LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094119.D

Aca On : 3 Apr 2017 14:32

Operator : SJ/MA

Sample : PB97987BL

Misc :

ALS Vial : 3 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 4.034 361 365 375 rVB 283593 417623 7.87% 0.978%
2 4.434 427 433 436 rBY 4012118 4271893 80.51% 10.007%
3 5.498 608 614 617 rBY 3579124 4364972 82.27% 10.225%
4 5.634 632 637 641 rBY 3888644 4483887 84.51% 10.503%
5 5.887 676 680 684 rBY 1124802 958530 18.07% 2.245%
6 6.069 706 711 714 rBVY 3370638 3544111 66.80% 8.302%
7 6.534 784 790 794 rBVY 2343999 2865104 54.00% 6.712%
8 7.387 930 935 939 rBVY 1314803 1292458 24.36% 3.028%
9 8.716 1154 1161 1164 rBV 4601225 5305952 100.00% 12.429%
10 9.528 1293 1299 1305 rVvB2 1350875 1435154 27.05% 3.362%

11 10.510 1458 1466 1469 rBV 2392587 2871810 54.12% 6.727%
12 11.357 1601 1610 1613 rBV 1337810 1446245 27.26% 3.388%
13 13.339 1940 1947 1951 rBV2 4052749 5224254 98.46% 12.238%
14 14.604 2157 2162 2167 rBV 1269955 1373430 25.88% 3.217%
15 14.751 2175 2187 2188 rBV10 33140 99031 1.87% 0.232%

16 15.645 2335 2339 2345 rBvV 60924 69027 1.30% 0.162%
17 15.998 2395 2399 2403 rBV 131263 138545 2.61% 0.325%
18 16.239 2435 2440 2448 rVB 844947 1006006 18.96% 2.357%
19 16.357 2456 2460 2468 rVB 218590 269558 5.08% 0.631%
20 16.762 2524 2529 2536 rVB 204705 298487 5.63% 0.699%

21 17.227 2602 2608 2617 rVB 190516 335648 6.33% 0.786%
22 17.757 2692 2698 2708 rVB2 119523 250996 4.73% 0.588%

23 18.386 2799 2805 2813 rVB2 96897 219729 4.14% 0.515%
24 19.121 2923 2930 2940 rVB4 53038 147008 2.77% 0.344%

Sum of corrected areas: 42689458
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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\BF040317\

BF094119.D

3 Apr 2017 14:32

SJ/MA

PB97987BL

3 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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\BF040317\
Data File : BF094119.D

Aca On : 3 Apr 2017 14:32

Operator : SJ/MA

Sample : PB97987BL

Misc :

ALS Vial : 3 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.

4.03 8.71 ng 417623 1,4-Dichlorobenzene-d4 5.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 364 (4.028 min): BF094119.D (-361) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 [ g e
| 83.0 | 3.60 3.80 4.00 4.20 4.40
o} NSNS | SNt S, m/z 59.00 57.88%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 I R AL UL
59.0 360 3.80 4.00 420 4.40
m/z 101.00 19.22%
0 \?]‘"0 1 1L L 83.0 10%.0
HUSUNRRRS NI UL LR IR IR LRI RS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
360 380 4.00 4.20 4.40
5000 m/z 58.00 15.01%
41.0
29.0 101.0
ol 73.0 86.0
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e B RmamE e
59.0 3.60 3.80 4.00 4.20 4.40
m/z 41.00 9.02%
5000 41.0
0 A A =X 1260 1420
m/z--> 20 30 40 50 60 70 8 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\BF040317\
Data File : BF094119.D

Aca On : 3 Apr 2017 14:32

Operator : SJ/MA

Sample : PB97987BL

Misc :

ALS Vial : 3 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 unknown5.63 Concentration Rank 1

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

5.63 93.56 ng 4483890 1,4-Dichlorobenzene-d4 5.89
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 636 (5.628 min): BF094119.D (-632) (-) m/z 132.00 100.00%
132.0
5000 68.1
S I Lo 550 50 5o 5B0 6bo
N e MMNIRE S S ita || M m/z 68.10 42.01%
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 A
5000 RS LU IR S
5.20 5.40 5.60 5.80 6.00
2.0 510 m/z 134.00 32.11%
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
520 540 5.60 580 6.00
5000 67.0 m/z 66.00 24.83%
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 #14006: 5-Aminoindole T ERERmE e
132.0 5.20 5.40 5.60 5.80 6.00
m/z 69.05 16.01%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 520 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094119.D

Aca On : 3 Apr 2017 14:32

Operator : SJ/MA

Sample : PB97987BL

Misc :

ALS Vial : 3 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 Heneicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

16.00 2.75 ng 138545 Perylene-d12 16.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 90
4 Eicosane. 2-methvl- 296 C21H44 001560-84-5 90
5 Nonacosane 408 C29H60 000630-03-5 90

Abundance Scan 2399 (15.998 min): BF094119.D (-2395) (-) m/z 57.05 100.00%

57.0
5000 85.1

|1 14111607 2089 067 1 15.60 15.80 16.00 16.20 16.40
ol L AR L) aee2 2080 o 2e7a 0 08 7. o8k
m/z--> 50 100 150 200 250 300 350
Abundance #115570: Heneicosane
57.0
85.0
5000 LA B L L L L L L L L
1560 15.80 16.00 16.20 16.40
m/z 43.10 63.12%
29.0 1130141
0 \‘ A h H\ ‘hw h‘ u‘ \‘14?‘ \1690197022502530 296.0
e
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
e
15.60 15.80 16.00 16.20 16.40
5000 850 m/z 85.10 50.41%
113.0
o 141.0169.01970 23% 0267 0294.0 323.0 352.0
T T e e e =t LA
m/z--> 50 100 150 200 250 300 350
Abundance #123100: Pentadecane, 8—hepty| N L L B N B B
57.0 15.60 15.80 16.00 16.20 16.40
m/z 55.10 22.74%
5000 85.0
290 113.0 210.0
o } Jou [0 t4101690 7" 239.0266.0 309.0
T T T T e e e e
m/z--> 50 100 150 200 250 300 350 1560 15.80 16.00 16.20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094119.D

