LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM040317\
Data File : BM009509.D

Aca On : 03 Apr 2017 20:29

Operator : SJ/MA

Sample = 12494-09

Misc :

ALS Vial : 12 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 M\METHODS\8270-BM032217 .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 4.969 315 320 329 rBV 119586 176231 1.58% 0.355%
2 5.422 390 397 409 rBVY 1529518 2227013 19.97% 4 .485%
3 7.004 658 666 678 rBV 968412 1568788 14.07% 3.159%
4 7.375 722 729 738 rBVY 2544534 3953948 35.45% 7.963%
5 7.845 802 809 815 rBV 530275 847329 7.60% 1.706%

8.163 853 863 872 rBV 1948424 3105990 27.85% 6.255%
9.010 999 1007 1016 rBV 1940224 3189665 28.60% 6.423%
10.639 1276 1284 1292 rBV 671607 1164086 10.44% 2.344%
54248 120810 1.08% 0.243%
13.104 1696 1703 1709 rBV 4369624 6224483 55.81% 12.535%
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11 13.704 1802 1805 1810 rVB5 81614 132485 1.19% 0.267%
12 14.486 1932 1938 1950 rBV2 951677 1591706 14.27% 3.205%
13 15.309 2075 2078 2083 rVB5 105681 146522 1.31% 0.295%
14 15.980 2186 2192 2204 rBV 4128879 5962329 53.46% 12.007%
15 16.356 2254 2256 2261 rVB6 95808 132119 1.18% 0.266%

16 17.239 2401 2406 2411 rVB 1400647 1899517 17.03% 3.825%
17 18.121 2552 2556 2563 rBV 318607 500843 4._.49% 1.009%
18 19.397 2769 2773 2781 rBV3 288937 497194 4._46% 1.001%
19 19.856 2846 2851 2857 rVB 9010144 11152688 100.00% 22.460%
20 21.103 3060 3063 3070 rVvB4 213136 250789 2.25% 0.505%

21 21.415 3111 3116 3122 rBV 2012675 2488177 22.31% 5.011%
22 23.738 3504 3511 3520 rVB 1189844 2324019 20.84% 4_.680%

Sum of corrected areas: 49656731
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1I\BNA M\DATA\BM040317\
Data File : BM0O09509.D

Aca On : 03 Apr 2017 20:29

Operator : SJ/MA

Sample : 12494-09

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA M\METHODS\8270-BM032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

8000000

6000000

4000000

2000000

5.42

4.97

TIC: BM009509.D

7.37

7.00
7.85

8.16

9.01

10.64

0
Time-->

6.50

3.50 4.00 4.50

5.00 550 6.00

7.00 7.50

8.00

8.50

9.00

I
9.50

I I
10.00 10.50 11.00 11.50

Abundance

8000000

6000000

4000000

2000000

13.10

13.70

12.57

TIC: BM009509.D

15.98

18.12
A

19.40
.

19.86

L

Time-->

ok

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

8000000

6000000

4000000

2000000

21.41

21.10
A

TIC: BM009509.D

0
Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA M\DATA\BMO040317\
BMO09509.D

03 Apr 2017 20:29

SJ/MA

12494-09

12 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

R.T. EstConc

1 2-Pentano
2 Diacetami
3 2.3-Butan

1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 4

Area Relative to ISTD R.T.
16 ng 176231 1,4-Dichlorobenzene-d4 7.85
Tentative ID MW  MolForm CAS# Qual
ne. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
de 101 C4H7NO2 000625-77-4 38
edione. monooxime 101 C4H7NO2 000057-71-6 25
1-ethoxv-2-methvl- 102 C6H140 000627-02-1 25

4 Propane.

5 2-Furanmethanol,

tetrahydro-.alp... 238 C15H2602

026184-88-3 12

m/z 43.05 100.00%

4.60 4.80 5.00 5.20 5.40

m/z 59.10 58.11%

4.60 4.80 5.00 5.20 5.40

m/z 101.10

13.78%

Abundance Scan 320 (4.969 min): BM009509.D (-315) (-)
43.0
5000
101.1
o 6p.0 832 | 221.0
N L o B e R R E s e s S o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
oL 260 | eoo 8301010
T L o e B e L AL I e e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
5000
73.0
101.0
26.0
O T T T e T T e T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3950: 2,3-Butanedione, monooxime
43.0
5000
101.0
150
.|, 60.0 840
0”..“..w..”,.”.,”..“..w..”,.”. R e
m/z--> 60 80 100 120 140 160 180 200 220

4.60 4.80 5.00 5.20 5.40

m/z 58.10 13.70%

4.60 4.80 5.00 5.20 5.40

m/z 40.95 8.75%

4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM040317\
Data File : BM009509.D

Aca On : 03 Apr 2017 20:29

Operator : SJ/MA

Sample = 12494-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 93.33 ng 3953950 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
2 1.3-Cyclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 10

