LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 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-BF061918 .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 5.572 547 550 565 rBV 190243 231850 6.26% 1.623%
2 6.578 718 721 736 rBV 194746 244989 6.61% 1.715%
3 6.707 740 743 747 rBV 281599 251879 6.80% 1.763%
4 6.931 777 781 789 rBV 355690 333767 9.01% 2.336%
5 7.083 804 807 815 rBV 230463 198381 5.35% 1.389%
6 7.495 874 877 883 rBV 151004 158402 4.28% 1.109%
7 8.172 983 992 996 rBV 33098 39606 1.07% 0.277%
8 8.213 996 999 1004 rVvVv 471994 414013 11.17% 2.898%
9 8.783 1091 1096 1101 rBV 59013 56392 1.52% 0.395%
10 9.289 1178 1182 1186 rBV 307985 276108 7 .45% 1.933%
11 9.348 1190 1192 1198 rBV 85467 79495 2.15% 0.556%
12 9.672 1244 1247 1248 rBV2 42224 42187 1.14% 0.295%

13 9.883 1279 1283 1287 rVB 118723 102270 2.76% 0.716%
14 9.977 1296 1299 1303 rVV 465577 397283 10.72% 2.781%
15 10.383 1364 1368 1370 rBV 140057 109832 2.96% 0.769%

16 10.601 1401 1405 1408 rBV 54399 65327 1.76% 0.457%
17 10.777 1431 1435 1440 rBV 126339 130193 3.51% 0.911%
18 10.854 1445 1448 1454 rBV 131311 150469 4._.06% 1.053%
19 11.307 1522 1525 1527 rBV 115436 89327 2.41% 0.625%
20 11.477 1550 1554 1557 rBV 428451 391854 10.58% 2.743%

21 11.736 1594 1598 1601 rBV 89810 75422 2.04% 0.528%
22 11.842 1612 1616 1619 rVB 1627573 1532442 41.36% 10.727%
23 12.142 1664 1667 1669 rBV 82735 65520 1.77% 0.459%

24 12.542 1729 1735 1737 rBV 2121649 3705257 100.00% 25.937%
25 12.565 1737 1739 1744 rVV2 2101502 2343835 63.26% 16.407%

26 12.636 1747 1751 1754 rVB 945334 769125 20.76% 5.384%

27 12.871 1788 1791 1794 rBV 54545 47984 1.30% 0.336%
28 12.907 1794 1797 1799 rVvVv 47259 40577 1.10% 0.284%
29 12.930 1799 1801 1805 rVB3 34754 37224 1.00% 0.261%

30 13.060 1818 1823 1825 rBV 337049 290749 7.85% 2.035%

31 13.236 1848 1853 1855 rVv2 70646 112888 3.05% 0.790%
32 13.265 1855 1858 1859 rVv2 55867 61664 1.66% 0.432%
33 13.283 1859 1861 1870 rVB4 58959 65712 1.77% 0.460%
34 13.360 1871 1874 1877 rBV 119010 104576 2.82% 0.732%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 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-BF061918_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.530 1898 1903 1905 rBV5 31773 41470 1.12% 0.290%
36 13.801 1945 1949 1953 rVB2 58533 82913 2.24% 0.580%
37 14.030 1985 1988 1991 rVB 101727 82714 2.23% 0.579%
38 14.136 2002 2006 2009 rBV 506581 450189 12.15% 3.151%
39 14.565 2076 2079 2082 rBV3 47247 57615 1.55% 0.403%

40 15.018 2152 2156 2165 rVB 159756 239476 6.46% 1.676%

41 15.677 2264 2268 2274 rVB 233104 314706 8.49% 2.203%

Sum of corrected areas: 14285682
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method

Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\

BF107346.D

12 Jul 2018 18:28

JussJ

J3828-05 5X

18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknown6.71 Concentration Rank 6

