LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF102119\

Data File : BF117468.D

Aca On : 22 Oct 2019 00:42 Instrument :

Operator : JU E?Afs el
- _ lentosampleld :

3?22'6 : K5146-08 CL-02-101819

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\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 5.345 551 554 580 rBV 871859 1022174 82.36% 7.780%
2 6.381 726 730 747 rBV 1134872 1130646 91.10% 8.606%
3 6.504 747 751 760 rVB 1348670 1153323 92.92% 8.778%
4 6.734 787 790 803 rBV 251757 251451 20.26% 1.914%
5 6.886 813 816 831 rBVY 1026583 842444 67 .88% 6.412%
6 7.298 882 886 906 rBV 705974 688893 55.50% 5.243%
7 8.010 1004 1007 1017 rBV 318793 325369 26.21% 2.476%
8 9.086 1186 1190 1193 rBV 1593116 1241168 100.00% 9.447%
9 9.480 1254 1257 1265 rVB 130613 109582 8.83% 0.834%
10 9.627 1279 1282 1287 rBV 37827 33590 2.71% 0.256%

11 9.763 1302 1305 1310 rBV 449995 377774 30.44% 2.875%
12 10.551 1436 1439 1451 rBV 776296 711303 57.31% 5.414%
13 11.145 1537 1540 1545 rVB4 10941 15710 1.27% 0.120%
14 11.245 1554 1557 1560 rBV 375993 347514 28.00% 2.645%
15 11.269 1560 1561 1566 rVvV 105015 103155 8.31% 0.785%

16 11.327 1570 1571 1575 rVB 25195 21335 1.72% 0.162%
17 11.539 1604 1607 1611 rVB2 16958 15553 1.25% 0.118%
18 11.751 1640 1643 1645 rBV 22301 20166 1.62% 0.153%
19 11.780 1645 1648 1654 rVB3 101916 104139 8.39% 0.793%
20 11.863 1659 1662 1665 rBV 47739 47841 3.85% 0.364%
21 12.198 1711 1719 1721 rBV7 8959 15301 1.23% 0.116%
22 12.304 1732 1737 1739 rBV 33632 37047 2.98% 0.282%
23 12.339 1739 1743 1745 rVV4 30001 41876 3.37% 0.319%
24 12.398 1749 1753 1757 rBvV4 17556 22431 1.81% 0.171%
25 12.463 1761 1764 1770 rBV 312521 291877 23.52% 2.222%
26 12.563 1778 1781 1786 rVB 42517 41104 3.31% 0.313%
27 12.692 1797 1803 1810 rBV 275416 338834 27.30% 2.579%
28 12.751 1810 1813 1816 rVB 18116 18714 1.51% 0.142%
29 12.827 1822 1826 1831 rBV 1072076 1020271 82.20% 7.766%
30 12.910 1836 1840 1847 rBvV4 30314 63354 5.10% 0.482%
31 13.021 1857 1859 1863 rVB 45420 42867 3.45% 0.326%
32 13.086 1868 1870 1874 rVVv 36310 33526 2.70% 0.255%
33 13.127 1874 1877 1885 rVB2 45439 43585 3.51% 0.332%
34 13.215 1890 1892 1896 rVV 25361 24693 1.99% 0.188%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

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

35 13.251 1896 1898 1906 rVB4 31443 43067 3.47% 0.328%
36 13.398 1921 1923 1926 rBV2 23831 23667 1.91% 0.180%
37 13.651 1962 1966 1967 rBV 29948 35070 2.83% 0.267%
38 13.698 1971 1974 1976 rVvV 24528 26917 2.17% 0.205%

39 13.727 1976 1979 1989 rVB5 105676 193770 15.61% 1.475%
40 13.886 2002 2006 2009 rBV2 323373 425613 34.29% 3.239%

41 13.915 2009 2011 2020 rVB 161289 181342 14.61% 1.380%

42 14.051 2030 2034 2043 rBV7 38782 81922 6.60% 0.624%
43 14.280 2071 2073 2077 rVB2 36880 32382 2.61% 0.246%
44 14.351 2082 2085 2088 rBV3 54174 63512 5.12% 0.483%
45 14.645 2133 2135 2137 rBVY 34868 26197 2.11% 0.199%
46 14.768 2153 2156 2161 rBV5 22199 35854 2.89% 0.273%
47 14.915 2177 2181 2184 rBV 182196 238302 19.20% 1.814%
48 15.021 2196 2199 2204 rVB 47820 72547 5.85% 0.552%

