LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 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-BF040618.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 5.010 492 497 504 rBV 60540 81792 3.25% 0.215%
2 5.386 557 561 563 rBV 44680 46230 1.84% 0.121%
3 5.428 564 568 580 rVB 1696893 1734542 69.02% 4 _.552%
4 6.451 738 742 754 rBVY 1714344 1780826 70.86% 4.673%
5 6.581 760 764 767 rBVY 2158418 1868982 74.37% 4 .905%
6 6.810 799 803 806 rBV 670796 560646 22.31% 1.471%
7 6.963 825 829 833 rBY 1784156 1508967 60.04% 3.960%
8 7.375 894 899 902 rBVY 1279315 1093113 43.50% 2.869%
9 8.092 1018 1021 1024 rBV 865726 709947 28.25% 1.863%
10 8.804 1139 1142 1149 rVB 45281 46917 1.87% 0.123%
11 8.904 1156 1159 1163 rVB 42771 33428 1.33% 0.088%
12 9.169 1200 1204 1207 rBVY 2457364 2036139 81.02% 5.343%
13 9.433 1245 1249 1254 rBV2 23925 35302 1.40% 0.093%
14 9.504 1258 1261 1264 rVV 43453 48557 1.93% 0.127%
15 9.563 1268 1271 1279 rVB 176738 167619 6.67% 0.440%
16 9.710 1293 1296 1300 rVB 45837 36650 1.46% 0.096%
17 9.769 1301 1306 1311 rBV 64324 51648 2.06% 0.136%

18 9.851 1316 1320 1323 rVV 862195 755072 30.04% 1.981%
19 9.880 1323 1325 1329 rVB 282581 215961 8.59% 0.567%
20 10.051 1351 1354 1359 rVvVv 158815 168521 6.71% 0.442%

21 10.092 1359 1361 1365 rVB2 36337 33860 1.35% 0.089%
22 10.269 1383 1391 1394 rBV2 85765 113105 4 _50% 0.297%
23 10.398 1409 1413 1419 rVB 214220 191064 7.60% 0.501%
24 10.551 1437 1439 1443 rVB 58485 56448 2.25% 0.148%
25 10.645 1451 1455 1460 rBV 1221758 1157931 46.07% 3.039%

26 10.745 1469 1472 1474 rBV 68429 69989 2.78% 0.184%
27 10.945 1500 1506 1509 rBV3 54434 79360 3.16% 0.208%
28 11.074 1523 1528 1529 rBV3 46762 55107 2.19% 0.145%
29 11.098 1529 1532 1537 rVVv4 54896 90352 3.60% 0.237%

30 11.145 1537 1540 1543 rVV 143877 126294 5.03% 0.331%

31 11.192 1543 1548 1551 rVV2 100345 122171 4._86% 0.321%
32 11.233 1551 1555 1561 rVB 152719 163809 6.52% 0.430%
33 11.339 1569 1573 1575 rBV 683520 690837 27.49% 1.813%
34 11.368 1575 1578 1581 rVV 2470649 2233170 88.86% 5.860%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 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:\HPCHEM1I\BNA F\METHODS\8270-BF040618.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.416 1583 1586 1589 rVvVv 641781 552600 21.99% 1.450%

36 11.451 1589 1592 1597 rVB2 48944 62845 2.50% 0.165%
37 11.574 1608 1613 1617 rBV2 227461 242455 9.65% 0.636%
38 11.633 1618 1623 1627 rVV3 55235 79461 3.16% 0.209%
39 11.674 1627 1630 1634 rVB3 55500 65741 2.62% 0.173%
40 11.751 1634 1643 1647 rBV4 32400 73701 2.93% 0.193%

41 11.845 1653 1659 1661 rBVY 252031 269659 10.73% 0.708%
42 11.868 1661 1663 1667 rVV 376781 355464 14.14% 0.933%
43 11.915 1669 1671 1674 rVV 126741 117182 4.66% 0.308%
44 11.957 1674 1678 1680 rVvVv 367790 399432 15.89% 1.048%
45 11.974 1680 1681 1687 rVB 166470 135336 5.39% 0.355%

46 12.027 1687 1690 1692 rBV2 58727 57729 2.30% 0.151%
47 12.074 1696 1698 1702 rVv4 29682 35969 1.43% 0.094%
48 12.139 1706 1709 1711 rVV 217888 188136 7.49% 0.494%
49 12.168 1711 1714 1719 rVB 195917 166544 6.63% 0.437%

