LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084653.D

Aca On : 29 Jan 2016 23:37

Operator =: SJ/1Z

Sample : H1273-12

Misc :

ALS Vial : 26 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 4.190 182 184 189 rBvV 139751 194473 5.34% 0.537%
2 4.887 241 245 247 rBV 1682337 2739819 75.28% 7 .565%
3 5.321 280 283 285 rBVY 3538323 3611928 99.25% 9.973%
4 5.721 316 318 321 rBV 170534 152966 4_.20% 0.422%
5 6.362 372 374 377 rBVY 2533919 3318493 91.18% 9.163%
6 6.487 383 385 388 rBVY 3420972 3260395 89.59% 9.002%
7 6.716 403 405 408 rBV 769112 1023733 28.13% 2.827%
8 6.876 417 419 422 rVB 2773583 2389423 65.65% 6.598%
9 7.287 452 455 457 rBV 2346989 2113779 58.08% 5.836%
10 8.007 516 518 520 rBY 1752371 1446020 39.73% 3.993%

11 9.093 610 613 615 rBV 2750504 3639405 100.00% 10.049%
12 9.482 645 647 649 rBvV 435203 391720 10.76% 1.082%

13 9.699 665 666 669 rBvV 63347 79543 2.19% 0.220%
14 9.756 669 671 674 rVB 1572978 1524850 41.90% 4._.210%
15 9.939 684 687 690 rBv2 19104 42204 1.16% 0.117%

16 10.202 708 710 712 rVB 167085 128785 3.54% 0.356%
17 10.419 726 729 732 rBV 40888 70441 1.94% 0.194%
18 10.545 738 740 743 rBV 2691051 2525601 69.40% 6.974%
19 10.671 749 751 756 rVB 127227 161414 4.44% 0.446%
20 11.116 789 790 792 rBV 36505 40373 1.11% 0.111%

21 11.242 798 801 803 rVvB 1378647 1550966 42.62% 4.282%
22 12.831 937 940 942 rBV 2343473 3011276 82.74% 8.315%
23 13.768 1018 1022 1029 rBV2 36985 154743 4._.25% 0.427%
24 13.871 1029 1031 1033 rVV 1300470 1260545 34.64% 3.481%
25 14.625 1095 1097 1103 rBV2 52881 77868 2.14% 0.215%

26 14.717 1103 1105 1108 rVvVv 127201 122275 3.36% 0.338%
27 15.254 1149 1152 1155 rBV 1056040 1183947 32.53% 3.269%

Sum of corrected areas: 36216985
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LSC Report - Integrated Chromatogram

Data Path :

Data File : BF084653.D

Aca On - 29 Jan 2016 23:37
Operator : SJ/1Z

Sample - H1273-12

Misc :

ALS Vial : 26

Quant Method
Quant Title

TIC Library :

Z:\HPCHEMI\BNA F\DATA\BF012916\

Sample Multiplier: 1

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA F\METHODS\8270-BF012916.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084653.D

Aca On : 29 Jan 2016 23:37

Operator : SJ/1Z

Sample : H1273-12

Misc :

ALS Vial : 26 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 4

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

4.19 3.80 ng 194473 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 91
2 2-Pentene. 3.4-dimethvl-. (BE)- 98 C7H14 004914-92-5 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 80

Abundance Scan 184 (4.190 min): BF084653.D (-182) (-) m/z 55.10 100.00%
58.1 83.1
5000
43.1 98.1
| L eo 380 4.00 420 440 4.60
O R e e L T m/z 83.10 99.33%
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 A NRASESESE SRREE RN R
20,0 43.0 98.0 380 4.00 420 4.40 4.60
’ m/z 43.10 38.52%
\‘\ \‘\\\ 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
55.0 83.0
41.0 380 4.00 420 440 4.60
5000 m/z 98.10 34 .68%
27.0 98.0
15.0 69.0
G S S UL SUL AL S IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3097: 3-Hexen-2-one e R
83.0 3.80 4.00 4.20 4.40 4.60
55.0 m/z 39.10 26.59%
43.0
5000
29.0
98.0
\‘ ‘ | [ 69.0
G S S S SRS I IS SIS UL UL W ERRABE SRS SSEBARERE
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 : BF084653.D

