LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 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-BF061118.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 4.084 291 297 302 rBV 87232 109438 2.75% 0.367%
2 5.190 481 485 490 rVB 123501 132875 3.33% 0.446%
3 5.613 553 557 564 rBY 1331180 1449615 36.37% 4.861%
4 6.613 723 727 744 rVB 1280786 1574321 39.50% 5.279%
5 6.748 746 750 753 rBVY 1833396 1496123 37.54% 5.017%
6 6.966 783 787 790 rVB 1209053 917812 23.03% 3.078%
7 7.119 810 813 817 rVB 1358927 1164181 29.21% 3.904%
8 7.525 878 882 885 rBY 1187852 949324 23.82% 3.183%
9 8.248 1001 1005 1008 rBV 1544433 1205127 30.24% 4.041%
10 9.319 1184 1187 1191 rVB 2041972 1739698 43.65% 5.834%
11 9.389 1196 1199 1203 rBvV2 48250 42004 1.05% 0.141%
12 9.713 1251 1254 1257 rBV 364221 270037 6.78% 0.906%
13 9.919 1287 1289 1293 rVB 110821 84891 2.13% 0.285%
14 10.007 1300 1304 1307 rBV2 1569648 1297067 32.55% 4 .349%
15 10.207 1335 1338 1342 rvB2 71470 67484 1.69% 0.226%
16 10.419 1372 1374 1378 rVB 157558 127547 3.20% 0.428%
17 10.554 1394 1397 1400 rVB 108079 85440 2.14% 0.287%
18 10.642 1406 1412 1414 rBvV 69876 85823 2.15% 0.288%

19 10.795 1435 1438 1442 rBV 1116827 1005521 25.23% 3.372%
20 10.895 1452 1455 1461 rBV 185096 200517 5.03% 0.672%

21 11.342 1528 1531 1534 rBV 158564 132087 3.31% 0.443%
22 11.371 1534 1536 1538 rVV 64053 65171 1.64% 0.219%
23 11.395 1538 1540 1543 rVB 56368 49514 1.24% 0.166%
24 11.501 1554 1558 1560 rBV 1304371 1298893 32.59% 4 _.356%
25 11.524 1560 1562 1565 rVV 617136 494572 12.41% 1.658%

26 11.571 1567 1570 1574 rVB 114927 94643 2.37% 0.317%
27 11.771 1601 1604 1606 rBV 128485 91809 2.30% 0.308%
28 11.830 1611 1614 1618 rVB4 30749 41683 1.05% 0.140%

29 11.871 1618 1621 1625 rBV 1493013 1330675 33.39% 4.462%
30 12.013 1640 1645 1646 rBV2 109530 144396 3.62% 0.484%

31 12.113 1659 1662 1664 rBV2 85377 76048 1.91% 0.255%
32 12.177 1670 1673 1676 rBV 104418 91044 2.28% 0.305%
33 12.324 1695 1698 1704 rVB4 36813 49768 1.25% 0.167%

34 12.566 1735 1739 1741 rBV 3845346 3985327 100.00% 13.364%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 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\HPCHEM1\BNA F\METHODS\8270-BF061118.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 12.589 1741 1743 1749 rVV2 2971323 2766012 69.40% 9.275%

36 12.666 1753 1756 1761 rVB 687600 600727 15.07% 2.014%
37 12.713 1761 1764 1768 rBV 514454 431978 10.84% 1.449%
38 12.907 1792 1797 1798 rBV3 71650 86767 2.18% 0.291%
39 12.942 1801 1803 1810 rVB 393225 364046 9.13% 1.221%
40 13.083 1823 1827 1830 rBV 1473180 1290206 32.37% 4._.326%

41 13.230 1850 1852 1854 rBVY 102178 84113 2.11% 0.282%
42 13.395 1878 1880 1884 rVB 63662 51173 1.28% 0.172%
43 13.971 1976 1978 1982 rVB3 96707 92030 2.31% 0.309%

44 14.148 2004 2008 2011 rBV 1123485 1146251 28.76% 3.844%
45 15.695 2266 2271 2277 rVB 714777 957830 24.03% 3.212%

Sum of corrected areas: 29821608
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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: BF106397.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 7