50 12.286 1729 1734 1737 rBV 74211 85850 3.42% 0.225%
51 12.315 1737 1739 1741 rVV 57607 47227 1.88% 0.124%
52 12.339 1741 1743 1746 rVB 56083 53077 2.11% 0.139%

53 12.392 1747 1752 1754 rBV 146101 153316 6.10% 0.402%
54 12.427 1754 1758 1761 rVV2 73426 122971 4_.89% 0.323%
55 12.486 1764 1768 1772 rVB 135464 160746 6.40% 0.422%

56 12.533 1772 1776 1777 rBV3 29057 33670 1.34% 0.088%
57 12.563 1777 1781 1784 rVV 2562077 2450953 97.52% 6.432%
58 12.621 1789 1791 1794 rVB 70649 57401 2.28% 0.151%

59 12.710 1799 1806 1809 rBV3 124663 180328 7.18% 0.473%
60 12.792 1813 1820 1825 rBV2 2002565 2513188 100.00% 6.595%

61 12.833 1825 1827 1832 rVB2 113015 122427 4.87% 0.321%
62 12.927 1836 1843 1846 rBV 1872162 1808903 71.98% 4.747%

63 12.951 1846 1847 1851 rVB 121082 73321 2.92% 0.192%
64 13.010 1851 1857 1860 rBV2 139259 230762 9.18% 0.606%
65 13.039 1860 1862 1864 rBV 46559 37344 1.49% 0.098%

66 13.092 1868 1871 1872 rBV2 127916 128742 5.12% 0.338%
67 13.115 1872 1875 1878 rVB 247457 242696 9.66% 0.637%
68 13.180 1883 1886 1889 rBV2 125556 103075 4._.10% 0.270%
69 13.221 1889 1893 1895 rBV2 174515 201440 8.02% 0.529%
70 13.310 1906 1908 1911 rVB 88503 80356 3.20% 0.211%

71 13.345 1911 1914 1917 rBV3 112715 128258 5.10% 0.337%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 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-BF040618_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
72 13.398 1921 1923 1926 rVV3 36396 37852 1.51% 0.099%
73 13.427 1926 1928 1933 rVB3 37181 45284 1.80% 0.119%
74 13.492 1936 1939 1941 rBV3 33575 45109 1.79% 0.118%
75 13.539 1945 1947 1950 rVB2 51775 45758 1.82% 0.120%

76 13.627 1959 1962 1966 rVB 205122 181239 7.21% 0.476%
77 13.739 1977 1981 1983 rBV2 187142 214185 8.52% 0.562%
78 13.762 1983 1985 1987 rVvVv 188453 159157 6.33% 0.418%
79 13.792 1987 1990 1991 rVV2 145881 161184 6.41% 0.423%
80 13.815 1991 1994 1996 rVV2 245421 305585 12.16% 0.802%

81 13.833 1996 1997 2001 rVB 200005 159021 6.33% 0.417%
82 13.904 2007 2009 2012 rBV 39311 38147 1.52% 0.100%
83 13.986 2015 2023 2026 rBV2 1169424 1823628 72.56% 4._.786%
84 14.021 2026 2029 2035 rVB 883309 893181 35.54% 2.344%
85 14.074 2036 2038 2040 rBV3 38155 34060 1.36% 0.089%

86 14.098 2040 2042 2047 rVB2 122678 124461 4_95% 0.327%
87 14.151 2047 2051 2054 rBV2 86429 115710 4._.60% 0.304%

88 14.339 2081 2083 2086 rBV2 49137 52549 2.09% 0.138%
89 14.380 2087 2090 2093 rVvVv 157119 143314 5.70% 0.376%
90 14.415 2093 2096 2099 rVvVv 63459 61785 2.46% 0.162%
91 14.462 2099 2104 2109 rBv4 66608 153477 6.11% 0.403%
92 14.504 2109 2111 2113 rBV 70252 62435 2.48% 0.164%
93 15.039 2197 2202 2205 rBV 605632 929796 37.00% 2.440%
94 15.145 2217 2220 2223 rVB 89668 98250 3.91% 0.258%

95 15.339 2250 2253 2259 rVB 318148 394286 15.69% 1.035%

96 15.403 2260 2264 2269 rVV 459039 554480 22.06% 1.455%
97 15.462 2270 2274 2277 rVV 314385 413340 16.45% 1.085%
98 15.492 2277 2279 2286 rVB2 133639 192682 7.67% 0.506%
99 16.933 2519 2524 2532 rBV2 208594 386889 15.39% 1.015%
100 17.380 2595 2600 2610 rVB 148990 297660 11.84% 0.781%

