LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 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-BF073018.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 5.596 551 554 586 rBY 1144625 2145072 5.23% 1.915%
2 6.601 722 725 742 rBVY 1160917 2174381 5.30% 1.941%
3 6.737 745 748 783 rVV 1931991 2841780 6.93% 2.537%
4 6.960 783 786 809 rvVv 755771 1166923 2.85% 1.042%
5 7.113 809 812 833 rVV 1547460 1767512 4_.31% 1.578%
6 7.525 879 882 906 rBV 717389 1446897 3.53% 1.292%
7 8.242 1000 1004 1027 rBVvV 1248402 1601947 3.91% 1.430%
8 9.313 1182 1186 1194 rBVY 2234944 2288060 5.58% 2.042%
9 10.001 1299 1303 1306 rBVY 1351872 1311900 3.20% 1.171%
10 10.031 1306 1308 1315 rVB2 387020 451919 1.10% 0.403%

11 10.407 1366 1372 1375 rBV 551452 502720 1.23% 0.449%
12 10.795 1434 1438 1445 rBV 1049518 1253255 3.06% 1.119%
13 10.883 1450 1453 1461 rBvV 521299 646759 1.58% 0.577%
14 10.989 1468 1471 1475 rBV 1080229 842011 2.05% 0.752%
15 11.495 1554 1557 1559 rBV 1021385 1029051 2.51% 0.919%

16 11.519 1559 1561 1568 rVvV 1119187 1240417 3.03% 1.107%
17 11.760 1596 1602 1604 rBV3 374616 504940 1.23% 0.451%
18 11.789 1604 1607 1611 rVB 1613983 1375520 3.36% 1.228%
19 11.883 1616 1623 1626 rBY 8007924 12844434 31.33% 11.465%
20 12.013 1640 1645 1654 rBV2 383105 758454 1.85% 0.677%

21 12.113 1659 1662 1668 rVV2 305313 470770 1.15% 0.420%
22 12.272 1685 1689 1691 rBV 537822 470406 1.15% 0.420%
23 12.619 1733 1748 1754 rBV5 8129468 40992835 100.00% 36.592%
24 12.677 1754 1758 1761 rVV 6810503 7809598 19.05% 6.971%
25 12.724 1761 1766 1774 rVV 2344037 3292431 8.03% 2.939%

26 12.901 1793 1796 1799 rVB 570474 533770 1.30% 0.476%
27 12.954 1799 1805 1813 rBV 1463774 2549598 6.22% 2.276%
28 13.089 1824 1828 1833 rBV 1755940 1890422 4.61% 1.687%
29 13.313 1859 1866 1870 rVB4 1894539 2664210 6.50% 2.378%
30 13.383 1875 1878 1881 rBV 1589606 1542842 3.76% 1.377%

31 13.501 1895 1898 1903 rVB 1071799 1078111 2.63% 0.962%
32 13.724 1934 1936 1939 rVV3 460083 500857 1.22% 0.447%
33 13.760 1939 1942 1946 rVV2 362639 449921 1.10% 0.402%
34 13.824 1948 1953 1961 rVB2 1738556 2828722 6.90% 2.525%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073018.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 14.054 1989 1992 1998 rBV 1291311 1097161 2.68% 0.979%

36 14.154 2004 2009 2012 rBV2 1397505 2175424 5.31% 1.942%
37 14.177 2012 2013 2021 rVB 802359 843388 2.06% 0.753%
38 14.271 2025 2029 2033 rBV2 279000 464272 1.13% 0.414%
39 14.677 2095 2098 2104 rVB3 547278 563548 1.37% 0.503%
40 15.230 2189 2192 2194 rBVY 452577 604675 1.48% 0.540%

41 15.624 2256 2259 2262 rBVY 357910 449697 1.10% 0.401%
42 15.689 2267 2270 2274 rBV 421683 561662 1.37% 0.501%

Sum of corrected areas: 112028272
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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: BF107821.D
8000000
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4000000

2000000 711
5.60 6.60

- .