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

6.71 15.09 ng 251879 1,4-Dichlorobenzene-d4 6.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 744 (6.713 min): BF107346.D (-740) (-) m/z 132.00 100.00%
132.0
5000
68.1
400 540 96 640 6.60 6.80 7.00
e i et e bt el | M7z 68.10  35.64%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " ek o
M0 530 . m/z 134.00 32.63%
‘ ‘ 79.0 :
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 "ok 6bo 650 700
104.0
5000 m/z 66.00 21.33%
31.0 51.0
wwmwwmfrwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole T ./\,. T A RmREE
132.0 6.40 6.60 6.80 7.00

m/z 96.10 13.69%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3 Nonadecane Concentration Rank 14

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

9.35 4.00 ng 79495 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Nonadecane 268 C19H40 000629-92-5 86
3 Tridecane. 6-methyl- 198 C14H30 013287-21-3 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 1192 (9.348 min): BF107346.D (-1190) (-) m/z 57.00 100.00%
5%.0
5000
O T e e
9.00 9.20 9.40 9.60
e m/z 43.00  69.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
57.0
5000 SRS SRR
85.0 9.00 9.20 9.40 9.60
29.0 : m/z 71.05 53.83%
‘L\\‘J‘ﬂwlmom%1wonm
m/z--> 25 45 éo éo 160 150 150 1éo 180 200 220 240 2éo
Abundance
57.0
9.00 920 9.40 9.60
5000 85.0 m/z 41.00 34.57%
29.0
mommlwomo 268.0
m/z--> 25 45 éo éo 160 150 150 160 180 200 220 250 2éo
Abundance #59895: Tridecane, 6-methyl- A B
57.0 9.00 9.20 9.40 9.60
m/z 85.10 31.88%
5000
29.0 ‘ 850 126.0
...|.‘.‘..‘|‘...H|..“..|.‘...‘,....,.“...,.1.5.“'.0...1.8:.3.0.. S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Tetradecane Concentration Rank 10

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

9.88 5.15 ng 102270 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Tridecane 184 C13H28 000629-50-5 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Pentadecane 212 C15H32 000629-62-9 64

Abundance Scan 1282 (9.877 min): BF107346.D (-1279) (-) m/z 57.05 100.00%
5%.0

5000

9.60 9.80 10.00 10.20
m/z 43.10 72.02%

113.1 1371

173.1 193.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane
57.0
5000 85.0 LI L B B BB B
9.60 9.80 10.00 10.20
29.0 m/z 71.05 61.26%
B . M
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
R R AAREERE=E
9.60 9.80 10.00 10.20
5000 m/z 85.05 37.87%
85.0
29.0
113.0 141.0 184.0
L A I e o e B o N R e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0 9.60 9.80 10.00 10.20
m/z 41.00 31.28%
5000
85.0
29.0
‘ “ I 4l ‘ , 113.0 1410 169.0 197.0 226.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 980 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptacosane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.38 5.53 ng 109832 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetradecane 198 C14H30 000629-59-4 86
4 Undecane. 2-methvl- 170 C12H26 007045-71-8 86
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 1367 (10.377 min): BF107346.D (-1364) (-) m/z 57.05 100.00%
571.0
5000
091 s 10,00 10120 1040 1060
e e S, m/z 43.00 70.50%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 AUV
10,00 1020 10.40 10.60
m/z 71.05 57 .28%
27"0‘ it \\‘99\ 0\ 141 0 183.0212.0
m/z--> 50 100 1éo 200 250 300 350
Abundance
57.0
10.00 10.20 1040 10.60
5000 m/z 85.10 39.37%
27.0 90 1410 183 0 225.0 267.0  323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #59880: Tetradecane A LEL AR RS T
57.0 10.00 10.20 10.40 10.60
m/z 41.05 33.18%
5000
27.0\ | L 93.01\ ‘\141 0 198 0
m/z--> 50 100 150 2(')0 250 300 350 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexadecane, 2,6,10,14-tetra... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
10.60 3.29 ng 65327 Acenaphthene-d10 9.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 72
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 72
3 Tetratetracontane 619 C44H90 007098-22-8 64
4 Hexadecane. 2.6.11.15-tetramethvl- 282 C20H42 000504-44-9 62
5 Heptacosane 380 C27H56 000593-49-7 59
Abundance Scan 1405 (10.601 min): BF107346.D (-1401) (-) m/z 57.05 100.00%
57.0
5000
J 13.1 168.1 10.20 10.40 10.60 10.80 11.00
A U m/z 71.05 57.04%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
5000 LRI PN SUN N

