LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 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:\HPCHEM1I\BNA F\METHODS\8270-BF092117.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 2.263 26 30 52 rvB2 99590 224728 6.04% 0.575%
2 5.163 519 523 536 rBV 502234 655159 17.60% 1.676%
3 5.551 583 589 592 rBVY 3419988 3678313 98.80% 9.409%
4 6.545 752 758 763 rBY 3140864 3723007 100.00% 9.523%
5 6.698 779 784 787 rBVY 3671352 3721971 99.97% 9.521%
6 6.928 819 823 826 rVB 1136592 908208 24.39% 2.323%
7 7.081 845 849 853 rBVY 2743502 2600772 69.86% 6.653%
8 7.487 913 918 921 rBVY 2308998 2229793 59.89% 5.704%
9 8.210 1034 1041 1043 rBv 1237162 1194886 32.09% 3.057%
10 8.228 1043 1044 1047 rVB 73047 39949 1.07% 0.102%
11 9.281 1218 1223 1226 rBY 3674734 3201458 85.99% 8.189%
12 9.357 1232 1236 1238 rBV3 50632 49939 1.34% 0.128%
13 9.669 1286 1289 1293 rVB 414066 327057 8.78% 0.837%
14 9.822 1312 1315 1318 rBV 45786 45019 1.21% 0.115%
15 9.886 1321 1326 1328 rVB2 34068 44277 1.19% 0.113%

16 9.963 1333 1339 1342 rBV 1247291 1095666 29.43% 2.803%
17 9.992 1342 1344 1347 rVB 168250 129446 3.48% 0.331%

18 10.163 1368 1373 1377 rVB2 92830 96028 2.58% 0.246%
19 10.204 1377 1380 1385 rVB4 36354 40214 1.08% 0.103%
20 10.275 1388 1392 1395 rBV2 41704 43348 1.16% 0.111%
21 10.369 1404 1408 1409 rBV3 32141 42292 1.14% 0.108%
22 10.386 1409 1411 1414 rVB 70719 52989 1.42% 0.136%
23 10.504 1428 1431 1437 rVB 128204 131239 3.53% 0.336%
24 10.575 1437 1443 1444 rBV3 33626 46488 1.25% 0.119%

25 10.598 1444 1447 1453 rVV2 209012 240564 6.46% 0.615%

26 10.663 1456 1458 1465 rVvVv 53968 60281 1.62% 0.154%
27 10.751 1467 1473 1476 rVV 1869764 1798539 48.31% 4.601%
28 10.792 1476 1480 1484 rVvVv 234464 237897 6.39% 0.609%
29 10.869 1488 1493 1499 rVB2 98597 158954 4.27% 0.407%

30 11.022 1515 1519 1521 rBV 56929 56687 1.52% 0.145%
31 11.051 1521 1524 1527 rVB3 50857 59261 1.59% 0.152%
32 11.304 1562 1567 1570 rBV3 63897 79929 2.15% 0.204%
33 11.345 1570 1574 1579 rVB2 77854 98017 2.63% 0.251%

34 11.451 1588 1592 1594 rBV 932994 974666 26.18% 2.493%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092117.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.475 1594 1596 1599 rVvVv 754999 599873 16.11% 1.534%

36 11.522 1601 1604 1607 rVB 378599 282664 7.59% 0.723%
37 11.675 1628 1630 1637 rVB 49570 47284 1.27% 0.121%
38 11.951 1674 1677 1678 rBV 108337 116537 3.13% 0.298%
39 11.975 1678 1681 1684 rVVv2 185779 229258 6.16% 0.586%

40 12.022 1686 1689 1692 rVV 62305 63294 1.70% 0.162%
41 12.063 1692 1696 1698 rVvV 297526 301558 8.10% 0.771%
42 12.080 1698 1699 1702 rVB 97066 65102 1.75% 0.167%
43 12.245 1724 1727 1729 rBV 112470 106060 2.85% 0.271%
44 12.498 1766 1770 1772 rBY 79052 87082 2.34% 0.223%
45 12.527 1772 1775 1778 rVVv4 45089 63003 1.69% 0.161%
46 12.580 1782 1784 1789 rBV3 38225 48483 1.30% 0.124%

