LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 15445-07 5X AU-05.002617.C

ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.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 5.122 513 516 527 rBV 113350 121184 2.91% 0.512%
2 5.522 580 584 588 rBV 889813 743286 17 .86% 3.141%
3 6.528 751 755 758 rBV 942101 748284 17 .98% 3.162%
4 6.681 777 781 784 rBV 912379 792848 19.05% 3.350%
5 6.916 817 821 824 rBVY 1041633 852509 20.48% 3.602%
6 7.069 843 847 850 rBV 773161 600209 14.42% 2.536%
7 7.469 911 915 919 rBV 577743 459068 11.03% 1.940%
8 8.198 1035 1039 1042 rBvV 1333611 1113844 26.76% 4_.707%
9 9.269 1217 1221 1224 rBV 1150562 878273 21.10% 3.711%
10 9.657 1284 1287 1290 rBV 101985 82134 1.97% 0.347%

11 9.951 1333 1337 1341 rBV 1326260 1116789 26.83% 4._.719%
12 10.733 1467 1470 1474 rBV 428744 387948 9.32% 1.639%
13 10.845 1486 1489 1494 rBV2 55907 70542 1.70% 0.298%
14 11.439 1586 1590 1593 rBV 1263330 1016280 24.42% 4._.295%
15 11.822 1651 1655 1658 rBV 1788404 1365265 32.81% 5.769%

16 11.951 1672 1677 1685 rBV2 86070 108627 2.61% 0.459%
17 12.127 1704 1707 1712 rBV 43277 46632 1.12% 0.197%
18 12.516 1768 1773 1774 rBV 4183991 4161742 100.00% 17.586%
19 12.533 1774 1776 1782 rVV2 4124439 3935414 94.56% 16.630%
20 12.616 1786 1790 1793 rVB 1225380 991227 23.82% 4.189%

21 12.651 1793 1796 1801 rBV 133454 180242 4_.33% 0.762%
22 12.851 1825 1830 1833 rBV3 52656 77057 1.85% 0.326%
23 12.880 1833 1835 1839 rVv2 73471 70764 1.70% 0.299%
24 13.022 1855 1859 1862 rBV 903319 724667 17.41% 3.062%
25 13.210 1883 1891 1894 rBV9 52797 122017 2.93% 0.516%

26 13.263 1898 1900 1905 rVB2 88182 79629 1.91% 0.336%
27 13.339 1910 1913 1915 rBV 132564 108493 2.61% 0.458%
28 13.445 1928 1931 1936 rBV5 58213 82346 1.98% 0.348%
29 13.498 1938 1940 1943 rVB3 45621 45269 1.09% 0.191%

30 13.769 1980 1986 1989 rVB4 118333 171917 4._.13% 0.726%

31 13.910 2007 2010 2018 rVB2 81383 104560 2.51% 0.442%
32 14.004 2023 2026 2029 rBV 142107 125797 3.02% 0.532%
33 14.080 2034 2039 2042 rVV 1003940 954210 22.93% 4.032%
34 14.104 2042 2043 2051 rVB 53944 53922 1.30% 0.228%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF092317.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.227 2062 2064 2070 rVB3 51113 51589 1.24% 0.218%
36 14.533 2113 2116 2121 rBV2 73272 88714 2.13% 0.375%
37 14.845 2167 2169 2173 rVB 53041 51242 1.23% 0.217%
38 15.127 2215 2217 2220 rBV 41847 44879 1.08% 0.190%
39 15.192 2225 2228 2231 rBV 89345 97970 2.35% 0.414%
40 15.574 2288 2293 2304 rVB 515281 743218 17 .86% 3.141%
41 16.033 2367 2371 2375 rBvV2 68680 93807 2.25% 0.396%

Sum of corrected areas: 23664414
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF098881.D

