LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095399.D

Aca On : 24 May 2017 20:35

Operator : SJ/MA

Sample : 13221-02

Misc :

ALS Vial : 18 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

4.342 403 409 418 rVB5 14171 31675 1.18% 0.165%
5.095 533 537 555 rBvV 179983 560434 20.84% 2.912%
rBvV 1014018 2327085 86.54% 12.092%
7.295 907 911 927 rBV 1168714 2172792 80.80% 11.290%
7.413 927 931 949 rVB 1588142 2689146 100.00% 13.973%
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7.748 984 988 999 rVvB 332593 431249 16.04% 2.241%
7.983 1023 1028 1047 rBV 1499092 1913140 71.14% 9.941%
8.648 1137 1141 1163 rBV 731097 1235890 45.96% 6.422%
9.772 1327 1332 1353 rBV 295204 561781 20.89% 2.919%
11.542 1627 1633 1655 rBVY 1605286 2430136 90.37% 12.627%

=
QO ~NO®

11 12.242 1747 1752 1761 rBV 102158 191011 7.10% 0.993%
12 12.601 1808 1813 1825 rBV2 325274 538022 20.01% 2.796%
13 13.430 1951 1954 1957 rBV 31367 42945 1.60% 0.223%
14 13.901 2029 2034 2046 rBV 621720 1101790 40.97% 5.725%
15 15.007 2218 2222 2227 rBV 306461 415961 15.47% 2.161%

16 15.965 2382 2385 2393 rBV2 95665 153543 5.71% 0.798%
17 17.330 2612 2617 2621 rBV 1478713 1782817 66.30% 9.264%

18 18.683 2844 2847 2853 rVB 331458 416092 15.47% 2.162%
19 20.365 3130 3133 3138 rVB 211040 249516 9.28% 1.297%

Sum of corrected areas: 19245025
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095399.D

Aca On : 24 May 2017 20:35

Operator : SJ/MA

Sample : 13221-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BF095399.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095399.D

Aca On : 24 May 2017 20:35

Operator : SJ/MA

Sample : 13221-02

Misc :

ALS Vial : 18 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.

5.10 25.99 ng 560434 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 538 (5.101 min): BF095399.D (-533) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 e
| 831 4.80 500 5.20 5.40
o} 1 A FOSEctr tsA m/z 59.10 60.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 480 5.00 520 5.40
m/z 101.00 23.06%
31.0 g30 1010
O T T P T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 m/z 58.10 15.70%
43.0 101.0
oL 150 3o 71.0 830
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T R PR
59.0 4.80 500 5.20 5.40
m/z 41.00 9.41%
5000 41.0
0 I L 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095399.D

Aca On : 24 May 2017 20:35

Operator : SJ/MA

Sample : 13221-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.41 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.41 124.71 ng 2689150 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
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 931 (7.413 min): BF095399.D (-927) (-) m/z 132.00 100.00%
132.0
5000 68.0 ]\‘
96.0 R e ERE RS L R
m&su)“ g1 | . 1150 700 7.20 7.40 7.60 7.80
Ob et bl R e S m/z 68.05 37.89%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 | BLILIL BNLEL L LB L L L L
7.00 7.20 7.40 7.60 7.80
310 510 m/z 134.00 32.44%
oL Ly | ‘
e I B o . e e o o e B B B B
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
R s R
7.00 7.20 7.40 7.60 7.80
5000 67.0 m/z 66.00 22.52%
41.0 97.0
117.0
54,0 81.0
O T T T T T T T T T T
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 69.10 14.49%
74.0
116.0
5000 98.0 m
SIS P W I WO Y-S -1 1 U LV A WO
m/z--> 40 60 80 100 120 140 160 180 7. OO 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095399.D

Aca On : 24 May 2017 20:35

Operator : SJ/MA

Sample : 13221-02

Misc :

ALS Vial : 18 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 4 Tetradecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.97 7.38 ng 153543 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetradecanoic acid 228 C14H2802 000544-63-8 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Heptadecanoic acid 270 C17H3402 000506-12-7 90
Abundance Scan 2386 (15.971 min): BF095399.D (-2382) (-) m/z 73.00 100.00%

431 30
5000
129.1
171.2 213.2
256.2 ogg o 15.60 15.80 16.00 16.20
0 m/z 43.10 81.32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid
73.0
43.0
5000 1290 T T T T T L I N TTT T[T

15!60 15.I8O 16.IOO 16!20
m/z 55.10  69.23%

15.0
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43.0 73.0
15.|60 15.|80 16.IOO 16.|20 I
5000 256.0 m/z 60.00 67.48%
129.0
97.0 213.0
157.0 185.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid
73.0 15.60 15.80 16.00 16.20
43.0 m/z 57.05 58.81%
129.0
5000 284.0

T I I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052417\
Data File : BF095399.D

Acq On : 24 May 2017 20:35

Operator : SJ/MA

Sample - 13221-02

Misc :

ALS Vial : 18 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... 5.10 26.0 ng 560434 1 7.75 431249 20.0
unknown7 .41 7.41 124.7 ng 2689150 1 7.75 431249 20.0
Tetradecanoic acid 15.97 7.4 ng 153543 4 15.01 415961 20.0
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