LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\

Data File : BF096348.D

Aca On : 30 Jun 2017 20:48 Instrument :

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

3?22'6 : 13959-07 5X BU-03-062717-C

ALS Vial : 25 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-BF062717 .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 4.940 481 485 491 rBV 103190 101126 5.41% 0.655%
2 5.363 553 557 561 rVB 847521 720089 38.49% 4.663%
3 6.381 726 730 736 rVB 967269 752652 40.23% 4.874%
4 6.522 750 754 758 rBV 898986 735750 39.33% 4.764%
5 6.757 790 794 798 rBVY 1130149 950087 50.79% 6.152%
6 6.916 817 821 824 rBV 582741 517184 27 .65% 3.349%
7 7.310 884 888 891 rBV 517233 420906 22.50% 2.726%
8 7.733 956 960 963 rBV 29364 28797 1.54% 0.186%
9 8.039 1007 1012 1016 rBvV 1511853 1291848 69.06% 8.365%
10 9.116 1190 1195 1198 rBV 914548 712969 38.11% 4.617%
11 9.210 1207 1211 1214 rBV3 22745 22426 1.20% 0.145%
12 9.380 1236 1240 1245 rBV 26249 27259 1.46% 0.177%
13 9.451 1248 1252 1255 rBV3 17668 22393 1.20% 0.145%
14 9.510 1259 1262 1264 rBV 111322 98380 5.26% 0.637%
15 9.792 1305 1310 1314 rBVvV2 1297941 1152732 61.62% 7 .465%
16 9.822 1314 1315 1318 rVB 28446 22302 1.19% 0.144%
17 9.998 1341 1345 1347 rVB 31270 26716 1.43% 0.173%
18 10.239 1383 1386 1388 rVB 30151 23825 1.27% 0.154%
19 10.574 1439 1443 1447 rVB 414268 335116 17.91% 2.170%
20 10.710 1463 1466 1468 rBV2 33086 32131 1.72% 0.208%
21 11.157 1539 1542 1546 rBV2 24590 26833 1.43% 0.174%
22 11.274 1558 1562 1564 rBV 952302 852524 45.57% 5.521%
23 11.292 1564 1565 1568 rVvVv 100786 75818 4 .05% 0.491%
24 11.345 1572 1574 1577 rVB 27282 21561 1.15% 0.140%
25 11.680 1627 1631 1634 rVB 558969 494906 26.46% 3.205%
26 11.804 1649 1652 1656 rBV2 92724 84131 4 _.50% 0.545%
27 11.880 1663 1665 1668 rBV 24534 23260 1.24% 0.151%

28 12.363 1743 1747 1749 rBV 2097815 1870697 100.00% 12.114%
29 12.380 1749 1750 1757 rVB 1228486 1094060 58.48% 7.085%
30 12.468 1762 1765 1771 rBV2 317324 415577 22.22% 2.691%

31 12.592 1783 1786 1791 rVB5 31155 34069 1.82% 0.221%
32 12.704 1801 1805 1809 rVB 143225 155746 8.33% 1.009%
33 12.851 1827 1830 1834 rBV 498569 479877 25.65% 3.107%
34 13.039 1859 1862 1864 rBV3 19733 20782 1.11% 0.135%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096348.D

Aca On : 30 Jun 2017 20:48

Operator : SJ/MA

Sample : 13959-07 5X

Misc :

ALS Vial : 25 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-BF062717 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 13.104 1870 1873 1877 rBV3 34695 42323 2.26% 0.274%
36 13.192 1886 1888 1891 rVB3 24720 23320 1.25% 0.151%
37 13.304 1903 1907 1908 rBV3 25592 34012 1.82% 0.220%
38 13.615 1958 1960 1963 rVB2 50170 40181 2.15% 0.260%
39 13.757 1982 1984 1990 rVB3 54695 54309 2.90% 0.352%

40 13.904 2004 2009 2012 rBV 964079 954260 51.01% 6.179%
41 13.927 2012 2013 2015 rVB 54262 26611 1.42% 0.172%
42 15.321 2246 2250 2254 rBV2 529630 623079 33.31% 4_.035%

Sum of corrected areas: 15442624
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF063017\

BF096348.D

30 Jun 2017 20:48

SJ/MA

13959-07 5X

25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096348.D

Aca On : 30 Jun 2017 20:48

Operator : SJ/MA

Sample : 13959-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4.94 2.13 ng 101126 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 Diacetamide 101 C4H7NO2 000625-77-4 7
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 7

Abundance Scan 485 (4.940 min): BF096348.D (-481) (-) m/z 42.95 100.00%
43.0
5000 59.0
| mo 750 4k 50 550 |
R e o o e e e m/z 59.00 47 .65%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LS AR R R
59.0 460 480 500 520
0
150 a0 1010 m/z 101.00 15.22%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520
5000 m/z 58.00 14 .50%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime R EEma s L Ay
43.0 4.60 4.80 5.00 5.20
m/z 41.10 7.65%
5000
101.0
150 310 | %80 g9 g0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096348.D

Aca On : 30 Jun 2017 20:48

Operator : SJ/MA

Sample : 13959-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.52 Concentration Rank 3

