LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 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-BF073019.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 3.904 301 309 321 rBV 241481 343936 5.24% 1.032%
2 5.475 572 576 588 rBV 397340 466011 7.10% 1.399%
3 6.481 744 747 768 rBV 477426 573513 8.74% 1.722%
4 6.622 768 771 784 rVB 613059 545532 8.32% 1.638%
5 6.851 807 810 818 rBV 769230 677027 10.32% 2.032%
6 7.010 833 837 845 rBV 505111 433545 6.61% 1.301%
7 7.410 902 905 916 rBV 283062 287892 4 .39% 0.864%
8 8.134 1023 1028 1034 rBV 958256 869790 13.26% 2.611%
9 8.734 1126 1130 1133 rBV3 88068 82672 1.26% 0.248%
10 9.210 1208 1211 1217 rBV 716811 604479 9.21% 1.815%

11 9.298 1222 1226 1230 rBV 154701 143311 2.18% 0.430%
12 9.475 1253 1256 1263 rVB4 102304 110622 1.69% 0.332%
13 9.604 1276 1278 1282 rBvV2 157109 183995 2.80% 0.552%
14 9.828 1308 1316 1320 rBV 237478 215946 3.29% 0.648%
15 9.892 1324 1327 1331 rVB 899737 837631 12.77% 2.515%

16 10.151 1367 1371 1375 rBV5 60712 86226 1.31% 0.259%
17 10.328 1395 1401 1404 rBV 306810 263492 4.02% 0.791%
18 10.545 1433 1438 1444 rBV 93905 155540 2.37% 0.467%
19 10.686 1456 1462 1465 rBV2 296827 326659 4.98% 0.981%
20 10.798 1478 1481 1490 rVB 308525 329299 5.02% 0.989%

21 11.245 1554 1557 1560 rBV 270593 228688 3.49% 0.687%
22 11.280 1560 1563 1569 rVB 109968 126036 1.92% 0.378%
23 11.380 1577 1580 1583 rBV 971083 838040 12.77% 2.516%
24 11.675 1627 1630 1632 rBV 243896 191707 2.92% 0.576%
25 11.775 1643 1647 1650 rBV 3516161 2855440 43.53% 8.572%

26 11.910 1667 1670 1678 rBV 369883 393771 6.00% 1.182%
27 12.080 1696 1699 1704 rBV 226496 199039 3.03% 0.598%
28 12.469 1760 1765 1766 rBV 5568918 6514993 99.31% 19.558%
29 12.492 1766 1769 1774 rVV 5990590 6560070 100.00% 19.693%
30 12.569 1778 1782 1785 rBV 1710400 1495428 22.80% 4._.489%

31 12.604 1785 1788 1789 rBV2 324698 324866 4_.95% 0.975%
32 12.622 1789 1791 1802 rVV 623881 885585 13.50% 2.659%
33 12.698 1802 1804 1808 rVB4 78175 87428 1.33% 0.262%
34 12.798 1819 1821 1824 rBV3 133582 126561 1.93% 0.380%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 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-BF073019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.839 1824 1828 1834 rVB2 157658 229185 3.49% 0.688%

36 12.969 1846 1850 1853 rBV 701155 686816 10.47% 2.062%
37 13.004 1853 1856 1859 rVvVv 140745 120738 1.84% 0.362%
38 13.045 1861 1863 1866 rVB 89235 93337 1.42% 0.280%
39 13.151 1875 1881 1886 rBV3 284905 542705 8.27% 1.629%
40 13.210 1886 1891 1897 rVB2 188409 375653 5.73% 1.128%

41 13.292 1902 1905 1908 rVB 205653 184879 2.82% 0.555%

42 13.398 1920 1923 1924 rBV2 104775 82958 1.26% 0.249%
43 13.451 1929 1932 1935 rVB2 109109 106122 1.62% 0.319%
44 13.539 1944 1947 1950 rBV 104045 89761 1.37% 0.269%

