LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 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-BF061020.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 5.481 573 577 591 rBVY 1202928 1098175 29.26% 4.618%
2 6.510 748 752 769 rBVY 1063267 1071567 28.55% 4 .506%
3 6.798 797 801 804 rBV 395676 318987 8.50% 1.341%
4 6.957 823 828 831 rBVY 1080375 995207 26.51% 4.185%
5 7.363 892 897 900 rBV 844589 705835 18.81% 2.968%
6 8.081 1015 1019 1024 rVB 422927 382112 10.18% 1.607%
7 8.728 1122 1129 1132 rBV 60425 76382 2.04% 0.321%
8 9.151 1197 1201 1204 rBV 1653699 1441728 38.41% 6.063%
9 9.222 1209 1213 1217 rVB 49935 57613 1.53% 0.242%
10 9.551 1266 1269 1274 rVB 133178 112015 2.98% 0.471%

11 9.833 1314 1317 1320 rBV 524883 442186 11.78% 1.860%
12 10.627 1448 1452 1456 rBV 1019862 860637 22.93% 3.619%
13 10.927 1498 1503 1506 rBv4 21295 42999 1.15% 0.181%
14 11.180 1539 1546 1548 rBV2 53962 70289 1.87% 0.296%
15 11.316 1566 1569 1572 rBV 1135700 1065833 28.40% 4.482%

16 11.339 1572 1573 1576 rVB 138365 95185 2.54% 0.400%
17 11.710 1632 1636 1639 rBV 2241440 1793298 47.78% 7.542%
18 11.869 1657 1663 1672 rBV 1126113 1342249 35.76% 5.645%

19 12.121 1702 1706 1708 rBV3 43367 41051 1.09% 0.173%
20 12.186 1713 1717 1719 rBV 49745 49627 1.32% 0.209%
21 12.251 1726 1728 1732 rVB3 59917 67080 1.79% 0.282%
22 12.286 1732 1734 1738 rVB 69725 59037 1.57% 0.248%

23 12.404 1749 1754 1756 rBV 3379977 3753398 100.00% 15.785%
24 12.421 1756 1757 1763 rVV2 2755524 2279646 60.74% 9.587%
25 12.504 1767 1771 1774 rBV 687354 547199 14.58% 2.301%

26 12.533 1774 1776 1777 rBV 111364 85428 2.28% 0.359%
27 12.551 1777 1779 1780 rVvv2 119760 102477 2.73% 0.431%
28 12.569 1780 1782 1791 rVB2 147323 178836 4.76% 0.752%

29 12.645 1792 1795 1798 rVvV 62217 56060 1.49% 0.236%
30 12.739 1807 1811 1813 rBV3 42416 59442 1.58% 0.250%
31 12.763 1813 1815 1819 rVB 89322 79681 2.12% 0.335%
32 12.910 1834 1840 1843 rBV 1516456 1445721 38.52% 6.080%
33 13.092 1864 1871 1872 rBvV4 45692 71482 1.90% 0.301%
34 13.151 1879 1881 1886 rVB2 72269 76902 2.05% 0.323%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 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-BF061020.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.227 1891 1894 1897 rVB 70235 54122 1.44% 0.228%
36 13.339 1910 1913 1917 rVB2 69545 66727 1.78% 0.281%

37 13.668 1965 1969 1972 rVB 155720 145956 3.89% 0.614%
38 13.798 1988 1991 1997 rBV2 253316 251802 6.71% 1.059%
39 13.898 2005 2008 2010 rVB 57058 50046 1.33% 0.210%
40 13.963 2014 2019 2022 rBV 444101 464352 12.37% 1.953%

41 14.121 2043 2046 2051 rBVY 39607 46695 1.24% 0.196%
42 14.433 2095 2099 2103 rBV2 141554 201354 5.36% 0.847%
43 14.721 2146 2148 2152 rVB 66561 60355 1.61% 0.254%
44 14.986 2191 2193 2197 rBVY 48685 69575 1.85% 0.293%

45 15.057 2201 2205 2208 rBVY 397784 460636 12.27% 1.937%

46 15.410 2261 2265 2273 rVB 355778 489174 13.03% 2.057%
47 15.845 2335 2339 2344 rVB 264068 373917 9.96% 1.572%
48 15.898 2345 2348 2356 rVB3 74087 118588 3.16% 0.499%