T T T T T T
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: BF107821.D

8000000 1,88 7%62
1
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6000000

4000000
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11.79

L 120814227

Ot S e e e e e N e T ——

] T T T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BF107821.D
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10.8010.99 4L
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13.00
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T I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknown6.74 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.74 48.71 ng 2841780 1,4-Dichlorobenzene-d4 6.96
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-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9
Abundance Scan 749 (6.742 min): BF107821.D (-745) (-) m/z 132.00 100.00%
13%.0
5000 A&\
68.0
LRSS SR AR
40.0 54.0 | | 9‘?-0 5.0 J 6.40 6.60 6.80 7.00
O L S N L S N m/z 68.00 35.36%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
1320
69.0
104.0
5000

6.40 6.60 6.80 7.00
m/z 134.00 33.84%

310 510

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

Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0

6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 23.89%

41.0 97.0
‘ ‘ 117.0
P . 0 N Y
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
132.0

57.0 6.40 6.60 6.80 7.00
m/z 96.00 13.30%

74.0
116.0
5000 98.0 [t
0 1| P 1 ‘M o \H“ “‘ Iy 158.0 189.0

I T
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Pentadecane, 7-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.41 7.66 ng 502720 Acenaphthene-d10 10.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 7-methvl- 226 C16H34 006165-40-8 93
2 Hexadecane 226 C16H34 000544-76-3 86
3 Pentadecane 212 C15H32 000629-62-9 86
4 Heptacosane 380 C27H56 000593-49-7 80
5 Tetradecane 198 C14H30 000629-59-4 80
Abundance Scan 1373 (10.413 min): BF107821.D (-1366) (-) m/z 57.00 100.00%
57.0
5000
113.1 10.00 10.20 10.40 10.60 10.80
o 13201491 1700 197.2 2262 | . T43.00  59.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83040: Pentadecane, 7-methyl-
57.0
5000 AR BN RN BN
85.0 10.00 10.20 10.40 10.60 10.80
20.0 ' m/z 71.10 53.22%
‘ 120 1400
et it et 16801860 2110
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
10,00 10.20 10.40 10.60 10.80
5000 m/z 85.10 35.69%
85.0
29.0
0 | “ el ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> 20 Jo éo 85 100 150 140 160 180 200 220
Abundance #71393: Pentadecane R e e
57.0 10.00 10.20 10.40 10.60 10.80
m/z 41.00 27 .12%
5000 85.0
29.0
0 \‘ ‘ H Il 113 0 \ 141 0 169 0 212.0
m/z--> 20 ' 6|0 80 1(')0 12'0 140 160 180 200 220 10.00 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Tridecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.88 12.57 ng 646759 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 94
2 Heptadecane 240 C17H36 000629-78-7 94
3 Hexadecane 226 C16H34 000544-76-3 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86

Abundance Scan 1452 (10.878 min): BF107821.D (-1450) (-) m/z 57.00 100.00%

571.0

5000

10.60 10.80 11.00 11.20
m/z 43.00 64.94%

0 1131 140.1159.0 182.1  216.1 240.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48831: Tridecane
57.0

10.60 10.80 11.00 11.20
m/z 71.05 52.97%

5000

113.0 141.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94344: Heptadecane
57.0
T T T
10.60 10.80 11.00 11.20
5000 85.0 m/z 85.05 33.93%
29.0
ol | VPO 1410 1600 1970 2400
A i o o o R B REA R s a s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83025: Hexadecane e B B B
57.0 10.60 10.80 11.00 11.20
m/z 41.00 27 .65%
5000
85.0
29.0
o |l g ) | L1130 1410 1690 1970 226.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Methyl tetradecanoate Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.99 16.36 ng 842011 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 94
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 87
3 Decanoic acid. methvl ester 186 C1l1H2202 000110-42-9 86
4 Undecanoic acid. methvl ester 200 C12H2402 001731-86-8 86
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 1471 (10.989 min): BF107821.D (-1468) (-) m/z 74.00 100.00%
74.0
5000
43.0
—*rl—r"—rﬁ‘v—r‘r‘!'
10.60 10.80 11.00 11.20 11.40
0 m/z 87.00 67.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95863: Methyl tetradecanoate
74.0
5000 43.0
10.60 10.80 11.00 11.20 11.40
m/z 43.00 32.47%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
10.60 10.80 11.00 11.20 11.40
5000 m/z 55.00 27 .87%
43.0
143.0
o ‘ \ 1] 400 | 171.0199.0227.0  270.0
miz-> 20 40 60 80 100 130 140 160 150 200 230 240 260 250 350 330 "
Abundance #50090: Decanoic acid, methy! ester A B o
74.0 10.60 10.80 11.00 11.20 11.40
m/z 41.00 24 .74%
5000
43.0 143.0
o Jl o e el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10,60 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

