LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 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-BF091319.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 5.004 492 496 507 rBV 40563 60204 6.00% 0.551%
2 5.422 563 567 587 rBV 701686 856005 85.27% 7 .830%
3 6.439 736 740 758 rBV 915122 984741 98.10% 9.008%
4 6.569 758 762 777 rVB 1152721 1003855 100.00% 9.183%
5 6.792 797 800 812 rVB 264787 250317 24.94% 2.290%
6 6.951 823 827 842 rBV 715829 674246 67.17% 6.168%
7 7.357 892 896 922 rBV 470253 586645 58.44% 5.366%
8 8.075 1015 1018 1038 rBV 239149 320469 31.92% 2.932%
9 9.151 1197 1201 1213 rBY 1014864 967334 96.36% 8.849%
10 9.545 1265 1268 1282 rBV 155390 149506 14.89% 1.368%

11 9.827 1313 1316 1328 rBV 382265 394221 39.27% 3.606%
12 10.380 1407 1410 1415 rVB 10258 11886 1.18% 0.109%
13 10.621 1447 1451 1462 rBV 619753 627202 62.48% 5.737%
14 11.316 1566 1569 1572 rBV 378093 375414 37.40% 3.434%

15 11.339 1572 1573 1578 rVV 102575 82435 8.21% 0.754%
16 11.398 1578 1583 1587 rVB 23778 31383 3.13% 0.287%
17 11.821 1652 1655 1656 rBV 17876 15596 1.55% 0.143%
18 11.839 1656 1658 1666 rVB3 63216 84172 8.38% 0.770%
19 11.933 1671 1674 1677 rBV 44173 45232 4_.51% 0.414%
20 12.116 1702 1705 1709 rVB 14673 13573 1.35% 0.124%
21 12.368 1745 1748 1751 rBV 14928 16128 1.61% 0.148%
22 12.533 1773 1776 1781 rBV 313952 275144 27.41% 2.517%
23 12.627 1789 1792 1798 rBV3 11805 16814 1.67% 0.154%
24 12.686 1798 1802 1808 rVB4 10408 14514 1.45% 0.133%
25 12.763 1809 1815 1821 rBV 234537 261591 26.06% 2.393%
26 12.815 1821 1824 1831 rVB2 10613 13850 1.38% 0.127%
27 12.898 1834 1838 1841 rBV 993331 822621 81.95% 7.525%
28 12.974 1848 1851 1857 rVB2 15726 25452 2.54% 0.233%
29 13.092 1864 1871 1874 rBV2 44051 60266 6.00% 0.551%
30 13.157 1880 1882 1885 rVB 36554 29879 2.98% 0.273%
31 13.198 1885 1889 1896 rBv4 19378 28133 2.80% 0.257%
32 13.292 1901 1905 1907 rBV 12962 14573 1.45% 0.133%
33 13.321 1907 1910 1916 rBV 10069 13634 1.36% 0.125%
34 13.468 1930 1935 1937 rBvV4 8293 11629 1.16% 0.106%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 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-BF091319.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.580 1949 1954 1957 rBvV4 7780 11949 1.19% 0.109%
36 13.715 1974 1977 1978 rBV 18448 14469 1.44% 0.132%
37 13.733 1978 1980 1983 rVVv2 17523 16673 1.66% 0.153%
38 13.792 1987 1990 2001 rVB5 83748 155740 15.51% 1.425%
39 13.927 2010 2013 2014 rBV 20894 18268 1.82% 0.167%

40 13.962 2014 2019 2021 rVvv2 293081 371974 37.05% 3.403%

41 13.986 2021 2023 2031 rVB 97441 102786 10.24% 0.940%

42 14.068 2034 2037 2040 rvB 13587 11339 1.13% 0.104%
43 14.109 2041 2044 2048 rBV3 16672 19791 1.97% 0.181%
44 14.351 2081 2085 2089 rBvV2 18054 24989 2.49% 0.229%
45 14.415 2094 2096 2098 rBV 34671 27368 2.73% 0.250%
46 14.698 2141 2144 2145 rBV 40766 35339 3.52% 0.323%
47 14.715 2145 2147 2150 rVB 50579 46028 4 _.59% 0.421%
48 14.851 2167 2170 2173 rVB5 12615 13756 1.37% 0.126%
49 15.004 2191 2196 2198 rBV 75458 106688 10.63% 0.976%
50 15.045 2200 2203 2207 rVvV 67140 80304 8.00% 0.735%
51 15.109 2211 2214 2218 rVB3 18773 23795 2.37% 0.218%
52 15.298 2243 2246 2251 rVB 42780 50507 5.03% 0.462%
53 15.362 2252 2257 2261 rBV 57151 74126 7.38% 0.678%
54 15.415 2261 2266 2271 rBvV2 214579 303940 30.28% 2.780%
55 15.827 2332 2336 2341 rBV 49656 71304 7.10% 0.652%
56 16.315 2414 2419 2424 rBV 25874 41228 4.11% 0.377%
57 16.727 2484 2489 2492 rVB5 8129 13722 1.37% 0.126%
58 16.874 2508 2514 2524 rBV2 40325 89218 8.89% 0.816%
59 17.045 2537 2543 2545 rBV5 12914 20864 2.08% 0.191%
60 17.309 2583 2588 2596 rVB2 20261 47026 4.68% 0.430%
Sum of corrected areas: 10931855
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- Integrated Chromatogram

