LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On : 18 Mar 2019 12:53 Instrument :

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

3?22Ie : K1685-05 5X AU-05.031410.C

ALS Vial : 3 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-BF022719.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 5.334 548 552 567 rBV 720809 758050 8.65% 1.568%
2 6.363 724 727 743 rBV 973347 985160 11.24% 2.038%
3 6.492 746 749 759 rBVY 1065171 1000088 11.41% 2.069%
4 6.728 785 789 792 rBVY 1299033 1127897 12.86% 2.333%
5 6.881 811 815 823 rBV 901869 740189 8.44% 1.531%
6 7.281 880 883 891 rBV 569023 564926 6.44% 1.169%
7 8.010 1003 1007 1013 rBV 1623716 1553713 17.72% 3.214%
8 9.081 1186 1189 1202 rBV 1390973 1304322 14.88% 2.698%
9 9.757 1300 1304 1311 rBV2 2055742 1911033 21.79% 3.953%
10 10.539 1434 1437 1447 rBV 830231 886472 10.11% 1.834%

11 11.239 1552 1556 1559 rBV 2119348 2022771 23.07% 4.185%
12 11.639 1620 1624 1628 rBV 3374165 2820680 32.17% 5.835%
13 11.774 1643 1647 1656 rBV 739685 883654 10.08% 1.828%
14 11.951 1671 1677 1682 rVB5 48494 96015 1.10% 0.199%
15 12.327 1736 1741 1743 rBV 7080168 8768307 100.00% 18.140%

16 12.351 1743 1745 1751 rvVv2 7387331 7243976 82.62% 14.986%
17 12.427 1755 1758 1762 rVvV2 2028148 1903790 21.71% 3.939%
18 12.463 1762 1764 1765 rVV 303312 265340 3.03% 0.549%
19 12.480 1765 1767 1775 rVV 352547 536690 6.12% 1.110%
20 12.557 1776 1780 1793 rVV 560846 806074 9.19% 1.668%

21 12.669 1793 1799 1802 rVB2 122013 188481 2.15% 0.390%
22 12.816 1820 1824 1830 rVB 1513022 1311833 14.96% 2.714%
23 13.068 1862 1867 1870 rBV3 163115 216989 2.47% 0.449%
24 13.151 1878 1881 1884 rVB 195484 165609 1.89% 0.343%
25 13.721 1975 1978 1981 rBV 102316 103393 1.18% 0.214%

26 13.815 1991 1994 1998 rBV 180562 140176 1.60% 0.290%
27 13.863 1998 2002 2010 rBV 1676617 1696788 19.35% 3.510%
28 14.039 2028 2032 2037 rVB 322802 298508 3.40% 0.618%
29 14.345 2080 2084 2087 rBV 630303 611934 6.98% 1.266%
30 14.639 2130 2134 2141 rVB 1058463 1059659 12.09% 2.192%

31 14.957 2183 2188 2193 rBV 1124686 1291236 14.73% 2.671%
32 15.274 2237 2242 2245 rBV 1212980 1534713 17.50% 3.175%
33 15.310 2245 2248 2258 rVB 1022657 1324265 15.10% 2.740%
34 15.715 2311 2317 2322 rBV 741722 1126004 12.84% 2.329%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.180 2391 2396 2407 rVB 430774 788152 8.99% 1.631%

36 16.727 2485 2489 2495 rVB2 163824 300970 3.43% 0.623%

Sum of corrected areas: 48337857
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF113085.D
7000000

6000000
5000000
4000000
3000000
2000000
1000000 5.33 ' | 68 7.28
. L \

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF113085.D

7000000

6000000
5000000
4000000
11.64

3000000

9.76 11.24 12.43
20000001 g1 12.82

1000000 10.54 11.77 56
11.95 2.67|| 1318715

O e e e L AR T e

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF113085.D

7000000

6000000
5000000
4000000
3000000

2000000 13.86

14.64 14.96

31
1000000 14.34 16.18
151 qu Y 1673

e ————————————

R I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

15.72

T
18.00 18.50
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Library Search Compound Report

8270-BF022719.M Wed Mar 20 07:51:16 2019

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 1 unknown6.49 Concentration Rank 5