Aca On : 29 Jan 2016 23:37

Operator : SJ/1Z

Sample : H1273-12

Misc :

ALS Vial : 26 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 53.53 ng 2739820 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 72
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 23
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 245 (4.887 min): BF084653.D (-241) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 D SRR SRR SRS L
460 4.80 5.00 5.20
83.0
Ol et ..'!|,....,~....',....,....,....,....,....,29?-.1. m/z 59.10 63.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I L I L
59.0 460 480 500 5.20
0,
150 1010 m/z 101.10 22 .84%
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
43.0
460 4.80 500 520
5000 50.0 m/z 58.10 16.27%
101.0
0 15.0 83.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e e
59.0 460 4.80 5.00 5.20
m/z 41.10 8.94%
5000 41.0
o Il 126.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 460 480 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084653.D

Aca On : 29 Jan 2016 23:37

Operator : SJ/1Z

Sample : H1273-12

Misc :

ALS Vial : 26 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 5

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

5.72 2.99 ng 152966 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 1.3-Dioxolane. 2-(1-methvlethvl)- 116 C6H1202 000822-83-3 35
4 2-Pentanone. 3-methvl- 100 C6H120 000565-61-7 10
5 N,N"-Bis(2-methyl-2-nitrosopenta... 258 C12H22N204 094514-30-4 10

Abundance Scan 318 (5.721 min): BF084653.D (-316) (-) m/z 43.10 100.00%
43.1 73.1
5000
o 1001 151 S 550 5B 600
ot P TS N S M m/z 73.10 87.92%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13053: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 IR AR R L R
5.40 5.60 5.80 6.00
m/z 41.10 10.51%
150 290 | 550 830 1000 115.0
O T T e T
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
300 73.0
430 SH0 550 550 600
5000 m/z 115.10 10.10%
o B0 58.0 830 1000  117.0
mz-> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7962: 1,3-Dioxolane, 2-(1-methylethyl)- s B
73.0 5.40 5.60 5.80 6.00
m/z 39.10 6.75%
5000
43.0
0 %0 L 80 1010 1150 .
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 540 560 580 600
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084653.D

Aca On : 29 Jan 2016 23:37

Operator : SJ/1Z

Sample : H1273-12

Misc :

ALS Vial : 26 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 63.70 ng 3260400 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 385 (6.487 min): BF084653.D (-383) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 IESE NSRS LR
40.1 541 ‘ 6.20 6.40 6.60 6.80
o..,....,....,...:,“.'...,!!..,::.-.|..':~.,?‘?.9,..!.,.197.,°....,....,'...,.. m/z 68.10 44.92%
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 32.59%
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 29.37%
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 A
Abundance #14006: 5-Aminoindole R E e Emma
132.0 6.20 6.40 6.60 6.80

m/z 69.10 18.78%

5000

104.0
66.0
140 27.0 390 510 NT 770 g9 | 1350 ||

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 : BF084653.D

Aca On : 29 Jan 2016 23:37

Operator : SJ/1Z

Sample : H1273-12

Misc :

ALS Vial : 26 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 6 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.67 2.08 ng 161414 Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Heptadecane 240 C17H36 000629-78-7 72
3 Pentadecane 212 C15H32 000629-62-9 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Eicosane 282 C20H42 000112-95-8 64

Abundance Scan 751 (10.671 min): BF084653.D (-749) (-) m/z 57.10 100.00%

57.1

5000

10.40 10.60 10.80 11.00

0 m/z 43.05 66.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #73965: Hexadecane
T L—\,/\AN\L«/\J\\
5000 LA L L L L LN

85.0 10 40 10 60 10. 80 11. oo
290‘ ' m/z 71.10 52.02%
!