Aca On : 3 Apr 2017 14:32

Operator : SJ/MA

Sample : PB97987BL

Misc :

ALS Vial : 3 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 5 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.36 5.36 ng 269558 Perylene-di12 16.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
Abundance Scan 2461 (16.362 min): BF094119.D (-2456) (-) m/z 57.05 100.00%
57.0
5000 850
141.2 169 2 16.00 16.20 16.40 16.60
A ,..|:.,-.-...| ..e'. .'...i'....,....,.?.9732.?1.9. 220 Tm/z 71.05  74.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #107651: Eicosane
57.0
5000 IUNNUNUSUASUNRERE
85.0 16.00 16.20 16.40 16.60
29.0 m/z 43.05 53.67%
o L aso 1410 169.0 1970 225.0 253.0 2620
m/z--> 25 Jo eb éo 160 150 140 160 180 200 220 240 260 280 360
Abundance
57.0
o 16160 16,20 1640 16160 "
5000 m/z 85.05 51.80%
29.0 113.0

141.0 169.0 197.0 225.0 253.0  296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #123100: Pentadecane, 8-heptyl- R R
57.0 16.00 16.20 16.40 16.60
m/z 99.10 18.02%
5000 85.0
280 113.0 2100
ol ‘ |77 1410 189.0 239.0 266.0  309.0
R R A et I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094119.D

Aca On : 3 Apr 2017 14:32

Operator : SJ/MA

Sample : PB97987BL

Misc :

ALS Vial : 3 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 8 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.76 4.99 ng 250996 Perylene-di12 16.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 90
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Octadecane 254 C18H38 000593-45-3 90
4 Nonacosane 408 C29H60 000630-03-5 90
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 2699 (17.762 min): BF094119.D (-2692) (-) m/z 57.10 100.00%
2000 mL
0 1411 17.40 17.60 17.80 1800
ol gl g2Ls 232 51 m/z 71.05 71.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane
57.0
5000 A UL SRR R
17.40 17.60 17. 80 18.00
99.0 m/z 43.10 53.53%
01260, | |1 ‘\ | 1410 1830 2250 267.0 309.0 3510 422.0
m/z--> §o 100 1éo 260 2%0 360 3éo 460
Abundance
57.0
17.40 17.60 17.80 1800
5000 m/z 85.10 49 .88%
99.0
o 141.0 1830 2390 2510 323.0
m/z--> §o 160 150 200 250 300 3éo 460
Abundance #91037: Octadecane T T T T T
57.0 17.40 17.60 17.80 18.00
m/z 83.00 19.72%
- vaWnpvﬂmﬁwMJ1ﬂhﬂhquM»Mnmh
99.0
ool | | ||| 1420 1830 2540
m/z--> §o 160 1éo 260 2%0 360 3éo 460 1f40 1760 1780 1800 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040317\
Data File : BF094119.D

Aca On : 3 Apr 2017 14:32

Operator : SJ/MA

Sample : PB97987BL

Misc :

ALS Vial : 3 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 9 Hentriacontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.39 4_.37 ng 219729 Perylene-d12 16.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 91
3 Nonacosane 408 C29H60 000630-03-5 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 2806 (18.392 min): BF094119.D (-2799) (-) m/z 57.00 100.00%
57.0
99.1 LA BN BN RN
| u || 141.1 207 1 2820 18.00 18.20 18.40 18.60 18.80
Ob—hpls "‘”.n“ L e B e ot m/z 71.10 78.23%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162744: Hentriacontane
57.0
5000 AR DR B BN

18 00 18. 20 18. 40 18 60 18. 80
m/z 43.05 58.97%
\‘ \\

ol Ay 1410 1830 2250 267.0 3090 3510 3930 4360

141.0 1830 225.0 267.0 309.0 351.0 393.0 436.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
e e s s
18.00 18.20 18.40 18.60 18.80
5000 m/z 85.10 51.87%
113.0
183.0 253.0
R o T o = R o
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane R IR B i E S
57.0 18.00 18.20 18.40 18.60 18.80
m/z 55.10 26.10%
o WWMMWW
99.0
oL | | |, 1410 1830 2250 267.0 309.0 351.0 408.0
R e R e L e
m/z--> 50 100 150 200 250 300 350 400 18,00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040317\
Data File : BF094119.D

Acq On : 3 Apr 2017 14:32

Operator : SJ/MA

Sample : PB97987BL

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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._.03 8.7 ng 417623 1 5.89 958530 20.0
unknown5.63 5.63 93.6 ng 4483890 1 5.89 958530 20.0
Heneicosane 16.00 2.8 ng 138545 6 16.24 1006010 20.0
Eicosane 16.36 5.4 ng 269558 6 16.24 1006010 20.0
Triacontane 17.76 5.0 ng 250996 6 16.24 1006010 20.0
Hentriacontane 18.39 4.4 ng 219729 6 16.24 1006010 20.0
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