49 15.204 2227 2230 2235 rVB 101563 111274 8.97% 0.847%
50 15.262 2237 2240 2246 rBV 137117 183782 14.81% 1.399%

51 15.321 2246 2250 2254 rBV 228645 285212 22.98% 2.171%

52 15.421 2265 2267 2274 rVB7 35667 51843 4.18% 0.395%

53 15.721 2316 2318 2322 rVB2 28199 31378 2.53% 0.239%

54 15.951 2354 2357 2367 rVB10 52774 88252 7.11% 0.672%

55 16.356 2423 2426 2434 rVB6 40619 74920 6.04% 0.570%

56 16.739 2486 2491 2499 rVB2 78683 166845 13.44% 1.270%

57 17.156 2560 2562 2568 rVB2 40339 66043 5.32% 0.503%
Sum of corrected areas: 13138321
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\

BF117468.D

22 Oct 2019 00:42

Ju

K5146-08

21 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF117468.D

6.50
6.38
6.89
5.35
7.30

0
Time-->

T
5.00

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

8.01

TIC: BF117468.D

12.83
10.55

9.76

11.24

12.46 5 59

9.48 11,78

11813311 5411550 1o 12930402 5G0.

11.27

\

Time-->

13.00

L9§3

9.50 10.00

J . 98225
1 AN

L i am T

10.50 11.00

1 .
L e e e e LA A m e B S

11.50 12.00 12.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF117468.D

13.89 15.32

6
5.42 15.7215.95

16.74

16.36 17.16

Time-->

™1
13.50

T
18.00 18.50

I
17.00 17.50

16.00 16.50

14.00

14.50 15.00

15.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 unknown6.50 Concentration Rank 1

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

6.50 91.73 ng 1153320 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 Xenon 132 Xe 007440-63-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 750 (6.498 min): BF117468.D (-747) (-) m/z 132.00 100.00%
5000 68
20 54 7 g7 9|6 5 J 620 640 660 6.80
o AL m/z 68.10 48.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 og 116 SN LS LA U
6.20 6.40 6.60 6.80
m/z 134.00 32.13%
ol 8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
132
620 6.40 6.60 6.80
5000 m/z 66.00 30.55%
66
0 I'"'I'"'IJW"I""I""I'l"I""I""I""
m/z--> 20 40 60 80 100 120 140 160 180 L
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- T T
132 6.20 6.40 6.60 6.80
m/z 69.05 20.99%
117
5000
29 91
7 LG e | oy
0 ||‘||||‘||‘N||“l‘|||‘“|||‘=||“i‘|||‘||l“:luuuuluuuuluuuu
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\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 3 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.78 5.99 ng 104139 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Anthracene. 2-methvl- 192 C15H12 000613-12-7 50
3 Anthracene. 9-methvl- 192 C15H12 000779-02-2 42
4 Phenanthrene. 2-methvl- 192 C15H12 002531-84-2 42
5 Anthracene, 1-methyl- 192 C15H12 000610-48-0 42
Abundance Scan 1648 (11.780 min): BF117468.D (-1645) (-) m/z 73.00 100.00%
7B
60 192
43
5000
143157171 1140 11.60 11.80 12.00
Obprerr Jl m/z 192.10 79.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107547: n-Hexadecanoic acid
4 g0 73
5000 29 UL AR
11.40 11.60 11.80 12.00
129 m/z 60.00 73.21%
85 256
o Ll 8 115 | 143157171185 199 213 207239
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance #54734: Anthracene, 2-methyl-
192
AR RARARRALES SRS L
11.40 11.60 11.80 12.00
5000 m/z 43.05 63.12%

96 165
63 8 | 115 139157 | ‘\\

O e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #54731: Anthracene, 9-methyl- T
192 11.40 11.60 11.80 12.00
m/z 55.00 59.73%
5000
o 3 e @ M 115 1391521° 130‘
s L B R RARaN R A R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 A4H-Cyclopenta[def]phenanthrene Concentration Rank 13

