LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 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-BF110817.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 5.092 507 511 522 rBV 180666 228152 14.94% 1.228%
2 5.487 574 578 582 rBVY 1457437 1436765 94.11% 7.734%
3 6.498 744 750 760 rVB 1378785 1511984 99.04% 8.138%
4 6.639 769 774 777 rBVY 1730271 1526679 100.00% 8.218%
5 6.869 810 813 817 rBV 550872 447578 29.32% 2.409%
6 7.028 836 840 843 rVB 1241832 1048814 68.70% 5.645%
7 7.433 904 909 912 rBV 991919 914414 59.90% 4.922%
8 8.151 1027 1031 1034 rBV 713065 593974 38.91% 3.197%
9 8.704 1119 1125 1128 rBV 20940 18721 1.23% 0.101%
10 9.227 1209 1214 1217 rBV 1604377 1394502 91.34% 7 .506%

11 9.616 1277 1280 1284 rBV 130504 110714 7.25% 0.596%
12 9.910 1325 1330 1333 rBvV 717221 673001 44.08% 3.623%

13 10.451 1419 1422 1427 rBV 16982 17566 1.15% 0.095%
14 10.616 1447 1450 1454 rBV2 57598 49606 3.25% 0.267%
15 10.698 1459 1464 1467 rBV 1008560 986421 64.61% 5.310%
16 10.804 1478 1482 1483 rBV2 20089 22209 1.45% 0.120%
17 10.816 1483 1484 1490 rVB4 39405 36301 2.38% 0.195%
18 10.869 1490 1493 1496 rBV 56165 51730 3.39% 0.278%
19 10.904 1496 1499 1502 rvv2 51865 60763 3.98% 0.327%
20 10.933 1502 1504 1507 rVv2 49959 50673 3.32% 0.273%
21 10.963 1507 1509 1511 rVVv2 33120 25395 1.66% 0.137%
22 11.004 1511 1516 1517 rVV3 22192 30722 2.01% 0.165%
23 11.051 1521 1524 1527 rVV3 43139 48513 3.18% 0.261%
24 11.086 1527 1530 1532 rVV 65317 48432 3.17% 0.261%
25 11.127 1535 1537 1541 rVB2 34656 25373 1.66% 0.137%
26 11.286 1560 1564 1570 rVB3 17755 28328 1.86% 0.152%

27 11.392 1578 1582 1585 rBV 790371 738352 48.36% 3.974%
28 11.416 1585 1586 1589 rVvVv 253732 159700 10.46% 0.860%

29 11.468 1593 1595 1598 rVB 41645 31949 2.09% 0.172%
30 11.621 1615 1621 1625 rBV 25116 40327 2.64% 0.217%
31 11.921 1664 1672 1675 rBV2 49989 100633 6.59% 0.542%
32 12.004 1683 1686 1689 rBV2 47909 50645 3.32% 0.273%
33 12.186 1715 1717 1719 rBV 26665 25143 1.65% 0.135%
34 12.216 1719 1722 1724 rVB2 23831 23190 1.52% 0.125%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 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-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.604 1785 1788 1792 rBV 424774 360620 23.62% 1.941%

36 12.645 1792 1795 1798 rBV2 45756 47137 3.09% 0.254%
37 12.692 1801 1803 1806 rBV3 25437 28325 1.86% 0.152%
38 12.727 1807 1809 1812 rVB3 33910 27572 1.81% 0.148%

39 12.833 1822 1827 1829 rBV 321269 335029 21.94% 1.803%
40 12.974 1847 1851 1857 rVB 1173718 1055666 69.15% 5.682%

41 13.163 1881 1883 1887 rVB 53982 41350 2.71% 0.223%
42 13.227 1892 1894 1898 rBVY 48751 38857 2.55% 0.209%
43 13.757 1982 1984 1986 rBVY 95015 78872 5.17% 0.425%
44 13.786 1986 1989 1992 rVv2 75046 87428 5.73% 0.471%
45 13.833 1995 1997 1998 rVV 48852 40237 2.64% 0.217%