LSC Report
Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D
Aca On : 10 Oct 2019 17:35
Operator : JU
Sample = K5297-08
Misc :
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M

POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 unknown5.00 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
5.00 4.81 ng 60204 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 (+-)-4-Amino-4.5-dihvdro-2(3H)-Ff... 101 C4H7NO2 016504-58-8 28
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 9

Abundance Scan 495 (4.998 min): BF117365.D (-492) (-) m/z 43.00 100.00%
43
59
5000
101
83 460 4.80 5.00 5.20 5.40
b e e et e e || M/z 59.00  70.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 [Tr I T[T [ rrr [ rrrrprT
101 4.60 4.80 5.00 5.20 5.40
28 59 m/z 101.10 28.95%
15 | | 70 84
N T
m/z--> 10 20 40 50 70 80 90 100 110
Abundance
43
e
460 4.80 5.00 520 5.40
5000 m/z 58.10 18.11%
101
71
15
28 49 56 86
o} MM T PUMRRMRS L 1 LS MRS SN | N
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3278: Ethanone, 1-(2-methylcyclopropyl)- T e
43 460 4.80 5.00 5.20 5.40
55 m/z 41.00 10.88%
5000
27 83
15
‘ ‘\‘ 37 ‘\\ \‘\\ 65 98
ottt ey RMRRMBIMSESE S SN
m/z--> 10 20 30 40 50 70 80 90 100 110 460 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknown6.57 Concentration Rank 1

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

6.57 80.21 ng 1003860 1,4-Dichlorobenzene-d4 6.79
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 762 (6.569 min): BF117365.D (-758) (-) m/z 132.00 100.00%
32
5000 68
96 AR R SRR
40 54 7 o7 5 6.20 6.40 6.60 6.80 7.00
0 B E e m/z 68.10 41.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR RS SRR
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.94%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 26.47%
41 97
53
29 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.05 17.15%
5000 98 116
o b L8 o |l ase 189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.84 4_.48 ng 84172 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Dodecanoic acid 200 C12H2402 000143-07-7 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 n-Decanoic acid 172 C10H2002 000334-48-5 59
Abundance Scan 1658 (11.839 min): BF117365.D (-1656) (-) m/z 73.00 100.00%
6073
43
5000
129
97 115 213 —‘—v—v—v—v—rv—v—v—v—r
143157171 185193 256 11.60 11.80 12.00 12.20
(o} m/z 60.00 80.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 S LN U R
11.60 11. 80 12.00 12.20
m/z 43.05 69.47%
TJJ 143157171185199213
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
11.60 11.80 12.00 12.20
5000 129 m/z 40.95 64 .13%
29 87 185 228
. 100118 143157171 | 1994
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61121: Dodecanoic acid
60 73 11.60 11.80 12.00 12.20
m/z 57.10 61.61%
43
5000
29 129 200
‘ T7 lo1 135 143157171
0.?‘.5|.‘...‘|‘.‘..“.“ H“‘ Il‘h H‘I""a"l"" \H — ””1|8|5” M—  RARRRRRRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 4H-Cyclopenta[def]phenanthrene Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
1103  2.41ng 45232  Phenanthrene-di0 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 83

007101-31-7 55
004923-55-1 17

2 Methvl diselenide 190 C2H6Se?2
3 1.4-Naphthalenedione. 2.5-dihydr... 190 C10H604
4 5-Thiazolecarboxamide. 4-amino-2... 189 C5H7N30S2

