LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010716\
Data File : BF084311.D

Aca On : 7 Jan 2016 17:56

Operator : SJ/UM

Sample : H1028-05

Misc :

ALS Vial : 9 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-BF123115.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 5.059 258 260 271 rVB 1589082 2434747 27 .51% 3.354%
2 5.482 294 297 300 rBVY 6540408 7468391 84.40% 10.288%
3 6.522 384 388 390 rVB 5697678 8849092 100.00% 12.190%
4 6.636 395 398 401 rBVY 5809042 8137181 91.95% 11.209%
5 6.865 416 418 421 rBV 1875400 1563049 17.66% 2.153%

7.025 429 432 434 rBV 6518769 5747156 64.95% 7.917%
7.436 465 468 470 rBV 5159299 5352009 60.48% 7.372%
8.156 528 531 533 rBV 2175953 2118573 23.94% 2.918%
7952086 7948408 89.82% 10.949%
9.619 657 659 662 rBvV 711426 917993 10.37% 1.265%

=
QO ~NO®

©

N

W

o

)]

N

N

()]

N

)]

()]

N

(00]

=

s9)

<

11 9.905 682 684 687 rVB 2630336 2279416 25.76% 3.140%
12 10.339 720 722 724 rVB 178207 142673 1.61% 0.197%
13 10.556 738 741 745 rBV 60885 109767 1.24% 0.151%
14 10.693 750 753 756 rBV 4806917 5336033 60.30% 7 .350%
15 10.808 762 763 770 rVB 181507 288066 3.26% 0.397%

16 11.265 801 803 804 rBvV 92469 114491 1.29% 0.158%
17 11.391 811 814 816 rBV 2592607 2269709 25.65% 3.127%
18 12.979 950 953 956 rBV 7611218 7629054 86.21% 10.509%
19 13.871 1029 1031 1039 rBV 354812 564211 6.38% 0.777%
20 14.020 1042 1044 1047 rVV 1846544 1881741 21.26% 2.592%

21 15.448 1166 1169 1172 rBV 1054005 1444056 16.32% 1.989%

Sum of corrected areas: 72595816
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010716\
Data File : BF084311.D

Aca On : 7 Jan 2016 17:56

Operator : SJ/UM

Sample : H1028-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BF084311.D

7000000 5.48 7.02

6000000 6.5.64
7.44
5000000
4000000
3000000

2000000 506 6.86

1000000

oA

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF084311.D
9|23 12.98

7000000
6000000
5000000 1069
4000000
3000000 9.90 11.39

2000000

1000000 9.62

0 il T

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF084311.D

7000000
6000000
5000000
4000000
3000000
2000000{ 14.02

15.45
1000000

13.87

-t r

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\BF010716\
Data File : BF084311.D

Aca On : 7 Jan 2016 17:56

Operator : SJ/UM

Sample : H1028-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.06 31.15 ng 2434750 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 260 (5.059 min): BF084311.D (-258) (-) m/z 43.10 100.00%
a3
59
5000
1o " 480 500 520 540
ob el sl e mes | Y ee 05 5. 72
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L L L UL
59 480 500 520 5.40
m/z 101.10 17.85%
o 25 3t 37 | 83 g3 M
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
" 480 5.00 520 540
5000 41 m/z 58.05 14.77%
31
69 87
15 53 98
e S S S I IS UL UL UL SULILISS WAL B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- L B T Ammua
59 4.80 500 5.20 5.40
m/z 41.10 9.23%
5000
41
(U R JHN""“*‘”"l??ﬁli ""|??"|"8§'|""|M"' T
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40

8270-BF123115.M Fri Jan 08 12:51:58 2016 Page: 3



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010716\
Data File : BF084311.D

Aca On : 7 Jan 2016 17:56

Operator : SJ/UM

Sample : H1028-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 unknown6.64 Concentration Rank 1

