LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084649.D

Aca On : 29 Jan 2016 21:47

Operator =: SJ/1Z

Sample : H1273-03

Misc :

ALS Vial : 22 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-BF012916.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 4.190 181 184 190 rBvV 162380 213095 4.84% 0.525%
2 4.887 241 245 247 rBVY 2083284 2889666 65.61% 7.123%
3 5.322 280 283 285 rBY 3891945 3734619 84.79% 9.206%
4 5.722 316 318 321 rBV 178772 165971 3.77% 0.409%
5 6.373 372 375 377 rBVY 2876581 3816090 86.64% 9.407%
6 6.487 383 385 388 rBY 3382211 3412934 77 .49% 8.413%
7 6.716 403 405 408 rvB 792060 1018303 23.12% 2.510%
8 6.876 417 419 422 rVB 3133017 2727035 61.92% 6.722%
9 7.287 452 455 457 rBV 2416790 2194652 49.83% 5.410%
10 8.008 516 518 520 rBVY 1675429 1424262 32.34% 3.511%

11 9.093 610 613 615 rBVY 3533555 4221197 95.84% 10.405%
12 9.482 645 647 649 rBvV 355375 320826 7.28% 0.791%
13 9.699 664 666 669 rBvV 59268 83175 1.89% 0.205%
14 9.756 669 671 674 rVB 1565744 1521072 34.54% 3.749%
15 10.202 708 710 712 rVB 163703 129073 2.93% 0.318%

16 10.419 726 729 732 rBV 45804 75715 1.72% 0.187%
17 10.545 738 740 743 rBV 2864857 2677574 60.79% 6.600%
18 10.671 750 751 756 rBV 134085 163180 3.70% 0.402%
19 11.116 788 790 792 rBV 45637 50327 1.14% 0.124%
20 11.242 798 801 803 rBV 1551374 1595361 36.22% 3.933%

21 12.659 923 925 928 rBV2 38202 44556 1.01% 0.110%
22 12.831 937 940 942 rBV 3974776 4404351 100.00% 10.857%
23 13.757 1017 1021 1029 rBV2 186755 713118 16.19% 1.758%
24 13.871 1029 1031 1033 rVB 1586883 1588696 36.07% 3.916%

25 14.717 1103 1105 1108 rBV 80872 78667 1.79% 0.194%

26 15.254 1149 1152 1155 rBVY 1069886 1250009 28.38% 3.081%

27 15.814 1195 1201 1203 rBV5 16530 54715 1.24% 0.135%
Sum of corrected areas: 40568239

8270-BF012916.M Mon Feb 01 18:20:29 2016 Page: 1



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\BF012916\

BF084649.D

29 Jan 2016 21:47

SJ/1Z

H1273-03

22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084649.D

Aca On : 29 Jan 2016 21:47

Operator : SJ/1Z

Sample : H1273-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 3-Penten-2-one, 4-methyl- Concentration Rank 5

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

4.19 4.19 ng 213095 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86

Abundance Scan 184 (4.190 min): BF084649.D (-181) (-) m/z 55.10 100.00%
58.1 3.1
5000
43.1 98.1
0 eo 380 4.00 4.20 4.40 4.60
ot e e m/z 83.10 94.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L LSS S R R
20,0 43.0 98.0 380 4.00 420 4.40 4.60
' m/z 43.10 39.54%
\‘\ \‘\\\ Il ‘ | 67.0 75.0 | L
S S S UL SUL AL SRS I SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
250 SRRABE SRS USSR N
43.0 3.80 4.00 4.20 4.40 4.60
5000 m/z 98.10 33.08%
29.0
98.0
69.0
G S UL UL SUL LIS SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3343: 2-Pentene, 3,4-dimethyl-, (E)- R R
55.0 83.0 3.80 4.00 4.20 4.40 4.60
m/z 39.10 25 .34%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"|“t'|”*J|“"i“"le'|“'Mi“"rﬁ"|“'“|“" URRABE SRRSO
m/z--> 10 20 30 40 50 60 70 80 90 100 3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084649.D

Aca On : 29 Jan 2016 21:47

Operator : SJ/1Z

Sample : H1273-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 2

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

4.89 56.75 ng 2889670 1,4-Dichlorobenzene-d4 6.73
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (4.887 min): BF084649.D (-241) (-) m/z 43.10 100.00%
431
59.1
5000
1011 IR RS L
4.60 4.80 5.00 5.20
o...,....,....,....',':...,..~:I,...6.9-,°....,83'.1..,...:,|....,. m/z 59.10 58.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 IR IR L
4.60 4.80 5.00 5.20
59.0 m/z 101.10 19.34%
0 20 | o 830 g9 O
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
570 460 4.80 500 520
5000 m/z 58.10 15.92%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 I
Abundance #8114: 3-Hexanol, 4-methyl- e
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.23%
5000 41.0
31.0
69.0 870
0 15.0 “‘H ‘m‘ SOQH‘ . “ 98.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084649.D

Aca On : 29 Jan 2016 21:47

Operator : SJ/1Z

Sample : H1273-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6

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

5.72 3.26 ng 165971 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-methoxv-4-methvl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetvlalvcinamide 116 C4H8N202 002620-63-5 38
3 3-Methoxv-3-methvlbutanol 118 C6H1402 056539-66-3 12
4 N-FormvImorpholine 115 C5H9NO2 004394-85-8 10
5 2-Pentanone, 3-methyl- 100 C6H120 000565-61-7 9

