LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083567.D

Aca On : 7 Dec 2015 20:29

Operator : UM/I1Z

Sample : 64579-04

Misc :

ALS Vial : 10 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-BF120415.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 3.550 161 163 186 rvVB 889235 1889945 34.79% 4.158%
2 3.996 200 202 225 rBVY 3696148 4904598 90.30% 10.791%
3 5.287 312 315 324 rBVY 3858926 5431701 100.00% 11.950%
4 5.413 324 326 329 rBVY 3762800 4913204 90.45% 10.809%
5 5.722 350 353 362 rVB 694801 886863 16.33% 1.951%
6 5.939 369 372 383 rBVY 3012345 3711384 68.33% 8.165%
7 6.556 423 426 428 rBVY 2055933 3270868 60.22% 7.196%
8 6.830 448 450 459 rBV 47265 100092 1.84% 0.220%
9 7.619 517 519 532 rBV 878287 1200632 22.10% 2.641%
10 9.368 669 672 675 rBVY 3842295 4956000 91.24% 10.904%

11 10.053 729 732 735 rBV 1100871 1296140 23.86% 2.852%
12 10.408 761 763 769 rBV 946814 1392868 25.64% 3.064%
13 11.254 834 837 840 rvv 146051 182343 3.36% 0.401%
14 11.608 863 868 871 rBvV 38644 94237 1.73% 0.207%
15 11.699 873 876 879 rBV 2164936 3002264 55.27% 6.605%

16 12.031 901 905 910 rBV 128248 258122 4._75% 0.568%
17 12.762 966 969 971 rBV 71740 105064 1.93% 0.231%
18 12.808 971 973 979 rVB 908023 1201240 22.12% 2.643%
19 13.860 1062 1065 1070 rBV2 50222 117331 2.16% 0.258%
20 14.580 1125 1128 1131 rBV 62829 92001 1.69% 0.202%

21 15.140 1174 1177 1180 rBV 54485 84651 1.56% 0.186%
22 15.437 1200 1203 1206 rBV 2680014 3753342 69.10% 8.258%
23 16.317 1275 1280 1283 rBV 590966 804084 14.80% 1.769%
24 16.934 1332 1334 1339 rBV 93453 167908 3.09% 0.369%
25 17.014 1339 1341 1348 rVB 639546 847114 15.60% 1.864%

26 18.649 1482 1484 1491 rBV 567429 788873 14.52% 1.736%

Sum of corrected areas: 45452869
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083567.D

Aca On : 7 Dec 2015 20:29

Operator : UM/I1Z

Sample : 64579-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF083567.D
400 5|2941
3500000

3000000 5,94

2500000

6.56
2000000

1500000
1000000 3.55 7.62

5.72
500000

| 683

o

1
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 8.00
Abundance TIC: BF083567.D

3500000
3000000
2500000
11.70
2000000
1500000
10.05
1000000 1041 12.81

500000

11.25 L‘ 12.03
R 11.61 12.[f6 13.86 14.58 15.1

o' R P e A e e e e S

Time--> 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00
Abundance TIC: BF083567.D

3500000
3000000
15.44
2500000
2000000
1500000

1000000
16.32 17.01 18.65

500000
LJ 16. A\

R L

Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083567.D

Aca On : 7 Dec 2015 20:29

Operator : UM/I1Z

Sample : 64579-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

3.55 42 .62 ng 1889950 1,4-Dichlorobenzene-d4 5.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 163 (3.550 min): BF083567.D (-161) (-) m/z 43.10 100.00%
431
59.1 S
5000
101.1
3.20 3.40 3.60 3.80
O el 800 831 | Th/7 59.10  54.11%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
59.0 320 3.40 3.60 3.80
0
150 a0 1010 m/z 101.10 14 .46%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
—v—v—rv—v—v—v—rv—v—r
3.20 3.40 3.60 3.80
5000 m/z 58.05 13.18%
41.0
29.0 101.0
0 50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59.0 3.20 3.40 3.60 3.80
m/z 41.05 8.98%
5000 41.0
31.0
69.0 870
0 15.0 ““ ‘ \‘ SOQ“‘ . 98.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083567.D