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

11.86 2.75 ng 47841 Phenanthrene-d10 11.24

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58

2 Methvl diselenide 190 C2H6Se2 007101-31-7 45

3 2.6-Dichlorobenzaldoxime 189 C7H5CI2NO 025185-95-9 30

4 5-Thiazolecarboxamide. 4-amino-2... 189 C5H7N30S2 1000338-08-9 27

5 1a,9b-Dihydro-1H-cyclopropa[aljan... 192 C15H12 006109-24-6 18
Abundance Scan 1662 (11.863 min): BF117468.D (-1659) (-) m/z 190.10 100.00%

5000

3 165 11.60 11.80 12.00 12.20

139 15

0 m/z 189.05 95.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190
5000
94 11.60 11.80 12.00 12.20
m/z 192.10 56.32%
oL 27 39 50 63 81 110 122 137 150 163 178
L e L B L B o o I L e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #53209: Methyl diselenide
93 190
175 11.60 11.80 12.00 12.20
5000 m/z 191.10 47.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52566: 2,6-Dichlorobenzaldoxime

11.60 11.80 12.00 12.20
m/z 94.40  23.79%

5000

11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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, 2,5-dimethyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.30 2.13 ng 37047 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenanthrene. 2.5-dimethvl- 206 Cl16H14 003674-66-6 93
2 di-p-Tolvlacetvlene 206 C16H14 002789-88-0 91
3 Anthracene. 1.4-dimethvl- 206 C16H14 000781-92-0 91
4 Phenanthrene. 3.6-dimethvl- 206 C16H14 001576-67-6 90
5 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 90

Abundance Scan 1736 (12.298 min): BF117468.D (-1732) (-) m/z 206.10 100.00%

5000

12.00 12.20 12.40 12.60

76 89 101
1

ol 11 m/z 191.10 54_22%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66257: Phenanthrene, 2,5-dimethyl-
206
5000 191
12.00 12.20 12.40 12.60
g9 101 m/z 189.10 31.43%
oL 27 39 51 63 6 || || 115127 130 152 19 178
T T T T T T T T T T T TR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66238: di-p-Tolylacetylene
206
12.00 12.20 12.40 12.60
5000 m/z 205.10 26.51%
191
oL 27 39 51 63 76 89 102 115127 130 152 165 178 | Mw
B I L e LA A e e 2 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66250: Anthracene, 1,4-dimethyl-
206 12.00 12.20 12.40 12.60
m/z 190.10 19.91%
5000
191
89 103
ol 27 51 63 78 % W11 152 205178 |
B I B e AR e o
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 wunknownl2.34 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

12.34 2.41 ng 41876 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5.5.8a-Tetramethvl-6.7.8.8a-te... 204 C14H200 124957-09-1 27
2 Tetramisole 204 C11H12N2S 005036-02-2 27
3 I1.1"-Biphenvl1-4-o0l. 4°-chloro- 204 C12H9CIO0 028034-99-3 27
4 A4-(Trifluoromethoxv)benzoic acid 206 C8H5F303 000330-12-1 25
5 m-Trifluoromethoxybenzoic acid 206 C8H5F303 001014-81-9 22

Abundance Scan 1743 (12.339 min): BF117468.D (-1739) (-) m/z 204.10 100.00%

5000

12.00 12.20 12.40 12.60

0 m/z 206.15 86.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64227: 2,5,5,8a-Tetramethyl-6,7,8,8a-tetrahydro-5H-naphth. ..
204
135

5000
12.00 12.20 12.40 12.60

m/z 189.10 85.88%

04
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #63886: Tetramisole
148 204
12.00 12.20 12.40 12.60
5000 m/z 57.00 59.11%
73 101
‘ 89 127 176
I N 0 e = e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64070: [1,1'-Biphenyl]-4-ol, 4-chloro- R A REER R
204 12.00 12.20 12.40 12.60
m/z 203.10 52.74%
5000

139
39 g 63 7, 84 102115 140 108
1

m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 7 Benzene, 1,1"-(1,3-butadiyn... Concentration Rank 16

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

12.56 2.37 ng 41104 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.1"-(1.3-butadivne-1.4... 202 C16H10 000886-66-8 53
2 Pvrene 202 C16H10 000129-00-0 53
3 Fluoranthene 202 C16H10 000206-44-0 50

