LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087717.D

Aca On : 5 Jun 2016 19:51

Operator : UM/SJ

Sample : H3379-01

Misc :

ALS Vial : 56 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-BF060416.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 1.770 11 16 18 rBV 4280637 8043198 100.00% 20.641%
2 1.907 26 28 48 rVB 1394700 2871761 35.70% 7.370%
3 2.158 48 50 64 rvB 88763 178305 2.22% 0.458%
4 5.062 301 304 312 rBV 206410 317730 3.95% 0.815%
5 5.462 336 339 341 rBVY 2567093 2867630 35.65% 7 .359%

6.490 425 429 431 rBV 2443669 2863825 35.61% 7.349%
6.627 438 441 443 rBV 2865862 3070001 38.17% 7.878%
6.856 459 461 464 rBv 809250 692561 8.61% 1.777%
2642924 2446679 30.42% 6.279%
7.427 507 511 513 rBV 1781854 2295964 28.55% 5.892%
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11 8.148 571 574 576 rBV 738355 926740 11.52% 2.378%
12 9.222 665 668 671 rBVY 2998239 3164790 39.35% 8.122%
13 9.611 700 702 705 rBV 204160 264862 3.29% 0.680%
14 9.896 724 727 730 rVB 1150326 1042031 12.96% 2.674%
15 10.685 793 796 799 rBV 2006238 2130528 26.49% 5.468%

16 11.382 854 857 859 rBV 1047409 1057649 13.15% 2.714%
17 12.799 978 981 983 rVB 170285 172623 2.15% 0.443%
18 12.971 993 996 998 rBV 2800427 2950457 36.68% 7.572%
19 13.497 1040 1042 1045 rBvV 105755 105846 1.32% 0.272%
20 14.011 1084 1087 1089 rBvV 945595 859665 10.69% 2.206%

21 15.440 1209 1212 1215 rBV 536797 644004 8.01% 1.653%

Sum of corrected areas: 38966849
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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:\HPCHEM1I\BNA F\DATA\BF060516\

BF087717.D

5 Jun 2016 19:51

UM/SsJ

H3379-01

56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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\BF060516\
Data File : BF087717.D

Aca On : 5 Jun 2016 19:51

Operator : UM/SJ

Sample : H3379-01

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 unknownl.77 Concentration Rank 1

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

1.77 232.27 ng 8043200 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 17
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 1.3-Diaminoguanidine 89 CH7N5 004364-78-7 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 16 (1.770 min): BFO87717.D (-11) (-) m/z 73.10 100.00%
3
5000
89
3 55 1.701.80 1.90 2.00 2.10 2.20
O e o L Tm/z 43.10 56.52%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43
1.701.80 1.90 2.00 2.10 2.20
31 89 m/z 89.10 33.68%
0 2@ | ‘ 33\‘ | 48 ‘5\7 |
LR FEL LN SN SRR FURLALEL UL UL UL SURLLLN ILR
m/z--> 10 20 30 40 50 60 70 80 90
Abundance
73
1.701.80 1.90 2.00 2.10 2.20
5000 m/z 41.05 10.20%
57
29 41
15 50 87
L L LY L UL UL S L UL I
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #733: N-Ethylformamide AR L RRARAREAC I L
30 78 1.701.80 1.90 2.00 2.10 2.20
m/z 45.10 8.40%
5000 ?
58
44
0 1‘5\ 25‘ ‘ 39\\‘\ \‘ 51 11l
m/z--> 10 20 30 40 50 60 70 80 90 ' 1.701.80 1.90 2.00 2.10 2.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087717.D

Aca On : 5 Jun 2016 19:51

Operator : UM/SJ

Sample : H3379-01

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Propane, 1,1-dimethoxy- Concentration Rank 6

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

2.16 5.15 ng 178305 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 16
3 1.3-Dioxolane. 2-(1-bromoethvI)- 180 C5H9Br02 005267-73-2 10
4 Glvcolaldehvde dimethvl acetal 106 C4H1003 030934-97-5 9
5 _beta.-D-Glucopyranoside, methyl... 176 C7H1205 003056-46-0 9

Abundance Scan 50 (2.158 min): BF087717.D (-48) (-) m/z 75.10 100.00%
75
5000 45

1.80 2.00 2.20 2.40

57 103

o N m/z 73.10 75.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 L LI L LB L L LB B
1.80 2.00 2.20 2.40
“ m/z 45.10 42 .34%
0...\.,.w.m .
m/z--> 20 80 100 120 140 160 180
Abundance
73
B e e e N EEREE
1.80 2.00 2.20 2.40
5000 m/z 41.05 30.10%
45
29
55 101
O T T T T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #45849: 1,3-Dioxolane, 2-(1-bromoethyl)-
73 1.80 2.00 2.20 2.40
m/z 47.05 22.40%
5000
45
27 57
0 L 1 u 89 107 119 135 179
L o o o o e e N [ A I o o e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 1.80 2.00 2.20 2.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087717.D