47 12.663 1794 1798 1801 rBV 1481915 1287518 34.58% 3.293%
48 12.751 1810 1813 1816 rBV3 117855 125814 3.38% 0.322%
49 12.810 1821 1823 1826 rVV 72113 83427 2.24% 0.213%
50 12.892 1830 1837 1842 rVV 1137989 1253185 33.66% 3.206%

51 12.933 1842 1844 1849 rVB2 45111 63278 1.70% 0.162%
52 13.004 1854 1856 1857 rBV 52525 43180 1.16% 0.110%
53 13.033 1857 1861 1864 rVB 2611112 2306711 61.96% 5.901%
54 13.098 1869 1872 1876 rBvV4 55374 96788 2.60% 0.248%

55 13.216 1889 1892 1896 rVB2 147267 133430 3.58% 0.341%

56 13.280 1900 1903 1906 rBV 123636 103056 2.77% 0.264%

57 13.316 1907 1909 1912 rVB2 62805 61124 1.64% 0.156%
58 13.439 1928 1930 1933 rBV 41745 45039 1.21% 0.115%
59 13.863 2000 2002 2004 rBV 56702 42998 1.15% 0.110%

60 13.916 2009 2011 2016 rVB2 226959 214173 5.75% 0.548%

61 14.086 2033 2040 2042 rBV2 1121465 1370843 36.82% 3.507%
62 14.110 2042 2044 2050 rVB 346746 294462 7.91% 0.753%
63 15.133 2215 2218 2222 rBV 213825 342382 9.20% 0.876%
64 15.510 2279 2282 2286 rBV 167512 183919 4.94% 0.470%
65 15.580 2289 2294 2298 rBV 722546 944565 25.37% 2.416%

Sum of corrected areas: 39093131
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF098691.D

3500000 5.55 670
6.55

3000000
7.08

2500000 7.49
2000000
1500000

1000000
5.16

500000 o A | ] ]! J |

o~ b

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF098691.D

3500000

3000000 13.03

2500000

2000000 10.75
12.66
8.21 9.96 12.89

11.45
1000000 11.47

1500000

9.67 .52
500000 P

06 2P0
3 o 990160 26 SR AN o 199 982.25 1 s--~an1§umi-:”-ﬁ.44
Ot "3 036 | 9834 t‘."f"‘.."@ﬁfﬁ“ﬂ L1385 | 11.67 TR R S v I e
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF098691.D
3500000

3000000

2500000

2000000

1500000 14.09

1000000

500000

O

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5

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

2.26 4.95 ng 224728 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9

4 N-Ethylformamide

73

C3H7NO

5 Boronic acid, ethyl-, dimethyl e... 102 C4H11BO2

000627-45-2 9
007318-82-3 9

m/z 73.10 100.00%

L

2.202.30 2.40 2.50 2.60 2.70

m/z 43.00 39.39%

W

_'_""l_'"""-r"'_""r'""_"r'_"""r""'_"r'_"
2.202.30 2.40 2.50 2.60 2.70

m/z 55.00 28 .80%

-

2.202.30 2.40 2.50 2.60 2.70

m/z 87.05 25.04%

-

2.202.30 2.40 2.50 2.60 2.70

Abundance Scan 29 (2.257 min): BF098691.D (-26) (-)
73.1
5000 43.0
55.0 87.0
0 | L .| |
L I o o o o e S LA
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
430 550 87.0
29.0 ‘
0 Ll AN \
L i e i o e o B R ERAEEmEmE
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
73.0
5000
45.0
29.0
37.0 55.0 101.0
O T T T T T T T T T T T T
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1877: Acetamide, N-ethyl-
30.0
5000 430 87.0
15.0 72.0
0 | il |l 51.0 59.0
B I e A e o
m/z--> 10 20 30 40 50 60 70 80 90 100

m/z 41.00 15.97%

W

2.202.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.16 14.43 ng 655159 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 522 (5.157 min): BF098691.D (-519) (-) m/z 42.95 100.00%
43.0
5000 59.0
| 601 830 10|1'0 480 500 520 540
O i e L i L T S m/z 59.00 47 . 73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S U L L
59.0 480 500 520 540
0
150 a0 1010 m/z 58.00 17.51%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 500 520 540
5000 m/z 101.00 14 .95%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime s e R R o
43.0 4.80 5.00 5.20 5.40
m/z 41.00 7.57%
5000
101.0
150 310 | %80 69,0 86.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40