001016-41-7 43
1000298-87-9 43

202 C12H14N20
202 C8H4CI2S

4 5-Ethoxv-3-methvl-1-phenvlpvrazole
5 2,3-Dichlorobenzo[b]thiophene

Abundance Scan 1781 (12.563 min): BF117468.D (-1778) m/z 202.05 100.00%

-)
202
5000 A_
73

43 60 101 R M

88~ 7115129 150,00 185 225 241 1220 12.40 12.60 12.80
o} m/z 200.10 25.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62830: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- A
202
5000 A AR MR AR

12.20 12.40 12.60 12.80
m/z 73.00 25.03%

ol 14 27 39 51 63 75 88 101, ,3126135150162174 187

miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62822: Pyrene
202
12.20 12.40 12.60 12.80
5000 m/z 60.00 16.25%
101
o 39 51 63 75 88 | 122134 150162174187 ||
=7/ NS —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #62827: Fluoranthene R R EEE mEma BRI
202 12.20 12.40 12.60 12.80
m/z 101.00 14 .68%
5000
101
o 39516375887 122 150162174 ||
e AN S —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 8 11H-Benzo[b]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.91 2.98 ng 63354 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 81
2 11H-Benzolalfluorene 216 C17H12 000238-84-6 64
3 Benzoic acid. 3-(3.5-dimethvl-1-.._. 216 C12H12N202 312531-88-7 58
4 trans-p-(TrifluoromethvDcinnami... 216 C10H7F302 016642-92-5 58
5 Fluoranthene, 2-methyl- 216 C17H12 033543-31-6 55

Abundance Scan 1840 (12.910 min): BF117468.D (-1836) (-) m/z 216.10 100.00%

216

5000

94 108 189

128 151163 232 g 12.60 12.80 13.00 13.20

39 56 70 82

0 m/z 215.10 90.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74418: 11H-Benzo[b]fluorene
216
5000 ||||||||/\|“||||||||||||||

12.60 12.80 13.00 13.20
m/z 213.10 24.30%

107
28 50 63 81 94 122 139151163176 189

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74421: 11H-Benzo[a]fluorene
216
12.60 12.80 13.00 13.20
5000 m/z 218.10 16.64%
108
o 50 63 81 % || 122 137150163176189 |
B LA I B e o e e e B R RAR RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74002: Benzoic acid, 3-(3,5-dimethyl-1-pyrazolyl)-
216 12.60 12.80 13.00 13.20
m/z 217.10 15.55%
5000
39 65
130
51 | 77 o5 171,197
ol bbbl 208, | 14300 Tyytea
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.60 12.80 13.00 13.20

8270-BF101819.M Tue Oct 22 17:41:02 2019

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 Pyrene, 1-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.13 2.05 ng 43585 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 1-methvl- 216 C17H12 002381-21-7 94
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 81
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 76
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 58
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 58
Abundance Scan 1877 (13.127 min): BF117468.D (-1874) (-) m/z 216.10 100.00%
216
5000
94 108 189 232
of m/z 215.10 67.07%
mz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74412: Pyrene, 1-methyl-
216
5000 ARAASAARASRARASSA AR
12.80 13.00 13.20 13.40
9 08 189 m/z 189.05 21.84%
ol 27 39 50 63 81 122 137150163175 | 201
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74413: Pyrene, 2-methyl-
216
12:80 13.00 13.20 13.40
5000 o5 m/z 217.10 19.71%
108
o s3es 81 | | 122 150163 o201 |
miz-> 20 40 60 85 160 120 140 160 180 260 220 240
Abundance #74425: Fluoranthene, 2-methyl-
216 12.80 13.00 13.20 13.40

m/z 94.40 19.64%

5000

108
273950 62 74 95 | 122134 150163176 189502 H

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 12.80 13.00 13.20 13.40

o

8270-BF101819.M Tue Oct 22 17:41:03 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 Pyrene, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.25 2.02 ng 43067 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. 2-methvl- 216 C17H12 003442-78-2 72
2 Pvrene. 1l-methvl- 216 C17H12 002381-21-7 68
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 59
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 53
5 Pyrene, 4-methyl- 216 C17H12 003353-12-6 50
Abundance Scan 1898 (13.251 min): BF117468.D (-1896) (-) m/z 216.10 100.00%
216
5000
94 189
39 55 47 79 107 155 137149161 177 | 201 232244 13.00 13.20 13.40 13.60
o} m/z 215.10 69.42%
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74413: Pyrene, 2-methyl-
216
5000 95 B RN AN RN
108 13.00 13.20 13.40 13.60
189 m/z 94.40 24 .28%
ol 53 65 8l 122 150163 201
miz--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74412: Pyrene, 1-methyl-
216 ml
13.00 13.20 13.40 13.60
5000 m/z 213.00 17.89%
% 108 189
oL27 50 63 81 J | 122 137150163175 | 201 |
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74425: Fluoranthene, 2-methyl-
216 13.00 13.20 13.40 13.60
m/z 189.00 17.68%
5000

