LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\

Data File : BF092590.D

Acq On : 27 Jan 2017 21:54 Instrument :

Operator : SJ/MA E?Afs el
- _ lentosampleld :

3?22'6 : 11448-06 CHA-SB-02-2-4

ALS Vial : 32 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEMI1\BNA_F\METHODS\8270-BF012417 .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 height area % max. total
1 3.458 117 120 126 rBV3 24673 78468 1.34% 0.155%
2 5.173 267 270 277 rBV 1659984 2417098 41.22%  4.763%
3 5.596 304 307 309 rBV 4347989 4735195 80.75% 9.332%
4 6.624 394 397 399 rBV 4428632 5493720 93.68% 10.827%
5 6.750 405 408 410 rBV 4758539 5314606 90.63% 10.474%
6 6.967 425 427 430 rBY 985224 1004152 17.12% 1.979%
7 7.127 438 441 444 rBV 3567375 3645950 62.17% 7.185%
8 7.539 474 477 480 rBV 2659543 3334520 56.86% 6.571%
9 7.630 482 485 487 rBvV 50867 73938 1.26% 0.146%
10 8.259 538 540 543 rBV 1059325 1334970 22.76% 2.631%
11 9.356 632 636 638 rBvY 3880895 5864253 100.00% 11.557%
12 9.459 643 645 647 rvB2 38595 59520 1.01% 0.117%
13 9.745 667 670 672 rBV 1281669 1113721 18.99% 2.195%
14 9.962 686 689 692 rBV 39720 66611 1.14% 0.131%

15 10.030 692 695 698 rvv 1750953 1614670 27.53% 3.182%

16 10.453 726 732 734 rBV3 67821 172307 2.94% 0.340%
17 10.830 761 765 767 rBV 2975687 3386736 57.75% 6.674%
18 10.933 772 774 779 rVvV 148838 185604 3.17% 0.366%
19 11.242 798 801 802 rBvV2 26696 59249 1.01% 0.117%
20 11.379 811 813 815 rBV 134932 134619 2.30% 0.265%

21 11.528 823 826 828 rBV 1331023 1668621 28.45% 3.288%
22 11.745 843 845 849 rBv2 326597 411384 7.02% 0.811%
23 11.813 849 851 853 rVvB 103919 126217 2.15% 0.249%
24 12.213 884 886 892 rBV 126096 112698 1.92% 0.222%
25 12.568 916 917 919 rBV 49608 70176 1.20% 0.138%

26 12.602 919 920 923 rVB 54702 60042 1.02% 0.118%
27 13.116 962 965 967 rBV 4737338 5358621 91.38% 10.560%
28 14.008 1041 1043 1048 rBvV 127685 194993 3.33% 0.384%
29 14.134 1052 1054 1055 rBV 103272 141209 2.41% 0.278%
30 14.156 1055 1056 1059 rVB 1112708 1305457 22.26% 2.573%

31 14.934 1121 1124 1126 rBV2 40750 77070 1.31% 0.152%
32 15.654 1183 1187 1192 rVB 666084 1126708 19.21% 2.220%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092590.D

Acq On : 27 Jan 2017 21:54

Operator : SJ/MA

Sample - 11448-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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
Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 50743103
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092590.D

Acq On : 27 Jan 2017 21:54

Operator : SJ/MA

Sample - 11448-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF092590.D
560 6.68| 75

4000000
7.13

3000000
7.54

2000000
5.17

1000000 A

3.46 J
0

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: BF092590.D

4000000 9.36

3000000 10.83

2000000 10.03

9.74 11.53

8.26
1000000

11.74
9.46 9, 10.45 1098 15 24.38 181 1221 ppgo

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: BF092590.D

4000000
3000000

2000000

14.16
1000000 15.65

14.04{13 14.93 J L

e e

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\BF012717\
Data File : BF092590.D

Acq On : 27 Jan 2017 21:54

Operator : SJ/MA

Sample - 11448-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
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.

5.17 48.14 ng 2417100 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 270 (5.173 min): BF092590.D (-267) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540 560
) sl e mmes | 09 10 57,600
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 GRS L S IR
4.80 5.00 520 5.40 5.60
m/z 101.10 17.28%
15 31 101
| 25 7] 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 560
5000 m/z 58.10 15.35%
29 101
15 37 51 73 83 o5
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- R Ram e S
509 4.80 5.00 520 5.40 5.60
m/z 41.10 9.07%
5000 41
31
| T
A .1 O Y M-
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092590.D

Acq On : 27 Jan 2017 21:54

Operator : SJ/MA

Sample - 11448-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\DATABASENNISTO2.L

LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.75 Concentration Rank 1

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

6.75 105.85 ng 5314610 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 5-Aminoindole 132 C8H8N2 005192-03-0 9
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9

Abundance Scan 408 (6.750 min): BF092590.D (-405) (-) m/z 132.10 100.00%
132
5000 68
40 %6 640 6.60 680 7.00
54 . : : :
Qrer |wsus Y Tm/z 68.10  41.23%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A LR LA BN LS I
6.40 6.60 6.80 7.00
31 51 78 m/z 134.10 33.32%
‘ L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
640 6.60 680 7.00
5000 67 m/z 66.10 26.26%
41 97
53
29 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B B R
57 132 6.40 6.60 6.80 7.00
24 m/z 69.05 16.03%
5000 og 0
SN | ST |89 .,m97.hq. A 188 .1§?. SN G |
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092590.D

Acq On : 27 Jan 2017 21:54

Operator : SJ/MA

Sample - 11448-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.45 2.13 ng 172307 Acenaphthene-d10 10.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 64
2 Hexadecane 226 C16H34 000544-76-3 64
3 Triacontane 422 C30H62 000638-68-6 59
4 Tridecane 184 C13H28 000629-50-5 59
5 Pentadecane 212 C15H32 000629-62-9 59

