LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 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-BF120818.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 4.987 485 493 499 rvVvB2 81395 104143 3.46% 0.309%
2 5.404 560 564 577 rBVY 2146913 1876060 62.37% 5.567%
3 6.422 733 737 745 rBV 2332473 2067498 68.73% 6.135%
4 6.563 757 761 770 rBVY 2333830 1976403 65.70% 5.865%
5 6.798 797 801 804 rBVY 2709137 2276134 75.67% 6.754%
6 6.951 823 827 831 rBVY 1849332 1465907 48.73% 4 .350%
7 7.351 887 895 898 rBVY 1465221 1202335 39.97% 3.568%
8 7.404 902 904 907 rVvVv 60805 48996 1.63% 0.145%
9 7.445 907 911 915 rVB5 28551 41036 1.36% 0.122%
10 7.816 969 974 977 rBV3 32304 50702 1.69% 0.150%
11 8.081 1015 1019 1022 rBVY 3640984 3008007 100.00% 8.926%
12 8.381 1067 1070 1073 rVB4 41369 43602 1.45% 0.129%
13 8.434 1077 1079 1082 rBV3 43691 39138 1.30% 0.116%
14 8.469 1082 1085 1088 rBV3 44839 47579 1.58% 0.141%
15 8.516 1090 1093 1094 rBV 58161 53727 1.79% 0.159%
16 8.586 1102 1105 1108 rBvV2 61394 56740 1.89% 0.168%
17 8.681 1117 1121 1124 rBV 106834 98147 3.26% 0.291%
18 8.781 1136 1138 1144 rVB3 40691 49770 1.65% 0.148%
19 8.904 1155 1159 1161 rBV3 30905 36671 1.22% 0.109%
20 9.110 1191 1194 1198 rVB2 68363 63781 2.12% 0.189%

21 9.151 1198 1201 1205 rBV 2151412 1899268 63.14% 5.636%
22 9.245 1214 1217 1221 rBV 130870 124093 4._.13% 0.368%

23 9.416 1243 1246 1252 rVBS8 25616 45455 1.51% 0.135%
24 9.545 1266 1268 1270 rBV 158506 127477 4.24% 0.378%
25 9.569 1270 1272 1274 rVB 59964 46781 1.56% 0.139%
26 9.775 1305 1307 1312 rVB 135006 99037 3.29% 0.294%
27 9.833 1313 1317 1321 rVV2 3244045 2691279 89.47% 7.986%
28 10.016 1343 1348 1349 rBv4 28325 42100 1.40% 0.125%
29 10.033 1349 1351 1354 rVB3 53053 48234 1.60% 0.143%
30 10.275 1389 1392 1395 rVB 129655 96339 3.20% 0.286%
31 10.498 1427 1430 1433 rVB 56144 52981 1.76% 0.157%

32 10.616 1446 1450 1455 rBV 1027748 847788 28.18% 2.516%
33 10.745 1470 1472 1474 rBV 134284 118625 3.94% 0.352%
34 11.198 1546 1549 1552 rBV2 110858 103979 3.46% 0.309%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 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-BF120818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 11.227 1552 1554 1558 rVB 93416 77325 2.57% 0.229%
36 11.316 1565 1569 1572 rBV 2615729 2186072 72.68% 6.487%
37 11.339 1572 1573 1576 rVB 152881 85205 2.83% 0.253%
38 11.622 1618 1621 1623 rBV 102705 82398 2.74% 0.245%
39 11.645 1623 1625 1627 rVB3 52239 40236 1.34% 0.119%

40 11.722 1634 1638 1641 rBV 1198595 914102 30.39% 2.713%

41 11.845 1656 1659 1664 rBVY 301407 288789 9.60% 0.857%
42 11.927 1671 1673 1678 rVB5 51554 49515 1.65% 0.147%
43 12.033 1688 1691 1692 rBVY 69791 58374 1.94% 0.173%
44 12.404 1751 1754 1756 rBV 2913947 2663191 88.54% 7.903%
45 12.427 1756 1758 1761 rVB 3115135 2363149 78.56% 7.013%

46 12.516 1770 1773 1778 rBV2 351947 416984 13.86% 1.237%
47 12.557 1778 1780 1785 rVB3 97343 114561 3.81% 0.340%
48 12.633 1790 1793 1799 rBV2 196351 240921 8.01% 0.715%
49 12.904 1835 1839 1842 rBV 1070499 968751 32.21% 2.875%
50 13.957 2014 2018 2021 rBV 1360693 1305690 43.41% 3.875%

51 15.398 2259 2263 2267 rBV 763883 893149 29.69% 2.650%

Sum of corrected areas: 33698224
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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: BF111278.D
3500000

