LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF101819.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 4.916 478 481 495 rBV 73327 110748 13.53% 0.991%
2 5.357 553 556 582 rBV 472748 687541 84.00% 6.154%
3 6.387 727 731 747 rBV 575989 773360 94.48% 6.922%
4 6.504 747 751 769 rVB 830433 818527 100.00% 7.326%
5 6.728 786 789 800 rBV 240252 220599 26.95% 1.974%
6 6.881 812 815 830 rBV 643303 588055 71.84% 5.263%
7 7.292 882 885 900 rBV 333870 435150 53.16% 3.895%
8 8.010 1003 1007 1026 rBV 237144 288744 35.28% 2.584%
9 9.081 1186 1189 1206 rBV 838005 807758 98.68% 7.230%
10 9.480 1254 1257 1266 rBV 91974 89960 10.99% 0.805%
11 9.628 1279 1282 1286 rBV 9652 8704 1.06% 0.078%
12 9.763 1301 1305 1308 rBV 310789 298050 36.41% 2.668%
13 9.792 1308 1310 1318 rVB 29338 33278 4_.07% 0.298%
14 9.975 1337 1341 1345 rBvV2 12157 14070 1.72% 0.126%
15 10.316 1395 1399 1405 rBvV2 26695 32284 3.94% 0.289%
16 10.557 1436 1440 1455 rBvV 350685 382998 46.79% 3.428%
17 11.069 1525 1527 1530 rBvV 9226 8578 1.05% 0.077%
18 11.104 1530 1533 1536 rvB2 9643 9787 1.20% 0.088%
19 11.145 1536 1540 1546 rBvV 16824 17046 2.08% 0.153%

20 11.251 1554 1558 1559 rBV 271865 243294 29.72% 2.178%

21 11.274 1559 1562 1568 rVV 423465 415182 50.72% 3.716%

22 11.327 1568 1571 1578 rVB 81485 84625 10.34% 0.757%
23 11.498 1595 1600 1604 rBVZ2 26482 36824 4_50% 0.330%
24 11.533 1604 1606 1610 rVB3 7356 8447 1.03% 0.076%
25 11.751 1640 1643 1645 rBV 38049 32369 3.95% 0.290%
26 11.780 1645 1648 1654 rVV3 74514 91117 11.13% 0.816%
27 11.833 1654 1657 1659 rVvVv 16889 18785 2.29% 0.168%
28 11.863 1659 1662 1665 rVV 57061 68012 8.31% 0.609%
29 11.886 1665 1666 1672 rVB 26438 21914 2.68% 0.196%
30 12.045 1691 1693 1699 rVB 28548 21769 2.66% 0.195%
31 12.092 1699 1701 1704 rBV 18150 17221 2.10% 0.154%
32 12.192 1715 1718 1722 rBV2 5844 8298 1.01% 0.074%
33 12.298 1733 1736 1739 rBV 18393 18963 2.32% 0.170%
34 12.327 1739 1741 1745 rVV4 19956 23521 2.87% 0.211%

8270-BF101819.M Thu Oct 31 17:07:47 2019 Page: 1



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 12.404 1749 1754 1757 rVB2 18292 19864 2.43% 0.178%
36 12.463 1761 1764 1770 rBV 492168 473882 57.89%% 4.241%
37 12.563 1779 1781 1785 rBV3 10207 11688 1.43% 0.105%
38 12.616 1787 1790 1793 rVV 29308 26159 3.20% 0.234%
39 12.692 1797 1803 1810 rVVv 422913 481888 58.87% 4_.313%
40 12.745 1810 1812 1818 rVB2 20046 20957 2.56% 0.188%
41 12.827 1822 1826 1830 rVV 682099 625406 76.41% 5.598%
42 12.868 1830 1833 1837 rVB 18596 21029 2.57% 0.188%
43 12.963 1846 1849 1851 rVB4 6845 8838 1.08% 0.079%
44 13.004 1851 1856 1857 rBV3 21367 25779 3.15% 0.231%
45 13.027 1857 1860 1862 rVV 46799 45060 5.51% 0.403%
46 13.051 1862 1864 1868 rVV3 19399 21421 2.62% 0.192%
47 13.092 1868 1871 1873 rVV 28291 24957 3.05% 0.223%
48 13.127 1873 1877 1881 rVVv2 31726 40992 5.01% 0.367%
49 13.221 1890 1893 1896 rBVY 19845 18848 2.30% 0.169%
50 13.251 1896 1898 1901 rBV 15653 16255 1.99% 0.145%
51 13.398 1919 1923 1925 rBV4 14307 16152 1.97% 0.145%
52 13.516 1937 1943 1945 rBV3 39635 40401 4.94% 0.362%
53 13.545 1945 1948 1954 rVB2 32507 41662 5.09% 0.373%
54 13.592 1954 1956 1961 rBV6 8179 12327 1.51% 0.110%
55 13.651 1961 1966 1967 rBV2 36088 44271 5.41% 0.396%
56 13.663 1967 1968 1971 rVB 28860 22865 2.79% 0.205%
57 13.698 1971 1974 1976 rBV 35961 34967 4.27% 0.313%
58 13.733 1976 1980 1982 rBV4 53065 73349 8.96% 0.656%
59 13.810 1991 1993 1996 rVB 10020 8520 1.04% 0.076%
60 13.857 1999 2001 2002 rBV 17104 14851 1.81% 0.133%