108 189
2739 6274 95 | 122134 150163176 27202 |

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.20 13.40 13.60

o

8270-BF101819.M Tue Oct 22 17:41:03 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 1-Heptacosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.73 9.11 ng 193770 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 81
2 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 74
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 74
4 n-Nonadecanol-1 284 C19H400 001454-84-8 70
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 64
Abundance Scan 1979 (13.727 min): BF117468.D (-1976) (-) m/z 57.10 100.00%
57 83
111
234 SR U SRR BN SRR
140 167187 211 13.40 13.60 13.80 14.00
o} m/z 43.05 90.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57
5000 ISR N SN BN UGS
13.40 13.60 13.80 14.00
m/z 83.10 86.67%
L2 181 209 236 264 202 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester
4
83 ISR N BN BN UGS
13.40 13.60 13.80 14.00
5000 m/z 55.00 81.42%
111
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate R AEmEEEE L
5 o7 13.40 13.60 13.80 14.00
m/z 71.05 72 .53%
5000
125
o 20 1 i | ;\h | 153 182 210 238 266 311 412
m/z--> 50 100 150 200 250 300 350 400 1340 13.60 13.80 14.00

8270-BF101819.M Tue Oct 22 17:41:04 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 12 7H-Benz[de]anthracen-7-one Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.05 3.85 ng 81922 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzldelanthracen-7-one 230 C17H100 000082-05-3 81
2 6H-Benzldelanthracen-6-one 230 C17H100 080252-14-8 70
3 11H-Benzolalfluoren-11-one 230 C17H100 000479-79-8 52
4 Dibenzolc.h1l2.61naphthvridine 230 C16H10N2 000218-30-4 46
5 1-Pyrenecarboxaldehyde 230 C17H100 003029-19-4 43
Abundance Scan 2034 (14.051 min): BF117468.D (-2030) (-) m/z 230.10 100.00%
30
202
5000
153 169 ;g7 248 65 13.80 14.00 14.20 14.40
of m/z 202.10 60.19%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #86245: 7H-Benz[de]anthracen-7-one
230
5000 202 LU SUMIULE B SURURN B
101 13.80 14.00 14.20 14.40
88 m/z 57.00 46.02%
33 50 74 115 134150 17417 || 216
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #86242: 6H-Benz[de]anthracen-6-one
230
202 U UL SR SO B
13.80 14.00 14.20 14.40
5000 m/z 71.05 43.09%
101
27 50 75 ‘ 115 135150 1741g7 ‘
miz-> 20 40 eb 85 160 150 140 160 180 200 220 240 260
Abundance #86241: 11H-Benzo[a]fluoren-11-one R EEEES
230 13.80 14.00 14.20 14.40
m/z 85.05 37 .06%
5000
0 101 200
3750 75 | 115 134150 1741 ‘H 215
mz-> 20 45 eb 80 160 120 140 160 180 200 220 240 260 13.80 14.00 14.20 14.40

8270-BF101819.M Tue Oct 22 17:41:04 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .35 2.98 ng 63512 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Octadecane 254 C18H38 000593-45-3 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Docosane 310 C22H46 000629-97-0 52
5 Heptacosane 380 C27H56 000593-49-7 52

Abundance Scan 2085 (14.351 min): BF117468.D (-2082) (-) m/z 57.10 100.00%

43 97 71 oo

5000

14.00 14.20 14.40 14.60
m/z 71.05 90.27%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83023: Hexadecane
57

43

5000

14,00 14.20 14.40 14.60
m/z 43.05  82.75%

99
113127141155169183197

226
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105883: Octadecane
43 57
R B .
7 14.00 14.20 14.40 14.60
5000 85 m/z 85.00 80.81%
29
254
ol 18 \‘ ‘ | 9P 113127141156160183197211225039 |
””I””P'”P“'P”W'”W”'W””I””"”'”"”"”W”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #94346: Heptadecane T A N B
57 14.00 14.20 14.40 14.60
43 | 5 m/z 242_10 38.10%
85
5000
99
29 113127
o5 | I HP127a11s5160183107011 240
””I””P'”P“'P”W'”W”'W””I””"”'”"”"”W”'W”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.00 14.20 14.40 14.60