11.76 9.81 ng 504940 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Pentadecane 212 C15H32 000629-62-9 87
4 Tetradecane 198 C14H30 000629-59-4 86
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1602 (11.760 min): BF107821.D (-1596) (-) m/z 57.00 100.00%

57.0
5000

167.1
1131 1411 189.0210.1 2391 268.3 11.40 11.60 11.80 12.00

0 m/z 43.00 61.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83025: Hexadecane
57.0
5000
85.0 11.40 11.60 11.80 12.00
29.0 : m/z 71.10 54 _.23%
0 I 113.0 1410 169.0 197.0 226.0
B R o e o o RN R R e e o e e RARRRREEERS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48835: Tridecane
57.0
T T T T
11.40 11.60 11.80 12.00
5000 m/z 85.10 38.41%
85.0
29.0
0 \‘ ‘ H - I 113 0 1410 184.0
B R e o R o R e RARE R R SR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71393: Pentadecane L RS ELE I e S S
57.0 11.40 11.60 11.80 12.00
m/z 41.00 28.39%
5000 85.0
29.0
”'P'”I“'W'“'P'”I”'W'”'P'” ”...”..”...”,”.w.”.
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\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 9-Hexadecenoic acid, methyl... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.79 26.73 ng 1375520 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 99
2 Methvl hexadec-9-enoate 268 C17H3202 010030-74-7 87
3 7-Hexadecenoic acid. methvl este... 268 C17H3202 056875-67-3 83
4 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 81
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 74

Abundance Scan 1607 (11.789 min): BF107821.D (-1604) (-) m/z 55.00 100.00%

5000

152.1 1942 236.2 11.40 11.60 11.80 12.00 12.20

8261 "m/z 69.10

268.2

0 57.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117511: 9-Hexadecenoic acid, methyl ester, (2)-

11.40 11.60 11.80 12.00 12.20
m/z 41.00 54.09%

152.0 1940 236.0
268.0

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117464: Methy| hexadec-9-enoate
11.40 11.60 11.80 12.00 12.20
5000 m/z 74.00 48.64%

152.0 1940 236.0

-

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #117506: 7-Hexadecenoic acid, methyl ester, (2)-
11.40 11.60 11.80 12.00 12.20
m/z 83.10 36.65%
5000
100 152.0

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

T T T T T
11.40 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Hexadecanoic acid, methyl e... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.88 249.64 ng 12844400 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 96
3 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 87
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 86
Abundance Scan 1622 (11.877 min): BF107821.D (-1616) (-) m/z 74.00 100.00%
74.0 T
5000
43.0
‘ - 221.2 11.60 11.80 12.00 12.20
97.1 185.2 270.3
0 ,....-,...!||,.-.|~'. W g2y 133 ha0s2 | L 2108 1ot TeT 05 76.11%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000
43.0 11.60 11.80 12.00 12.20
143.0 m/z 43.05 34.71%
| 101.0 | 1710 1990 227.0 270.0
Ob el e
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84485: Tridecanoic acid, methyl ester
74.0
11.60 11.80 12.00 12.20
5000 43.0 m/z 55.05 30.94%
0 H ‘H‘ I \970 | 14‘30 18\50\ 2280
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 11.60 11.80 12.00 12.20
m/z 41.05 26 .35%
5000 43.0
ob ‘\ I, 9701170 2430 1850 2210 2700
mz-> 20 Jo 60 85 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.01 14.74 ng 758454 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 n-Decanoic acid 172 C10H2002 000334-48-5 86
5 Undecanoic acid 186 C11H2202 000112-37-8 72
Abundance Scan 1645 (12.013 min): BF107821.D (-1640) (-) m/z 73.00 100.00%
43.0 )
5000
256.3 11.60 11.80 12.00 12.20 12.40
o 2202 0C28LL 8261 L, 59.95  96.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000
11.60 11.80 12.00 12.20 12.40
213.0 m/z 43.00 95.01%
157.0 185.0
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #84452: Tetradecanoic acid
73.0
43.0
11.60 11.80 12.00 12.20 12.40
5000 129.0 m/z 57.00 86.19%
0l15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #72643: Tridecanoic acid AN RS Sy e
430 | 730 11.60 11.80 12.00 12.20 12.40
m/z 55.00 70.38%
5000 129.0
171.0
98.0 214.0
0l15.0 Lﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.60 11.80 12.00 12.20 12.40

