LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 4.934 480 484 496 rBV 32994 52828 5.94% 0.540%
2 5.357 553 556 583 rBV 599057 779507 87.68% 7.964%
3 6.387 727 731 747 rBV 634672 855036 96.18% 8.736%
4 6.504 747 751 763 rVB 934944 889008 100.00% 9.083%
5 6.728 786 789 800 rBV 313329 288221 32.42% 2.945%
6 6.881 812 815 828 rBV 680964 642754 72.30% 6.567%
7 7.292 882 885 906 rBV 458637 516342 58.08% 5.276%
8 8.010 1003 1007 1020 rBV 330689 363439 40.88% 3.713%
9 8.104 1020 1023 1032 rVB2 12242 19331 2.17% 0.198%
10 9.081 1185 1189 1201 rBV 929863 816671 91.86% 8.344%
11 9.481 1254 1257 1266 rVB 50203 46165 5.19% 0.472%
12 9.757 1301 1304 1308 rBV 348953 342279 38.50% 3.497%
13 9.792 1308 1310 1317 rVB 33065 33360 3.75% 0.341%
14 10.310 1396 1398 1404 rBvV2 17280 18153 2.04% 0.185%
15 10.557 1436 1440 1452 rBvV 303259 344778 38.78% 3.523%
16 10.733 1467 1470 1473 rBvV 11690 12692 1.43% 0.130%
17 10.804 1478 1482 1488 rVB3 26009 35078 3.95% 0.358%
18 10.910 1497 1500 1504 rVB3 6960 9336 1.05% 0.095%
19 10.945 1504 1506 1509 rBvV 11162 9861 1.11% 0.101%

20 11.245 1554 1557 1559 rBV 287312 252023 28.35% 2.575%

21 11.269 1559 1561 1565 rVV 200795 191875 21.58% 1.960%

22 11.328 1568 1571 1578 rVB 47136 52364 5.89% 0.535%
23 11.492 1594 1599 1604 rBV2 12742 16816 1.89% 0.172%
24 11.751 1640 1643 1645 rBV 18068 16857 1.90% 0.172%
25 11.775 1645 1647 1654 rVVv2 54753 68371 7.69% 0.699%
26 11.827 1654 1656 1659 rVv2 13136 14215 1.60% 0.145%
27 11.863 1659 1662 1665 rVvV 35086 41136 4.63% 0.420%
28 11.886 1665 1666 1670 rVB 13800 9657 1.09% 0.099%
29 12.045 1689 1693 1699 rBvV 15621 17359 1.95% 0.177%
30 12.092 1699 1701 1704 rBVZ2 10370 10435 1.17% 0.107%
31 12.298 1732 1736 1739 rBV 13800 15290 1.72% 0.156%
32 12.398 1748 1753 1756 rVB5 9048 9472 1.07% 0.097%
33 12.463 1761 1764 1770 rVvVv 305592 260427 29.29% 2.661%
34 12.557 1778 1780 1783 rBV4 12095 11858 1.33% 0.121%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 12.616 1787 1790 1792 rVB3 12526 10556 1.19% 0.108%

36 12.692 1797 1803 1807 rBV 249961 277357 31.20% 2.834%
37 12.827 1822 1826 1831 rBV 589286 526687 59.24% 5.381%

38 12.910 1836 1840 1841 rBV3 13356 17622 1.98% 0.180%
39 12.998 1852 1855 1857 rBV3 14295 19225 2.16% 0.196%
40 13.022 1857 1859 1862 rVB 32970 27201 3.06% 0.278%
41 13.086 1868 1870 1873 rBV 25318 23871 2.69% 0.244%
42 13.127 1873 1877 1883 rVV3 21379 36980 4.16% 0.378%
43 13.216 1890 1892 1895 rBVY 11645 12097 1.36% 0.124%
44 13.251 1896 1898 1901 rVV3 10013 10743 1.21% 0.110%
45 13.398 1919 1923 1924 rBV4 13457 15604 1.76% 0.159%
46 13.504 1939 1941 1945 rBV4 9511 16004 1.80% 0.164%
47 13.545 1945 1948 1950 rBV 20477 18859 2.12% 0.193%
48 13.645 1962 1965 1967 rBV2 24696 29347 3.30% 0.300%
49 13.698 1971 1974 1976 rBV 18931 21329 2.40% 0.218%
50 13.727 1976 1979 1982 rBV4 46585 63769 7.17% 0.652%
51 13.857 1999 2001 2003 rBV 40307 37283 4._.19% 0.381%