46 13.862 1998 2002 2009 rVB5 165420 245265 16.07% 1.320%
47 13.939 2012 2015 2019 rVvB2 117290 110773 7.26% 0.596%
48 13.974 2019 2021 2023 rBV2 35031 27574 1.81% 0.148%
49 14.004 2023 2026 2028 rBVY 234724 220629 14.45% 1.188%
50 14.033 2028 2031 2033 rVV2 547578 548733 35.94% 2.954%

51 14.057 2033 2035 2038 rVB 136984 110871 7.26% 0.597%
52 14.492 2106 2109 2115 rVB2 109600 129750 8.50% 0.698%
53 14.562 2119 2121 2124 rVB 80042 68944 4._.52% 0.371%
54 14.945 2183 2186 2189 rVB 50818 56340 3.69% 0.303%
55 15.074 2204 2208 2211 rBV 109027 168529 11.04% 0.907%

56 15.133 2215 2218 2221 rBV 197414 230596 15.10% 1.241%
57 15.380 2257 2260 2266 rVB 72474 89524 5.86% 0.482%
58 15.439 2267 2270 2276 rVV 89249 120698 7.91% 0.650%
59 15.504 2277 2281 2293 rVB 356785 522759 34.24% 2.814%
60 15.721 2314 2318 2323 rBV2 88089 116332 7.62% 0.626%

61 15.956 2353 2358 2363 rBV 114650 163557 10.71% 0.880%

62 16.009 2364 2367 2373 rVB5 48076 84598 5.54% 0.455%
63 16.762 2490 2495 2502 rBV3 72025 139729 9.15% 0.752%
64 16.980 2528 2532 2541 rVB4 44721 95276 6.24% 0.513%
65 17.427 2603 2608 2617 rVB2 37310 84546 5.54% 0.455%
66 17.568 2627 2632 2643 rVB2 33657 94141 6.17% 0.507%
67 17.792 2667 2670 2678 rVB4 43077 81771 5.36% 0.440%
68 18.039 2706 2712 2720 rBV3 46720 120577 7.90% 0.649%
69 18.145 2725 2730 2735 rVVv7 19967 45774 3.00% 0.246%
70 18.380 2766 2770 2777 rBV10 27765 64840 4._.25% 0.349%

71 18.544 2791 2798 2805 rBV7 52059 137686 9.02% 0.741%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 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 - 0 Peak Location: TOP

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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 18578174
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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: BF100780.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 10.20 ng 228152 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 511 (5.092 min): BF100780.D (-507) (-) m/z 43.00 100.00%
43.0
59.1
5000
10 480 5.00 520 540
o.”,.”.,.”.,”.uﬂn.?ﬁQ:h..”,.”.??9.,”.:l...“ m/z 59.10 55.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R A L S IR

480 5.00 520 5.40
59.0 m/z 101.00 18.73%

101.0
0 20 | 510 | e #0g10 0
T T T T o e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
e
570 4.80 500 520 5.40
5000 m/z 58.00 14.73%
20.0 101.0
15.0 73.0 83.0
o! IR N1 S S LIV A SN E—
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, 1-ethoxy- L
59.0 480 5.00 520 5.40
31.0 m/z 41.10 9.41%
5000 41.0
73.0
15.0 L1l 510, ‘ ‘ 87.0 1020
o L NN MBI BNt s M SRS f SRS | M
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 unknown6.64 Concentration Rank 1

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

6.64 68.22 ng 1526680 1,4-Dichlorobenzene-d4 6.87
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 774 (6.639 min): BF100780.D (-769) (-) m/z 132.00 100.00%
132.0
5000 68.1
%1 °1 "ok obo ko 70
01 : e B m/z 68.10 39.29%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 IR RS S LR
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.65%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 m/z 66.00 23.97%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! N BEREEmmmEs e
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 15.16%
74.0
5000 98.0 116.0
0||||||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:!-5|8|.q||||]:8|9.|0| B B B e e
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 Phenanthrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.73 ng 100633 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 1l-methvl- 192 C15H12 000832-69-9 96
2 1H-Cvclopropall'lphenanthrene.la.... 192 C15H12 000949-41-7 94
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 93
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91

Abundance Scan 1672 (11.921 min): BF100780.D (-1664) (-) m/z 192.10 100.00%

19p.