45 13.716 1973 1977 1981 rBV2 174718 249326 3.80% 0.748%
46 13.957 2015 2018 2022 rBV 230175 225828 3.44% 0.678%
47 14.027 2026 2030 2033 rBVY 942520 883199 13.46% 2.651%

48 14.916 2178 2181 2188 rVB 294023 385076 5.87% 1.156%
49 15.498 2277 2280 2289 rVB 465757 690919 10.53% 2.074%

Sum of corrected areas: 33311272
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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\BFO73119\

BF115892.D

1 Aug 2019 2:58

HP/JU

K3621-07 5X

24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 1,3,5-Cycloheptatriene Concentration Rank 10

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

3.90 10.16 ng 343936 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Toluene 92 C7HS8 000108-88-3 95
2 1.3.5-Cvcloheptatriene 92 C7HS8 000544-25-2 90
3 Cvclobutene. 2-propenvlidene- 92 C7H8 052097-85-5 72
4 2.5-Norbornadiene 92 C7HS8 000121-46-0 64
5 Molybdenum, di-.mu.-chlorobis[(1... 532 C20H26CI2Mo2 035625-66-2 56

Abundance Scan 308 (3.899 min): BF115892.D (-301) (-) m/z 91.00 100.00%
o
5000
9 5 65 1360 380 400 420
N N NOOOY N PR NN 5N | PR m/z 92.00 57.71%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2455: Toluene
o
5000 AR SR L S
3.60 3.80 4.00 4.20
- m/z 65.00 12.73%
27 X455l % g,
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2470: 1,3,5-Cycloheptatriene
o
1360 3.80 400 420
5000 m/z 39.00 10.59%
39 65
5 Py | 455 e 7 s
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #2475: Cyclobutene, 2-propenylidene- e e
il 3.60 3.80 4.00 4.20
m/z 63.00 8.60%
5000
39 65
27 | 45 5! S A
miz--> 10 20 30 40 50 60 70 80 90 100 360 380 4.00 4.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 unknown6.62 Concentration Rank 6

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

6.62 16.12 ng 545532 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 5-Aminoindole 132 C8H8N2 005192-03-0 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 771 (6.622 min): BF115892.D (-768) (-) m/z 132.00 100.00%
132
5000 68 L
96 SRS S
40 5y 81 06 6.20 6.40 6.60 6.80 7.00
B m/z 68.00 41.41%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.20 6.40 6.60 6.80 7.00
m/z 134.00 31.89%
31 51
'"|'J'M!'“'l'!'j?”"l""l"“l""l"”l""
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 620 640 6.60 6.80 7.00
5000 gg 116 m/z 66.00 28.56%
SENN— .JM . rmhl‘ﬁll 158 ..,.1??.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80 7.00
m/z 69.00 17 .44%
5000
104
66
14 27 39 51 7 59 | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Pentadecane Concentration Rank 19

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

9.83 5.16 ng 215946 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Tetradecane 198 C14H30 000629-59-4 80
5 Hexadecane 226 C16H34 000544-76-3 78

Abundance Scan 1316 (9.828 min): BF115892.D (-1308) (-) m/z 57.00 100.00%
57

43 71

5000

-

9.60 9.80 10.00 10.20
m/z 43.00 71.85%

99 113197 145 159 174

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane

43

5

5000

9.60 980 1000 1020
m/z 71.05 64 .54%

99 113 127 141 155 169 183

212

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48894: Decane, 2,3,5-trimethyl-
57
43 e o e A B nae
71 9.60 9.80 10.00 10.20
5000 o m/z 85.05 42.98%
29 141
] \‘\ ‘ Il 9\‘9 113 I 169
,,,,,,, i o B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane R B L L L
57 9.60 9.80 10.00 10.20
a3 | 4 m/z 41.00 35.98%
85
5000
29 7P 113
s | 0| 1P 127141155 169 183107 211 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 9.60 9. 80 10 00 10. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Hexadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

