LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012517\
Data File : BF092484.D

Aca On : 25 Jan 2017 18:45

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 19 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-BF012417 .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 5.161 266 269 275 rBV 998830 1409650 29.87% 3.287%
2 5.561 301 304 307 rBY 3036024 4329090 91.75% 10.094%
3 6.590 390 394 396 rBY 3875589 4449684 94.30% 10.375%
4 6.727 403 406 409 rBVY 3298803 4049391 85.82% 9.442%
5 6.967 425 427 429 rBV 1128673 994881 21.08% 2.320%
6 7.127 438 441 443 rBVY 3060464 3328821 70.55% 7.762%
7 7.527 473 476 479 rBV 2280979 2546498 53.97% 5.938%
8 8.259 537 540 542 rBVY 1406495 1349452 28.60% 3.146%
9 9.345 631 635 637 rBVY 4414013 4698028 99.57% 10.954%
10 10.019 691 694 697 rBY 1529581 1458621 30.91% 3.401%

11 10.808 760 763 766 rBv2 2090873 2599631 55.09% 6.061%
12 11.505 822 824 827 rBvV2 1207681 1434223 30.40% 3.344%
13 11.882 855 857 859 rBvV 88431 113006 2.39% 0.263%
14 12.682 925 927 930 rVB 174789 225911 4._.79% 0.527%
15 13.105 961 964 966 rVB 4233964 4718506 100.00% 11.002%

16 13.631 1007 1010 1011 rBV 72492 74948 1.59% 0.175%
17 13.997 1038 1042 1046 rBV6 25243 83168 1.76% 0.194%
18 14.122 1051 1053 1054 rBV 1516490 1466583 31.08% 3.420%
19 14.145 1054 1055 1058 rVB 1460669 1385011 29.35% 3.229%

20 14.625 1094 1097 1099 rBV 22664 48105 1.02% 0.112%
21 14.934 1122 1124 1128 rBV 37604 58111 1.23% 0.135%
22 15.277 1152 1154 1157 rBV 51378 81437 1.73% 0.190%

23 15.620 1181 1184 1187 rBV 914759 1366805 28.97% 3.187%
24 15.677 1187 1189 1195 rVB 85003 149816 3.18% 0.349%
25 16.122 1225 1228 1234 rVB 75657 154434 3.27% 0.360%

26 16.637 1269 1273 1279 rVB 69031 149198 3.16% 0.348%

27 17.243 1323 1326 1331 rVB 44246 97594 2.07% 0.228%
28 17.963 1386 1389 1395 rVB2 25496 67452 1.43% 0.157%
Sum of corrected areas: 42888055
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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:\HPCHEMIN\BNA F\DATA\BF012517\

BF092484.D

25 Jan 2017 18:45

SJ/MA

PB96282BL

19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF012417 .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:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092484.D

Aca On : 25 Jan 2017 18:45

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.16 28.34 ng 1409650 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
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 Ethanol, pentamethyl- 116 C7H160 000594-83-2 9

Abundance Scan 269 (5.161 min): BF092484.D (-266) (-) m/z 43.05 100.00%
43.0
59.1
5000
| o s 350 sho 520 sa0 |
1 MR L S m/z 59.10 52.87%
m/z--> 10 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 UL RS I B
59.0 480 500 520 540
m/z 58.00 16.10%
31.0 g30 1010
O T T P T T T P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
4.80 500 5.20 5.40
5000 41.0 m/z 101.10 15.31%
29.0
87.0
ol 150 70.0 98.0
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  EEamr e A R
59.0 4.80 500 5.20 5.40
m/z 41.10 8.46%
5000 41.0
0 I L 730 1260 1420
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092484.D

Aca On : 25 Jan 2017 18:45

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.73 Concentration Rank 1

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

6.73 81.40 ng 4049390 1,4-Dichlorobenzene-d4 6.97
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 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 406 (6.727 min): BF092484.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00 o || BT Th o8 o 7ho
Obrr e el bt e 85,0 L 070 WL m/z 68.10 46.37%
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 LA SRS AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 32.53%
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
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.52%
33.0 44.0 105.0
. s60 0 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole R mam s B A Ry
132.0 6.40 6.60 6.80 7.00
m/z 69.10 18.41%
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 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092484.D

Aca On : 25 Jan 2017 18:45

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Hexadecanoic acid, 15-methy... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.68 3.15 ng 225911 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Hexadecanoic acid. 15-methvl-. m... 284 C18H3602 006929-04-0 91

2 9-Octadecenoic acid. 12-(acetvlo... 354 C21H3804 000140-03-4 90
3 Methvl tetradecanoate 242 C15H3002 000124-10-7 90
4 Pentadecanoic acid. 14-methvl-., ... 270 C17H3402 005129-60-2 90
5 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 86
Abundance Scan 927 (12.682 min): BF092484.D (-925) (-) m/z 74.10 100.00%
74.1
so00] 431
fhons 82 ig0n e " e 750 1350
0 e e B e T e m/z 87.10 70.15%
m/z--> 50 100 150 200 250 300 350
Abundance #108888: Hexadecanoic acid, 15-methyl-, methyl ester
74.0
5000 43.0 LRI BN UL SULRURN S
12.40 12.60 12.80 13.00
m/z 43.10 50.60%
‘ 1010 1430 99.0 241.0
oL, .“. A IH" “k“.““‘. “I‘." — .‘ I :!'7}91' i.' i .4.:‘L i |2§5;0| ———y
m/z--> 50 100 150 200 250 300 350
Abundance
74.0
1240 12.60 12.80 13.00
5000 m/z 55.05 33.46%
43.0
143.0
a0, | | || 0N 1850 PO 2100 s160 ssio
m/z--> 50 100 150 200 250 300 350
Abundance #83693: Methyl tetradecanoate T T T
74.0 12.40 12.60 12.80 13.00
m/z 41.05 28.59%
5000 43.0
. \ il ot M3O 1990 2620
mz-> 50 100 150 200 250 300 350 1240 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092484.D