| ‘ 1130 1410 169.0 197.0 226.0

o e N =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57.0
AR E e et
10.40 10.60 10.80 11.00
5000 m/z 85.10 32.88%
85.0
29.0
o 1130 1410 1690 196.0 240.0
a2 R R R o Bty o M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #64575: Pentadecane e AR Emmtt SOty B
57.0 10.40 10.60 10.80 11.00
m/z 41.10 29.01%
5000 85.0
29.0
ol “ L j g M30 1410 1600 2120 /
e L B B LA R o LR e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10 60 10. 80 11. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084653.D

Aca On : 29 Jan 2016 23:37

Operator : SJ/1Z

Sample : H1273-12

Misc :

ALS Vial : 26 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-Docosene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.77 2.46 ng 154743 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 9-Eicosene. (E)- 280 C20H40 074685-29-3 90
4 3-Eicosene. (E)- 280 C20H40 074685-33-9 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 90
Abundance Scan 1022 (13.768 min): BF084653.D (-1018) (-) m/z 57.10 100.00%
51.1
83.1
5000
13.40 13.60 13.80 14.00
Obrrprerfbe b m/z 55.05 89.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55.0
97.0
5000
29.0 13.40 13.60 13.80 14.00 :
195.0 m/z 43.10 78.99%
0 I, Il 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 RN SUNISA BN BV I
97.0 13.40 13.60 13.80 14.00
5000 m/z 69.10 68.53%
125.0
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106399: 9-Eicosene, (E)-
57.0 83.0 13.40 13.60 13.80 14.00
m/z 83.10 68.21%
5000
111.0
o 139.0 168.0 196.0 223.0 252.0 280.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012916\
Data File : BF084653.D

Aca On : 29 Jan 2016 23:37

Operator : SJ/1Z

Sample : H1273-12

Misc :

ALS Vial : 26 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 8 Squalene Concentration Rank 8

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

14.72 2.07 ng 122275 Perylene-di12 15.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 2.6.10.14.18.22-Tetracosahexaene... 410 C30H50 000111-02-4 86
3 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 78

4 7.11-Dimethvldodeca-2.6.10-trien...
5 2,6,10-Dodecatrien-1-ol, 3,7,11-...

208 C14H240
264 C17H2802

125529-10-4 72
004128-17-0 72

Abundance Scan 1105 (14.717 min): BF084653.D (-1103) (-) m/z 69.05 100.00%
69.0
5000
121.1 14.40 14.60 14.80 15.00
61.1
bbb dayigory 20n1 o 57z 81.10  50.71%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158504: Squalene
69.0
5000
14.40 14.60 14.80 15.00
m/z 41.10 26 .46%
137.0
o Y ﬂrom 1910 2310 273.0 341.0 410.0
e e e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
ST e
14.40 14.60 14.80 15.00
5000 m/z 95.05 14 .59%
137.0
0 29.0 107.0 191.0 231.0 273.0 341.0 410.0
e S o
m/z--> 50 100 150 200 250 300 350 400
Abundance #138198: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene
69.0 14.40 14.60 14.80 15.00
m/z 68.10 10.66%
5000
121.0
o ZQQxJ‘\‘ dl 1| }630 205.0 243,0273.0 342.0
e e S T T e e
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012916\
Data File : BF084653.D

Acq On : 29 Jan 2016 23:37

Operator : SJ/1Z

Sample : H1273-12

Misc :

ALS Vial : 26 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 3.8 ng 194473 1 6.73 1023730 20.0
2-Pentanone, 4-hy... 4.89 53.5 ng 2739820 1 6.73 1023730 20.0
2-Pentanone, 4-me... 5.72 3.0 ng 152966 1 6.73 1023730 20.0
unknown6 .49 6.49 63.7 ng 3260400 1 6.73 1023730 20.0
Hexadecane 10.67 2.1 ng 161414 4 11.24 1550970 20.0
1-Docosene 13.77 2.5 ng 154743 5 13.87 1260550 20.0
Squalene 14.72 2.1 ng 122275 6 15.25 1183950 20.0
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