10.33 6.29 ng 263492 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 95
2 Heptadecane 240 C17H36 000629-78-7 91
3 Tetradecane 198 C14H30 000629-59-4 91
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl16H34 055045-08-4 86

Abundance Scan 1401 (10.328 min): BF115892.D (-1395) (-) m/z 57.00 100.00%

57
43 71

5000

10.00 10.20 10.40 10.60

99

113127 144158 172

(o m/z 43.00 71.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83028: Hexadecane
57
71
5000 43 85 IIIIIIIIIIIIIIIIIII
10.00 10.20 10.40 10.60
m/z 71.00 70.08%
99 113 127 226
29 Lol | T 141 155 169 183 197
LA R o i e e o e s ABERREE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane
5[7
43 71 P T T T
85 10.00 10.20 10.40 10.60
5000 m/z 85.05 47 .33%
99
29 113 127
s |0l | 141155 169 183197 211 240
”.“.”,”.w.”.“.”,”.w.”.“.”,”.w.”.“.”,”...
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 W
Abundance #59880: Tetradecane A T T T T T T T
5[7 10.00 10.20 10 40 10. 60
43 m/z 41.00 35.35%
71
5000 85
29
99
15 J Il 118127141 155 169 198
LN B o o o I REREEEEE s EEEEs R R REREEEE R R R Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10. 00 10. 20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Heptadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.80 7.86 ng 329299 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Octadecane 254 C18H38 000593-45-3 91
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 9-methylheptadecane 254 C18H38 026741-18-4 90
Abundance Scan 1481 (10.798 min): BF115892.D (-1478) (-) m/z 57.00 100.00%
57
5000
[rrrrp TP T T T pTT
99 113157 10.40 10.60 10.80 11.00 11.20
o 140155169183196 214 240 m/z 43.00  73.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #94346: Heptadecane
57
43 | 5
85
5000 AR U SN IV I
10,40 10,60 10.80 11.00 11.20
29 99 m/z 71.00 69.60%
15 | . b 155169183197211 240
m/z--> 20 40 60 80 100 150 110 160 180 200 220 240 260
Abundance #105884: Octadecane
43 57
- 10.40 1060 10.80 11.00 11.20
5000 85 m/z 85.05 46.29%
29 99
Pl 1}31%7141155169183197211225 254
m/z--> 20 45 éo 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane T e
57 10.40 10.60 10.80 11.00 11.20
B3 1 n m/z 41.00 35.72%
85
5000
29 99 L\AAULMW‘,—J\/\
‘ | 113127141155169183197 268
m/z--> 20 4'0 6|O 80 100 120 140 160 180 200 220 240 260 10,40 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Heneicosane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

11.25 5.46 ng 228688 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1558 (11.251 min): BF115892.D (-1554) (-) m/z 57.00 100.00%

57

5000

11.00 11.20 11.40 11.60
m/z 71.05 73.51%

141158 182 200 232 254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
5|7
& J
5000 LIS L L LL  LL
11.00 11.20 11.40 11.60
4 s m/z 43.00 70.11%
26 . | L i [ 1, 141 169 197 225 253268 296
e e e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57 )
L B ma e S
85 11.00 11.20 11.40 11.60
5000 4 m/z 85.10 51.42%
113
\ ‘M I JJ |, 141 169 197212 240
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 ,J
Abundance #71393: Pentadecane b L m e e e
57 11.00 11.20 11.40 11.60

m/z 41.00 32.05%

5000 85

4

‘ L g 113 141 169184 212 .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 11.00 11. 20 11. 40 11. 60

8270-BF073019.M Thu Aug 01 16:47:29 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.77 68.15 ng 2855440 Phenanthrene-d10 11.38

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 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 86
4 Methvl tetradecanoate 242 C15H3002 000124-10-7 83
5 Hexadecanoic acid, 15-methyl-, m... 284 C18H3602 006929-04-0 80
Abundance Scan 1646 (11.769 min): BF115892.D (-1643) (-) m/z 74.00 100.00%

