LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084824.D

Aca On : 4 Feb 2016 9:44

Operator =: SJ/1Z

Sample : H1322-08

Misc :

ALS Vial : 37 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 4.144 177 180 184 rBvV 58101 79890 1.44% 0.164%
2 4.841 239 241 253 rVB 1252566 2135939 38.61% 4.382%
3 5.287 277 280 282 rBVY 4939085 5371344 97.09% 11.019%
4 5.687 312 315 318 rVB 73908 66254 1.20% 0.136%
5 6.338 369 372 374 rBV 4419220 4949611 89.47% 10.154%
6 6.453 379 382 385 rBVY 4599516 5049711 91.28% 10.359%
7 6.681 400 402 405 rVB 1326879 1150467 20.80% 2.360%
8 6.841 413 416 418 rBV 4548402 4040410 73.03% 8.289%
9 7.253 449 452 455 rBV 2590318 3281311 59.31% 6.731%
10 7.379 459 463 466 rBV 48042 86206 1.56% 0.177%
11 7.721 491 493 496 rBvV2 46067 57244 1.03% 0.117%

12 7.973 512 515 517 rBV 1790147 1610695 29.11% 3.304%
13 9.059 606 610 612 rBV 4617083 5532364 100.00% 11.349%
14 9.447 642 644 647 rBvV 806693 800466 14.47% 1.642%
15 9.665 661 663 665 rvB 80059 83367 1.51% 0.171%

16 9.722 665 668 671 rBY 1858368 1642937 29.70% 3.370%
17 10.167 705 707 709 rvB 149278 114662 2.07% 0.235%
18 10.385 724 726 729 rBV 44739 70391 1.27% 0.144%
19 10.510 734 737 740 rVV 3343859 3267060 59.05% 6.702%
20 10.636 746 748 753 rVB 150348 169699 3.07% 0.348%

21 11.082 785 787 789 rBV 89961 86841 1.57% 0.178%
22 11.196 795 797 800 rvB2 1230468 1415118 25.58% 2.903%
23 12.625 919 922 924 rBV2 140444 129461 2.34% 0.266%
24 12.785 934 936 939 rBV 3261407 4023157 72.72% 8.253%
25 13.322 981 983 985 rBV 69343 79685 1.44% 0.163%

26 13.699 1014 1016 1025 rBV 499751 925697 16.73% 1.899%
27 13.825 1025 1027 1030 rVB 953803 1059360 19.15% 2.173%
28 14.351 1065 1073 1077 rBV5 32433 135095 2.44% 0.277%
29 14.591 1092 1094 1099 rBVZ2 47718 77360 1.40% 0.159%
30 15.208 1145 1148 1150 rBV 727987 932000 16.85% 1.912%

31 15.699 1188 1191 1193 rBV3 32329 86859 1.57% 0.178%
32 17.174 1318 1320 1328 rVB2 26658 67359 1.22% 0.138%
33 17.882 1378 1382 1388 rBV3 22714 81744 1.48% 0.168%
34 18.740 1450 1457 1464 rBV5 19464 86447 1.56% 0.177%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084824.D

Aca On : 4 Feb 2016 9:44

Operator =: SJ/1Z

Sample : H1322-08

Misc :

ALS Vial : 37 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 48746211
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF020316\

BF084824.D

4 Feb 2016 9:44

SJ/1Z

H1322-08

37 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF020116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084824.D

Aca On : 4 Feb 2016 9:44

Operator : SJ/1Z

Sample : H1322-08

Misc :

ALS Vial : 37 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 37.13 ng 2135940 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 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32

Abundance Scan 241 (4.841 min): BF084824.D (-239) (-) m/z 43.05 100.00%
43
59
5000
1o " 4.60 480 5.00 520
SN ¥ NV Y- RN By =" o R0 01
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 " 4.60 480 5.00 520
m/z 101.10 17.72%
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 15.01%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl- R L A Bamas ma
50 4.60 4.80 5.00 5.20
m/z 41.10 9.14%
5000
a1 101
15 \\3\1 \‘H 53\\\‘\ 69 8\3 Ja
miz--> 10 20 30 40 50 60 70 8 90 100 110 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084824.D