61 13.892 2002 2007 2010 rVvVv2 339022 500874 61.19% 4.483%
62 13.921 2010 2012 2019 rVB 211152 200080 24.44% 1.791%

63 13.980 2019 2022 2023 rBV3 13279 11102 1.36% 0.099%
64 14.004 2023 2026 2029 rVB 35415 34099 4_.17% 0.305%
65 14.039 2029 2032 2033 rBV2 16754 14840 1.81% 0.133%
66 14.063 2034 2036 2040 rVB4 10961 13783 1.68% 0.123%
67 14.163 2051 2053 2057 rVB4 20634 19704 2.41% 0.176%
68 14.286 2069 2074 2077 rBV 36826 49582 6.06% 0.444%
69 14.315 2077 2079 2081 rBV2 11147 8523 1.04% 0.076%
70 14.345 2081 2084 2086 rBV2 37156 41702 5.09% 0.373%
71 14.639 2131 2134 2136 rVB 38484 35878 4._.38% 0.321%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 14.710 2142 2146 2149 rVB 68662 73787 9.01% 0.660%
73 14.774 2154 2157 2164 rVB7 33632 46310 5.66% 0.414%
74 14.868 2171 2173 2174 rBV2 11320 9729 1.19% 0.087%

75 14.927 2179 2183 2185 rVV 156110 223271 27.28% 1.998%

76 14.951 2185 2187 2192 rVB2 119635 142869 17.45% 1.279%

77 15.027 2197 2200 2206 rVB 41717 62021 7.58% 0.555%
78 15.151 2219 2221 2223 rBV3 12276 10924 1.33% 0.098%
79 15.210 2228 2231 2236 rBV 74547 89175 10.89%% 0.798%

80 15.274 2238 2242 2246 rBV 113218 134404 16.42% 1.203%

81 15.333 2246 2252 2255 rVB 121540 159954 19.54% 1.432%

82 15.498 2278 2280 2284 rVB4 16141 16693 2.04% 0.149%
83 15.715 2312 2317 2320 rVB 37299 48623 5.94% 0.435%
84 15.804 2330 2332 2336 rBv4 12161 19456 2.38% 0.174%
85 16.180 2393 2396 2402 rVB7 13692 19924 2.43% 0.178%
86 16.751 2488 2493 2501 rVB3 47017 105402 12.88% 0.943%
87 17.192 2562 2568 2573 rBV3 28140 55298 6.76% 0.495%
88 17.721 2653 2658 2663 rBVS8 15556 31503 3.85% 0.282%
89 18.003 2699 2706 2717 rBvVS8 18491 65404 7.99% 0.585%
Sum of corrected areas: 11172880
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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: BF117631.D
800000 6|50

6.88
600000 6.39
5.36
400000
7.29
200000

4.92

B SR LIS LS & S SR

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: BF117631.D

800000 9|08

12.83

600000
12.46

11.27 12.69

400000 10.56

9.76

8.01
200000

L 9.48 33
.79 10.32
flkg sy 007 1Y I ]i;IL

Time--> 8.00 8.50 9.00 9.50 10 00 10.50 11.00 11.50 12.00 12.50 13. OO
Abundance TIC: BF117631.D