!
87
5000
43
0 ,....,....',.-.'.. b phr e e ,,, m/z 86.95 70.90%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methyl ester
74
87
5000 B DRI SR N B I
43 11.40 11.60 11.80 12.00

143 m/z 43.00 31.67%
|I n 101745129 | 157171185199213227241 270

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

Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74
87 11.40 11.60 11.80 12.00
5000 43 m/z 55.00 24 .99%
29 7 143
1ol \‘\“ 101115129% 157171185199213227241 270
I Eaaa w o AR E AR AL RARRE Saass LR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methyl ester
74 11.40 11.60 11.80 12.00
m/z 41.00 23.64%
87
5000
43

29 143
‘H e 101115129 | 157171185199213227 256

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\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
11.91 9.40 ng 393771 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 81
5 Oxalic acid, allyl hexadecyl ester 354 C21H3804 1000309-24-4 20
Abundance Scan 1670 (11.910 min): BF115892.D (-1667) (-) m/z 73.00 100.00%

4 60 73
5000
129
97

213 IIIIIIIIIIIIIIIIII
U5 1 143157171185 o 256 11/60 11.80 12.00 12.20

227
239 m/z 43.00 91.25%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—[

5000 129
11.60 11.80 12.00 12.20

)
'JM 187171205213 m/z 60.00 84.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid
60 78
43 SR AUAEAUNIA SRS
11.60 11.80 12.00 12.20
5000 m/z 57.00 71.95%
129
185 228
‘ T7 01115 | 143,171 ‘ 199 ‘
‘ ‘\ " ‘H‘I\h‘ }III\I\‘I |”|‘|||‘||EI-|5|7||||||||||||25L|3||‘|||||||||
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #95855: Pentadecanoic acid  BEREE R e
43 60 73 11.60 11. 80 12. OO 12 20

m/z 41.00 67 .44%

| L WJLA_A_‘

I _'_'—l_'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—[
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11.80 12.00 12.20

5000
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.47 155.48 ng 6514990 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 9.12-Octadecadienoic acid (Z.Z2)-... 294 C19H3402 000112-63-0 99
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 98
Abundance Scan 1765 (12.469 min): BF115892.D (-1760) (-) m/z 67.00 100.00%
67 81
5000 41
109

263 294 12.20 12.40 12.60 12.80
m/z 81.05 85.67%

120164178, 5,

220234

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 6|7

81

—

12!20 12.I40 12!60 12.I80
m/z 55.00 59.28%

5000

109

123 149 164178

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)-

6/7
41

——

81 B e e
12.20 12.40 12.60 12.80
109

5000 o5 m/z 95.05 57.73%
h 123 150164]_78192 220234 263

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester I R L R
67 12.20 12.40 12.60 12.80

2 81 m/z 41.00 46.88%

294

S

5000

223
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\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 11 9-Octadecenoic acid (Z)-, m... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.49 156.56 ng 6560070 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 97
2 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 93
3 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 92
4 6-0Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 86
5 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 74

Abundance Scan 1769 (12.492 min): BF115892.D (-1766) (-) m/z 55.00 100.00%

5000

L,

3 125 180 L B B
141 166 279 296 12. 20 12. 40 12. 60 12. 80

m/z 69.05 79 .84%

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
69

5000 LN RN R R N
12. 20 12. 40 12. 60 12. 80

m/z 74.00 79 .43%

111

222 264

10101 166180 236

207 278 296

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141288: 16-Octadecenoic acid, methyl ester
55
74 12.20 12.40 12.60 12.80

5000 m/z 83.10 66.10%

29 264
J 1A 1231381527 180 72225 278 296
-
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance : i i

#141283: 15-Octadecenoic acid, methyl ester (LI B e e

56 12. 20 12. 40 12. 60 12. 80
69 m/z 41.00 61.07%
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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Concentration Rank 4

Peak Number 12 Methyl stearate

R.T. EstConc Area Relative to ISTD R.T.
12.57 35.69 ng 1495430 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Methvl stearate