Sum of corrected areas: 23778663
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062920\
: BF120737.D

29 Jun 2020 19:46

: JU/CG

: L2819-06

- 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA F\METHODS\8270-BF061020.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF120737.D

5.48

6.51 6.96

7.36

6.80

0
Time-->

5.50

T
6.00

T I
4.50 5.00 6.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF120737.D

11.71

9.15

12.91

11.32 11.87

10.63

14

Time-->

10.50

12.00 12.50 13.00

b2 JL

9.50 10.00 11.00 11.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF120737.D

13.96 15.06 1541

1
80
13.67) 3.9014.12

5.84

14.43 14,72 1a4. .90

Time-->

T
18.00 18.50

R
13.50 14.00 14.50 15.00

15.50

16.00 16.50

I
17.00 17.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 2 2,4-Imidazolidinedione, 5,5... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

873 4.00ng 76382 Naphthalene-d8 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2.4-Imidazolidinedione. 5.5-dime... 128 C5H8N202 000077-71-4 90

2 Glutarimide 113 C5H7NO2 001121-89-7 64
3 1.2.4-Triazine-3.5(2H.4H)-dione 113 C3H3N302 000461-89-2 45
4 1-Imidazolidinemethanol. 4.4-dim... 158 C6H10N203 016228-00-5 40
5 Aziridine, l-methyl- 57 C3H7N 001072-44-2 38
Abundance Scan 1129 (8.728 min): BF120737.D (-1122) (-) m/z 42.10 100.00%
42
5000 113
57 SRS N
70 84 100 128 8.40 8.60 8.80 9.00
o ettt e e e m/z 113.00 46.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12053: 2,4-Imidazolidinedione, 5,5-dimethyl-
4p
I
5000 AR SRR NS SRR
113 8.40 8.60 8.80 9.00
15 28 57 128 m/z 57.00 23.44%
0 | 1L, L, 50 | 70 77 84 100
m/z--> 1|0 2|0 3|0 4|0 50 6|O 7|0 80 90 1(|)O 11|O 150 1é0
Abundance
42
8.40 8.60 8.80 9.00
5000 m/z 41.05 11.90%
113
70
o 15 2 34 55 63 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #6855: 1,2,4-Triazine-3,5(2H,4H)-dione
42 8.40 8.60 8.80 9.00
m/z 128.00 10.95%
113
5000
70
RO IR ™
G L RS AR RS UL S RS RS LN UL LS RN IESERE SRR R N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 3 2,4-Imidazolidinedione, 5-e... Concentration Rank 18

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

9.22 2.61 ng 57613 Acenaphthene-d10 9.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4-Imidazolidinedione. 5-ethvl-... 142 C6H10N202 005394-36-5 53
2 Hexacosanoic acid. pvrrolidide 449 C30H59NO 1000336-12-3 39
3 13-Methvlpentadecanoic acid. pvr... 309 C20H39NO 1000336-17-6 39
4 2H-Pvran-2-one. tetrahvdro-6-met... 114 C6H1002 000823-22-3 35
5 Cyclopentanone, 2,5-dimethyl- 112 C7H120 004041-09-2 32