3000000
6.80

2500000 6.45.56
5.40

2000000 6.95

1500000 7.35

1000000

500000

: w | 0 ™

I
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: BF111278.D

3500000 9.83

3000000
11.32

2500000
9.15

2000000

12.90
1500000 11.72

1000000

500000

1003 10.2710.5¢| 10.75 ik

e | ommem o0 940750 3% ]

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF111278.D

3500000

3000000
2500000
13.96

2000000 15.40
1500000

1000000

500000

o T T T T T

T I T
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 unknown6.56 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.56 17.37 ng 1976400 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12
Abundance Scan 760 (6.557 min): BF111278.D (-757) (-) m/z 132.00 100.00%
13%2.0
5000 68.1

6.20 6.40 6.60 6.80

o T m/z 68.10 43 .35%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 ”
5000 LA L L L L L L LB LB
6.20 6.40 6.60 6.80
0
310 510 m/z 134.00 31.39%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
e e e SRR
6.20 6.40 6.60 6.80
5000 67.0 m/z 66.10 27.74%
41.0 97.0
‘ ‘ 117.0
ool Lo
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B R B
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.30%
74.0
116.0
5000 98.0
b e o L | aseo  amo
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.72 8.36 ng 914102 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
3 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 87
4 Decanoic acid. methvl ester 186 C11H2202 000110-42-9 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86
Abundance Scan 1638 (11.722 min): BF111278.D (-1634) (-) m/z 74.05 100.00%
74.0
5000 43.1
\ 1431 227.2 11.40 11,60 11.80 12,00
101.1 185. 2 . . . .
O rrrotr el b Mot bt e b2t e 328L sz 87.10  74.68%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 S B UM RN B
43.0 11040 11.60 11.80 12.00
143.0 m/z 43.10 40.17%
101.0 | 171.0 199.0 227.0  270.0
o SR 15 Y B e S B
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107596: Pentadecanoic acid, methyl ester
74.0
11.40 11.60 11.80 12,00
5000 m/z 41.10 29.75%
43.0
miz-> 20 40 éo éo 160 120 140 160 180 200 220 240 260 280 300 320
Abundance #131317: Hexadecanoic acid, 15-methyl-, methy! ester e
74.0 11.40 11.60 11.80 12.00
m/z 55.05 29.47%
5000] 43.0
0 J L }\ U \191 0 ‘14? ° 171 0 199 0 241 0 285 0
I""I""I""I""I""IIIII R LU B LA LA RS RN LR RAR [rereprem DAL A AR

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.85 2.64 ng 288789 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 53
Abundance Scan 1660 (11.851 min): BF111278.D (-1656) (-) m/z 43.10 100.00%
431 | 73.0
5000 129.1
97.1 213.2 aadunddd AR A
4“( 157.1 1921 256.2 279.9 11.I60 11.|80 12.'00 12.'20
(o} ; m/z 73.05 96.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
83.0 11.60 11.80 12.00 12.20
J‘“ 1570 1550 2130 2560 m/z 60.00 94.27%
Olrrrprrrr i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43.0 |, 73.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.10 86.85%
0 .1.5.'?... "i :‘. T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72646: Tridecanoic acid R EmEEs e
430 | 730 11.60 11.80 12.00 12.20
' m/z 55.05 86.23%
5000
129.0
OHIII‘HI\II\”HEH‘ ‘.‘ “.“...”,‘...a,.... P N I R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1160 1180 1200 1220
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 10-trans,l12-cis-octa... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.40 24 .37 ng 2663190 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl 10-trans.l12-cis-octadecad... 294 C19H3402 1000336-44-2 99
2 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002462-85-3 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 98
Abundance Scan 1753 (12.398 min): BF111278.D (-1751) (-) m/z 67.10 100.00%
67.1
5000 JA
7 son 12100 1200 2130 1260 1260
: 206.1 : : : : :
o by, S0 203120423272 39331 55505 80.77%
m/z--> 50 100 150 200 250 300 350
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate
610
5000 UL A BN
12,00 12.20 12,40 12.60 12.80
09.0 294.0 m/z 81.10 79.19%
| fua om0 230 |
m/z--> 50 100 150 200 250 300 350
Abundance #139726: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0
12.00 12,20 12,40 12.60 12.80
5000 m/z 41.10 69.08%
09.0
29.0
150.0 263.0294.0
0 I“‘ktlhll Ilﬁ|ﬂun 1181.0 %299. N N —
m/z--> 50 100 150 200 250 300 350
Abundance #139708: 9,12-Octadecadienoic acid, methyl ester T A EREEE e
67.0 12.00 12.20 12.40 12.60 12.80

m/z 95.10 53.63%

5000

293.0 263 0294 0

0 I\‘\I\J\ oo, 2230 PP T

| T
m/z--> 50 100 150 200 250 300 350 12. OO 12 20 12. 40 12. 60 12. 80

N
©
o
i o
o
= o
=
| o
e
L O
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.43 21.62 ng 2363150 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 95
2 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 93
3 9-Octadecenoic acid (2)-. methvl._.. 296 C19H3602 000112-62-9 93
4 14-Octadecenoic acid. methvl ester 296 C19H3602 056554-48-4 91
5 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 91

