LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092716.D

Aca On : 1 Feb 2017 20:41

Operator : SJ/MA

Sample : 11597-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF013017.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 heiaht area % max. total
1 5.139 264 267 275 rBVY 1575903 2221119 42.51% 5.334%
2 5.561 301 304 307 rBVY 4050359 4363594 83.51% 10.478%
3 6.590 391 394 397 rBV2 4304611 5225535 100.00% 12.548%
4 6.716 402 405 408 rBV 4199879 4371184 83.65% 10.496%
5 6.944 422 425 427 rBV 1246057 1024798 19.61% 2.461%

7.104 436 439 441 rBV 3733765 3664661 70.13% 8.800%
7.516 472 475 477 rBV 2803185 3389763 64.87% 8.140%
8.236 535 538 540 rBV 1451910 1359723 26.02% 3.265%
3223286 4623777 88.48% 11.103%
9.710 664 667 669 rBvV 591940 497810 9.53% 1.195%
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11 9.996 689 692 694 rBVY 1668860 1435805 27.48% 3.448%
12 10.419 728 729 731 rVB 90236 83828 1.60% 0.201%
13 10.785 758 761 764 rBV2 2074122 2517813 48.18% 6.046%
14 10.899 769 771 775 rVB 117470 158110 3.03% 0.380%
15 11.345 808 810 811 rBV 158411 128222 2.45% 0.308%

16 11.482 820 822 825 rBV 1414345 1283858 24.57% 3.083%
17 11.768 845 847 849 rVB 96499 96776 1.85% 0.232%
18 13.071 958 961 964 rBV 3534311 3343819 63.99% 8.029%
19 14.122 1050 1053 1055 rBV 918332 922730 17.66% 2.216%

20 15.231 1147 1150 1153 rVB 47037 67265 1.29% 0.162%

21 15.585 1178 1181 1188 rVB 620610 792672 15.17% 1.903%

22 16.042 1218 1221 1224 rBV 47644 71675 1.37% 0.172%
Sum of corrected areas: 41644537
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020117\

BF092716.D
1 Feb 2017 20:41
SJ/MA
11597-14
16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092716.D

Aca On : 1 Feb 2017 20:41

Operator : SJ/MA

Sample : 11597-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.14 43.35 ng 2221120 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 267 (5.139 min): BF092716.D (-264) (-) m/z 43.10 100.00%
31
59.1
5000
101.1 RN U L U
4.80 5.00 5.20 5.40
ol 521N 690 81 | 275910 56.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN U L U
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 16.09%
0 21.0 350, | 510 ‘ 67.0 830 91.0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
480 500 520 540
5000 m/z 58.10 15.83%
410 101.0
ol 150 310 77 510 69.0 83.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- B e R ]
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.13%
5000 41.0
31.0
69.0 870
15.0 M LI stoy | 98.0
S L S UL S I SR SRS SIS LI B RN RS R R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092716.D

Aca On : 1 Feb 2017 20:41

Operator : SJ/MA

Sample : 11597-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.72 Concentration Rank 1

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

6.72 85.31 ng 4371180 1,4-Dichlorobenzene-d4 6.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 405 (6.716 min): BF092716.D (-402) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 SIS SRR S SR
401 40 ‘ 6.40 6.60 6.80 7.00
0 ..,....,....,...:,“.'..:,:!..,::.-.|,..l:.,??:?,...'.,.’fﬂ?-?....,...., o 'm/z 68.10 44.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRS SRR S SR
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 32.79%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.40 6.60 6.80 7.00 |
5000 m/z 66.10 28.76%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R e s
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.81%
5000
104.0
ol 140 270 390 510 080770 590 || uso
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020117\
Data File : BF092716.D

Aca On : 1 Feb 2017 20:41

Operator : SJ/MA

Sample : 11597-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF013017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.90 2.46 ng 158110 Phenanthrene-d10 11.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 90
2 Nonadecane 268 C19H40 000629-92-5 87
3 Eicosane 282 C20H42 000112-95-8 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 771 (10.899 min): BF092716.D (-769) (-) m/z 57.05 100.00%
57.0
5000 85.1
13.1 10.60 10.80 11.00 11.20
0 ..J,-.J.-.- fRaa aesn  w/z 43.05  68.410%
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0
5000 AR AR AR BRRE
85.0 10.60 10.80 11.00 11.20
m/z 71.05 63.01%
0 Z%O‘ | | | 113.0141.0169.0197.0225.0253.0281.0 323.0351.0380.0
m/z--> 50 160 150 200 250 300 350
Abundance
57.0
85.0 10.60 10.80 11.00 11.20
5000 ' m/z 85.10 41.89%
29.0
o 113.0141.0169.0197.0 268.0
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57.0 10.60 10.80 11.00 11.20
m/z 41.05 27.11%
5000
85.0
29.0
oL ‘ | i }13014101690 282.0
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020117\
Data File : BF092716.D

Acq On : 1 Feb 2017 20:41

Operator : SJ/MA

Sample : 11597-14

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF013017 .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]
2-Pentanone, 4-hy... 5.14 43.4 ng 2221120 1 6.94 1024800 20.0
unknown6 .72 6.72 85.3 ng 4371180 1 6.94 1024800 20.0
Heptacosane 10.90 2.5 ng 158110 4 11.48 1283860 20.0
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