800000

600000

400000 13.89

200000

17.72 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 4

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

4.92 10.04 ng 110748 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1.2-Butanediol 90 C4H1002 000584-03-2 23
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 482 (4.922 min): BF117631.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101 SN U
| 83 4.60 4.80 5.00 5.20
1 S S m/z 59.00 69.25%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LA L L L
59 460 480 500 520
m/z 101.00 26.91%
15 31 101
" 51J 83
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
4.60 480 500 520
5000 M m/z 58.00 16.06%
68
"'P"W"“I'”*Hﬂ'?ﬁ“l”"”l'“'I”"P"W"”I'“'IE?§P"%4?”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2296: 1,2-Butanediol T e e e ERERRE
59 4.60 4.80 5.00 5.20
m/z 41.10 9.95%
5000
31
41
1o || 7 89 117
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 unknown6.50 Concentration Rank 1

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

6.50 74.21 ng 818527 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 750 (6.498 min): BF117631.D (-747) (-) m/z 132.00 100.00%
132
5000 68
0 96 AP NARPE NS RS SR
54 - | 106 6.20 6.40 6.60 6.80
. P R e e m/z 68.10 48.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116
6.20 6.40 6.60 6.80
m/z 134.00 30.63%
158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
620 6.40 6.60 6.80
5000 67 m/z 66.00 29.84%
41 97
53
VL el
T |“i“| |“|‘||‘|“l‘|‘|“|‘ |‘i |]|-0|7| "‘l : IHII Ao s
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 69.05 20.41%
5000
104
66
14 27 30 51 87T g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Phenanthrene, 2-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.75 2.66 ng 32369 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 95
2 Phenanthrene. l1l-methvl- 192 C15H12 000832-69-9 95
3 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
4 Anthracene. 1-methvl- 192 C15H12 000610-48-0 93
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 81
Abundance Scan 1643 (11.751 min): BF117631.D (-1640) (-) m/z 192.10 100.00%
2
5000
11.40 11.60 11.80 12.00
130 132 m/z 191.10  63.44%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54750: Phenanthrene, 2-methyl-
192
5000
11.40 11.60 11.80 12.00
165 m/z 189.10 30.08%
94
27 39 51 63 82 7' 115126 139 152 | 176
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54746: Phenanthrene, 1-methyl-
192
AR AR AR L
11.40 11.60 11.80 12.00
5000 m/z 193.10 21.61%
165
27 39 50 63 74 86 %6 115126 139 152 | 176 |||
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #54735: Anthracene, 2-methyl-
192 11.40 11.60 11.80 12.00
m/z 190.10 16.78%
5000
165
15 27 39 51 63 8 96 195156 130 152 ) 176 \
m/z--> 20 40 60 80 100 120 140 160 180 200 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Phenanthrene, 1-methyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.78 7.49 ng 91117 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Anthracene. 2-methvl- 192 C15H12 000613-12-7 94
2 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 93
3 1H-Cvclopropal llphenanthrene.la.... 192 C15H12 000949-41-7 92
4 Phenanthrene. 1-methvl- 192 C15H12 000832-69-9 91
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 83
Abundance Scan 1648 (11.780 min): BF117631.D (-1645) (-) m/z 192.10 100.00%

192
5000
73 A
43 57 LN PRI BN SUNILE
83 94 129 165 11.40 11.60 11.80 12.00
115 - : : :
199152 | 176 213 m/z 191.10  58.42%
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #54734: Anthracene, 2-methyl-
192
5000

11.40 11.60 11.80 12.00
m/z 189.05  27.19%

g3 % 165
63 9° | 115 139150 | 176

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

Abundance #54750: Phenanthrene, 2-methyl-
192
e
11.40 11.60 11.80 12.00
5000 m/z 73.00 26 .44%
94 165
27 39 51 63 82 ' 115126130152 | 176 |||
T e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #54763: 1H-Cyclopropa[lJphenanthrene, 1a,9b-dihydro- e S .",A. T
192 11.40 11.60 11.80 12.00
m/z 57.10 21.52%
5000
165
27 39 51 637383 9 115176139 152 | 176 ‘M\
T T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
11.86 5.59 ng 68012 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 70
2 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 50
3 Methvl diselenide 190 C2H6Se2 007101-31-7 50
4 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 42
5 4-(0-Tolyl)-2-thiazolamine 190 C10H10N2S 005330-79-0 32