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

6.49 17.73 ng 1000090 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.492 min): BF113085.D (-746) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 ISR RS R R
40.0 540 J 6.20 6.40 6.60 6.80
0 S0 R .2 | m/z 68.00 42.79%
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 AR R A
6.20 6.40 6.60 6.80
310 510 m/z 134.00 30.86%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
740 o5 o oo o0
5000 ggo 1160 m/z 66.00 26.31%
OIIlllllllwlwlwllwl‘hlIlwlllw‘l“ll‘l‘lll‘\ ||||EI-5|8|.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180
Abundance #14395: 1,3,5-Trifluorobenzene
132.0 6.20 6.40 6.60 6.80
m/z 69.00 16.70%
5000
63.0 81.0
0 3]\-0 SQ'O\ m‘ Ly | ‘\ | 99'\011%0 |
mz-> 40 60 80 100 120 140 160 180 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 3 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.64 27.89 ng 2820680 Phenanthrene-d10 11.24
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 96
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 95
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 83
Abundance Scan 1624 (11.639 min): BF113085.D (-1620) (-) m/z 74.00 100.00%
74.0
5000
43.0
143.1 R BN SR IS SR
97.0 185.1 227.2 11.40 11.60 11.80 12.00
0 ...,....-,'...|:|',.'.|". Mg d2re | 1eaat®l, T 2102 1 e 00  73.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 L IS SIS I SR
43.0 11.40 11.60 11.80 12.00
143.0 m/z 43.00 34 .93%
0 il I|| .|.| ol 19% 0 171 0 199 0 22I7 0 270 0
miz> 20 40 60 80 100 130 140 180 180 230 230 250 250
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11.40 11.60 11.80 12.00
5000 43.0 m/z 54.95 27 .23%
143.0
b d b 1L 70080 200 a0 o 2o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84483: Tridecanoic acid, methyl ester R T
74.0 11.40 11.60 11.80 12.00
m/z 41.00 25.21%
5000
43.0 143.0 50
0150, Lyl 11010000 | 1630™ o 2280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00

8270-BF022719.M Wed Mar 20 07:51:17 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 12
R.T. EstConc Area Relative to ISTD R.T.
11.77 8.74 ng 883654 Phenanthrene-d10 11.24
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 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Oxalic acid, dodecyl propyl ester 300 C17H3204 1000309-26-5 30
Abundance Scan 1646 (11.769 min): BF113085.D (-1643) (-) m/z 73.00 100.00%
430 730
5000
129.0
97.0
| 1571 19202131 256.2 11.40 11.60 11.80 12.00
bl m/z 43.00 99.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
6d.0
5000 129.0
83.0 11.40 11.60 11.80 12.00
‘J‘“ 1570 1gso 2130 2560 | | M/Z 59.95  89.22%
A
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
73.0
43.0 1140 11.60 11.80 12.00
m/ 57.00 76 .60Y%
5000 129.0 z 0
185.0 228.0
s
0 aaaE ‘: . I\I‘I\I |”l”‘|‘l‘|‘| IH‘HI I“HI\I |‘M= T - i ‘: |1|5|‘7|.‘?‘i“| '| - ‘l AR b AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0 11.40 11.60 11.80 12.00
m/z 41.00 74 .60%
5000 129.0
0 .1.5.(,). ‘a‘. .W. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.33 86.70 ng 8768310 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1741 (12.327 min): BF113085.D (-1736) (-) m/z 67.00 100.00%
67.0
41.0
5000
1231 1501 12,00 12.20 12.40 12.60
178.1 263.2 ]
Obprrrolied 220.2 2902 "m/z 81.00 84.74%
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 UL RN IR IR
12.00 12.20 12.40 12.60
m/z 55.00 66 .68%
oLl 123.0 1490 4759 2620 294.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139716: 10,13-Octadecadienoic acid, methyl ester
67.0
12.00 12.20 12.40 12.60
5000 m/z 94.95 57 .22%
294.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methy! ester AT
67.0 12.00 12.20 12.40 12.60
m/z 40.95 53.25%
5000
294.0
150.0
124.0 178.0 920.0 263.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 14-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.35 71.62 ng 7243980 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 99
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
4 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
5 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
Abundance Scan 1745 (12.351 min): BF113085.D (-1743) (-) m/z 55.00 100.00%
.0
5000
12.00 12.20 12.40 12.60
o} m/z 69.00 63.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester
5000
12.00 12.20 12.40 12.60
29.0 1110 264.0 m/z 41.00 63.27%
" 1380  180.0 2220 296.0
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141286: 13-Octadecenoic acid, methyl ester
58.0
12.00 12.20 12.40 12.60
5000 m/z 74.00 60.50%
29.0 264.0
. d | 110 1380 1800 2220 296.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141283: 15-Octadecenoic acid, methyl ester R R E
58.0 12.00 12.20 12.40 12.60
m/z 83.00 51.81%
5000
29.0 264.0
111.0
. d | 1380 1800 2220 296.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 7 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.43 18.82 ng 1903790 Phenanthrene-d10 11.24
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 91
3 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 91
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90

