LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087724.D

Aca On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample : H3379-18

Misc :

ALS Vial : 63 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 rBY 4343934 7738274 100.00% 20.409%
2 1.907 26 28 49 rVB 1399367 2962461 38.28% 7.813%
3 2.158 49 50 67 rvB 80213 184849 2.39% 0.488%
4 5.061 301 304 312 rVB 161099 274807 3.55% 0.725%
5 5.461 336 339 341 rBVY 2535451 2729175 35.27% 7.198%

6.490 425 429 431 rBV 2485625 2840801 36.71% 7.492%
6.627 438 441 443 rBV 2774069 2909392 37.60% 7.673%
6.856 459 461 464 rBv 807823 684723 8.85% 1.806%
472 475 477 rVB 2553076 2327331 30.08% 6.138%
7.427 507 511 513 rBV 1396134 2008617 25.96% 5.297%

=
QOO ~NO®
\l
(@]
=
()]

11 8.147 571 574 576 rBV 777937 929564 12.01% 2.452%
12 9.222 665 668 671 rBVY 2839414 3121350 40.34% 8.232%
13 9.610 700 702 705 rBV 132092 153319 1.98% 0.404%
14 9.896 724 727 730 rBV 1132530 1042489 13.47% 2.749%
15 10.685 793 796 798 rBV 1932389 1975269 25.53% 5.209%

16 11.382 854 857 859 rBvV 978345 1053307 13.61% 2.778%
17 12.799 978 981 983 rBV 176025 206593 2.67% 0.545%
18 12.971 993 996 998 rBV 2825474 2988945 38.63% 7.883%
19 13.496 1040 1042 1045 rBV 151403 147915 1.91% 0.390%
20 13.874 1073 1075 1084 rBV 48003 112711 1.46% 0.297%

21 14.011 1084 1087 1089 rBV 952697 859601 11.11% 2.267%
22 15.440 1209 1212 1215 rBV 543172 665310 8.60% 1.755%

Sum of corrected areas: 37916803
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087724.D

Aca On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample - H3379-18

Misc :

ALS Vial : 63 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

Abundance TIC: BFO87724.D
4000000
3000000 6.63

5.46 6.49 7.02

2000000
191 7.43

1000000 6.86

2.16 5.06

i T I .

T
Time--> 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 TIC: BF087724.D

4000000

3000000 9.22 12.97

2000000 10.68

9.90 11.38

1000000 8.15

9.61 12.80 13.5(
A A

e T o I L T B —\

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF087724.D

4000000

3000000

2000000

1000000 14.01
15.44

13.8

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\BF060516\
Data File : BF087724.D

Aca On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample - H3379-18

Misc :

ALS Vial : 63 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.

1.77 226.03 ng 7738270 1,4-Dichlorobenzene-d4 6.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 43
2 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 38
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 17
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 16 (1.770 min): BF087724.D (-11) (-) m/z 73.10 100.00%
3
5000
89
3 55 4o 1.701.80 1.90 2.00 2.10 2.20
| S LT Y .- R ) P m/z 43.05 57.84%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #740: Acetamide, N-methyl-
43 B
30
5000 58
1.701.80 1.90 2.00 2.10 2.20
15 m/z 89.10 33.30%
0 L L ‘ Il ‘ Il
LI SR SLELEL L UL SUELELELES SRR SURLELEL SULALEL SRS UL
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 43 m/z 41.05 10.48%
31 89
26 38 48 57
e S S L L L SIS S S UL
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2138: Propane, 2-methoxy-2-methyl- A RAE L RARREn L
73 1.701.80 1.90 2.00 2.10 2.20
m/z 45.10 8.67%
5000
57
29 41 ‘
0 15 \‘ \“‘\ 50 1] | 87
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 : BF087724.D

Aca On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample - H3379-18

Misc :