52 13.892 2003 2007 2010 rVV2 346535 465986 52.42% 4.761%
53 13.916 2010 2011 2018 rVB 129650 125868 14.16% 1.286%

54 13.998 2023 2025 2029 rVB2 23188 22667 2.55% 0.232%
55 14.039 2030 2032 2034 rBV3 20086 16537 1.86% 0.169%
56 14.345 2081 2084 2088 rBV2 44024 47602 5.35% 0.486%
57 14.639 2132 2134 2137 rVB 44957 43838 4_.93% 0.448%
58 14.921 2179 2182 2185 rBV 123991 161948 18.22% 1.655%
59 15.210 2228 2231 2234 rVB 60216 62332 7.01% 0.637%

60 15.274 2239 2242 2245 rVV 89332 107954 12.14% 1.103%

61 15.327 2246 2251 2263 rVB 204434 392687 44.17% 4.012%

62 15.715 2314 2317 2322 rVB3 49207 61081 6.87% 0.624%
63 15.951 2353 2357 2361 rVB5 31282 51508 5.79% 0.526%
Sum of corrected areas: 9787536
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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: BF117583.D

800000
6.88
6.39

600000 5.36

7.29
400000

200000

e
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: BF117583.D

800000

12.83
600000

400000 9.76

8.01 10.56 11.25 12.46

12.69

200000 1327

1

9.48 1.33 1
\ 79 it f%§§ﬁ§¥§
8.10 10.31 10}2@)@5 11.49

O e e I e e e e e e S A A L B e e e e e e i L B A s e o e e e e e e R LA H e S s
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF117583.D

800000

600000

13.89

400000

200000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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.

4.93 3.67 ng 52828 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 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 28
4 1.2-Butanediol 90 C4H1002 000584-03-2 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 483 (4.928 min): BF117583.D (-480) (-) m/z 43.00 100.00%
43
59
5000
101 - A
| o 350 480 5h0 550
O s e i i 2 i e o m/z 59.00 69.15%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I UL I L
59 460 480 500 520
m/z 101.00 27 .47%
15 31 101
o 25,70 37, 53, 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
59
4.60 480 500 520
5000 31 43 73 m/z 58.00 15.62%
0 25L\ 37\“H 67 84 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e
43 460 4.80 5.00 5.20
m/z 41.00 7.12%
5000 101
28 59
70 84
0 "'I'%?'I"lMW"' '|""|??"|""|"'Z% 'l"l'?§'|""|' IS SSEDESEAE SARRE R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 61.69 ng 889008 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvopromine-propionvl 189 C12H15NO 1000123-86-3 12
2 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
3 Xenon 132 Xe 007440-63-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 750 (6.498 min): BF117583.D (-747) (-) m/z 132.00 100.00%
5000 68
40 g | 7 87 9|6 5 J I Ib:.ZCI)I Ié.4bl Ié.66l Ié.8cl)l -
o gL e s m/z 68.00 47.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 N S LA R A
6.20 6.40 6.60 6.80
m/z 66.00 30.68%
o 8 7 158 189
m/z--> 40 60 80 100 120 150 1éo 1éo
Abundance #14395: 1,3,5-Trifluorobenzene
132
6.20 6.40 6.60 6.80
5000 m/z 134.00 30.44%
63 81
0 3\1 59 1 \\‘ L 72\ ‘\ \92 1(\)1 1}\2 ‘
miz--> 40 60 80 100 120 140 160 180
Abundance #14560: Xenon AL N L A N N B
132 6.20 6.40 6.60 6.80
m/z 69.05 19.18%
5000
66
0'"'I""I'w"l""I""I'l" T N SN
m/z--> 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\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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

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 unknownl10.80 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.80 2.78 ng 35078 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid. 4.4"-(1-triazene-1... 313 C16H15N304 055842-28-9 27
2 3-T(4-Methoxv-benzovl)-hvdrazono... 353 C20H23N303 1000295-96-5 27
3 Benzeneacetonitrile. 4-fluoro- 135 C8HG6FN 000459-22-3 25
4 Benzenamine. N.N.2-trimethvl- 135 C9H13N 000609-72-3 25
5 3,4-Pyridinedimethanol, 6-methyl- 153 C8H11NO2 004664-11-3 22