Abundance Scan 1758 (12.427 min): BF113085.D (-1755) (-) m/z 74.00 100.00%
74.0
5000 43.0 A
' 12.20 12,40 12.60 12.80
o} m/z 86.95 75.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0 /AJ
|
5000 298.0 ' 12.20 12,40 12.60 12,80
143.0 :
43.0 1990 ZST'O m/z 43.00 38.34%
97.0 :
0 EI'ISIIOI I|”|l|”I|I|I|”l|I |||!”l||I Ay |||||||||||1|7|:!-|0|||| ||||22|7||(|) L |l||||| - I|III
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #95861: Methyl tetradecanoate
74.0
12.20 12.40 12.60 12.80
5000 m/z 55.00 27 .89%
43.0
o.n.un”.:””hh..”.m”.”..”.””.m..”w””..”.”.”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131300: Heptadecanoic acid, methyl ester
74.0 12.20 12.40 12.60 12.80
m/z 41.00 24 .51%
5000
43.0
143.0 284.0
o b 01200 1" 1850 10 2010 20
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

8270-BF022719.M Wed Mar 20 07:51:20 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 9,12-Octadecadienoic acid (... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

12.46 2.62 ng 265340 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 96
2 Bicvclol2.2_2loctane. 2-methvl- 124 C9H16 000766-53-0 83
3 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 81
4 9.17-Octadecadienal. (2)- 264 C18H320 056554-35-9 74
5 11,14-Eicosadienoic acid, methyl... 322 C21H3802 002463-02-7 70

Abundance Scan 1764 (12.463 min): BF113085.D (-1762) (-) m/z 67.00 100.00%

61.0

5000
123.0 112.20 12.40 12.60 12.80
149.0 182.0 2109 239.1 2802 : : : :
0 m/z 81.00 84 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #127648: 9,12-Octadecadienoic acid (Z,2)-
61.0

5000

12.I20 12.40 12.60 12.80
m/z 55.00 62.05%

280.0
150.0 1820 209.0 236.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10702: Bicyclo[2.2.2]octane, 2-methyl-
67.0
124.0
12.20 12.40 12.60 12.80
5000 41.0 m/z 41.00 59.38%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #10664: 3,4-Octadiene, 7-methyl-
410 67.0 12.20 12.40 12.60 12.80
: m/z 95.00 58.66%
5000 95.0
124.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 trans-13-Octadecenoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.48 5.31 ng 536690 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
2 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 91
3 Cetene 224 C16H32 000629-73-2 70
4 Oleic Acid 282 C18H3402 000112-80-1 68
5 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 53
Abundance Scan 1767 (12.480 min): BF113085.D (-1765) (-) m/z 55.00 100.00%
54.0
83.0
5000
| ” 1800 2231 %42 Loo0 12.20 12.40 12.60 12.80
Ol M m/z 69.00 71.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129357: trans-13-Octadecenoic acid
54.0
5000 83.0 12.20 12.40 12.60 12.80
111.0 m/z 83.00 65.12%

0 137.0 165.0 193.0 222.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129347: cis-13-Octadecenoic acid

-

12.20 12.40 12.60 12.80
m/z 97.00 61.00%

5000
111.0
. 2901 137.0 1650 193.0 222.0
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81241: Cetene
43.0 12.20 12.40 12.60 12.80
m/z 43.00 56.86%
5000
111.0
. | 139.0 1680 196.0 224.0
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF022719.M Wed Mar 20 07:51:22 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Octadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.56 9.50 ng 806074 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 1781 (12.563 min): BF113085.D (-1776) (-) m/z 72.95 100.00%