Abundance Scan 1662 (11.863 min): BF117631.D (-1659) (-) m/z 189.10 100.00%
149
5000
94
81 165 11.60 11.80 12.00 12.20
. .'|.-,.1.19. 2 Ml Tm/z 190.10  98.57%
mz--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000 T ---AA- ESUVESUMEE
o4 11,60 11.80 12.00 12.20
m/z 192.10 42 .34%
27 39 50 63 81 110 122 137 150 163 173
mz> 20 40 60 80 100 120 140 160 180 200
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
190
° 146 R SRR RN AN RS

11.60 11.80 12.00 12.20
m/z 191.10 39.88%

5000

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

Abundance #53209: Methyl diselenide
93 190 11.60 11.80 12.00 12.20
m/z 94_.50 25.69%
5000
e IH“ H H “‘.“..luuuuluu \‘\H H‘ HH
m/z--> 20 40 60 120 140 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Heptadecyl heptafluorobutyrate Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.73 2.93 ng 73349 Chrysene-di12 13.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 90
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 90

Abundance Scan 1979 (13.727 min): BF117631.D (-1976) (-) m/z 57.05 100.00%
57
83
5000
5 1340 13.60 13.80 14.00
e m/z 43.10 76.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #227401: Heptadecy! heptafluorobutyrate
57
5000 ISR N RN BN UGS
13.40 13.60 13.80 14.00
- m/z 83.10 67.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #205392: Trichloroacetic acid, hexadecy! ester
3
69 ISR N SRR BN UGS
13.40 13.60 13.80 14.00
5000 m/z 69.00 62.40%
125
2 153 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186969: n-Tetracosanol-1 R a R mamEE L
43 13.40 13.60 13.80 14.00
m/z 71.05 60.93%
5000 83
18
| L e 140 168 196 238 266 308 336

I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Octadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14 .64 4.49 ng 35878 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 90
2 Heneicosane 296 C21H44 000629-94-7 74
3 Hexacosane 366 C26H54 000630-01-3 74
4 Hentriacontane 437 C31H64 000630-04-6 72
5 Pentacosane 352 C25H52 000629-99-2 72
Abundance Scan 2134 (14.639 min): BF117631.D (-2131) (-) m/z 57.10 100.00%
57
85
5000
e 333 | 192 217 254 5gq 3?2 ' 14.40 14.:60 14.80 15.00
R B o m/z 71.10 80.60%
m/z--> 50 100 150 200 250 300 350
Abundance #105886: Octadecane
57
5000 85 LI BN I BRI B

14.40 14.60 14,80 15.00
m/z 43.05 59.69%

29
[ L e 160 107 205 250
L B L B e L A
m/z--> 50 100 150 200 250 300 350
Abundance #141424:; Heneicosane
57
b RREmE EE e
14.40 14.60 14.80 15.00
5000 85 m/z 85.05 54 _.99%
29 113
141
B e T
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R B A
57 14.40 14.60 14.80 15.00
m/z 55.00 23.94%
5000 85
113
29 || | |77, 141 169 197 225 253 295 366
T T b RREmE EE e
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00