Abundance Scan 1213 (9.222 min): BF120737.D (-1209) (-) m/z 113.00 100.00%
113
42
5000 \
70 8.80 9.00 9.20 940 9.60
ol m/z 42.05 77.68%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #19391: 2,4-Imidazolidinedione, 5-ethyl-5-methyl-
42
113
5000 ISR SR A SRR
8.80 9.00 9.20 9.40 9.60
m/z 56.10 18.90%
15, 4 |70 142
o—-+4 Ly ——r-——rr——
miz--> 0 55 160 1%0 260 2%0 360 3§o 460 4%0
Abundance
113
8.80 9.00 9.20 9.40 9.60
5000 m/z 114.00 18.89%
o % 85 140 168 196 224 406 448
miz--> 0 55 160 1%0 260 2%0 360 3§o 460 4%0 \
Abundance #152191: 13-Methylpentadecanoic acid, pyrrolidide T BRaas e )
113 8.80 9.00 9.20 9.40 9.60
m/z 41.00 11.14%
5000
. "0 | |140 168 196 224 252 280 309
miz--> 0 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3§o 4(')0 4&1;0 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 4 Hexadecanoic acid, methyl e... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.71 33.65 ng 1793300 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 92
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1636 (11.710 min): BF120737.D (-1632) (-) m/z 74.00 100.00%
2
87
5000
43
I 57 1) o 2001512067 1721851995052 001 270 11140 1160 1180 1200
Ol il 38707 | 20728 12 20 1 w7z 87.00  73.18%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
2
87
5000 L UL UGS SUALN RS
43 11.40 11.60 11.80 12.00
7 143 m/z 43.05 33.35%
. | ] 4| 197115129 | 157171185199913227 941 270
wies 3 o 60 B 100 130 140 165 180 300 3% 240 3
Abundance
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.05 26 .52%
29 | o7 143
ok, 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74 11.40 11.60 11.80 12.00
a7 m/z 41.05 24 .61%
5000 43
7
0 7Mmmmmmmm 228 -
mz-> 20 Jo 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\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 25.19 ng 1342250 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 94
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1663 (11.869 min): BF120737.D (-1657) (-) m/z 72.95 100.00%
43 go 1B
5000 129
97 213 A
1 143157171185199 227, 256 11.60 11.80 12.00 12.20
ol 4l m/z 43.10 84.78%
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
11.60 11.80 12.00 12.20
m/z 60.00 82.31%
#ﬂ 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 m/z 57.10 69.36%
129
29 87 185 228
. 101115 143157171 199213
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid R e e e S  EEaan
43 60 73 11.60 11.80 12.00 12.20
m/z 55.05 66.93%
5000 129
29 143 242
1115
157171
o 15 .f :h\ M 'H'"I"" e ” ‘”2?'?2%6” e
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\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 6 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.40 70.43 ng 3753400 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1753 (12.398 min): BF120737.D (-1749) (-) m/z 67.05 100.00%
67 81
41
5000 Ak
178 263 nmnmnmnmnm
Obprrrolied 192206220234 294 m/z 81.05 86.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 AR UL R
nmnmnmnmnm
m/z 55.05 66.60%
0H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
n 67
81
12.00 12.20 12.40 12.60 12.80
5000 95 m/z 95.10 58.01%
109
123 294

o 1501641781 92006220234 263

Twmwmmwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester RERREEEEEE R L
12.00 12.20 12.40 12.60 12.80

m/z 41.10 55.05%

41

5000

109 294
263

150164178199506220234949
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 7 13-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.42 42.78 ng 2279650 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99

Abundance Scan 1757 (12.421 min): BF120737.D (-1756) (-) m/z 55.10 100.00%

5000

12.20 12.40 12.60 12.80
m/z 41.10 68.07%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester

5000 LI B I N O B B B |
12.20 12.40 12.60 12.80
264 m/z 69.10 64.17%
o 2 138152 180 57222534 278 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
41
74 12.20 12.40 12.60 12.80
5000 m/z 74.00 56.36%
97 264
111
27 222
138152 180 207 236 o7g 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- e b i RS e

12.20 12.40 12.60 12.80
m/z 83.10 52.80%

5000

180

0 T T R

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 Methyl stearate Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.50 10.27 ng 547199 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 92
4 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87

Abundance Scan 1770 (12.498 min): BF120737.D (-1767) (-) m/z 74.00 100.00%
!
5000 43
ﬁ o7 ws 255 12.20 12.40 12.60 12.80
199 208 : : : :
o b 38, | am 1O 207 TPor 298 a0 74, 75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74
5000
43 12.20 12.40 12.60 12.80
143 m/z 43.10 39.07%
o , ﬁg W 37 s 17 1?9 221 255709 298
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74
12.20 12.40 12.60 12.80
5000 m/z 55.05 28.06%
5 143 199
o 29 101 455 171 214 242
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143189: Heptadecanoic acid, 16-methyl-, methyl ester R REERATS LS S
74 12.20 12.40 12.60 12.80
m/z 41.05 25.76%
5000
28 43
143 255 298
0 I A e 221 | 211 |
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 12.20 12.40 12.60 12.80

