LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\

Data File : BF086236.D

Aca On : 16 Apr 2016 00:31 Instrument :
Operator : UM/SJ BNA_F

Sample - H2402-12 ClientSampleld :
Misc : GW-04D-4-7-16
ALS Vial : 19 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-BF041516.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 2.155 4 6 24 rVB 210643 565984 7.14% 1.028%
2 5.081 259 262 265 rBV 196144 263864 3.33% 0.479%
3 5.481 295 297 300 rBVY 3277938 3662935 46.18% 6.654%
4 6.510 385 387 390 rBVY 2764430 2398915 30.24% 4 .358%
5 6.659 397 400 402 rBVY 5848080 5898775 74.37% 10.716%
6 6.887 418 420 423 rBV 1482125 1758218 22.17% 3.194%
7 7.047 432 434 436 rBV 4958336 5489928 69.21% 9.973%
8 7.459 466 470 472 rBV 4751707 5555731 70.04% 10.093%
9 7.539 475 477 479 rBV 75875 80886 1.02% 0.147%
10 7.905 507 509 513 rBV2 57999 88102 1.11% 0.160%

11 8.179 531 533 535 rvv 2801262 2382127 30.03% 4.327%
12 9.265 624 628 630 rBV 5290846 7931929 100.00% 14.409%
13 9.653 660 662 663 rBv 184057 246768 3.11% 0.448%
14 9.870 679 681 683 rBv 120105 94089 1.19% 0.171%
15 9.928 684 686 689 rVvB 2115416 2465963 31.09% 4._.480%

16 10.373 721 725 726 rBV 141047 174188 2.20% 0.316%
17 10.591 741 744 747 rBV 57514 103614 1.31% 0.188%
18 10.716 752 755 758 rBV2 3405376 4113629 51.86% 7.473%
19 10.842 765 766 770 rVB 204261 202495 2.55% 0.368%
20 10.979 777 778 782 rVB 70385 114745 1.45% 0.208%

21 11.288 803 805 807 rBvV 152696 145500 1.83% 0.264%
22 11.413 814 816 819 rVB 2679857 2316226 29.20% 4._.208%
23 11.573 828 830 833 rBv2 68269 90542 1.14% 0.164%
24 11.951 860 863 870 rBv2 232288 349283 4._.40% 0.635%
25 12.728 929 931 938 rBv2 157058 266785 3.36% 0.485%

26 12.888 943 945 948 rVB 61777 83409 1.05% 0.152%
27 13.002 952 0955 958 rBV 4954589 5165134 65.12% 9.383%
28 13.894 1031 1033 1040 rBV3 66252 123840 1.56% 0.225%
29 14.042 1044 1046 1049 rBV 1432537 1602872 20.21% 2.912%
30 15.482 1169 1172 1175 rBV 1056035 1310050 16.52% 2.380%

Sum of corrected areas: 55046526
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF041516\

BF086236.D

16 Apr 2016 00:31

UM/SJ

H2402-12 GW-04D-4-7-16
19 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086236.D

Aca On : 16 Apr 2016 00:31

Operator : UM/SJ

a?ggle i H2402-12 GW-04D-4-7-16
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 1 Propane, 1,1-dimethoxy- Concentration Rank 3

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

2.16 6.44 ng 565984 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 2-Propanol. 1.1-dimethoxv- 120 C5H1203 042919-42-6 36
3 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 14
4 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 9
5 2-(3-Bromopropyl)-[1,3]dioxolane 194 C6H11Br02 062563-07-9 9

Abundance Scan 6 (2.155 min): BF086236.D (-4) (-) m/z 75.10 100.00%
79.1
5000 ]\
45.0
e
2.20 2.30 2.40 2.50 2.60
S .'.-,|-'.|..‘?9,'1. s m/z 73.10  73.93%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4671: Propane, 1,1-dimethoxy-
75.0
so00] 229 4s0 LR RN LULAR A IR
2.20 2.30 2.40 2.50 2.60
m/z 45.05 33.31%
0 \Mw \J‘ 590 || 880 1030
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
75.0
220 230 2.40 2.50 2.60
5000 m/z 41.10 27.17%
31.0 41.0 89.0
e R ?}'9, Tt "1??'9'1}?'9 R DAL DAL S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42856: 1,3-Dioxolane, 2-(1-bromoethyl)- R A LEBAREEEES o
73.0 2.20 2.30 2.40 2.50 2.60
m/z 47.10 19.67%
27.0
0 L .. 580 | 890 107.0121.0135.0 179.0
m/z--> 20 40 60 80 100 120 140 160 180 220 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086236.D