8270-BF101819.M Tue Oct 22 17:41:04 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 9,10[1",2"]-Benzenoanthrace... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.77 2.51 ng 35854 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10I1".2"1-Benzenoanthracene. 9... 254 C20H14 000477-75-8 70
2 1.1"-Binaphthalene 254 C20H14 000604-53-5 53
3 Benzolalovrene. 4.5-dihvdro- 254 C20H14 057652-66-1 47
4 4.4"-Biazulenvl 254 C20H14 094053-54-0 46
5 4,5-Dihydrobenzo[e]pyrene 254 C20H14 095676-42-9 43

Abundance Scan 2156 (14.768 min): BF117468.D (-2153) (-) m/z 254.10 100.00%

5000
224 239

135 156 174189 207

14.40 14.60 14.80 15.00
m/z 253.10 97.62%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105937: 9,10[1',2']-Benzenoanthracene, 9,10-dihydro-

5000
14.40 14.60 14.80 15.00

m/z 256.10 43.24%

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105920: 1,1'-Binaphthalene
284 \
R RN S
14.40 14.60 14.80 15.00
5000 m/z 224.10 34.92%
126 239
oL 28 63 87 1%2‘$ 150163 186200 224 | \
LN RN b e o o e S  EARANREERERREssny
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #105928: Benzo[a]pyrene, 4,5-dihydro-
254 14.40 14.60 14.80 15.00
m/z 239.10 33.51%
5000
126
o 99 112 ‘ 226540 ||
,.”.P.”,”.W.H.P.”,”.q.“......“...” e R S R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00

8270-BF101819.M Tue Oct 22 17:41:05 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.02 5.09 ng 72547 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolklfluoranthene 252 C20H12 000207-08-9 83
2 Benzolelpvrene 252 C20H12 000192-97-2 70
3 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 70
4 Benzolalovrene 252 C20H12 000050-32-8 70
5 Benzo[j]fluoranthene 252 C20H12 000205-82-3 62
Abundance Scan 2199 (15.021 min): BF117468.D (-2196) (-) m/z 252.10 100.00%
252
5000
1102 200 224 087 14.80 15.00 15.20 15.40
95 156 : : : :
R A e 1l m/z 250.10  29.10%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104224: Benzo[k]fluoranthene
282
5000
14.80 15.00 15.20 15.40
126 m/z 253.05 28.92%
o 74 99112 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #104217: Benzo[e]pyrene
252
' 14:80 15.00 15.20 15.40
5000 m/z 126.00 14 .60%
125
oL39 63 83 98111 | 146 174 200 224 ‘H
m/z--> 40 60 80 100 120 140 160 180 200 250 240 260 280 300
Abundance #104229: Benz[e]acephenanthrylene e R A A e e
252 14.80 15.00 15.20 15.40
m/z 125.00 12.92%
5000
126
o 63 83 0912 | 150 174 200 224 ‘H
m/z--> 40 60 80 100 150 140 160 180 200 220 240 260 280 300 14.80 15.00 15.20 15.40

8270-BF101819.M Tue Oct 22 17:41:05 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 Perylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.20 7.80 ng 111274 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolklfluoranthene 252 C20H12 000207-08-9 98
2 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 98
3 Benzolelpvrene 252 C20H12 000192-97-2 96
4 Benzolalovrene 252 C20H12 000050-32-8 95
5 Perylene 252 C20H12 000198-55-0 93
Abundance Scan 2229 (15.198 min): BF117468.D (-2227) (-) m/z 252.10 100.00%
252
5000
1ﬁ% 14.80 15.00 15.20 15.40 15.60
224 : : : : :
olA1 74 87 142 161176189 207 278 77 25010 58 400}
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
282
5000
14.80 15.00 15.20 15.40 15.60
126 m/z 253.10 20.70%
0 74 9P 200 224
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104227: Benz[e]acephenanthrylene
252
14:80 15.00 15.20 15.40 15.60
5000 m/z 125.10 17.83%
126
0,39 63 83 99 1}3 | 150 174 200 224357 I
m/z--> 40 60 80 100 120 140 160 180 200 250 240 2é0 280
Abundance #104217: Benzo[e]pyrene R EE s
252 14.80 15.00 15.20 15.40 15.60
m/z 126.10 14 _15%
5000

