LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122880.D

Acqg On : 30 Dec 2020 15:56
Operator : JU/CG

Sample : L5235-01 5X

Misc :

ALS vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122880.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.440 566 570 587 rBvV 225056 297981 15.62% 2.668%
2 6.457 740 743 757 rBV 211533 296551 15.55% 2.655%
3 6.816 801 804 813 rBV 676816 644668 33.79% 5.771%
4 7.381 897 900 905 rBV 167792 169463 8.88% 1.517%
5 8.104 1019 1023 1029 rBV 878757 741727 38.88% 6.640%
6 9.175 1202 1205 1216 rBV 382765 376976 19.76% 3.375%
7 9.575 1269 1273 1276 rBvV2 19780 22383 1.17% 0.200%
8 9.786 1306 1309 1313 rBV2 29907 28420 1.49% 0.254%
9 9.857 1317 1321 1336 rVB 1061028 908480 47.62% 8.133%
10 10.286 1391 1394 1397 rVB 35412 26238 1.38% 0.235%
11 10.645 1453 1455 1466 rVB 201415 219881 11.53% 1.968%
12 10.757 1472 1474 1480 rBV2 35971 43326 2.27% 0.388%
13 11.210 1544 1551 1554 rBvV2 29347 33637 1.76% 0.301%
14 11.345 1570 1574 1581 rBV 1015398 876632 45.95%  7.848%
15 11.633 1620 1623 1626 rBV 29400 23727 1.24% 0.212%
16 11.733 1637 1640 1643 rBV 531746 396249 20.77% 3.547%
17 11.869 1660 1663 1671 rVB3 65987 71111 3.73% 0.637%
18 12.039 1689 1692 1697 rBV 32612 33131  1.74% 0.297%
19 12.421 1753 1757 1759 rBV 2208255 1907664 100.00% 17.077%
20 12.445 1759 1761 1767 rVB 1178758 1033307 54.17% 9.250%
21 12.527 1771 1775 1778 rBV 232420 194843 10.21% 1.744%
22 12.563 1778 1781 1782 rBV 63464 62182 3.26% 0.557%
23 12.580 1782 1784 1793 rVWV4 69752 96898 5.08% 0.867%
24 12.657 1794 1797 1803 rVV6 22332 30504 1.60% 0.273%
25 12.798 1817 1821 1827 rVB2 46242 74960 3.93% 0.671%
26 12.927 1839 1843 1850 rVB 545870 489743 25.67% 4.384%
27 13.157 1879 1882 1886 rBvV2 45262 65155 3.42% ©.583%
28 13.251 1896 1898 1903 rVB3 28248 27949 1.47%  0.250%
29 13.498 1938 1940 1943 rVB 35098 26188 1.37% 0.234%
30 13.986 2019 2023 2027 rBV 921179 889048 46.60% 7.959%

31 15.451 2268 2272 2283 rBV 819566 1061688 55.65% 9.504%

Sum of corrected areas: 11170710
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 30 Dec 2020 15:56

: 7

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
BF122880.D

Ju/CaG
L5235-01 5X

Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122880.D

Acqg On : 30 Dec 2020 15:56
Operator : JU/CG

Sample : L5235-01 5X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.733 9.04 ng 396249  Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Hexadecanoic acid, 2-methyl- 270 C17H3402 027147-71-3 87
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Tridecanoic acid, 12-methyl-, me... 242 C15H3002 005129-58-8 83
Abundance Scan 1640 (11.733 min): BF122880.D\data.ms (-1637) (1 m/z 74.00 100.00%
74.0
5000
43.0
143.1 LN RN
227.2
T e U SO
0‘HMH‘_H‘_MWNHM‘AWH‘WHH‘HH‘LHL‘HMH‘MH‘_H“ m/z 87.10 73.00%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119408: Hexadecanoic acid, methyl ester
74.0
5000 —r— ——
43.0 1150 12.00
143.0 ITI z 30.98%
0 ‘u \“ L\‘ Ll \‘\115 O\ 17?' 0\199 022\70 279(:
H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119423: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
11 50 12 00
5000 43.0 m/z 23.61%
o ‘ M‘ H i ‘11101430 185.0 227.0 270.C
H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘_‘H_‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #119390: Hexadecanoic acid, 2-methyl-
74.0 11 50 12 00
m/z 23.37%
5000 270.C
43.0
143.0
102.0 213.0
bk WSS [T 4780 22 %0
m/z--> 20 40 60 80 100120140160180200220240260 11 50 12 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122880.D