8270-BF061020.M Tue Jun 30 15:34:31 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 9 Cyclohexadecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.57 3.36 ng 178836 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 91
2 1-Heptadecene 238 C17H34 006765-39-5 90
3 Oleic Acid 282 C18H3402 000112-80-1 83
4 8-Heptadecene 238 C17H34 002579-04-6 78
5 Chloroacetic acid, tridecyl ester 276 C15H29CI02 018277-85-5 62
Abundance Scan 1782 (12.569 min): BF120737.D (-1780) (-) m/z 55.05 100.00%
55
s | s 97
5000

e 264

12.20 12.40 12.60 12.80
m/z 69.10 62.83%

138 165 1811905 9223 238

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane

55
41 P oo 83

5000
12.20 12.40 12.60 12.80

m/z 83.10 56.94%

125
139153167181196 224

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

41 55
83 L L L L L L LB L B
69 12.20 12.40 12.60 12.80
5000 m/z 41.05 54.93%
27 111

125

o 140154168182196210 238
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129337: Oleic Acid

12.20 12.40 12.60 12.80
m/z 43.05  53.50%

5000

264

180194208222236750
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF061020.M Tue Jun 30 15:34:32 2020 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 10 Octadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
12.65 2.41 ng 56060 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 74
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1796 (12.651 min): BF120737.D (-1792) (-) m/z 43.10 100.00%
43 73
57
5000
284
143157171
HA 157 12.40 12.60 12.80 13.00
b b m/z 73.00 86.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 7B
5000 129 LR UL BN B B
12.40 12.60 12. 80 13. oo
m/z 60.00 79.53%
143157171
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
43
57 12.40 12.60 12.80 13.00
5000 129 m/z 57.00 70.07%
29 87 185
115 143 __171 228
oL15 101 157 199,55
WWWWFWWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid =
3 78 12. 40 12 60 12. 80 13. oo
57 m/z 41.05 66.15%
5000 129
29
199
143157171185 242
015 R e e R SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.40 12.60 12.80 13.00

8270-BF061020.M Tue Jun 30 15:34:33 2020 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 11 Pyrene, 1-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.09 3.08 ng 71482 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 74
2 Pvrene. 2-methvl- 216 C17H12 003442-78-2 72
3 Fluoranthene. 2-methvl- 216 C17H12 033543-31-6 68
4 11H-Benzolblfluorene 216 C17H12 000243-17-4 64
5 11H-Benzo[a]fluorene 216 C17H12 000238-84-6 59

Abundance Scan 1871 (13.092 min): BF120737.D (-1864) (-) m/z 216.10 100.00%

6

5000

106151136 161 189

3 12.80 13.00 13.20 13.40
0 m/z 215.10 71.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #74411: Pyrene, 1-methyl-
216
5000

12.80 13.00 13.20 13.40
m/z 79.00 28.97%

95
ol 163
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
216
R N REEE SRS R
12.80 13.00 13.20 13.40
5000 o5 m/z 55.00 27.98%

189
0 53 74 111 163
1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #74424: Fluoranthene, 2-methyl- RN REAEE RS
12.80 13.00 13.20 13.40

m/z 93.00 26.81%

5000

123139 163 189
i —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40

8270-BF061020.M Tue Jun 30 15:34:34 2020 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 12 unknownl13.15 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.15 3.31 ng 76902 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Trifluoromethvlcinnamic acid 216 C10OH7F302 000779-89-5 14
2 6H-Thiazolol5.4-elindole. 2.7.8-... 216 C12H12N2S 1000338-32-0 14
3 Benzoic acid. 3-(3.5-dimethvl-1-... 216 C12H12N202 312531-88-7 14
4 7H-Benzolclfluorene 216 C17H12 000205-12-9 12
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 10
Abundance Scan 1881 (13.151 min): BF120737.D (-1879) (-) m/z 55.10 100.00%
216
5000
292 ryrrrryrrrryrrTrTr T TTTT
250 1280 13.00 13.20 13.40 |
0! m/z 57.00 90.84Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73775: 3-Trifluoromethylcinnamic acid
216
5000 R AL SRR DR
151 171 199 nmmmnmmm
m/z 216.10 71.62%
ol 28 S T P Moss | ..|‘ .
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo '
Abundance
216
12.80 13.00 13.20 13.40
0
5000 01 m/z 41.05 70.69%
42 g9 108 174
. 69 133 g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74002: Benzoic acid, 3-(3,5-dimethyl-1-pyrazolyl)- R e A EEERE
216 12.80 13.00 13.20 13.40
m/z 167.10 56.80%
5000
39 65
T T v e N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.80 13.00 13.20 13.40

