LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115127.D

Aca On : 22 Jun 2019 18:10

Operator : HP/JU

Sample : K3421-02

Misc :

ALS Vial : 17 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-BF062119.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 4.460 424 429 435 rVB 131126 149551 2.44% 0.241%
2 5.213 551 557 560 rBY 4976390 5175015 84.41% 8.345%
3 6.248 727 733 736 rBVY 4774683 5386856 87.87% 8.687%
4 6.284 736 739 742 rVB 97573 87160 1.42% 0.141%
5 6.378 750 755 759 rBVY 5341681 5581424 91.04% 9.001%
6 6.613 791 795 798 rVB 1899702 1704940 27.81% 2.749%
7 6.766 817 821 825 rVB 4802926 4392665 71.65% 7.084%
8 7.172 884 890 893 rBVY 3557689 3415261 55.71% 5.507%
9 7.413 928 931 935 rVB 70721 61781 1.01% 0.100%
10 7.889 1008 1012 1015 rBv 2700008 2213290 36.10% 3.569%

11 8.966 1191 1195 1199 rBV 6086291 6130709 100.00% 9.886%
12 9.360 1258 1262 1265 rBV 880020 677606 11.05% 1.093%
13 9.636 1304 1309 1312 rBV 2929563 2524823 41.18% 4.071%
14 9.666 1312 1314 1317 rVB 315768 227749 3.71% 0.367%
15 9.836 1338 1343 1348 rBvV 109646 105795 1.73% 0.171%

16 10.177 1398 1401 1404 rVB 222765 190795 3.11% 0.308%
17 10.313 1418 1424 1426 rBV2 95822 110417 1.80% 0.178%
18 10.413 1437 1441 1446 rBV 3428073 3150996 51.40% 5.081%
19 10.577 1467 1469 1475 rVB 152793 129219 2.11% 0.208%
20 10.724 1487 1494 1496 rBv4 59063 88206 1.44% 0.142%

21 10.971 1532 1536 1539 rBv4 65125 95846 1.56% 0.155%
22 11.007 1539 1542 1544 rVV2 125436 127182 2.07% 0.205%
23 11.042 1544 1548 1552 rVB 115974 125718 2.05% 0.203%
24 11.107 1555 1559 1561 rVV 3124498 2646150 43.16% 4.267%
25 11.130 1561 1563 1566 rVvVv 959764 745446 12.16% 1.202%

26 11.177 1568 1571 1575 rVB 275018 225405 3.68% 0.363%
27 11.430 1612 1614 1618 rVB 107649 91734 1.50% 0.148%
28 11.607 1637 1644 1646 rBV 163658 183783 3.00% 0.296%
29 11.630 1646 1648 1650 rVvVv 191033 139698 2.28% 0.225%

30 11.677 1654 1656 1659 rVB2 86826 74587 1.22% 0.120%
31 11.713 1659 1662 1665 rBV 303540 288657 4.71% 0.465%
32 11.836 1680 1683 1688 rVV 89123 78017 1.27% 0.126%
33 11.901 1691 1694 1704 rVB2 125435 173998 2.84% 0.281%
34 12.154 1733 1737 1739 rBV 57289 65277 1.06% 0.105%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115127.D

Aca On : 22 Jun 2019 18:10

Operator : HP/JU

Sample : K3421-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.177 1739 1741 1745 rVVv2 87972 130385 2.13% 0.210%

36 12.224 1747 1749 1755 rVB3 121186 148891 2.43% 0.240%
37 12.307 1759 1763 1770 rBV 1453763 1170246 19.09%% 1.887%
38 12.360 1770 1772 1781 rVB5 45193 82865 1.35% 0.134%
39 12.436 1781 1785 1793 rBV2 185247 319621 5.21% 0.515%
40 12.530 1796 1801 1804 rVV2 1061653 1047406 17.08% 1.689%

41 12.595 1808 1812 1817 rVB3 83801 120822 1.97% 0.195%
42 12.695 1824 1829 1832 rBV 5485476 5595941 91.28% 9.024%
43 12.754 1834 1839 1845 rVB5 65911 116253 1.90% 0.187%
44 12.842 1848 1854 1855 rBV4 58364 85928 1.40% 0.139%
45 12.860 1855 1857 1862 rVB 210821 188917 3.08% 0.305%

46 12.930 1865 1869 1871 rBV 165131 165378 2.70% 0.267%
47 12.960 1871 1874 1877 rVB2 93956 110440 1.80% 0.178%
48 13.265 1919 1926 1927 rBV6 36553 72263 1.18% 0.117%
49 13.289 1927 1930 1932 rVB2 83305 77798 1.27% 0.125%
50 13.607 1981 1984 1992 rBV5 291521 435386 7.10% 0.702%

51 13.724 1998 2004 2006 rBV2 2083338 2178817 35.54% 3.514%
52 13.742 2006 2007 2010 rVB 250845 198558 3.24% 0.320%
53 13.930 2036 2039 2045 rBV2 118631 128241 2.09% 0.207%
54 14.236 2087 2091 2097 rBV3 147860 201884 3.29% 0.326%
55 14.530 2137 2141 2144 rBV 103367 105486 1.72% 0.170%

56 14.706 2168 2171 2174 rBV 187654 241126 3.93% 0.389%
57 14.830 2189 2192 2197 rVB 102614 103538 1.69% 0.167%
58 14.971 2213 2216 2221 rVB 101809 101521 1.66% 0.164%
59 15.024 2222 2225 2230 rVB 132465 139974 2.28% 0.226%
60 15.083 2230 2235 2243 rBV 1586063 1842536 30.05% 2.971%

