LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110117\

Data File : BF100047.D

Aca On : 1 Nov 2017 16:57 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22'6 : 16206-01 5X EO-01-102717-A

ALS Vial : 5 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:\HPCHEM1I\BNA F\METHODS\8270-BF102317.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 4.987 491 493 511 rBV 18669 35323 2.01% 0.344%
2 5.410 562 565 586 rBV 116854 243362 13.86% 2.369%
3 6.428 736 738 756 rBV 157564 285261 16.24% 2.777%
4 6.557 756 760 774 rVB 287336 337274 19.20% 3.283%
5 6.775 794 797 809 rBV 511439 462167 26.31% 4 _.499%
6 6.934 821 824 841 rBV 242476 243277 13.85% 2.368%
7 7.351 893 895 908 rBV 125463 172995 9.85% 1.684%
8 8.057 1012 1015 1029 rBV 710651 662266 37.70% 6.447%
9 9.133 1194 1198 1206 rBV 487788 436656 24.86% 4_.251%
10 9.533 1263 1266 1272 rVB 46928 45131 2.57% 0.439%
11 9.733 1297 1300 1304 rVB 21280 20593 1.17% 0.200%
12 9.816 1310 1314 1320 rVB 818830 745635 42 .45% 7.258%
13 10.227 1381 1384 1387 rVB 26904 21880 1.25% 0.213%
14 10.527 1433 1435 1440 rBvV 41349 39656 2.26% 0.386%
15 10.610 1446 1449 1458 rBvV 208168 214356 12.20% 2.087%
16 10.704 1462 1465 1469 rBvV 34071 33779 1.92% 0.329%
17 11.151 1538 1541 1544 rBvV 29575 24507 1.40% 0.239%
18 11.310 1564 1568 1576 rBV 782596 721643 41.09% 7.025%
19 11.580 1611 1614 1617 rBV 21833 19147 1.09% 0.186%

20 11.680 1628 1631 1635 rBV 612415 508821 28.97% 4_.953%

21 11.822 1653 1655 1660 rBV2 25655 28681 1.63% 0.279%
22 12.374 1744 1749 1750 rBV 1962356 1756460 100.00% 17.098%
23 12.392 1750 1752 1760 rVV2 1412600 1297249 73.86% 12.628%
24 12.474 1763 1766 1769 rVB 278824 209603 11.93% 2.040%

25 12.533 1774 1776 1785 rVB2 32437 46726 2.66% 0.455%
26 12.886 1833 1836 1840 rBV 395189 363150 20.68% 3.535%
27 13.198 1886 1889 1892 rBV 21812 21268 1.21% 0.207%
28 13.780 1984 1988 1993 rBV2 24786 32852 1.87% 0.320%
29 13.874 2001 2004 2008 rBV 20799 18974 1.08% 0.185%
30 13.968 2016 2020 2029 rBV 506938 520882 29.66% 5.070%
31 14.415 2092 2096 2101 rBv4 18407 29070 1.66% 0.283%
32 15.051 2201 2204 2209 rVB2 33324 36806 2.10% 0.358%
33 15.415 2262 2266 2269 rBV2 30957 39858 2.27% 0.388%

34 15.457 2269 2273 2283 rVB2 314187 437951 24.93% 4.263%
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LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF110117\
Data File : BF100047.D

Aca On : 1 Nov 2017 16:57

Operator : SJ/JU

Sample : 16206-01 5X

Misc :

ALS Vial : 5 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF102317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 15.839 2334 2338 2342 rBV3 30065 38999 2.22% 0.380%
36 16.327 2416 2421 2425 rBV5 17571 31479 1.79% 0.306%
37 16.498 2447 2450 2457 rBV7 11104 20518 1.17% 0.200%
38 16.898 2513 2518 2524 rVB5 15529 34095 1.94% 0.332%
39 17.568 2627 2632 2639 rVBS8 15648 34622 1.97% 0.337%

Sum of corrected areas: 10272972
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF110117\