43.0 73.0

5000

12.20 12.40 12.60 12.80
m/z 43.00 95.85%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0

5000
12.20 12.40 12.60 12.80

m/z 57.00 81.72%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
12.20 12.40 12.60 12.80
5000 129.0 m/z 60.00 79.49%
o250l Il L,u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid
73.0 12.20 12.40 12.60 12.80
43.0 m/z 55.00 70.25%
5000 129.0
185.0 228.0
5 |
o \\‘Hmlm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.20 12.40 12.60 12.80

8270-BF022719.M Wed Mar 20 07:51:23 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 cis-13-Eicosenoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
13.07 2.56 ng 216989 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 60
2 cis-10-Heptadecenoic acid 268 C17H3202 029743-97-3 60
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 53
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 52
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 52

Abundance Scan 1867 (13.068 min): BF113085.D (-1862) (-) m/z 55.00 100.00%

5000

12.80 13.00 13.20 13.40

m/z 69.00 69.83%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #153111: cis-13-Eicosenoic acid

5000 LA L L L L L LB
12.80 13.00 13.20 13.40
m/z 41.00 57.73%
0 208.0 250.0 292.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #117468: cis-10-Heptadecenoic acid
53.0

12.80 13.00 13.20 13.40
m/z 43.00 52.95%

5000
111.0
1370 166.0 2080 2°00
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129339: cis-Vaccenic acid AR EEEEEEEEE
55.0 12.80 13.00 13.20 13.40

m/z 83.00 48.84%

5000

264.0

137.0 165.0 193.0 222.0
R e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Nonadecane Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14 .04 3.52 ng 298508 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Decane. l1l-iodo- 268 C10H211 002050-77-3 81
5 Hexatriacontane 507 C36H74 000630-06-8 80
Abundance Scan 2032 (14.039 min): BF113085.D (-2028) (-) m/z 57.00 100.00%
57.0
5000 85.0

13. 13.80 14.00 14.20 14.40
| 141 11690
I .1-.11,1 L 220019712251 28013081 m/z 71.00 68.98%

m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57.0 A

5000 85.0 IIII|IIII IIIIIIIIIII
13.80 14.00 14.20 14.40
m/z 43.00 60.94%
29.0 13.0
oL . ﬁ 9141.0160.0197.02250 2680
— e
miz--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
eSS nhas
85.0 13.80 14.00 14.20 14.40
5000 ' m/z 85.00 50.22%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
L e T
miz--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane B e e  BmamE
57.0 13.80 14.00 14.20 14.40
m/z 55.00 21.80%
5000 85.0
29.0 1
oL j . ‘Jﬂ.‘ 14}01690197022502530 205.0323.0  367.0
S U e e - e
miz--> 50 100 150 200 250 300 350 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 14 Heneicosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
14 .34 7.21 ng 611934 Chrysene-di12 13.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexadecane 226 C16H34 000544-76-3 87
5 Tetratetracontane 619 C44H90 007098-22-8 87
Abundance Scan 2083 (14.339 min): BF113085.D (-2080) (-) m/z 57.00 100.00%
57.0 P
5000
99.0 14.00 14.20 14.40 14.60
141.1 : : :
ol .l, AL 3421882 251 gm0 452 T 0000 63750
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane
57.0
14.00 14.20 14.40 14.60
99.0 m/z 43.00 60.99%
0l15. l Li ] 1410 1830 2250 2060
m/z--> §0 160 1%0 260 2éo 360 3%0 460 '
Abundance #194493: Hexacosane
57.0
14.00 14.20 14.40 1460
5000 m/z 85.00 47 .19%
99.0
L] }‘] Il | ; 1410 183.0 225.0 267.0 309.0  367.0 AA
e L U A WL A L L UL L B
m/z--> 50 100 150 200 250 300 350 400 A
Abundance #185535: Heptadecane, 9-octyl- TR T
57.0 14.00 14.20 14.40 14.60
m/z 55.00 20.26%
5000 \“~uﬂkﬂvw~wJKWN”‘wJAv~wJ
9.0
o \ M J | 1410 1830 200 5810 330
m/z--> 5'0 1(')0 1&1;0 2(')0 250 3(')0 350 4(')0 ' 14.'00 14.'20 14.'40 14.|60 '