8270-BF061020.M Tue Jun 30 15:34:35 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 13 unknownl3.34 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.34 2.87 ng 66727 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.5-Cvclohexadien-1-one. 4.4-dim... 168 C9H1203 072054-83-2 30
2 9-Tetradecenal. (2)- 210 C14H260 053939-27-8 25
3 2-(2.2-Dimethvlcyclopropv)thiop... 152 C9H12S 005919-16-4 18
4 (2)-4-Methvl-5-(2-oxopropvlidene... 152 C8H803 026474-45-3 18
5 Silane, trimethyl(4-methyl-3-pen... 152 C9H16Si 062338-12-9 18

Abundance Scan 1913 (13.339 min): BF120737.D (-1910) (-) m/z 55.00 100.00%

55

137 153

5000 41
'U |'|mummm.u
el

167

I

195 211 533 251 271 13.00 13.20 13.40 13.60
m/z 137.10 55_.56%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37352: 2,5-Cyclohexadien-1-one, 4,4-dimethoxy-3-methyl-
137
153
5000 LA L L L L L L |
109 13.00 13.20 13.40 13.60
168 m/z 153.05 50.90%
ol 22, |"- n"'||~ “'- .|.ﬂ3 N Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55
4 Wy
69 98 13.00 13.20 13.40 13.60
5000 83 m/z 97.10 50.75%
111
192
135
149 166 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #26119: 2-(2,2-Dimethylcyclopropyl)thiophene A B e
137 13.00 13.20 13.40 13.60

m/z 95.05 50.45%

152
5000 97

=
=
=

INan
|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13. 00 13. 20 13 40 13. 60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 14 Cinnamyl cinnamate Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.67 6.29 ng 145956 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cinnamvl cinnamate 264 C18H1602 000122-69-0 87
2 2.2-Dimethvl-1-(2-vinviphenvDpr... 188 C13H160 1000210-99-9 52
3 N-(p-Vinvlbenzov)-l1-alanine 219 C12H13NO3 139184-60-4 50
4 trans-1-Cinnamovlimidazole 198 C12H10N20 001138-15-4 50
5 2-Propenamide, N-(1-methylethyl)... 265 C18H19NO 055044-37-6 50
Abundance Scan 1969 (13.668 min): BF120737.D (-1965) (-) m/z 131.00 100.00%
131
5000
115
T ¢l 219 130 1360 1930 1400
o...,....,....,....|,.9.2.,....,..~.,.1?9,.?.7?’,.1.9..2 ok 235 204281 302 | SHTETGG 35 60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #114231: Cinnamyl cinnamate
131
5000 N AN SR BULLA U
115 13.40 13,60 13.80 14.00
0
o 77 219 - m/z 117.05 32.13%
o 147 173 192 | 236
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300
Abundance
131
13.40 13.60 13.80 14.00
5000 m/z 103.10 29.52%
27 103
41 57 188
ol 26 157173
Wmﬁmwﬁmwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #76401: N-(p-Vinylbenzoyl)-l-alanine
131 13.40 13.60 13.80 14.00
m/z 77.00 20.68%
5000
77 103 175
oL 27 5t ‘ ! | 147 w 201 219
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 15 1-Heneicosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.80 10.85 ng 251802 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 1991 (13.798 min): BF120737.D (-1988) (-) m/z 57.10 100.00%
57 83
41
5000
LRI AN DAL SN B
126 154 180 13.40 13.60 13.80 14.00 14.20
R 201218235 257 282 n/z 43.10 96 . 33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83
5000 LRI AN DAL SN B
13.40 13.60 13.80 14.00 14.20
29 m/z 55.10 89.47%
167182 210 238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55 83
.
13.40 13.60 13.80 14.00 14.20
5000 11 m/z 83.05 88.99%
29 139

0 167182 210 238 264280 308

m@ﬂmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #227401: Heptadecy! heptafluorobutyrate T
13.40 13.60 13.80 14.00 14.20
m/z 97.10 80.90%

-

5000

5

126 154169 238

195210 265 283
S B o
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\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 16 Nonadecyl trifluoroacetate Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14.43 8.67 ng 201354 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Nonadecvl trifluoroacetate
2 Nonadecvl heptafluorobutvrate

3 5-Eicosene.