8270-BF073018.M Tue Jul 31 15:03:36 2018 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 4H-Cyclopenta[def]phenanthrene Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
12.11 9.15 ng 470770 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 87
2 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 50
3 2.2"-Bis(4.5-dimethvlimidazole) 190 C10H14N4 069286-06-2 45
4 Pvrimidine. 2-chloro-5-phenvl- 190 C10H7CINZ2 022536-62-5 25
5 1,4-Naphthalenedione, 2,5-dihydr... 190 C10H604 004923-55-1 17
Abundance Scan 1662 (12.113 min): BF107821.D (-1659) (-) m/z 190.10 100.00%
19p.1

5000

11.80 12.00 12.20 12.40
o 215.1241.2 289.0 327.2 m/z 189.05 99_19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53203: 4H-Cyclopenta[def]phenanthrene
190.0

5000
11.80 12.00 12.20 12.40

m/z 192_.10 30.17%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene
189.0
11.80 12.00 12.20 12.40
5000 m/z 191.10 29.84%
94.0
163.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #52771: 2,2"-Bis(4,5-dimethylimidazole) S T e e
42.0 190.0 11.80 12.00 12.20 12.40
m/z 94.60 26 .39%
5000
o A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.62 796.71 ng 40992800 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 98
2 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 98
3 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 97
4 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 97
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 97

Abundance Scan 1748 (12.619 min): BF107821.D (-1733) (-) m/z 55.05 100.00%

5000

o

264.2 12.40 12.60 12.80 13.00

m/z 41.05 70.10%

180.2 222.3

o 296.3

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

-

5000
12.40 12.60 12.80 13.00
m/z 69.10 58.24%
. 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 #141286: 13-Octadecenoic acid, methyl ester
55.0

12.40 12.60 12.80 13.00
m/z 43.05  50.84%

5000
29.0 264.0
180.0  222.0 296.0
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141287: 14-Octadecenoic acid, methyl ester N i B e
55.0 12.40 12.60 12.80 13.00

m/z 74.05 48.12%

5000

29.0 264.0

138.0 180.0 222.0 296.0

-

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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Methyl 9-cis,ll-trans-octad... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.90 4.91 ng 533770 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9-cis.ll-trans-octadecadi... 294 C19H3402 1000336-44-0 95
2 9.11-Octadecadienoic acid. methv... 294 C19H3402 013038-47-6 95
3 7.10-Octadecadienoic acid. methv... 294 C19H3402 056554-24-6 93
4 11.14-Eicosadienoic acid. methvl... 322 C21H3802 002463-02-7 92
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 91
Abundance Scan 1796 (12.901 min): BF107821.D (-1793) (-) m/z 67.00 100.00%
.0
5000
123.1150.1 294.3 12.60 12.80 13.00 13.20
: ) 263.2
ol 178, 202 332.1 m/z 81.10 69.36%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139701: Methyl 9-cis, 11-trans-octadecadienoate
5000
12.60 12.80 13.00 13.20
204.0 m/z 95.05 53.68%
"7 178.0 220.0 262.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139735: 9,11-Octadecadienoic acid, methyl ester, (E,E)-
67.0
41.0 12.60 12.80 13.00 13.20
5000 m/z 55.00 45_.23%
294.0
) 124.0150.0 176 0 599 263.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139706: 7,10-Octadecadienoic acid, methyl ester
12.60 12.80 13.00 13.20
m/z 79.00 35.50%
5000
2000 263.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 15-Tetracosenoic acid, meth... Concentration Rank 7

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

13.31 24.49 ng 2664210 Chrysene-di12 14.15

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 93
2 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 91
3 11-Eicosenoic acid. methvl ester 324 C21H4002 003946-08-5 91
4 Methyl 13-eicosenoate 324 C21H4002 1000336-48-4 91
5 3,4-Methylenedioxyphenyl-2-propa... 235 C11H13N303 057961-86-1 90
Abundance Scan 1866 (13.313 min): BF107821.D (-1859) (-) m/z 55.00 100.00%

