LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088535.D

Acq On : 30 Jun 2016 18:04

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 height area % max. total
1 1.735 12 13 23 rvv 731210 1097270 27.19% 2.587%
2 1.872 23 25 76 rVvB 1604380 4036090 100.00% 9.515%
3 4.341 238 241 244 rBV 936545 1231190 30.50% 2.902%
4 5.004 295 299 305 rvB 1060091 1511254 37.44% 3.563%
5 5.416 332 335 338 rBV 2745922 3574957 88.57% 8.428%

6.444 421 425 427 rBV 2969052 3329689 82.50% 7.850%
6.581 434 437 439 rBV 3408615 3557751 88.15% 8.387%
6.810 455 457 459 rBV 1014055 922373 22.85% 2.174%
3031986 2815511 69.76% 6.637%
7.382 503 507 509 rBV 1700556 2644822 65.53% 6.235%
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11 8.102 567 570 572 rBV 913577 1277903 31.66% 3.013%
12 9.176 660 664 666 rBVY 3852048 4034559 99.96% 9.511%
13 9.850 720 723 725 rBV 1356568 1459411 36.16% 3.440%
14 10.628 788 791 794 rBV2 1791461 2509012 62.16% 5.915%
15 11.325 849 852 854 rBV 1769805 1500244 37.17% 3.537%

16 12.742 974 976 979 rVB 279216 258979 6.42% 0.611%
17 12.822 979 983 985 rVB 59280 60306 1.49% 0.142%
18 12.914 988 991 994 rBV 3629140 3862862 95.71% 9.106%
19 13.451 1035 1038 1040 rBV 182437 159577 3.95% 0.376%
20 13.496 1040 1042 1046 rVB 33355 50414 1.25% 0.119%

21 13.954 1079 1082 1084 rBV 1308793 1429571 35.42% 3.370%
22 15.348 1201 1204 1207 rBV 819098 1054087 26.12% 2.485%
23 15.417 1207 1210 1213 rVB 24538 40968 1.02% 0.097%

Sum of corrected areas: 42418800
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088535.D

Acq On : 30 Jun 2016 18:04

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088535.D

Acq On : 30 Jun 2016 18:04

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 3 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.34 26.70 ng 1231190 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 241 (4.341 min): BF088535.D (-238) (-) m/z 83.10 100.00%
55 83
5000
———
4.00 4.20 4.40 4.60
...,....,....,...3?|,-':..‘.‘?'.|.:.?1..‘?7.,...7?,..'..,....~,...., m/z 55.10 91.89%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83
5000 43 B A L UL UL
29 98 4.00 4.20 4.40 4.60
m/z 43.10 38.97%
“\ 37\‘\\\ 49\‘ ! 61 67 7 ! 89 .
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance
83
% B S S UL L
43 4.00 4.20 4.40 4.60
5000 m/z 98.10 34 .39%
29
98
37 49 62 69
miz--> 10 20 30 40 50 60 70 8 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)-  Emmmaa e RREma
5 83 4.00 4.20 4.40 4.60
m/z 39.10 27.21%
41
5000 7 o8
15 ‘ 69
T "|"t' |"‘*M'%4"il"??“h l'lgg'h‘i"??l” l"?%" T B A L UL L
m/z--> 10 20 30 40 50 60 70 80 90 100 4.00 4.20 4.40 4.60

8270-BF063016-M Fri Jul 01 03:04:19 2016

Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088535.D

Acq On : 30 Jun 2016 18:04

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.00 32.77 ng 1511250 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 299 (5.004 min): BF088535.D (-295) (-) m/z 43.05 100.00%
a3
59
5000
1o 460 480 500 520 540
e S0 8 |z 59010 54 84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR S U U I
59 460 4.80 5.00 5.20 5.40
m/z 101.10 18.12%
15 31 101
‘ \M‘ Ll 51 \‘ 83 Il ‘
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 480 500 520 540
5000 m/z 58.10 17 .64%
101
15 3 % 60 86
memwwwmwmmw
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 e e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.50%
5000 41
68
”'I'“'I”"I”'Jhk'?ﬁ“lu"'W"”I"”I'”'I”"I”"P%?§P"%4?”I ISR S U L I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088535.D