8270-BF022719.M Wed Mar 20 07:51:24 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_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 Heptadecane, 9-octyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.64 13.81 ng 1059660 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
2 Octadecane 254 C18H38 000593-45-3 95
3 Heneicosane 296 C21H44 000629-94-7 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Hexacosane 366 C26H54 000630-01-3 91
Abundance Scan 2134 (14.639 min): BF113085.D (-2130) (-) m/z 57.00 100.00%
57.0
5000 85.0
| 131141, 1169 1197.1225,1253.1280.1309.2337.2 1440 14.60 14,80 1500
ol M 109119712051 253.1280.1309.2387.2_ m/z 71.00 66.35%
m/z--> 50 100 150 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0
5000 85.0

14.40 14.60 14.80 15.00
m/z 43.00 60.17%

113.0
0 L ,] 0141.0160.0197.0  23P0267.0294.0323.0 352. 0
i b ,....,.... R e AR
m/z--> 50 100 150 200 250 300 350
Abundance #105885: Octadecane
57.0
AR EEEE S
14.40 14.60 14.80 15.00
5000 85.0 m/z 85.00 49 _.41%
29.0 30
o J‘|h|}ﬂ1MMwmwm%mmo
— e = e e
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane B B L B e B B B B
57.0 14.40 14.60 14.80 15.00
m/z 55.00 21.48%
85.0
5000
29.0 113.0
oL L L L[] 1410160.0197.0025.02530 2960
I B e e B B e e e e e I R N REEE R RS
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 16 Heptadecane, 9-hexyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14 .96 16.83 ng 1291240 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane., 1l1-butvl- 366 C26H54 013475-76-8 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 2189 (14.962 min): BF113085.D (-2183) (-) m/z 57.00 100.00%
57.0
5000
%0 14:60 14.80 15.00 15.20
41.0 : : : :
ol L LU Ly 2410 1831 2251 ssoossomnz w2 | o’ 9100 71,570
m/z--> 50 100 150 200 250 300 350
Abundance #164584: Heptadecane, 9-hexyl-
43.0
5000 NN R SRR
: 14.60 14.80 15.00 15.20
m/z 43.00 59.63%
. "©239.0
ol ! . 268.0  323.0
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
14:60 14.80 15.00 15.20
5000 m/z 85.00 52.97%
99.0
Lz | |4 | 2430 1530 2250 se700m60
m/z--> 50 100 1éo 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl-
57.0 14.60 14.80 15.00 15.20
m/z 55.00 21.86%
5000
99.0
o J J L JJ‘J‘}4}°‘ 1830 %680 3080 3520
m/z--> 50 100 150 200 250 300 350 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 17 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.72 14.67 ng 1126000 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 95
2 Heptadecane. 2-methvl- 254 C18H38 001560-89-0 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 2318 (15.721 min): BF113085.D (-2311) (-) m/z 57.00 100.00%
571.0
5000 Jk J\
%0 15.40 15.60 15.80 16.00
411 - - - :
oLl 1| L %S 18312130 2532 30923410 8793 | g7 71.00  68.82%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 R DU BN IR AN BRI
15.40 15.60 15.80 16.00
m/z 43.00 57.07%
0 2?,0| | g?l.o‘l 1410 1830 2250 2670 3230  380.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #105894: Heptadecane, 2-methyl-
43.0
15.40 15.60 15.80 16.00
5000 m/z 85.00 52.18%
85.0
o ‘ I ‘ | 127 0 169.0 211 0 o540
m/z--> 50 160 150 260 250 300 350 '
Abundance #141426: Heneicosane I R REEEEaEEms s
57.0 15.40 15.60 15.80 16.00
m/z 55.00 21.91%
5000
99.0
oL 270 | | ,\ | 1410 1830 2250 267.0296.0
m/z--> 50 100 150 200 250 300 350 ' 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 18 Octacosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.18 10.27 ng 788152 Perylene-d12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 96
2 Octadecane 254 C18H38 000593-45-3 93
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90

Abundance Scan 2396 (16.180 min): BF113085.D (-2391) (-) m/z 57.00 100.00%

57.0

:

5000
990 15,80 16.00 16.20 16140
41.1 1831 245.1 ) ; - - -
0 ....,usJ.iﬂ.fzu....,.... 2930 33423652 41021 sz 71.00  67.98%
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
5
5000 LA L L L L L L I

