LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086546.D

Aca On : 1 May 2016 2:51

Operator : UM/SJ

Sample = H2720-09

Misc :

ALS Vial : 33 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-BF042716.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 4.933 247 249 256 rBV 166466 270549 5.82% 0.721%
2 5.356 283 286 289 rBY 3587954 3819321 82.16% 10.174%
3 5.767 319 322 332 rVB 27748 60797 1.31% 0.162%
4 6.407 375 378 380 rBVY 4005441 4648812 100.00% 12.383%
5 6.533 386 389 391 rBVY 4245338 4199350 90.33% 11.186%

6.762 407 409 420 rBvV 792361 896918 19.29% 2.389%
6.922 420 423 425 rBV 3183604 2989745 64.31% 7.964%
7.333 456 459 461 rBV 2624914 2864353 61.61% 7.630%
8.053 519 522 524 rBV 1004857 1097454 23.61% 2.923%
9.128 613 616 619 rBVY 3664363 3637722 78.25% 9.690%

=
QO ~NO®

11 9.528 648 651 653 rBv 395079 472460 10.16% 1.259%
12 9.745 668 670 672 rBvV 88102 79172 1.70% 0.211%
13 9.802 672 675 677 rBV 1440709 1344648 28.92% 3.582%
14 10.248 710 714 715 rBV 92380 139069 2.99% 0.370%
15 10.465 730 733 736 rBV 45456 84416 1.82% 0.225%

16 10.591 741 744 746 rBV 2762599 3005494 64.65% 8.006%
17 10.716 753 755 761 rVB 145145 191660 4.12% 0.511%
18 11.162 792 794 795 rBV 64370 58147 1.25% 0.155%
19 11.276 802 804 807 rBV 1039156 1253597 26.97% 3.339%
20 12.865 940 943 946 rBV 3289703 4038565 86.87% 10.758%

21 13.779 1020 1023 1032 rBV2 162096 362814 7.80% 0.966%
22 13.905 1032 1034 1042 rBV 927639 1148662 24.71% 3.060%

23 14.420 1075 1079 1083 rBV3 20515 67778 1.46% 0.181%
24 15.300 1153 1156 1159 rBV 573791 808978 17.40% 2.155%

Sum of corrected areas: 37540481
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF043016\

BF086546 .D
1 May 2016 2:51
UM/SJ
H2720-09
33 Sample Multiplier: 1

= Z:\HPCHEM1I\BNA F\METHODS\8270-BF042716.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
- C:\DATABASE\NISTO2.L
ion Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

TIC: BF086546.D

6.46/53

5.36

4.93

5.77

6.92

6.76

7.33

0
Time-->

5.00

5.50

Abundance

4000000

3000000

2000000

8.05

1000000

0

TIC: BF086546.D

9.13

10.59

9.80
11.28

1072 494

12.87

T
Time--> 8.00

10.50 11.00 11.50 12.00

8.50

12.50

13.00 13.50

Abundance

4000000

3000000

2000000

1000000

0

TIC: BF086546.D

13.91

15.30

Time-->

17.00 17.50 18.00

14.50 15.00 15.50 16.00 16.50

18.50

19.00

8270-BF042716.

M Mon May 02 19:23:38 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086546.D

Aca On : 1 May 2016 2:51

Operator : UM/SJ

Sample : H2720-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 4

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

4.93 6.03 ng 270549 1,4-Dichlorobenzene-d4 6.76
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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 249 (4.933 min): BF086546.D (-247) (-) m/z 43.05 100.00%
48
5000 59
101 460 480 5.00 520
O S BB 88 | "m/z 59.10 46.63%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L UL UL UL U
59 460 480 500 520
m/z 58.10 14.01%
o 25 3! 37 | 83 o3 01
miz--> 0 20 30 40 50 60 70 8 9 100
Abundance
43
460 480 5.00 520
5000 57 m/z 101.10 12.42%
29
101
37 50 78
S UL SR SIS SIS I UL IULILL UL WAL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3602: 1-Propen-2-ol, acetate R Eama e e R
43 4.60 4.80 5.00 5.20
m/z 41.10 9.01%
5000
58
m/z--> 10 20 30 40 50 60 70 8 90 100 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086546.D

Aca On : 1 May 2016 2:51

Operator : UM/SJ

Sample : H2720-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 unknown6.53 Concentration Rank 1

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

6.53 93.64 ng 4199350 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 389 (6.533 min): BF086546.D (-386) (-) m/z 132.10 100.00%
132
5000 68
© sl o PLPIIPI
Obrrprrrr e b e bl i & e b e el | mZZ 68.10  48.87%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97 A
5000 USSR R
6.20 6.40 6.60 6.80
21 70 m/z 66.05 33.30%
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
89 o 620 6.40 6.60 680
5000 m/z 134.10 32.88%
31 4 51 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl- A e R
132 6.20 6.40 6.60 6.80
m/z 69.10 20.29%
5000
Jas 28 3 52 77 90 14 5 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086546.D