2 Heptadecanoic acid. 15-methvl-.
3 Heptadecanoic acid. 16-methvl-.

4 Tridecanoic acid. methyl ester
5 Methyl tetradecanoate

298 C19H3802
... 298 C19H3802
... 298 C19H3802
228 C14H2802
242 C15H3002

000112-61-8 98
054833-55-5 93
005129-61-3 92
001731-88-0 90
000124-10-7 90

Abundance Scan 1782 (12.569 min): BF115892.D (-1778) (-) m/z 74.00 100.00%
4
5000
S 199 255 12.20 12.40 12,60 12.80
115 298 ; : : :
o Mabytas, | am T ear | %8 8w o587 00 75.45%
m/z--> 50 100 150 200 250 300 350
Abundance #143130: Methyl stearate
4
5000 LA L L L L LB L L
43 12.20 12.40 12.60 12.80
143 m/z 43.00 31.72%
Ll a0 g me
m/z--> 50 100 150 200 250 300 350
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester
74
12.20 12.40 12.60 12.80
5000 57 208 m/z 55.00 24 .02%
o7 143
29\ ‘ ‘ 199 255
L ] Paeer T, L
m/z--> 50 100 150 200 250 300 350
Abundance #143189: Heptadecanoic acid, 16-methyl-, methy! ester R LA AEERE EEE e
74 12.20 12.40 12.60 12.80
m/z 41.00 20.56%
5000
28
143 255 298
AL “ s | om0 |
m/z--> 100 150 200 250 300 350 12.20 12.40 12.60 12.80

8270-BF073019.M Thu Aug 01 16:47:32 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 9,12-Octadecadienoic acid (... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.60 7.75 ng 324866 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)- 280 C18H3202 000060-33-3 94
2 2-Chloroethvl linoleate 342 C20H35CI102 025525-76-2 87
3 3.4-Octadiene. 7-methvl- 124 C9H16 037050-05-8 76
4 6-Tridecane 180 C13H24 042371-66-4 58
5 2,9-Dimethyl-5-decyne 166 C12H22 019550-56-2 58
Abundance Scan 1787 (12.598 min): BF115892.D (-1785) (-) m/z 202.00 100.00%
202
67
5000
41 95

‘ 123 150 174 218 281 12.20 12.40 12.60 12.80 13.00
T v I 243 263 %2 "m/z 67.00 58.03%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #127649: 9,12-Octadecadienoic acid (Z,2)-

67

95

-

5000
12.20 12.40 12.60 12.80 13.00

m/z 81.00 42 .59%

150,66182 210

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178355: 2-Chloroethy! linoleate
67

—

12.20 12.40 12.60 12.80 13.00
m/z 55.00 33.04%

5000

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

—

Abundance #10664: 3,4-Octadiene, 7-methyl- RS RS S e
a1 67 12.20 12.40 12.60 12.80 13.00
m/z 41.00 29.63%
5000 95
124
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 12.20 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 14 9-Octadecenoic acid, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

12.62 21.13 ng 885585 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid. (E)- 282 C18H3402 000112-79-8 95
2 Oleic Acid 282 C18H3402 000112-80-1 55
3 cis-Vaccenic acid 282 C18H3402 000506-17-2 53
4 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 52
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 51

Abundance Scan 1791 (12.622 min): BF115892.D (-1789) (-) m/z 55.00 100.00%

- J‘/LA
125 264 ' 12.40 1260 12.80 13.00

151165180 222
207222 241 262 m/z 69.00 83.28%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129353: 9-Octadecenoic acid, (E)-
69
83

5000 R R e ]
12.40 12,60 12.80 13.00

m/z 41.00 70.08%

123 264
137151165180 907222536
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129337: Oleic Acid
55
41 69