54.0
5000 o7.1
157170 ey 203 2923, 15150 1370 1340 1960
o TR A G R m/z 69.05 51.69%

m/z--> 50 100 150 200 250 300 350
Abundance #202641: 15-Tetracosenoic acid, methyl ester, (2)-

5000 97.0 L L L B L |
13.00 13.20 13.40 13.60
348.0 m/z 57.00 51.19%
0 37.0166.0195.0 235.0264.0 306.0 |l 380.0
- I T L I T T 17T T T T T I T L I T L
m/z--> 50 100 150 200 250 300 350
Abundance #164513: cis-11-Eicosenoic acid, methyl ester
55.0
s R
97.0 13.00 13.20 13.40 13.60
5000 : m/z 43.00 47 .09%
292.0
208.0 250.0
015'0J | H |J 324.0
el
m/z--> 50 100 150 200 250 300 350
Abundance #164509: 11-Eicosenoic acid, methyl ester e  EaRmEamSTT
55.0 13.00 13.20 13.40 13.60
m/z 41.00 46.92%
97.0
5000 292.0
208.0 250.0
| |\ 370166.0 | \ 324.0
o I— YOS NI NN i MR
m/z--> 50 100 150 200 250 300 350 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Heptadecanoic acid, methyl ... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.38 14.18 ng 1542840 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
2 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 93
3 Methvl stearate 298 C19H3802 000112-61-8 93
4 Methvl 18-methvlnonadecanoate 326 C21H4202 1000352-20-6 91
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 90
Abundance Scan 1877 (13.377 min): BF107821.D (-1875) (-) m/z 74.00 100.00%
74.0
5000 43.0
101.0 1431 2321 2833 13.00 13.20 13.40 13.60
: 185.1 : : : . . .
o prhd SR 1 32623561 m/z 87.00 74.95%
m/z--> 50 100 150 200 250 300 350
Abundance #131300: Heptadecanoic acid, methyl ester
74.0
5000
43.0 13.00 13.20 13.40 13.60
143.0 m/z 43.00 46.98%
o [ 00 T 185051592410  Z8HO
m/z--> 50 100 150 200 250 300 350
Abundance #131319: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
13.00 13.20 13.40 13.60
5000 m/z 55.00 35.45%
43.0
143.0 284.0
241.0
ol .‘ I“\I \JIJ Ll(ﬂ#l? I Ilﬁg\S:O?lI&IO.I | - I‘ll S
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methy! stearate R ma e AR
74.0 13.00 13.20 13.40 13.60

m/z 57.00 28 .86%

5000

143.0
L | 17101990257

T
m/z--> 50 100 150 200 250 300 350

“‘ ‘J 101.0 25?.0 298.0
]