4000000
3000000

2000000

6.92

LiJ

7.00

1000000 5.52 6.53.68

5.12
I/\I T T |

5.50

0

2.50

3.00

3.50

4.00

4.50

5.00
TIC: BF098881.D

6.00

6.50

———
Time-->
Abundance

4000000

3000000

2000000 11.82

8.20 9.95
9.97 11.44 12.62

1000000 13.02

10.73
IllO. 85

10.00 10.50 11.00 11.50
TIC: BF098881.D

13384150

13.50

65,

13.00

11.993.13

12.00 12.50

0
Time-->
Abundance

4000000

3000000

2000000

14.08

1000000
15.57

)19.23 14.53 14.84 18339

18.00

18.50 19.00

16.50 17.00 17.50

15.50 16.00

14.00

14.50 15.00

Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9

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

5.12 2.84 ng 121184 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 516 (5.122 min): BF098881.D (-513) (-) m/z 43.00 100.00%
43.0
59.0
5000
1010 5 a5 550 s
..,....,....,....',':...5?-.9.:!,....,....f‘?:"..,....,'....,. m/z 59.00 54.75%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 USRS S U LR
4.80 500 5.20 5.40
59.0 1010 m/z 101.00 17.36%
21.0 350 | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
480 5.00 520 540
5000 41.0 m/z 58.00 15.90%
31.0
69.0 87.0
15.0 51.0 98.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester e R
43.0 480 500 5.20 5.40
m/z 41.10 9.27%
5000 57.0
29.0
101.0
"|”"|“"|“"|”"|“"|“"|”Z%?“"|“"w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.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 unknown6.68 Concentration Rank 5

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

6.68 18.60 ng 792848 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 781 (6.681 min): BF098881.D (-777) (-) m/z 132.00 100.00%
132.0
5000 68.1
400 540 || 9.0 J 640 6.60 6.80 7.00
il e m/z 68.10 36.48%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 RSN S U
6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.43%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
640 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.80%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! I EEEmEmases s
57.0 132.0 6.40 6.60 6.80 7.00
m/z 69.10 14_.17%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R B S
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

Sample : 15445-07 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 4 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.82 26.87 ng 1365270 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1655 (11.822 min): BF098881.D (-1651) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 R U BRI SURRISN SR
97.0 1711 199.1 227.2 11.60 11.80 12.00 12.20
...,....-,'...|:|',.~.|'.. Mo A2EQ L e 222 Tm/z 87.00 72.65%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119400: Hexadecanoic acid, methy! ester
74.0
5000 LR SR BRI SULBUSN SR
43.0 1160 11.80 12,00 12.20
‘ 143.0 2970 270.0 m/z 43.05 35.30%
97.0
150, | L LTT0 o | aemgso PO 00
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11.60 11.80 12.00 12.20
5000 270.0 m/z 55.00 27 .42%
43.0
9.0 1510 163.0 1850
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107593: Pentadecanoic acid, methyl ester R AAmmaaEs e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 24 .99%
5000
430 143.0 2150
180, o Wl eee |0 et
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:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

Sample : 15445-07 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 16

Peak Number 5 n-Decanoic acid

R.T. EstConc Area Relative to ISTD R.T.
11.95 2.14 ng 108627 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Decanoic acid 172 C10H2002 000334-48-5 64
2 Decanoic acid. silver(l+) salt 278 C10H19Aa02 013126-67-5 64
3 Octanoic acid. silver(l+) salt 250 C8H15A002 024927-67-1 27
4 Tetradecane 198 C14H30 000629-59-4 15
5 Decane 142 C10H22 000124-18-5 11

