LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF073116\

Data File : BF089463.D

Aca On - 30 Jul 2016 20:16

Operator : UM/SJ

a?zgle i H4284-15 AB-SLOPE(0-4)H
ALS Vial : 16 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-BF072716.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 1.667 5 7 42 rVB 993679 2188572 100.00% 14.740%
2 3.061 124 129 143 rBVY 900831 1747795 79.86% 11.772%
3 4.604 261 264 279 rVB 179289 352078 16.09% 2.371%
4 5.073 303 305 321 rBV 991331 1211991 55.38% 8.163%
5 6.159 398 400 408 rBV 893781 1217146 55.61% 8.198%

6.273 408 410 412 rBV 932394 1293904 59.12% 8.715%
6.502 428 430 441 rVB 190738 219424 10.03% 1.478%
6.650 441 443 446 rBvY 858550 906458 41.42% 6.105%
7.073 478 480 491 rBvV 687426 827490 37.81% 5.573%
7.782 540 542 554 rBV 264807 330492 15.10% 2.226%

=
QO ~NO®

11 8.867 634 637 639 rBV 1414309 1420041 64.88% 9.564%
12 9.268 670 672 674 rBV 209594 185913 8.49% 1.252%
13 9.530 693 695 697 rBvV 364067 369641 16.89% 2.490%
14 9.988 728 735 736 rBV 24727 35261 1.61% 0.237%
15 10.319 761 764 766 rBV2 461123 679441 31.04% 4_.576%

16 10.456 774 776 780 rBV 29420 40393 1.85% 0.272%
17 11.005 822 824 826 rBV 223638 338494 15.47% 2.280%
18 12.582 960 962 964 rBV 1083863 1036994 47.38% 6.984%
19 13.496 1040 1042 1048 rBB 24120 36466 1.67% 0.246%
20 13.611 1051 1052 1064 rBV 146769 216213 9.88% 1.456%

21 14.948 1167 1169 1178 rBV 160912 193336 8.83% 1.302%

Sum of corrected areas: 14847543
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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\BFO073116\

BF089463.D

30 Jul 2016 20:16

UM/SsJ

H4284-15

16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

AB-SLOPE(0-4)H
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089463.D

Aca On - 30 Jul 2016 20:16

Operator : UM/SJ

a?ggle i H4284-15 AB-SLOPE(0-4)H
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.60 32.09 ng 352078 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 72
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 264 (4.604 min): BF089463.D (-261) (-) m/z 43.05 100.00%
a3
59
5000
101 SRS HS S —
420 4.40 4.60 4.80 5.00
83
0...,....,....,....',':...‘?.1.-!],....,....,.-...,...:,....,....,....,....,...., m/z 59.10 64.84%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RSB SSANE SAREE S
59 420 4.40 4.60 4.80 5.00
m/z 101.10 23.76%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
420 4.40 4.60 4.80 5.00
5000 m/z 58.10 15.95%
101
15 58
0 28 69 84
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e R e
59 420 4.40 4.60 4.80 5.00
m/z 41.10 9.67%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 420 4.40 4.60 4.80 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF073116\
Data File : BF089463.D

Aca On : 30 Jul 2016 20:16

Operator : UM/SJ

Sample : H4284-15

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 unknown6.27 Concentration Rank 3

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

6.27 117.94 ng 1293900 1,4-Dichlorobenzene-d4 6.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 410 (6.273 min): BF089463.D (-408) (-) m/z 132.00 100.00%
32
5000
68
40 47 54 g1 | 75 87 6 104 6.00 6.20 6.40 6.60
O R e 1 K m/z 68.10 34 .35%
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
6.00 6.20 6.40 6.60
2 78 m/z 134.00 33.72%
38
0'W'”'P'”I”J“'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
6.00 6.20 6.40 6.60
5000 67 m/z 66.10 22.06%
41 97
53 . 117
ol 34 60 89 | 105 124
wwmmﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl- R A REEEE R
132 6.00 6.20 6.40 6.60
m/z 96.10 14.27%
5000
o 15 28 3 82 G 77 90 104 46 |
m/z--> 10 20 §0 40 55 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089463.D

Aca On - 30 Jul 2016 20:16

Operator : UM/SJ

a?ggle i H4284-15 AB-SLOPE(0-4)H
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.39 ng 40393 Phenanthrene-d10 11.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexadecane 226 C16H34 000544-76-3 78
3 Tetradecane 198 C14H30 000629-59-4 72
4 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 64
5 Sulfurous acid, hexyl pentyl ester 236 C11H2403S 1000309-14-1 64
Abundance Scan 776 (10.456 min): BF089463.D (-774) (-) m/z 57.10 100.00%
57
43 n
5000 85
99 113,57 110.20 1040 10.60 10.80
o} m/z 71.10 76.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117637: Nonadecane
57
5000
10.20 10.40 10.60 10.80
9 m/z 43.10 68.46%
113127141155169183197

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43
71 e
10.20 10.40 10.60 10.80
5000 85 m/z 85.10 49 .50%
29 99
ol 14 113127141155169183197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #59880: Tetradecane
57 10.20 10.40 10.60 10.80
43 m/z 41.05 32.22%
71
5000 85
29
ol 15 J 0 %9113127141155169 198
..W.H.P.”,”.W.H.P.”,”.q.”...” R R R RRRRRRRAS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF073116\

Data File : BF089463.D

Aca On - 30 Jul 2016 20:16

Operator : UM/SJ

a?ggle i H4284-15 AB-SLOPE(0-4)H
ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072716_.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 6
R.T. EstConc Area Relative to ISTD R.T.
13.50 3.37 ng 36466 Chrysene-di12 13.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxyvy hexadecane 338 C18H33F302 006222-03-3 91
2 n-Tetracosanol-1 354 C24H500 000506-51-4 91
3 1-Heptacosanol 396 C27H560 002004-39-9 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 11-Tricosene 322 C23H46 052078-56-5 91
Abundance Scan 1042 (13.496 min): BF089463.D (-1040) (-) m/z 57.10 100.00%
5000
| 207 13.20 13.40 13.60 13.80
N — e m/z 43.10 94.05%
m/z--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 'AP"'I""IA"'IN"'
13.20 13.40 13.60 13.80
29 125 m/z 83.10 93.84%
0..‘.‘.|‘ H ‘\ \‘ ‘\ i 4|1||]|.9?|2l24|1| .2(?9..|.32.O..|....
m/z--> 50 150 200 250 300 350
Abundance
57 83
13.20 13.40 13.60 13.80
5000 11 m/z 55.10 92.75%
29 139
o 167 195 222 250 280 308 336
m/z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol R RS ma e E
57 7 13.20 13.40 13.60 13.80
m/z 97.10 78.74%
5000
125
o 21 ’ | L L1534181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF073116\

Data File : BF089463.D

Acg On : 30 Jul 2016 20:16

Operator : UM/SJ

a?ggle i H4284-15 AB-SLOPE(0-4)H
ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072716 .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... 4.60 32.1 ng 352078 1 6.50 219424 20.0
unknown6 .27 6.27 117.9 ng 1293900 1 6.50 219424 20.0
Nonadecane 10.46 2.4 ng 40393 4 11.00 338494 20.0
Trifluoroacetoxy ... 13.50 3.4 ng 36466 5 13.62 216213 20.0
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