Aca On : 4 Feb 2016 9:44

Operator : SJ/1Z

Sample : H1322-08

Misc :

ALS Vial : 37 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 87.79 ng 5049710 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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 382 (6.453 min): BF084824.D (-379) (-) m/z 132.00 100.00%
32
5000 68
54 ‘ 75 %® 0 " 620 640 6.60 6.80
.,....,....'I'!.‘.‘?," YU PP A S - 1 N m/z 68.10 46.11%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U L UL A I
6.20 6.40 6.60 6.80
0
31 4 Sﬁ 78 m/z 134.00 33.89%
1 | !
mz-> % 90 40 50 80 76 85 90 100 110 130 130 140
Abundance
132
" 620 640 6.60 6.80
5000 m/z 66.10 30.37%
33 44 g7 105
51 60 70 78 g 115
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- I RAEEEEEEEE e
132 6.20 6.40 6.60 6.80
m/z 69.10 19.69%
117
5000
39 91
51 65
A -7 S o - SO | O |
m/z--> 20 30 40 50 60 70 8 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\BF020316\
Data File : BF084824.D

Aca On : 4 Feb 2016 9:44

Operator : SJ/1Z

Sample : H1322-08

Misc :

ALS Vial : 37 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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.64 2.40 ng 169699 Phenanthrene-d10 11.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heptadecane 240 C17H36 000629-78-7 90
5 Hexadecane 226 C16H34 000544-76-3 90
Abundance Scan 748 (10.636 min): BF084824.D (-746) (-) m/z 57.10 100.00%
57
. L/KJ\/[\\MJ\/\
85
3 113 mmmmmmnm
rerprreb e et bRt e e || M7z 43.100 69 85%
m/z--> 20 40 60 80 100120140160180200220240260280300320340
Abundance #107652: Eicosane
57
5000 UL DU SRR SR
85 mmmmmmnm
29 m/z 71.10 53.07%
‘ ‘ | 118 141 169 262
m/z--> 2'0 4'0 6|O 8|0 100 12'0 14'10 160 180 200 220 240 260 280 300 350 34'10
Abundance
57
"' 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 35.79%
29

113 141 19 212

AU A R AN AR AN A SRR LA SARAN RARAN LA SARAS LARE SARA SRR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane T T T TR
57 10.40 10.60 10.80 11.00
m/z 41.05 31.87%

5000 85

29

h L 141 160 197 225 253 281 309 338

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084824.D

Aca On : 4 Feb 2016 9:44

Operator : SJ/1Z

Sample : H1322-08

Misc :

ALS Vial : 37 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 Hexadecanoic acid, butyl ester Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
12.62 2.44 ng 129461 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Cvclobutane. 1.1-dimethvl-2-octvl- 196 C14H28 062338-30-1 35
4 Hexadecanoic acid. 2-methvlpropv... 312 C20H4002 000110-34-9 32
5 1-Hexene, 2,5-dimethyl- 112 C8H16 006975-92-4 27

Abundance Scan 922 (12.625 min): BF084824.D (-919) (-) m/z 56.10 100.00%
56
5000
4
257
W 20 1240 1260 1280 1300
J |d 157 185 213 300 -40 12.60 12.80 13.

el e m/z 57.10 52.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

Abundance #124073: Hexadecanoic acid, buty| ester
56
PN e S
5000 LA L L L L LB
41 1240 12.60 12.80 13.00
m/z 43.05 38.44%
2 1l ‘ H b bl 157 18\5 213 ‘ L 283 312
””,”..”.P”q.”q”u,””.”..”..”.”” R R e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
T T T T
12.40 12.60 12.80 13.00
5000 a1 m/z 41.10 35.44%
73
129
26 9112 157 185 213 23927 o5 315
mmmmﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #53661: Cyclobutane, 1,1-dimethyl-2-octyl- B A E e e L
56 12.40 12.60 12.80 13.00
m/z 55.10 30.46%
5000
41