ALS Vial : 63 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 5.40 ng 184849 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 1.3-Dioxolane. 2-(1-bromoethvl)- 180 C5H9Br02 005267-73-2 22
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 22
4 Ethanethioamide 75 C2H5NS 000062-55-5 9
5 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9

Abundance Scan 50 (2.158 min): BF087724.D (-49) (-) m/z 75.05 100.00%
75
5000 45
‘ | 57 o 180 200 220 240
Ol 2 m/z 73.10 74.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4784: Propane, 1,1-dimethoxy-
75
5000 A L UL L
1.80 2.00 2.20 2.40
“ m/z 45.05 43.06%
OIII\IIIHH I\H‘ .‘l‘l|.8.8..]|-0.3...|....|....|....|..
m/z--> 20 80 100 120 140 160 180
Abundance
73
A L UL L
1.80 2.00 2.20 2.40
5000 i m/z 41.05 30.39%
27
0 57 89 107 119 135 179
LN S UL UL FUEL LA DAL WL AR UARLELEN S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4436: Pentane, 3-methoxy-
73 1.80 2.00 2.20 2.40
m/z 47.05 21.01%
5000
45
0 \\ ‘\ P 101
m/z--> 20 4'0 60 80 100 120 140 160 180 180 200 220 240

8270-BF060416.M Mon Jun 06 18:52:59 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087724.D

Aca On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample - H3379-18

Misc :

ALS Vial : 63 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 8.03 ng 274807 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 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 304 (5.061 min): BF087724.D (-301) (-) m/z 43.05 100.00%
43
59
5000
T TTaB0 Sho 520 50
83 : : : :
Ol e ..':|,....,-....',|....,....,....,....,....,2.97.. m/z 59.10 56.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR R I UL I
59 480 500 520 540
m/z 101.10 20.69%
15 4 101
mi 1y ' 83 L ‘
e L L I S L S S BRI B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540
5000 M m/z 58.10 18.15%
o 73 126 142
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #4030: 2,3-Butanedione, monooxime  EEm e R mma
43 4.80 500 5.20 5.40
m/z 41.10 8.75%
5000
101
15 31 | ey 86
miz--> 20 40 60 80 100 120 140 160 180 200 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087724.D

Aca On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample - H3379-18

Misc :

ALS Vial : 63 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 3

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

6.63 84 .98 ng 2909390 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 441 (6.627 min): BF087724.D (-438) (-) m/z 132.00 100.00%
32
5000 68
6 e
40 _ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
ObrrprrrrprrrrprerHib ??...' SN -1 S Ml .S | R m/z 68.10 39.83%
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 R
5000 RS L AR I
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.51%
38 ‘
O T T e
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 67 m/z 66.10 25.98%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole RS LI LI L N L
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 16.12%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087724.D

Aca On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample - H3379-18

Misc :

ALS Vial : 63 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, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.80 4.81 ng 206593 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 62
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 52
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 32
4 1-Hexene. 4-methvl- 98 C7H14 003769-23-1 25
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 22

Abundance Scan 981 (12.799 min): BF087724.D (-978) (-) m/z 56.10 100.00%
56
5000 257
129 239 R
3 | “\ " j 157 185 213 12.40 12.60 12.80 13.00 13.20
Obrrrprrel bl bl LR ..-....,..'..,.'...,...'.,....;....',....,....,...., m/z 57.10 59.52%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 T P\"l""?"
nmnmnmnmmw
29 257 m/z 257.30 44 .48%
239
0 \‘ 1l h H \M ]I\(\)luh ‘ 157 185 213 ‘ \‘ 283 312
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56
12.40 12.60 12.80 13.00 13.20
5000 m/z 43.10 38.07%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropy! ester R 2 VAN SRR ANS
57 12.40 12.60 12.80 13.00 13.20
m/z 41.10 36.98%
5000 4 -
257
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 260 2é0 360 ' 12. 40 12 60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087724.D

