LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF012517\
Data File : BF092491.D

Aca On : 25 Jan 2017 21:57

Operator : SJ/MA

Sample : 11398-06

Misc :

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-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 5.138 265 267 270 rBV 501127 557598 11.24% 1.593%
2 5.550 300 303 306 rBY 1994534 1949285 39.31% 5.570%
3 6.579 390 393 395 rBVY 1520612 1481569 29.88% 4.234%
4 6.727 403 406 408 rBV 3496260 3294095 66.43% 9.413%
5 6.967 424 427 429 rBV 994353 1000399 20.17% 2.859%
6 7.127 438 441 443 rVB 2643956 3192828 64.39% 9.124%
7 7.527 473 476 479 rBV 2245489 2615857 52.75% 7.475%
8 8.259 537 540 542 rBVY 1402358 1328877 26.80% 3.797%
9 9.345 631 635 637 rBY 4507856 4764841 96.09% 13.616%
10 10.019 691 694 697 rBY 1569138 1447097 29.18% 4.135%
11 10.453 728 732 734 rVB 48991 54402 1.10% 0.155%
12 10.808 760 763 766 rBV2 2194431 2777365 56.01% 7.937%
13 10.933 772 774 777 rVB 47386 73501 1.48% 0.210%

14 11.505 822 824 827 rBV 1495564 1452873 29.30% 4.152%
15 12.042 868 871 873 rBvV 105617 142756 2.88% 0.408%

16 12.831 937 940 946 rBV2 36511 71872 1.45% 0.205%
17 13.105 960 964 966 rBvV 3808217 4958934 100.00% 14.171%
18 13.996 1040 1042 1050 rBV 113783 172106 3.47% 0.492%
19 14.145 1052 1055 1058 rBV 1554546 1460643 29.45% 4._.174%
20 15.277 1152 1154 1160 rVB 37219 58197 1.17% 0.166%

21 15.620 1181 1184 1187 rBV 917478 1221711 24.64% 3.491%
22 15.665 1187 1188 1194 rVB 77184 105473 2.13% 0.301%
23 16.111 1224 1227 1231 rBV 82582 140223 2.83% 0.401%
24 16.637 1269 1273 1281 rVB 95485 196517 3.96% 0.562%
25 17.243 1322 1326 1333 rBV 76298 184635 3.72% 0.528%

26 17.963 1384 1389 1397 rBV 64907 184052 3.71% 0.526%
27 18.820 1459 1464 1469 rBV 35037 106644 2.15% 0.305%

Sum of corrected areas: 34994350
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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\

BF092491.D

25 Jan 2017 21:57

SJ/MA

11398-06

26 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 : BF092491.D

Aca On : 25 Jan 2017 21:57

Operator : SJ/MA

Sample : 11398-06

Misc :

ALS Vial : 26 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.

5.14 11.15 ng 557598 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 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 267 (5.138 min): BF092491.D (-265) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 P SSRAYNARAE RARREARERR N
4.80 5.00 5.20 5.40
ol B 211 75 B9 10 51.99%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BN RN RARRE R R
59.0 480 500 520 540
m/z 58.10 16.35%
0 27\\.\9 il \‘ 83.0 10:‘I"0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 500 520 540
5000 m/z 101.10 14.03%
41.0
101.0
25,0
G S S S SIS B I L L B WL S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8116: 2-Hexanol, 2-methyl- B e R
59.0 4.80 5.00 5.20 5.40
m/z 41.10 8.35%
5000
101.0
41.0
0'%g?'wh”ﬂh'mW'f'ﬁ%q"l"”l""l”"l"'W""I"” SR R L RN
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092491.D

Aca On : 25 Jan 2017 21:57

Operator : SJ/MA

Sample : 11398-06

Misc :

ALS Vial : 26 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 65.86 ng 3294100 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 406 (6.727 min): BF092491.D (-403) (-) m/z 132.10 100.00%
13R.1
5000 8.1
01 541 \ wo 1o o om0 6o 700
0 ..,....,....,...:,“.'..:,....,.:..,....,.... ....,.’fP..,....,....,~'...,... m/z 68.10 44_10%
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
5000 AR SR U AR
6.40 6.60 6.80 7.00
2.0 510 m/z 134.10 32.62%
0 L1 H 1N 1
LA AR AR SRS UL AR RS NS RN RS LU S SN BARAE SR
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 28.46%
33.0 44.0 105.0
. s60 00 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole e ey
132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.30%
5000
104.0
ol 140 270 390 510 080770 590 || uso
m/z--> 10 20 30 40 50 60 70 80 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 : BF092491.D

Aca On : 25 Jan 2017 21:57

Operator : SJ/MA

Sample : 11398-06

Misc :

ALS Vial : 26 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 Trichloroacetic acid, hexad... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

14.00 2.36 ng 172106 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 95
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 Trifluoroacetic acid. n-octadecv... 366 C20H37F302 079392-43-1 91
4 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 1042 (13.996 min): BF092491.D (-1040) (-) m/z 57.05 100.00%

57.0

83.1

5000

:

13.60 13.80 14.00 14.20 14.40
m/z 43.10 98.95%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0
T