5000
550 729 960 1149 1390 020 11.60 11.80 12.00 12.20
01 m/z 191.10 59.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192.0
5000
11.60 11.80 12.00 12.20
0
165.0 m/z 189.10 31.91%
o 39.0 630 810 9.0 1150 139.0 L
T T T T T T T T T T [ T e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
192.0
11.60 11.80 12.00 12.20
5000 m/z 190.00 15.03%
165.0
0 390 630 810 %0 1150 139.0
R e B I B B LA i i o i i o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54734: Anthracene, 2-methyl-
192.0 11.60 11.80 12.00 12.20
m/z 193.10 13.65%
5000
96.0 165.0
0 630 810 | 1150 1390 | ||
R o T B e e e B I A B i o i i o
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:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 5 Picein Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.76 2.87 ng 78872 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Picein 298 C14H1807 000530-14-3 68
2 3.4-Dimethvilbenzyvyl alcohol 136 C9H120 006966-10-5 35
3 2H-Inden-2-one. 1.4.5.6.7.7a-hex... 136 C9H120 039163-29-6 35
4 p-Methoxv-.alpha.-phenethvlamine 151 C9H13NO 1000334-51-0 30
5 Tetracyclo[6.3.2.0(2,5).0(1,8)]t... 220 C15H240 1000157-75-1 30

Abundance Scan 1985 (13.762 min): BF100780.D (-1982) (-) m/z 136.10 100.00%

5000
1501085, 3283 13.40 13.60 13.80 14.00
o’ m/z 123.10 42 _.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #142386: Picein
43.0 136.0
73.0
5000 LA L L L L L B
13.40 13.60 13.80 14.00
m/z 107.00 39.18%
163.0
0 1] 1 2080
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
136.0
e B
93.0 13.40 13.60 13.80 14.00
5000 m/z 81.10 31.93%
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #16530: 2H-Inden-2-one, 1,4,5,6,7,7a-hexahydro- R AR EEEEE T
136.0 13.40 13.60 13.80 14.00
m/z 121.05 30.79%
790 1080
5000 390
o UNEBMMESESMMSS SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 unknownl3.79 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.19 ng 87428 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthra(2.3-b)thiophene 234 C16H10S 022108-55-0 41
2 Benzolblnaphthol2.3-d1thiophene 234 C16H10S 000243-46-9 38
3 Benzolblnaphthol2.1-d1thiophene 234 C16H10S 000239-35-0 38
4 Benzolblnaphtholl.2-d1thiophene 234 C16H10S 000205-43-6 38
5 Anthra(l,2-b)thiophene 234 C16H10S 000227-86-1 30
Abundance Scan 1990 (13.792 min): BF100780.D (-1986) (-) m/z 108.10 100.00%
108.1
5000 69.1 1801  234.1 3113
159.1 T o VISt
390 132.0 2p1.1 13.'40 13.|60 13.|80 14.'00 14.'20
0 m/z 95.10 60.45%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #89177: Anthra(2,3-b)thiophene
234.0
5000 SR SURELR R DR B
117.0 13. 40 13. 60 13. 80 14. oo 14. 20
189.0 m/z 93.10 43.08%
oL 630 87.0 ‘\‘ 10030 | |
m/z--> 45 eb éo 160 150 140 160 180 200 220 240 260 2éo 300 350
Abundance
234.0
13.40 13.60 13.80 14.00 14.20
m/ 69.10 37 .89Y%
5000 117.0 z |
510 940 163.0 1890

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #89183: Benzo[b]naphtho[2,1-d]thiophene A B R e
234.0 13.40 13.60 13.80 14.00 14.20

m/z 234.10 35.28%

5000

032.0 63.0 91.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 7 unknownl3.86 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.86 8.94 ng 245265 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Caparratriene 206 C15H26 1000374-08-7 25
2 Pentanoic acid. 10-undecenvl ester 254 C16H3002 1000159-93-4 12
1-T4.4-DimethvIl-6-(2-oxopropvl)-... 224 C13H2003 1000186-89-3 12
4 1-methvl-4-(prop-1-en-2-v)-7-0x... 166 C10H1402 1000365-66-7 12
5 8-Hydroxyisotrichodermin 308 C17H2405 1000105-55-0 12
Abundance Scan 2002 (13.862 min): BF100780.D (-1998) (-) m/z 57.10 100.00%