Aca On : 16 Apr 2016 00:31

Operator : UM/SJ

a?ggle i H2402-12 GW-04D-4-7-16
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.08 3.00 ng 263864 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 262 (5.081 min): BF086236.D (-259) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 R  AERERREBEs
| 83.1 | 2071 4.80 5.00 5.20 5.40
O‘W—V—v—v—rv—v—v—v-l#i--'l'|----|'----'|----|----|----|----|----|--'-- m/Z 59-10 55-40%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A AN SRS e L
59.0 480 500 520 540
0
150 1010 m/z 101.10 20.53%
0 wl " 83.0 \ ‘
LI SULELL ILRLLL SULELIL SURLIL DAL LA B B L B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
480 5.00 520 540
5000 m/z 58.10 19.11%
41.0
101.0
25.0
S L IS S U S S SIS S S B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0 4.80 5.00 5.20 5.40
m/z 41.10 7.26%
5000 41.0
o Il 126.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40

8270-BF041516.M Mon Apr 18 18:41:21 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086236.D

Aca On : 16 Apr 2016 00:31

Operator : UM/SJ

a?ggle i H2402-12 GW-04D-4-7-16
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 unknown6.66 Concentration Rank 1

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

6.66 67.10 ng 5898780 1,4-Dichlorobenzene-d4 6.89
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 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 400 (6.659 min): BF086236.D (-397) (-) m/z 132.10 100.00%
13p.1
5000 68.1
U SRR R UL SR
40.1 541 ‘ 9.1 6.40 6.60 6.80 7.00
0..,....,....,...!,“.'..:,!.'..,:!-.'.|,..':-.,?‘.5;9,....,.'!..,1.1.??'.1,....,-'...,... m/z 68.10 43.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 U SR R UL SR
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 33.46%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
640 660 680 7.00
5000 m/z 66.10 29.06%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole A e
132.0 6.40 6.60 6.80 7.00

m/z 69.10 17.77%

5000

104.0
66.0
140 27.0 390 510 70 g90 || 1150

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

o
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086236.D

Aca On : 16 Apr 2016 00:31

Operator : UM/SJ

a?ggle i H2402-12 GW-04D-4-7-16
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.95 3.02 ng 349283 Phenanthrene-d10 11.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 76
4 n-Decanoic acid 172 C10H2002 000334-48-5 68
5 Dodecanoic acid 200 C12H2402 000143-07-7 62

Abundance Scan 863 (11.951 min): BF086236.D (-860) (-) m/z 73.10 100.00%
73.1
43.1
5000 129.1
213.2
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
157.1 1852 256.2 11.60 11.80 12.00 12.20
O el m/z 60.10  76.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 730
5000 256.0 U S BN NI R B
129.0 nmumnmnm
97.0 o m/z 43.10 76.18%
.0 185.0
0 Il‘l R |||||| | HH‘ MH IH‘\ Iulwlllwl - "l : |‘|| |‘| T ”2'353'(?'”" -
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 1160 11.80 12.00 12.20
m/ 57.10 65.45Y%
5000 129.0 z 0
185.0 228.0
97.0
o 166.0
m/z--> 25 45 eb 85 160 150 150 1é0 180 200 220 250 2éo
Abundance #65562: Tridecanoic acid R A EEAE L
430 | 730 11.60 11.80 12.00 12.20
: m/z 55.10 60.26%
5000
o 129.0 1710 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF041516\

Data File : BF086236.D

Aca On : 16 Apr 2016 00:31

Operator : UM/SJ

a?ggle i H2402-12 GW-04D-4-7-16
ALS Vial : 19 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.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 6 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.73 3.33 ng 266785 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 80
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Decanoic acid 172 C10H2002 000334-48-5 49
4 Nonanoic acid 158 C9H1802 000112-05-0 38
5 2-(2-Hydroxyethylthio)propionic ... 150 C5H1003S 209276-28-8 22
Abundance Scan 931 (12.728 min): BF0B6236.D (-929) (-) m/z 43.10 100.00%
431 731
5000 MK/J/JM
12.40 12,60 12,80 13.00
Obrrrprrrriie m/z 73.10 97 .12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 1290 IIIIIIIIII IIIIIIIII
nmnmnmnm
m/z 57.10 84 .52%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 12.40 12,60 12,80 13.00
m/ 60.10 77 .60Y%
5000 1290 4 0
185.0 228.0
97.0
0 157.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A,ANQ_HN_,,~P\wx~.A~,Ayvv
Abundance #37193: n-Decanoic acid A BEAEEEEE L
60.0 12.40 12.60 12.80 13.00
m/z 41.10 75.62%
5000 129.0
23.0 87.0
S O T -
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1240 1260 1280 1300
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\

Data File : BF086236.D

Acg On : 16 Apr 2016 00:31

Operator : UM/SJ

a?ggle i H2402-12 GW-04D-4-7-16
ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516_.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]
Propane, 1,l1-dime... 2.16 6.4 ng 565984 1 6.89 1758220 20.0
2-Pentanone, 4-hy... 5.08 3.0 ng 263864 1 6.89 1758220 20.0
unknown6 .66 6.66 67.1 ng 5898780 1 6.89 1758220 20.0
n-Hexadecanoic acid 11.95 3.0 ng 349283 4 11.41 2316230 20.0
Pentadecanoic acid 12.73 3.3 ng 266785 5 14.04 1602870 20.0
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