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

5.19 2.90 ng 132875 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 485 (5.190 min): BF106397.D (-481) (-) m/z 43.00 100.00%
43
59
5000
101 B SARREARRE RN RS
53 83 | 4.80 500 520 540 5.60
ot e m/z 59.00 59.90%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR RS RN R
480 5.00 520 5.40 5.60
m/z 101.00 21.79%
15 31 101
o \ 25,7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540 560
5000 m/z 58.00 16.01%
15 - 101
27 56
O |""|??"| "'??"" F?"'l"??l"qe'l'"'l""l'
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43 480 5.00 520 5.40 5.60
m/z 41.05 8.50%
5000 101
28 59
15 ‘ 70 84
0 ...,..‘a.,..l‘.‘l....‘i‘.l..,.s?‘lli....l.‘..7.8,.‘l..,.?5..,a...,.
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 unknown6.75 Concentration Rank 3

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

6.75 32.60 ng 1496120 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 750 (6.748 min): BF106397.D (-746) (-) m/z 132.00 100.00%
132
5000 68
96 SRS SRS UL SRR
40 54 28 06 6.40 6.60 6.80 7.00
o} I B e B B m/z 68.10 39.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L I I I LS B
6.40 6.60 6.80 7.00
2 51 m/z 134.00 32.84%
0'"|"Lﬂﬁlw'l'l”j?"”lf"'l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.00 25.30%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! T {\.. R EREma
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 15.61%
5000 98 116
| ...,...‘n,m..u“,.uh.,Mh..h,..“‘.,...¥5§...., 189 SN § U | CHN—
m/z--> 20 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\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.90 3.09 ng 200517 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 64
Abundance Scan 1456 (10.901 min): BF106397.D (-1452) (-) m/z 57.00 100.00%
57
5000 85
13 10,60 10.80 11.00 11.20
169 195
ol b e M/Zz 43.00 62.35%
m/z--> 50 100 150 200 250 300 350
Abundance #71393: Pentadecane
57
5000 USRS SR B!
85 10,60 10.80 11.00 1120
29 m/z 71.10 62.07%
0 \‘ \L‘ “ \‘\ i \‘ 113 141 169 212
m/z--> 55 160 1éo 200 2éo 300 3éo
Abundance
57
10,60 10.80 11.00 11.20
5000 m/z 85.10 42 .18%
85
29
0 113 141 169 197 226
m/z--> 55 160 150 200 2éo 300 3éo
Abundance #202662: Heptacosane R EE R e
57 10.60 10.80 11.00 11.20
m/z 41.00 27.08%
5000
85
0 %9 (118 141 169 197 225 253 281 323 351 380
m/z--> % @ @ ﬁ 250 ﬁ @ mmmmumum
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.34 2.03 ng 132087 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 83
2 Pentadecane 212 C15H32 000629-62-9 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Heptacosane. 1l-chloro- 414 C27H55CI 062016-79-9 80
5 Tetratetracontane 619 C44H90 007098-22-8 80
Abundance Scan 1531 (11.342 min): BF106397.D (-1528) (-) m/z 57.05 100.00%
57
43 n
5000 J
99 LN JUNLAN BN SN
113157 196 11.00 11.20 11.40 11.60
o 141 1enis2 m/z 43.00 65.46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129492: Eicosane
57
43
71 J
5000 L U UL B SR
85 nmnmnmﬂm'
29 m/z 71.10 59.19%
0 J L \‘ Loy %91}3127141155169183197211225239253 282
m/z--> 25 45 eb ab 160 120 140 160 180 200 220 240 260 2éo
Abundance
57 ]
43 A
71 11!00 11fzo 11f4o 11!60 '
5000 g5 m/z 85.10 40.13%
29 9
oL15 113127141155169183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 J
Abundance #83025: Hexadecane e AR Ama
43 57 11.00 11.20 11.40 11.60
m/z 41.00 28.60%
5000 n
- 85 J
o | L L w 99113127141155169183197 226
m/z--> 25 45 eb ab 160 120 140 160 180 200 220 240 2éo 2éo 1100 1120 1140 1f60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 20.49 ng 1330680 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 83
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1621 (11.871 min): BF106397.D (-1618) (-) m/z 74.00 100.00%
74
87
5000
43
| 111 | osrms™ prmriasasons®on  srp || 180 TR0 00 50
Ol el e e M/Z 87.00  70.50%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
87
5000 LA L BN LN B
43 1160 11.80 12.00 12.20
7 143 m/z 43.00 34 .25%
. TM ‘ﬂ n 10195129 | 157171185199213227241 270
mz-> 20 Jo 60 80 100 120 140 160 180 200 220 210 260
Abundance
74
87 11,60 11.80 12,00 12.20
5000 43 m/z 55.00 28.42%
29 57 143
o 101115129 157171185199213227241 270
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester AR R Be e
74 11.60 11.80 12.00 12.20
m/z 41.00 24 . 44%
87
5000
43
29 7
N e —
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 1160 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
12.01 2.22 ng 144396 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Undecanoic acid 186 C11H2202 000112-37-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 52
Abundance Scan 1645 (12.013 min): BF106397.D (-1640) (-) m/z 73.00 100.00%
s 60 P
5000
. 129
198 213
11| 145157 171185 227040 256 11.60 11.80 12.00 12.20 12.40
0 m/z 60.00 81.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129
11.60 11.80 12.00 12.20 12.40
m/z 43.05 77 .39%
Oy
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 NN SRR BN
11.60 11.80 12.00 12.20 12.40
5000 129 m/z 57.00 71.43%
29 a7 185 228
100115 143157171 1994
O L B AN R
m/z--> 25 Jo éo 85 160 150 1&0 1éo 180 200 220 250 2éo
Abundance #95855: Pentadecanoic acid L B e
43 60 73 11.60 11.80 12.00 12.20 12.40
m/z 55.00 66.32%
5000
0 I R EEmEL T e A A A —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.57 61.37 ng 3985330 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid. methy... 294 C19H3402 002566-97-4 99
2 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 9.15-Octadecadienoic acid. methv... 294 C19H3402 017309-05-6 99
4 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
5 9,12-0Octadecadienoic acid (Z,2)-... 294 C19H3402 000112-63-0 99
Abundance Scan 1740 (12.571 min): BF106397.D (-1735) (-) m/z 67.10 100.00%
67 8
s000; 41
178 220 263 994 12.20 12.40 12.60 12.80
Ob e 192 oz m/z 81.05 90.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
41 67
81
5000 RS DA B LR
nmnmnmnm
m/z 55.00 65.98%
0H
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67 81
41 NSRS R SR
95 12.20 12.40 12.60 12.80
5000 m/z 95.10 63.27%
109 294
0l.26 150164178199706220234249 - 279
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139734: 9,15-Octadecadienoic acid, methyl ester, (Z,2)- e e N
mn 67 12.20 12.40 12.60 12.80
81 m/z 41.00 48 .76%
5000 95
109 294
0 L iearsiemonza0zas 263 ]
m/z--> 25 4b 60 80 160 150 110 160 180 200 220 240 260 2éo 300 1220 12.40 1260 12.80 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF061318\
Data File : BF106397.D

