LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\

Data File : BF094996.D

Aca On : 8 May 2017 23:50 Instrument :
Operator : SJ/MA BNA_F

Sample  : 13034-01 O Sk
Misc i DRUM-1-6-COMP
ALS Vial : 15 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
1 5.019 521 524 548 rBV 129394 256330 11.77% 1.324%
2 5.654 628 632 658 rBY 1392930 2142325 98.36% 11.065%
3 7.254 899 904 919 rBVY 1516645 2166817 99.48% 11.192%
4 7.372 919 924 944 rVB 1600836 2178041 100.00% 11.250%
5 7.713 978 982 991 rBV 434175 503370 23.11% 2.600%
6 7.948 1017 1022 1036 rBVY 1284924 1557695 71.52% 8.046%
7 8.613 1130 1135 1159 rBV 958776 1289108 59.19% 6.658%
8 9.730 1321 1325 1338 rBV 532783 745967 34.25% 3.853%
9 11.507 1622 1627 1641 rBVY 1796364 2095524 96.21% 10.824%
10 12.201 1740 1745 1752 rBvV 113724 149820 6.88% 0.774%
11 12.560 1801 1806 1819 rBV2 580199 851741 39.11% 4 _.399%
12 13.407 1945 1950 1955 rBvV 55586 64827 2.98% 0.335%
13 13.766 2001 2011 2014 rBvV3 18663 37751 1.73% 0.195%
14 13.854 2021 2026 2042 rBvV 952462 1377335 63.24% 7.114%
15 14.177 2077 2081 2084 rBvV 61055 73225 3.36% 0.378%
16 14.495 2127 2135 2141 rBV6 9927 23311 1.07% 0.120%
17 14.913 2201 2206 2209 rBvV 34324 42288 1.94% 0.218%

18 14.960 2209 2214 2228 rVB 549697 789814 36.26% 4._.080%
19 15.930 2375 2379 2387 rBv2 110536 152599 7.01% 0.788%

20 16.559 2483 2486 2492 rBV6 16001 23802 1.09% 0.123%
21 16.707 2508 2511 2515 rBvV4 19999 25849 1.19% 0.134%
22 16.907 2541 2545 2548 rBV4 16010 29166 1.34% 0.151%
23 17.018 2561 2564 2568 rBV3 42536 52321 2.40% 0.270%
24 17.212 2593 2597 2600 rBV5 21277 28922 1.33% 0.149%

25 17.289 2605 2610 2619 rVB 1434763 1633235 74.99% 8.436%

26 17.483 2639 2643 2644 rBV4 16788 22992 1.06% 0.119%
27 18.636 2835 2839 2844 rBV 432388 531404 24.40% 2.745%
28 20.300 3118 3122 3131 rVB 403654 514938 23.64% 2.660%

Sum of corrected areas: 19360517
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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\BF050817\

BF094996.D

8 May 2017 23:50

SJ/MA

13034-01

15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF050217_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF094996.D
7.37
1500000 "2
5.65
7.95
1000000 8.61
500000 7.71
5.02
O e LA e o e B L e e e o e L e L B e o e e o LA e i
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00
Abundance TIC: BF094996.D
11151
1500000
1000000 13.85
9.73 12.56 14.96
500000
12.20 15.93
. 1341 1#@&8 14.49 1491 16.56.7
Time-->  9.50 10.00  10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50  15.00 15.50 16.00 16.50
Abundance TIC: BF094996.D
1500000 17.29
1000000
18.64 2030
500000
Time--> 17.00 17.50 18.00  18.50 19.00 19.50 20.00  20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094996.D

Aca On : 8 May 2017 23:50

Operator : SJ/MA

Sample : 13034-01

Misc :

ALS Vial : 15 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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.02 10.18 ng 256330 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 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 43
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 35
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28

Abundance Scan 524 (5.019 min): BF094996.D (-521) (-) m/z 43.00 100.00%
43.0
59.0
5000
o A A
83.0 : : : : :
o...,....,....,....-,':.-.?,1.0..],....,....,....,....,....,. m/z 59.00 62.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S U L
4.60 4.80 500 5.20 5.40
59.0 1010 m/z 101.00 22.10%
0 270 | 510 ‘ 6900 830910 ]
miz--> 1 20 30 40 % 60 70 8 % 100 110
Abundance
43.0
460 4.80 500 520 5.40
5000 m/z 58.10 16.37%
101.0
o150 310 58.0 690 86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester T EEamn RAS LT R
43.0 4.60 4.80 500 5.20 5.40
m/z 41.10 9.86%
57.0
5000
20.0 101.0
oL 0 ‘ 73.0 83.0 Y
miz--> B % B b % e D % % 16 10| | ab0 450 50 550 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF050817\
Data File : BF094996.D

Aca On : 8 May 2017 23:50

Operator : SJ/MA

Sample : 13034-01

Misc :

ALS Vial : 15 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 86.54 ng 2178040 1,4-Dichlorobenzene-d4 7.71
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 27
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 924 (7.372 min): BF094996.D (-919) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IR SR A S N
400 540 7.00 7.20 7.40 7.60 7.80
Obrr eyttt 880 L 3089 L 7z 68.10  38.59%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 I L SR L
7.00 7.20 7.40 7.60 7.80
2.0 510 m/z 134.00 32.18%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 23.14%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132.0 7.00 7.20 7.40 7.60 7.80
m/z 69.10 14 .58%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 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\BF050817\
Data File : BF094996.D

Aca On : 8 May 2017 23:50

Operator : SJ/MA

Sample : 13034-01

Misc :

ALS Vial : 15 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.
15.93 3.86 ng 152599 Phenanthrene-d10 14.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tridecanoic acid 214 C13H2602 000638-53-9 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 49

Abundance Scan 2379 (15.930 min): BF094996.D (-2375) (-) m/z 73.00 100.00%

73.0
43.0
5000 129.1149.0

15.60 15.80 16.00 16.20

0 m/z 60.00 79.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
41,0
5000 129.0 U SRR SUUUR S UL I

83.0 15.60 15.80 16.00 16.20
‘ ' 2560 m/z 43.05 78.09%
h‘

157.0 185.0 213.0 .
,....,‘:‘..“.“..a‘. :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 30

15.60 15. 80 16.00 16.20

o

5000 m/z 57.00 72 .68%
o0 129.0 1710 214.0
) 152.0 195.0
Oyt bl Ll e e T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84453: Tetradecanoic acid AR e REERE
73.0 15.60 15.80 16.00 16.20
43.0 m/z 55.00 67.35%
5000 129.0
185.0 228.0
97.0
I ‘ | 1680
0k .. L.. Ll e S
m/z--> 20 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16. 00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050817\
Data File : BF094996.D

Acq On : 8 May 2017 23:50

Operator : SJ/MA

Sample - 13034-01

Misc :

ALS Vial : 15 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.02 10.2 ng 256330 1 7.71 503370 20.0
unknown? .37 7.37 86.5 ng 2178040 1 7.71 503370 20.0
n-Hexadecanoic acid 15.93 3.9 ng 152599 4 14.96 789814 20.0
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