10.20 10.40 10.60 10.80 11.00
m/z 43.05 41.73%

LD ass0
\“‘\“““‘\11 2530

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance
57.0
e R B R e S
10.20 10.40 10.60 10.80 11.00
5000 m/z 85.05 25.38%
1130 4839 239.0
T T e e e e
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 W
Abundance #241528: Tetratetracontane T T T A T
57.0 10.20 10. 40 10 60 10. 80 11. 00

m/z 41.00 19.61%

5000
13.0 MJMNM
]u [, 169.0 2250 2810 337.0 393.0 449.0 505.0 562.0 617.0

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 10 20 10. 40 10 60 10. 80 11. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.85 7.68 ng 150469 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Dodecane. l1l-iodo- 296 C12H25l1 004292-19-7 86
5 Heptadecane 240 C17H36 000629-78-7 72

Abundance Scan 1447 (10.848 min): BF107346.D (-1445) (-) m/z 57.05 100.00%

57.0

5000

J

10.60 10.80 11.00 11.20
m/z 43.00 73.10%

113.1 1410 185.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
85.0 J
5000 LA L L L L L LB
10 60 10. 80 11. OO 11. 20
m/z 71.10 63.04%
29 0 130 4410
L1410 1690 197.0 2250 2530 2960
.”,””P.”P”.P”q.”wnnlnnp.upu..”..”.”..””,””.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R e e RES
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.10 37.42%
23.0 113.0 169.0
140.0 248.0
WWWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 )
Abundance #83025: Hexadecane R T T T T T
57.0 10.60 10.80 11.00 11.20
m/z 41.00 30.07%
5000
85.0
29.0 J
| “ H 113.0 141.0 169.0 197.0 226.0
R R R o I R R A M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.31 4.56 ng 89327 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Octadecane 254 C18H38 000593-45-3 91
3 Octacosane 394 C28H58 000630-02-4 90
4 Hexadecane 226 C16H34 000544-76-3 87
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86
Abundance Scan 1526 (11.313 min): BF107346.D (-1522) (-) m/z 57.00 100.00%
51.0
5000
1, 99| Lt 1 11100 1170 1140 1160
e i, e m/z 71.10 73.14%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57.0
5000 R IR UL IR BN
11.00 11.20 11.40 11.60
m/z 43.00 63.01%
27‘\'0“‘ 1 ,‘99‘\ L 410 agpo2zo
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
11.00 11.20 11.40 11.60
5000 m/z 85.10 45 _59%
99.0
27.0 1M01%D 254.0
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane R e
57.0 11.00 11.20 11.40 11.60
m/z 41.00 30.50%
5000
99.0
27,00 | | | | 141 0 183. 0 225.0 281.0 337.0 394.0
m/z--> 50 100 150 200 250 300 350 ' 1100 11.20 1140 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Tetracosane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.74 3.85 ng 75422 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1599 (11.742 min): BF107346.D (-1594) (-) m/z 57.05 100.00%
57.0
5000 85.1
\ V] ps1 s 11:40 11,60 11.80 1200
A 4 m/z 71.05 61.25%
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane
57.0
5000 L LR BULELLE BRI UM
85.0 1140 1160 11.80 1200
29.0 m/z 43.00 57.72%
: 13.0
| L h | 4 7T 141.0169.0197.0225.0253.0281.0309.0 338.0
m/z--> 55 160 1éo 260 2éo 360 3éo
Abundance
57.0
11.40 11.60 11.80 12.00
5000 m/z 85.10 46.01%
85.0
29.0 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 55 160 1éo 260 250 360 3éo
Abundance #94345: Heptadecane L LA B L N B I
57.0 11.40 11.60 11.80 12.00
m/z 41.00 25.89%
5000 85.0
29.0
L f1301410160.0107.0 2400