Abundance Scan 1677 (11.951 min): BF098881.D (-1672) (-) m/z 43.00 100.00%
43.0 73.0
5000 129.0
171.0 21‘?-2 11.60 11.80 12.00 12.20
el il "m/z 73.00 91.50%
m/z--> 50 100 150 200 250 300 350
Abundance #39469: n-Decanoic acid
60.0 ﬂ
5000 — T
129.0 11.60 11.80 12.00 12.20
23.0 m/z 57.00 78.01%
172.0
.“‘. Il “\‘H‘l\l\\?ﬁwow\l S
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
43.0 11.60 11.80 12.00 12.20
5000 155.0 m/z 60.00 76.18%
115.0
217.0 279.0 330.0 387.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #102674: Octanoic acid, silver(1+) salt
60.0 11.60 11.80 12.00 12.20
0
1270 m/z 55.00 72.99%
5000
20 L ferho, | 216.0 249.0 350.0 J[ L
m/z--> 50 100 150 200 250 300 350 ! 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.52 81.90 ng 4161740 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99

Abundance Scan 1774 (12.522 min): BF098881.D (-1768) (-) m/z 67.00 100.00%

67.0

41.0
5000

2202 2632 2942 12.20 12.40 12.60 12.80
m/z 81.05 90.36%

123.1
150.1 1781

e

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)-
41.0 67.0

5000 L e LT B
12.20 12.40 12.60 12.80
m/z 55.00 89.11%
W, 1L 1230 149.0 175 262.0 294.0
e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
e e
410 95.0 12.20 12.40 12.60 12.80
5000 m/z 95.05 64.11%

294.0
124.0 150.0
178.0 220.0 263.0

TWWTTWWTWVTW_WWWT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- e AREAREEREEEm e
410 67.0 12.20 12.40 12.60 12.80
m/z 41.05 63.49%

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

5000 95.0
M1230 150.0 1780 2200 2630 29fo
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 10-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

12.53 77.45 ng 3935410 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 96
2 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 93
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 91
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 91

Abundance Scan 1775 (12.527 min): BF098881.D (-1774) (-) m/z 55.05 100.00%

58.0
5000 JJ\_A

222.2 264.3 12. 20 12. 40 12 60 12. 80

el 2%3 ' "m/z 74.00 85.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester A

55.0

12.20 12.40 12.60 12.80
264.0 m/z 69.10 77.25%

" 1370 180.0 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0

83.0 12.20 12.40 12.60 12.80

5000

5000 : m/z 83.10 66.79%
29.0
111.0
137.0 180.0 222.0 264.0 296.0
WWWWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester T T

.0 12. 20 12. 40 12 60 12. 80

m/z 43.10 65.27%

264.0
111.0
1380 1800 2220 296.0 /jU

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

5000
29.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

Sample : 15445-07 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 8 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.62 19.51 ng 991227 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 90
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 1791 (12.622 min): BF098881.D (-1786) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 SR I |
“ || jroro 1710, 199.1 22 252 e 12.40 12.60 12.80 13.00
S N N e S S Ot e m/z 87.00 76.57%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0 /A
5000 298.0 1240 12,60 12,80 13.00
143.0 -
43.0 1990 2520 m/z 43.00 31.64%
97.0
OB T Y PN O .= G LW W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
" 12.40 12,60 12.80 13.00
5000 m/z 55.00 25.13%
28.0
143.0 255.0 298.0
[ 101.0 171.0 1990 5o ¢
mmﬁmmﬁmmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester e R
74.0 12.40 12.60 12.80 13.00
m/z 143.10 23.63%
5000
43.0
143.0 284.0
241.0
o b W00 | 0o | ML
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.40 12.60 12.80 13.00

8270-BF092317.M Thu Sep 28 13:41:00 2017

AU-05-092617-C
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 7H-Benzo[c]fluorene Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.21 2.56 ng 122017 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7H-Benzolclfluorene 216 C17H12 000205-12-9 53
2 _beta.-Carboline. 1.2.3.4-tetrah... 260 C14H16N203 029573-11-3 47
3 _.beta.-Carboline. 1.2.3.4-tetrah... 260 C14H16N203 1000124-14-2 47
4 3-Pvridinamine. 6-chloro-N-(phen... 216 C12H9CIN2 005325-71-3 43
5 11H-Benzo[b]fluorene 216 C17H12 000243-17-4 43