Aca On 13 Jun 2018 17:59

Operator : JU/SJ

Sample : J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061118_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 9-Octadecenoic acid (Z)-, m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.59 42 .59 ng 2766010 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 99
2 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
3 16-Octadecenoic acid. methvl ester 296 C19H3602 056554-49-5 99
4 13-Octadecenoic acid. methvl ester 296 C19H3602 056554-47-3 99
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99

Abundance Scan 1743 (12.589 min): BF106397.D (-1741) (-) m/z 55.00 100.00%

5000

J

278 296 12.20 12,40 12.60 12.80 13.00
’ m/z 69.10 69.23%

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
5!
69

5000 R B BEREE R
12. 20 12. 40 12 60 12. 80 1300

m/z 74.00 66 .30%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
69 s B e
12.20 12.40 12.60 12.80 13.00
5000 83 m/z 41.00 60.49%
29 a8 264
123 222
. 138152 180 207 236 97g 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 R R EE L s
12. 20 12. 40 12 60 12. 80 13 00
m/z 83.10 56.43%
74
5000
264
o 138152 180 50722234 278 296

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 13 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF061318\
Data File : BF106397.D

Acq On 13 Jun 2018 17:59

Operator : JU/SJ

Sample - J3251-03 2X

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061118_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]
2-Pentanone, 4-hy... 5.19 2.9 ng 132875 1 6.97 917812 20.0
unknown6.75 6.75 32.6 ng 1496120 1 6.97 917812 20.0
Pentadecane 10.90 3.1 ng 200517 4 11.50 1298890 20.0
Eicosane 11.34 2.0 ng 132087 4 11.50 1298890 20.0
Hexadecanoic acid... 11.87 20.5 ng 1330680 4 11.50 1298890 20.0
n-Hexadecanoic acid 12.01 2.2 ng 144396 4 11.50 1298890 20.0
9,12-Octadecadien... 12.57 61.4 ng 3985330 4 11.50 1298890 20.0
9-Octadecenoic ac... 12.59 42 .6 ng 2766010 4 11.50 1298890 20.0
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