LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 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-BF081920.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 4.210 357 361 372 rBV 370794 476088 28.05% 2.369%
2 4.875 469 474 487 rBV 766430 863005 50.85% 4.295%
3 5.304 544 547 560 rBV 297270 324627 19.13% 1.615%
4 6.334 719 722 737 rBVY 1160356 1196941 70.53% 5.956%
5 6.534 750 756 761 rBvV4 23893 33700 1.99% 0.168%
6 6.692 780 783 791 rBVY 1123584 939018 55.33% 4.673%
7 7.257 876 879 884 rBVY 1037871 907070 53.45% 4.514%
8 7.298 884 886 890 rVB 27198 23591 1.39% 0.117%
9 7.981 996 1002 1005 rBVY 1308675 1239022 73.00% 6.166%
10 8.404 1069 1074 1076 rBV 26726 25139 1.48% 0.125%
11 8.575 1099 1103 1105 rBV 56492 45813 2.70% 0.228%
12 8.692 1120 1123 1126 rVB 41422 37789 2.23% 0.188%
13 8.786 1136 1139 1146 rVB2 38161 38823 2.29% 0.193%
14 8.998 1173 1175 1180 rVB2 27712 25400 1.50% 0.126%
15 9.051 1180 1184 1187 rBV 2098371 1697183 100.00% 8.446%
16 9.133 1194 1198 1203 rBvV2 71772 86942 5.12% 0.433%
17 9.322 1225 1230 1233 rBvV2 33039 49259 2.90% 0.245%
18 9.386 1238 1241 1244 rVV 60928 62602 3.69% 0.312%
19 9.416 1244 1246 1248 rVVv2 42640 37031 2.18% 0.184%
20 9.445 1248 1251 1255 rvVv 165693 184289 10.86% 0.917%
21 9.504 1259 1261 1266 rVB3 24502 34529 2.03% 0.172%
22 9.586 1272 1275 1280 rBV 51244 49073 2.89% 0.244%
23 9.663 1286 1288 1292 rVB 85420 68122 4.01% 0.339%
24 9.728 1292 1299 1303 rBvY 1502328 1347389 79.39% 6.705%
25 9.757 1303 1304 1308 rVvB2 56014 46696 2.75% 0.232%
26 9.833 1314 1317 1322 rBvV2 19793 25411 1.50% 0.126%
27 9.892 1322 1327 1330 rBV6 13175 26166 1.54% 0.130%
28 9.933 1330 1334 1337 rVvVv 54961 53079 3.13% 0.264%
29 10.045 1350 1353 1356 rBV 23291 24668 1.45% 0.123%
30 10.133 1365 1368 1370 rBV 33408 31752 1.87% 0.158%
31 10.163 1370 1373 1376 rVB 88948 72804 4._.29% 0.362%
32 10.275 1388 1392 1398 rVB 81723 83030 4 .89% 0.413%
33 10.386 1408 1411 1413 rVB 45425 41251 2.43% 0.205%
34 10.433 1416 1419 1422 rVB2 30384 34001 2.00% 0.169%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 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-BF081920.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 10.516 1428 1433 1437 rBV3 74402 89524 5.27% 0.445%
36 10.639 1450 1454 1459 rBV 115039 162750 9.59% 0.810%
37 10.769 1473 1476 1479 rBV5 18976 23928 1.41% 0.119%
38 10.822 1482 1485 1488 rBvV4 27456 38310 2.26% 0.191%
39 11.016 1516 1518 1522 rBV2 19185 20945 1.23% 0.104%

40 11.080 1526 1529 1532 rVVv2 106948 115860 6.83% 0.577%

41 11.110 1532 1534 1541 rVB2 83616 91788 5.41% 0.457%
42 11.210 1547 1551 1554 rBV 1270770 1271662 74.93% 6.328%
43 11.233 1554 1555 1559 rvVv 521967 344787 20.32% 1.716%
44 11.286 1559 1564 1568 rVV 120300 139739 8.23% 0.695%