Sum of corrected areas: 38107165
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF042418\

BF104770.D

24 Apr 2018 21:28

JussJ

J2508-17

21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 20

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

5.01 2.92 ng 81792 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 497 (5.010 min): BF104770.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101 R e e
4.60 4.80 5.00 5.20 5.40
el S e 88| 59,00 65.05%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR UL SRR
4.60 4.80 5.00 5.20 5.40
59 101 m/z 101.10 27.13%
21 37 53 ‘ 67 77 83 91
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 4.80 500 520 5.40
5000 m/z 58.10 16.98%
101
15 58
28 37 51 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LSS LN B N LN N
50 4.60 4.80 5.00 5.20 5.40
m/z 41.10 9.71%
5000 31 43 73
25L\ 37\y“ 53| 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 66.67 ng 1868980 1,4-Dichlorobenzene-d4 6.81
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 764 (6.581 min): BF104770.D (-760) (-) m/z 132.00 100.00%
132
5000 68
96 AN AR SR
40 5y 8 06 6.20 6.40 6.60 6.80 7.00
e B m/z 68.10 39.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 AU RS S
6.20 6.40 6.60 6.80 7.00
m/z 134.00 33.01%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80 7.00
5000 m/z 66.00 25.03%
104
14 27 39 51 8077 g 115
miz--> 20 40 60 80 100 120 140 160 180 1
Abundance #52379: Tranylcypromine- proplonyl e R ey o)
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 16.11%
5000 og 116
S n,m...“,.nh.,uh..h, W .- N 189 SN | G |
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4 Dodecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.27 3.00 ng 113105 Acenaphthene-d10 9.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 81
2 Hexadecane 226 C16H34 000544-76-3 72
3 Heneicosane 296 C21H44 000629-94-7 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Octadecane 254 C18H38 000593-45-3 72
Abundance Scan 1391 (10.269 min): BF104770.D (-1383) (-) m/z 57.05 100.00%
g7
5000
41
110,00 10.20 1040 10.60
m/z 43.10 68.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38317: Dodecane
57
5000 41 L UL BULLLN BRI IR
85 mmmmmmmm
m/z 71.05 65.98%
26 | | | M2127yy, 100
m/z--> 25 4b eb éo 160 150 140 1éo 180 200 220 240 260 2§o 300
Abundance
57
110,00 10.20 10,40 10.60
5000 a5 m/z 85.05 44 .56%
41
18 113 141 169 197 226
mwm‘q’rﬁrrwwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57 10.00 10.20 10.40 10.60
m/z 41.10 33.50%
5000 4 35
s L) B e 17 225 253268 295
m/z--> 25 4b eb éo 160 150 110 1éo 180 200 220 240 260 2§o 300 1000 1020 1040 1060
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 9H-Fluoren-9-one Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.15 3.66 ng 126294 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9H-Fluoren-9-one 180 C13H80 000486-25-9 94
2 Benzoflhlcinnoline 180 C12H8N2 000230-31-9 91
3 1H-Phenalen-1-one 180 C13H80 000548-39-0 80
4 Phenazine 180 C12H8N2 000092-82-0 43
5 2,4-Diazaphenanthrene 180 C12H8N2 000230-28-4 43
Abundance Scan 1541 (11.151 min): BF104770.D (-1537) (-) . m/z 180.05 100.00%
180
5000 152 J
76
51 63 g7 98 126 ﬂ 196 10.80 11.00 11.20 11.40
e Bl L SR A0 T i8S v Tm/z 152.00  42.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45755: 9H-Fluoren-9-one
180
5000 152
10.80 11.00 11.20 11.40
63 76 m/z 151.00 22.86%
27 3050 T | 8708 gy W6 |
m/z--> 25 45 eb 86 160 150 150 1éo 180 260
Abundance
180
152
10.80 11.00 11.20 11.40
5000 m/z 150.00 14 .59%
63 1° 126
50 90 102
miz-> 20 40 60 80 100 120 140 160 180 200
Abundance #45757: 1H-Phenalen-1-one
180 10.80 11.00 11.20 11.40
152 m/z 181.05 12.26%
5000
76
63
28 39 50 | | 87 98 111 126 139 || 163
m/z--> 25 45 eb 86 160 150 150 1éo 180 260 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Benzenamine, 3-[2-(4-pyridi... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
11.19 3.54 ng 122171 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenamine. 3-I2-(4-pvridinvDe... 196 C13H12N2 1000337-31-3 50
2 Dibenzlc.eloxepin. 5.7-dihvdro- 196 C14H120 001136-22-7 42
3 .beta.-Carboline. 1.2-dimethvl- 196 C13H12N2 109847-05-4 42
4 Benzolblbenzofuran-2-carboxaldehvde 196 C13H802 1000351-56-0 41
5 Phenol, 3-(2-phenylethenyl)-, (E)- 196 C14H120 017861-18-6 30
Abundance Scan 1548 (11.192 min): BF104770.D (-1543) (-) m/z 57.05 100.00%
7
71
5000
125 154 165
141 rTrrryrrrryrrrrrTT T T
10.80 11.00 11.20 11.40 11.60
m/z 195.05 85.86%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58169: Benzenamine, 3-[2-(4-pyridinyl)ethenyl]-
195
5000
84 o 10.80 11.00 11.20 11.40 11.60
39 51 168 m/z 196.05 78 .45%
| s |
i\ Hu\\ H\ H\ﬁ MH : .‘lu‘ﬁu \i\ H\I | |“l‘|||‘|‘|||
m/z--> 40 100 120 140 160 180 200
Abundance
196
167 10.80 11.00 11.20 11.40 11.60
5000 m/z 71.10 71.55%
152
39 51 63 82 oo 115 155139 181
mz> 40 60 8 100 120 140 160 180 200 | | |
Abundance #58161: .beta.-Carboline, 1,2-dimethyl- L Rt e
196 10.80 11.00 11.20 11.40 11.60
m/z 43.00 68 .50%
5000
154
181
2o oo 5 B g W | W
m/z--> 4b & 85 100 ﬁ01% 160 180 200 10,80 11.00 11.20 11.40 11.60

