LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\

Data File : BF095033.D

Aca On : 9 May 2017 21:11 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13014-05 Gt
Misc i RAV-MW-11
ALS Vial : 10 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-BF050217 .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

5.013 519 523 535 rBvV 28349 62067 2.19% 0.340%
5.648 628 631 656 rBvY 441384 973084 34.36% 5.334%
rBv 235587 567146 20.03% 3.109%
7.366 919 923 943 rVB 1429925 2065611 72.95% 11.323%
7.707 977 981 992 rBV 412236 500671 17.68% 2.745%
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7.942 1017 1021 1036 rBV 1381041 1743955 61.59% 9.560%
8.607 1129 1134 1163 rBV 1090458 1525605 53.88% 8.363%
9.731 1320 1325 1347 rBV 504956 720578 25.45% 3.950%
11.507 1621 1627 1640 rBV 2187940 2831732 100.00% 15.523%
12.201 1742 1745 1751 rVB 23927 30724 1.08% 0.168%

=
QO ~NO®

11 12.560 1801 1806 1817 rBV2 551743 803886 28.39% 4.407%
12 13.748 2005 2008 2014 rBV 64809 75959 2.68% 0.416%
13 13.854 2021 2026 2040 rBV 1048746 1651231 58.31% 9.052%
14 14.960 2210 2214 2222 rVB 566641 743707 26.26% 4._077%
15 15.948 2378 2382 2391 rBV 240895 352832 12.46% 1.934%

16 17.036 2563 2567 2574 rBV 407939 574342 20.28% 3.148%
17 17.289 2606 2610 2618 rBV 1625919 1952680 68.96% 10.704%

18 18.636 2836 2839 2847 rVB 387015 537306 18.97% 2.945%
19 20.306 3119 3123 3135 rVB 375132 529280 18.69% 2.901%

Sum of corrected areas: 18242396
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\
Data File : BF095033.D

Aca On : 9 May 2017 21:11

Operator : SJ/MA

Sample : 13014-05

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF095033.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\
Data File : BF095033.D

Aca On : 9 May 2017 21:11

Operator : SJ/MA

Sample : 13014-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5

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

5.01 2.48 ng 62067 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 32
3 3-Heptanol 116 C7H160 000589-82-2 9
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
5 2-Propanone, 1-(1-methylethoxy)- 116 C6H1202 042781-12-4 9

Abundance Scan 522 (5.007 min): BF095033.D (-519) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 wﬂ+*+qﬂ~*+piiﬁﬁ$*ﬁqw
| 460 4.80 5.00 5.20 5.40
ottt e e m/z 59.00 53.05%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 ok 2o by 520 Sh0
0
150 a0 1010 m/z 101.00 21.68%
0"W'm'l”“““'”ﬂ”'W"”I”'W"”?iq'v'”m”"P'”I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
43.0
460 480 500 520 540
5000 m/z 58.00 14 .45%
101.0
15.0 58.0
0 28.0 69.0  84.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8320: 3-Heptanol e
54.0 460 480 500 520 5.40
69.0 m/z 41.10 8.48%
5000 310 40
87.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\
Data File : BF095033.D

Aca On : 9 May 2017 21:11

Operator : SJ/MA

Sample : 13014-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_.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 unknown7.37 Concentration Rank 1

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

7.37 82.51 ng 2065610 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 924 (7.372 min): BF095033.D (-919) (-) m/z 132.00 100.00%
132.0
5000
68.1
0oseo || B0 Lo J LR S P oo
O L o A e N m/z 68.10 34 .65%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i T ih T e
410 o . m/z 134.00  32.96%
oLl .S:L’.Ol...?’:ll.?...l — "‘I i .H. e
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
B0 700 720 740 70 780
5000 ' m/z 66.00 21.25%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 96.00 13.76%
74.0
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| A RERRS e
m/z--> 40 60 80 100 120 140 160 180 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\
Data File : BF095033.D

Aca On : 9 May 2017 21:11

Operator : SJ/MA

Sample : 13014-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4
R.T. EstConc Area Relative to ISTD R.T.

15.95 9.49 ng 352832 Phenanthrene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tridecanoic acid 214 C13H2602 000638-53-9 74

Abundance Scan 2382 (15.948 min): BF095033.D (-2378) (-) m/z 73.05 100.00%

430 730
5000 .

157.1 1g5p 2132

256.2 15.60 15.80 16.00 16.20

0 m/z 60.00 84 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 1290 Y LA L L L L L L B

15. 60 15. 80 16. 00 16.20

83.0 0
1570 1g50 2130 256.0 m/z 43.05 83.79%
[0} 4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
R R
15.60 15.80 16.00 16.20
5000 129.0 m/z 57.05 72 .25%
97.0 199.0
157.0 242.0
0 15.0 177.0
IR RS o e e e e R N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid A B
73.0 15.60 15.80 16.00 16.20
43.0 m/z 55.00 69.44%
o T ‘/‘W/LM
0 15.0
- IIIIIIIIIIIIIIIIIII
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050917\
Data File : BF095033.D

Aca On : 9 May 2017 21:11

Operator : SJ/MA

Sample : 13014-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF050217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.04 21.38 ng 574342 Chrysene-di12 18.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 60
5 Tridecane, 2-methyl- 198 C14H30 001560-96-9 25

Abundance Scan 2568 (17.042 min): BF095033.D (-2563) (-) m/z 73.00 100.00%

43.0 730
5000 129.1

16.80 17.00 17.20 17.40

0 m/z 43.05 90.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131259: Octadecanoic acid
43.0 73.0
5000 LA L L L L LB
16.80 17.00 17.20 17.40
m/z 57.05 84 .84%
ob2dl
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
R R N EAEEE RS
43.0 16.80 17.00 17.20 17.40
5000 m/z 60.00 83.42%

129.0
185.0 228.0

157.0

97.0

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #39474: n-Decanoic acid

73.0 16.80 17.00 17.20 17.40

m/z 55.05 62.09%
129.0
5000
43.0
\ 4190 1720
LRSS 1 L N R e S e

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050917\
Data File : BF095033.D

Acq On : 9 May 2017 21:11

Operator : SJ/MA

Sample - 13014-05

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .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]
2-Pentanone, 4-hy... 5.01 2.5 ng 62067 1 7.71 500671 20.0
unknown? .37 7.37 82.5 ng 2065610 1 7.71 500671 20.0
n-Hexadecanoic acid 15.95 9.5 ng 352832 4 14.96 743707 20.0
Octadecanoic acid 17.04 21.4 ng 574342 5 18.64 537306 20.0
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