LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095417.D

Aca On : 25 May 2017 9:53

Operator : SJ/MA

Sample = 13248-03

Misc :

ALS Vial : 34 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 5.119 537 541 555 rBV 73950 177400 6.94% 0.960%
2 5.713 639 642 678 rBV 906690 2280471 89.17% 12.341%
3 7.295 907 911 927 rBV 935235 1961621 76.70% 10.615%
4 7.413 927 931 955 rVB 1457195 2557434 100.00% 13.840%
5 7.748 984 988 1005 rVB 371102 469431 18.36% 2.540%

6 7.983 1023 1028 1049 rBV 1408448 1818403 71.10% 9.840%
7 8.654 1137 1142 1164 rBV 620190 1222039 47.78% 6.613%
8 9.777 1328 1333 1355 rBvV 254151 561455 21.95% 3.038%
9 11.542 1628 1633 1656 rBV 1185401 2209326 86.39% 11.956%
10 12.248 1749 1753 1773 rBV 126034 277751 10.86% 1.503%
11 12.607 1810 1814 1839 rBvV2 306011 567047 22.17% 3.069%
12 13.436 1951 1955 1961 rVB2 22958 28248 1.10% 0.153%
13 13.907 2030 2035 2054 rBV 536441 1080579 42.25% 5.848%
14 14.207 2082 2086 2089 rBV 26031 32477 1.27% 0.176%
15 15.012 2218 2223 2239 rVB 291637 482751 18.88% 2.612%
16 15.971 2382 2386 2393 rBV7 17410 37223 1.46% 0.201%
17 17.324 2611 2616 2630 rBV 1517519 1841756 72.02% 9.967%
18 18.577 2823 2829 2840 rBV5 25039 77830 3.04% 0.421%
19 18.683 2843 2847 2859 rVvVv 287425 457271 17.88% 2.475%
20 19.359 2955 2962 2966 rBVS8 14269 26918 1.05% 0.146%
21 20.077 3080 3084 3087 rBV2 19331 26852 1.05% 0.145%

22 20.365 3129 3133 3141 rBV 186032 284848 11.14% 1.541%

Sum of corrected areas: 18479131
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095417.D

Aca On : 25 May 2017 9:53

Operator : SJ/MA

Sample = 13248-03

Misc :

ALS Vial : 34 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: BF095417.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095417.D

Aca On : 25 May 2017 9:53

Operator : SJ/MA

Sample = 13248-03

Misc :

ALS Vial : 34 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 3

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

5.12 7.56 ng 177400 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 59
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 541 (5.119 min): BF095417.D (-537) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ISR ARRERARES AR R
| 83.0 4.80 5.00 5.20 5.40
o} N SRS WS S — m/z 59.00 65.04%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.80 5.00 5.20 5.40
59.0 m/z 101.00 22.10%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
480 500 520 540
5000 m/z 58.00 17 .24%
101.0
150 310 580 690  86.0
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
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.69%
5000 41.0
0 I 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052417\
Data File : BF095417.D

Aca On : 25 May 2017 9:53

Operator : SJ/MA

Sample = 13248-03

Misc :

ALS Vial : 34 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 2 unknown7.41 Concentration Rank 1

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

7.41 108.96 ng 2557430 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 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 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): BF095417.D (-927) (-) m/z 132.00 100.00%
132.0
5000 68.0 /\
96.0 N S AR S
mOMO J 700 7.20 7.40 7.60 7.80
0 — -|-|.'.8,1.1..!,-:.1.1“?-?.. I — m/z 68.05 37.76%
m/z--> 40 '60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R U R L
700 7.20 7.40 7.60 7.80
310 5L0 m/z 134.00 32.24%

Abundance
132.0

0 ‘ b H 1, . !
LA B e B T LI I B e LA L I B
m/z--> 40 60 80 100 120 140 160 180

7.00 720 7.40 7.60 7.80

5000 67.0 m/z 66.00 22.22%
41.0 97.0
117.0
54,0 81.0
o RN PR 1O R 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 96.00 13.94%

74.0
116.0
5000 98.0 /\\
o T 1580 1890

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 : BF095417.D

Aca On : 25 May 2017 9:53

Operator : SJ/MA

Sample = 13248-03

Misc :

ALS Vial : 34 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-Tetracosanol-1 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.58 3.40 ng 77830 Chrysene-di12 18.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 72
2 n-Nonadecanol-1 284 C19H400 001454-84-8 72
3 n-Pentadecanol 228 C15H320 000629-76-5 64
4 Behenic alcohol 326 C22H460 000661-19-8 64
5 Chloroacetic acid, tetradecyl ester 290 C16H31CI02 018277-86-6 64

Abundance Scan 2830 (18.583 min): BF095417.D (-2823) (-) m/z 43.05 100.00%

43.0 831
5000 111.0

139.1 I
1911 18.20 18.40 18.60 18.80 19.00

o...,....| - m/z 83.10 92.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1
57.0 83.0
5000 111.0 LI L e e

18.20 18.40 18.60 18.80 19.00
m/z 97.10 91.74%

29.0 139.0
o bl 167.0 195.0222.0 250.0 280.0 308.0 336.0
T
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
55.0 83.0
e
18.20 18.40 18.60 18.80 19.00
5000 111.0 m/z 57.00 82 .59%
29.0

1390 168.0106.0 238.0266.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #84606: n-Pentadecanol M RRamEREE s s
41.0 83.0 18.20 18.40 18.60 18.80 19.00
m/z 55.00 76.81%

5000
182.0 210.0

o MR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 18.20 18.40 18.60 18.80 19.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052417\
Data File : BF095417.D

Acq On : 25 May 2017 9:53

Operator : SJ/MA

Sample - 13248-03

Misc :

ALS Vial : 34 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... 5.12 7.6 ng 177400 1 7.75 469431 20.0
unknown7 .41 7.41 109.0 ng 2557430 1 7.75 469431 20.0
n-Tetracosanol-1 18.58 3.4 ng 77830 5 18.68 457271 20.0
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