8270-BF040618.M Wed Apr 25 15:32:18 2018 Page: 9



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Naphtho[l,2-b]Jthiophene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.23 4.74 ng 163809 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphtholl.2-bl1thiophene 184 C12H8S 000234-41-3 97
2 Naphthol2.1-blthiophene 184 C12H8S 000233-02-3 97
3 Dibenzothiophene 184 C12H8S 000132-65-0 96
4 Azuleno(2.1-b)thiophene 184 C12H8S 000248-13-5 91
5 1,1"-Biphenyl, 2-methoxy- 184 C13H120 000086-26-0 72
Abundance Scan 1554 (11.227 min): BF104770.D (-1551) (-) m/z 184.00 100.00%
184
5000
92 139
63 79 113 178 152 11.00 11.20 11.40 11.60
e 169 m/z 138.95 19.98%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190
Abundance #48786: Naphtho[1,2-b]thiophene
184
5000
11.00 11.20 11.40 11.60
139 m/z 185.00 13.77%
92 152
40 50 6169 79 101 113 126 L | 189 |
miz-> 30 40 50 60 70 80 96 100 1io 120 130 150 1%0 160 170 180 190
Abundance
184
11.00 11.20 11.40 11.60
5000 m/z 92.00 12.59%
139
152
s 56 69 70 %210 113 196 169

Wmmmmmwwmm
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190

Abundance #48782: Dibenzothiophene A e e ARE R

184 11.00 11.20 11.40 11.60
m/z 152.05 8.83%

5000
139
92
39 51 6169 0 7 113 126 152 I,
P e e e R e e e
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 150 160 170 180 190 11.00 11.20 11.40 11.60

8270-BF040618.M Wed Apr 25 15:32:19 2018 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Phenanthrene, 1-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.84 7.81 ng 269659 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 91
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
5 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 90
Abundance Scan 1658 (11.839 min): BF104770.D (-1653) (-) m/z 192.10 100.00%
192
5000
94 165
82 150 176 11.60 11.80 12.00 12.20
39 5163 | T, 1y105115126 139190 | 16 Il 207 | 777191.10  57.25%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
5000

11.60 11.80 12.00 12.20
m/z 189.10  31.15%

165
27 39 50 63 74 86 %6 115126 139 152 | 176 |

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

192

11.60 11.80 12.00 12.20
5000 m/z 193.10 20.12%

165
94
27 39 51 63 82 115126 139 152 | 176

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

Abundance #54734: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 190.10 17.49%
5000
g3 9 165 ‘
63 9 | 115 139150 [ 176 || R