Abundance Scan 1891 (13.210 min): BF098881.D (- 1883) ) m/z 216.10 100.00%

5000

133.0
152.9 177.1 292.1 || 1280 13.00 13.20 13.40 13.60

m/z 55.00 91.82%

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #74417: 7TH-Benzo[c]fluorene
216.0
5000 12. 80 13. 00 13 20 13. 40 13 60
108.0 m/z 215.10 90.87%
820/ | 189.0 \‘
AN R s o e o R RS R SRR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
216.0
12.80 13.00 13.20 13.40 13.60
5000 m/z 79.00 68.42%
160.0
440 69.0  107.0 1320 187.0 2380 260.0
T e T T e e T T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #110614: .beta.-Carboline, 1,2,3,4-tetrahydro-1-carboxy-8-... A B o

216.0 12.80 13.00 13.20 13.40 13.60
m/z 91.00 52.44%

5000

44.0 108.0

77.0 o 186.0

239, 0260 0

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 80 13. 00 13 20 13. 40 13 60

130.0 160.

8270-BF092317.M Thu Sep 28 13:41:01 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 11 Heptadecanoic acid, methyl ... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.34 2.27 ng 108493 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 95
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 94
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
4 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
5 Methyl stearate 298 C19H3802 000112-61-8 87
Abundance Scan 1913 (13.339 min): BF098881.D (-1910) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 R S e AR
199.1 2271 283.2 13.00 13.20 13.40 13.60
1731 2551 302 w/z 86.95  77.44%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131300: Heptadecanoic acid, methyl ester
74.0
5000
43.0 13.00 13.20 13.40 13.60
143.0 m/z 43.05 40.06%
. 284.0
S I Y e R =T s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
13.00 13.20 13.40 13.60
5000 m/z 55.00 31.34Y%
143.0 2410 840
101.0 17101990
mmmwmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methyl ester T
74.0 13.00 13.20 13.40 13.60
m/z 57.05 26.56%
5000
43.0
143.0
312.0
150, || | | 1oL0 171019902270 269. O‘
m/z--> 2'0 4'0 6|0 80 100 120 140 160 180 200 220 240 260 280 300 350 13. oo 13. 20 13 40 13. 60

8270-BF092317.M Thu Sep 28 13:41:02 2017

Page: 12



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknownl3.77 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.77 3.60 ng 171917 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane-1.3-dione. 1-(pvrrol-2-vID)- 151 C8H9ONO2 022441-25-4 38
2 Phenol. 2.6-dimethvl-4-nitroso- 151 C8H9NO2 013331-93-6 27
3 Naphthalene. decahvdro-2.2-dimet... 166 C12H22 031124-85-3 25
4 1.4 Benzodioxan-6-amine 151 C8H9NO2 022013-33-8 14
5 Cyclohexene,3-(2-propenyl)- 122 C9H14 015232-95-8 11
Abundance Scan 1986 (13.769 min): BF098881.D (-1980) (-) m/z 151.10 100.00%
81.0 151.1
43.0
5000
107.0
177.1 DA SR DR SRS
205.1 2370 04 3080 13.40 13.60 13.80 14.00

m/z 81.00 95.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #24896: Butane-1,3-dione, 1-(pyrrol-2-yl)-
151.0
68.0 94.0
5000 LA L L L L LB L
43.0 13.40 13.60 13.80 14.00
m/z 95.00 66.78%
123.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
151.0
B R BN
39.0 13.40 13.60 13.80 14.00
5000 m/z 43.00 57.22%
77.0
106.0

mﬁwmmwwwmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #35204: Naphthalene, decahydro-2,2-dimethyl- L BT o e
95.0 151.0 13.40 13.60 13.80 14.00
m/z 55.05 56.29%
5000 55.0
29.0 H
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