5000 BN LN L L L L L L
13.60 13.80 14.00 14.20 14.40
195.0 m/z 55.10  90.59%
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0 83.0
RS RS R R e
13.60 13.80 14.00 14.20 14.40
5000 1110 m/z 83.10 74.42%
29.0

139.0 1680  210.0 238.0 266.0 295.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0 13.60 13.80 14.00 14.20 14.40
m/z 69.10 71.50%
69.0
5000

125.0 9280 252.0

T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092491.D

Aca On : 25 Jan 2017 21:57

Operator : SJ/MA

Sample : 11398-06

Misc :

ALS Vial : 26 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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

16.11 2.30 ng 140223 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Nonacosane 408 C29H60 000630-03-5 90
Abundance Scan 1227 (16.111 min): BF092491.D (-1224) (-) m/z 57.10 100.00%

57.1
5000

13.2 1005 15.80 16.00 16.20 16.40

(o} ; m/z 71.10 64 .52%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane
57.0

5000 e 1 ....,
15.80 16.00 16.20 16.40

m/z 43.10 62 .56%

113-0 169.0 225.0 281.0 337.0 394.0

0..”,....”.“.” T T T [T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
EEEEEEEEEEEE SRS SR
15.80 16.00 16.20 16.40
5000 m/z 85.10 44 _38%
113.0 159 o
ol eH A b2 225D 2810 337.0 393.0 449.0 505.0 5620 617.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #151555: Heptacosane A
57.0 15. 80 16. OO 16 20 16. 40
m/z 55.05 22.97%
5000
ol 130 ,169.0 225.0 281.0 380.0
R e AL A B B R R R EEEEamaEs
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. OO 16 20 16. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092491.D

Aca On : 25 Jan 2017 21:57

Operator : SJ/MA

Sample : 11398-06

Misc :

ALS Vial : 26 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 Tetratriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.64 3.22 ng 196517 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Eicosane. 9-octvl- 394 C28H58 013475-77-9 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 91
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 91

Abundance Scan 1273 (16.637 min): BF092491.D (-1269) (-) m/z 57.10 100.00%

517.1
5000

141.2 267 1 16. 40 16 60 16. 80 17. OO
0 ...-.l,l.-.-.l.“,.".J..',‘.a.????.. L — m/z 71.10 65.22%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #167078: Tetratriacontane
57.0

5000 LI e e
16. 40 16 60 1680 17. OO

m/z 43.10 55.52%

15Q\J‘} M 1.0 1830 2250 267.0 3110 367.0 410.0
2 e T T
mz-> 0 50 100 150 200 250 300 350 400
Abundance
57.0

16.40 16 60 16. 80 17.00

o

5000 m/z 85.10 46.94%
99.0
ol15.0 141.0 183.0 225.0 296.0
L I e R e
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #155179: Eicosane, 9-octyl- e o B RS Ra
43.0 16.40 16.60 16.80 17.00

m/z 55.00 19.32%

5000 85.0
238.0 2810
ol g Ly f2r0 169.0 | 322.0 365.0

m/z--> 0 50 100 150 200 250 300 350 400 16. 40 16 60 16. 80 17. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF012517\
Data File : BF092491.D

Aca On : 25 Jan 2017 21:57

Operator : SJ/MA

Sample : 11398-06

Misc :

ALS Vial : 26 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 Eicosane, 9-octyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.24 3.02 ng 184635 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 87
3 Eicosane 282 C20H42 000112-95-8 87
4 Octacosane 394 C28H58 000630-02-4 87
5 Heptacosane 380 C27H56 000593-49-7 86

Abundance Scan 1326 (17.243 min): BF092491.D (-1322) (-) m/z 57.10 100.00%

517.1
5000

991 B PN N B SN
141.2 17.00 17.20 17.40 17.60
bl 2 raane o en1 0 Thzz 71.10  59.18%
m/z--> 50 100 150 200 250 300 350
Abundance #155179: Eicosane, 9-octyl- /\
43.0
5000 85.0 L UL B I R
17. 00 17. 20 17. 40 17. 60
m/z 43.10 50.20%

2380 281.0
oL h b)) | f2re 169.0198.0 | 3100 3520 392.0
o A A RN B LM e
miz--> 50 100 150 200 250 300 350
Abundance
57.0

17.00 17.20 17.40 17.60

5000 m/z 85.10 42.59%
99.0
0 27.0 14107709 219039, 309.0
A
miz--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane R e B REaan mt
57.0 17.00 17.20 17.40 17.60

m/z 55.10 22 .00%

5000
HMIF%JWO 282.0
ot e e T

m/z--> 50 100 150 200 250 300 350 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012517\
Data File : BF092491.D

Acq On : 25 Jan 2017 21:57

Operator : SJ/MA

Sample - 11398-06

Misc :

ALS Vial : 26 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... 5.14 11.2 ng 557598 1 6.97 1000400 20.0
unknown6.73 6.73 65.9 ng 3294100 1 6.97 1000400 20.0
Trichloroacetic a... 14.00 2.4 ng 172106 5 14.15 1460640 20.0
Octacosane 16.11 2.3 ng 140223 6 15.62 1221710 20.0
Tetratriacontane 16.64 3.2 ng 196517 6 15.62 1221710 20.0
Eicosane, 9-octyl- 17.24 3.0 ng 184635 6 15.62 1221710 20.0
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