m/z--> 50 100 150 200 250 300 350 11.40 11.60 11.80 12.00

8270-BF061918_.M Fri Jul 13 12:33:04 2018

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.84 78.21 ng 1532440 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
Abundance Scan 1616 (11.842 min): BF107346.D (-1612) (-) m/z 74.10 100.00%
741
5000
43.0
T 2212 "11/60 1180 120 120
185.2 270.3 : : : :
A T ':...','...1.2,1.}..,|...1.‘,3?.’f..,.'...',....,....',-....,...., m/z 87.10 73.58%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74.0
5000 NI UL SUUILN SURRIN IR
43.0 1160 11.80 12.00 12.20
143.0 m/z 43.05 30.10%
L0 M7 e e 20 g
mz-> 20 Jo 60 éo 160 120 140 160 180 200 220 250 2éo
Abundance
74.0
1160 11.80 12,00 12.20
5000 m/z 55.05 25.31%
43.0
10101910130 1710 1990 242.0
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester RS EE R pe e ma e
74.0 11.60 11.80 12.00 12.20
m/z 41.05 21.66%
5000 43.0
L o, 1450 1850 2270 2100 .
mz-> 20 Jo 60 éo 100 120 140 160 180 200 220 240 260 11,60 11.80 12.00 12.20

8270-BF061918_.M Fri Jul 13 12:33:04 2018 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 11 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.14 3.34 ng 65520 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetracosane 338 C24H50 000646-31-1 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Octadecane 254 C18H38 000593-45-3 91
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1667 (12.142 min): BF107346.D (-1664) (-) m/z 57.05 100.00%
57.0
5000 85.1
271 11. 80 12.00 12.20 12.40
b s ThW/z 43.00  63.64%
m/z--> 50 100 150 200 250 300 350
Abundance #83023: Hexadecane
57.0
5000
11.80 12.00 12.20 12.40
9.0 m/z 71.10 60.47%
27\0‘ | | |, 141.0169.0198.0226.0
m/z--> 50 160 1%0 260 2%0 360 3%0
Abundance
57.0
11:80 12,00 12.20 1240
5000 m/z 85.10 45 .34%
99.0
27.0 141.0169.0 211.0 253.0 295.0 338.0
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #202662: Heptacosane T T T
57.0 11.80 12.00 12.20 12.40
m/z 41.00 21.84Y%
5000
99.0
27.0) || | |7y, 141.0169.0 211.0 253.0 2950 337.0 380.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 300 3%0 11.80 12.00 12.20 12.40

8270-BF061918_.M Fri Jul 13 12:33:05 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.54 189.11 ng 3705260 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 Methyl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1735 (12.542 min): BF107346.D (-1729) (-) m/z 67.05 100.00%
67.0
5000{ 41.0 [k
123.1 1501 178.2 220.3 263.3 2943 1I2 2IOI I1I2 4IOI I1I2 6IOI I1I2 8IOI o
P : m/z 81.10 89.97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41.0 67.0
5000 USRS B
nmnmnmnm
m/z 55.10 62.04%
123.0 149.0
W, 1L 178.0 262.0 294.0
m/z--> 25 45 éo 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 T T T
95.0 nmnmnmnm
5000 ' m/z 95.05 60.39%
1230 1500 1760 00, 2630 2940
Wﬁmﬂmﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- T AT
a0 670 nmnmnmnm

m/z 41.05 47 .41%

5000 95.0
294.0
‘ h 12\f.0\\\ 15? 0 ) 178.0 220.0 263 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

8270-BF061918_.M Fri Jul 13 12:33:06 2018 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.57 119.63 ng 2343840 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 90
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 64
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 62
4 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 62
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 58