45 11.322 1568 1570 1573 rVB2 21590 24497 1.44% 0.122%
46 11.445 1589 1591 1593 rBV 34392 33384 1.97% 0.166%
47 11.510 1599 1602 1605 rBV 96730 74987 4.42% 0.373%
48 11.610 1616 1619 1624 rVB2 131464 124982 7.36% 0.622%
49 11.710 1634 1636 1639 rBVY 62013 60167 3.55% 0.299%
50 11.739 1639 1641 1645 rVB 95985 80356 4.73% 0.400%
51 11.822 1652 1655 1658 rBV 105898 113447 6.68% 0.565%
52 11.892 1664 1667 1668 rBV2 21013 21307 1.26% 0.106%
53 11.916 1668 1671 1674 rVV 88315 79742 4._.70% 0.397%
54 12.010 1684 1687 1689 rBV 45656 43761 2.58% 0.218%
556 12.139 1706 1709 1710 rBVZ2 32367 29897 1.76% 0.149%
56 12.186 1714 1717 1720 rBV2 89133 90914 5.36% 0.452%
57 12.263 1727 1730 1732 rBV 76366 69495 4_.09% 0.346%

58 12.292 1732 1735 1737 rVV2 218447 248924 14.67% 1.239%
59 12.316 1737 1739 1742 rVB3 314221 256294 15.10% 1.275%
60 12.422 1754 1757 1760 rVB 562632 465227 27.41% 2.315%

61 12.516 1771 1773 1776 rBV2 32262 34441 2.03% 0.171%
62 12.651 1791 1796 1798 rBV 548252 527290 31.07% 2.624%
63 12.674 1798 1800 1803 rVB 110492 93125 5.49% 0.463%

64 12.798 1817 1821 1824 rBV 1405423 1272504 74.98% 6.332%
65 13.033 1858 1861 1866 rBV3 104263 128024 7.54% 0.637%

66 13.280 1900 1903 1908 rVB2 185451 174071 10.26% 0.866%
67 13.374 1917 1919 1922 rVB 108347 83973 4._95% 0.418%
68 13.404 1922 1924 1927 rBV 70939 73078 4_.31% 0.364%
69 13.704 1972 1975 1984 rVB2 231162 281210 16.57% 1.399%
70 13.851 1994 2000 2002 rBV3 1046575 1373783 80.94% 6.836%

71 13.874 2002 2004 2007 rVB 238204 190358 11.22% 0.947%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs - 0 Peak Location: TOP

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

Z :\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

72 14.021 2026 2029 2031 rVB2 111792 103294 6.09% 0.514%
73 15.210 2228 2231 2235 rVB 205386 239961 14.14% 1.194%
74 15.268 2237 2241 2256 rVB 771388 1172116 69.06% 5.833%

Sum of corrected areas: 20095205
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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\BF082120\

BF121381.D

21 Aug 2020 22:22

JU/CG

L3734-04 2X

15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 3-Penten-2-one, 4-methyl- Concentration Rank 2

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

4.21 10.14 ng 476088 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80

Abundance Scan 361 (4.210 min): BF121381.D (-357) (-) m/z 83.00 100.00%

55 83
5000 43 o8

380 400 420 440 460
o...,....,....,..?7:|i': Al e er ol m/z 55.10 88.70%

|
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43
98 3.80 4.00 4.20 4.40 4.60

m/z 43.00 37 .63%

..‘ ‘h 49I 61 67 7 | 89 ‘.
0...,....,....,.. ,,,,,,
m/z--> 10 60 70 80 90 100
Abundance
83
55

