LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104027.D

Aca On : 28 Mar 2018 22:55

Operator : JU/SJ

Sample : J1754-15 5X

Misc :

ALS Vial : 21 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-BF032818.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

2.246 24 27 34 rVB3 22373 34905 3.89% 0.343%
5.187 524 527 533 rBvV2 7995 10576 1.18% 0.104%
619 rBvV2 81098 327206 36.50% 3.215%
6.604 764 768 788 rBV 132545 460643 51.38% 4._.526%
6.739 788 791 812 rVB 286278 529173 59.03% 5.199%
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6.969 826 830 849 rBvV 398298 644695 71.92% 6.334%
7.122 852 856 881 rVB 309875 450695 50.27% 4.428%
948 rBvY 119584 302743 33.77% 2.974%
8.245 1044 1047 1070 rBvV 646169 896460 100.00% 8.808%
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1 8.816 1140 1144 1146 rBV2 10129 9512 1.06% 0.093%
11 9.316 1225 1229 1238 rBV 602878 664496 74.12% 6.529%
12 9.380 1238 1240 1245 rVB2 27266 31431 3.51% 0.309%
13 9.463 1251 1254 1258 rVB4 7904 9319 1.04% 0.092%
14 9.710 1290 1296 1303 rBV2 32955 57858 6.45% 0.568%
15 9.863 1316 1322 1326 rBV6 11658 20912 2.33% 0.205%
16 9.910 1327 1330 1334 rVV 33598 30778 3.43% 0.302%
17 10.004 1342 1346 1359 rBvV 850666 890719 99.36% 8.751%
18 10.410 1412 1415 1418 rBV 45383 36140 4._.03% 0.355%
19 10.539 1433 1437 1439 rBV3 7408 10439 1.16% 0.103%
20 10.569 1439 1442 1445 rVB5 9657 13422 1.50% 0.132%
21 10.633 1449 1453 1456 rBV2 25559 32797 3.66% 0.322%
22 10.798 1477 1481 1493 rBV 200245 276277 30.82% 2.714%
23 10.886 1493 1496 1501 rVv2 43257 63244 7.05% 0.621%
24 11.098 1530 1532 1537 rVB6 8460 9983 1.11% 0.098%
25 11.333 1570 1572 1575 rBV 27972 25363 2.83% 0.249%
26 11.363 1575 1577 1586 rVB3 26818 29421 3.28% 0.289%
27 11.498 1597 1600 1612 rBV 614029 761802 84.98% 7.485%
28 11.580 1612 1614 1617 rVB3 13696 12135 1.35% 0.119%
29 11.763 1642 1645 1648 rVB 26731 22791 2.54% 0.224%
30 11.868 1660 1663 1667 rBV 182294 159183 17.76% 1.564%
31 12.004 1683 1686 1688 rBV3 16506 18000 2.01% 0.177%
32 12.027 1688 1690 1697 rVV6 14057 19629 2.19% 0.193%
33 12.080 1697 1699 1701 rVV3 10394 10048 1.12% 0.099%
34 12.116 1703 1705 1708 rVV3 15652 19128 2.13% 0.188%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104027.D

Aca On : 28 Mar 2018 22:55

Operator : JU/SJ

Sample : J1754-15 5X

Misc :

ALS Vial : 21 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-BF032818_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 12.168 1712 1714 1717 rVB 18357 16331 1.82% 0.160%

36 12.557 1776 1780 1782 rBV 765553 728475 81.26% 7.157%
37 12.574 1782 1783 1791 rVB2 416960 378468 42.22% 3.718%
38 12.663 1795 1798 1802 rVB 80846 81057 9.04% 0.796%
39 12.721 1804 1808 1811 rBV 78205 89203 9.95% 0.876%
40 12.951 1841 1847 1853 rBV2 95324 159180 17.76% 1.564%

41 13.080 1865 1869 1878 rBVY 487866 473897 52.86% 4 ._.656%
42 13.633 1960 1963 1965 rBVY 52888 49452 5.52% 0.486%
43 13.962 2017 2019 2022 rVB3 63203 50843 5.67% 0.500%
44 14.157 2048 2052 2061 rVB 580532 718431 80.14% 7.059%
45 15.698 2311 2314 2327 rVB 326324 540933 60.34% 5.315%

Sum of corrected areas: 10178193
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104027.D

Aca On : 28 Mar 2018 22:55

Operator : JU/SJ

Sample : J1754-15 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

ASP BNA STANDARDS FOR 5 POINT

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M

CALIBRATION

Abundance
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2.25
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0
Time-->
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0