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

6.52 15.49 ng 735750 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 754 (6.522 min): BF096348.D (-750) (-) m/z 132.00 100.00%
132.0
5000 68.1
40.0 540 9.0 6.20 640 6.60 6.80
0 B E e m/z 68.10 38.04%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 BN REEE SRRSE RRARE
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.00%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.20 640 6.60 6.80
5000 67.0 m/z 66.00 24.72%
41.0 97.0
117.0
54,0 81.0
L B S L W W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propiony! N RN SRR
57.0 132.0 6.20 6.40 6.60 6.80
m/z 96.00 14 .75%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R ERE
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:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096348.D

Aca On : 30 Jun 2017 20:48

Operator : SJ/MA

Sample : 13959-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Methyl tetradecanoate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.68 11.61 ng 494906 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Methvl tetradecanoate 242 C15H3002 000124-10-7 93
2 Hexadecanoic acid. methvl ester 270 C17H3402 000112-39-0 91
3 Dodecanoic acid. 10-methvl-. met... 228 C14H2802 005129-65-7 87
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 1631 (11.680 min): BF096348.D (-1627) (-) m/z 74.00 100.00%
74.0
5000 43.0
‘ 143.1 227.2 11,40 11.60 11.80 12.00
97.1 185.2 : : : : :
0 ...,....~,'...'!|1,.~.|-..,':...~,'...1.2,1.9..,|.... b 02 | m/z 87.00  71.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95860: Methyl tetradecanoate
74.0
5000 L B SUL LN B
43.0 11,40 11.60 11.80 12.00
m/z 43.00 39.98%
0 ‘ \h@@nwﬁﬂﬂmlwo 242.0
m/z--> ﬁo Jo éo 80 100 120 140 160 180 200 220 250 260
Abundance
74.0
11,40 11.60 11.80 12.00
m/z 54.95 29.85%
5000 430 (
15.0 97.0 1510 %30  1gsp 2270 2700
o} ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84513: Dodecanoic acid, 10-methyl-, methyl ester R b BamE B
74.0 11.40 11.60 11.80 12.00
m/z 41.00 26 .03%
5000 41.0
97.0 1430 150 228.0
OIIWI”IwI”hJW‘thhlﬂﬁ?nlﬂﬁn PO TR N R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11,40 11.60 11.80 12.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096348.D

Aca On : 30 Jun 2017 20:48

Operator : SJ/MA

Sample : 13959-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 9,12-Octadecadienoic acid (... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.36 43.89 ng 1870700 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.12-Octadecadienoic acid (Z.2)-... 294 C19H3402 000112-63-0 99
2 10.13-0Octadecadienoic acid. meth... 294 C19H3402 056554-62-2 99
3 Methvl 10-trans.l2-cis-octadecad... 294 C19H3402 1000336-44-2 99
4 8.11-Octadecadienoic acid. methv... 294 C19H3402 056599-58-7 99
5 9,12-0Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99

Abundance Scan 1747 (12.363 min): BF096348.D (-1743) (-) m/z 67.00 100.00%

67.0

5000

12.00 12.20 12.40 12.60

123.1 150.1

178.2 220.2 262.2 294.3

0 m/z 81.10 83.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139724: 9,12-Octadecadienoic acid (Z,2)-, methyl ester
67.0

5000

12.00 12.20 12.40 12.60
m/z 55.00 80.46%

123.0 150.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
67.0
T T
40 95.0 12.00 12.20 12.40 12.60
5000 m/z 41.05 64 .84%
294.0
123.0
150.0 1780 290.0 263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #139709: Methyl 10-trans, 12-cis-octadecadienoate

12.00 12.20 12.40 12.60
m/z 95.10 58.90%

5000
294.0

1230 1500 1780 5500 2630

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF063017\
Data File : BF096348.D

Aca On : 30 Jun 2017 20:48

Operator : SJ/MA

Sample : 13959-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 12-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.38 25.67 ng 1094060 Phenanthrene-d10 11.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 12-Octadecenoic acid. methvl ester 296 C19H3602 056554-46-2 99
2 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
3 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
4 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 98
5 cis-13-0ctadecenoic acid, methyl... 296 C19H3602 1000333-58-3 96
Abundance Scan 1750 (12.380 min): BF096348.D (-1749) (-) m/z 55.00 100.00%
.0
5000 M\A
137.1 ) 2222 264.2 12. 00 12. 20 12. 40 12. 60
o 189.2 2963 | 177 41.00  67.75%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141284: 12-Octadecenoic acid, methyl ester

5000

12.00 12.20 12.40 12.60
m/z 69.10  45.84%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55.0

12. OO 12. 20 12. 40 12.60

5000 83.0 m/z 43.05 45.72%
29.0 1110 264.0
" 1380 1800 2220 296.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141285: 10-Octadecenoic acid, methyl ester T T T T

12.00 12.20 12.40 12.60
m/z 74.00 40.78%

|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. OO 12. 20 12. 40 12. 60

5000
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063017\
Data File : BF096348.D

Acq On : 30 Jun 2017 20:48

Operator : SJ/MA

Sample - 13959-07 5X

Misc :

ALS Vial : 25 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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... 4.94 2.1 ng 101126 1 6.76 950087 20.0
unknown6 .52 6.52 15.5 ng 735750 1 6.76 950087 20.0
Methyl tetradecan... 11.68 11.6 ng 494906 4 11.27 852524 20.0
9,12-Octadecadien... 12.36 43.9 ng 1870700 4 11.27 852524 20.0
12-Octadecenoic a... 12.38 25.7 ng 1094060 4 11.27 852524 20.0
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