BF100047.D

1 Nov 2017 16:57

SJ/Ju

16206-01 5X

5 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF102317.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF100047.D
1500000
1000000
500000 6.77
6.56 | o3
5.41 6.43 7.35
4.99 N
I i i , B . A I R e B L
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: BF100047.D
1237
1500000 12.39
1000000
9.82 11.31
8.06
11.68
500000 9.13 12.89
12.47
10.61
o 9.53 9, 10.23 10§k0A.70 11.15|  11.5811.82 2.53 13.20
L e e R L L e e T e L A I e e
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100047.D
1500000
1000000
13.97
500000
131788 15.05 15.84 16.336.50  16.90 17.57
e e e e e @
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100047.D

Aca On : 1 Nov 2017 16:57

Operator : SJ/JU

Sample : 16206-01 5X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 14.60 ng 337274 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Benzeneethanamine. .alpha.-methy... 223 C16H17N 002980-02-1 12
4 1H-Indazole. 7-methvl- 132 C8H8N2 1000316-00-7 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 760 (6.557 min): BF100047.D (-756) (-) m/z 132.00 100.00%
132.0
5000
68.1
wo | % | ok o 6o 5k
0...4M.NW:J..“...H...,” e || M/Z 68.10  32.54%
m/z--> 100 120 140 160 180 200 220
Abundance #14142. 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.30%
oL ‘ H\ l|H|||l||‘|||||||‘lll|ll ‘. R A WAL a s s
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 19.47%
41.0 97.0
115.0
e L S L AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #80338: Benzeneethanamine, .alpha.-methyl-N-(phenylmethylene) T ,Jﬁ. EEEREE R
132.0 6.20 6.40 6.60 6.80
m/z 96.00 12.93%
5000
105.0
o510 70 1 || 1490165.018L.0 206.0223.0
m/z--> 40 60 80 100 120 140 160 180 200 220 620 640 6.60 6.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100047.D

Aca On : 1 Nov 2017 16:57

Operator : SJ/JU

Sample : 16206-01 5X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentadecanoic acid, 14-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.68 14.10 ng 508821 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 93
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 80
Abundance Scan 1631 (11.680 min): BF100047.D (-1628) (-) m/z 73.95 100.00%
74.0
5000
43.1
L ot e gpaimss 272 a0 1180 1160 00
185.1 : . . . .
ol i Ll by 1230 | 16821 U 2102 1 el ne T 72 a1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119425: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
5000 270.0 L B FMURE B
43.0 11,40 11.60 11.80 12.00
00 143.0 227.0 m/z 43.10 28.47%
185.0
. -‘---‘.‘----M.-‘- LA rre | a0t 080 | L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
74.0
11.40 11.60 11.80 12.00
5000 m/z 55.05 22.83%
43.0
143.0
o 101.0 171.0 199.0 227.0 270.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107596: Pentadecanoic acid, methy! ester
74.0 11.40 11.60 11.80 12.00
m/z 41.10 20.87%
5000
43.0
o L g0 o 230 %0
m/z--> ﬁo Jo 65 8b 100 120 150 160 180 200 220 250 2éo ' 11.40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100047.D

Aca On : 1 Nov 2017 16:57

Operator : SJ/JU

Sample : 16206-01 5X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.37 48.68 ng 1756460 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 9.12-Octadecadienoic acid. methyv... 294 C19H3402 002462-85-3 99
3 9.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
4 10.13-Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
5 Methyl 10-trans,l12-cis-octadecad... 294 C19H3402 1000336-44-2 98

Abundance Scan 1748 (12.369 min): BF100047.D (-1744) (-) m/z 67.05 100.00%

67.0

5000
1231 RN maa
150.1 12.00 12.20 12.40 12.60
1781 2202 263.2 294.2
0 m/z 81.05 88.56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