8270-BF092117.M Mon Sep 25 10:56:07 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 1

Peak Number 3 unknown6.70

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

6.70 81.96 ng 3721970 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 784 (6.698 min): BF098691.D (-779) (-) m/z 131.95 100.00%
1319
5000 68.0
96.0 IR LR UL SR
401 540 ‘ 6.40 6.60 6.80 7.00
o....,...:p!...,::..,..ln.',..7.5?',0....,..!.,.]1??:?.1.1.7.-?...., e | M/Z 68.05  36.74%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RS LR UL S
6.40 6.60 6.80 7.00
210 510 m/z 134.00 33.73%
0'”'ﬂ'MHJ'WH”'P'Ji“Y%q”'P'”I””W'”'P'”I“'W'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.70%
41.0 97.0
53.0
79.0 117.0
0'”'I”"P"W"”I'”'I”"P"W"”I&qzo”"ﬁ"W"”l'”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R m
13p.0 6.40 6.60 6.80 7.00
m/z 69.05 14 .49%
5000
67.0
80.0 91.0
4209 540 ||| 10601170
OH'W'“'HRHT”“HI“'V'ml“'ﬂl“'w““ RASSRRASARERSERAS IR LR L S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

8270-BF092117.M Mon Sep 25 10:56:08 2017

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 5 Benzenesulfonamide, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.60 4.39 ng 240564 Acenaphthene-d10 9.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 2-methvl- 171 C7HINO2S 000088-19-7 94
2 Bicvclol4.1.01hepta-1.3.5-triene 90 C7H6 004646-69-9 43
3 Thiourea. methvl- 90 C2H6N2S 000598-52-7 32
4 4-(2-AminoethvD)benzenesulfonamide 200 C8H12N202S 035303-76-5 28
5 2,4-Octadiyne 106 C8H10 002809-71-4 25
Abundance Scan 1447 (10.598 min): BF098691.D (-1444) (-) m/z 89.95 100.00%
99.0
106.0
5000
10.20 10.40 10.60 10.80 11.00
0 m/z 91.00 77.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #39301: Benzenesulfonamide, 2-methyl-
90.0
106.0
5000
65.0 171.0 10.20 10.40 10.60 10.80 11.00
0 m/z 106.00 72 .34%
18.0 390 ‘ ‘ 154.0
0....‘,.a‘..‘,‘..‘..,‘l...“‘,..l.,.:.l.zll'.o..a,....,..:.,...
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
90.0
10.20 10.40 10.60 10.80 11.00
5000 m/z 64.95 38.08%
63.0
39.0
S L L S L UL UL B B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2235: Thiourea, methyl-
90.0 10.20 10.40 10.60 10.80 11.00
m/z 89.00 33.83%
5000 80.0
57.0
15.0 74.0
0"”W""N"'HV'”“l'“lw""l”"l'”'l"'w"'
m/z--> 20 40 60 80 100 120 140 160 180 10.20 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane, 2,6,11,15-tetra... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.87 3.26 ng 158954 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 58
2 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 52
3 Hexadecane. 2.6.10-trimethvl- 268 C19H40 055000-52-7 49
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 49
5 Decane, 5-ethyl-5-methyl- 184 C13H28 017312-74-2 46

