LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094241.D

Aca On : 6 Apr 2017 21:13

Operator : SJ/MA

Sample : 12537-01

Misc :

ALS Vial : 25 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-BF032217.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 3.992 353 358 367 rBV 653417 785807 18.78% 2.203%
2 4.387 420 425 429 rBV 3344876 3620016 86.50% 10.148%
3 4.775 488 491 500 rBV 47917 44268 1.06% 0.124%
4 5.457 601 607 612 rBV2 3041353 4030019 96.30% 11.297%
5 5.598 625 631 634 rBY 3654615 3820546 91.29% 10.710%
6 5.851 670 674 678 rBY 1088005 942171 22.51% 2.641%
7 6.028 699 704 708 rBVY 2901337 2949670 70.48% 8.269%
8 6.498 778 784 787 rBVY 2111282 2464247 58.88% 6.908%
9 7.351 924 929 933 rBVY 1349630 1323924 31.64% 3.711%
10 8.680 1148 1155 1158 rBVY 4023324 4184946 100.00% 11.731%

11 9.175 1234 1239 1243 rBV 372912 366256 8.75% 1.027%
12 9.492 1285 1293 1297 rBV2 1485844 1468013 35.08% 4.115%
13 10.086 1389 1394 1398 rVB 80280 72050 1.72% 0.202%
14 10.363 1434 1441 1444 rBV2 25977 43938 1.05% 0.123%
15 10.469 1453 1459 1462 rBV 2168911 2387955 57.06% 6.694%

16 10.669 1490 1493 1501 rBV 95181 131113 3.13% 0.368%

17 11.227 1584 1588 1591 rBV 74398 72354 1.73% 0.203%
18 11.316 1598 1603 1606 rBV 1419676 1363516 32.58% 3.822%
19 12.804 1853 1856 1859 rVB 53532 52209 1.25% 0.146%
20 13.074 1895 1902 1907 rBV2 53295 75262 1.80% 0.211%

21 13.298 1933 1940 1943 rBV 3090730 3440305 82.21% 9.644%
22 14.462 2134 2138 2147 rBvV4 91813 195236 4.67% 0.547%
23 14.562 2150 2155 2159 rBV 962340 1004319 24.00% 2.815%
24 15.962 2390 2393 2396 rBv4 39369 46233 1.10% 0.130%
25 16.192 2427 2432 2439 rVB 676353 789103 18.86% 2.212%

Sum of corrected areas: 35673476
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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\BF040617\

BF094241.D

6 Apr 2017 21:13

SJ/MA

12537-01

25 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance : .
OSCoSS TIC: BF094241.D
5.60
4.39
5.46
3000000 6.03
6.50
2000000
7.35
5.85
1000000
3.99
L 4.77
Ll i -l i - il B - - -, i
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF094241.D
4000000 sl6s
13.30
3000000
10.47
2000000
9.49 11.32
1000000
9.17
. L A 1009 1034 10.67 11 12.80 13.07
— T T Yy L T T L Tl =l i
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance : .
OSCoSS TIC: BF094241.D
3000000
2000000
14.56
1000000 16.19
14.4 15.96
(O e e S S B L e e e e o o o e o e o B e I I e e e e e B A A B e e
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094241.D

Aca On : 6 Apr 2017 21:13

Operator : SJ/MA

Sample : 12537-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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.

3.99 16.68 ng 785807 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 358 (3.992 min): BF094241.D (-353) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1 NSRS SR
| | 83.0 3.60 3.80 4.00 4.20 4.40
e e e e e e e e m/z 59.10 58.15%
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 RN LS RS AN R
3.60 3.80 4.00 4.20 4.40
59.0 1010 m/z 101.10 20.49%
"'I'"'I'?Z'?"”\l'"I""P"Z%'Q"??'q'l"”lt"'l""I'”'I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 3.80 4.00 420 4.40
5000 41.0 m/z 58.00 15.79%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone R e R REE
43.0 3.60 3.80 4.00 4.20 4.40
m/z 41.10 9.44%
5000 101.0
28.0 59.0 640
“'&?QPJM'“WM'w”hm“'w%?wj;l““l““v'“v'“w'“w'“l S SR L SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094241.D

Aca On : 6 Apr 2017 21:13

Operator : SJ/MA

Sample : 12537-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.60 Concentration Rank 1

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

5.60 81.10 ng 3820550 1,4-Dichlorobenzene-d4 5.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 631 (5.598 min): BF094241.D (-625) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 RS SN AR
401 540 | 850 | 70 5.20 5.40 560 5.80 6.00
SO i | IO M . N | . m/z 68.10 39.16%
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 N
5000 RS S LR
5.20 5.40 560 5.80 6.00
310 510 ‘ m/z 134.00 33.45%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580 6.00
5000 67.0 m/z 66.10 24 .00%
41.0 97.0
53.0
79.0 117.0

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

Abundance #14006: 5-Aminoindole e e
132.0 520 5.40 560 5.80 6.00
m/z 69.10 15.26%
5000
104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

N S W -1 S M2 B . AN L U |

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040617\
Data File : BF094241.D

Aca On : 6 Apr 2017 21:13

Operator : SJ/MA

Sample : 12537-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14 .46 3.89 ng 195236 Chrysene-di12 14 .56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 95
2 Acetic acid. chloro-. octadecvl ... 346 C20H39CI02 005348-82-3 94
3 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 91
4 11-Tricosene 322 C23H46 052078-56-5 87
5 1-Tetracosanol 354 C24H500 000506-51-4 83

Abundance Scan 2138 (14.462 min): BF094241.D (-2134) (-) m/z 83.10 100.00%

4 1

5000

267.0 14.20 14.40 14.60 14.80
m/z 43.10 91.78%

139.1 169.1 211.1234.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #72491: Cyclohexadecane
0 830

5000

111.0 14.20 14.40 14,60 14.80
m/z 55.05 86.71%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance
57.0 83.0
R ARREEE B
14.20 14.40 14.60 14.80
)
5000 1110 m/z 57.00 82.56%
29.0 140.0 1690 207.0 250.0 297.0
Wmmmwm@mmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #145521: Bromoacetic acid, hexadecy! ester B EERR Bam e L
43.0 14.20 14.40 14.60 14.80

m/z 97.10 79 .04%

5000

196.0 222.0 269.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 14.20 14. 40 14. 60 14.80

8270-BF032217.M Fri Apr 07 14:38:32 2017 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040617\
Data File : BF094241.D

Acq On : 6 Apr 2017 21:13

Operator : SJ/MA

Sample : 12537-01

Misc :

ALS Vial : 25 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 3.99 16.7 ng 785807 1 5.85 942171 20.0
unknown5 .60 5.60 81.1 ng 3820550 1 5.85 942171 20.0
Cyclohexadecane 14 .46 3.9 ng 195236 5 14.56 1004320 20.0
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