1

83.1

5000 1231 1631

13.60 13.80 14.00 14.20
m/z 43.10 87.85%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #66196: Caparratriene
41.0 69.0 95.0

21.0

5000

13.60 13.80 14.00 14.20
m/z 55.05 72.61%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0
e R Eaa s
13.60 13.80 14.00 14.20
5000 m/z 69.10 60.26%
83.0
29.0
o 1999 1520177
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #80909: 1-[4,4-Dimethyl-6-(2-oxopropyl)-1-oxaspiro[2.3]hex... B EERR Bam e L
43.0 13.60 13.80 14.00 14.20
m/z 83.10 56.81%
5000 109.0 163.0
69.0
‘ ‘ ‘ (1390 91.0 224.0
L A A O SR —
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-BF110817.M Wed Nov 22 15:05:16 2017 Page: 10



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 8 unknownl3.94 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.94 4.04 ng 110773 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Cvclohexenone. 3-methoxv-5-12.... 292 C16H2005 119101-25-6 49
2 4.6-Di(4-methoxvphenvD)pvrimidine 292 C18H16N202 183670-49-7 43
3 1.3-Cvclohexanedione. 2.2 -methv... 292 C17H2404 002181-22-8 43
4 1.1"-Biphenvl. 4.4-bis(l-pvrroli... 292 C20H24N2 1000193-54-6 43
5 2H-1-Benzopyran-2-one, 4-hydroxy... 292 C19H1603 005836-29-3 38
Abundance Scan 2015 (13.939 min): BF100780.D (-2012) (-) m/z 292.20 100.00%
20p.2
5000
168.1  207.1 I 1V, P
95.1
1 691 1191142 1 2341 264.2 13.60 13.80 14.00 14.20
o} m/z 207.10 25.42%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #137631: 2-Cyclohexenone, 3-methoxy-5-[2,3,4-trimethoxyphe...
292.0
5000 194.0 AU AR SRS
anmmmmm
261.0 m/z 168.10 24 .06%
o410 680910 1210 1510 | | 2190 L]
m/z--> 45 eb 85 160 150 150 160 180 260 220 240 260 280 300 !
Abundance
292.0
13.60 13.80 14.00 14.20
5000 m/z 181.10 23.33%
45.0 89.0 117.0 1460 1780 2060 2500

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #137857: 1,3-Cyclohexanedione, 2,2'-methylenebis[5,5-dimethy! A B R
292.0 13.60 13.80 14.00 14.20
m/z 293.20 23.04%

5000 165.0

83.0

55 0 125.0 208.0 233. 0
N R H | ‘\ R Y Y ! 264 0‘ I A

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 9 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.49 4.73 ng 129750 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 98
2 Heptadecane 240 C17H36 000629-78-7 96
3 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 91
4 Sulfurous acid. pentadecvl 2-pro... 334 C18H3803S 1000309-12-6 91
5 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 87
Abundance Scan 2109 (14.492 min): BF100780.D (-2106) (-) m/z 57.10 100.00%
57.1
5000

14.20 14.40 14.60 14.80
m/z 43.10 66.62%

1551  196.1

o

I 242.1267.1 303.2 331.3
bt
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #105884: Octadecane
57.0
5000 850 "'|"" TTTT llllllll
14.20 14.40 14. 60 14. 80
290 m/z 71.10 61.65%
Ottt e M4L0.169.0 1570 225.0 254.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0
R N REEE S R
14.20 14.40 14.60 14.80
5000 m/z 85.10 45.58%
85.0
29.0

113.0 141.0 169.0 196.0  240.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #161094: Sulfurous acid, 2-propy! tetradecy! ester AR EEREE L
43.0 14.20 14.40 14.60 14.80
m/z 55.00 31.75%
71.0
5000
97.0
okl Ll ‘ [ 2250 1680 197.0 2310 2610
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14. 40 14. 60 14. 80