Abundance Scan 1481 (10.798 min): BF117583.D (-1478) (-) m/z 135.10 100.00%
-7 107 |7
5000 43 108 205
| 10.40 10.60 10.80 11.00 11.20
0 L T S S S o A m/z 121.00 92.67%
m/z--> 50 100 150 200 250 300 350
Abundance #155340: Benzoic acid, 4,4'-(1-triazene-1,3-diyl)bis-, dim...
135
5000
103 163 10.40 10.60 10.80 11.00 11.20
so 7 ‘ m/z 149.10 87.90%
o 33, | ||| Ll Ll . | 180100 225 254 282 313
m/z--> 55 160 1éo 260 2%0 300 350
Abundance #185865: 3-[(4-Methoxy-benzoyl)-hydrazono]-N-(1-phenyl-eth...
135
10.40 10.60 10.80 11.00 11.20
5000 77 m/z 107.00 77.41%
105
191
41
0 5 _ | . 163 232 353
m/z--> 50 100 1éo 260 2%0 300 350
Abundance #15480: Benzeneacetonitrile, 4-fluoro-
135 10.40 10.60 10.80 11.00 11.20
m/z 77.00 72.74%
108
5000
57 75
ol b i \J‘, 1
m/z--> 50 100 150 200 250 300 350 10.40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.77 5.43 ng 68371 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 53
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43
Abundance Scan 1646 (11.769 min): BF117583.D (-1645) (-) m/z 72.95 100.00%
a3 60 B
5000 ] 129
115 171
I 01 213 11.40 11.60 11.80 12.00
O m/z 60.00 84 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 7B
5000 129 AR AR AR RRR

11.40 11.60 11.80 12.00
m/z 43.05 80.37%

213
143 157171 185 199

ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid
43 60 73

11.40 11.60 11.80 12.00
m/z 55.00 64.57%

5000

Ottty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid L B o
43 60 73 11.40 11.60 11.80 12.00
m/z 41.00 60.23%
5000
29
129
“ T7 115 ‘ 71 214
o el A L0 | a3t | s | e
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\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 5

R.T. EstConc Area Relative to ISTD R.T.
11.86 3.26 ng 41136  Phenanthrene-di0 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 83

069286-06-2 42
306936-57-2 40
036155-87-0 38
007101-31-7 38

2 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4

3 Pvrazole-4-carboxaldehvde. 3-(4-... 190 C10H7FN20
4 Thiophene-3-carboxaldehyde. 5-ch... 190 C5H4BCI03S
5 Methyl diselenide 190 C2H6Se2

m/z 190.10 100.00%

Abundance Scan 1662 (11.863 min): BF117583.D (-1659) (-)

5000
94

11.60 11.80 12.00 12.20
m/z 189.10 92.86%

41 55 ﬂl 81 || 123 135

o...w....,”..,n”.,...w....,”.u,.”.,...w.

m/z--> 20 40 60 80 100 120 140 160 180
Abundance #53203: 4H-Cyclopenta[def]phenanthrene

11.60 11.80 12.00 12.20

JL
S

o m/z 191.10 30.68%
0 27 39 50 63 81 || 110122 137 150 163 178
B T e e i B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52771: 2,2'-Bis(4,5-dimethylimidazole)
42 1
11.60 11.80 12.00 12.20
5000 122 m/z 192.10 29.37%
94 162
175
\\ H\ i ) | e P
m/z--> 20 80 100 120 140 160 180
Abundance #52827. Pyrazole 4-carboxaldehyde, 3-(4-fluorophenyl)-
19 11.60 11.80 12.00 12.20
m/z 94.60 27 .04%
5000
95 107 134 162
RN R, U030 - ™ N S o A
m/z--> 20 40 60 80 100 120 140 160 180 11.60 11.80 12.00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 Trichloroacetic acid, tetra... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.73 2.74 ng 63769 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 64
2 Cvclopentane. l-ethvl-2-methvl-.... 112 C8H16 000930-89-2 60
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 58
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 53
5 1-Octadecene 252 C18H36 000112-88-9 52