8270-BF101819.M Thu Oct 31 17:07:54 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.71 9.23 ng 73787 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 90
3 Saualene 410 C30H50 000111-02-4 86
4 _psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 78
5 trans-Farnesol 222 C15H260 000106-28-5 72
Abundance Scan 2146 (14.710 min): BF117631.D (-2142) (-) m/z 69.10 100.00%
69
41 R I e o e DR
163 213 245 14,40 14.60 14.80 15.00
l, -HW.‘.,...1.92;....,.27.0..3?0....,....,.. m/z 81.05 55.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000 LR LI B UL SR
14,40 14.60 14.80 15.00
41 m/z 41.05 19.73%
N d 117 j |163 101 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69
a1 14.40 14.60 14.80 1500
5000 m/z 68.05 14 .75%
95 123
e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69 14.40 14.60 14.80 15.00
m/z 95.05 12.82%
5000
41
t o5 137
' ” 117 | 161 191 217 244 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 1H-Indene, 1,1"-(1,2-ethane... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.77 5.79 ng 46310 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene., 1.1"-(1.2-ethanedivli... 254 C20H14 072088-04-1 58
2 4.4 -Biazulenvl 254 C20H14 094053-54-0 53
3 1.17-Binaphthalene 254 C20H14 000604-53-5 52
4 10-0x0-5.5-dimethvl-5-sila-5.10-... 254 C14H14N20Si 089052-45-9 50
5 7,12-Dihydrobenzo[k]fluoranthene 254 C20H14 1000080-17-7 50
Abundance Scan 2156 (14.768 min): BF117631.D (-2154) (-) m/z 253.10 100.00%
253
5000 197 149 300
178 199 225 326
14.40 14.60 14.80 15.00
m/z 254.10 79.02%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105934: 1H-Indene, 1,1'-(1,2-ethanediylidene)bis-
233
126
5000 14.40 14.60 14.80 15.00
m/z 256.10 59.42%
101 995
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105909: 4,4'-Biazulenyl
253
14.40 14.60 14.80 15.00
m/z 300.10 52.60%
5000
126
i 226
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105915: 1,1'-Binaphthalene
252 14.40 14.60 14.80 15.00
m/z 149.00 45 _33%
5000 126
40 63 85100 150 175 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 Benzo[e]pyrene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.03 7.75 ng 62021 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
2 Benzolalpvrene 252 C20H12 000050-32-8 91
3 Benzolklfluoranthene 252 C20H12 000207-08-9 91
4 Benzolelpvrene 252 C20H12 000192-97-2 87
5 Perylene 252 C20H12 000198-55-0 87
Abundance Scan 2200 (15.027 min): BF117631.D (-2197) (-) m/z 252.10 100.00%
252
5000
ss 50 goon 1 AT, o5 209224 08 14.80 15.00 15.20 15.40
m/z 250.10 31.34%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104229: Benz[e]acephenanthrylene
252
5000
14.80 15.00 15.20 15.40
126 m/z 253.10 22 .44%
63 83 98 11 150 174 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104222: Benzo[a]pyrene
252
14.80 15.00 15.20 15.40
5000 m/z 126.00 14 .90%
126
228
a1 57 83 7142 | 149 200 " |
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104224: Benzo[k]fluoranthene
252 14.80 15.00 15.20 15.40
m/z 112.90 13.65%
5000
126
g7 112 | 200 224 I
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819.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 12 Perylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.21 11.15 ng 89175 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolklfluoranthene 252 C20H12 000207-08-9 97
2 Benzolelpvrene 252 C20H12 000192-97-2 97
3 Benzolilfluoranthene 252 C20H12 000205-82-3 96
4 Pervlene 252 C20H12 000198-55-0 96
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 2231 (15.210 min): BF117631.D (-2228) (-) m/z 252.10 100.00%
242
5000
125
112 224 14.80 15.00 15.20 15.40 15.60
39 74 87 138152 174 200 265278 n/7 25010 57 620
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
252
5000
14.80 15.00 15.20 15.40 15.60
126 m/z 125.10 20.08%
74 9913 200 224
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104217: Benzo[e]pyrene
252
14.80 15.00 15.20 15.40 15.60
5000 m/z 253.10 19.16%

,125
39 63 83 9911277 145 174 200 224237
g W4 AL

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104223: Benzo[j]fluoranthene

252 14.80 15.00 15.20 15.40 15.60
m/z 126.00 16.60%

5000

126

113
38 51 74 87100 150 174 200 224237

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 13 unknownl15.50 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
15.50 2.09 ng 16693 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-1-Benzopvran-4-one. 3-hvdroxy... 266 C17H1403 078396-37-9 41
2 8H-Indenol2.1-blphenanthrene 266 C21H14 000241-28-1 35
3 3-(3-ITrifluoromethvllphenoxv)be... 266 C14H9F302 078725-46-9 30
4 Benzenamine. N-T(4-nitrophenvlDm... 266 C16H14N202 1000349-88-6 27
5 Tetrachloroisophthalonitrile 264 C8CIl4N2 001897-45-6 25
Abundance Scan 2280 (15.498 min): BF117631.D (-2278) (-) m/z 266.20 100.00%

5000

159173

Al

15.20 15.40 15.60 15.80
m/z 265.10 62.05%

195

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115715: 4H-1-Benzopyran-4-one, 3-hydroxy-6-methyl-2-(4-me...

