LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\

Data File : BF102259.D

Aca On - 20 Jan 2018 12:16 Instrument :
Operator : SJ/JU gmgigamlem'
3?22'6 i J1115-01 S&3LZ53%
ALS Vial : 9 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-BF010918.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 4.922 477 482 490 rBV 169249 238505 7.38% 0.893%
2 5.334 547 552 555 rBY 3075272 3101131 95.99% 11.612%
3 6.363 721 727 731 rBVY 2952814 3147009 97.41% 11.783%
4 6.492 744 749 752 rBVY 3386708 3139757 97.19% 11.756%
5 6.716 784 787 791 rBV 854825 773430 23.94% 2.896%

6.875 810 814 817 rBV 2847934 2450554 75.85% 9.176%
7.287 879 884 887 rBV 2113524 1939336 60.03% 7.261%
8.004 1001 1006 1009 rBV 1112640 991301 30.68% 3.712%
9.081 1184 1189 1192 rBV 3585724 3230685 100.00% 12.097%
9.475 1252 1256 1259 rBV 301783 273568 8.47% 1.024%

=
QO ~NO®

11 9.686 1288 1292 1295 rVB 146835 109453 3.39% 0.410%
12 9.751 1300 1303 1307 rVB 1090776 963755 29.83% 3.609%
13 10.186 1373 1377 1380 rVB 151295 126403 3.91% 0.473%
14 10.404 1408 1414 1416 rBV 33962 44716 1.38% 0.167%
15 10.545 1431 1438 1441 rBV 1672478 1507065 46.65% 5.643%

16 10.657 1454 1457 1466 rBV 113415 110076 3.41% 0.412%
17 11.239 1552 1556 1559 rBV 883454 766282 23.72% 2.869%
18 12.821 1821 1825 1828 rBV 2326652 2093467 64.80% 7.839%
19 13.716 1973 1977 1980 rBV 132596 134813 4_.17% 0.505%
20 13.868 1999 2003 2007 rBV 735859 732281 22.67% 2.742%

21 14.351 2081 2085 2089 rBV3 44476 53654 1.66% 0.201%

22 15.292 2240 2245 2257 rBV 570744 742536 22.98% 2.780%

23 16.204 2396 2400 2405 rBV5 24001 37444 1.16% 0.140%
Sum of corrected areas: 26707221
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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\BF012018\

BF102259.D

20 Jan 2018 12:16

SJ/Ju

J1115-01

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF102259.D
6.49

5.33
6.36 6.87

7.29

6.72

4.92

0
Time-->

5.00

5.50

Abundance
3500000

3000000

2500000

2000000

1500000

8.00

1000000

500000

0

TIC: BF102259.D

12.82

10.55

9.75
11.24

947 10.19
9. 0190, 4(4 10.66

e

T
Time--> 8.00

13.00

13.50

8.50

9.50

9.00 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000
.72

0

TIC: BF102259.D

13.87

15.29

14.35 16.20

Time-->

14.00

18.50 19.00

14.50

15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102259.D

Aca On : 20 Jan 2018 12:16

Operator : SJ/JU

Sample : J1115-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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.

4.92 6.17 ng 238505 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 37
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 482 (4.922 min): BF102259.D (-477) (-) m/z 42.95 100.00%
a3
59
5000
101 IBESREDESARRIRRRRERARRE
51 | 83 | 4.60 4.80 5.00 5.20
o} LS M S m/z 59.00 56.38%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 ISR SRR R AR
4.60 4.80 5.00 5.20
59 101 m/z 101.10 17.05%
o 2 36 51 “‘ 67 76 83 91 |
HUSUNRREN NI LRI LR IR IR LRI LRSS LSS SRS SRR SRR BARRE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
460 4.80 500 520
5000 57 m/z 58.00 15.56%
29
101
ol 36 50 78
mﬂmﬁwﬁwﬁmﬁ
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester I R e EAREAL
59 4.60 4.80 5.00 5.20
m/z 41.00 9.36%
5000 41
68
0 Il s0 | 126 142
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102259.D

Aca On : 20 Jan 2018 12:16

Operator : SJ/JU

Sample : J1115-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 unknown6.49 Concentration Rank 1