Abundance Scan 1740 (12.571 min): BF107346.D (-1737) (-) m/z 79.10 100.00%

5000

264.3 LIS ILILIL L LI L L BN L B LI I
53.0 1351157 1180.2 206.3 12.20 12.40 12.60 12.80

. m/z 93.10 52.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

222.3

5000

12.20 12.40 12!60 12.I80
m/z 80.10  36.65%k

180.0 222.0 264.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
e P
12.20 12.40 12.60 12.80
5000 m/z 108.10 31.16%
83.0
29.0 264.0
111.0
138.0  180.0 2220 296.0

mwﬁmmmwmmm
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)- R o R R R
12.20 12.40 12.60 12.80

m/z 91.10 25.91%

5000

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-BF061918_.M Fri Jul 13 12:33:06 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Methyl stearate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.64 39.26 ng 769125 Phenanthrene-d10 11.48
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 92
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 87
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 86
5 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 80

Abundance Scan 1752 (12.642 min): BF107346.D (-1747) (-) m/z 74.00 100.00%
74.0
5000
430 143.1 255.3
Gl ] i e |, mes 1200 12060 100 13
SRS Y R Y PR N el B B S S S m/z 87.05  77.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143130: Methyl stearate
74.0
5000 RIS BN BN SO I
43.0 12.40 12.60 12.80 13.00
143.0 m/z 43.05 30.73%
97.0
00 1 -7 R L
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 23.99%
28.0
143.0 255.0 298.0
£ 101.0 171.0 1990 5o ¢
mmwmmﬁwwwmﬁm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107593: Pentadecanoic acid, methy! ester R e e N N SRR
74.0 12.40 12.60 12.80 13.00
m/z 143.10 23.91%
5000
e 10 213.0
so, |l joro | | gmo 290 o Al
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-BF061918_.M Fri Jul 13 12:33:07 2018
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

13.24 5.02 ng 112888 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 94
2 3-Tetradecen-5-vne. (2)- 192 C14H24 074663-68-6 64
3 Bicvclol2.2.1Theptane. 7.7-dimet... 136 C10H16 000471-84-1 60
4 Methyl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 58
5 3-Tetradecen-5-yne, (E)- 192 C14H24 074744-44-8 58

Abundance Scan 1854 (13.242 min): BF107346.D (-1848) (-) m/z 79.00 100.00%

292.2
5000

240.1
185.1 215.1 L o L B

13.00 13.20 13.40 13.60
a m/z 93.10 85.58%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate

292.0

5000 B e
5.0 : 13.00 13.20 13.40 13.60

m/z 91.00 80.48%

189.0 221.0 261.0

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

Abundance
79.0
R A maa s S
0 13.00 13.20 13.40 13.60
sooo] AL m/z 292.20 58.48%
107.0 135.0
163.0 192.0
mﬂmmmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15882: Bicyclo[2.2.1]heptane, 7,7-dimethyl-2-methylene- e
93.0 13.00 13.20 13.40 13.60

m/z 80.00 58 .34%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.00 13.20 13.40 13.60

8270-BF061918_.M Fri Jul 13 12:33:08 2018 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl3.28 Concentration Rank 20

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

13.28 2.92 ng 65712 Chrysene-di12 14.14

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl 13-eicosenoate 324 C21H4002 1000336-48-4 27
2 Androstane-3.17-diol. (3.beta..5... 292 C19H3202 000571-20-0 11
3 cis-13-Eicosenoic acid 310 C20H3802 017735-94-3 11
4 1.3-Dioxolane. 4-ethvl-5-octvl-2... 350 C15H24F602 038274-73-6 10
5 Cyclooctadecane, ethyl- 280 C20H40 1000151-22-5 10
Abundance Scan 1860 (13.277 min): BF107346.D (-1859) (-) m/z 69.05 100.00%

69.0
92.2
5000 449 101.0 153.0 197.1 250.3
223.1 —
‘|1T?' 13.00 13.20 13.40 13.60
SNV | 8 R O T T m/z 74.00 82._15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #164499: Methy| 13-eicosenoate
55.0
5000 ||A||A

13.00 13.20 13.40 13.60
m/z 83.10 72.06%

" 138.0166.0 2080 2500 324.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55.0 107.0
81.0 215.0 292.0 R R m e
165.0 13.00 13.20 13.40 13.60
5000 m/z 84.00 60.28%
133.0
29.0 259.0
190.0

mmmmmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #153111: cis-13-Eicosenoic acid