12.40 12.60 12.80 13.00
m/z 83.05 62.54%

5000

264

125139, 53 18019420822223650

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129339: cis-Vaccenic acid R B
55 12.40 12.60 12.80 13.00

m/z 43.00 53.04%

a1 | 69
5000
2 175 151165180  207222236950° 282

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12 40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 Tetradecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
12.84 5.19 ng 229185 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetradecane 198 C14H30 000629-59-4 90
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octacosane 394 C28H58 000630-02-4 86
Abundance Scan 1828 (12.839 min): BF115892.D (-1824) (-) m/z 57.00 100.00%
g7
EISR LR SUNILR UGN SR
113 12.60 12.80 13.00 13.20
3 141 223
AT de0 107 228 253 278 350 7105 76.53%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LI UL BULELN BRI U
12 60 12. 80 13. oo 13 20
29 m/z 43.00 68.29%
Y |113 141 169 197 240
m/z--> 50 100 150 200 2éo 360 3éo
Abundance #71393: Pentadecane
57
" 12/60 12.80 13.00 13.20
5000 g5 m/z 85.10 50.81%
29
m/z--> §0 100 150 200 2éo 360 3éo
Abundance #59880: Tetradecane T e e T
57 12.60 12.80 13.00 13.20
m/z 41.00 26.90%
5000 85
29
J Lol M8 141 169 198
m/z--> 5'0 1(')0 150 200 25'30 3(')0 3&'30 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 16 Methyl 9.cis.,11l.trans.t,13... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.15 12.29 ng 542705 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 9.cis..ll.trans.t.13.tran... 292 C19H3202 1000336-42-6 99
2 9.12.15-Octadecatrienoic acid. m... 292 C19H3202 000301-00-8 83
3 6-Butvl-1.4-cvcloheptadiene 150 C11H18 022735-58-6 81
4 Methvl 6-cis.9-cis.ll-trans-octa... 292 C19H3202 1000336-37-7 74
5 Bicyclo[2.2.1]heptane, 7,7-dimet... 136 C10H16 000471-84-1 68
Abundance Scan 1881 (13.151 min): BF115892.D (-1875) (-) m/z 79.00 100.00%

5000 292

135150 216 LI LI L L L L L L LB LB L)
240 26177 12.80 13.00 13.20 13.40

m/z 93.00 92.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #138094: Methyl 9.cis.,11.trans.t,13.trans.-octadecatrienoate
292
5000 IIIIIIIIIIIIIIIIIIIIIII
12.80 13.00 13.20 13.40
m/z 91.00 78.80%
261
203 221236
*'-r'_n
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #138095: 9,12,15-Octadecatrienoic acid, methyl ester, (Z,Z,2)

12.80 13.00 13.20 13.40
m/z 80.00 60.43%

5000

173191 217 236 261577292

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #23940: 6-Butyl-1,4-cycloheptadiene e A RN REmEEEE S

9 12.80 13.00 13.20 13.40

m/z 67.00 54.89%
5000
41 4
150
7 121
R o R RaEaE o

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\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 9-Hexadecenoic acid, methyl... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.21 8.51 ng 375653 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Hexadecenoic acid. methvl este... 268 C17H3202 001120-25-8 90
2 cis-11-Eicosenoic acid. methvl e... 324 C21H4002 1000333-63-8 90
3 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 90
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 90
5 cis-10-Heptadecenoic acid, methy... 282 C18H3402 1000333-62-1 90
Abundance Scan 1891 (13.210 min): BF115892.D (-1886) (-) m/z 55.00 100.00%

5000

12.80 13.00 13.20 13.40 13.60
m/z 69.00 72.62%

250 579292

m/z--> 100 150 200 250 300 350
Abundance #117512: 9-Hexadecenoic acid, methyl ester, (2)-
5000 IIIIIIIIIIIIIIIIII
12. 80 13. 00 13 20 13. 40 13 60
m/z 43.00 56.52%
124 152
R N
m/z--> 100 150 200 250 300 350
Abundance #164513: cis-11-Eicosenoic acid, methyl ester
o A
12.80 13.00 13.20 13.40 13.60
5000 m/z 41.00 53.41%
111 292
ik 137 166185 2% 07 230 74 h 324
bolidy 10185 [\ Toor U ora | 324
m/z--> 100 150 200 250 300 350
Abundance #141284: 12-Octadecenoic acid, methyl ester A B o