Acq On : 30 Jun 2016 18:04

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 unknown6.58 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
6.8 77.14ng 3557750  1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 3—Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27

2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
Abundance Scan 437 (6.581 min): BF088535.D (-434) (-) m/z 132.00 100.00%
5000 68
40 54 ¥ J 6.20 6.40 6.60 6.80 7.00
7 . . . . .
Je lsus o n/z 68.10  48.84%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS RN SRR A N
6.20 6.40 6.60 6.80 7.00
21 51 78 m/z 134.00 33.29%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 31.70%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl L R B
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 19.73%
5000 og M°
SN -NM 8 .‘¥Q7.M‘ N . - .1§?. SN £ § G —
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088535.D

Acq On : 30 Jun 2016 18:04

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 7 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.74 3.62 ng 258979 Chrysene-di2 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 68
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 38
4 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 037910-65-9 38
5 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 38

Abundance Scan 976 (12.742 min): BF088535.D (-974) (-) m/z 56.10 100.00%
56
5000 a1
185 239 257 12.40 12.60 12.80 13.00
S ||..".‘. 107 23 m/z 57.10 56.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 - ----u----qﬂ---u---Au-
12:40 12,60 12.80 13.00
29 129 pa0 257 m/z 43.10 41.10%
L) h H\ ot [ 157 185 213 | om3 312
m/z--> 20 45 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
56
VAR A AR
12.40 12.60 12.80 13.00
5000 m/z 41.10 39.08%
29 73
71137 157 185 213 2957 5 31
Wrmﬂm‘mmmﬁwwmmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans- T .’,/\. A
56 12.40 12.60 12.80 13.00

m/z 55.10 32.74%

5000

30 82 100 129
14 | | \

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12 60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088535.D

Acq On : 30 Jun 2016 18:04

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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 8 Octadecanoic acid, butyl ester Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.45 2.23 ng 159577 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 94
2 Butyl myristate 284 C18H3602 000110-36-1 45
3 Cyclopropane, 1-(1-methylethyl)-... 210 C15H30 041977-39-3 35
4 Cyclobutane, 1,1-dimethyl-2-octyl- 196 C14H28 062338-30-1 35
5 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 32

Abundance Scan 1038 (13.451 min): BF088535.D (-1035) (-) m/z 56.10 100.00%
56
5000
73 129
285 L S NN I
3 97 1 185 oq1 267 240 1320 13.40 13.60 13.80
ey 1 201 m/z 57.10 60.80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177148: Octadecanoic acid, butyl ester
56
5000 ---A RN BRI BN SULR
285 340 13.20 13.40 13.60 13.80
3 129 267 m/z 43.10 43.03%
39 | Tus | 1ssie™ 21z 2 311
m/z--> &mmmmmmmmmmmmmm%
Abundance
56
' 13.20 13.40 13.60 13.80
5000 m/z 41.10 38.46%
229
73 211
129
185 284
39 101 157 255
mmm?‘mmmmw
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69593: Cyclopropane, 1-(1-methylethyl)-2-nony!- A ,/\. ..
56 13.20 13.40 13.60 13.80

m/z 55.10 33.19%

5000

83
o 194 1m) 210

|

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF063016\
Data File : BF088535.D

Acq On : 30 Jun 2016 18:04

Operator : UM/SJ

Sample : PB91573BL

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.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]
3-Penten-2-one, 4... 4.34 26.7 ng 1231190 1 6.81 922373 20.0
2-Pentanone, 4-hy... 5.00 32.8 ng 1511250 1 6.81 922373 20.0
unknown6 .58 6.58 77.1 ng 3557750 1 6.81 922373 20.0
Hexadecanoic acid... 12.74 3.6 ng 258979 5 13.95 1429570 20.0
Octadecanoic acid... 13.45 2.2 ng 159577 5 13.95 1429570 20.0
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