Abundance Scan 1493 (10.869 min): BF098691.D (-1488) (-) m/z 57.00 100.00%

57.0

5000

10.60 10.80 11.00 11.20

01 m/z 71.05 73.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #129508: Hexadecane, 2,6,11,15-tetramethyl-
57.0
5000 LA L L L L L L
85.0 1060 1080 11.00 11 20
3.0 169.0 m/z 43.05 56.95%
29.0 '
N s I Y »x...‘\,..w\.,.w..lf‘,l.‘.’.. LA 2670
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57.0
R N RARE SRR R a
10.60 10.80 11.00 11.20
5000 m/z 85.05 28.67%
8.0 113.0
29.0 ’ 183.0
0 141.0 225.0 253.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117657: Hexadecane, 2,6,10-trimethyl- B e e
57.0 10.60 10.80 11.00 11.20
m/z 41.05 25.25%
5000
85.0 1100 183.0
0 ‘\ ‘\ Il H‘ 1l ‘ I 15\50 I, 225.0 253.0
L R N m o o o  a  Raaa R N RARE SRR R a
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10 60 10. 80 11. 00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 Dibenzothiophene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.35 2.01 ng 98017 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 96
2 Naphthol2.1-blthiophene 184 C12H8S 000233-02-3 94
3 Naphthol2.3-blthiophene 184 C12H8S 000268-77-9 93
4 Naphtholl.2-blthiophene 184 C12H8S 000234-41-3 93
5 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
Abundance Scan 1575 (11.351 min): BF098691.D (-1570) (- m/z 184.00 100.00%
184.0
5000
91.9 130 10 170 1140 11e0 "
) - 123.0 166.0 210.2 : : : :
ol R0, 829 | CUT IR0 L 2800 | 202 5500 16.61%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #48782: Dibenzothiophene
184.0
5000
11.00 11.20 11.40 11.60
139.0 m/z 185.00 12.41%
300 690 99 1130 T 1ss0 |
m/z--> 40 60 80 100 120 140 160 180 200 '
Abundance
184.0
11.00 11.20 11.40 11.60
5000 m/z 152.05 9.35%
139.0
400 560 740 229 1130 158.0
miz--> 40 60 80 100 120 140 160 180 200
Abundance #48787: Naphtho[2,3-b]thiophene
184.0 11.00 11.20 11.40 11.60
m/z 183.00 7.82%
5000
139.0
450 6%0\ m ‘ pall 11§0 il ‘580 |
mz-> 40 60 80 100 120 140 160 180 200 | | 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 8 Anthracene, 1l-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.95 2.39 ng 116537 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 90
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 89
Abundance Scan 1677 (11.951 min): BF098691.D (-1674) (-) m/z 192.05 100.00%
190.1
5000
94.4 165.0 A RSN SRR AR
43.0 73.0 11.60 11.80 12.00 12.20
ol 150, 1891 208.0 m/z 191.05 59.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54739: Anthracene, 1-methyl-
192.0
5000
11.60 11.80 12.00 12.20
165.0 m/z 188.95 30.92%
0 44"'0‘ 630 \80"0‘\ 9?0 115'0 13\9'0 " ‘h“ . HH
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 190.10 17.80%
94.0 165.0
0 39.0 63.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 193.05 13.36%
5000
165.0
oL15.0 390 630 8?'0 99.01150 139.0 1 ||
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.97 4.70 ng 229258 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 94
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 91

Abundance Scan 1680 (11.969 min): BF098691.D (- 1678) ) m/z 192.10 100.00%

19p.

5000
91.0 IS S L1 71 I S
39. 115.0 1422 11.60 11.80 12.00 12.20
0 m/z 191.10 72.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54746: Phenanthrene, 1-methyl-
192.0

5000
11.60 11.80 12.00 12.20

m/z 189.05 30.33%

165.0

39.0 63.0

96.0115.0 139.0

)} e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 91.00 23.83%
94.0 165.0
0 39.0 63.0 115.0 139.0
T T T T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54735: Anthracene, 2-methyl- L B o
192.0 11.60 11.80 12.00 12.20
m/z 180.00 20.44%
5000
83.0 165.0

15.0 39.0 63.0 115.0 139.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 10 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.06 6.19 ng 301558 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 94
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
3 2.3.5.6-Tetramethvlterephthalald... 190 C12H1402 007072-01-7 47
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 42
5 Hydrazinecarboxaldehyde, 2-[3-(m... 190 C4H6N40S2 038362-25-3 14

Abundance Scan 1696 (12.063 min): BF098691.D (-1692) (- m/z 190.10 100.00%
19p.1
5000
94.5 Y Y AN
63.0 163.0 11.80 12.00 12.20 12.40
ol 20 L 2L 790, Il 2130 1390 Tt Al 291 Th777189.10 92.45%
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0
5000
94.0 11.80 12.00 12.20 12.40
' m/z 191.10 25.74%
oL 390 630 | 1100 1370 1630 |
mz-> 20 40 60 8 100 120 140 160 180 200 220
Abundance
189.0
11.80 12.00 12.20 12.40
5000 m/z 94.50 24 .33%
94.0
163.0
L A UL L W B B WAL IS B W
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52976: 2,3,5,6-Tetramethylterephthalaldehyde B B man B
39.0 190.0 11.80 12.00 12.20 12.40
m/z 187.00 21.04%
5000 115.0 133.0 161.0
0 H H \‘HIH I |H||||‘|||‘||||‘||||||||||
m/z--> 140 160 180 200 220 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 11 Tricyclo[8.2.2.2(4,7)]hexad... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.25 2.18 ng 106060 Phenanthrene-d10 11.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricvclol8.2.2.2(4.7)1lhexadeca-2... 204 C16H12 006572-60-7 64
2 Naphthalene. 2-phenvl- 204 Cl6H12 000612-94-2 60
3 Naphthalene. 1-phenvl- 204 Cl6H12 000605-02-7 55
4 9.10-Bis(bromomethvDanthracene 362 C16H12Br2 034373-96-1 52
5 6-Cyanophenanthridine 204 C14H8N2 002176-28-5 45

