LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084819.D

Aca On : 4 Feb 2016 7:24

Operator =: SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 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-BF020116.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 4.144 178 180 185 rBvV 46810 68718 1.45% 0.156%
2 4.842 238 241 249 rBV 1226675 1791956 37.85% 4.061%
3 5.287 277 280 282 rBVY 3907276 4726943 99.84% 10.713%
4 5.687 313 315 317 rVB 62183 53625 1.13% 0.122%
5 6.339 369 372 374 rBV 4264631 4734396 100.00% 10.730%
6 6.453 379 382 385 rVB 4428064 4278854 90.38% 9.697%
7 6.682 400 402 405 rBV 1304508 1092137 23.07% 2.475%
8 6.842 413 416 418 rBVY 3882255 3533065 74.63% 8.007%
9 7.253 449 452 455 rBV 2640472 2763325 58.37% 6.263%
10 7.379 457 463 469 rBV 55946 99860 2.11% 0.226%

11 7.973 512 515 517 rBV 1595723 1525457 32.22% 3.457%
12 9.048 606 609 612 rBVY 3289816 4656256 98.35% 10.553%
13 9.448 642 644 646 rBV 705599 651657 13.76% 1.477%
14 9.665 661 663 665 rBv 108752 111836 2.36% 0.253%
15 9.722 665 668 671 rvB 1816289 1622036 34.26% 3.676%

16 10.168 705 707 709 rvB 230118 180246 3.81% 0.408%
17 10.385 723 726 729 rBV 75367 119256 2.52% 0.270%
18 10.511 734 737 739 rVV 3254454 3149672 66.53% 7.138%
19 10.636 746 748 753 rBV 247529 291422 6.16% 0.660%
20 10.831 763 765 767 rBV 37351 52385 1.11% 0.119%

21 11.082 786 787 789 rBV 142570 134088 2.83% 0.304%
22 11.196 795 797 800 rVvV 1334455 1468766 31.02% 3.329%

23 11.254 800 802 807 rvB2 23697 51745 1.09% 0.117%
24 11.505 823 824 826 rBV 42892 58381 1.23% 0.132%
25 11.745 844 845 849 rBV 57257 83712 1.77% 0.190%
26 11.916 856 860 861 rBv2 27046 48166 1.02% 0.109%
27 12.339 895 897 901 rVvB 43911 55241 1.17% 0.125%

28 12.625 920 922 925 rBv2 128313 128286 2.71% 0.291%
29 12.785 934 936 939 rBV 3053495 3782356 79.89% 8.572%
30 13.322 981 983 985 rBV 56468 66564 1.41% 0.151%

31 13.357 985 986 991 rVB5 18523 49340 1.04% 0.112%
32 13.700 1013 1016 1025 rBV 246497 432284 9.13% 0.980%
33 13.825 1025 1027 1030 rBV 1039155 1162663 24.56% 2.635%
34 14.340 1068 1072 1077 rBvV4 20520 61143 1.29% 0.139%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084819.D

Aca On : 4 Feb 2016 7:24

Operator =: SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\HPCHEMI\BNA F\METHODS\8270-BF020116.M

Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.591 1092 1094 1098 rBvV2 45328 69297 1.46% 0.157%

36 15.208 1145 1148 1150 rBvV 698166 906778 19.15% 2.055%

37 15.700 1188 1191 1199 rVBS8 16581 62094 1.31% 0.141%
Sum of corrected areas: 44124006
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084819.D

Aca On : 4 Feb 2016 7:24

Operator : SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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: BF084819.D
6,3a45

4000000 5.29 6.84

3000000
7.25

2000000

4.84 6.68
1000000

e T
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: BF084819.D

4000000

9.05 10.51
12.79
3000000

2000000 9.72

V.97
11.20

1000000
9.45

10.17,__||10.64 137
9 1 1038] 10,83 L0 o5 11511078100 1234 1263 B8 A\

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: BF084819.D

4000000

3000000

2000000

3.83

1000000 15.21

14.34 14.59 15.70

e S e e e e e T

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\BF020316\
Data File : BF084819.D

Aca On : 4 Feb 2016 7:24

Operator : SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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.

4.84 32.82 ng 1791960 1,4-Dichlorobenzene-d4 6.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-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 25
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 241 (4.842 min): BF084819.D (-238) (-) m/z 43.05 100.00%
43
59
5000
ot " 4.60 480 5.00 520
...,....,....,..??',':...,??.'.,...‘??....,??..,....,|....,. m/z 59.10 58.55%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 4.60 480 5.00 520
m/z 101.10 19.42%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- " 4.60 480 5.00 520
5000 m/z 58.10 14._.77%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e e EE man
59 4.60 4.80 5.00 5.20
m/z 41.10 9.15%
5000 41
31
| [
"'l'}é'l'"Ml""“*t"léﬁﬂ"""i""l""l"'gﬁ""l' S A SRS SRR R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084819.D

Aca On : 4 Feb 2016 7:24

Operator : SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 unknown6.45 Concentration Rank 1

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

6.45 78.36 ng 4278850 1,4-Dichlorobenzene-d4 6.68
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 Tranvlcvporomine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 382 (6.453 min): BF084819.D (-379) (-) m/z 132.00 100.00%
5000 68
620 6.40 6.60 6.80
T m/z 68.10 44 .60%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR L L L L
6.20 6.40 6.60 6.80
31 51 78 m/z 134.00 33.22%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 6.40 6.60 6.80
5000 m/z 66.10 29.36%
33 44 o 105
€0 ' g0 115
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.05 18.95%
5000 98 116
N ...,....,.?% .,m97.hq. A 158 ..,.1§?. SN U £ SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084819.D