8270-BF092317.M Thu Sep 28 13:41:04 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

Sample : 15445-07 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 13 1-Decanol, 2-hexyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
13.91 2.19 ng 104560 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 80
2 Triacontvl trifluoroacetate 534 C32H61F302 1000351-75-7 80
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 58
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 58
5 E-15-Heptadecenal 252 C17H320 1000130-97-9 55
Abundance Scan 2010 (13.910 min): BF098881.D (-2007) (-) m/z 57.00 100.00%
51.0
5000
13.60 13.80 14.00 14.20
il m/z 43.05 75.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #95994: 1-Decanol, 2-hexyl-
57.0
5000 97.0 BRI BRI B
13.60 13.80 14.00 14.20
m/z 71.10 66.74%
|||||||||||]T|3?.|0||:|L9|6|.‘?||| RN W e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57.0
97.0 13.60 13.80 14.00 14.20
5000 m/z 83.00 49.60%
39.0
181.0222.0 264.0 306.0348.0 ~ 420.0 465.0 516.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #200449: Sulfurous acid, octadecy! 2-propy! ester A REEREEaSS
43.0 13.60 13.80 14.00 14.20
m/z 55.10 48.70%
5.0
5000
25.0
| ‘ ‘ ]D ‘\ . 169.0 2513'0
m/z--> 50 100 150 200 250 300 350 400 450 500 13.60 13.80 14.00 14.20

8270-BF092317.M Thu Sep 28 13:41:05 2017

AU-05-092617-C
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEMI\BNA F\DATA\BF092717\
BF098881.D

27 Sep 2017 23:52

SJ/JU

15445-07 5X

17 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Docosanoic acid, methyl ester

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
14 .00 2.64 ng 125797 Chrysene-d12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 94
3 Methvl stearate 298 C19H3802 000112-61-8 91
4 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 2025 (13.998 min): BF098881.D (-2023) (-) m/z 74.00 100.00%
74.0
5000 43.0
T, S PR | R
' 173.0201.0 2340 2670 3112 13.60 13.80 14.00 14.20 14.40
. m/z 87.00 74_.07%
m/z--> 50 100 150 200 250 300 350
Abundance #186932: Docosanoic acid, methyl ester
74.0
5000 43.0 354.0 13.60 13.80 14.00 14.20 14.40
143.0 3110 m/z 43.00 47 .66%
L H‘ || 1000 | 171.0199.097025502830 | |
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
13.60 13.80 14.00 14.20 14.40
5000 m/z 55.10 32.84%
43.0 312.0
150 1000 430 o 02130041 02690
m/z--> " 50 100 150 200 250 300 350
Abundance #143126: Methyl stearate T
74.0 13.60 13.80 14.00 14.20 14.40
m/z 75.00 28.57%
5000
43.0
143.0 2980
199.0 255.0
150, ,“. 1 Y e 5
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20 14.40

8270-BF092317.M Thu Sep 28 13:41:06 2017

AU-05-092617-C

Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\

Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 15 Heneicosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.19 2.64 ng 97970 Perylene-d12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 93
2 Nonadecane 268 C19H40 000629-92-5 90
3 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
4 Hexadecane 226 C16H34 000544-76-3 86
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 68
Abundance Scan 2228 (15.192 min): BF098881.D (-2225) (-) m/z 57.10 100.00%
57.1
5000
1131 14,80 15.00 15.20 15.40 15.60
1411 ) 216.1 )
e 171.0 239.1262.0285.1 77 7110 66 7204
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0
5000 A DU B B B
14. 80 15. oo 15 20 15. 40 15. 60
0.0 1130 m/z 43.10 62 .69%
“ | T 10 169.0 1970 2250 2530 2960
m/z--> ﬁo Jo eb 85 160 150 150 160 180 200 220 240 260 280 360
Abundance
57.0
14,80 15.00 15.20 15.40 15.60
5000 85.0 m/z 85.10 53.12%
29.0
113.0 141.0 169.0 197.0 2250  268.0
WTWWTWTWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83030: Tridecane, 6-propyl- B B E e
43.0 14.80 15.00 15.20 15.40 15.60
71.0 m/z 41.00 23.72%
5000
99.0 126.0 1540 183.0
SN ' " VR S WY N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 1480 1500 1520 1540 1560