8270-BF110817.M Wed Nov 22 15:05:18 2017 Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 10 unknownl4.56 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
14 .56 2.51 ng 68944 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7-1sopropenvl-1.4a-dimethvl-4.4a... 218 C15H220 000473-08-5 42
2 Naphthalene. 2-(phenvimethvl)- 218 C17H14 000613-59-2 35
3 2-(4-Butoxvbenzvl)-4.5-pvrimidin... 274 C15H18N203 1000327-11-0 35
4 Pvrimidine. tetrachloro- 216 C4Cl4N2 001780-40-1 30
5 Acetic acid, trifluoro-, 3,4-dim... 218 C10H9F302 001957-55-7 30
Abundance Scan 2121 (14.562 min): BF100780.D (-2119) (-) m/z 218.10 100.00%
218.1
274.2
5000

PAYAN
LI e T e

14.20 14.40 14.60 14.80

135.0 165.1 189.1

56.0 79.0 101.2

0 m/z 274.20 60.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75930: 7-1sopropenyl-1,4a-dimethyl-4,4a,5,6,7,8-hexahydro...
41.0 91.0 147.0 175.0 218.0
119.0
67.0
5000
14.20 14.40 14.60 14.80
m/z 219.10 23.98%
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
R EEE T RARERE.
14.20 14.40 14.60 14.80
5000 m/z 240.10 20.87%

1150 141.0
200 g3p 910 165.0 189.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #122581: 2-(4-Butoxybenzyl)-4,5-pyrimidinediol

218.0 274.0 14.20 14.40 14.60 14.80

m/z 239.10 18.47%
5000 107.0
57.0
3. 189.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 13 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

15.72 4.45 ng 116332 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 90
2 Oxirane. hexadecvl- 268 C18H360 007390-81-0 87
3 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 81
4 2-Heptadecenal 252 C17H320 1000143-48-6 70
5 Hexadecanal 240 C16H320 000629-80-1 68

Abundance Scan 2318 (15.721 min): BF100780.D (-2314) (-) m/z 57.10 100.00%

57.1

5000
365.4 15.40 15.60 15.80 16.00
o S m/z 43.10 86.25%
miz--> 50 100 150 200 250 300 350
Abundance #117607: Octadecanal
43.0, 82.0
5000 LA L L L L L B LB L |

15.40 15.60 15.80 16.00
10.0 m/z 82.05  73.23%

L1l L L 2370aes 0108022202500

e
m/z--> 50 100 150 200 250 300 350
Abundance
430 820
R m
15.40 15.60 15.80 16.00
5000 m/z 83.05 56.12%
111.0
0l15.0 152.0180.0208.0  250.0
e A e
m/z--> 50 100 150 200 250 300 350
Abundance #194460: (2)-14-Tricosenyl formate e A RERREEESE L
55.0 96.0 15.40 15.60 15.80 16.00
' m/z 55.05 56.08%
5000
o I ‘r[|135201800 222.0250.0278.0 32005480
ey — T R A m
m/z--> 50 100 150 200 250 300 350 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 14 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.96 6.26 ng 163557 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 86

Abundance Scan 2359 (15.962 min): BF100780.D (-2353) (-) m/z 57.10 100.00%

5000

Hr

15.60 15.80 16.00 16.20

168.1 225.2 285.2

0 m/z 71.10 60.01%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57.0
5000 LA L L L L L L

15.60 15.80 16.00 16.20
m/z 43.10 53.43%

113-0 169.0 225.0 281.0 337.0 394.0

e e N
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
T
15.60 15.80 16.00 16.20
5000 m/z 85.10 43.23%
113.0 160.0
ol A A L 2250 2810 337.0 393.0 449.0 505.0 562.0,817.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #185535: Heptadecane, 9-octyl- R R BEEEE L
7.0 15.60 15.80 16.00 16.20
m/z 55.00 20.52%
o M\’W%N

13.0
169.0 239 9 294.0 352.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15 60 15. 80 16. OO 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 15 1-Docosene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
16.01  3.24ng 84598  Perylene-di2 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 1-Docosere 308 C22H44 001599-67-3 52

