LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093501.D

Aca On : 10 Mar 2017 3:09

Operator : SJ/MA

Sample : 12176-04

Misc :

ALS Vial : 21 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-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 heiaht area % max. total
1 3.567 144 147 156 rBvV 39972 96944 1.88% 0.257%
2 4.904 261 264 274 rBV 250522 476134 9.21% 1.262%
3 5.350 300 303 314 rBVY 1645936 2654448 51.36% 7.033%
4 6.401 393 395 403 rBVY 1529880 2047245 39.61% 5.424%
5 6.516 403 405 408 rBV 3438806 4149083 80.28% 10.993%
6 6.744 423 425 428 rBVY 1167489 1160446 22.45% 3.075%
7 6.904 436 439 441 rBVY 4169384 4050758 78.38% 10.733%
8 7.327 473 476 478 rBV 3099560 3829357 74.10% 10.146%
9 7.784 511 516 522 rBV3 51237 117395 2.27% 0.311%
10 8.036 535 538 540 rBY 1701466 1551066 30.01% 4.110%
11 8.379 565 568 570 rBV 82556 78727 1.52% 0.209%
12 8.904 612 614 615 rBV 52654 71623 1.39% 0.190%
13 9.110 629 632 634 rBY 5461516 5168089 100.00% 13.693%
14 9.510 665 667 669 rBV 87811 79365 1.54% 0.210%

15 9.785 688 691 693 rBV 1834914 1618271 31.31% 4.288%

16 10.207 727 728 730 rVB 73480 82121 1.59% 0.218%
17 10.573 758 760 763 rBV2 2039748 2606015 50.43% 6.905%
18 10.687 768 770 775 rVB2 91933 130415 2.52% 0.346%
19 11.133 806 809 810 rBV 79459 83042 1.61% 0.220%
20 11.270 818 821 823 rBV 1576287 1453551 28.13% 3.851%

21 12.848 957 959 962 rBV 2855967 4038099 78.14% 10.699%
22 13.751 1035 1038 1042 rBV 102780 153009 2.96% 0.405%

23 13.911 1050 1052 1055 rVB 1083803 1021034 19.76% 2.705%
24 15.317 1172 1175 1183 rVB 793747 1026496 19.86% 2.720%

Sum of corrected areas: 37742733
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF030917\

BF093501.D

10 Mar 2017 3:09

SJ/MA

12176-04

21 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF030717.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\BF030917\
Data File : BF093501.D

Aca On : 10 Mar 2017 3:09

Operator : SJ/MA

Sample : 12176-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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.

4.90 8.21 ng 476134 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 264 (4.904 min): BF093501.D (-261) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 DN RAERE R
| 83.0 | 4.60 4.80 5.00 5.20
N 1 M SNBSS S - m/z 59.10 57.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20
59.0 1010 m/z 101.10 17.34%
”I""I'?T:?""I'"'I""I"quq"??:g'I'"'P:"I""I""I'”'I""I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.10 14 .74%
29.0
87.0
15.0 70.0 98.0
mmmmmmmw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R ERaTE B e AR
59.0 4.60 4.80 5.00 5.20
m/z 41.05 8.34%
5000 41.0
oA 7RO 1260 ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093501.D

Aca On : 10 Mar 2017 3:09

Operator : SJ/MA

Sample : 12176-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 unknown6.52 Concentration Rank 1

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

6.52 71.51 ng 4149080 1,4-Dichlorobenzene-d4 6.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)YACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 405 (6.516 min): BF093501.D (-403) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 IBENARIE SRR SRS AR
400 549 ‘ 6.20 6.40 6.60 6.80
..,....,....,...!,“.'...,!!..,::.'.|..'=~.,§‘?.9,..I.,ﬂ1°.7.,1....,....,'...,.. m/z 68.10 50.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132.0
5000 USSR SUARE SRR SRR
6.20 6.40 6.60 6.80
104.0 m/z 66.10 32.79%
140 270 300 510 %0710 g0 1m0 |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
P ey
63.0 1040 620 6.40 6.60 6.80
5000 ’ m/z 134.10 31.92%

31.0 51.0

wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140

Abundance #13679: 5-Fluoro-2-chloropyrimidine O maa AR Ea L
132.0 6.20 6.40 6.60 6.80
m/z 69.05 20.03%
5000
33.0 44.0 00 105.0
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:\HPCHEM1\BNA F\DATA\BF030917\
Data File : BF093501.D

Aca On : 10 Mar 2017 3:09

Operator : SJ/MA

Sample : 12176-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF030717_.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 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.75 3.00 ng 153009 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 91
2 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 91
3 3-Eicosene. (BE)- 280 C20H40 074685-33-9 87
4 1-Octadecene 252 C18H36 000112-88-9 87
5 Cyclododecane 168 C12H24 000294-62-2 86

Abundance Scan 1038 (13.751 min): BF093501.D (-1035) (-) m/z 57.10 100.00%

57.1

83.1

5000

-

13.40 13.60 13.80 14.00
m/z 43.10 86.38%

1411 1672 199.2

241.2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
57.0 83.0

5

5000

13.40 13.60 13.80 14.00
m/z 83.10 68.89%

29.0
139.0

168.0 210.0 238.0 2660 295.0

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

69.0
97.0 A

43.0 13.40 13.60 13.80 14.00
5000 m/z 55.10 68.78%

4

125.0
1540 1960 2240 5690

3

Wm’mﬁwwwwwwwm’
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106400: 3-Eicosene, (E)- R e EEaE L
13.40 13.60 13.80 14.00
m/z 69.10 62.70%

5000

if

139.0 167.0 196.0 224.0 252.0 280.0
.
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF030917\
Data File : BF093501.D

Acq On : 10 Mar 2017 3:09

Operator : SJ/MA

Sample - 12176-04

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF030717 .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]
2-Pentanone, 4-hy... 4.90 8.2 ng 476134 1 6.74 1160450 20.0
unknown6 .52 6.52 71.5 ng 4149080 1 6.74 1160450 20.0
Dichloroacetic ac... 13.75 3.0 ng 153009 5 13.91 1021030 20.0
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