Acqg On : 30 Dec 2020 15:56
Operator : JU/CG

Sample : L5235-01 5X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 9,12-Octadecadienoic acid, ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

12.421 a3.52ng 1907660 Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual

,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99
ethyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 99
ethyl 9-cis,11-trans-octadecadi... 294 C19H3402 1000336-44-0 99

uih wNnR
x-S (o o (o}

Abundance Scan 1757 (12.421 min): BF122880.D\data.ms (-1753) (-] m/z 67.10 100.00%
67.1

5000
09.1
o
12.50
2631
ol L\“‘ M\H Hhmmh A w \ 187.1220.2 PPI2903 L, 81.18 86.72%
miz--> 50 150 200 250 300
Abundance #139733: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 T
12.50
09.0 m/z 55.05 61.63%
[o LM‘ H“\ Hh ”u H ‘u‘ — — ‘%6‘?‘0‘29‘4‘0‘
miz--> 50 150 200 250 300

Abundance  #139708: 9, 12 Octadecadienoic acid, methyl ester

67.0
s~
12.50
m/z 95.05 60.27%
09.0
\Hw\h\‘ \’h A ‘22‘3‘0‘ ’263 02940

5000 \ﬂ‘_ﬂ

(S ‘ ‘ ‘ ——

m/z--> 150 200 250 300
Abundance #139734: 9,15—Octadecadien0ic acid, methyl ester, (Z,2)- T
67.0 12.50

m/z 41.10 50.70%
5000

09.0 294.0
oL 1L U L %09 a0702200 263077 o,
m/z--> 50 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122880.D

Acqg On : 30 Dec 2020 15:56
Operator : JU/CG

Sample : L5235-01 5X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.445  23.57 ng 1033310 Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 11-Octadecenoic acid, methyl ester 296 C19H3602 052380-33-3 97
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 96
3 11-Octadecenoic acid, methyl est... 296 C19H3602 001937-63-9 96
4 9-Octadecenoic acid, methyl este... 296 C19H3602 001937-62-8 95
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 95
Abundance Scan 1761 (12.445 min): BF122880.D\data.ms (-1759) (-  m/z 55.10 100.00%
5I:
95.1
5000
264.3 i :
35.0 180 2 2222 12:50
b, ol J ‘ 296. 9
0! “‘”““ﬂ bl -y m/z 79.10 83.13%
miz--> 50 100 150 200 250 300
Abundance #141290: 11-Octadecenoic acid, methyl ester
553.0
87.0 T
5000 264.0 1250
m/z 41.10 73.02%
‘ 180.0 222.0 ‘ 206.C
oL | L L ‘ M H\ \\‘H‘ H\MM‘MHLH il ‘Hh‘ \“\ I~ }\‘\ A \‘.
miz--> 50 200 250 300
Abundance #141302: 9—Octadecen0|c acid (2)-, methyl ester
55.0
P
12.50
5000 87.0 m/z 67.10 65.57%
230
‘ ‘ 00 2220 264.0 0
02‘5“0“ L m ‘ u‘ \\MH\H u\”\h \H\ ol “ - M — ‘H‘ = “'
miz--> 50 150 200 250 300
Abundance  #141313: 11—Octadecen0|c acid, methyl ester, (2)- ==
55.0 12.50
m/z 69.10 64.48%
5000 87.0
264.0
] te00 =
O‘M‘H‘\‘m A
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122880.D