2 Tricosvl trifluoroacetate
3 Heptadecvl heptafluorobutvrate
4 Octadecvyl trifluoroacetate

436 C25H47F302
452 C21H35F702
366 C20H37F302

1000351-75-1 43
959085-66-6 43
079392-43-1 43

5 Cyclohexane, 1,2,4,5-tetraethyl-._. 196 C14H28 061142-24-3 38
Abundance Scan 2367 (16.009 min): BF100780.D (-2364) (-) m/z 83.10 100.00%
43.1
5000
25.1 A B o
158.1 202.1 239.1 297.3 15.60 15.80 16.00 16.20 16.40
Ol m/z 57.10 78.87%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #151538: 1-Docosene
55.0
97.0
5000 LIS B L B L L L L L LB
15 60 15. 80 16. 00 16. 20 16 40
m/z 97.10 66.30%
a0 LI L) 3900 weo
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
57.0
R A RRREE RS
97.0 15.60 15.80 16.00 16.20 16.40
5000 m/z 43.10 61.85%
0 139.0 181.0 222.0 264.0 322.0 367.0 418.0
T T T T e e T T
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate T
57.0 15.60 15.80 16.00 16.20 16.40
m/z 69.10 61.83%
97.0
5000
169 0
o 1 ‘ |, 238.0 283.0 434.0
....,....,....,....,....,....,....,....,.... R A RRREE RS
m/z--> 0 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16. 20 16 40

8270-BF110817.M Wed Nov 22 15:05:20 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 16 2-Octadecyl-propane-1,3-diol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

16.76 5.35 ng 139729 Perylene-d12 15.50

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Octadecvl-propane-1.3-diol 328 C21H4402 005337-61-1 80
2 17-Octadecenal 266 C18H340 056554-86-0 80
3 Octadecanal 268 C18H360 000638-66-4 50
4 Octacosvl trifluoroacetate 506 C30H57F302 1000351-74-9 43
5 Dodecane, 6-cyclohexyl- 252 C18H36 013151-86-5 43

Abundance Scan 2495 (16.762 min): BF100780.D (-2490) (-) m/z 57.10 100.00%

5000
138.1 167.1 1951  239.1 267.1292.0 16.40 16.60 16.80 17.00
0 m/z 43.10 78.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #167929: 2-Octadecyl-propane-1,3-diol
43.0
5000 830 LA L L L L L L
16.40 16.60 16.80 17.00
m/z 82.10 75.65%
111.0 280.0

139.0 167.0 195.0222.0 252.0 310.0

Orrrrprrrrptrrry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0 82.0
B e e e e
16.40 16.60 16.80 17.00
5000 m/z 83.05 56.73%
290 109.0