43 3.80 4.00 420 4.40 4.60
5000 " m/z 98.10 35.34%
08
37 49 62 69
O o B A LR R e

miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- L e B
5 83 380 4.00 4.20 4.40 4.60

m/z 39.00 26.52%

41
5000 27 o8
15 ‘ 69
0 ‘ m‘ 34 1 49\ ‘\‘ 63 \‘\ ” 91

m/z--> 10 20 30 40 50 60 70 80 90 100 3. 80 4.00 4. 20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4._.87 18.38 ng 863005 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 473 (4.869 min): BF121381.D (-469) (-) m/z 43.00 100.00%
43
59
5000
101
| 71 83 | 007 4.60 4.80 5.00 5.20
o SENEBERERESE NSSY ASER SHNERTS SN ) m/z 59.00 57.41%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 460 480 500 520
m/z 101.00 20.10%
15 4 101
83
0 wl | . L
LA S SR SULELEL SURLIL UL DAL B SO B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
- " 460 480 500 520
5000 m/z 58.00 15.08%
29 101
o 15 73 85
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester i e ma mat
59 4.60 4.80 5.00 5.20
m/z 41.05 8.93%
5000 41
o Il |73 126 14
miz--> 20 40 60 80 100 120 140 160 180 200 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Tridecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.64 2.56 ng 162750 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 81
2 Dodecane. 3-methvl- 184 C13H28 017312-57-1 81
3 Dodecane 170 C12H26 000112-40-3 76
4 Hexadecane 226 C16H34 000544-76-3 72
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 1454 (10.639 min): BF121381.D (-1450) (-) m/z 57.05 100.00%
43
5000
99 113 1p7 1, 155 169 184 "' 10.40 1060 10.80 11.00
] SN, [ m/z 71.05 67.08%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48831: Tridecane
43 57
5000 i R BN SO SN B
10.40 10.60 10.80 11.00
29 85 m/z 43.05 63.03%
o | . 99 113 127 141 155 184
m/z--> 20 40 éo éo 160 150 150 1éo 1éo
Abundance
57
4s , "' 10.40 1060 10.80 11.00
5000 85 m/z 85.05 43.21%
- 155
99 113 ;.6 140 160 184
o—d——l e
miz-> 20 40 60 8 100 120 140 160 180
Abundance #38316: Dodecane Rl B mas eI
43 57 10.40 10.60 10.80 11.00
m/z 41.00 29.09%
71
5000
29 85
0 | | 1 \‘ 9\8 1]\'3 127 141 17\0
miz-> 20 40 60 8 100 120 140 160 180 " 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 5 9,12-Octadecadienoic acid, ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.29 3.91 ng 248924 Phenanthrene-d10 11.21
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 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 95
4 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 93
5 11,14-Octadecadienoic acid, meth... 294 C19H3402 056554-61-1 93
Abundance Scan 1735 (12.292 min): BF121381.D (-1732) (-) m/z 67.00 100.00%
67 81
41
5000
SRR SR BN B
226 263 12.00 12.20 12.40 12.60
N — 213 2% "m/z 81.05 89.06%
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 67
81
5000 SRR SRR BN B
12.00 12.20 12.40 12.60
109 m/z 55.00 67.41%
123 149964178

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67 8
41 1 R R R B
05 12.00 12.20 12.40 12.60
5000 m/z 95.05 58.06%
109
123 150
0l.26 164178 223 263579294
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139727: 9,12-Octadecadienoic acid (Z,2)-, methyl ester I EAmEmEEE RS
12.00 12.20 12.40 12.60
a m/z 41.10 57.19%
5000

109

123 294

-

10164178, 99906220 237 263

I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

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

Peak Number 6 9-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.32 4.03 ng 256294 Phenanthrene-d10 11.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 95
2 trans-13-Octadecenoic acid. meth... 296 C19H3602 1000333-61-3 94
3 6-Octadecenoic acid. methvl ester 296 C19H3602 052355-31-4 91
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 91
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 90

Abundance Scan 1740 (12.322 min): BF121381.D (-1737) (-) m/z 74.00 100.00%

!

