LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086770.D

Acq On > 7 May 2016 13:19

Operator : UM/SJ

Sample - H2858-03

Misc :

ALS Vial : 43 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-BF050416_.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 4.876 242 244 252 rBY 50470 109133 1.65% 0.260%
2 5.299 279 281 295 rBV 2068462 2381596 36.05% 5.669%
3 6.350 372 373 379 rBV 1046302 1515672 22.94% 3.608%
4 6.476 382 384 386 rBVY 4737841 4706784 71.25% 11.203%
5 6.704 402 404 406 rBV 1027578 1173486 17.76% 2.793%
6 6.853 415 417 420 rBV 3242980 4448879 67.34% 10.589%
7 7.276 451 454 456 rBV 3539098 3912368 59.22% 9.312%
8 7.984 514 516 519 rBV 1282866 1465603 22.18% 3.489%
9 9.070 607 611 613 rBVY 5740160 6606376 100.00% 15.725%
10 9.470 643 646 650 rvB 54769 69772 1.06% 0.166%
11 9.676 662 664 667 rBV 96118 97310 1.47% 0.232%

12 9.733 667 669 672 rBv2 1316603 1634745 24.74% 3.891%
13 10.179 704 708 709 rBvV 149613 148170 2.24% 0.353%
14 10.396 724 727 730 rBV 44551 75684 1.15% 0.180%
15 10.533 736 739 741 rBV2 2973040 4128399 62.49% 9.827%

16 10.648 747 749 756 rVB 145914 182398 2.76% 0.434%
17 11.219 797 799 801 rBV 1570315 1571198 23.78% 3.740%
18 11.756 844 846 849 rBV 101230 109586 1.66% 0.261%
19 12.545 912 915 920 rBV 61949 111813 1.69% 0.266%
20 12.625 920 922 925 rVvV 122057 159723 2.42% 0.380%

21 12.808 935 938 940 rBV 4002211 5237328 79.28% 12.466%
22 13.334 982 984 986 rBV 123093 106536 1.61% 0.254%
23 13.711 1015 1017 1021 rBV 46310 71593 1.08% 0.170%
24 13.848 1026 1029 1031 rBV 810652 1104966 16.73% 2.630%
25 15.220 1146 1149 1159 rBV 636475 883060 13.37% 2.102%

Sum of corrected areas: 42012178
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086770.D

Acq On : 7 May 2016 13:19

Operator : UM/SJ

Sample - H2858-03

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF086770.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086770.D

Acq On : 7 May 2016 13:19

Operator : UM/SJ

Sample - H2858-03

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.48 Concentration Rank 1

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

6.48 160.44 ng 4706780 1,4-Dichlorobenzene-d4 6.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 384 (6.476 min): BF086770.D (-382) (-) m/z 132.05 100.00%
132
5000 68
40 96 SRR RS AR R
54 6.20 6.40 6.60 6.80
7
ol fe lsus 77 68.05 48.78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 SRR L
6.20 6.40 6.60 6.80
70 m/z 66.05 34.12%
31 44 60 86
Oty 'P"“ Ana '”I%O§}%§ LA UL SR S
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 o 620 640 6.60 680
5000 m/z 134.10 33.24%
31 5l 8
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e L A REEs
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 20.72%
5000 og 0
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086770.D

Acq On : 7 May 2016 13:19

Operator : UM/SJ

Sample - H2858-03

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.65 4.64 ng 182398 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Undecane, 2-methyl- 170 C12H26 007045-71-8 91
4 Hexadecane 226 C16H34 000544-76-3 91
5 Octadecane 254 C18H38 000593-45-3 90
Abundance Scan 749 (10.648 min): BF086770.D (-747) (-) m/z 57.10 100.00%
4357
5000
10.40 10.60 10.80 11.00
bl m/z 43.10 79.47%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36157: Dodecane
43 57
71
5000 R UL B BN
85 10.40 10.60 10.80 11.00
29 m/z 71.10 49.78%
‘ | ‘ 991131271417 170
O.HPMHL”.“K.HHNPAMPH.““..L..“..”..”..”w”.w“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57
- 10.40 10.60 10.80 11.00
5000 m/z 41.10 39.55%
85
29
. 99113127141155169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #36165: Undecane, 2-methyl- A B o A
43 57 10.40 10.60 10.80 11.00
m/z 85.10 32.28%
71
5000 85
29‘
015 | | 113 \ 141155170
m/z--> 25 4b eb 85 160 150 150 1éo 180 200 220 240 2éo 2éo 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086770.D

Acq On : 7 May 2016 13:19

Operator : UM/SJ

Sample - H2858-03

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 5
R.T. EstConc Area Relative to ISTD R.T.

12.55 4.05 ng 111813 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 58
2 Dodecanoic acid 200 C12H2402 000143-07-7 43
3 Lactose 342 C12H22011 000063-42-3 38
4 n-Decanoic acid 172 C10H2002 000334-48-5 35
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35

Abundance Scan 915 (12.545 min): BF086770.D (-912) (-) m/z 43.10 100.00%

57 43

5000

12.20 12.40 12.60 12.80
m/z 57.10 75.02%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid
73

SN

w
&)]
N~

5000 et e AT

129 12.20 12.40 12.60 12.80
185 228 m/z 41.05 74.71%
‘ T 01115 143157171 ‘ 199713 ‘
ok N.wpw‘.”.,‘” B e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73
S e
43 J 12.20 12.40 12.60 12.80
5000 5 m/z 73.10 70.98%
29 129 200
87 101115 157
. 143 171 o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #137740: Lactose

3 12.20 12.40 12.60 12.80
m/z 60.00 67 .95%

%

5000

E

126 145 163

191 207
B L e o e EE
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12. 60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086770.D

Acq On : 7 May 2016 13:19

Operator : UM/SJ

Sample - H2858-03

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, 1,1-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.63 5.78 ng 159723 Chrysene-di12 13.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 031158-91-5 90
2 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 49
3 1-Hexene, 2-methyl- 98 C7H14 006094-02-6 38
4 Cyclopentanone, 2,2-dimethyl- 112 C7H120 004541-32-6 38
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 38
Abundance Scan 922 (12.625 min): BF086770.D (-920) (-) m/z 56.10 100.00%
56
so00] 4
73 A AR AR AR RS

g7 129 257 12.40 12.60 12.80 13.00

157 185 213 239 281
[0} LM%%WWWW#W&WW m/Z 57-10 58-32%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124099: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 4
73 12.40 12.60 12.80 13.00
m/z 43.10 50.41%
ol 28 il ‘ A u‘ll% 157 185 213 239%7 g1 312
quup...uq.uq.u,uupn..”.”..””..”.”..”q””,””,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
e e e AR
12.40 12.60 12.80 13.00
5000 a1 m/z 41.10 49 .91%
& 257
129
ol 26 101 157 185 213 2% 283 312
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3270: 1-Hexene, 2-methy!l- T T T
56 12. 40 12 60 12. 80 13. 00

m/z 55.05 34 .70%

41 M
5000
ol 26 |l | | 8398

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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF050616\
Data File : BF086770.D

Acq On > 7 May 2016 13:19

Operator : UM/SJ

Sample - H2858-03

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050416 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .48 6.48 160.4 ng 4706780 1 6.70 1173490 40.0
Dodecane 10.65 4.6 ng 182398 4 11.22 1571200 40.0
Tetradecanoic acid 12.55 4.0 ng 111813 5 13.85 1104970 40.0
Hexadecanoic acid... 12.63 5.8 ng 159723 5 13.85 1104970 40.0
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