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

6.64 104.12 ng 8137180 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 398 (6.636 min): BF084311.D (-395) (-) m/z 132.00 100.00%
5000 68
‘ 75 % " 640 6.60 6.80 7.00
104 . . .
o..,....,....,...!,“.'.‘.‘?!' Shdl e 87 i HS L m/z 68.10 48.03%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 R R I L L
6.40 6.60 6.80 7.00
31 78 m/z 134.00 33.82%
38 ‘
0'W'”'P'”I”J“'h'P'”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

6.40 6.60 6.80 7.00
5000 m/z 66.10 31.88%

15 28 39 52 6 77 o0 104 o

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine I
132 6.40 6.60 6.80 7.00
m/z 69.10 20.21%
5000
33 44 o g7 105
78
0 ‘ 51 69 [ 86 ‘ | 115 I
AR B e R A B o o R B e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010716\
Data File : BF084311.D

Aca On : 7 Jan 2016 17:56

Operator : SJ/UM

Sample : H1028-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.81 2.54 ng 288066 Phenanthrene-d10 11.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentadecane 212 C15H32 000629-62-9 90
5 Tridecane 184 C13H28 000629-50-5 86
Abundance Scan 763 (10.808 min): BF084311.D (-762) (-) m/z 57.10 100.00%
57
5000
85
, 5 e 10 1060 1085 1150 1120
o} m/z 43.10 74 .92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 AR S B B
4 85 10. 40 10 60 10. 80 11. oo 11. 20
m/z 71.10 55.30%
0 \‘ il ‘\ | 1:!'3 A 141 169 282
m/z--> ﬁo Jo 60 85 100 150 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
10,40 10.60 10.80 11.00 11.20
5000 m/z 41.10 35.79%
41 85
ol.23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane B B B
57 10.40 10.60 10.80 11.00 11.20
m/z 85.10 32.88%
5000 85
4
oh Ll s 1 e 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10.40 10 60 10. 80 11.00 11. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF010716\
Data File : BF084311.D

Aca On : 7 Jan 2016 17:56

Operator : SJ/UM

Sample : H1028-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF123115.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 5 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.87 6.00 ng 564211 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 1-Hexacosanol 382 C26H540 000506-52-5 90
3 1-Heptadecanol 256 C17H360 001454-85-9 90
4 1-Tetracosanol 354 C24H500 000506-51-4 87
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 83
Abundance Scan 1031 (13.871 min): BF084311.D (-1029) (-) m/z 57.05 100.00%
87 a3
5000
111
3 l 139 13.60 13.80 14.00 14.20
ol Al je8 207 w/z 43.05 95.96%
m/z--> 50 100 150 200 250 300 350
Abundance #121981: 1-Docosene
55
97
5000 SRR PN SN B
29 13.60 13.80 14.00 14.20
195 m/z 55.05 91.51%
o .“.‘ ‘.‘ IJM' H.7. "H‘I J .‘L. \|1|53| |1|81| e N |30.8. ——
m/z--> 50 100 150 200 250 300 350
Abundance
43
13.60 13.80 14.00 14.20
5000 83 m/z 83.05 83.11%
18 111
o 65 139 168 196 224 252 278 308 336 364
m/z--> éo 160 1éo 200 250 300 3éo
Abundance #92320: 1-Heptadecanol R EREEAEES Ee e
5 g3 13.60 13.80 14.00 14.20
m/z 69.10 68.25%
5000
111
29 '
oL .M‘.‘ ‘. ,J.J. JM | ifP w8 22028
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF010716\
Data File : BF084311.D

Acq On 7 Jan 2016 17:56

Operator : SJ/UM

Sample - H1028-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF123115_.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]
2-Pentanone, 4-hy... 5.06 31.1 ng 2434750 1 6.86 1563050 20.0
unknown6 .64 6.64 104.1 ng 8137180 1 6.86 1563050 20.0
Eicosane 10.81 2.5 ng 288066 4 11.39 2269710 20.0
1-Docosene 13.87 6.0 ng 564211 5 14.02 1881740 20.0
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