Aca On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample - H3379-18

Misc :

ALS Vial : 63 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF060416_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Butyl myristate

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.50 3.44 ng 147915 Chrysene-d12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl mvristate 284 C18H3602 000110-36-1 80
2 Urea. N.N"-di-2-propenvl- 140 C7H12N20 001801-72-5 38
3 2-Methvl-n-1-tridecene 196 C14H28 018094-01-4 35
4 Hexane. 3.4-dimethvl- 114 C8H18 000583-48-2 35
5 Trifluoroacetic acid, 4-methylpe... 198 C8H13F302 000327-71-9 32

Abundance Scan 1042 (13.496 min): BFO87724.D (-1040) (-) m/z 56.10 100.00%
56
5000 4
| \ 129 550 150 1960 1950
185 241 267 285 :
N J dy '|" vl J A A i m/z 57.10 61.64%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131257: Butyl myristate \A
56
AN
5000 SN UL BRI U ----
41 229 13.20 13.40 13.60 13.80
211 m/z 43.10 45 .95%
101 284
ok h H‘ v 1%5 \ s | 255260
mz-> 20 45 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56
13.20 13.40 13.60 '15'8'0' -
so00l AL m/z 41.10 40.46%
Lz 70 8 99 155140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58308: 2-Methyl-n-1-tridecene A . =
1320 13.40 13.60 13.80
m/z 55.10 33.79%
5000
. 9111995140 168 196
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1320 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060516\
Data File : BF087724.D

Aca On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample - H3379-18

Misc :

ALS Vial : 63 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 9 Oxalic acid, cyclobutyl pen... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
13.87 2.62 ng 112711 Chrysene-di12 14.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxalic acid. cvclobutvl pentadec... 354 C21H3804 1000309-70-5 86
2 Oxalic acid. cvclobutvl heptadec... 382 C23H4204 1000309-70-7 86
3 Oxalic acid. cvclobutvl octadecv... 396 C24H4404 1000309-70-8 86
4 Oxalic acid. cvclobutvl tetradec... 340 C20H3604 1000309-70-9 78
5 Oxalic acid, cyclobutyl hexadecy... 368 C22H4004 1000309-70-6 72
Abundance Scan 1075 (13.874 min): BF087724.D (-1073) (-) m/z 57.10 100.00%
43
71
5000 85
111 A RS SUNL U B
125 13.60 13.80 14.00 14.20
o} m/z 43.10 78 .88%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #186678: Oxalic acid, cyclobutyl pentadecyl ester
55
5000
13.60 13.80 14.00 14.20
4 71 5 m/z 55.10 58.07%
ok \T \‘ |, 111125149 210 2%
mz-> 20 Jo éo 85 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
13.60 13.80 14.00 14.20
5000 m/z 71.10 57 .66%
41 71
85
0l.26 111125949 283
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #210293: Oxalic acid, cyclobutyl octadecy! ester —
55 13.60 13.80 14.00 14.20
m/z 83.10 40.33%
5000
4 71
0 Lo T s 207
mz-> 20 Jo éo 80 160 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060516\
Data File : BF087724.D

Acq On : 5 Jun 2016 23:22

Operator : UM/SJ

Sample - H3379-18

Misc :

ALS Vial : 63 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 1.77 226.0 ng 7738270 1 6.86 684723 20.0
Propane, 1,l1-dime... 2.16 5.4 ng 184849 1 6.86 684723 20.0
2-Pentanone, 4-hy... 5.06 8.0 ng 274807 1 6.86 684723 20.0
unknown6 .63 6.63 85.0 ng 2909390 1 6.86 684723 20.0
Hexadecanoic acid... 12.80 4.8 ng 206593 5 14.01 859601 20.0
Butyl myristate 13.50 3.4 ng 147915 5 14.01 859601 20.0
Oxalic acid, cycl... 13.87 2.6 ng 112711 5 14.01 859601 20.0
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