13.00 13.20 13.40 13.60
m/z 292.20  60.03%

5000

292.0

250.0

208.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60

8270-BF061918_.M Fri Jul 13 12:33:08 2018 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Heptadecanoic acid, methyl ... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.36 4.65 ng 104576 Chrysene-di12 14.14
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 95
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 90
4 Tridecanoic acid. methyl ester 228 C14H2802 001731-88-0 87
5 Hexadecanoic acid, 14-methyl-, m... 284 C18H3602 002490-49-5 87

Abundance Scan 1874 (13.360 min): BF107346.D (-1871) (-) m/z 74.00 100.00%

5000
143.1

IIIIIIIIIIIIIIIAIII

283.3
185.1 227.2 9551 326.3 13.00 13.20 13.40 13.60
m/z 87.00 72.07%

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 39.30%
: 241.0 284.0
‘ e 0130 f

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
74.0
R BE T
13.00 13.20 13.40 13.60
5000 m/z 55.00 28.96%
43.0
143.0 284.0
101.0 185.0 55 o 240
Wmm‘wmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #154941: Nonadecanoic acid, methy! ester R BE T
74.0 13.00 13.20 13.40 13.60
m/z 57.05 24 .91%
5000
43.0
143.0
101 0 \ 269.0 312.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 00 13. 20 13. 40 13. 60

8270-BF061918_.M Fri Jul 13 12:33:09 2018 Page: 19



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 unknownl13.80 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.80 3.68 ng 82913 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol2.2.1Theptane-2-methanol 126 C8H140 005240-72-2 27
2 Cvclopentanecarboxvlic acid. 2-p... 210 C13H2202 1000154-24-8 27
3 4-Phosphatricvclol6.1.1.0¢(2.6)1d... 194 C12H19P 1000151-73-5 25
4 Aminocarb 208 C11H16N202 002032-59-9 11
5 (Eeee)-5,9,16,20-tetramethyl-1,1... 388 C24H3604 1000326-79-1 11
Abundance Scan 1949 (13.801 mm) BF107346.D (-1945) (-) m/z 151.10 100.00%
.0

5000

%

308.2 LB e e
13.40 13.60 13.80 14.00 14.20

m/z 81.00 91.41%

220.2 248.1 277.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #11456: Bicyclo[2.2.1]heptane-2-methanol
95.0
5000 67.0 R EEEEEmEm
13. 40 13. 60 13 80 14. 00 14. 20
41.0 m/z 95.10 78.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
81.0
S Ra A RRREE B
151.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 67.05 44 _05%
41.0
107.0 179.0 210.0
WWWTWTWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #56316: 4-Phosphatricyclo[6.1.1.0(2,6)]dec-2(6)-ene, 4,9,9... A EEE e e
151.0 13.40 13.60 13.80 14.00 14.20
m/z 99.10 35.78%
5000 91.0 194.0
41.0 126.0
"o |
.”“Lﬂ:mwm.M”HHHWNAWHL R e — e —
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

8270-BF061918_.M Fri Jul 13 12:33:10 2018 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 Docosanoic acid, methyl ester Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.03 3.67 ng 82714 Chrysene-di12 14.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 97
2 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 93
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 90
5 Methyl stearate 298 C19H3802 000112-61-8 87

Abundance Scan 1988 (14.030 min): BF107346.D (-1985) (-) m/z 74.00 100.00%
74.0
5000 43.0
1992 g 2552, e 00 T 140
101.0 . . 354.3 . . . .
2 | L2l 282832 | L P wyz 87.00  77.81%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74.0
43.0
5000
13.80 14.00 14.20 14.40
143.0 m/z 43.00 38.27%
150) | “‘ | 1910 T 471.0199.0297.0255.0083,03110  *HC
m/z--> 55 160 150 260 250 360 3éo
Abundance
74.0
" 1380 14.00 14.20 14.40
5000 m/z 55.00 30.10%
43.0
1000 0 1g50,15,2410 2840
m/z--> o '55' ' "160" "150" ' éoo" "250" ' 560" "350
Abundance #154944: Nonadecanoic acid, methy! ester R RmEEs o
74.0 13.80 14.00 14.20 14.40
m/z 57.05 26.43%
5000 43.0
143.0 312.0
15‘*0& | HJ \M \‘I\lwh:\l-.(\)‘ | { \1710\19\90\ 241026?9 I
m/z--> 5'0 1(')0 150 2(')0 250 3c')o 3&'30 13.|80 14.'00 14.'20 14.'40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF071218\
Data File : BF107346.D