Acqg On : 30 Dec 2020 15:56
Operator : JU/CG

Sample : L5235-01 5X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Methyl stearate Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.527 4.45 ng 194843  Phenanthrene-die 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 92
3 Heptadecanoic acid, 15-methyl-, ... 298 C19H3802 054833-55-5 91
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 87
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 87

Abundance Scan 1775 (12.527 min): BF122880.D\data.ms (-1771) (- m/z 74.00 100.00%

74.0
5000
410 143 1 !
' 255.2
il ame [ 02 T 200 2
0b ‘ ial 18 bbb THT m/z 87.00 74.72%
miz--> 100 150 200 250 300
Abundance #143130: Methyl stearate
74.0
5000 T
43.0 12 50
143.0 43.10 35.05%
h || 10 ‘ 199.0 2550 298.(
O\\\\“\‘\“”\‘%\‘\‘\\“‘\\\‘\“\\\\“\‘\\\“\
miz--> 100 150 200 250 300
Abundance #143189. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
12 50
5000 ITI/Z 55.10 24.92%
28.0
143.0 255.0 298.C
199.0 ‘
oL AL BUNE: S I
Miz--> 100 15 200 250 300
Abundance #143186: Heptadecanoic acid, 15-methyl-, methyl ester o ‘
74.0 12.50
m/z 75.10 21.44%
5000 298.C
43.0
143.0
‘ ‘ Ello ‘ 199.0 2550
oL ‘\‘ ‘H“‘ “ \H\ \“\‘u\“u\‘\‘m‘ “““i L ‘\‘\ L‘\\‘ . “‘ , b AR LI
mlz--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122880.D

Acqg On : 30 Dec 2020 15:56
Operator : JU/CG

Sample : L5235-01 5X

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Oxacyclopentadecan-2-one Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.580 2.21 ng 96898 Phenanthrene-d10 11.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxacyclopentadecan-2-one 226 C14H2602 003537-83-5 50
2 1H-Imidazole, 4,5-dihydro-2-(1-m... 112 C6H12N2 040029-86-5 38
3 6-Methyl-1,7-diazabicyclo[4.1.0]... 112 C6H12N2 108602-71-7 38
4 Z-9-Pentadecenol 226 C15H300 1000130-76-9 30
5 Cyclohexane, 1-(cyclohexylmethyl... 208 C15H28 054934-94-0 30

Abundance Scan 1784 (12.580 min): BF122880.D\data.ms (-1782) (-  m/z 55.05 100.00%

55.0
83.0
5000
111

1 2111
‘ 138.1 178.0 2641 12.50
\‘m‘“Hu‘ m/z 69.10 72.89%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82777: Oxacyclopentadecan-2-one
553.0
98.0
208.0

o

5000 e :
12.50
125.0 164.0 m/z 83.05 67.87%
O\‘\\\\“!‘\\
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance  #6330: 1H-Imidazole, 4,5-dihydro-2-(1-methylethyl)-
41.0
97.0
T T \
12.50
5000 ITI/Z 41.05 63.73%
68.0 ‘
0- 1“‘1,“!“",H‘“1‘,"‘W"‘,HH,HH,HHWHW‘Wm‘m
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260

Abundance #6317: 6-Methyl-1,7-diazabicyclo[4.1.0]heptane
55.0 83.0 12.50

m/z 97.10 56.19%

5000
112.0

-

0 H‘\ ‘H\ ‘HH 1] ‘

m/z--> 20 40 60 80 100120140 160 180 200 220 240 260 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF123020\
Data File : BF122880.D

Acqg On : 30 Dec 2020 15:56
Operator : JU/CG

Sample : L5235-01 5X

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.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|
Hexadecanoic ac... 11.733 9.0 ng 396249 4 11.345 876632 20.0
9,12-Octadecadi... 12.421 43.5 ng 1907660 4 11.345 876632 20.0
11-Octadecenoic... 12.445 23.6 ng 1033310 4 11.345 876632 20.0
Methyl stearate 12.527 4.5 ng 194843 4 11.345 876632 20.0
Oxacyclopentade... 12.580 2.2 ng 96898 4 11.345 876632 20.0
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