LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022422.D

Aca On : 18 Jun 2016 13:59

Operator : UM/SJ

Sample : H3580-19

Misc :

ALS Vial : 33 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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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 2.867 3 5 23 rvVB 857425 1210396 85.73% 13.760%
2 5.106 379 386 397 rBV 14863 30291 2.15% 0.344%
3 5.599 463 470 488 rBV 238371 471571 33.40% 5.361%
4 7.227 741 747 768 rBV 254245 541332 38.34% 6.154%
5 7.579 798 807 820 rBV 300771 575399 40.75% 6.541%

8.043 878 886 895 rBv2 59479 114230 8.09% 1.299%
8.367 933 941 952 rBV 218758 437373 30.98% 4.972%
143096 325852 23.08% 3.704%
10.864 1358 1366 1380 rBV 84495 183341 12.99% 2.084%
13.302 1773 1781 1794 rBV 574059 1019330 72.19% 11.588%
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11 14.125 1915 1921 1934 rBV 164110 282494 20.01% 3.211%
12 14.683 2009 2016 2025 rBV2 177265 320141 22.67% 3.639%

13 15.499 2150 2155 2161 rVB2 14333 20455 1.45% 0.233%
14 16.175 2263 2270 2286 rBV 369766 673572 47.71% 7.657%
15 16.357 2296 2301 2309 rBV2 15742 28166 1.99% 0.320%

16 17.427 2477 2483 2501 rBvV2 203087 371722 26.33% 4.226%
17 20.024 2918 2925 2939 rBV 924659 1411939 100.00% 16.051%

18 21.304 3138 3143 3155 rBV7 15100 42913 3.04% 0.488%
19 21.686 3202 3208 3228 rBV 166331 373862 26.48% 4._.250%
20 23.320 3480 3486 3494 rVB3 12808 30856 2.19% 0.351%

21 24.930 3748 3760 3774 rBVv4 100643 331532 23.48% 3.769%

Sum of corrected areas: 8796767

8270-BG060616.M Mon Jun 20 18:09:46 2016 Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022422.D

Aca On : 18 Jun 2016 13:59

Operator : UM/SJ

Sample : H3580-19

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022422.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022422.D

Aca On : 18 Jun 2016 13:59

Operator : UM/SJ

Sample : H3580-19

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown5.11 Concentration Rank 4

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

5.11 5.30 ng 30291 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. [(1-methvlethoxv)methyl1l- 116 C6H1202 004016-14-2 39
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 36
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 28
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 387 (5.112 min): BG022422.D (-379) (-) m/z 42.95 100.00%
43
59
5000
101
| 83 4.80 5.00 5.20 5.40
ol ettt e L Tm/z 59.00  60.46Y%
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance #7965: Oxirane, [(1-methylethoxy)methyl]-
43
29 59
5000 R S S R L |
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73 101 m/z 100.90 26.62%
| | 3#\ 1 ! ‘ 86
R S L UL SO LR SR SR WL
m/z--> 20 30 40 50 60 70 80 90 100 110
Abundance
43
480 500 520 540
5000 m/z 58.00 16.71%
59
101
o 27 37 38 | 48 53 67 72 77 83 91 9
miz-> 20 30 40 50 60 70 80 90 100 110
Abundance #28752: 2-Nonanone, 9-hydroxy-
43 58 4.80 5.00 5.20 5.40
m/z 41.00 12.53%
5000
71 82
0 I 53 11 | 1 ‘ “ 97
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m/z--> 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022422.D

Aca On : 18 Jun 2016 13:59

Operator : UM/SJ

Sample : H3580-19

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 3 unknown7.58 Concentration Rank 2

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

7.58 100.74 ng 575399 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 807 (7.579 min): BG022422.D (-798) (-) m/z 131.90 100.00%
5000
68
96 7.20 7.40 7.60 7.80 8.00
40 54 75 103
o....,...:,...“F',....??.I.',....,..5.‘?,..!.,.--...,....,...., b m/z 68.00 35.10%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L R R
7.20 7.40 7.60 7.80 8.00
2 78 m/z 133.90 31.65%
38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”' T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.20 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 20.48%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14020: 4-Methylpyrrolo[1,2-a]pyrazine
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 12.58%
5000 104
0""I"'l“""it"'l'bl'l'"'I""??"'I"" '}}7I"" T
m/z--> 30 40 60 70 8 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061716\
Data File : BG022422.D

Aca On : 18 Jun 2016 13:59

Operator : UM/SJ

Sample : H3580-19

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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

Concentration Rank 5

Peak Number

5 17-Pentatriacontene

R.T. EstConc Area Relative to ISTD R.T.
2130 2.30ng 42013 Chrysene-d12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 17-Pentatriacontene 491 c35H70 006971-40-0 91

036617-50-2 87
088104-31-8 72

2 Heptadecanoic acid. heptadecvl e... 509 C34H6802
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02

4 1-Octadecanol 270 C18H380 000112-92-5 72
5 1-Hexadecanesulfonyl chloride 324 C16H33CI102S 038775-38-1 64
Abundance Scan 3142 (21.299 min): BG022422.D (-3138) (-) m/z 57.00 100.00%
57
97
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25 207
I | 21.00 21.20 21.40 21.60
o— e m/z 55.00 70.11%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #168066: 17-Pentatriacontene
43
5000 83
21.00 21.20 21.40 21.60
111 m/z 71.00 66.73%
0 ‘M Md\$\439167196224 267292 321 462 490
T T T e T T e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
57
21.00 21.20 21.40 21.60
5000 83 m/z 43.00 62.27%
111
o 139 170 210238 271 508
T e T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #144923: 2- Chloropropionic acid, octadecy! ester
57 83 21.00 21.20 21.40 21.60
m/z 97.00 62.15%
5000
29
. J‘ | 139 168194 224250 297 360
i
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061716\
Data File : BG022422.D

Acq On : 18 Jun 2016 13:59

Operator : UM/SJ

Sample - H3580-19

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown5.11 5.11 5.3 ng 30291 1 8.04 114230 20.0
unknown7 .58 7.58 100.7 ng 575399 1 8.04 114230 20.0
17-Pentatriacontene 21.30 2.3 ng 42913 5 21.69 373862 20.0
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