5 12.80 13.00 13.20 13.40 13.60

m/z 97.00 52 .06%

5000

222

123 15, 180 296

199
m/z--> 50 100 150 200 250 300 350 12. 80 13. 00 13 20 13. 40 13 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 unknownl3.72 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

13.72 5.65 ng 249326 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 2-octvlcvclopropene-1-oct... 308 C20H3602 003220-60-8 45
2 2.8-Bornanediol. stereoisomer 170 C10H1802 013429-50-0 38
3 Bicvclol2.2.1Theptane. 2-(2-meth... 150 C11H18 061142-27-6 35
4 2-Octvynoic acid. methyl ester 154 C9H1402 000111-12-6 35
5 Naphthalene, decahydro-1,l1-dimet... 166 C12H22 035431-04-0 30
Abundance Scan 1978 (13.721 min): BF115892.D (-1973) (-) m/z 151.10 100.00%

1%1
5000 43 9 ﬂb\[\\/‘/
177
134 308 R e e

1 205 230548 o977 336 356 Bmmmmmmm

m/z 81.00 94 _45Y%

m/z--> 50 100 150 200 250 300 350
Abundance #151473: Methyl 2-octylcyclopropene-1-octanoate
43

5000 IIIIIIIIIIIIIIIIII
13 40 13. 60 13. 80 14. OO
0
05 435 164 195 208 m/z 95.00 60.98%
e S (A N
m/z--> 50 100 150 200 250 300 350
Abundance #37973: 2,8-Bornanediol, stereocisomer
95
e A REEEEEasS
13 40 13.60 13.80 14.00
5000 139 m/z 67.00 41 .38%
41
66
RN i
A
m/z--> 50 100 150 200 250 300 350
Abundance #23983: Bicyclo[2.2.1]heptane, 2-(2-methyl-1-propenyl)- e A REEEEEasS
95 13.40 13.60 13.80 14.00
m/z 43.00 40.19%
5000
67
a1 135
dddas e
m/z--> 50 100 150 200 250 300 350 13 40 13. 60 13. 80 14. 00

8270-BF073019.M Thu Aug 01 16:47:35 2019 Page: 20



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 19 Docosanoic acid, methyl ester Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
13.96 5.11 ng 225828 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosanoic acid. methvl ester 354 C23H4602 000929-77-1 98
2 Methvl 20-methvl-heneicosanoate 354 C23H4602 1000336-47-4 94
3 Heneicosanoic acid. methvl ester 340 C22H4402 006064-90-0 93
4 Methvl stearate 298 C19H3802 000112-61-8 90
5 Nonadecanoic acid, methyl ester 312 C20H4002 001731-94-8 90

Abundance Scan 2019 (13.963 min): BF115892.D (-2015) (-) m/z 73.95 100.00%
74
5000 43
143 1
o7 199 255 354 13.60 13.80 14.00 14.20
A b ) fesien ) 2T 288 | 35 Tw/z 86.95  79.27%
m/z--> 50 100 150 200 250 300 350
Abundance #186933: Docosanoic acid, methyl ester
74
43 NAA
5000 AU AR B
13.60 13.80 14.00 14.20
m/z 43.00 39.09%
97 143 354
15 /115 | 171 199 227 255 pg3 311
m/z--> 50 100 150 200 250 300 350
Abundance #186936: Methyl 20-methyl-heneicosanoate
74
13.60 13.80 14.00 14.20
5000 m/z 55.00 28 .55%
55 143 354
311
‘ ‘ 97 ‘ 199 255 {
R IJIHLJMIAHI\%ZF ey 171, h L2217, | 283 A
m/z--> 50 100 150 200 250 300 350
Abundance #177157: Heneicosanoic acid, methyl ester LA B o
74 13.60 13.80 14.00 14.20
m/z 74.95 26.20%
43
5000
‘ “ o7 143
25 | 4 Il 115, | 171 199 223241 269 297317 340
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\BF073119\
Data File : BF115892.D