266
5000
132 15.20 15.40 15.60 15.80
o1 251 m/z 132.10 48.91%
51 17 7105119 l. 165178 195209223238 |
B R R L e o R B RARNARESE N EERE e nn s a s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115937: 8H-Indeno[2,1-b]phenanthrene
266
15.20 15.40 15.60 15.80
5000 m/z 43.05 42 .07%

133
27 40 63 87100 118 7] 163 187 210224237250 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #115415: 3-(3-[Trifluoromethyl]phenoxy)benzaldehyde R R e R
266 15.20 15.40 15.60 15.80
m/z 57.10 39.04%
5000
237
51 189 o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15 20 15. 40 15 60 15. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 14 Octacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.72 6.08 ng 48623 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Docosane 310 C22H46 000629-97-0 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 2318 (15.721 min): BF117631.D (-2312) (-) m/z 57.00 100.00%
g7
85
5000
1] 159 183 209 15.40 15.60 15.80 16.00
i m/z 71.10 96.46%
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57
5000 85 LR B BN SN B
mmmmmmmm
29 m/z 85.05 66.71%
LLL ) ﬂ / 1141 169 197 225 253 281 309 337 365 394
m/z--> 55 100 150 260 250 360 3éo '
Abundance #153223: Docosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.00 55.07%
m/z--> 55 100 1%0 260 250 300 3éo '
Abundance #141426: Heneicosane A e R Ra
57 15.40 15.60 15.80 16.00
m/z 83.05 23.28%
85
5000
29 113
[ L M8 109 197 225 253 296
m/z--> 55 100 1éo 260 2éo 360 3éo ' 1540 1560 1580 1600 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 15 unknownl15.80 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

15.80 2.43 ng 19456 Perylene-di12 15.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silane. dimethvl(3-methvlphenoxv... 266 C15H2602Si 1000347-33-8 11
2 Ethvl 2.4.6-trimethoxvcinnamate 266 C14H1805 067827-53-6 10
3 2(1H)-Isoauinolinecarboximidamid... 175 C10H13N3 001131-64-2 10
4 Phenol. pentachloro- 264 C6HCI50 000087-86-5 10
5 trans-2-Propoxy-.beta.-methyl-_b... 221 C12H15NO03 1000123-06-2 10
Abundance Scan 2331 (15.798 min): BF117631.D (-2330) (-) m/z 43.00 100.00%

48
83
179
5000 5
15.40 15.60 15.80 16.00 16.20
Ferprere e m/z 83.05 74 .20%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115534: Silane, dimethyl(3-methylphenoxy)isohexyloxy-

83 266

165

15.40 15.60 15.80 16.00 16.20
m/z 179.10 64.37%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #115322: Ethyl 2,4,6-trimethoxycinnamate
179 266
221 15.40 15.60 15.80 16.00 16.20
5000 007 m/z 55.10 56.32%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #41772: 2(1H)-Isoquinolinecarboximidamide, 3,4-dihydro- e o
1 15.40 15.60 15.80 16.00 16.20

m/z 266.20 50.96%

5000

15.40 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 16 unknownl16.18 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.49 ng 19924 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 46
2 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 43
3 Sulfurous acid. 2-propvl undecvl... 278 C14H3003S 1000309-12-2 38
4 Pentadecane. 6-methvl- 226 C16H34 010105-38-1 38
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 38
Abundance Scan 2396 (16.180 min): BF117631.D (-2393) (-) m/z 57.00 100.00%

7
5000

15.80 16.00 16.20 16.40
e m/z 71.10 66.36%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129491: Eicosane
43 57
71