Aca On : 4 Feb 2016 7:24

Operator : SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Heptadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.17 2.22 ng 180246 Acenaphthene-d10 9.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 86
2 Hexadecane 226 C16H34 000544-76-3 86
3 Tridecane 184 C13H28 000629-50-5 86
4 Tetracosane 338 C24H50 000646-31-1 78
5 Eicosane 282 C20H42 000112-95-8 74
Abundance Scan 707 (10.168 min): BF084819.D (-705) (-) m/z 57.10 100.00%
g7
43
5000
71 g5
99 113 9.80 10.00 10.20 10.40
e el TPt ALSA068  m/z 43.10  61.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #82608: Heptadecane
57
43 71
85
5000 AUV AR B

9. 80 10. OO 10 20 10.40

29 99 m/z 71.10 39.54Y%
113
s 0 | PP127 141155169 183197 211 240
”.“.”,”.w.”.“.”,”.w.”.“.”,”...”...” e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
43 57
9.80 10.00 10.20 10.40
5000 71 m/z 85.10 33.77%
85
29
99 113127 141 155 169 183197 226
e e e e e e o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #45544: Tridecane
43 57 9.80 10.00 10.20 10.40
m/z 41.10 30.37%
71
5000
85
29
15 ‘\ w‘ oL 99 113 127 141 155 184
R e e T e o o e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 980 1000 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084819.D

Aca On : 4 Feb 2016 7:24

Operator : SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Heneicosane Concentration Rank 5

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

10.64 3.97 ng 291422 Phenanthrene-d10 11.20

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 83
4 Tetracosane 338 C24H50 000646-31-1 83
5 Nonane, 5-butyl- 184 C13H28 017312-63-9 81

Abundance Scan 748 (10.636 min): BF084819.D (-746) (-) m/z 57.10 100.00%
57
5000
4 85
\ 113 10.40 10.60 10.80 11.00
e e L eSS, m/Zz 43.10  73.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115570: Heneicosane
57
85
5000 LA I L L L L L L L
1040 10,60 10.80 11.00
4 m/z 71.10 52.36%
18 b 4L 169 107 725 2 26
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
R e
10.40 10.60 10.80 11.00
5000 m/z 85.10 36.12%
41 85
23 113 141 169 197 226
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #86886: 2-Bromo dodecane e A
57 10.40 10.60 10.80 11.00
m/z 41.05 29.31%
5000 85
4
‘ 169
15 | 00 133149 | 248
.”“”w“..”.””.”.””.”.””.”.““.”.””.”.”““”q””, B S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 1040 10,60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084819.D

Aca On : 4 Feb 2016 7:24

Operator : SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
12.63 2.21 ng 128286 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 90
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 53
3 1.3-Pentanediol. 2.2.4-trimethvl- 146 C8H1802 000144-19-4 38
4 Oxirane. (1-methvibutv)- 114 C7H140 053229-39-3 35
5 3,4,4,6-Tetramethyltetrahydro-1,... 173 C8H15NOS 060431-75-6 35
Abundance Scan 922 (12.625 min): BF084819.D (-920) (-) m/z 56.10 100.00%

56

5000

%

12.40 12.60 12.80 13.00
m/z 57.05 56.52%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, buty| ester
56
5000 LA I L L L L L L L
12. 40 12. 60 12. 80 13. OO
29 m/z 43.10 43.52%
‘ ‘ ‘ 101 1 185 213 23925 312
S 0 | VR N U O -~
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
AR Baa T e
12.40 12.60 12.80 13.00
5000 m/z 41.10 36.38%
29 73
129
9711377 157 185 213 2927 55 317
mmmmmﬁwwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #21198: 1,3-Pentanediol, 2,2,4-trimethyl- A AT e
56 12.40 12.60 12.80 13.00
m/z 55.10 31.58%
- pAfFVANNV\PWAJANAWV»AJ\WV
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084819.D

Aca On : 4 Feb 2016 7:24

Operator : SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.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 4
R.T. EstConc Area Relative to ISTD R.T.
13.70 7.44 ng 432284 Chrysene-di12 13.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 2- Bromopropionic acid. pentadec... 362 C18H35Br02 1000292-44-2 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 1016 (13.700 min): BF084819.D (-1013) (-) m/z 57.10 100.00%
57
83
5000 a4
111
LR BN SR S B
139 13.40 13.60 13.80 14.00
S L m/z 43.10 91.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #121981: 1-Docosene
55
5000 RN BN S I B
29 Bmmmnmmm
m/z 55.10 83.25%
ek
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
n g '13.40 13.60 13.80 14.00 |
5000 m/z 83.10 75.35%
111
25 137153 182 208 255
Wmﬁﬁwmmmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene R  eeea Sa
43 13.40 13.60 13.80 14.00
m/z 97.10 66.30%
5000 83
111
11 | 140 168 196 224243 266 204 322

m/z--> 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\BF020316\
Data File : BF084819.D

Acq On : 4 Feb 2016 7:24

Operator : SJ/1Z

Sample : H1322-03

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020116 .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... 4.84 32.8 ng 1791960 1 6.68 1092140 20.0
unknown6 .45 6.45 78.4 ng 4278850 1 6.68 1092140 20.0
Heptadecane 10.17 2.2 ng 180246 3 9.72 1622040 20.0
Heneicosane 10.64 4.0 ng 291422 4 11.20 1468770 20.0
Hexadecanoic acid... 12.63 2.2 ng 128286 5 13.83 1162660 20.0
1-Docosene 13.70 7.4 ng 432284 5 13.83 1162660 20.0
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