8270-BF092317.M Thu Sep 28 13:41:06 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092717\
Data File : BF098881.D

Aca On : 27 Sep 2017 23:52

Operator : SJ/JU

Sample : 15445-07 5X

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
n Parameters: LSCINT.P

AU-05-092617-C

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

Concentration Rank 13

000629-92-5 95
000629-59-4 86
000630-01-3 81
000630-04-6 74
1000376-72-8 74

m/z

57.05 100.00%

15.80 16.00 16.20 16.40

m/z

71.10 76 .26%

15. 80 16. OO 16. 20 16. 40

m/z

85.05 61.51%

15.80 16.00 16.20 16.40

m/z

43.00 61.21%

15.80 16.00 16.20 16.40

m/z

55.00 22 .32%

Peak Number 16 Nonadecane
R.T. EstConc Area Relative to ISTD
16.03 2.52 ng 93807 Perylene-d12
Hit# of 5 Tentative ID MW  MolForm
1 Nonadecane 268 C19H40
2 Tetradecane 198 C14H30
3 Hexacosane 366 C26H54
4 Hentriacontane 437 C31H64
5 2-methyloctacosane 408 C29H60
Abundance Scan 2370 (16.027 min): BF098881.D (-2367) (-)
57.0
85.0
5000
|f | 154.1182.0 222.1  271.1
|||4|' ll. lnllnnllln "‘l'““l'."'u'uluuuuluu
m/z--> 50 150 200 250 300 350
Abundance #117638: Nonadecane
57.0
5000 85.0
29.0
L 1130 0160019702050 2680
N e T e e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
5000 85.0
29.0
113'0141-0169.0198'0
T T T e T T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0
29.0 1
o i ¥ Jﬂ.\ 141.0160.0197.0225,02530 _ 205.0323.0 _ 367.0
T e o { e e
m/z--> 50 150 200 250 300 350

15. 80 16. OO 16. 20 16. 40

8270-BF092317 .M

Thu Sep 28 13:41:07 2017

Page: 17



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF092717\

Data File : BF098881.D

Acq On : 27 Sep 2017 23:52

Operator : SJ/JU

a?ggle ; 15445-07 5X AU-05.002617.C
ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 5.12 2.8 ng 121184 1 6.92 852509 20.0
unknown6 .68 6.68 18.6 ng 792848 1 6.92 852509 20.0
Hexadecanoic acid... 11.82 26.9 ng 1365270 4 11.44 1016280 20.0
n-Decanoic acid 11.95 2.1 ng 108627 4 11.44 1016280 20.0
9,12-Octadecadien... 12.52 81.9 ng 4161740 4 11.44 1016280 20.0
10-Octadecenoic a... 12.53 77.5 ng 3935410 4 11.44 1016280 20.0
Methyl stearate 12.62 19.5 ng 991227 4 11.44 1016280 20.0
7H-Benzo[c]fluorene 13.21 2.6 ng 122017 5 14.08 954210 20.0
Heptadecanoic aci... 13.34 2.3 ng 108493 5 14.08 954210 20.0
unknownl13.77 13.77 3.6 ng 171917 5 14.08 954210 20.0
1-Decanol, 2-hexyl- 13.91 2.2 ng 104560 5 14.08 954210 20.0
Docosanoic acid, ... 14.00 2.6 ng 125797 5 14.08 954210 20.0
Heneicosane 15.19 2.6 ng 97970 6 15.57 743218 20.0
Nonadecane 16.03 2.5 ng 93807 6 15.57 743218 20.0
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