137.0 168.0 196.0 224.0 252.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117605: Octadecanal R AR EEEEE T
16.40 16.60 16.80 17.00
m/z 96.10 52.31%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16. 40 16 60 16. 80 17. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 17 unknownl7.57 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.57 3.60 ng 94141 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cholan-24-oic acid. 3.12-bis(ace... 490 C29H4606 001181-44-8 12
2 Cvclohex-3-ene-1-carboxvlic acid... 259 C15H17NO3 296246-13-4 10
3 7-Chloro-9-0x0-9.10-dihvdroacrid... 273 C14H8CINO3 024782-71-6 10
4 2.4-Hexadienamide. N-(4-methvlph... 201 C13H15NO 1000362-68-5 9
5 1-(3,6-Dimethyl-2-pyrazinyl)prop... 164 C9H12N20 115609-79-5 9
Abundance Scan 2632 (17.568 min): BF100780.D (-2627) (-) m/z 81.10 100.00%
5000 3293
396.4
‘ | ‘ ‘ ‘ 17.20 17.40 17.60 17.80
0 e m/z 107 .05 79.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #234146: Cholan-24-oic acid, 3,12-bis(acetyloxy)-, methyl ...
255.0
105.0
5000 L SRR DA DU SUNLEE B
146.0 ﬁmnmnmn%
0
2010 3160 3700 m/z 43.00 75.86%
ob——— A Ea IM‘P “.‘“‘“.‘““‘.“‘i‘“‘.‘“‘.‘h. : I"‘ e : .“. — I" l — .4.3.09
m/z--> 50 100 150 200 250 300 350 400
Abundance
107.0 259.0
17!20 17f4o 17!60 17)80 '
5000 m/z 94.10 56.85%
45.0
153.0 2120
O T T e T T T A B T o A
m/z--> 55 160 1%0 200 250 300 3%0 460
Abundance #121815: 7-Chloro-9-0x0-9,10-dihydroacridine-4-carboxylic aci
255.0 17.20 17.40 17.60 17.80
m/z 119.05 55.86%
164.0
5000
39.0 75L0 117.0 199.0
Ouuu‘ukuluju"‘uﬂu"‘u‘ulu ||||l*|||| e —— ——— —— R e R B
m/z--> 5'0 1(')0 1&'30 200 250 3(')0 3&1,0 4(')0 17'20 17. 40 17. 60 17|80 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 18 unknownl7.79 Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
17.79 3.13 ng 81771 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thienol2.3-blpvridine-2-carbonit... 218 C10H10N4S 147992-88-9 49
2 3a-Methvl-3.3a-dihvdropvrrolol3.... 218 C11H10N20S 017163-68-7 49
3 3-Methoxv-6.7.8.9-tetrahvdro-dib... 218 C13H1403 1000186-57-9 49
4 5H-Oxazolol3.2-alpvridine-8-carb... 218 C12H14N202 1000337-58-3 47
5 8-Amino-6,7-dimethoxy-4-methylqu... 218 C12H14N202 1000213-07-2 47
Abundance Scan 2670 (17.792 min): BF100780.D (-2667) (-) m/z 218.20 100.00%
2
5000
55.0 951 1351 1751
28f'|2 40?-4 17.40 17.60 17.80 18.00 18.20
0 A m/z 203.20 81.03%
m/z--> 50 100 150 200 250 300 350 400
Abundance #75201: Thieno[2,3-b]pyridine-2-carbonitrile, 3-amino-4-di...
218.0
5000{ 44.0
17.40 17.60 17.80 18.00 18.20
76. m/z 205.15 32.35%
147.0
‘ \‘ ‘H I % o \u t \\‘ ‘\\ \h\ ‘\
ol T
m/z--> 50 100 150 200 250 300 350 400
Abundance
160.0 203.0
390 17.40 17.60 17.80 18.00 18.20
5000 m/z 204.10 24 .43%
69.0
116.0
e L L L L UL WL S i B
m/z--> 50 100 150 200 250 300 350 400
Abundance #75702: 3-Methoxy-6,7,8,9-tetrahydro-dibenzofuran-2-ol
18.0 17.40 17.60 17.80 18.00 18.20
m/z 95.10 21 .55%
5000
175.0
9 1090 l
Oll3gwl:otull\lJlm\ll.ll4l'5iollll\l‘lllll ——r— ——T T e A e S
m/z--> 50 100 150 200 250 300 350 400 17. 40 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 19 2H-Cyclopropa[a]naphthalen-... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

18.04 4.61 ng 120577 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cvclopropalalnaphthalen-2-one... 218 C15H220 006831-17-0 70
2 7b-Phenvl-2a.7b-dihvdro-3H-cvclo... 218 C17H14 138089-70-0 58
3 8-Amino-6.7-dimethoxv-4-methvlau... 218 C12H14N202 1000213-07-2 50
4 Quinolin-8-amine., 5.6-dimethoxv-... 218 C12H14N202 064992-95-6 49
5 Pyrene, hexadecahydro- 218 C16H26 002435-85-0 45

Abundance Scan 2712 (18.039 min): BF100780.D (-2706) (-) m/z 218.20 100.00%

218.2

5000

55.0

135.1 175.1

2571 2921 17.80 18.00 18.20 18.40
0 m/z 203.15 81.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75950: 2H-Cyclopropa[a]naphthalen-2-one, 1,1a,4,5,6,7,7a,...
218.0

