LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088222.D

Aca On : 21 Jun 2016 19:46

Operator : UM/SJ

Sample : H3656-08

Misc :

ALS Vial : 8 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 1.644 4 5 14 rVB 252618 408070 9.64% 1.691%
2 1.758 14 15 80 rvB 1766916 4233176 100.00% 17.537%
3 4.787 278 280 288 rBV 102859 132549 3.13% 0.549%
4 5.244 317 320 329 rBV 893823 1061634 25.08% 4 .398%
5 6.296 411 412 415 rBV 513682 653653 15.44% 2.708%
6 6.422 421 423 425 rBV 1923302 1801709 42.56% 7.464%
7 6.650 441 443 446 rBV 585628 486998 11.50% 2.018%
8 6.810 454 457 459 rBV 1586812 1792869 42.35% 7.427%
9 7.187 488 490 491 rBV 50798 65670 1.55% 0.272%
10 7.222 491 493 495 rVB 1389881 1348444 31.85% 5.586%
11 7.427 509 511 513 rVB 77545 66854 1.58% 0.277%

12 7.679 531 533 535 rBvV 172139 167642 3.96% 0.695%
13 7.930 553 555 558 rBvV 563686 757044 17.88% 3.136%

14 7.987 558 560 562 rvVB 55791 53199 1.26% 0.220%
15 8.410 591 597 598 rBvV 48189 73063 1.73% 0.303%
16 8.742 624 626 628 rBvV 178379 204578 4._.83% 0.848%
17 8.776 628 629 632 rVvB2 44816 43573 1.03% 0.181%
18 8.856 632 636 637 rBv2 35003 60392 1.43% 0.250%

19 9.016 647 650 652 rvB 2541382 2594486 61.29% 10.748%
20 9.268 670 672 677 rBV 131310 206218 4.87% 0.854%

21 9.348 677 679 681 rvVv 218049 234139 5.53% 0.970%

22 9.382 681 682 684 rvVv 50729 49490 1.17% 0.205%
23 9.462 687 689 694 rvB2 81676 152840 3.61% 0.633%
24 9.542 694 696 699 rBvV 32867 49917 1.18% 0.207%
25 9.679 706 708 711 rBV 562736 800640 18.91% 3.317%
26 9.896 724 727 728 rVvVv2 45775 65949 1.56% 0.273%
27 9.931 728 730 734 rVvV 45404 52739 1.25% 0.218%
28 9.999 734 736 738 rvV 42374 63341 1.50% 0.262%
29 10.091 741 744 745 rVV 28930 52173 1.23% 0.216%
30 10.113 745 746 749 rVB2 29179 46715 1.10% 0.194%
31 10.228 754 756 760 rVB 54308 58732 1.39% 0.243%
32 10.479 775 778 780 rBV 1311155 1531097 36.17% 6.343%
33 10.605 787 789 792 rVB 24266 44495 1.05% 0.184%
34 11.051 823 828 833 rBV5 13707 45050 1.06% 0.187%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088222.D

Aca On : 21 Jun 2016 19:46

Operator : UM/SJ

Sample : H3656-08

Misc :

ALS Vial : 8 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF060716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 11.165 836 838 840 rvv 906482 792065 18.71% 3.281%
36 12.754 974 977 979 rBV 2335008 2555599 60.37% 10.587%
37 13.668 1054 1057 1065 rBV 25644 54144 1.28% 0.224%

38 13.794 1065 1068 1071 rBV 794004 751800 17.76% 3.115%
39 15.165 1185 1188 1196 rBV 446320 525635 12.42% 2.178%

Sum of corrected areas: 24138381
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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\BF062116\
BF088222.D

21 Jun 2016 19:46

UM/SJ

H3656-08

8 Sample Multiplier: 1

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

: C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088222.D

Aca On : 21 Jun 2016 19:46

Operator : UM/SJ

Sample : H3656-08

Misc :

ALS Vial : 8 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 6

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

4.79 5.44 ng 132549 1,4-Dichlorobenzene-d4 6.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 280 (4.787 min): BF088222.D (-278) (-) m/z 43.00 100.00%
43
59
5000
101 N e ma
440 460 4.80 5.00 5.20
83
o...,....,....,....-,'::..‘??.'rl,....,....,.-...,...:,....,....,....,....,...., m/z 59.10 64.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 USSR LR U L
440 4.60 4.80 5.00 5.20
59 101 m/z 101.10 23.09%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 440 460 480 5.00 520
5000 m/z 58.00 17.06%
29 101
o 15 73 83
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 e
59 440 4.60 4.80 5.00 5.20
m/z 41.10 9.06%
5000 41
68
0 Il 50 | 126 14
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 440 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088222.D

Aca On : 21 Jun 2016 19:46

Operator : UM/SJ

Sample : H3656-08

Misc :

ALS Vial : 8 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 unknown6.42 Concentration Rank 2

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

6.42 73.99 ng 1801710 1,4-Dichlorobenzene-d4 6.65
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 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 423 (6.422 min): BF088222.D (-421) (-) m/z 132.00 100.00%
5000 o8
6 rrrTrTTTTrT T T T T T T T T T
40 ,- 54 75 104 6.00 6.20 6.40 6.60 6.80
o 1 0l 1 T il S [ m/z 68.10 36.63%
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 AR R L AR
6.00 6.20 6.40 6.60 6.80
2 78 m/z 134.00 33.25%
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 6.0 6.60 6.80
5000 67 m/z 66.10 23.18%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole R ma AT e R
132 6.00 6.20 6.40 6.60 6.80

m/z 69.10 14 .93%

5000
104
51 66
14 27 37 44 58 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 600 6.20 640 6.60 6.80