Aca On : 7 Dec 2015 20:29

Operator : UM/I1Z

Sample : 64579-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown5.41 Concentration Rank 1

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

5.41 110.80 ng 4913200 1,4-Dichlorobenzene-d4 5.72
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 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 2-Cyclohexen-1-one 96 C6H80 000930-68-7 10

Abundance Scan 326 (5.413 min): BF083567.D (-324) (-) m/z 132.10 100.00%
13p.1
68.0
5000
96.1 AL AL IR L I
40.1 540 ‘| 850 | 1151 500 520 540 560 5.80
Obrrrrrrrprrrr el bbbt e 820w 8L WL Tm/z 68.05  56.12%
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 R S R R
500 520 5.40 5.60 5.80
310 510 m/z 66.05 33.84%
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
500 520 540 5.60 580
5000 m/z 134.10 32.78%
33.0 44.0 105.0

70.0
56.0 86.0

mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole B R
132.0 500 520 540 560 5.80
m/z 69.10 21 .55%
5000
104.0
66.0
ol 140 270 390 510 770 890 || 1150 ||
S NP R W 1V L SN S, £ EENE || N
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 500 520 540 560 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083567.D

Aca On : 7 Dec 2015 20:29

Operator : UM/I1Z

Sample : 64579-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.25 2.62 ng 182343 Acenaphthene-d10 10.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Eicosane 282 C20H42 000112-95-8 83
4 Tridecane 184 C13H28 000629-50-5 72
5 Nonane, 3,7-dimethyl- 156 C11H24 017302-32-8 59
Abundance Scan 837 (11.254 min): BF083567.D (-834) (-) m/z 57.10 100.00%
51.1
o sad J\,MJJ\N./\\/
131 1301 1100 1120 1140 1160
0 ; m/z 43.10 78.59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #73965: Hexadecane
57.0
5000 LR UL UL BN B
85.0 nmnmnmnm
29.0 ’ m/z 71.10 56.04%
0 ‘\ L Ll ‘ 1130 1410 169.0 1970 226.0
m/z--> 25 4b eb 85 160 120 140 160 180 200 220 240 2éo 2éo
Abundance
57.0
"' 11/00 1120 11.40 1160
5000 85.0 m/z 85.10 37.76%

29.0
113.0 141.0 169.0 198.0

f%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0 11.00 11.20 11.40 11.60
m/z 41.10 33.92%
5000
85.0
29.0
0 \‘ ‘\ | “\1130 141.0 169.0 282.0
e e e e e e e e e e e RS RARRE RS S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083567.D

Aca On : 7 Dec 2015 20:29

Operator : UM/I1Z

Sample : 64579-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 5 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.03 4_.30 ng 258122 Phenanthrene-d10 12.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 86
3 Heptadecane 240 C17H36 000629-78-7 83
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 78
5 Pentadecane 212 C15H32 000629-62-9 72
Abundance Scan 905 (12.031 min): BF083567.D (-901) (-) m/z 57.10 100.00%
57.1
. 85.2 J\/\MJL/\M
132 104 1160 1200 1220 1240
0 . m/z 43.10 72 .23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
57.0
5000 L BRI UL BN L
85.0 nmnmnmnm
29.0 m/z 71.10 56.25%
0 ‘ |y o 180 141 0 1690 282.0
m/z--> ﬁo 46 65 ab 160 120 140 160 180 200 220 240 2éo 2§o
Abundance
57.0
"' 11/80 12.00 12.20 12.40
5000 85.0 m/z 85.15 35.67%
29.0