5 8H-Cyclopenta[d][1,2,4]triazolo[... 190 COH1ON40 1000337-56-4 9

Abundance Scan 1673 (11.927 min): BF117365.D (-1671) (-) m/z 190.10 100.00%

1p0
5000
94
165

63 ol | 11.60 11.80 12.00 12.20
N X N | I m/z 189.05 98.72%

m/z--> 20 40 60 80 100 120 140 160 180
190
5000

Abundance #53203: 4H-Cyclopenta[def]phenanthrene
11.60 11.80 12.00 12.20

94 m/z 192.10 52.17%
110 122 137 150 163 178

27 39 50 63 81

1000338-08-9 10

O T T e e e e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance

93 190
175 11.60 11.80 12.00 12.20
5000 m/z 191.10 48.87%
80 109 160

O T T T T T T T T T T T T

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

Abundance #52810: 1,4-Naphthalenedione, 2,5-dihydroxy-

190 11.60 11.80 12.00 12.20
m/z 94.50 32.39%
5000 121
105
162
51 60 69 92 ‘ | 1?4

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\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 11H-Benzo[b]fluorene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.09 3.24 ng 60266 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11H-Benzolblfluorene 216 C17H12 000243-17-4 91
2 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 87
3 Pvrene. 1-methvl- 216 C17H12 002381-21-7 87
4 11H-Benzolalfluorene 216 C17H12 000238-84-6 81
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 76
Abundance Scan 1871 (13.092 min): BF117365.D (-1864) (-) m/z 216.10 100.00%
216
5000
94 107
189 12.80 13.00 13.20 13.40
163
oLt 83 82 139 202 m/z 215.10  88.52%
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74418: 11H-Benzo[b]fluorene
216
5000
12.80 13.00 13.20 13.40
m/z 213.10 21.57%

107
28 39 50 63 81 9% J 122 139150 163 176 189200
e e B .”Mrﬁ

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
216
12.80 13.00 13.20 13.40
5000 m/z 217.10 19.17%
108
95
0 51 63 81 122 139150 163174 189200
R o o e B o B I
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74412: Pyrene, 1-methyl-
216 12.80 13.00 13.20 13.40
m/z 107 .50 15.45%
5000
% 108 189
oL 27 3950 63 81 J | 122 137 150 163174 | 200 |
B o L B I e o e L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Behenic alcohol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.79 8.37 ng 155740 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Nonadecanol-1 284 C19H400 001454-84-8 91
3 1-Heneicosanol 312 C21H440 015594-90-8 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 90

Abundance Scan 1990 (13.792 min): BF117365.D (-1987) (-) m/z 83.05 100.00%

5000

-

13.40 13.60 13.80 14.00 14.20
m/z 57.00  97.54%

167 189 57

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #166292: Behenic alcohol

3

5000 TT T T [T T T T[T T T T[T TT T 7T
13. 40 13. 60 13. 80 14. OO 14. 20
29 m/z 97.10 92.37%
o J|.| | 167182 210 238 264280 308
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
T e
13.40 13.60 13.80 14.00 14.20
5000 111 m/z 55.00 90.50%
29

126
154 182 210 238 266

H-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol e R R
13.40 13.60 13.80 14.00 14.20
m/z 69.10 83.04%
- MMJL\/WM
0 139 167182 210 238 266 294