Aca On > 1 Aug 2019 2:58

Operator : HP/JU

Sample : K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 20 N,N-Dimethyloctylamine Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.92 11.15 ng 385076 Perylene-di12 15.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N-Dimethvloctvlamine 157 C10H23N 007378-99-6 72
2 Benzamide. 5-bromo-2-hvdroxy-N-(... 300 C12H17BrN202 289660-53-3 72
3 3-(Dimethvlamino)propvl isothioc... 144 C6H12N2S 027421-70-1 72
S-T2-IN.N-DimethvlaminolethvlImo... 261 C10H19N303S 1000212-14-3 64
5 N-(4-(Dimethylamino)butyl)acetamide 158 C8H18N20 1000378-76-2 64
Abundance Scan 2182 (14.921 min): BF115892.D (-2178) (-) m/z 58.00 100.00%

58
5000

157 366. 14 60 14. 80 15. 00 15 20
84 112 213236 267
Ol et ar 32 1 19LE 200 GR1288 3203457 387 m/z 157.05  7.29%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #29185: N,N-Dimethyloctylamine
58

5000 L R ma
14 60 14. 80 15. 00 15 20

m/z 72.00 6.78%

29 | 84 128 B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #144082: Benzamide, 5-bromo-2-hydroxy-N-(3-dimethylaminopr...
58

14.60 14. 80 15. 00 15.20

5000 m/z 41.00 6.40%
34, | ;84 120145171 199 228 257 302
e e e e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #20564: 3-(Dimethylamino)propyl isothiocyanate e AREEEEEaSEE
58 14.60 14.80 15.00 15.20

m/z 366.25 6.27%

- W

L d
A e BN m e e R

m/z--> 0 50 100 150 200 250 300 350 400 14 60 14. 80 15. 00 15 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO073119\
Data File : BF115892.D

Acq On > 1 Aug 2019 2:58

Operator : HP/JU

Sample - K3621-07 5X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1,3,5-Cycloheptat. ... 3.90 10.2 ng 343936 1 6.85 677027 20.0
unknown6 .62 6.62 16.1 ng 545532 1 6.85 677027 20.0
Pentadecane 9.83 5.2 ng 215946 3 9.90 837631 20.0
Hexadecane 10.33 6.3 ng 263492 3 9.90 837631 20.0
Heptadecane 10.80 7.9 ng 329299 4 11.38 838040 20.0
Heneicosane 11.25 5.5 ng 228688 4 11.38 838040 20.0
Hexadecanoic acid... 11.77 68.2 ng 2855440 4 11.38 838040 20.0
n-Hexadecanoic acid 11.91 9.4 ng 393771 4 11.38 838040 20.0
9,12-Octadecadien... 12.47 155.5 ng 6514990 4 11.38 838040 20.0
9-Octadecenoic ac... 12.49 156.6 ng 6560070 4 11.38 838040 20.0
Methyl stearate 12.57 35.7 ng 1495430 4 11.38 838040 20.0
9,12-Octadecadien... 12.60 7.8 ng 324866 4 11.38 838040 20.0
9-Octadecenoic ac... 12.62 21.1 ng 885585 4 11.38 838040 20.0
Tetradecane 12.84 5.2 ng 229185 5 14.03 883199 20.0
Methyl 9.cis.,11.... 13.15 12.3 ng 542705 5 14.03 883199 20.0
9-Hexadecenoic ac... 13.21 8.5 ng 375653 5 14.03 883199 20.0
unknown13.72 13.72 5.7 ng 249326 5 14.03 883199 20.0
Docosanoic acid, ... 13.96 5.1 ng 225828 5 14.03 883199 20.0
N,N-Dimethyloctyl... 14.92 11.2 ng 385076 6 15.50 690919 20.0
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