LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093589.D

Acq On : 12 Mar 2017 4:26

Operator : SJ/MA

Sample : 12198-05

Misc :

ALS Vial : 24 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:\HPCHEMI1\BNA_F\METHODS\8270-BF030717_.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 4.870 259 261 274 rBY 153787 354701 6.12% 1.003%
2 5.316 298 300 322 rBV 1935035 2769592 47.78% 7.835%
3 6.379 391 393 401 rBV 1543564 2085687 35.98% 5.900%
4 6.493 401 403 406 rVV 4259950 4445608 76.69% 12_.576%
5 6.721 420 423 430 rBv 1011904 1126369 19.43% 3.186%

6.870 434 436 439 rBV 3548814 3760947 64.88% 10.639%
7.293 471 473 476 rBV 2998872 3194901 55.11% 9.038%
8.002 533 535 538 rBV 1074100 1491403 25.73% 4._.219%
9.087 627 630 632 rBVY 5038647 5796824 100.00% 16.398%
9.487 663 665 671 rVB 88891 87031 1.50% 0.246%

=
QO ~NO®

11 9.750 686 688 691 rBV 1035134 1328124 22.91% 3.757%
12 10.550 755 758 760 rBV 2199372 2218792 38.28% 6.277%
13 10.653 766 767 775 rVB2 84926 154532 2.67% 0.437%
14 11.099 804 806 808 rBV 60068 62620 1.08% 0.177%
15 11.236 816 818 821 rBV 1037325 1100783 18.99% 3.114%

16 11.773 863 865 875 rvB 55413 79432 1.37% 0.225%
17 12.825 954 957 959 rBV 3472388 3493348 60.26% 9.882%
18 13.728 1034 1036 1042 rBV2 36266 82479 1.42% 0.233%

19 13.876 1047 1049 1052 rVvVv 877459 866997 14.96% 2.453%
20 15.282 1169 1172 1182 rVB 511021 850143 14.67% 2.405%

Sum of corrected areas: 35350313
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093589.D

Acqg On : 12 Mar 2017 4:26

Operator : SJ/MA

Sample = 12198-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF093589.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093589.D

Acq On : 12 Mar 2017 4:26

Operator : SJ/MA

Sample : 12198-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.87 6.30 ng 354701 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 261 (4.870 min): BF093589.D (-259) (-) m/z 43.10 100.00%
a3
59
5000
101 ISR LR LR SRR
53 83 | 4.60 4.80 5.00 5.20
e AR NN M m/z 59.10 58.29%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.60 4.80 5.00 5.20
m/z 58.10 17.71%
15 31 101
\ 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520
5000 m/z 101.10 17.49%
41
29 101
53 73 86
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- e ma e
509 4.60 4.80 5.00 5.20
m/z 41.10 8.82%
5000
a1 101
SN NN o . L. .S AN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093589.D

Acq On : 12 Mar 2017 4:26

Operator : SJ/MA

Sample : 12198-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : 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 unknown6.49 Concentration Rank 1

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

6.49 78.94 ng 4445610 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 403 (6.493 min): BF093589.D (-401) (-) m/z 132.10 100.00%
132
5000 68
6 —— e
40 _ 54 | 75 104 6.20 6.40 6.60 6.80
S —T L ??:.-.'....,..?‘.7,....,.':..,.1.1.5.,....,"...,.. m/z 68.10 40.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RS S R A
6.20 6.40 6.60 6.80
78 m/z 134.10 33.15%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.05 26.26%
41 97
53 2 117
34 60 89 105 124
wwmm@wmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R Eaa e e e
132 6.20 6.40 6.60 6.80

m/z 69.10 15.82%

5000
104
51 66 77
14 27 37 44°-58 | 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093589.D

Acq On : 12 Mar 2017 4:26

Operator : SJ/MA

Sample : 12198-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : 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 Hexadecane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.65 2.81ng 154532  Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexadecane 226 C16H34 000544-76-3 90

2 Eicosane 282 C20H42 000112-95-8 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tridecane, 7-propyl- 226 Cl16H34 055045-09-5 80
Abundance Scan 767 (10.653 min): BF093589.D (-766) (-) m/z 57.10 100.00%
57
5000
85
113 10.40 10.60 10.80 11.00
b g 80 m/z 43.05  73.56%
m/z--> 50 100 150 200 250 300 350
Abundance #73965: Hexadecane
57
5000 R SRR SO SURIURA S
a5 10.40 10.60 10.80 11.00
29 m/z 71.10 55.22%
J‘L [ 4 J 113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance
57
" 10.40 10,60 10.80 11.00
5000 m/z 85.10 32.18%
85
29
113 141 169 282
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57 10.40 10.60 10.80 11.00
m/z 41.05 28.31%
5000
85
297 | (113 141 169 107 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 1040 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF031117\
Data File : BF093589.D

Acq On : 12 Mar 2017 4:26

Operator : SJ/MA

Sample : 12198-05

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717_M
Quant Title : 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]
2-Pentanone, 4-hy... 4.87 6.3 ng 354701 1 6.72 1126370 20.0
unknown6 .49 6.49 78.9 ng 4445610 1 6.72 1126370 20.0
Hexadecane 10.65 2.8 ng 154532 4 11.24 1100780 20.0
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