Abundance Scan 1979 (13.727 min): BF117583.D (-1976) (-) m/z 83.05 100.00%

5000
111

125 234 L e o e
145 161 175187 205219 13.40 13.60 13.80 14.00

m/z 57.05 88.91%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #189051: Trichloroacetic acid, tetradecyl ester

69 83

97

13. 40 13. 60 13. 80 14. OO
125 m/z 43.10 78.76%

139153 168 196 241

5000

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #6826: Cyclopentane, 1-ethyl-2-methyl-, cis-
41 IIIIIIIIIIIIIIIIIIIIIII
0 13.40 13.60 13.80 14.00
5000 7 m/z 69.10 68.86%
27
112
97
ol -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #197885: Trichloroacetic acid, pentadecy! ester R a R mamEE L
43 57 13.40 13.60 13.80 14.00
69 83 m/z 71.10 64 .64%
97
5000
111
139
m/z--> 40 60 80 100 120 140 160 180 200 220 240 13. 40 13. 60 13. 80 14. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 Heptadecane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.35 2.04 ng 47602 Chrysene-di12 13.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 68
2 Hexacosane 366 C26H54 000630-01-3 64
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 53
4 Tridecane. 7-propvl- 226 C16H34 055045-09-5 53
5 Hexane, 3,3-dimethyl- 114 C8H18 000563-16-6 50

Abundance Scan 2085 (14.351 min): BF117583.D (-2081) (-) m/z 57.00 100.00%

g7

5000
178 254 LI L B L
208 230 “''273 14.00 14.20 14.40 14.60
0 A m/z 71.10 78.97%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LA L L L L L L B
14.00 14.20 14.40 14.60
29 m/z 85.05 53.60%
| | |1 141 169 197 240
o-r—s—tplttr et
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57
B B .
14.00 14.20 14.40 14.60
5000 85 m/z 43.05 47 .46%
29 113
oL T, j by g lﬁl 169 197 225 253 295 323 367
el A e
m/z--> 50 100 150 200 250 300 350
Abundance #152416: Tridecane, 1-iodo- B B .
57 14.00 14.20 14.40 14.60
m/z 99.05 29.32%
5000 85
28
183
oL ,‘. O N MRS
m/z--> 50 100 150 200 250 300 350 14.00 14.20 14.40 14.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14 .64 2.23 ng 43838 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 76
2 Tetratetracontane 619 C44H90 007098-22-8 72
3 Heneicosane 296 C21H44 000629-94-7 64
4 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 59
5 Heptadecane 240 C17H36 000629-78-7 59
Abundance Scan 2134 (14.639 min): BF117583.D (-2132) (-) m/z 57.00 100.00%
57
5000
T 41 101 226202 01 " 440 1460 1480 15,00
0“.”,..w.”., B e o e m/z 71.10 89.16%
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57
5000 LI BN I BRI B

14.40 14.60 14,80 15.00
m/z 85.05 70.85%

2611 /1% 141 183 226

O Hy A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
R N RARE R RS e
14.40 14.60 14.80 15.00
5000 m/z 43.10 66.10%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane b RRREE EE s
57 14.40 14.60 14.80 15.00
m/z 99.00 20.36%
5000
99
ob_26] I 1)) 141 183 225 296
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 Benzo[e]pyrene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.21 3.17 ng 62332 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolklfluoranthene 252 C20H12 000207-08-9 96
2 Benzolelpvrene 252 C20H12 000192-97-2 95
3 Pervlene 252 C20H12 000198-55-0 95
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 93
5 Benzo[a]pyrene 252 C20H12 000050-32-8 89
Abundance Scan 2231 (15.210 min): BF117583.D (-2228) (-) m/z 252.10 100.00%
252
5000
125
224 14.80 15.00 15.20 15.40 15.60
ol 146 172 198 278 295 n/7 250.10 35 09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104224: Benzo[k]fluoranthene
242
5000
14.80 15.00 15.20 15.40 15.60
126 m/z 253.10 22 .65%
o g7 1 200 224
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 125.00 19.59%
0 39 63 83 99 , M 146 174 200 224 JJ
m/z--> 20 40 60 80 100 120 140 160 180 200 250 240 260 280
Abundance #104214Perylene [TT T T[T T T[T T [ TT T[T
252 14.80 15.00 15.20 15.40 15.60
m/z 126.00 12.74%
5000
125
ol 39 62 83 99 150 174 200 224
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\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 Hentriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 3.11 ng 61081 Perylene-d12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 59
2 Tetratetracontane 619 C44H90 007098-22-8 59
3 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 59
4 Hexadecane 226 C16H34 000544-76-3 53
5 Oxalic acid, decyl 2-ethylhexyl ... 342 C20H3804 1000309-39-3 50
Abundance Scan 2318 (15.721 min): BF117583.D (-2314) (-) m/z 57.10 100.00%
57

