LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085934.D

Acq On : 31 Mar 2016 18:23

Operator : UM/SJ

Sample : H1976-01

Misc :

ALS Vial : 13 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-BF032416_.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 5.384 268 271 273 rBV 994189 1359126 38.86% 6.374%
2 6.081 329 332 338 rBY 33133 43487 1.24% 0.204%
3 6.424 359 362 371 rBV 1008336 973904 27.84%  4.567%
4 6.550 371 373 376 rVvV 1929021 2320528 66.34% 10.883%
5 6.630 378 380 386 rvB 42845 54908 1.57% 0.258%
6 6.790 392 394 396 rBY 607587 656869 18.78% 3.081%
7 6.939 405 407 410 rBV 1795633 2192416 62.68% 10.282%
8 7.361 441 444 446 rBV 1541883 1941602 55.51% 9.106%
9 8.070 504 506 509 rBVY 832742 813398 23.26% 3.815%
10 9.156 598 601 603 rBvY 3358770 3497730 100.00% 16.403%
11 9.545 634 635 637 rvB 77840 72493 2.07% 0.340%
12 9.830 657 660 662 rBY 849517 869355 24.85% 4.077%
13 10.265 694 698 699 rBv 34266 42143 1.20% 0.198%
14 10.345 703 705 708 rvv 56288 48627 1.39% 0.228%
15 10.619 726 729 731 rBV 1990707 1921688 54.94% 9.012%
16 10.733 737 739 743 rVB2 53527 64299 1.84% 0.302%
17 11.305 787 789 792 rBVY 598260 793498 22.69% 3.721%
18 11.373 792 795 798 rvB2 15217 35829 1.02% 0.168%
19 11.842 834 836 842 rBV2 80658 95854 2.74% 0.450%
20 12.631 903 905 911 rBV2 34333 63688 1.82% 0.299%

21 12.893 925 928 931 rBV 2381870 2314516 66.17% 10.854%
22 13.796 1005 1007 1012 rBV 40725 66211 1.89% 0.311%
23 13.945 1018 1020 1023 rVB 573426 537149 15.36% 2.519%
24 15.362 1141 1144 1147 rBV 424102 543941 15.55% 2.551%

Sum of corrected areas: 21323259
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085934.D

Acq On : 31 Mar 2016 18:23

Operator : UM/SJ

Sample : H1976-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF085934.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085934.D

Acq On : 31 Mar 2016 18:23

Operator : UM/SJ

Sample : H1976-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 unknown6.55 Concentration Rank 1

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

6.55 70.65 ng 2320530 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Benzene, 1l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 373 (6.550 min): BF085934.D (-371) (-) m/z 132.10 100.00%
5000 68
40 ? 620 640 660 680
54 . : : :
o e e | TW/z 68.10  44.73%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S L U R I
6.20 6.40 6.60 6.80
2 51 m/z 134.10 31.97%
0"'l"kmllw'l'l*j?"'w'”"l""l”"l""l"”
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 620 640 660 680
5000 gg 116 m/z 66.10 28.40%
158 189
e L S L L WL B WL L SO S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13608: Benzene, 1-ethenyl-3,5-dimethyl- e e
132 6.20 6.40 6.60 6.80
117 m/z 69.10 17.96%
5000
39 51 65 77 o
. }?I ?7..‘,..M‘.,Wﬂ - ...,1??..,... — S IS ] S
m/z--> 20 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\BF033116\
Data File : BF085934.D

Acq On : 31 Mar 2016 18:23

Operator : UM/SJ

Sample : H1976-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 2 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.84 2.42 ng 95854 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tetradecanoic acid 228 C14H2802 000544-63-8 80
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 47
5 d-Glucitol, 4-0-octyl- 294 C14H3006 132696-01-6 22
Abundance Scan 836 (11.842 min): BF085934.D (-834) (-) m/z 73.00 100.00%
73
43 60
5000 129
85
8 115 | 143157171185 213 2956 11.60 11.80 12.00 12.20
o} m/z 43.05 77.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43
60 .4
5000 LR L B BN B
nmnmnmnm
m/z 60.00 76.61%
. Il ‘ H bt }01}151291431571711851992132272422?6
m/z--> 25 Jo 80 100 120 110 1éo 180 200 220 240 260
Abundance
60 73
43 "' 1160 11.80 12.00 12:20
5000 m/z 57.10 67.83%
129
29 a7 185 228
. 100115 143157171 199213
m/z--> 25 Jo éo 85 160 150 110 1éo 180 200 220 250 2éo
Abundance #83686: Pentadecanoic acid R REa s L
43 60 73 11.60 11.80 12.00 12.20
m/z 55.10 65.06%
- i WL
0 I R EEmEL T .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085934.D

Acq On : 31 Mar 2016 18:23

Operator : UM/SJ

Sample : H1976-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.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 17-Pentatriacontene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.47 ng 66211 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 90
3 1-Nonadecene 266 C19H38 018435-45-5 87
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 83
5 1-Hexacosanol 382 C26H540 000506-52-5 80
Abundance Scan 1007 (13.796 min): BF085934.D (-1005) (-) m/z 83.10 100.00%
B
111
5000
[ \1?9165 13.40 13.60 13.80 14.00 14.20
1 N — m/z 57.10 97.71%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43
5000 83 LIRS RIS SURILE BURIL B
13.40 13.60 13.80 14.00 14.20
1 m/z 97.10 89.24%
o ‘M Md‘k‘}39167196224 267292 321 462 490
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance
43
69 LIRS RIS SURIULE BURIL B
97 13.40 13.60 13.80 14.00 14.20
5000 m/z 55.10 88.00%
125
o 153 196 224
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #98171: 1-Nonadecene A REAmE EEa
43 97 13.40 13.60 13.80 14.00 14.20
69 m/z 43.10 85.95%
5000
125
ol 15, | ‘ JJ}§4182210238266
m/z-> 0 50 100 150 200 250 300 350 400 450 ' 1340 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF033116\
Data File : BF085934.D

Acq On : 31 Mar 2016 18:23

Operator : UM/SJ

Sample : H1976-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032416_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 .55 6.55 70.7 ng 2320530 1 6.79 656869 20.0
n-Hexadecanoic acid 11.84 2.4 ng 95854 4 11.32 793498 20.0
17-Pentatriacontene 13.80 2.5 ng 66211 5 13.95 537149 20.0
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