJ

Sample : J5198-29 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF102318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Pyrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.17 2.18 ng 113085 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 81
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 74
3 Pvrene. 2-methvl- 216 C17H12 003442-78-2 62
4 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 58
5 1,3,5-Triazine-2,4,6-triamine, N... 216 C10H12N6 046731-79-7 58
Abundance Scan 1884 (13.168 min): BF110125.D (-1880) (-) m/z 216.10 100.00%
216
5000
94
41 63 19 1 137 163 29 238 263 289 307 12.80 13.00 13.20 13.40
of m/z 215.05 95.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216
5000

12.80 13.00 13.20 13.40
m/z 213.10 20.52%

95 189
o 14 39 63 0 134 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74421: 11H-Benzo[a]fluorene
216
NJ\IIIIIIIIIIIIIIIIIIIIIII
12.80 13.00 13.20 13.40
5000 m/z 94.40 19.94%
108
AN O B
T T R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74413: Pyrene, 2-methyl-
216 12.80 13.00 13.20 13.40
m/z 217.10 18.26%
5000 05
189
0 53 74 1 163
L IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102418\
Data File : BF110125.D

Acq On : 24 Oct 2018 19:55

Operator : JU/SJ

Sample - J5198-29 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF102318_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-methoxy... 2.27 6.2 ng 252041 1 6.97 816936 20.0
unknown6.73 6.73 35.9 ng 1466920 1 6.97 816936 20.0
1H-Indene, 2-phenyl- 12.00 2.2 ng 95374 4 11.50 868742 20.0
4H-Cyclopenta[def... 12.12 2.9 ng 123592 4 11.50 868742 20.0
Pyrene, l-methyl- 13.17 2.2 ng 113085 5 14.15 1039640 20.0
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