Abundance Scan 1728 (12.251 min): BF098691.D (-1724) (-) m/z 204.05 100.00%

105.1 20¢.1

5000

75.9 2231 12.00 12.20 12.40 12.60

39.0 57.0
. m/z 105.05 84 .31%
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64614: Tricyclo[8.2.2.2(4,7)|hexadeca-2,4,6,8,10,12,13,15...
204.0
5000 LA L B L L L LB
12.00 12.20 12.40 12.60
1010 m/z 202.00  41.54%
27.0 5:!7'0 7?'0 L b 126.0 15?'0 17?'0 | HM\
T B e
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
204.0
R R
12.00 12.20 12.40 12.60
5000 m/z 203.10 30.75%
101.0
o 510 6.0 126.0 150.0 176.0
T T o
miz--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #64595: Naphthalene, 1-phenyl- R EBREEEEES
204.0 12.00 12.20 12.40 12.60
m/z 208.10 15.80%
5000
101.0
o270 510 760 | 1260 1500 1760
I e T
miz--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092217\
Data File : BF098691.D

Aca On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092117_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 13 3-Eicosene, (E)-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.92 3.12 ng 214173 Chrysene-di12 14.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 97
2 1-Octadecene 252 C18H36 000112-88-9 93
3 1-Docosene 308 C22H44 001599-67-3 93
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 1-Heneicosanol 312 C21H440 015594-90-8 90

Abundance Scan 2012 (13.921 min): BF098691.D (-2009) (-) m/z 57.00 100.00%
51. .0
5000 erﬂJM“MNnﬂ\AAAWJ\AMW/kvm-
101 g7, 20 J71 3012971 | 13,60 1380 1400 1420
Ot : m/z 43.05 94 .91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #127771: 3-Eicosene, (E)-
57.0
5000 BRI BN UL
29.0 13.60 13.80 14.00 14.20
' m/z 83.00 90.92%
o “ ‘ 139.0 167.0 196.0 224.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
83.0 AU A U
13.60 13.80 14.00 14.20
5000 m/z 69.10 86 .36%
29.0 111.0
0 139.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #151538: 1-Docosene e B A
13.60 13.80 14.00 14.20
m/z 97.10 80.88%
5000
29.0
125.0
ol 153.0 181.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20

8270-BF092117.M Mon Sep 25 10:56:14 2017
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092217\
Data File : BF098691.D

Acq On 22 Sep 2017 11:11

Operator : SJ/JU

Sample : 15293-04

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092117 .M
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... 2.26 5.0 ng 224728 1 6.93 908208 20.0
2-Pentanone, 4-hy... 5.16 14.4 ng 655159 1 6.93 908208 20.0
unknown6.70 6.70 82.0 ng 3721970 1 6.93 908208 20.0
Benzenesulfonamid... 10.60 4.4 ng 240564 3 9.96 1095670 20.0
Hexadecane, 2,6,1... 10.87 3.3 ng 158954 4 11.45 974666 20.0
Dibenzothiophene 11.35 2.0 ng 98017 4 11.45 974666 20.0
Anthracene, 1-met... 11.95 2.4 ng 116537 4 11.45 974666 20.0
Phenanthrene, 1-m... 11.97 4.7 ng 229258 4 11.45 974666 20.0
4H-Cyclopenta[def... 12.06 6.2 ng 301558 4 11.45 974666 20.0
Tricyclo[8.2.2.2(... 12.25 2.2 ng 106060 4 11.45 974666 20.0
3-Eicosene, (E)- 13.92 3.1 ng 214173 5 14.09 1370840 20.0
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