5000 55
20 12.00 12.20 12.40 12.60
Oh iy m/z 87.00 65.26%
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
55
74
5000
12.00 12.20 12.40 12.60

m/z 96.00 48 .35%

180
ol 165 207722 246 %% 281296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
e
12.00 12.20 12.40 12.60
5000 m/z 97.10  47.69%
4 g7
oz 123138153 180 507222 546 2% 09
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141277: 6-Octadecenoic acid, methyl ester e A REEEEEasS
1 74 12.00 12.20 12.40 12.60
m/z 55.10 46.41%
5000 7

T I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.00 12.20 12.40 12.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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-Octadecenamide, (Z)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.28 2.53 ng 174071 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 93
2 Octanamide 143 C8H17NO 000629-01-6 59
3 Nonanamide 157 C9H19NO 001120-07-6 59
4 Tetradecanamide 227 C14H29NO 000638-58-4 53
5 7-Nonenamide 155 C9H17NO 090949-53-4 53

Abundance Scan 1903 (13.280 min): BF121381.D (-1900) (-) m/z 59.00 100.00%

9

5000

13.00 13.20 13.40 13.60
m/z 72.00 68.70%

109126 149 175

o 206 232550 268 286302 327

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128445: 9-Octadecenamide, (2)-

!

5000
13.00 13.20 13.40 13.60
m/z 55.00 33.30%
0 126 154 184 221238 264281
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
e
13.00 13.20 13.40 13.60
5000 m/z 41.05  30.05%
43
27 86 114 143 JWHAAJVANMU&*NANVAAAJ~4»AK[\w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #29478: Nonanamide N B EE
59 13.00 13.20 13.40 13.60
m/z 43.10 26.97%
43
27 | |8 114 y49157
- e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082120\
Data File : BF121381.D

Aca On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF081920.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 Cetene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.70 4.09 ng 281210 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 86
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 81
3 l1-Hexadecanol. 2-methvl- 256 C17H360 002490-48-4 70
4 Pentadecane 212 C15H32 000629-62-9 62
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 62
Abundance Scan 1974 (13.698 min): BF121381.D (-1972) (-) m/z 57.10 100.00%
57
230
5000 85
200 50 1300 1380 1400
3 174 : : : :
I | Jl.'. G nl A 20 278 314387 ST0 . nyo7 43,10 74.10%
m/z--> 50 100 50 200 250 300 350
Abundance #81244: Cetene
48
83
5000 SRR SR B SRR
13. 40 13. 60 13. 80 14. oo
111 m/z 230.10 67.17%
o of J | | 190 168 196 224
m/z--> 50 100 1%0 200 250 300 350
Abundance
43
71 13.40 13.60 13.80 14.00
5000 o7 m/z 71.10 63.81%
0 155 183 224 253
m/z--> §o 160 1%0 200 2%0 360 350
Abundance #107668: 1-Hexadecanol, 2-methyl- T
7 13.40 13.60 13.80 14.00
m/z 55.00 42 .40%
5000 83
29
111
o “U I J}M J 139 168186 210 238256
m/z--> 50 1c')o 150 2(')0 250 3(')0 3&'30 13. 40 13. 60 13. 80 14. oo
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082120\
Data File : BF121381.D

Acq On : 21 Aug 2020 22:22

Operator : JU/CG

Sample : L3734-04 2X

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF081920_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]
3-Penten-2-one, 4. .. 4.21 10.1 ng 476088 1 6.69 939018 20.0
2-Pentanone, 4-hy... 4.87 18.4 ng 863005 1 6.69 939018 20.0
Tridecane 10.64 2.6 ng 162750 4 11.21 1271660 20.0
9,12-Octadecadien... 12.29 3.9 ng 248924 4 11.21 1271660 20.0
9-Octadecenoic ac... 12.32 4.0 ng 256294 4 11.21 1271660 20.0
9-Octadecenamide, ... 13.28 2.5 ng 174071 5 13.85 1373780 20.0
Cetene 13.70 4.1 ng 281210 5 13.85 1373780 20.0
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