10,00
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12.56
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Time-->
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Time-->
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104027.D

Aca On : 28 Mar 2018 22:55

Operator : JU/SJ

Sample : J1754-15 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 unknown6.74 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.74 16.42 ng 529173 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
Abundance Scan 791 (6.739 min): BF104027.D (-788) (-) m/z 131.95 100.00%

132
5000 68

% R e e N  ERmma
40 |

6.40 6.60 6.80 7.00
Ob el I7 87 L R06 N "m/z 68.00  36.50%

m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
67

5000 e
a1 o7 6.40 6.60 6.80 7.00

53 7 m/z 134.00 32.56%
“‘ AN ‘\ Il

79 ‘
by B8 206
m/z--> 40 60 80 100 120 140 160 180
Abundance
57 132

74 6.40 6.60 6.80 7.00
5000 9g 116 m/z 65.95 23.04%

0 89 107 158 189
T T T T T T e T T T T T T T T T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine

132

6.40 6.60 6.80 7.00
m/z 96.00 14 .42%

5000
104
65
39 51 78
0 i el i 9 | 117 \

m/z--> 40 60 80 100 120 140 160 180 6.40 6. 60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104027.D

Aca On : 28 Mar 2018 22:55

Operator : JU/SJ

Sample : J1754-15 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.
11.87 4.18 ng 159183 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid. 14-methvl-. ... 270 C17H3402 005129-60-2 96
3 Tridecanoic acid. methvl ester 228 C14H2802 001731-88-0 90
4 Pentadecanoic acid. methvl ester 256 C16H3202 007132-64-1 80
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 74
Abundance Scan 1663 (11.868 min): BF104027.D (-1660) (-) m/z 74.00 100.00%
74
5000
43
’ o7 149 120 | 227 11,60 11.80 12,00 12.20
111 171185199213 | 241 270 : : : :
0...,....,|'...:|',..|‘..,':...','..‘..,..'..,|...1?,7....,.... e VAL 2D Tw/z 87.00  70.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #119408: Hexadecanoic acid, methy! ester
74
5000 LI B SULRLLN SR B
43 11,60 11.80 12.00 12.20
7 143 m/z 43.05 27 .58%
. TM || 88101115129 | 157171185109913227 541 270
O 0 P MM M et s
Abundance
74
11,60 11.80 12,00 12.20
5000 43 m/z 55.05 22 .33%

29 57
97 111 1291%3157171185199213227 047 270

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #84483: Tridecanoic acid, methyl ester AR EEEEEEEEE

74 11.60 11.80 12.00 12.20
m/z 41.05 19.38%

5000
43 143
185
obis 22 | 7)) $0s'? | T 22

R R B RS BANAAEARRRREES LR R R

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104027.D

Aca On : 28 Mar 2018 22:55

Operator : JU/SJ

Sample : J1754-15 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

12.56 19.13 ng 728475  Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.12-Octadecadienoic acid. methv... 294 C19H3402 002566-97-4 99
.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
.15-Octadecadienoic acid. methy... 294 C19H3402 017309-05-6 99
0,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
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Abundance Scan 1781 (12.563 min): BF104027.D (-1776) (-) m/z 67.00 100.00%

5000

12.20 12.40 12.60 12.80

01 m/z 81.10 88.55%
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

5000 R R e e e e
1220 1240 1260 12.80
m/z 55.10 66.02%
o I 135150 478 262 294
A RamnaTaS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67
B e
M 95 12.20 12.40 12.60 12.80
5000 m/z 95.05 62.64%
110
15 135150 263 294

o 178 196 220 237

mmﬂmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139707: 8,11-Octadecadienoic acid, methyl ester T T
12.20 12.40 12.60 12.80

m/z 41.05 46.78%

5000

294

263

178193 220 p37

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032818\
Data File : BF104027.D

Aca On : 28 Mar 2018 22:55

Operator : JU/SJ

Sample : J1754-15 5X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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-Octadecenoic acid (Z)-, m... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

12.57 9.94 ng 378468 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenoic acid (2)-. methvl... 296 C19H3602 000112-62-9 93
2 9-Octadecenoic acid. (BE)- 282 C18H3402 000112-79-8 72
3 14-Pentadecenoic acid 240 C15H2802 017351-34-7 64
4 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 64
5 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 64

Abundance Scan 1782 (12.568 min): BF104027.D (-1782) (-)

5000

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141302: 9-Octadecenoic acid (2)-, methyl ester

5000

04
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
83
5000

111
264
137152 180 pp7222 246 | 282

m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94120: 14-Pentadecenoic acid
55

5000

29

ol

o LIN—
miz-> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300




