LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090002.D

Acq On : 7 Sep 2016 13:55

Operator : UM/SJ

Sample : H4676-05

Misc :

ALS Vial : 5 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-BF083116.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 11 13 60 rvB 3866818 10182086 100.00% 20.064%
2 4.742 273 276 290 rBvY 587791 983465 9.66% 1.938%
3 5.187 313 315 318 rBV 2246088 3546046 34.83% 6.988%
4 6.262 406 409 417 rBV 3069059 4192469 41.17% 8.261%
5 6.376 417 419 422 rBV 2896728 3883305 38.14% 7.652%

6.616 438 440 451 rVB 863188 1002841 9.85% 1.976%
6.765 451 453 456 rBV 2299613 2979249 29.26% 5.871%
7.187 487 490 492 rBV 1628144 2545166 25.00% 5.015%
7.896 550 552 563 rBV 1180111 1344826 13.21% 2.650%
8.982 644 647 649 rBV 4759801 4967574 48.79% 9.789%

=
QO ~NO®

11 9.371 679 681 684 rBvV 461694 685168 6.73% 1.350%
12 9.645 703 705 712 rVB 1675389 1622301 15.93% 3.197%
13 10.433 771 774 776 rBV2 2049071 2975044 29.22% 5.862%
14 10.571 783 786 790 rBV 108951 154441 1.52% 0.304%
15 11.119 831 834 836 rBV 1424861 1725350 16.94% 3.400%

16 12.697 969 972 975 rBV 4030497 4861333 47.74% 9.580%
17 13.611 1049 1052 1058 rBvV2 231074 378281 3.72% 0.745%

18 13.725 1060 1062 1065 rBV 1608815 1560423 15.33% 3.075%
19 15.063 1177 1179 1182 rBV 779166 1157772 11.37% 2.281%

Sum of corrected areas: 50747140
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090716\
BF090002.D

7 Sep 2016 13:55

UmM/sJ

H4676-05

5 Sample Multiplier: 1

Z:\HPCHEM1I\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090002.D

Acq On : 7 Sep 2016 13:55

Operator : UM/SJ

Sample : H4676-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.74 19.61 ng 983465 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 276 (4.742 min): BF090002.D (-273) (-) m/z 43.10 100.00%

43
5000 59

L s R
83 101 440 460 4.80 5.00

o Y A< P - A m/z 59.10 50.76%

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
5000 59

440 4.60 4.80 5.00
m/z 101.10 15.15%

3‘1 ‘ 83 93?
(O RARAS RARLS RS RRARE RARASRARLS LARAN RARES REARSLAASS LARRN LARRN RARRI RARY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59

4.40 4.60 4.80 5.00

5000 m/z 58.10 15.03%
a1 101
oL 15 31 51 69 83
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 Rama , :
59 440 460 480 5.00

m/z 41.10 8.65%

5000 41
68
0 Il s0 . 126 142

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.40 4.60 4.80 5.00

8270-BF083116.-M Thu Sep 08 11:13:21 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090002.D

Acq On : 7 Sep 2016 13:55

Operator : UM/SJ

Sample : H4676-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 unknown6.38 Concentration Rank 2

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

6.38 77.45 ng 3883310 1,4-Dichlorobenzene-d4 6.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 419 (6.376 min): BF090002.D (-417) (-) m/z 132.10 100.00%
132
5000 68 /\‘
40 54 | o 9|6 06 117 6.00 6.20 6.40 6.60 6.80
0 A N - L A | N m/z 68.10  44.07%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 SR AR AR AR
6.00 6.20 6.40 6.60 6.80
31 51 m/z 134.10 31.94%
0

S RN N W N | S | S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132

6.00 6.20 6.40 6.60 6.80

5000 m/z 66.05 27.65%
104
66
ol 14 27 39 1 T g9 115
L B o e e e o B AL I B e o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl
57 132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 16.93%

74
116

5000 98
‘ 158 189

m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090002.D

Acq On : 7 Sep 2016 13:55

Operator : UM/SJ

Sample : H4676-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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 1-Heneicosanol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.61 4.85 ng 378281 Chrysene-di12 13.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 1-Heptacosanol 396 C27H560 002004-39-9 93

Abundance Scan 1052 (13.611 min): BF090002.D (-1049) (-) m/z 57.10 100.00%

57 83

5000

3

13.20 13.40 13.60 13.80 14.00
m/z 43.10 97.95%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
556 83

:

13!20 13.I40 13.I60 13.I80 14.IOO
m/z 55.10  95.90%

5000

167 196 222238 266 294

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
55 83
e s =
13.20 13.40 13.60 13.80 14.00
5000 11 m/z 83.10 88.54%
29 139

o 167 196 224 252 280 308

mmmmmw’mmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #175127: Trifluoroacetoxy hexadecane REEEE R e e
13.20 13.40 13.60 13.80 14.00

m/z 97.10 86 .98%

5000

125
154 180196 224 9251 269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.20 13.40 13.60 13.80 14.00

-

8270-BF083116.-M Thu Sep 08 11:13:23 2016 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090716\
Data File : BF090002.D

Acq On : 7 Sep 2016 13:55

Operator : UM/SJ

Sample : H4676-05

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
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... 4.74 19.6 ng 983465 1 6.62 1002840 20.0
unknown6 .38 6.38 77.5 ng 3883310 1 6.62 1002840 20.0
1-Heneicosanol 13.61 4.8 ng 378281 5 13.73 1560420 20.0
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