I T T
13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl13.50 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.50 9.91 ng 1078110 Chrysene-d12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 27
2 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 25
3 Chloromethvl 7-chlorodecanoate 254 C11H20C1202 080418-84-4 22
4 Pentanoic acid. 10-undecenvl ester 254 C16H3002 1000159-93-4 12
5 Cyclododecanemethanol 198 C13H260 001892-12-2 12
Abundance Scan 1898 (13.501 min): BF107821.D (-1895) (-) m/z 55.00 100.00%
58.0
5000
137.1
ol 67.1 -
211.1 13.20 13.40 13.60 13.80
o b 221-3279.3300.1 3461 3883 757137 10 36.22%
m/z--> 50 100 150 200 250 300 350
Abundance #25370: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
58.0
5000 SRR SULRLN SR B
9.0 13.20 1340 13.60 13.80
270 152.0 m/z 69.05 36.08%
0 Ilﬁgﬁo'J"' L AN UL ALY LR UL
m/z--> 50 100 150 200 250 300 350
Abundance #25368: Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a...
58.0
13.20 13.40 13.60 13.80
5000 m/z 153.10 34.20%
95.0
152.0
0..‘.l,h.‘|.*.|.‘1lﬂ
m/z--> 50 100 150 200 250 300 350
Abundance #105069: Chloromethy! 7-chlorodecanoate R s ma T e e
55.0 13.20 13.40 13.60 13.80
m/z 97.10 33.27%
84.0
5000 153.0
} kzao
189.0
0..1J. ..,L.\..,....,. ] —
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl3.72 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
13.72 4.60 ng 500857 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid. 10-methvl-. met... 214 C13H2602 005129-56-6 47
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 47
3 Methvl 18-fluoro-octadecanoate 316 C19H37F02 1000336-47-5 47
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 47
5 Methyl 2-chloro-eicosanoate 360 C21H41CIl02 077878-04-7 43
Abundance Scan 1935 (13.719 min): BF107821.D (-1934) (-) m/z 57.00 100.00%
57.0
87.0
5000
1991 2361 o b ases| | 1240 1360 1980 1400
0 8.2 L m/z 55.00 83.66%
m/z--> 50 100 150 200 250 300 350 400
Abundance #72721: Undecanoic acid, 10-methyl-, methyl ester
74.0
5000 AU BN SURR
13.40 13.60 13.80 14.00
143.0171.0 m/z 74.00 81.35%
O‘V—v—rJu'Iu"u'Llu}lP?.cu)lu I|||I ||'|l'||2]|-|4.|0|| A B B
m/z--> 50 100 150 200 250 300 350 400
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
13.40 13.60 13.80 14.00
5000 m/z 87.00 66.54%
43.0
143.0
\ ] 115.0 \ 171.0 227.0 270.0
Ouul“J‘“‘lu‘:‘::l::‘:‘:‘l::‘:‘:|=||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance #158173: Methyl 18-fluoro-octadecanoate
74.0 13.40 13.60 13.80 14.00
m/z 83.10 64 .44Y%
5000
143.0
IIJ 110 | 199.0228.0 264.0 31?°
L g AT B s IR BN U
m/z--> 50 100 150 200 250 300 350 400 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 unknownl3.82 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.82 26.01 ng 2828720 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butvl-1-iodo-bicvclol2.2.11lhep... 278 C11H191 1000190-59-7 35
2 Camphor 152 C10H160 000076-22-2 30
3 Endo-tricvclol5.2.1.0(2.6)1decane 136 C10H16 1000215-28-8 30
4 Cis-3-ethvl-endo-tricvclol5.2.1.... 164 C12H20 1000215-29-1 25
5 cis-3-Methyl-endo-tricyclo[5.2.1... 150 C11H18 1000215-29-0 14
Abundance Scan 1952 (13.819 min): BF107821.D (-1948) (-) m/z 95.00 100.00%
95.0
151.1
55.0
5000
237.2 kﬂmﬁﬁxwdjk/\_N%~Wd
RIS AN SUNIL S B
205.1 277.2308.3 13.60 13.80 14.00 14.20
0 orllpob 4 S0 ST 38913692 1 Tn/z 81.00  91.17%
m/z--> 50 100 150 200 250 300 350
Abundance #125317: 2-Butyl-1-iodo-bicyclo[2.2.1]heptane
95.0
5000 410 TT T T[T T T T [T T T T[T T TT[TT
1510 13.60 13.80 14.00 14.20
. 0
278.0 m/z 151.10 63.12%
o d 193. 0222.0 |
m/z--> 50 100 150 200 250 300 350
Abundance #25060: Camphor
95.0
" 1360 13.80 14.00 14.20
s000] 410 m/z 55.00 52.67%
152.0
0= 'mﬂ'ﬂljji" L B B W WL UL kAvﬁMA&ﬂw}\jWMAWY*JM
m/z--> 50 100 150 200 250 300 350
Abundance #15783: Endo-tricyclo[5.2.1.0(2.6)]decane R B A ma
67.0 95.0 13.60 13.80 14.00 14.20
m/z 166.10 36.38%
5000{ 28.0
1360
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Methyl 20-methyl-heneicosan... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
14.05 10.09 ng 1097160 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 98
2 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
3 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 96
4 Heptadecanoic acid. methvl ester 284 C18H3602 001731-92-6 93
5 Methyl stearate 298 C19H3802 000112-61-8 87
Abundance Scan 1991 (14.048 min): BF107821.D (-1989) (-) m/z 74.00 100.00%
74.0
5000 43.0
143.1 R RARARARRR R
111 199.2 2552 311.3 . 13.80 14.00 14.20 14.40
o....,l.ll...ﬂ,l:.t.l,...'.l,....,l....,.'...3?4.3..3?6,-2 m/z 87.00 74.56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #186936: Methyl 20-methyl-heneicosanoate
74.0