L e e B e o A o S R RN e s R

m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF040618.M Wed Apr 25 15:32:19 2018 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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, 2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 10.29 ng 355464 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 98
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 96
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
4 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 96
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 95
Abundance Scan 1663 (11.868 min): BF104770.D (-1661) (-) m/z 192.10 100.00%
192
5000
g2 94 165 11.60 11.80 12.00 12.20
115126 139 152 m/z 191.10  57.92%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20
165 m/z 189.10 27 .69%
94
27 39 51 63 8 7' 115106139152 | 176 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 193.05 15.65%
165
27 39 50 63 74 85 96 115126 139 152 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192 11.60 11.80 12.00 12.20
m/z 190.05 15.58%
5000
165
15 27 39 51 63 83 9 145195130152 | 176 M\ R
m/z--> 20 40 60 80 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF040618.M Wed Apr 25 15:32:20 2018 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Anthracene, 2-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.92 3.39 ng 117182 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 96
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 96
3 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 95
4 Anthracene. 9-methvl- 192 C15H12 000779-02-2 95
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 94
Abundance Scan 1672 (11.921 min): BF104770.D (-1669) (-) m/z 192.05 100.00%
192
5000
5 51 63 82 96 110 126 139 152 165 208 11.60 11.80 12.00 12.20
m/z 191.10 49_.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192
5000
11.60 11.80 12.00 12.20
m/z 189.00 25.76%
15 27 39 51 63 2 9° 115126139152 " | 176 ||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance
192
11.60 11.80 12.00 12.20
5000 m/z 193.05 17.34%
165
27 3950 63 82 96 1151096139 152 | 176
m/z--> 20 40 60 8 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192 11.60 11.80 12.00 12.20
m/z 190.05 12.91%
5000
165
27 3950 63 74 85 96 115126 139 152 | 176 |
m/z--> 20 40 60 8 100 120 140 160 180 200 11.60 11.80 12.00 12.20

8270-BF040618.M Wed Apr 25 15:32:20 2018 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

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

11.96 11.56 ng 399432 Phenanthrene-d10 11.34

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70

2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 42

3 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 38

4 Carbonic acid. ethvl 2-formvl-4.... 262 C10H8CI204 1000331-34-4 17

5 1,1"-Biphenyl, 4,4"-difluoro- 190 C12H8F2 000398-23-2 17
Abundance Scan 1679 (11.963 min): BF104770.D (-1674) (-) m/z 190.05 100.00%

160

5000

94
11.60 11.80 12.00 12.20

m/z 189.10 98.91%

39 51 63 81 110 126 139150 *

203 218

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.60 11.80 12.00 12.20
m/z 192.10 60.64%
27 3950 63 8L || 110122 137150163 178 ||
s B s e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
42 190
11.60 11.80 12.00 12.20
5000 122 m/z 191.10 45 _.38%
8 % % 148 o 175
15 80 | 108 | 134
e A A e s o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #52566: 2,6-Dichlorobenzaldoxime
154 189 11.60 11.80 12.00 12.20
m/z 187.00 20.09%
5000 136
63 > 100
50 118
7 Ll s il
Al .“.‘.‘,“: \H \\ \‘ H ‘ HH ‘HM ‘H\ |--‘l‘-|----|--
m/z--> 20 40 60 100 120 140 160 180 200 220 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104770.D

Aca On : 24 Apr 2018 21:28

Operator : JU/SJ

Sample : J2508-17

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 12 Anthracene, 9-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.97 3.92 ng 135336 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-methvl- 192 C15H12 000779-02-2 83
2 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 74
3 1H-Cvclopropalllphenanthrene.la.... 192 C15H12 000949-41-7 72
4 1H-Indene. 2-phenvl- 192 C15H12 004505-48-0 64
5 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 64
Abundance Scan 1680 (11.968 min): BF104770.D (-1680) (-)
50
G L L I UL I WL B B B W
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #54738: Anthracene, 9-methyl-
192
5000
28 39 51 63 82 94 115919 139 152 169178 |
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance
192
5000
165
27 39 50 63 74 g5 96 115126 139 152 | 176
mz-> 0 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro-
192
5000
165
27 39 51 63 83 9 115156139 152 | 176 ‘h\
L LI SULL L SURLL L UL UL UL UL UL S W

T
m/z--> 0 20 40 60 80 100 120 140 160 180 200