(E)-

4 Trifluoroacetoxv hexadecane
5 Heptadecyl heptafluorobutyrate

380 C21H39F302
480 C23H39F702
280 C20H40

338 C18H33F302
452 C21H35F702

1000351-76-3 91
1000351-83-9 91
074685-30-6 91
006222-03-3 90
959085-66-6 89

Abundance Scan 2098 (14.427 min): BF120737.D (-2095) (-) m/z 57.10 100.00%
57
5000 85 ﬂhwwJ\V/NAWWJ\ﬁUmJANA\Jﬂk/
] ﬂ 1 " 14.20 14.40 14.60 14.80
139 182 224 254 295 397 . : : :
O P U 00O P P £ . LA m/z 43.10 73.54%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #202424: Nonadecy! trifluoroacetate
57 7
5000 LA L L L L L L L LB
125 14.20 14.40 14.60 14.80
m/z 71.10 65.53%
0 ?f 1153 182 210 233266 311 362
g e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57 97
e
14.20 14.40 14.60 14.80
5000 m/z 85.10 48 _.95%
125
169
0 29 196 238 266 o 462
T e L e e o O B R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #127769: 5-Eicosene, (E)- R mEEEE RS S
55 14.20 14.40 14.60 14.80
m/z 55.10 41.95%
83
5000
29 111
0 J‘ 11 ‘l 1139 167 196 223 252 280
I T L e o SRS A A e
m/z--> 50 100 150 200 250 300 350 400 450 14.20 14.40 14.60 14.80

8270-BF061020.M Tue Jun 30 15:34:40 2020
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 17 Octadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.72 2.47 ng 60355 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 86
2 Hexadecane 226 C16H34 000544-76-3 70
3 Pentadecane 212 C15H32 000629-62-9 70

4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 64
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 64

Abundance Scan 2148 (14.721 min): BF120737.D (-2146) (-) m/z 57.10 100.00%

57

L

85
5000
4 Trryrrrryprrrryrrrryrrrro
\ 127144 164 183 212228244 279 302319 14.40 14.60 14.80 15.00
Obrrprerefrs ,....,1!.-.."'..':. vttt et o || M7z 71.10  66.64%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #105885: Octadecane
57
5000 85 LA L L L L L B LB L |
4 14.40 14.60 14.80 15.00
m/z 43.10 66 .63%
. \ 1M 141 169 197 p5 254
RN L L B B R R RAARRARAREER
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
s AEREERREEEE
14.40 14.60 14.80 15.00
5000 a5 m/z 85.10 54 .63%
41
ol18 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #71394: Pentadecane e B B
57 14.40 14.60 14.80 15.00
m/z 41.10 23.28%
e e e e e B BAREEEREEE T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14. 40 14 60 14. 80 15. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 18 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.06 18.83 ng 460636 Perylene-d12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 96
2 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 93
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 90
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2206 (15.062 min): BF120737.D (-2201) (-) m/z 57.10 100.00%
57
5000
i “113 T 480 1500 15,20 1040
R § lll.'n Bt M A - B m/z 71.10 68.69%
m/z--> 50 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI S SRR SULRLLE I
mmmmmmmm
m/z 43.10 58.06%
29 113
o I|J I ] L 141 169 197 225 253 296
m/z--> 50 100 1%0 260 250 360 3%0 '
Abundance
57
| 14.80 15.00 15.20 1540
5000 85 m/z 85.10 53.91%
113 155
0 135 | 183 295
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #215181: 2-methyloctacosane B e e
57 14.80 15.00 15.20 15.40
m/z 55.10 23.63%
- T \/—/\/Wj\/\u’_/\m
113
N L) 77 241 169 197 225 267 205 365 393
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 14%0 1500 1520 1540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 19 Heptadecane, 9-octyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.84 15.29 ng 373917 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Heneicosane. 11-(1l-ethvlpropvl)- 366 C26H54 055282-11-6 87
4 Octadecane 254 C18H38 000593-45-3 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2338 (15.839 min): BF120737.D (-2335) (-) m/z 57.10 100.00%
57
i vA/~J\M~AAAWAMMWJ
5000
141 169 15.60 15.80 16.00 16.20
ol I ! JI '| A0 197218239 208 304 84l S | Tz 71.10 67.72%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LR B BN LA B
15.60 15.80 16.00 16.20
m/z 43.10 61.23%
29 113
oL J 1 j J (141 169 197 225 253 296
m/z--> 50 100 1éo 200 250 300 350
Abundance
57
" 15.60 15.80 16.00 16.20
5000 85 m/z 85.10 54 .03%
ol 38 13 141 169 197 239 567 204 323 352 \JK~’~f\N*,vj\\,Mvwﬁuﬂwq/
m/z--> 50 100 150 200 250 300 350
Abundance #194508: Heneicosane, 11-(1-ethylpropyl)- b RREmE EE e
43 15.60 15.80 16.00 16.20
m/z 55.10 20.11%
71
o JWJM\W
99
o ‘ ‘ J‘ | 127 155 183202225 253 295 337
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF062920\
Data File : BF120737.D