77

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088222.D

Aca On : 21 Jun 2016 19:46

Operator : UM/SJ

Sample : H3656-08

Misc :

ALS Vial : 8 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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

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

7.68 4.43 ng 167642 Naphthalene-d8 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 64
2 o-Cvmene 134 C10H14 000527-84-4 64
3 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 64
4 p-Cvmene 134 C10H14 000099-87-6 60
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 60

Abundance Scan 533 (7.679 min): BF088222.D (-531) (-) m/z 119.10 100.00%
119
5000

7.40 7.60 7.80 8.00

0 m/z 117.10 50.69%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119
5000 134
7.40 7.60 7.80 8.00
91 m/z 134.10 38.89%
15 27 % 5165 T 108 ) |
T T T T T T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
119
7.40 7.60 7.80 8.00
5000 m/z 91.10 21.62%
134
91
15 27 41 51 65 77 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119 7.40 7.60 7.80 8.00
m/z 115.10 19.53%
134
5000
91
15 27 \4\1 5\1 6\5 7\7 ‘ 105 il Ily
IIIIIIIIIIIIIIIIIIIIIIII‘IIIII‘IIIIIIII‘IIIIIIIIIIII‘I‘IIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088222.D

Aca On : 21 Jun 2016 19:46

Operator : UM/SJ

Sample : H3656-08

Misc :

ALS Vial : 8 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 8 Naphthalene, 2,6-dimethyl- Concentration Rank 8

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

9.27 5.15 ng 206218 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 98
2 Naphthalene. 1.6-dimethvl- 156 C12H12 000575-43-9 97
3 Naphthalene. 1.7-dimethvl- 156 C12H12 000575-37-1 97
4 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
5 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96

Abundance Scan 672 (9.268 min): BF088222.D (-670) (-) m/z 156.10 100.00%
141

5000

9.00 9.20 9.40 9.60

Of m/z 141.10 74 .22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28472: Naphthalene, 2,6-dimethyl-
156
141
5000

9.00 9.20 9.40 9.60
m/z 155.10 38.13%

115 128
51 63 /7
15 27 39 20 " | 89 102 | )

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance

156
141

9.00 9.20 9.40 9.60
5000 m/z 115.00 17.07%

115
1 63 77 128

4 27 39 S 89 102

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #28493: Naphthalene, 1,7-dimethyl- A e
156 9.00 9.20 9.40 9.60

141 m/z 153.10 14.10%
5000
115
I NN B . 0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062116\
Data File : BF088222.D

Aca On : 21 Jun 2016 19:46

Operator : UM/SJ

Sample : H3656-08

Misc :

ALS Vial : 8 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 10 Naphthalene, 2,3-dimethyl- Concentration Rank 10

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

9.46 3.82 ng 152840 Acenaphthene-d10 9.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 2.3-dimethvl- 156 C12H12 000581-40-8 98
2 Naphthalene. 1.3-dimethvl- 156 C12H12 000575-41-7 96
3 Naphthalene. 2.6-dimethvl- 156 C12H12 000581-42-0 96
4 Naphthalene. 1.4-dimethvl- 156 C12H12 000571-58-4 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 95

Abundance Scan 689 (9.462 min): BF088222.D (-687) (-) m/z 141.10 100.00%
141 156
5000
76 1o s 9.20 9.40 9.60 9.80
51 63 89 M : : :
b 20 S 102 Ll 57 15610 85.45%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #28469: Naphthalene, 2,3-dimethyl-
141 156
5000
9.20 9.40 9.60 9.80
76 115 g m/z 155.10 24 _.16%
o |1|5| .2‘.7. |3\|9| .?fl.‘l“l "'Mlhl |8|9| .1|Q.2. i ‘; I [ - ‘I" P
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
141 156
9.20 9.40 9.60 9.80
5000 m/z 115.05 18.33%
115
. 27 39 51 63 7% g5 10, e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #28488: Naphthalene, 2,6-dimethyl- AT Y e
141 156 9.20 9.40 9.60 9.80
m/z 128.00 16.17%
5000
115 1o8
63 77
oL .1.5| .2‘.7. |3|9| ﬁfll I\‘lI\I\\H\I |\8|\9| .];Quzuu‘ﬁ T .“.‘..‘l‘. I\H\‘I T R
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062116\
Data File : BF088222.D

Acq On : 21 Jun 2016 19:46

Operator : UM/SJ

Sample - H3656-08

Misc :

ALS Vial : 8 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... 4.79 5.4 ng 132549 1 6.65 486998 20.0
unknown6 .42 6.42 74.0 ng 1801710 1 6.65 486998 20.0
Benzene, 1,2,4,5-._.. 7.68 4.4 ng 167642 2 7.93 757044 20.0
Naphthalene, 2,6-... 9.27 5.2 ng 206218 3 9.68 800640 20.0
Naphthalene, 2,3-... 9.46 3.8 ng 152840 3 9.68 800640 20.0
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