61 15.165 2246 2249 2254 rVB 84411 114016 1.86% 0.184%
62 15.548 2310 2314 2318 rBV 69936 124377 2.03% 0.201%
63 16.336 2444 2448 2455 rVB2 50994 97786 1.60% 0.158%

Sum of corrected areas: 62012156
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115127.D

Aca On : 22 Jun 2019 18:10

Operator : HP/JU

Sample : K3421-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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: BF115127.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115127.D

Aca On : 22 Jun 2019 18:10

Operator : HP/JU

Sample : K3421-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 unknown6.38 Concentration Rank 1

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

6.38 65.47 ng 5581420 1,4-Dichlorobenzene-d4 6.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
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 755 (6.378 min): BF115127.D (-750) (-) m/z 132.00 100.00%
32
5000 68
6 A R
40 ,_ 54 | 75 104 6.00 6.20 6.40 6.60 6.80
S I il A 1A M = R [ N m/z 68.00 38.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR AR SRS AR
6.00 6.20 6.40 6.60 6.80
0
314 5 78 m/z 134.00 33.85%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.00 6.20 6.40 6.60 6.80

5000 67 m/z 66.00 25.32%
41 97
53 117
S Y A-NA B T 7
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R R
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 15.48%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 6.40 6.60 680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115127.D

Aca On : 22 Jun 2019 18:10

Operator : HP/JU

Sample : K3421-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 3 4H-Cyclopenta[def]phenanthrene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
1171 2.18ng 288657  Phenanthrene-d10 11.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 76

2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 64
3 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 52
4 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
5 Megastigmatrienone 190 C13H180 038818-55-2 25
Abundance Scan 1662 (11.713 min): BF115127.D (-1659) (-) m/z 190.00 100.00%
180
5000
94 N 1| UV A N
81 165 11.40 11.60 11.80 12.00
2950 83 ML | AH0122 139151 /76l 204 224 1 ns57189.00  97.74%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
o4 11.40 11.60 11.80 12.00
m/z 191.00 30.71%
27 39 50 63 81 110122 137 150 163 178
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189
11,40 11.60 11.80 12.00
m/z 192.00 30.55%
5000
94
USRI N |""%% R S SRR AR [rrr T
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl L o o
45 190 11,40 11.60 11.80 12.00
146 m/z 94.50 22 .59%
5000 82
117
34” HHHM \H‘\“M ,}02\“ {30 “ Hul SN e T
mz-> 20 60 80 100 120 140 160 180 200 220 1140 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115127.D

Aca On : 22 Jun 2019 18:10

Operator : HP/JU

Sample : K3421-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 4 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.44 2.93 ng 319621 Chrysene-di12 13.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 1786 (12.442 min): BF115127.D (-1781) (-) m/z 73.00 100.00%

5000

12.20 12.40 12.60 12.80
m/z 43.00 97.13%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid

12.20 12.40 12.60 12.80
m/z 57.00 89.21%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
51 UL SRR BN SO B
12.20 12.40 12.60 12.80
5000 m/z 60.00 88.07%
i
...,.‘a..‘i‘:‘..
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73 12.20 12.40 12.60 12.80
43 5 m/z 55.00 79.10%
5000 129
185 228
7115
‘\ m lm \”\ 1?3157171 ‘ 199

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062219\
Data File : BF115127.D

Aca On : 22 Jun 2019 18:10

Operator : HP/JU

Sample : K3421-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF062119_.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 E-15-Heptadecenal Concentration Rank 3

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

13.61 4.00 ng 435386 Chrysene-di12 13.72

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 E-15-Heptadecenal 252 C17H320 1000130-97-9 96

2 n-Tetracosanol-1 354 C24H500 000506-51-4 95

3 Behenic alcohol 326 C22H460 000661-19-8 95

4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94

5 1-Heptacosanol 396 C27H560 002004-39-9 94
Abundance Scan 1985 (13.612 min): BF115127.D (-1981) (-) m/z 57.00 100.00%

83
5000

.

13.20 13.40 13.60 13.80 14.00
m/z 43.00 79.31%

139157 178195 ~ 234 258 551

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104157: E-15-Heptadecenal
43
83
5000 | BBNLLILI BN L L LB L
111 13.20 13.40 13.60 13.80 14.00
m/z 83.10 60.92%
6 139 168 196 224 252
RARRRRRN LY
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57 83
T e T
13.20 13.40 13.60 13.80 14.00
5000 11 m/z 71.10 60.24%
29 ‘

Lol 167 195 222 250 280 308 336
Raia ERRtERRREAERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

E

Abundance #166292: Behenic alcohol L
55 83 13.20 13.40 13.60 13.80 14.00
m/z 55.00 54 _.86%
5000
29

L 167 196 224 252 280 308
Asaanseaasstiea e s Al ML U S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062219\
Data File : BF115127.D

Acq On : 22 Jun 2019 18:10

Operator : HP/JU

Sample - K3421-02

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF062119_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .38 6.38 65.5 ng 5581420 1 6.61 1704940 20.0
4H-Cyclopenta[def... 11.71 2.2 ng 288657 4 11.11 2646150 20.0
Octadecanoic acid 12.44 2.9 ng 319621 5 13.72 2178820 20.0
E-15-Heptadecenal 13.61 4.0 ng 435386 5 13.72 2178820 20.0
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