Aca On : 5 Jun 2016 19:51

Operator : UM/SJ

Sample : H3379-01

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.06 9.18 ng 317730 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 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 304 (5.062 min): BFO87717.D (-301) (-) m/z 43.05 100.00%
a3
59
5000
101 U UL L LS IR
51 | 83 | 4.80 500 5.20 5.40
S P S m/z 59.10 55.69%
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 AR LN LA LR LA
59 480 500 5.20 540
m/z 101.10 19.15%
15 31 101
0 ‘ Tl Ly 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
480 500 520 540
5000 m/z 58.10 17.40%
101
15 a 8 6 86
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 T
59 4.80 500 5.20 5.40
m/z 41.10 8.52%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087717.D

Aca On : 5 Jun 2016 19:51

Operator : UM/SJ

Sample : H3379-01

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 5 unknown6.63 Concentration Rank 2

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

6.63 88.66 ng 3070000 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 441 (6.627 min): BF087717.D (-438) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 _ s | 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,...:,".'.‘.‘7.,:!.??:.-.'....,..?‘.7,....,.':..,.1.1:‘3.,....,'...,.. m/z 68.10 40.73%
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 RS LR AR I
6.20 6.40 6.60 6.80 7.00
3 78 m/z 134.00 33.67%
138 ‘
0'W'”'P'”I”J“'h'P'”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
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 26 .83%
33 a4 97 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole T R a B e

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.02%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087717.D

Aca On : 5 Jun 2016 19:51

Operator : UM/SJ

Sample : H3379-01

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 Hexadecanoic acid, 1,1-dime... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.80 4.02 ng 172623 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 1.1-dimethvle... 312 C20H4002 031158-91-5 96
2 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 91
3 Nipecotic acid 129 C6H11NO2 000498-95-3 47
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 38
5 Oxirane, 2,3-bis(l-methylethyl)-... 128 C8H160 054644-32-5 25
Abundance Scan 981 (12.799 min): BF087717.D (-978) (-) m/z 56.10 100.00%
56
5000
257
73 129 239 N | N A W
3 97 1 157 185 213 312 12.40 12.60 12.80 13.00 13.20
Obrr vl m/z 57.10 58.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154967: Hexadecanoic acid, 1,1-dimethylethyl ester
56
5000 T ----urx--u----u--
29 73 12. 40 12 60 12.80 13.00 13.20
m/z 43.10 40.71%
o \‘ L, ‘\ H‘ ik 15" 157 185 213 2 2‘737 281 312
m/z--> 25 45 60 80 100 150 140 160 180 200 220 240 260 2éo 360
Abundance
56
12:40 12.60 12.80 13.00 13.20
5000 m/z 41.10 38.56%
29 3 129 230 2>
97113 157 185 213 og3 312
O R R R A L A LAl A L) SRR LAl SARSN LARA AR LARA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 A
Abundance #12841: Nipecotic acid e e
12.40 12.60 12.80 13.00 13.20
m/z 257.30 37.14%
5000
0! L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12.60 12.80 13.00 13.20

8270-BF060416.M Mon Jun 06 18:50:27 2016

Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087717.D

Aca On : 5 Jun 2016 19:51

Operator : UM/SJ

Sample : H3379-01

Misc :

ALS Vial : 56 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_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 unknownl1l3.50 Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.50 2.46 ng 105846 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
2 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 38
3 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 38
4 Cvclohexanamine 99 C6H13N 000108-91-8 38
5 2-Methyl-1-octadecene 266 C19H38 061868-20-0 37

Abundance Scan 1042 (13.497 min): BFO87717.D (-1040) (-) m/z 56.10 100.00%
96
5000 4
73 I N
185 241 267 285 13.20 13.40 13.60 13.80
Obrrr et || ”‘- ' .|.| o I S I e m/Z  57.10  61.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18264: Urea, N,N'-di-2-propenyl-
56
5000 4 USSR B UL B
13.20 13.40 13.60 13.80
m/z 43.10 44 _28%
m/z--> 20 4b 60 éo 160 120 140 160 180 200 220 240 260 280
Abundance
56
a1 13.20 13.40 13.60 13.80
5000 m/z 41.10 39.73%
27 3
. 9111155140 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7647: Hexane, 3,4-dimethyl- e e
56 13.20 13.40 13.60 13.80
m/z 55.10 34.47%
5000 4 85
2
0 Il 71 | 99114
m/z--> 20 4b 60 éo 100 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060516\
Data File : BF087717.D

Acq On : 5 Jun 2016 19:51

Operator : UM/SJ

Sample - H3379-01

Misc :

ALS Vial : 56 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF060416_.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]
unknownl .77 1.77 232.3 ng 8043200 1 6.86 692561 20.0
Propane, 1,l1-dime... 2.16 5.2 ng 178305 1 6.86 692561 20.0
2-Pentanone, 4-hy... 5.06 9.2 ng 317730 1 6.86 692561 20.0
unknown6 .63 6.63 88.7 ng 3070000 1 6.86 692561 20.0
Hexadecanoic acid... 12.80 4.0 ng 172623 5 14.01 859665 20.0
unknown13.50 13.50 2.5 ng 105846 5 14.01 859665 20.0
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