5000 119.0 147.0

17.80 18.00 18.20 18.40

41.0
m/z 95.10 36.69%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
218.0
R EEEES
17.80 18.00 18.20 18.40
5000 m/z 55.05 33.50%
108.0 189.0
39.0 63.0 87.0 141.0 165.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75613: 8-Amino-6, 7-dimethoxy-4-methylquinoline R EEEES
218.0 17.80 18.00 18.20 18.40
m/z 43.00 24 .33%
5000
160.0
104.0 132.0
510 77.0 7 L gsrog |
oL MRS v PSS | NS S il S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF112117\
Data File : BF100780.D

Aca On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample : 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF110817 .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 20 unknownl18.54 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.54 5.27 ng 137686 Perylene-d12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Tp-Nitrophenvl1-3-I2-pvrimidvl... 259 C11H9N503 023656-31-7 35
2 D-Homoandrostane. (5.alpha..13.a... 274 C20H34 054482-31-4 35
3 2(1H)-Phenanthrenone. 3.4.4a.4b.... 274 C19H300 007715-44-8 30
4 10H-Phenoxaphosphine. 2-ethvl-10... 274 C15H1503P 036360-91-5 27
5 1,3,4-Trimethoxydibenzofuran-2-ol 274 C15H1405 088256-05-7 25
Abundance Scan 2797 (18.539 min): BF100780.D (-2791) (-) m/z 259.25 100.00%
259.3
95.1
5000 134.0
69.1 1731 5059
41.0
231.2 18.20 18.40 18.60 18.80
(o} m/z 95.10 58.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #109583: 1-[p-Nitrophenyl]-3-[2-pyrimidyljurea
95.0 259.0
5000 AR SRR UGN SRS
68.0 mmmmmmmm
138.0 m/z 81.05 41.03%
0 4.0 1 11ﬁ0 “ 165.0 2120
m/z--> 25 46 éo 85 100 150 150 160 180 200 220 240 260 '
Abundance
55.0 95.0 2590
18.|20 18.I40 18.|60 18.I80 '
5000 149.0 m/z 134.00 40.92%
121.0 © 217.0
177.0 '
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #122952: 2(1H)-Phenanthrenone, 3,4,4a,4b,5,6,7,8,10,10a-de...
259.0 18.20 18.40 18.60 18.80
m/z 69.10 36.46%
5000
217.0
410 ggqo 930 136.0 1610 1890
018.0 15 '
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1820 1840 1860 1880 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112117\
Data File : BF100780.D

Acq On : 21 Nov 2017 15:11

Operator : SJ/JU

Sample - 16340-09

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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]
2-Pentanone, 4-hy... 5.09 10.2 ng 228152 1 6.87 447578 20.0
unknown6 .64 6.64 68.2 ng 1526680 1 6.87 447578 20.0
Phenanthrene, 1-m... 11.92 2.7 ng 100633 4 11.39 738352 20.0
Picein 13.76 2.9 ng 78872 5 14.03 548733 20.0
unknownl13.79 13.79 3.2 ng 87428 5 14.03 548733 20.0
unknownl13.86 13.86 8.9 ng 245265 5 14.03 548733 20.0
unknownl13.94 13.94 4.0 ng 110773 5 14.03 548733 20.0
Octadecane 14.49 4.7 ng 129750 5 14.03 548733 20.0
unknownl14 .56 14.56 2.5 ng 68944 5 14.03 548733 20.0
Octadecanal 15.72 4.5 ng 116332 6 15.50 522759 20.0
Octacosane 15.96 6.3 ng 163557 6 15.50 522759 20.0
1-Docosene 16.01 3.2 ng 84598 6 15.50 522759 20.0
2-Octadecyl-propa... 16.76 5.3 ng 139729 6 15.50 522759 20.0
unknownl7 .57 17 .57 3.6 ng 94141 6 15.50 522759 20.0
unknownl7.79 17.79 3.1 ng 81771 6 15.50 522759 20.0
2H-Cyclopropa[a]n... 18.04 4.6 ng 120577 6 15.50 522759 20.0
unknownl18.54 18.54 5.3 ng 137686 6 15.50 522759 20.0
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