8 111 140 168 196

2,

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12. 40 12. 60 12. 80 13. OO
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084824.D

Aca On : 4 Feb 2016 9:44

Operator : SJ/1Z

Sample : H1322-08

Misc :

ALS Vial : 37 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 6 Dichloroacetic acid, heptad... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.70 17.48 ng 925697 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Docosene 308 C22H44 001599-67-3 91
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 91
5 b-Eicosene, (E)- 280 C20H40 074685-30-6 91
Abundance Scan 1016 (13.699 min): BF084824.D (-1014) (-) 57.05 100.00%

57
83
5000 4

13.40 13.60 13.80 14.00
e m/z 55.05 88.00%

,.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146886: Dichloroacetic acid, heptadecy! ester
4
_'_'_'—I_'_'_'_'—I_'_’_'_'—I_'_'_'_'—I_'_'_'_'—I

5000
13.40 13.60 13.80 14.00
m/z 43.05 84 .85%

139154169 101 210 238 55 205
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
a
83

13.40 13.60 13.80 14.00
5000 m/z 83.05 76.06%

111
139154 266
WWWTWWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene

13.40 13.60 13.80 14.00
m/z 97.10 68.91%

|

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

5000
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF020316\
Data File : BF084824.D

Aca On : 4 Feb 2016 9:44

Operator : SJ/1Z

Sample : H1322-08

Misc :

ALS Vial : 37 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-Hexacosanol Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14.35 2.55 ng 135095 Chrysene-di12 13.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 62
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 62
3 1-Tetracosanol 354 C24H500 000506-51-4 53
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 52
5 1-Octadecanol 270 C18H380 000112-92-5 49

Abundance Scan 1073 (14.351 min): BF084824.D (-1065) (-) m/z 55.00 100.00%
83
5000
111 L L SR I R
29 149 191209 282 14.00 14.20 14.40 14.60
el I EN— m/z 57.10 82.42%
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43
5000 83 U SN UL LI UL B
14. oo 14 20 14.40 14.60
18 ﬂ 1 m/z 43.10 72.64%
‘h“\ we ‘Jﬂ “ ] 139 168 196 224 252 278 308 336 364
m/z--> §o 160 150 200 250 300 3%0
Abundance
43
69 NI UL UL BV I
97 14.00 14.20 14.40 14.60
5000 m/z 83.05 61.73%
125
153 196 224
m/z--> §o 160 1éo 260 250 300 3%0
Abundance #142901: 1-Tetracosanol L B e e S
43 14.00 14.20 14.40 14.60
m/z 69.10 53.40%
5000 83
18 j ‘111
Ll s ‘J|‘L | ,140 168 196 238 266 308 336
m/z--> 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1,0 14. oo 14 20 14. 40 14|60 '

8270-BF020116.-M Thu Feb 04 15:43:53 2016

Page: 9



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020316\
Data File : BF084824.D

Acq On : 4 Feb 2016 9:44

Operator : SJ/1Z

Sample : H1322-08

Misc :

ALS Vial : 37 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 37.1 ng 2135940 1 6.68 1150470 20.0
unknown6 .45 6.45 87.8 ng 5049710 1 6.68 1150470 20.0
Eicosane 10.64 2.4 ng 169699 4 11.20 1415120 20.0
Hexadecanoic acid... 12.62 2.4 ng 129461 5 13.82 1059360 20.0
Dichloroacetic ac... 13.70 17.5 ng 925697 5 13.82 1059360 20.0
1-Hexacosanol 14.35 2.5 ng 135095 5 13.82 1059360 20.0
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