Aca On : 25 Jan 2017 18:45

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Heptadecane, 9-octyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
15.68 2.19ng 149816  perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90

2 Nonacosane 408 C29H60 000630-03-5 90
3 Tetracosane 338 C24H50 000646-31-1 86
4 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
5 Docosane 310 C22H46 000629-97-0 86
Abundance Scan 1189 (15.677 min): BF092484.D (-1187) (-) m/z 57.10 100.00%
57.1
5000
15.40 15.60 15.80 16.00
bl m/z 71.10 75 .94%
m/z--> 50 100 150 200 250 300 350 400
Abundance #142113: Heptadecane, 9-octyl-
57.0
5000 LA L L L L L LB L
15.40 15.60 15.80 16.00
m/z 43.10 68.40%
930 .10 239.0
ol dp ) 0 ass0 T 2810 3230
m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
' 15.40 15.60 15.80 16.00
5000 m/z 85.10 53.55%
99.0
0l27.0 1410 183.0 225.0 267.0 309.0 351.0  408.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #136481: Tetracosane B R AR RS RN R
57.0 15.40 15.60 15.80 16.00
m/z 83.10 18.81%
5000
99.0
0 2?\-0‘ ‘ | 4|, 1410 1830 225.0 267.0 338.0
m/z--> 50 100 150 200 250 300 350 400 1540 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092484.D

Aca On : 25 Jan 2017 18:45

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 6 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.12 2.26 ng 154434 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonacosane 408 C29H60 000630-03-5 90
3 Tridecane. l1l-i1odo- 310 C13H271 035599-77-0 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
5 Tetracosane 338 C24H50 000646-31-1 86
Abundance Scan 1228 (16.122 min): BF092484.D (-1225) (-) m/z 57.10 100.00%
51.1
j%-l 15180 16,00 1620 16.40
141.1 207.1 . . . .
ol dd b b d | Aot ama 2T 71 40 60.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57.0
5000 R AR U SR RN
15. 80 16. 00 16 20 16.40
m/z 43.10 56.05%
L1 20 1m0 1830 2250 2620
m/z--> 55 160 1%0 200 250 300 3éo 460
Abundance
57.0
15,80 16.00 16.20 16.40
5000 m/z 85.05 47 .03%
99.0
0l27.0 141.0 1830 225.0 267.0 300.0 351.0  408.0
m/z--> 55 160 1%0 200 250 300 3éo 460
Abundance #122578: Tridecane, 1-iodo- R R mEEE
57.0 15.80 16.00 16.20 16.40
m/z 55.10 23.68%
- //\\/VVVJNNV\VQ/\V\\_A“MNV\P\J/
27.0 99.0 183.0
P 00 O T T X S S
m/z--> 50 100 150 200 250 300 350 400 1580 1600 1620 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092484.D

Aca On : 25 Jan 2017 18:45

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 7 Tetratriacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.18 ng 149198 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Tetratetracontane 619 C44H90 007098-22-8 90
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Octacosane 394 C28H58 000630-02-4 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1273 (16.637 min): BF092484.D (-1269) (-) m/z 57.10 100.00%

=n

5000
13.1 0o 16.40 16.60 16.80 17.00
o m/z 71.10 63.82%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #167078: Tetratriacontane
57.0
5000 LA L L L L L
16. 40 16 60 16. 80 17. OO
m/z 43.05 57 .56%
0 A u‘\ \‘ ]m \‘ | \1\6\9 0 ‘225 0 311.0 410.0
e T e T e e T e e T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
R e LA e
16.40 16.60 16.80 17.00
5000 m/z 85.10 40.46%
113.0
o 169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
T T T T T [ T [ T T T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #162744: Hentriacontane N aa s e
57.0 16.40 16.60 16.80 17.00
m/z 55.05 19.02%
= b\““”“vNKf\quL»»N»\V\F\J\a
13.0
ol | ,169.0 2250  309.0 365.0 436.0
e R T T e T T T T T T R e LA e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16. 40 16 60 16. 80 17. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012517\
Data File : BF092484.D

Acq On : 25 Jan 2017 18:45

Operator : SJ/MA

Sample : PB96282BL

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.16 28.3 ng 1409650 1 6.97 994881 20.0
unknown6.73 6.73 81.4 ng 4049390 1 6.97 994881 20.0
Hexadecanoic acid... 12.68 3.1 ng 225911 4 11.50 1434220 20.0
Heptadecane, 9-oc... 15.68 2.2 ng 149816 6 15.62 1366810 20.0
Eicosane 16.12 2.3 ng 154434 6 15.62 1366810 20.0
Tetratriacontane 16.64 2.2 ng 149198 6 15.62 1366810 20.0
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