5000
167199232, 15.40 15.60 15.80 16.00
O m/z 71.10 82.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #223851: Hentriacontane
5|7
5000 LA L L L L L B LB L |
15.40 15.60 15.80 16.00
99 m/z 85.00 52.96%
ol 26 | 141 183 225 267 309 351 393 436
e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
R RRRRE R R e E Ry
15.40 15.60 15.80 16.00
5000 m/z 43.10 51.14%

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #161090: Sulfurous acid, buty! tridecy! ester e AREEEEEaSEE
57 15.40 15.60 15.80 16.00
m/z 99.10 28.66%
5000
[} [% 130 183
ol.26, | 139 235
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 40 15 60 15. 80 16. 00

8270-BF101819.M Wed Oct 30 14:40:14 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF102919\
Data File : BF117583.D

Aca On : 29 Oct 2019 11:51

Operator :© JU

Sample : K5503-05

Misc :

ALS Vial : 6 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 unknownl5.95 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.95 2.62 ng 51508 Perylene-di12 15.33
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 38
2 Pentanoic acid. 4-methvl-2-(2.5-... 278 C13H18N403 1000294-63-5 37
3 2-Fluoro-4-(trifluoromethvDacet... 206 C9H6F40 122023-29-4 27
4 3-Buten-2-one. 4-(2.5.6.6-tetram... 206 C14H220 000079-70-9 27
5 2-Fluoro-3-(trifluoromethyl)acet... 206 C9H6F40 1000342-40-2 27
Abundance Scan 2357 (15.951 min): BF117583.D (-2353) (-) m/z 191.15 100.00%
191
5000
206223239 207 . 15.60 15.80 16.00 16.20
o} m/z 69.10 50.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66144: 2,4,5,5,8a-Pentamethyl-6,7,8,8a-tetrahydro-5H-chromen
191
5000 AR UM LR S
15.60 15.80 16.00 16.20
m/z 109.05 45_22%
43 149
20 | 6377 9L105 R e
0|||||||| III||I Inllllll I II||||||||I||| ||||||||||| |||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220 240 260 280
Abundance #125517: Pentanoic acid, 4-methyl-2-(2,5-dimethyloxazolo[5...
191
15.60 15.80 16.00 16.20
5000 43 m/z 177.10 39.19%
o 107 1 233
o 6 93 123 149 217 263278
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #66544: 2-Fluoro-4-(trifluoromethyl)acetophenone R B .
191 15.60 15.80 16.00 16.20
m/z 123.10 37 .49%
5000 43 163
5 206
o D20 | 57 P 94 M1r® | 477 |
m/z--> 20 40 60 80 100 120 140 160 1éo 200 220 240 260 280 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF102919\
Data File : BF117583.D

Acq On : 29 Oct 2019 11:51

Operator : JU

Sample - K5503-05

Misc :

ALS Vial : 6 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 .93 3.7 ng 52828 1 6.73 288221 20.0
unknown6 .50 6.50 61.7 ng 889008 1 6.73 288221 20.0
unknown10.80 10.80 2.8 ng 35078 4 11.25 252023 20.0
n-Hexadecanoic acid 11.77 5.4 ng 68371 4 11.25 252023 20.0
4H-Cyclopenta[def... 11.86 3.3 ng 41136 4 11.25 252023 20.0
Trichloroacetic a... 13.73 2.7 ng 63769 5 13.89 465986 20.0
Heptadecane 14.35 2.0 ng 47602 5 13.89 465986 20.0
Hexadecane 14 .64 2.2 ng 43838 6 15.33 392687 20.0
Benzo[e]pyrene 15.21 3.2 ng 62332 6 15.33 392687 20.0
Hentriacontane 15.72 3.1 ng 61081 6 15.33 392687 20.0
unknownl15.95 15.95 2.6 ng 51508 6 15.33 392687 20.0

8270-BF101819.M Wed Oct 30 14:40:14 2019 Page: 15