113.0 141.0 169.0 197.0 226.0

F

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #82608: Heptadecane e S
57.0 11.80 12.00 12.20 12.40
m/z 41.10 34 .58%
85.0
5000
29.0
0 L b ul{?o‘l410 1690 197.0 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 11. 80 12. OO 12 20 12. 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083567.D

Aca On : 7 Dec 2015 20:29

Operator : UM/I1Z

Sample : 64579-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.32 18.98 ng 804084 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35N0 000301-02-0 83
2 Hexadecanamide 255 C16H33NO 000629-54-9 56
3 Undecanamide. 1l-bromo- 263 C11H22BrNO 005875-26-3 53
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 47
5 Tetradecanamide 227 C14H29NO 000638-58-4 45

Abundance Scan 1280 (16.317 min): BF083567.D (-1275) (-) m/z 59.10 100.00%

16. 00 16. 20 16. 40 16 60

501261 1541 18422071 238.3 264.3

59.1
5000

0 m/z 72.10 60.28%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106874: 9-Octadecenamide, (2)-
59.0
5000 LA L L L L LB L B L L

16.00 16.20 16.40 16.60
m/z 55.10 36.70%

290‘h ‘ q‘sﬁP‘m 0136.0157.0 184.0 2200 253.0 28%0
”“.”“..“.”“.”,.”“.”“.”“.”“.”..”..“..”“.”“.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

o

Abundance
59.0

16.00 16. 20 16. 40 16.60

5000 m/z 41.10 31.82%
o 29.0 86.0 114.0 1420 170.0 212.0 255.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95983: Undecanamide, 11-bromo-
59.0 16.00 16.20 16.40 16.60

m/z 43.10 25.88%

5000 J——\
184.0
290 4 ‘ 86.0 1140 142.0163.0 | 2200 2630

_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r'_'_'_'—r
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120715\
Data File : BF083567.D

Aca On : 7 Dec 2015 20:29

Operator : UM/I1Z

Sample : 64579-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120415.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Acetic acid, chloro-, hexad... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

16.93 3.96 ng 167908 Chrysene-di12 17.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. chloro-. hexadecvl ... 318 C18H35CI102 052132-58-8 90
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 90
3 1-Nonadecanol 284 C19H400 001454-84-8 90
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 87

Abundance Scan 1334 (16.934 min): BF083567.D (-1332) (-) m/z 55.10 100.00%

83.1

5000

-

16.60 16.80 17.00 17.20
m/z 57.10 87.52%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127051: Acetic acid, chloro-, hexadecy! ester

-

5000 e AR e m e
16.60 16.80 17.00 17.20
125.0 m/z 43.10 87.16%
154.0  196.0 224.0 269.0
o} :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0
69.0 IIIIIIIIIIIIIIIIIIIIIII
97.0 16.60 16.80 17.00 17.20
5000 m/z 83.10 77.10%
121.0

153.0 181.0 224.0 250.0 297.0

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #108955: 1-Nonadecanol e e e
43.0 83.0 16.60 16.80 17.00 17.20
m/z 69.10 66.52%
5000
111.0
o180l | | 1390 1680 196.0  238.0 266.0
e AiARARRA L T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16.60 16.80 17.00 17.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120715\
Data File : BF083567.D

Acq On : 7 Dec 2015 20:29

Operator : UM/1Z

Sample : G4579-04

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120415.M
Quant Title : 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]
2-Pentanone, 4-hy... 3.55 42 .6 ng 1889950 1 5.72 886863 20.0
unknown5 .41 5.41 110.8 ng 4913200 1 5.72 886863 20.0
Hexadecane 11.25 2.6 ng 182343 3 10.41 1392870 20.0
Eicosane 12.03 4.3 ng 258122 4 12.81 1201240 20.0
9-Octadecenamide, ... 16.32 19.0 ng 804084 5 17.01 847114 20.0
Acetic acid, chlo... 16.93 4.0 ng 167908 5 17.01 847114 20.0
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