15!80 16.I00 16!20 16.I40
m/z 43.00 54.73%

141.0 183.0 225.0

281.0

337.0 394.0

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #105885: Octadecane
57.0
AL LA B o o S
15.80 16.00 16.20 16.40
5000 m/z 85.00 49.84%
99.0
ol2slof | | | || 1410 1830 22102540
e
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane A BSEEEE S S
57.0 15.80 16.00 16.20 16.40
m/z 55.00 20.61%
99.0 169.0
ot50 f | | || 11850 | 248.0
— et I ERARREEEEEE RS
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF031819\

Data File : BF113085.D

Aca On - 18 Mar 2019 12:53

Operator : JU/SJ

a?ggle ; K1685-05 5X AU-05.031410.C
ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 19 Heptadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
16.73 3.92 ng 300970 Perylene-di12 15.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Eicosane 282 C20H42 000112-95-8 90
4 Tetracosane. l1ll-decvl- 479 C34H70 055429-84-0 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2489 (16.727 min): BF113085.D (-2485) (-) m/z 57.00 100.00%
57.0
5000 v‘ﬁ/\«}\/w\
0 16.40 16.60 16.80 17.00
141.1 183.1 : : : :
oL WA LAy 24 1831 2390 2610 3232 3621 dvs2 Bl o
m/z--> 50 100 150 200 250 300 350 400
Abundance #94344: Heptadecane
57.0
5000 L BN UM SRR SRR
16,40 16.60 16.80 17.00
99.0 m/z 43.00 55.04%
oLzao] | | 7] 1410 ms0 2400
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #215180: Nonacosane
57.0
16.40 16.60 16.80 17.00
5000 m/z 85.00 52.18%
99.0
. 26,0) ‘ ﬂ | J40 1830 2250 267.0 3090 3510 408.0
m/z--> 50 100 1éo 260 250 300 350 400
Abundance #129492: Eicosane R R mEEE
57.0 16.40 16.60 16.80 17.00
m/z 55.00 21.40%
5000 MW*AMMVVALW¥M¢/\WthhqvﬂhpNNw\
o 2@\0“ \ | 9? OJ 141.0 1830 2250 282 o
m/z--> 50 100 1&'30 200 250 300 350 400 16,40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF031819\

Data File : BF113085.D

Acq On : 18 Mar 2019 12:53 Instrument :
Operator : JU/SJ BNA_F

Sample 1 K1685-05 5X ClientSampleld :
Misc i AU-05-031419-C
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF022719_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .49 6.49 17.7 ng 1000090 1 6.73 1127900 20.0
Hexadecanoic acid... 11.64 27.9 ng 2820680 4 11.24 2022770 20.0
n-Hexadecanoic acid 11.77 8.7 ng 883654 4 11.24 2022770 20.0
9,12-Octadecadien... 12.33 86.7 ng 8768310 4 11.24 2022770 20.0
14-Octadecenoic a... 12.35 71.6 ng 7243980 4 11.24 2022770 20.0
Methyl stearate 12.43 18.8 ng 1903790 4 11.24 2022770 20.0
9,12-Octadecadien... 12.46 2.6 ng 265340 4 11.24 2022770 20.0
trans-13-Octadece... 12.48 5.3 ng 536690 4 11.24 2022770 20.0
Octadecanoic acid 12.56 9.5 ng 806074 5 13.86 1696790 20.0
cis-13-Eicosenoic... 13.07 2.6 ng 216989 5 13.86 1696790 20.0
Nonadecane 14.04 3.5 ng 298508 5 13.86 1696790 20.0
Heneicosane 14_.34 7.2 ng 611934 5 13.86 1696790 20.0
Heptadecane, 9-oc... 14.64 13.8 ng 1059660 6 15.27 1534710 20.0
Heptadecane, 9-he... 14.96 16.8 ng 1291240 6 15.27 1534710 20.0
Heptacosane 15.72 14.7 ng 1126000 6 15.27 1534710 20.0
Octacosane 16.18 10.3 ng 788152 6 15.27 1534710 20.0
Heptadecane 16.73 3.9 ng 300970 6 15.27 1534710 20.0

8270-BF022719_.M Wed Mar 20 07:51:31 2019 Page: 21