Aca On 29 Jun 2020 19:46

Operator : JU/CG

Sample : L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061020.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 20 1-Docosanol, methyl ether Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.90 4.85 ng 118588 Perylene-di12 15.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Docosanol. methvl ether 340 C23H480 1000333-91-9 87
2 Octacosvl acetate 452 C30H6002 018206-97-8 64
3 Heptacosvl acetate 438 C29H5802 1000351-78-2 58
4 Octacosanol 410 C28H580 000557-61-9 53
5 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 50

Abundance Scan 2348 (15.898 min): BF120737.D (-2345) (-) m/z 97.10 100.00%
1 9 w\/\w\(\m
5000
125 183 184, 231554 281 316341 15.60 15.80 16.00 16.20
Ok m/z 57.10 93.80%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #177220: 1-Docosanol, methyl ether
45| 88
5000 111 S —
15.60 15.80 16.00 16.20
139 m/z 83.10 93.18%
15 | L 167 196 224 252 280 308 339
0‘—v—v—‘l‘“~l|----|-l--1-|‘-‘---|----|--i-|l----|----|----|-
miz--> 50 100 150 200 250 300 350 400 450
Abundance
43 97
s TSI
69 15.60 15.80 16.00 16.20
5000 m/z 43.10 89.39%
125
ol15 153 181 209 250 278 306 334 364 392 437
e S e A AR A LA
miz--> 50 100 150 200 250 300 350 400 450
Abundance #224391: Heptacosyl acetate T
a3 15.60 15.80 16.00 16.20
97 m/z 55.10 76.94%
69
5000
125
ol15, . } Ll‘A1§3‘181 209 236 264 292 320 350 378 423
R e o e = S s TSI
miz--> 50 100 150 200 250 300 350 400 450 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062920\
Data File : BF120737.D

Acq On 29 Jun 2020 19:46

Operator : JU/CG

Sample - L2819-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061020.M
Quant Title : 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]
2,4-Imidazolidine. .. 8.73 4.0 ng 76382 2 8.08 382112 20.0
2,4-Imidazolidine. .. 9.22 2.6 ng 57613 3 9.83 442186 20.0
Hexadecanoic acid... 11.71 33.6 ng 1793300 4 11.32 1065830 20.0
n-Hexadecanoic acid 11.87 25.2 ng 1342250 4 11.32 1065830 20.0
9,12-Octadecadien... 12.40 70.4 ng 3753400 4 11.32 1065830 20.0
13-Octadecenoic a... 12.42 42.8 ng 2279650 4 11.32 1065830 20.0
Methyl stearate 12.50 10.3 ng 547199 4 11.32 1065830 20.0
Cyclohexadecane 12.57 3.4 ng 178836 4 11.32 1065830 20.0
Octadecanoic acid 12.65 2.4 ng 56060 5 13.96 464352 20.0
Pyrene, l-methyl- 13.09 3.1 ng 71482 5 13.96 464352 20.0
unknown13.15 13.15 3.3 ng 76902 5 13.96 464352 20.0
unknownl13.34 13.34 2.9 ng 66727 5 13.96 464352 20.0
Cinnamyl cinnamate 13.67 6.3 ng 145956 5 13.96 464352 20.0
1-Heneicosanol 13.80 10.9 ng 251802 5 13.96 464352 20.0
Nonadecyl trifluo... 14.43 8.7 ng 201354 5 13.96 464352 20.0
Octadecane 14.72 2.5 ng 60355 6 15.41 489174 20.0
Heneicosane 15.06 18.8 ng 460636 6 15.41 489174 20.0
Heptadecane, 9-oc... 15.84 15.3 ng 373917 6 15.41 489174 20.0
1-Docosanol, meth... 15.90 4.8 ng 118588 6 15.41 489174 20.0
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