125
30 63 83 98112 | 146 174 200 224237 M

e e - A T

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

8270-BF101819.M Tue Oct 22 17:41:06 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 unknownl5.42 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.42 3.64 ng 51843 Perylene-di12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Anthracene. 9-butvltetradecahvdro- 248 C18H32 055133-89-6 30
2 Pvridine. 1.4-dihvdro-2-methvlth... 282 C15H14N4S 202405-67-2 27
3 Pvrimidoll.6-alindole. 7-chloro-... 234 C13H15CIN2 022106-14-5 18
4 4-Fluoro-2-trifluoromethvlbenzoi... 418 C23H34F402 1000338-83-2 18
5 2-Amino-3-cyano-5-methyl-isonico... 191 C9HIN302 1000296-52-1 18
Abundance Scan 2267 (15.421 min): BF117468.D (-2265) (-) m/z 191.15 100.00%
7 191

177

5000
0 229 249 56. 289

15.20 15.40 15.60 15.80

0 m/z 67.00 91.40%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #100931: Anthracene, 9-butyltetradecahydro-
95 191

15.20 15. 40 15. 60 15. 80
177 248 m/z 95.05 71.68%

5000

135 152

o 205219 234
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #128959: Pyridine, 1,4-dihydro-2-methylthio-3,5-dicyano-4-...
191
s e RRmaS R S
15.20 15.40 15.60 15.80
5000 m/z 177.10 64 .23%
282
267
67 235
115 169
g [ 8 0 Ml e | L
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #88902: Pyrimido[1,6-aJindole, 7-chloro-1,2,3,4-tetrahydro... RS EmmEs o L
191 15.20 15.40 15.60 15.80
m/z 81.10 63.15%
5000 234
156
0 77 115130 ‘ 178 I I
B e R e R s e RRmaS R S
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15. 60 15. 80

8270-BF101819.M Tue Oct 22 17:41:06 2019 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 Eicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
15.72 2.20 ng 31378 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 68
2 Pentacosane 352 C25H52 000629-99-2 53
3 Dodecane. 3-methvl- 184 C13H28 017312-57-1 53
4 Decanoic acid. 5-ethyl-3.5.9-tri... 256 C16H3202 056247-63-3 53
5 Hexadecane, 2-methyl- 240 C17H36 001560-92-5 53
Abundance Scan 2318 (15.721 min): BF117468.D (-2316) (-) m/z 57.10 100.00%
g7
85
5000
S | 12 107 o 277 299 15.40 15.60 15.80 16.00
Ol m/z 71.10 78.91%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LR B BN SN B
5m5mﬁmmm
‘ m/z 85.05 69.33%
29 141
old A .I W 169 197 225 53 M2
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57
15.40 15.60 15.80 16.00
5000 85 m/z 43.10 57 .34%
113
ol 2L Ll T %9 0m0 211 239 267 295 333 392
m/z--> 50 100 1éo 260 2éo 360 3éo
Abundance #48853: Dodecane, 3—methy|— LI L L L L N BN |
57 15.40 15.60 15.80 16.00
m/z 99.00 29.49Y%
5000
85
29
oL s TEEST
m/z--> §o 100 150 200 2éo 300 350 15.40 15.60 15.80 16.00 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 19 unknownl15.95 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.95 6.19 ng 88252 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indole. 2-methoxy-3.5-dimethy... 247 C14H21NOSi 074367-60-5 42
2 .beta.-i1so-Methyl i1onone 206 C14H220 1000285-40-2 30
3 5-(p-Aminophenvl)-2-thiazolamine 191 C9HON3S 090349-87-4 22
4 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 22
5 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 16

Abundance Scan 2357 (15.951 min): BF117468.D (-2354) (-) m/z 191.20 100.00%

1

5000

15.60 15.80 16.00 16.20

0 m/z 81.05 57.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #99781: 1H-Indole, 2-methoxy-3,5-dimethyl-1-(trimethylsilyl)-
7, 191 232247
5000 LA L L L L L L B B
15.60 15.80 16.00 16.20
m/z 123.10 50.90%
206
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66096: .beta.-iso-Methyl ionone
191
R B .
15.60 15.80 16.00 16.20
5000| 28 m/z 67.00 47 .85%
43
‘ 6 95 135 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54044: 5-(p-Aminophenyl)-2-thiazolamine R B .
191 15.60 15.80 16.00 16.20
m/z 95.10 43.41%
5000
136 164
104119
N 1 YR N A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102119\
Data File : BF117468.D