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 40 13. 60 13. 80 14. 00 14. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 unknownl14.70 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.70 2.33 ng 35339 Perylene-d12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanamide 227 C14H29NO 000638-58-4 47
2 Octanamide 143 C8H17NO 000629-01-6 35
3 3-Piperidinamine. 1l-ethvl- 128 C7H16N2 006789-94-2 30
4 5-Hvdroxvmethvl-2.2.5-trimethvl-... 256 C10H15F304 1000365-19-3 27
5 2-Octanol, 2-methyl-6-methylene- 156 C10H200 018479-59-9 27
Abundance Scan 2144 (14.698 min): BF117365.D (-2141) (-) m/z 59.00 100.00%
59 7o
5000
41
01215 241254 14.40 14.60 14.80 15.00
0! m/z 72.00 83.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83610: Tetradecanamide
59
i
5000 72 LR BN BN B BULL
14.40 14.60 14.80 15.00
43 po7 m/z 55.00 43 .84%
RECE (I A 166 184198717 °]
m/z--> ﬁo 45 60 éo 160 150 1&0 160 180 200 220 250 2éo
Abundance
59
14.40 14.60 14.80 15.00
5000 m/z 41.00 34 .52%
72
44 86
ol 2 M e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #12367: 3-Piperidinamine, 1-ethyl- R R e R
2 14.40 14.60 14.80 15.00
85 m/z 43.00 33.00%
5000
28 42 57
128
| 8 113
04 |‘|‘||||||‘||||||||||||| ||||||||||||||||| - —_ T —_T T
m/z--> 20 40 60 80 1(')0 12'0 14'10 160 180 200 220 24'10 260 14. 40 14. 60 14. 80 15. oo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heneicosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.72 3.03 ng 46028 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 86
2 Octacosane 394 C28H58 000630-02-4 78
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 78
4 Dodecane. 2-methvl-6-propvl- 226 C16H34 055045-08-4 72
5 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 64
Abundance Scan 2148 (14.721 min): BF117365.D (-2145) (-) m/z 71.05 100.00%
7
5000 43
99 o) ereasid P S
141 14.40 14.60 14.80 15.00
207
N — ~.'.|,'.11.9.'.','..”.9.,~....,..2?1.,....,...., m/z 57.00 97.26%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 UL AU BN RN B
14.40 14.60 14.80 15.00
m/z 85.10 74 .09%
29 113
o I|J I ] | 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance
57
14.40 14.60 14.80 15.00
5000 g5 m/z 43.05 43 .68%
o 29 113 141 169 197 225 253 281 309 337 365 394
m/z--> 55 160 1%0 260 2%0 360 3%0 '
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R RAREEEE s
57 14.40 14.60 14.80 15.00
m/z 99.00 25.59Y%
5000 85
0 “‘ | J1}311§1 183 211 239 267 296
m/z--> 55 160 1%0 260 250 360 3%0 ' 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.83 4.69 ng 71304 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2337 (15.833 min): BF117365.D (-2332) (-) m/z 57.10 100.00%
g7
85
5000
113 LR UM SRR BRI B
| | 1331?5 211 281 15.60 15.80 16.00 16.20
0t Al 2 e m/z 71.00 87.63%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85 LI SULSUR BN UL B
15,60 15.80 16.00 16.20
29 m/z 85.10 61.62%
REREE Y “113 141 169 197 225 253 281 309 337 380
m/z--> 50 100 1éo 260 250 300 350
Abundance
57
1560 15.80 16.00 16.20
5000 85 m/z 43.10 60.93%
. 29 M3 141 169 107 205 253 295 303 367
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R B e e
57 15.60 15.80 16.00 16.20
m/z 55.05 28.75%
85
5000
29 113
oL L. | |y 77,141 160 197 225 253 206
m/z--> 50 100 1% 200 250 300 350 15,60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101019\
Data File : BF117365.D

Aca On : 10 Oct 2019 17:35

Operator :© JU

Sample = K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF091319_.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 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.32 2.71 ng 41228 Perylene-di12 15.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Hentriacontane 437 C31H64 000630-04-6 72
3 Heptacosane 380 C27H56 000593-49-7 72
4 Hexadecane 226 C16H34 000544-76-3 72
5 Pentacosane 352 C25H52 000629-99-2 72
Abundance Scan 2420 (16.321 min): BF117365.D (-2414) (-) m/z 57.05 100.00%
57
85
5000
113 ISR St St i
ﬂ | 155 908 267 16.00 1620 16.40 16.60
A .' "' ey m/z 71.00 83.04%
m/z--> 50 150 200 250 300 350 400
Abundance #209565: Octacosane
57
5000 85 AR DR DR
16 00 16 20 16. 40 16.60
m/z 85.05 65.16%
oL, | | 1141 169 197 1225 253 281 309 337 365 394
m/z--> 55 160 150 200 2éo 360 3%0 460 !
Abundance
57
16,00 16.20 16.40 16.60
5000 85 m/z 43.10 60.09%
113
. 141 169 197 225 253 281 309 337 365 437 \MMWW4MMMMhm}\vmwwwvww4Mva
m/z--> 55 160 1éo 260 250 360 3%0 460 !
Abundance #202661: Heptacosane e A RERREEESE L
57 16.00 16.20 16.40 16.60
m/z 99.10 31.40%
5000 85
29 113 141 169 19
ol L L7100 197,225 253 281 300 337 380
m/z--> 50 100 150 200 250 300 350 400 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\BF101019\
Data File : BF117365.D

Acq On : 10 Oct 2019 17:35

Operator : JU

Sample - K5297-08

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF091319_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]
unknown5 .00 5.00 4.8 ng 60204 1 6.79 250317 20.0
unknown6 .57 6.57 80.2 ng 1003860 1 6.79 250317 20.0
n-Hexadecanoic acid 11.84 4.5 ng 84172 4 11.32 375414 20.0
4H-Cyclopenta[def... 11.93 2.4 ng 45232 4 11.32 375414 20.0
11H-Benzo[b]fluorene 13.09 3.2 ng 60266 5 13.96 371974 20.0
Behenic alcohol 13.79 8.4 ng 155740 5 13.96 371974 20.0
unknown14._.70 14.70 2.3 ng 35339 6 15.42 303940 20.0
Heneicosane 14.72 3.0 ng 46028 6 15.42 303940 20.0
Heptacosane 15.83 4.7 ng 71304 6 15.42 303940 20.0
Octacosane 16.32 2.7 ng 41228 6 15.42 303940 20.0
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