Abundance Scan 318 (5.722 min): BF084649.D (-316) (-) m/z 43.05 100.00%
43.0 73.1
5000
5.1 gso 1001 1151 '540 560 580 6.00
o 1 A T .5 QN N m/z 73.10 87.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13056: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 IR U LR LA
540 5.60 5.80 6.00
m/z 41.10 10.71%
150 290 55.0 g30 1000 1150
Ol e T T T T T T T T T
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73.0
*0 43.0 'w"'w'A AP NAERE
' 5.40 5.60 5.80 6.00
5000 m/z 115.10 9.36%
o 150 58.0 830 1000  117.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #8567: 3-Methoxy-3-methylbutanol B e
73.0 540 5.60 5.80 6.00
m/z 55.10 6.85%
5000
4o 103.0
31.0 85.0 .
"w}ﬁql““ﬁu“”ﬂb“|E%2'“'F”'w'“'w'“l'“'w'“l“' IR AR RN LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084649.D

Aca On : 29 Jan 2016 21:47

Operator : SJ/1Z

Sample : H1273-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 4 unknown6.49 Concentration Rank 1

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

6.49 67.03 ng 3412930 1,4-Dichlorobenzene-d4 6.73
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 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 385 (6.487 min): BF084649.D (-383) (-) m/z 132.00 100.00%
132.0
5000 68.1
©1 sy || a0 60 650 680
Obrr e el bt e 85,0 L3070 WL m/z 68.10 46.04%
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 IESE NSRS LR
6.20 6.40 6.60 6.80
310 510 m/z 134.00 32.38%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 m/z 66.10 30.35%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 n
Abundance #14006: 5-Aminoindole N e
132.0 6.20 6.40 6.60 6.80

m/z 69.10 19.85%

5000

66.0 770

104.0
140 27.0 39.0 51.0 89.0 | 1150

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084649.D

Aca On : 29 Jan 2016 21:47

Operator : SJ/1Z

Sample : H1273-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 6 Hexadecane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.67 2.05 ng 163180 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tetradecane 198 C14H30 000629-59-4 86
3 Tridecane 184 C13H28 000629-50-5 83
4 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 78
5 Pentadecane 212 C15H32 000629-62-9 78

Abundance Scan 751 (10.671 min): BF084649.D (-750) (-) m/z 57.10 100.00%
57.1
e m
AR AR NN RN B
39 113.2 10.40 10.60 10.80 11.00
0 1all m/z 43.10 68.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane
57.0
5000 L B B UL B
85.0 10 40 10 60 10. 80 11. oo
29.0 : m/z 71.05 54 _40%
0 ‘ “ Il ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
10.40 10.60 10.80 11.00
5000 85.0 m/z 85.10 31.52%
29.0
0 113.0 1410 169.0 198.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45544: Tridecane LA L L L L B L
57.0 10.40 10.60 10.80 11.00
m/z 41.05 30.82%
B UNM
85.0
29.0
0 ‘\ H Il \‘ I 113 0 . 141 0 184 0
m/z--> ﬁo Jo éo 8b 160 150 140 160 180 260 250 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084649.D

Aca On : 29 Jan 2016 21:47

Operator : SJ/1Z

Sample : H1273-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.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 7 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.76 8.98 ng 713118 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
5 1-Heptadecanol 256 C17H360 001454-85-9 90
Abundance Scan 1021 (13.757 min): BF084649.D (-1017) (-) m/z 57.05 100.00%
5710 83.1
5000
139.2 13.40 13.60 13.80 14.00
Ol ot 168l 2070 m/z 55.10 91.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98170: 1-Nonadecene
41,0
83.0
5000
13.40 13.60 13.80 14.00
m/z 43.10 88.67%
ol
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57.0 83.0
1340 13.60 13.80 14.00
5000 1110 m/z 83.10 85.22%

29.0
139.0 1680  210.0 238.0 266.0 295.0

R AR A A LA LA A A LA LA LA ARAN LA LA MARAS B
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene R AR R
43.0 13.40 13.60 13.80 14.00
m/z 69.10 72.07%
5000 830
111.0
o | | | | ,140.0 168.0 196.0 2240  266.0 294.0 322.0
SN | D D N < BE S A £ L
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
Data File : BF084649.D

Acq On : 29 Jan 2016 21:47

Operator : SJ/1Z

Sample : H1273-03

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012916_.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]
3-Penten-2-one, 4... 4.19 4.2 ng 213095 1 6.73 1018300 20.0
2-Pentanone, 4-hy... 4.89 56.8 ng 2889670 1 6.73 1018300 20.0
2-Pentanone, 4-me... 5.72 3.3 ng 165971 1 6.73 1018300 20.0
unknown6 .49 6.49 67.0 ng 3412930 1 6.73 1018300 20.0
Hexadecane 10.67 2.0 ng 163180 4 11.24 1595360 20.0
1-Nonadecene 13.76 9.0 ng 713118 5 13.87 1588700 20.0
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