Aca On : 22 Oct 2019 00:42

Operator :© JU

Sample : K5146-08

Misc :

ALS Vial : 21 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 20 unknownl6.36 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.36 5.25 ng 74920 Perylene-d12 15.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.5.5.8a-Pentamethvl-6.7.8.8a-... 206 C14H220 1000195-40-9 42
2 1-Penten-3-one. 1-(2.6.6-trimeth... 206 C14H220 000127-43-5 38
3 1-Cvclohexene. 1.3.3-trimethvl-2... 206 C14H220 1000197-08-4 30
4 3-Indolethanamine. N-acetvl-5-fl... 250 C13H15FN202 1000116-27-1 30
5 Phenol, 2,5-bis(1,1-dimethylethyl)- 206 C14H220 005875-45-6 30
Abundance Scan 2427 (16.362 min): BF117468.D (-2423) (-) m/z 191.15 100.00%
191
81
5000
206223 250265 298 IUNARUNMUS AU
b0 16.00 16.20 16.40 16.60
0! m/z 81.00 60.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 UABUBSUARSUVEE &
16. 00 16 20 16. 40 16.60
m/z 123.10 37.43%
43 149
0 27 6|9 m 9|:|I-I A | I. Wl 176 206
s O o 6 o 180 140 140 100 150 350 330 340 3% 36 30
Abundance #66143: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen-1-yl)
191
16.00 16.20 16.40 16.60
5000 57 m/z 95.10 36.73%
29
| 77 93 121 199 206
0 ...,.‘...\,“...”. mi U\ H\ L \U ..”l|..“..|....,....,.‘...,.... S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #66165: 1-Cyclohexene, 1,3,3-trimethyl-2-(1-methylbut-1-en... R AR EEEEE T
191 16.00 16.20 16.40 16.60
m/z 109.05 33.81%
5000 43
123
oo 91107 ‘ 149 17a | 206
0 |”||2|7”|‘””| f U\ M \‘J \IL ”H \‘\ I\”“ N SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16. 00 16 20 16. 40 16.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102119\
Data File : BF117468.D

Acq On : 22 Oct 2019 00:42

Operator : JU

Sample - K5146-08

Misc :

ALS Vial : 21 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]
unknown6 .50 6.50 91.7 ng 1153320 1 6.73 251451 20.0
n-Hexadecanoic acid 11.78 6.0 ng 104139 4 11.24 347514 20.0
4H-Cyclopenta[def... 11.86 2.8 ng 47841 4 11.24 347514 20.0
Phenanthrene, 2,5... 12.30 2.1 ng 37047 4 11.24 347514 20.0
unknownl12 .34 12.34 2.4 ng 41876 4 11.24 347514 20.0
Benzene, 1,1"-(1,... 12.56 2.4 ng 41104 4 11.24 347514 20.0
11H-Benzo[b]fluorene 12.91 3.0 ng 63354 5 13.89 425613 20.0
Pyrene, 1l-methyl- 13.13 2.0 ng 43585 5 13.89 425613 20.0
Pyrene, 2-methyl- 13.25 2.0 ng 43067 5 13.89 425613 20.0
1-Heptacosanol 13.73 9.1 ng 193770 5 13.89 425613 20.0
7H-Benz[de]anthra... 14.05 3.9 ng 81922 5 13.89 425613 20.0
Hexadecane 14.35 3.0 ng 63512 5 13.89 425613 20.0
9,10[1",2"]-Benze... 14.77 2.5 ng 35854 6 15.32 285212 20.0
Benzo[e]pyrene 15.02 5.1 ng 72547 6 15.32 285212 20.0
Perylene 15.20 7.8 ng 111274 6 15.32 285212 20.0
unknownl15.42 15.42 3.6 ng 51843 6 15.32 285212 20.0
Eicosane 15.72 2.2 ng 31378 6 15.32 285212 20.0
unknownl15.95 15.95 6.2 ng 88252 6 15.32 285212 20.0
unknown16.36 16.36 5.3 ng 74920 6 15.32 285212 20.0
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