5000 G
15.80 16.00 16.20 16.40
L)

m/z 43.05 61.93%
|""| i

99 113127141 155160183197211225239253 267 262
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #149369: Sulfurous acid, butyl dodecyl ester
57
R EAREEEE LSS
15.80 16.00 16.20 16.40
5000 - m/z 85.10 56.69%
43 85
29 99
P ] L‘ L7 169 503 201
R B o L R RS A E o B e e L AR BEA.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #125659: Sulfurous acid, 2-propyl undecy! ester e EARRs RS
43 15.80 16.00 16.20 16.40
57 m/z 83.00 34.17%
5000
71 85
29‘ ‘
O O = D ST M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 80 16. 00 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 17 unknownl7.72 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
17.72 3.94 ng 31503 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1-(2-PvridvDpiperazine 163 C9H13N3 034803-66-2 22
2 1H-1.4-Diazepine. hexahvdro-1-(2... 177 C10H15N3 1000337-93-1 18
3 2-Methvl-cis-3a.4.7.7a-tetrahvdr... 136 C10H16 1000145-00-7 18
4 1.4-Methanoazulene-9-methanol. d... 222 C15H260 001139-17-9 14
5 2-Propenoic acid, 1,7,7-trimethy... 208 C13H2002 005888-33-5 14
Abundance Scan 2658 (17.721 mm) BF117631.D (-2653) (-) m/z 83.10 100.00%
55 83,197 149
5000
17.40 17.60 17.80 18.00
rrerrrer o e m/z 149.10 94 . 75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #33112: 1-(2-Pyridyl)piperazine
141
5000
79 163 17.40 17.60 17.80 18.00
56 m/z 107 .05 94 .24%
| ,Jlun.ll.”n.ll N O
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #43223: 1H-1,4-Diazepine, hexahydro-1-(2-pyridinyl)-
121 177
17.40 17.60 17.80 18.00
5000 m/z 95.05 92.71%
‘ 147
w””ﬂﬂ“A”‘”w””.HHN”M”.””.”.””.”.””P“w””
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #15811: 2-Methyl-cis-3a,4,7,7a-tetrahydroindan e A RERREEESE L
67 B 17.40 17.60 17.80 18.00
m/z 122.10 92 .37%
5000
41
187
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF103019\
Data File : BF117631.D

Aca On : 30 Oct 2019 18:12

Operator :© JU

Sample : K5542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF101819._.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 18 unknown18.00 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.00 8.18 ng 65404 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Muurolane-B 208 C15H28 1000121-63-7 27
2 4.7.7-Trimethvlbicvclol2.2.1Thep... 207 C13H21NO 1000210-89-8 27
3 Boron. 1.5-cvclooctanedivl(2.4-p... 218 C13H23BN2 136704-99-9 25
4 Methyl diselenide 190 C2H6Se2 007101-31-7 22
5 1H-Imidazole, 2-ethyl-4-methyl- 110 C6H10N2 000931-36-2 18
Abundance Scan 2705 %7.998 min): BF117631.D (-2699) (-) m/z 109.00 100.00%
81 109
95
a1 A 135 . 203
5000 18

17.60 17.80 18.00 18.20 18.40

281
m/z 81.00 88.68%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #67944: Muurolane-B
169
95
41 55
5000 81 165 LINLI L L L B
17. 60 17. 80 18 00 18. 20 18 40
H 123 m/z 68.00 81.18%
S VW A S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66960: 4,7,7-Trimethylbicyclo[2.2.1]heptan-2-one O-allyloxim
41

17.60 17.80 18.00 18.20 18.40

5000 m/z 83.00 77.12%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75747: Boron, 1,5-cyclooctanediyl(2,4-pentanediiminato-N,... A B o
1 17.60 17.80 18.00 18.20 18.40

m/z 95.00 71.46%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20 18 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF103019\
Data File : BF117631.D

Acq On : 30 Oct 2019 18:12

Operator : JU

Sample - Kb542-17

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF101819_.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... 4.92 10.0 ng 110748 1 6.73 220599 20.0
unknown6 .50 6.50 74.2 ng 818527 1 6.73 220599 20.0
Phenanthrene, 2-m... 11.75 2.7 ng 32369 4 11.25 243294 20.0
Phenanthrene, 1-m... 11.78 7.5 ng 91117 4 11.25 243294 20.0
4H-Cyclopenta[def... 11.86 5.6 ng 68012 4 11.25 243294 20.0
Heptadecyl heptaf... 13.73 2.9 ng 73349 5 13.90 500874 20.0
Octadecane 14 .64 4.5 ng 35878 6 15.33 159954 20.0
Supraene 14.71 9.2 ng 73787 6 15.33 159954 20.0
1H-Indene, 1,1°"-(... 14.77 5.8 ng 46310 6 15.33 159954 20.0
Benzo[e]pyrene 15.03 7.8 ng 62021 6 15.33 159954 20.0
Perylene 15.21 11.2 ng 89175 6 15.33 159954 20.0
unknown15.50 15.50 2.1 ng 16693 6 15.33 159954 20.0
Octacosane 15.72 6.1 ng 48623 6 15.33 159954 20.0
unknownl15.80 15.80 2.4 ng 19456 6 15.33 159954 20.0
unknownl16.18 16.18 2.5 ng 19924 6 15.33 159954 20.0
unknownl7.72 17.72 3.9 ng 31503 6 15.33 159954 20.0
unknown18.00 18.00 8.2 ng 65404 6 15.33 159954 20.0
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