5000

13.80 14.00 14.20 14.40
m/z 43.00 45.02%

354.0
311.0

199.0 255.0

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #186933: Docosanoic acid, methyl ester
74.0
R A M
43.0 13.80 14.00 14.20 14.40
5000 m/z 55.00 34 .35%
143.0
| V Iy} 2120 1990 550 3110 3240
O et L R e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #154943: Nonadecanoic acid, methy! ester R EmEEES L
74.0 13.80 14.00 14.20 14.40
m/z 57.10 32.31%
5000
43.0 312.0
143.0
269.0
m/z--> 50 100 150 200 250 300 350 400 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073018\
Data File : BF107821.D

Aca On : 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073018_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 Tetracosanoic acid, methyl ... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
14.68 5.18 ng 563548 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosanoic acid. methvl ester 382 C25H5002 002442-49-1 97
2 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 93
3 Pentacosanoic acid. methvl ester 396 C26H5202 055373-89-2 91
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
5 Methyl stearate 298 C19H3802 000112-61-8 83
Abundance Scan 2098 (14.677 min): BF107821.D (-2095) (-) m/z 74.00 100.00%
74.0
5000
mlo 143.1 | WY,V A S NG
199.2 2421 2831 3393 3824 14.40 14.60 14.80 15.00
oJ,II o L T L S Tz 87.00 78.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #203672: Tetracosanoic acid, methyl ester
74.0
14.40 14.60 14.80 15.00
410 143.0 382.0 m/z 43.00 50.26%
oL \[ I 3090, 1990 241.0 2830 3390
m/z--> 50 100 150 200 250 300 350 400
Abundance #177157: Heneicosanoic acid, methyl ester
74.0
1440 14.60 14.80 15.00
5000 m/z 57.00 45_.02%
41,0
\ 143.0 10,0
199.0 297.0
oLt ili290, | 1990 2410 2970 SHD
m/z--> 50 100 150 200 250 300 350 400
Abundance #210504: Pentacosanoic acid, methyl ester A EEmEEEEE
74.0 14.40 14.60 14.80 15.00
m/z 55.00 35.35%
5000
41,0 143.0 396.0
| l\U 1090, ‘ 1990 5550 297.0 35?0
Ol e e T T T T e e T I I e o o
m/z--> 50 1c')0 150 2(')0 251;0 3(')0 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF073018\
Data File : BF107821.D

Acq On 31 Jul 2018 00:47

Operator : JU/SJ

Sample : J4143-09 2X

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073018_-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]
unknown6.74 6.74 48.7 ng 2841780 1 6.96 1166920 20.0
Pentadecane, 7-me... 10.41 7.7 ng 502720 3 10.00 1311900 20.0
Tridecane 10.88 12.6 ng 646759 4 11.50 1029050 20.0
Methyl tetradecan... 10.99 16.4 ng 842011 4 11.50 1029050 20.0
Hexadecane 11.76 9.8 ng 504940 4 11.50 1029050 20.0
9-Hexadecenoic ac... 11.79 26.7 ng 1375520 4 11.50 1029050 20.0
Hexadecanoic acid... 11.88 249.6 ng 12844400 4 11.50 1029050 20.0
n-Hexadecanoic acid 12.01 14.7 ng 758454 4 11.50 1029050 20.0
4H-Cyclopenta[def... 12.11 9.2 ng 470770 4 11.50 1029050 20.0
9-Octadecenoic ac... 12.62 796.7 ng 40992800 4 11.50 1029050 20.0
Methyl 9-cis,11-t... 12.90 4.9 ng 533770 5 14.15 2175420 20.0
15-Tetracosenoic ... 13.31 24.5 ng 2664210 5 14.15 2175420 20.0
Heptadecanoic aci... 13.38 14.2 ng 1542840 5 14.15 2175420 20.0
unknown13.50 13.50 9.9 ng 1078110 5 14.15 2175420 20.0
unknownl13.72 13.72 4.6 ng 500857 5 14.15 2175420 20.0
unknown13.82 13.82 26.0 ng 2828720 5 14.15 2175420 20.0
Methyl 20-methyl-... 14.05 10.1 ng 1097160 5 14.15 2175420 20.0
Tetracosanoic aci... 14.68 5.2 ng 563548 5 14.15 2175420 20.0
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