LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088205.D

Aca On : 21 Jun 2016 8:01

Operator : UM/SJ

Sample - H3580-23

Misc :

ALS Vial : 35 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-BF060716.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 1.655 5 6 14 rVvVv 317697 491865 10.80% 2.199%
2 1.770 14 16 60 rvB 1930471 4555348 100.00% 20.370%
3 4.821 280 283 296 rBV 71981 108990 2.39% 0.487%
4 5.256 319 321 324 rBVY 1262053 1610860 35.36% 7.203%
5 6.319 412 414 417 rBV 1518750 1541554 33.84% 6.893%

6.433 422 424 427 rBV 1638215 1625712 35.69% 7.270%
6.662 443 444 447 rBV 445907 475147 10.43% 2.125%
6.822 455 458 460 rBV 1660249 1452326 31.88% 6.494%
7.233 492 494 497 rBV 1079810 1033097 22.68% 4.620%
7.953 555 557 559 rBvV 654399 637035 13.98% 2.849%

=
QO ~NO®

11 9.028 648 651 653 rBV 2226443 2117905 46.49% 9.471%
12 9.428 684 686 688 rBvV 705854 597343 13.11% 2.671%
13 9.702 707 710 712 rBV 626507 736306 16.16% 3.293%
14 10.136 747 748 750 rVB 86442 70447 1.55% 0.315%
15 10.353 764 767 771 rBV 29191 51557 1.13% 0.231%

16 10.491 776 779 781 rBV2 841544 1181738 25.94% 5.284%
17 10.605 788 789 794 rVB 89847 113370 2.49% 0.507%
18 11.051 827 828 830 rBV 45759 48351 1.06% 0.216%
19 11.176 837 839 841 rBV 857318 748646 16.43% 3.348%
20 12.754 975 977 980 rBV 1712690 1975280 43.36% 8.833%

21 13.725 1058 1062 1067 rBV3 12164 48781 1.07% 0.218%
22 13.805 1067 1069 1071 rBV 558677 638946 14.03% 2.857%
23 15.177 1187 1189 1201 rVB 371201 502042 11.02% 2.245%

Sum of corrected areas: 22362646
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

> Z:\HPCHEMI\BNA F\DATA\BF062016\
: BF088205.D

21 Jun 2016 8:01

: UM/SJ

: H3580-23

35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

50000011..66 6.66

TIC: BF088205.D
1.77

6.43  6.82
6.32

5.26

e {A

0
Time-->

T T
2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance

2000000

1500000

1000000

500000

TIC: BF088205.D
9/03

12.75

10.49 11.18

7.95 9.43 9.70

10.14, 10.60
1~ 10.3 11.0

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF088205.D

13.81
15.18

13.

Time-->

14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088205.D

Aca On : 21 Jun 2016 8:01

Operator : UM/SJ

Sample : H3580-23

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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.

4.82 4_.59 ng 108990 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 283 (4.821 min): BF088205.D (-280) (-) m/z 43.10 100.00%
43
59
5000
101
| 83 440 4.60 4.80 5.00 5.20
o) T 1 MY | RS MM MRS m/z 59.10 64.27%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SRS R LN UL S
440 4.60 4.80 5.00 5.20
m/z 101.10 22.78%
o 25 31 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
" 440 460 480 500 520
5000 m/z 58.10 17.90%
86
51 69 101
e S S S SIS S I IULILS SULILLS SIS LI
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4076: Morpholine, 4—methy|— | BRI DL LA L
43 440 4.60 4.80 5.00 5.20
m/z 41.10 9.33%
5000
101
15 97 71
0 | 10,33 1l 49 ¥ 62 | 77 86 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 440 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088205.D

Aca On : 21 Jun 2016 8:01

Operator : UM/SJ

Sample : H3580-23

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 unknown6.43 Concentration Rank 2

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

6.43 68.43 ng 1625710 1,4-Dichlorobenzene-d4 6.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
4 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 424 (6.433 min): BF088205.D (-422) (-) m/z 132.00 100.00%
32
5000 68
6 ——————
40 _ 54 | 75 104 6.00 6.20 6.40 6.60 6.80
0 ..,....,....,....,".'..?,::..??...' SRR -7 A NS . S [ N m/z 68.10 41.28%
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 R RS B R
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 32.57%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 620 6.40 6.60 6.80
5000 m/z 66.10 26 .43%
104
oL 14 27 37 4451 58 % 77 599, | 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A B e LR,
132 6.00 6.20 6.40 6.60 6.80
m/z 69.10 16.94%
5000
33 a4 97 105
0 |50 e | | us
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062016\
Data File : BF088205.D

Aca On : 21 Jun 2016 8:01

Operator : UM/SJ

Sample : H3580-23

Misc :

ALS Vial : 35 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060716_.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 Hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.60 3.03 ng 113370 Phenanthrene-d10 11.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Octane. 2.4.6-trimethvl- 156 Cl11H24 062016-37-9 86
4 Tetradecane 198 C14H30 000629-59-4 86
5 Eicosane 282 C20H42 000112-95-8 86
Abundance Scan 789 (10.605 min): BF088205.D (-788) (-) m/z 57.10 100.00%
q7
5000
113 197 100 1020 10140 10150 10,80 11,00
0 m/z 43.10 66.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 n AR BN
g5 mmmmmmmmnm
29 m/z 71.10 62.59%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> ﬁo Jo éo 8b 160 150 1&0 160 180 200 250
Abundance
57
43 R ISR SUNILR SR B
71 10.20 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 43.48%
29 9%
oL 15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 8b 160 120 140 160 180 200 250
Abundance #28445: Octane, 2,4,6- trlmethyl | LLELELE LI B A B N B
57 10.20 10.40 10.60 10.80 11.00
43 m/z 41.10 30.21%
5000
71 g5 /J
AN
LRI LB LR DAL LA L UL LU L LN LN A A R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1020 1040 1060 1080 1100
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062016\
Data File : BF088205.D

Acq On : 21 Jun 2016 8:01

Operator : UM/SJ

Sample - H3580-23

Misc :

ALS Vial : 35 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060716_.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... 4.82 4.6 ng 108990 1 6.66 475147 20.0
unknown6 .43 6.43 68.4 ng 1625710 1 6.66 475147 20.0
Hexadecane 10.60 3.0 ng 113370 4 11.18 748646 20.0
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