Aca On 12 Jul 2018 18:28

Operator : JU/SJ

Sample : J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 20 N,N-Dimethyloctylamine Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.02 15.22 ng 239476 Perylene-d12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 80
2 Dimethvl palmitamine 269 C18H39N 000112-69-6 64
3 1-Hexanamine. 2-ethvIl-N.N-dimethvl- 157 C10H23N 028056-87-3 64
4 [+1-2.4-Dihvdroxy-3.3-dimethvl-N_... 232 C11H24N203 1000253-94-2 64
5 N,N-Dimethyl-2-cyclohexyloxyethy... 171 C10H21NO 071126-60-8 64
Abundance Scan 2156 (15.018 min): BF107346.D (-2152) (-) m/z 58.05 100.00%
58.0
5000 AMJ\\A
e e ma e
157.1 14.80 15.00 15.20 15.40
e 8011140 271860 2222 2671 8222 3664 o775 05 7.24%
m/z--> 50 100 150 200 250 300 350
Abundance #29185: N,N-Dimethyloctylamine
58.0
5000
14.80 15.00 15.20 15.40
m/z 59.00 5.51%
290 | gs0 128.01°70
m/z--> 50 100 150 200 250 300 350
Abundance
58.0
14.80 15.00 15.20 15.40
5000 m/z 157.05 5.45%
269.0
m/z--> 50 100 150 200 250 300 350
Abundance #29193: 1-Hexanamine, 2-ethyl-N,N-dimethyl- R B R e ma
58.0 14.80 15.00 15.20 15.40
m/z 55.00 5.19%
5000
180 | 10001200070 N —
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF071218\
Data File : BF107346.D

Acq On 12 Jul 2018 18:28

Operator : JU/SJ

Sample - J3828-05 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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]
unknown6.71 6.71 15.1 ng 251879 1 6.93 333767 20.0
Nonadecane 9.35 4.0 ng 79495 3 9.98 397283 20.0
Tetradecane 9.88 5.2 ng 102270 3 9.98 397283 20.0
Heptacosane 10.38 5.5 ng 109832 3 9.98 397283 20.0
Hexadecane, 2,6,1... 10.60 3.3 ng 65327 3 9.98 397283 20.0
Heneicosane 10.85 7.7 ng 150469 4 11.48 391854 20.0
Pentadecane 11.31 4.6 ng 89327 4 11.48 391854 20.0
Tetracosane 11.74 3.9 ng 75422 4 11.48 391854 20.0
Hexadecanoic acid... 11.84 78.2 ng 1532440 4 11.48 391854 20.0
Hexadecane 12.14 3.3 ng 65520 4 11.48 391854 20.0
9,12-Octadecadien... 12.54 189.1 ng 3705260 4 11.48 391854 20.0
9-Octadecenoic ac... 12.57 119.6 ng 2343840 4 11.48 391854 20.0
Methyl stearate 12.64 39.3 ng 769125 4 11.48 391854 20.0
Methyl 9.cis.,11.... 13.24 5.0 ng 112888 5 14.14 450189 20.0
unknownl13.28 13.28 2.9 ng 65712 5 14.14 450189 20.0
Heptadecanoic aci... 13.36 4.7 ng 104576 5 14.14 450189 20.0
unknown13.80 13.80 3.7 ng 82913 5 14.14 450189 20.0
Docosanoic acid, ... 14.03 3.7 ng 82714 5 14.14 450189 20.0
N,N-Dimethyloctyl... 15.02 15.2 ng 239476 6 15.68 314706 20.0
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