Abundance Scan 732 (10.453 min): BF092590.D (-726) (-) m/z 57.05 100.00%

57
5000

X J 113 17.7 10 20 10. 40 10. 60 10 80

- -L"...!....,....,....,....,....,... m/z 43.05 73.55%

m/z--> 50 150 200 250 300 350 400
Abundance #151556: Heptacosane
57

5000 S T e e
85 10.20 10.40 10.60 10.80

m/z 71.10 58.17%

29
L ‘1}3‘141 169 197 225 253 281 323 351 380
...,.... R
miz--> 50 100 150 200 250 300 350 400
Abundance
57

10.20 10. 40 10. 60 10.80

5000 m/z 41.10 33.41%
85
29
113 141 169 226
s R B e e S
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane e e e R TLE
57 10 20 10. 40 10. 60 10 80

m/z 85.05 27 .94%

5000 85
13 941
20| | || 7] 241 169 197 225 253 281 309 337 365 393 422

m/z--> 50 100 150 200 250 300 350 400 10.20 10. 40 10. 60 10 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092590.D

Acq On : 27 Jan 2017 21:54

Operator : SJ/MA

Sample - 11448-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
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 6
R.T. EstConc Area Relative to ISTD R.T.
10.93 2.22 ng 185604 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heptacosane 380 C27H56 000593-49-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octacosane 394 C28H58 000630-02-4 80
Abundance Scan 774 (10.933 min): BF092590.D (-772) (-) m/z 57.10 100.00%
57
5000 85
] 113 155 10.60 10.80 11.00 11.20
I B e e o S m/z 43.10 66 .44%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 SRR SR IR IURRRS
85 10.60 10.80 11.00 11.20
29 m/z 71.10 56.05%
L R S
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.60 10.80 11.00 11.20
5000 m/z 85.05 37.72%
85
29
113 141 169 197 226
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane R amaa e e
57 10.60 10.80 11.00 11.20
m/z 41.10 26 .85%
5000
85
297 | (113 141 169 107 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092590.D

Acq On : 27 Jan 2017 21:54

Operator : SJ/MA

Sample - 11448-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .M
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 1-Hexadecanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.74 4.93 ng 411384 Phenanthrene-d10 11.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanol 242 C16H340 036653-82-4 94
2 Cyclotetradecane 196 C14H28 000295-17-0 93
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
5 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1000282-97-2 91
Abundance Scan 845 (11.745 min): BF092590.D (-843) (-) m/z 55.10 100.00%
43
5000
125 11.40 11.60 11.80 12.00
179
S— 190182 16610 196 m/z 43.10 92.94%
m/z--> 200 40 60 80 100 120 140 160 180 200 220
Abundance #83798: 1-Hexadecanol
43
69 g3
97
5000 R L B UL B B
29 nmnmnmnm
11 m/z 57.10 83.79%
Il 18 H ‘H ‘\ | 140154168 182 196 224
m/z--> 25 45 60 100 120 140 160 1éo 260 220
Abundance
41 5
69 LN U SRR DU I
83 11.40 11.60 11.80 12.00
5000 97 m/z 69.10 74 .12%
29 111
“ 125 139 153 168 196
m/z--> 25 45 éo 85 160 150 140 160 180 260 250
Abundance #65757: 1-Tetradecanol M = 2
43 55 ¢q nmnmnmnm
83 m/z 83.10 71.95%
97
5000 29
1 AAJ¥“,¢~_JAQMN,\N“NA
125
I 140 154 710 15419
m/z--> 25 45 60 o 100 120 140 160 180 200 250 1140 1160 1180 1200 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012717\
Data File : BF092590.D

Acq On : 27 Jan 2017 21:54

Operator : SJ/MA

Sample - 11448-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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 Dichloroacetic acid, heptad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.01 2.99 ng 194993 Chrysene-d12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36CI1202 1000282-98-2 95
2 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 91
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 91
4 1-Tetracosanol 354 C24H500 000506-51-4 91
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 90
Abundance Scan 1043 (14.008 min): BF092590.D (-1041) (-) m/z 57.10 100.00%

7 83

5000

3

125 e
152167 192 pog 225 13.60 13.80 14.00 14.20 14.40

m/z 43.10 92.91%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #146886: Dichloroacetic acid, heptadecy! ester
43 57 3

3

13.60 13.80 14.00 14.20 14.40
m/z 83.10 86.85%

5000

29

1261401541681827 210 238252066

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

295

57
43 e —
83 o7 13.60 13.80 14.00 14.20 14.40
5000 m/z 55.10 81.68%
111

3

29

3

Wﬁm’mﬁmmwmww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #148859: Trichloroacetic acid, pentadecy! ester I RREEEEEES T
7 13.60 13.80 14.00 14.20 14.40
m/z 97.10 68.44%

83

5000

3

182 210

126140154
e
mz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 13.60 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF012717\
Data File : BF092590.D

Acq On : 27 Jan 2017 21:54

Operator : SJ/MA

Sample - 11448-06

Misc :

ALS Vial : 32 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012417 .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... 5.17 48.1 ng 2417100 1 6.97 1004150 20.0
unknown6.75 6.75 105.8 ng 5314610 1 6.97 1004150 20.0
Heptacosane 10.45 2.1 ng 172307 3 10.03 1614670 20.0
Eicosane 10.93 2.2 ng 185604 4 11.53 1668620 20.0
1-Hexadecanol 11.74 4.9 ng 411384 4 11.53 1668620 20.0
Dichloroacetic ac... 14.01 3.0 ng 194993 5 14.16 1305460 20.0
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