Abundance Scan 728 (7.369 min): BM009509.D (-722) (-) m/z 132.00 100.00%
13p.0
68.1
5000
96.1 B SRR A L RS
40.0 51 2070 7.00 7.20 7.40 7.60 7.80
0 : B I o e e m/z 68.10 59.09%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 U A SR L
7.00 7.20 7.40 7.60 7.80
70.0 m/z 66.00 42 .97%
310 g5
0""'|l"*'l"""‘|"""|"l'1§|0"'|""|""|""|"'
m/z--> 40 60 80 100 120 140 160 180 200
Abundance
132.0
SRS RIS RS LA
7.00 7.20 7.40 7.60 7.80
5000 m/z 134.00 32.39%
69.0
39.0
. s4lo 89.0 105.0
m/z--> 45 éo 85 160 150 1&0 1&0 1é0 260
Abundance #48639: Tranylcypromine-propionyl R L S REam
57.0 132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.05 26.53%
74.0
5000 98.0 116.0
0||||||||‘|‘|‘|‘||‘|h|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]:8|9.|0|||||| T RS EEEE R
m/z--> 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60 7.80

8270-BM032217 .M Tue Apr 04 17:38:47 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM040317\
Data File : BM009509.D

Aca On : 03 Apr 2017 20:29

Operator : SJ/MA

Sample = 12494-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.12 5.27 ng 500843 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 81
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 53
5 Tetradecanoic acid 228 C14H2802 000544-63-8 50
Abundance Scan 2556 (18.121 min): BM009509.D (-2552) (-) m/z 73.05 100.00%
43.0 , 730
5000 129.1
17.80 18.00 18.20 18.40
0 m/z 60.00 89.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0
17.80 18.00 18.20 18.40
213.0 m/z 43.05 85.04%
‘ 157.0 185.0
0 RN I‘l . "i‘l"""ul .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 17.80 18.00 18.20 18.40
5000 129.0 m/z 41.10 76 .51%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37193: n-Decanoic acid R Al BA e
60.0 17.80 18.00 18.20 18.40
m/z 55.10 65.77%
5000 129.0
29.0 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM040317\
Data File : BM009509.D

Aca On : 03 Apr 2017 20:29

Operator : SJ/MA

Sample = 12494-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5
R.T. EstConc Area Relative to ISTD R.T.
19.40 4.00 ng 497194 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 n-Decanoic acid 172 C10H2002 000334-48-5 58
Abundance Scan 2773 (19.397 min): BM009509.D (-2769) (-) m/z 73.00 100.00%
5000
185.2 241.2 RIS U SN I
21327 2843 45703558 19.00 19.20 19.40 19.60 19.80
(o} - : m/z 43.05 92.08%
m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 s N M e
mmmmwmwmwm
1850 o4y 2840 m/z 57.10 87.46%
101.
0%59& H\I | whhlhﬁfo\lk F30, J,‘.. w“ ——
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 73.0
19.00 19.20 19.40 19.60 19.80
5000 m/z 41.10 84 .86%
1290 242.0
101.0 171.0199'0
O e T T e e T
m/z--> 55 160 150 200 250 300 3%0
Abundance #65566: Tridecanoic acid A B o
73.0 19.00 19.20 19.40 19.60 19.80
m/z 60.00 84 .79%
43.0
5000
129.0
‘ 1710 5149
0]:519“I{I\lell}l mlqﬂ- |‘ \H \IIII{III — T |||||| —TT — T —TT —TT —T
m/z--> 50 50 200 250 300 350 mmmmwmwmwm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM040317\
Data File : BM009509.D

Aca On : 03 Apr 2017 20:29

Operator : SJ/MA

Sample = 12494-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 5-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.10 2.02 ng 250789 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 97
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 93
3 17-Pentatriacontene 491 C35H70 006971-40-0 87
4 1-Nonadecene 266 C19H38 018435-45-5 87
5 Cycloeicosane 280 C20H40 000296-56-0 86
Abundance Scan 3062 (21.097 min): BM009509.D (-3060) (-) m/z 55.10 100.00%
59,1
5000
1471 10392372 2811 3550 4290 4750 20.80 21.00 21.20 21.40
Obrathy m/z 43.10 92.79%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #106398: 5-Eicosene, (E)-
55.0
5000 0 LSRN U BN B
20.80 21.00 21.20 21.40
m/z 57.10 85.67%
oLl 190 1e20zm0 2000
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
57.0
97.0 20,80 21.00 21.20 21.40
5000 m/z 69.10 71.40%
0 139.0 182.0 224.0 280.0
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #168066: 17-Pentatriacontene A Emma s e
43.0 20.80 21.00 21.20 21.40
m/z 41.10 58.61%
5000 83.0
. | J‘ 1250 167 0 2100 267.0307.0 490.0
m/z--> 50 100 150 200 250 300 350 400 450 ' 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM040317\
Data File : BM009509.D

Acq On : 03 Apr 2017 20:29

Operator : SJ/MA

Sample : 12494-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4_97 4.2 ng 176231 1 7.85 847329 20.0
unknown? .37 7.37 93.3 ng 3953950 1 7.85 847329 20.0
n-Hexadecanoic acid 18.12 5.3 ng 500843 4 17.24 1899520 20.0
Octadecanoic acid 19.40 4.0 ng 497194 5 21.41 2488180 20.0
5-Eicosene, (E)- 21.10 2.0 ng 250789 5 21.41 2488180 20.0
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