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

6.49 81.19 ng 3139760 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 749 (6.492 min): BF102259.D (-744) (-) m/z 132.00 100.00%
5000 68
40 | 75 6 10 620 6.40 6.60 6.80
54 104 . . . .
o R 1 ??...' S -/ M S | N m/z 68.10 38.81%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 ISR AR SRR A
6.20 6.40 6.60 6.80
3 78 m/z 134.00 33.31%
138 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 24.13%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L B
132 6.20 6.40 6.60 6.80
m/z 69.10 15.59%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 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\BF012018\
Data File : BF102259.D

Aca On : 20 Jan 2018 12:16

Operator : SJ/JU

Sample : J1115-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 Hexadecane Concentration Rank 7

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

9.69 2.27 ng 109453 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane 184 C13H28 000629-50-5 83
3 Tetratetracontane 619 C44H90 007098-22-8 78
4 Tetradecane 198 C14H30 000629-59-4 53
5 Octadecane 254 C18H38 000593-45-3 50

Abundance Scan 1293 (9.692 min): BF102259.D (-1288) (-) m/z 57.10 100.00%
57
5000
99 9.40 9.60 9.80 10.00
o LU S m/z 43.00 64.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #83025: Hexadecane
57
5000
9.40 9.60 9.80 10.00
m/z 71.05 54_.21%
o 2¢Lu “J%9‘141 183 226
miz--> 0 55 100 150 200 250 300 350 400 4éo 560 séo 660
Abundance
57
9.40 9.60 9.80 10.00
5000 m/z 85.10 39.29%
0. 20 9 141 184
m/z--> 6 55 160 1éo 200 250 300 350 400 4éo 560 5%0 660
Abundance #241528: Tetratetracontane
57 9.40 9.60 9.80 10.00
m/z 41.05 39.12%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L e e e

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102259.D

Aca On : 20 Jan 2018 12:16

Operator : SJ/JU

Sample : J1115-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 6 Heneicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.66 2.87 ng 110076 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Pentadecane 212 C15H32 000629-62-9 87
Abundance Scan 1458 (10.663 min): BF102259.D (-1454) (-) m/z 57.05 100.00%
57
5000 85
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—q—v—v—h
J | 13 11 10.40 10.60 10.80 11.00
oF——tpll ol A e m/z 43.05 73.69%
m/z-> 0 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85 RN SRR RN AR B
10.40 10.60 10.80 11.00
29 m/z 71.10 66 .54%
o M L J113 141 169 197 225 253 296
m/z-> 0 50 100 1éo 200 250 300 350
Abundance
57
10.40 10.60 10.80 11.00
5000 85 m/z 85.05 42 .24%
29
o 13 141 169 197 225 254
m/z-> 0 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57 10.40 10.60 10.80 11.00
m/z 41.00 26.37%
5000
85
0 ?? ‘ (113 141 169 197 225 253 281 323 351 380
m/z-> 0 50 100 1éo 200 250 300 350 1040 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012018\
Data File : BF102259.D

Aca On : 20 Jan 2018 12:16

Operator : SJ/JU

Sample : J1115-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF010918_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 7 Trifluoroacetoxy hexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.72 3.68 ng 134813 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 95
2 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 95
3 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 95
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 93
Abundance Scan 1978 (13.721 min): BF102259.D (-1973) (-) m/z 57.00 100.00%
7 o7
5000
: 125 149169 101 211230 - 13.40 13.60 13.80 14.00
O U SR - S m/z 43.00 98.71%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
97
5000 SR AR U IR SRR
13,40 13.60 13.80 14.00
29 125 m/z 55.00 96.86%
oL i 79 | | | 154 195 224 251269 320
m/z--> 50 100 150 260 250 300 350
Abundance
57
83 UL BN B
13.40 13.60 13.80 14.00
5000 11 m/z 69.05 80.77%
29
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester B R EE e e
13.40 13.60 13.80 14.00
83 m/z 97.10 78.76%
5000 111
29
o h14°‘ 182 210 37255 306
miz--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012018\
Data File : BF102259.D

Acq On : 20 Jan 2018 12:16

Operator : SJ/JU

Sample : J1115-01

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF010918_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... 4.92 6.2 ng 238505 1 6.72 773430 20.0
unknown6 .49 6.49 81.2 ng 3139760 1 6.72 773430 20.0
Hexadecane 9.69 2.3 ng 109453 3 9.75 963755 20.0
Heneicosane 10.66 2.9 ng 110076 4 11.24 766282 20.0
Trifluoroacetoxy ... 13.72 3.7 ng 134813 5 13.87 732281 20.0
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