5000

12.00 12.I20 12.40 12.60
m/z 55.10  62.50%

123.0 1500

0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
67.0
41.0 e e
95.0 12.00 12.20 12.40 12.60
5000 m/z 95.05 62.01%
123.0
. 1500 1780 ,p30 2630 2940
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)- A AR RS S Ry
12.00 12.20 12.40 12.60
m/z 82.10  48.45%
5000

123.0 149.0 1750 262.0 294.0

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 : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100047.D

Aca On : 1 Nov 2017 16:57

Operator : SJ/JU

Sample : 16206-01 5X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 11-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.39 35.95 ng 1297250 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 83
2 8-0Octadecenoic acid. methvl ester 296 C19H3602 002345-29-1 76
3 11-Octadecenoic acid. methvl ester 296 C19H3602 052380-33-3 64
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 64
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 62

Abundance Scan 1752 (12.392 min): BF100047.D (-1750) (-) m/z 55.10 100.00%

5000

264.2 I TTrrT I Tr T I T I TrrT I T
1802 2222 12.00 12.20 12.40 12.60 12.80
0 296.3

m/z 74.00 77.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)-

139.1

12:00 12.20 12.40 12.60 12.80
m/z 69.10 76.95%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0
R e e e e R R
12.00 12.20 12.40 12.60 12.80
5000 g, 83.0 m/z 83.10 63.53%
: 264.0

110.0

222.0
137.0 180.0 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141291: 11-Octadecenoic acid, methyl ester REEREEEREEE S RSy
12.00 12.20 12.40 12.60 12.80
m/z 87.05 57.13%

5000

264.0

29.0 137.0 180.0 222.0

296.0

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 12.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF110117\
Data File : BF100047.D

Aca On : 1 Nov 2017 16:57

Operator : SJ/JU

Sample : 16206-01 5X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Methyl stearate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.47 5.81 ng 209603 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl stearate 298 C19H3802 000112-61-8 98
2 Heptadecanoic acid. 16-methvl-. ... 298 C19H3802 005129-61-3 94
3 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 90
4 Heptadecanoic acid. 15-methvl-., ... 298 C19H3802 054833-55-5 87
5 Heptadecanoic acid, methyl ester 284 C18H3602 001731-92-6 86
Abundance Scan 1765 (12.469 min): BF100047.D (-1763) (-) m/z 74.05 100.00%
74.0
5000 43.0
\ 143.1 P
97.1 199.1 255.2 12.20 12.40 12.60 12.80
o...,....,....|',..|-'..,'=!..l,'..~..,..'..,....1.7.1..1....'.... 2 "m/z 87.00  81.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #143131: Methyl stearate
74.0
5000 298.0 12,20 12.40 12,60 12.80
143.0 - - - - -
43.0 1990 2520 m/z 43.05 35.95%
diso | LT | ame, Lo L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
74.0
12.20 12.40 12.60 12.80
5000 m/z 55.05 25 .55%
28.0
143.0 255.0 298.0
. 510 101.0 171.0 1990 5o ¢
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107595: Pentadecanoic acid, methyl ester A mmE R
74.0 12,20 12.40 12.60 12.80
m/z 41.10 22 .78%
5000
43.0 143.0 256.0
18.0 H | 101.0 \ 1710 2130
0 ...‘,..‘..,....“,..“‘..,‘.l..‘,‘....,..‘..,....‘,..‘.. ek R W — I I, S
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

8270-BF102317.M Thu Nov 02 16:49:55 2017 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF110117\
Data File : BF100047.D

Acq On : 1 Nov 2017 16:57

Operator : SJ/JU

Sample : 16206-01 5X

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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 14.6 ng 337274 1 6.77 462167 20.0
Pentadecanoic aci... 11.68 14.1 ng 508821 4 11.31 721643 20.0
9,12-Octadecadien... 12.37 48.7 ng 1756460 4 11.31 721643 20.0
11-Octadecenoic a... 12.39 36.0 ng 1297250 4 11.31 721643 20.0
Methyl stearate 12 .47 5.8 ng 209603 4 11.31 721643 20.0
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