Abundance Scan 1758 (12.427 min): BF111278.D (-1756) (-) m/z 55.10 100.00%

58.1

-

5000 3.1
e 12120 12.40 12.60 12,80
137.1 180.2 222.3 264.3 . . . .
0 ottt 2902 336.2 m/z 41.10 67.47%
m/z--> 50 100 150 200 250 300 350
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-

:

12!20 12.I4O 12!60 12.I80
m/z 69.10 53.53%

5000

264.0
‘l 296.0

222.0
0 ot e e e L I e e o
m/z--> 50 100 150 200 250 300 350
Abundance #141283: 15-Octadecenoic acid, methyl ester
55.0
e B
12.20 12.40 12.60 12.80
5000 87.0 m/z 43.10 50.05%
29.0 264.0
LA fposmomo 220 | e
R R TR P e SRR e
m/z--> 50 100 150 200 250 300 350
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester A B e e RN
55.0 12.20 12.40 12.60 12.80
m/z 74.00 47 .41%
5000 i
29.0
11.0
|| ‘ L 137'01 18?'0 22t2'0 26‘\}'0 296.0
ol lli 1] SIS NS SN e e
m/z--> 50 100 150 200 250 300 350 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.52 3.81 ng 416984 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 97
2 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
3 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 93
4 Nonadecanoic acid. methvl ester 312 C20H4002 001731-94-8 87
5 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 87
Abundance Scan 1774 (12.522 min): BF111278.D (-1770) (-) m/z 202.10 100.00%
202.1
74.1
5000
143.1
255.3
39\[(?[ e 208.3 450.2 12.20 12.40 12.60 12.80 :
O L B S me o SRS m/z 74.10 63.35%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143127: Methyl stearate
74.0
5000 RN DU SN SR
12.20 12.40 12.60 12.80
29 143.0 m/z 87.05 51.48%
oL Ll agngi 0 1990 zss0 780
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #95861: Methyl tetradecanoate
74.0
12.20 12.40 12.60 12.80
5000 m/z 43.10 32.84%
29.
143.0
o ”JWIUJIJ,IIAIJ:IQ?-PI L e
m'z--> 0 50 100 150 200 250 300 350 400 450
Abundance #143189: Heptadecanoic acid, 16-methyl-, methy! ester L B
74.0 12.20 12.40 12.60 12.80
m/z 57.10 26.23%
5000
28.0
‘” V 143.0 2550 2980
199.0
109.0
0 ~J-|“hﬁf?4”~h“--““N--fm*--u----un--.----.- RN IR BN BN
m'z--> 0 50 100 150 200 250 300 350 400 450 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF121118\
Data File : BF111278.D

Aca On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF120818_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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.63 2.20 ng 240921 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 81
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 Nonanoic acid 158 C9H1802 000112-05-0 38

Abundance Scan 1792 (12.627 min): BF111278.D (-1790) (-) m/z 43.05 100.00%

5000

SN
w
o

12.40 12.60 12.80 13.00
m/z 55.05 70.68%

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid

.

12.I40 12.I60 12.I80 13.IOO
m/z 57.10 63.41%

5000

04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #107548: n-Hexadecanoic acid
43.0
LA I e o S
12.40 12.60 12.80 13.00
5000 256.0 m/z 41.10 61.48%

L

3

am
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #95855: Pentadecanoic acid e e e e
73.0 12.40 12.60 12.80 13.00
m/z 60.00 48 .64%
129.0
5000 29,
199.0 242.0
m/z--> 50 100 150 200 250 300 350 400 450 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\BF121118\
Data File : BF111278.D

Acq On : 11 Dec 2018 14:59

Operator : JU/SJ

Sample : J6196-05 5X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120818_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 .56 6.56 17.4 ng 1976400 1 6.80 2276130 20.0
Hexadecanoic acid... 11.72 8.4 ng 914102 4 11.32 2186070 20.0
n-Hexadecanoic acid 11.85 2.6 ng 288789 4 11.32 2186070 20.0
Methyl 10-trans,1... 12.40 24_4 ng 2663190 4 11.32 2186070 20.0
11-Octadecenoic a... 12.43 21.6 ng 2363150 4 11.32 2186070 20.0
Methyl stearate 12.52 3.8 ng 416984 4 11.32 2186070 20.0
Octadecanoic acid 12.63 2.2 ng 240921 4 11.32 2186070 20.0
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