LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\

Data File : BF096267.D

Aca On : 28 Jun 2017 23:27 Instrument :
Operator : SJ/MA BNA_F

Sample - 13899-01 ClientSampleld :
Misc : 72-11940

ALS Vial : 26 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-BF062717 .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 2.128 5 7 19 rvVB4 31780 63481 2.20% 0.247%
2 4.981 487 492 501 rBV 538542 625808 21.64% 2.431%
3 5.398 558 563 566 rBY 3134965 2892030 100.00% 11.236%
4 6.410 730 735 738 rBVY 2928979 2849338 98.52% 11.070%
5 6.551 755 759 762 rBVY 3060695 2760054 95.44% 10.723%
6 6.787 795 799 802 rVB 899871 777590 26.89% 3.021%
7 6.940 821 825 829 rBVY 2405547 2068893 71.54% 8.038%
8 7.340 888 893 896 rBY 2018955 1663300 57.51% 6.462%
9 7.428 905 908 912 rVB2 41728 36664 1.27% 0.142%
10 7.763 960 965 968 rBV 71415 89328 3.09% 0.347%

11 8.063 1012 1016 1020 rBV 1213167 1007253 34.83% 3.913%
12 9.139 1195 1199 1202 rBV 3123542 2662098 92.05% 10.343%
13 9.528 1262 1265 1269 rBV 728350 597910 20.67% 2.323%
14 9.816 1310 1314 1318 rVB 1110014 933304 32.27% 3.626%

15 10.257 1387 1389 1392 rVB 70512 52382 1.81% 0.204%
16 10.480 1421 1427 1429 rBV 23914 33501 1.16% 0.130%
17 10.598 1443 1447 1450 rBV 1710931 1428591 49.40% 5.550%
18 10.728 1466 1469 1471 rBV 82089 78871 2.73% 0.306%
19 11.180 1542 1546 1548 rBV 70156 61376 2.12% 0.238%

20 11.298 1562 1566 1569 rBV 911299 836651 28.93% 3.251%

21 11.527 1602 1605 1609 rBV 153496 122638 4.24% 0.476%
22 11.604 1615 1618 1621 rVB 52348 38512 1.33% 0.150%
23 11.827 1653 1656 1660 rBV 77585 72569 2.51% 0.282%
24 12.880 1831 1835 1838 rBV 2522154 2239233 77.43% 8.700%
25 13.780 1985 1988 1993 rBV 212181 198393 6.86% 0.771%

26 13.927 2009 2013 2016 rBV 904947 835806 28.90% 3.247%
27 15.351 2251 2255 2259 rBV 448171 569448 19.69% 2.212%
28 15.386 2259 2261 2269 rVB2 86657 143667 4.97% 0.558%

Sum of corrected areas: 25738689
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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\BF062817\

BF096267 .D

28 Jun 2017 23:27

SJ/MA

13899-01

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096267.D

Aca On : 28 Jun 2017 23:27

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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.

4.98 16.10 ng 625808 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 492 (4.981 min): BF096267.D (-487) (-) m/z 42.95 100.00%
43.0
59.0
5000
| eoo O +50 450 500 550 540
T e e N m/z 59.00 54.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R L UL R I
59.0 460 480 500 520 5.40
0,
150 a0 1010 m/z 58.00 15.34%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 5.40
5000 m/z 101.10 14 .69%
41.0
29.0 101.0
0 50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- e R e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.32%
5000 41.0
31.0
69.0 870
o 15.0 M L1500 98.0
m/z--> 10 20 30 40 50 60 7'0 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096267.D

Aca On : 28 Jun 2017 23:27

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 unknown6.55 Concentration Rank 1

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

6.55 70.99 ng 2760050 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 759 (6.551 min): BF096267.D (-755) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 BN RS SR
400 540 | 6.20 6.40 6.60 6.80
o S A .25 13 S | m/z 68.10 40.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 BN AR RS SRR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.13%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
6.20 640 6.60 680
5000 67.0 m/z 66.00 26.73%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole LA L L L L L L L
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.45%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096267.D

Aca On : 28 Jun 2017 23:27

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 Cyclotetradecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.53 2.93 ng 122638 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 94
2 2-Tetradecene. (E)- 196 C14H28 035953-54-9 94
3 1-Tridecene 182 C13H26 002437-56-1 91
4 1-Hexadecanol 242 C16H340 036653-82-4 91
5 n-Pentadecanol 228 C15H320 000629-76-5 91

Abundance Scan 1605 (11.527 min): BF096267.D (-1602) (-) m/z 43.05 100.00%

5000
11.20 11.40 11.60 11.80
145.1 167.1 196.2
o] m/z 55.00 96.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58280: Cyclotetradecane
55.
83.0
5000 TT [T T T T [T T I T [T T T T [TTTT]
29.0 11.20 11.40 11.60 11.80
‘ 111.0 m/z 57.00 81.16%
126.0 196.0
S L L
m/z--> 20 6 0 120 140 160 180 200
Abundance
55.0
R EREEEE RS RE
11.20 11.40 11.60 11.80
5000 29.0 70.0 m/z 69.10 71.10%
97.0
o 1120 1400 1680 1990
L o o LA i o o o ELELA I BB B i o o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47267: 1-Tridecene e
55.0 83.0 11. 20 11. 40 11. 60 11. 80

m/z 83.10 70.72%

5000 29.0
111.0
140 | H \\‘ H\ ‘\\ ‘\ 1260 1540 1820
AN R UL U a

m/z--> 20 40 60 80 100 120 140 160 180 200 11. 20 11. 40 11. 60 11.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096267.D

Aca On : 28 Jun 2017 23:27

Operator : SJ/MA

Sample = 13899-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NIST11.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 5 Behenic alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.78 4.75 ng 198393 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1988 (13.780 min): BF096267.D (-1985) (-) m/z 57.05 100.00%
5%.0
83.0
5000
NSRRI AU SUNILE
139.2 13.40 13.60 13.80 14.00
o 166.2 199.2224.2  266.9 295.1 /7  43.10 90_.38%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #166292: Behenic alcohol
55,0 83.0
5000 111.0 LN ISR AU SUNILE
13.40 13.60 13.80 14.00
m/z 55.00 87.39%
29.0 139.0 167
Obrerretiets A -0 196.0 224.0 252.0 280.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0 83.0
1340 13.60 13.80 14.00
5000 111.0 m/z 83.05 71.29%
29.0 139.0
o 167.0 195.0222.0 250.0 280.0 308.0 336.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #177132: 1-Heneicosy! formate A EEm T b e
13.40 13.60 13.80 14.00
m/z 97.10 68.81%
- JM
o 139.0167.0196.00220  266.0294.0305
I~ IIIIIIIIIIIIIIII|II

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062817\
Data File : BF096267.D

Acq On : 28 Jun 2017 23:27

Operator : SJ/MA

Sample - 13899-01

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4._.98 16.1 ng 625808 1 6.79 777590 20.0
unknown6 .55 6.55 71.0 ng 2760050 1 6.79 777590 20.0
Cyclotetradecane 11.53 2.9 ng 122638 4 11.30 836651 20.0
Behenic alcohol 13.78 4.8 ng 198393 5 13.93 835806 20.0
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