Aca On : 1 May 2016 2:51

Operator : UM/SJ

Sample : H2720-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 6
R.T. EstConc Area Relative to ISTD R.T.
10.25 2.07 ng 139069 Acenaphthene-d10 9.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetracosane 338 C24H50 000646-31-1 90
3 Pentadecane 212 C15H32 000629-62-9 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 714 (10.248 min): BF086546.D (-710) (-) m/z 57.10 100.00%
57
5000 4 85
113 10.00 10.20 10.40 10.60
O el ..“..,'.l...-‘,..':'.,...1.4.1...1.‘?.9. e e || M7z 43.10 74.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 LR UL B BN B
85 10. oo 10. 20 10 40 10. 60
29 m/z 71.10 54 _.02%
m/z--> 20 45 eb éo 100 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
"' 10,00 10,20 10.40 10.60
5000 P m/z 85.05 37.64%
29
o 113 141 169 197 205 253 281 300 338
R A KRR RS LA LA L AR LARAS RSN RN RAR ) RARAS LARAN KRS AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #64575: Pentadecane SN AL R e S
57 10. oo 10. 20 10 40 10. 60
m/z 41.10 35.43Y%
5000 85
29
ob L b | 113 141 169 212
m/z--> 2'0 4'0 6|0 8|0 100 120 140 160 180 200 220 240 260 280 300 320 34'10 10. oo 10. 20 10 40 10. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086546.D

Aca On : 1 May 2016 2:51

Operator : UM/SJ

Sample : H2720-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 Hexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.72 3.06 ng 191660 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Pentadecane 212 C15H32 000629-62-9 86
5 Heptadecane 240 C17H36 000629-78-7 80
Abundance Scan 755 (10.716 min): BF086546.D (-753) (-) m/z 57.10 100.00%
57
5000
85
3 113 10.40 10.60 10.80 11.00
0 .,....;...J,.!'..,-....-',...-.,..%49...1.?.9. A e eraae || m/z 43.10  74.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #73965: Hexadecane
57
5000 U AR AR R SRR
g5 mmmmmmnm
4 m/z 71.10 53.99%
oh2 \ L [l w 113 141 169 197 226
m/z--> ﬁo Jo éo 85 100 120 140 160 180 200 220 240 260 280 360 320 350
Abundance
57
10,40 1060 10.80 11.00
5000 m/z 85.10 33.32%
41 85
0 113 141 169 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane R
57 10.40 10.60 10.80 11.00
m/z 41.10 32.19%
5000 85
4
oh Ll s 1 e 197 225 253 281 309 338
m/z--> 2'0 4'0 60 8IO 1(')0 120 140 160 180 200 220 240 260 280 300 320 340 10. 40 10. 60 10. 80 11. oo

8270-BF042716.M Mon May 02 19:23:42 2016 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF043016\
Data File : BF086546.D

Aca On : 1 May 2016 2:51

Operator : UM/SJ

Sample : H2720-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF042716_.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 1-Docosene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.78 6.32 ng 362814 Chrysene-di12 13.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 95
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 1-Nonadecene 266 C19H38 018435-45-5 91
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 91
5 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
Abundance Scan 1023 (13.779 min): BF086546.D (-1020) (-) m/z 57.10 100.00%
g7
83
41
5000
111
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—!
139 207 13.40 13.60 13.80 14.00
Obrrrprer s m/z 43.05 95.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene
55
97
5000 AN L U B
29 Bmmmnmmm
15 m/z 55.05 84.16%
NECEN 153168
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
69 DU N BN I B
97 13.40 13.60 13.80 14.00
5000 m/z 83.10 67 .43%
27 125
o 153168 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #98171: 1-Nonadecene
43 97 13.40 13.60 13.80 14.00
69 m/z 69.10 60.11%
5000
o 2 154 182 210 238 266
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF043016\
Data File : BF086546.D

Acq On : 1 May 2016 2:51

Operator : UM/SJ

Sample : H2720-09

Misc :

ALS Vial : 33 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF042716_.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... 4.93 6.0 ng 270549 1 6.76 896918 20.0
unknown6 .53 6.53 93.6 ng 4199350 1 6.76 896918 20.0
Eicosane 10.25 2.1 ng 139069 3 9.80 1344650 20.0
Hexadecane 10.72 3.1 ng 191660 4 11.28 1253600 20.0
1-Docosene 13.78 6.3 ng 362814 5 13.91 1148660 20.0
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