LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092515.D

Aca On : 26 Jan 2017 10:25

Operator : SJ/MA

Sample : 11309-01

Misc :

ALS Vial : 6 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-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 heiaht area % max. total
1 5.150 265 268 271 rBVY 1132187 1384274 38.54% 4_.375%
2 5.561 301 304 306 rBVY 3226990 3183859 88.63% 10.063%
3 6.590 390 394 396 rBVY 2930190 3592125 100.00% 11.354%
4 6.727 403 406 409 rBVY 2912894 2992599 83.31% 9.459%
5 6.967 425 427 429 rBV 1040803 923812 25.72% 2.920%
6 7.127 438 441 443 rBV 2159301 2459509 68.47% 7.774%
7 7.527 473 476 479 rBV 1836428 1858758 51.75% 5.875%
8 8.259 537 540 542 rBVY 1466106 1255386 34.95% 3.968%
9 9.345 632 635 637 rBY 2937176 3345829 93.14% 10.575%
10 9.733 667 669 671 rBV 235607 189663 5.28% 0.599%
11 10.019 692 694 697 rVB 1497414 1311212 36.50% 4.144%
12 10.453 730 732 734 rVB 90002 68607 1.91% 0.217%
13 10.671 748 751 754 rBV 26963 40775 1.14% 0.129%

14 10.808 760 763 766 rBV 1911938 1850273 51.51% 5.848%
15 10.922 772 773 777 rBV 72550 123265 3.43% 0.390%

16 11.379 811 813 814 rBV 82790 73069 2.03% 0.231%
17 11.505 822 824 827 rBv2 1203210 1302317 36.25% 4.116%
18 12.945 948 950 957 rVvB 25198 41569 1.16% 0.131%

19 13.094 961 963 966 rBV 2422793 2681405 74.65% 8.475%
20 13.985 1039 1041 1047 rBV 179840 274116 7.63% 0.866%

21 14.145 1052 1055 1057 rBV 1124799 1024560 28.52% 3.238%

22 14.317 1067 1070 1076 rBV3 20867 44109 1.23% 0.139%
23 14.625 1094 1097 1099 rBVZ2 55029 84250 2.35% 0.266%
24 15.277 1151 1154 1158 rBV 50144 82039 2.28% 0.259%
25 15.620 1181 1184 1186 rBV 721427 906903 25.25% 2.866%
26 15.665 1186 1188 1191 rVB 52652 74188 2.07% 0.234%
27 16.111 1224 1227 1229 rBV 58043 95252 2.65% 0.301%
28 16.157 1229 1231 1234 rVB2 28580 52403 1.46% 0.166%
29 16.351 1245 1248 1253 rVB7 20508 41265 1.15% 0.130%
30 16.625 1269 1272 1279 rVB2 44138 108701 3.03% 0.344%
31 16.785 1284 1286 1292 rVB6 20003 43659 1.22% 0.138%
32 17.231 1322 1325 1329 rBV 31365 72647 2.02% 0.230%
33 17.951 1386 1388 1392 rVB3 25360 55824 1.55% 0.176%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092515.D

Aca On : 26 Jan 2017 10:25

Operator : SJ/MA

Sample : 11309-01

Misc :

ALS Vial : 6 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-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 31638222

8270-BF012417_.M Fri Jan 27 17:43:56 2017 Page: 2



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\BF012617\

BF092515.D

26 Jan 2017 10:25

SJ/MA

11309-01

6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF092515.D

56
6.5%.73

5.15

7.13
7.53

6.97

0
Time-->

5.00

5.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF092515.D

10.81

10.02
11.50

104510 \{9\92 113

13.09

12.95

T
Time--> 8.00

8.50

10.50 11.00 11.50 12.00 12.50

9.00

13.00 13.50

Abundance

3000000

2500000

2000000

1500000

1000000

500000

0

13.99

TIC: BF092515.D

14.15

15.62

14.32 14.63 15.28 .67 166l166.35 16.686.79 17.23 17.95

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\BF012617\
Data File : BF092515.D

Aca On : 26 Jan 2017 10:25

Operator : SJ/MA

Sample : 11309-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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.

5.15 29.97 ng 1384270 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 32
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 268 (5.150 min): BF092515.D (-265) (-) m/z 43.05 100.00%
43
59
5000
101 S A R UL I I
480 5.00 5.20 5.40
b bl 360 778 | /7 B9.10  55.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 15.57%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59
480 500 520 540
5000 m/z 58.10 15.39%
a1 101
15 31 53 69 83
e S L S UL SURILS UL IULILS RIS SIS S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- e e
59 480 5.00 5.20 5.40
m/z 41.10 8.80%
5000 41
31
| © g
0 "'I'}é'l""l" 'Jiﬁ"'l??uki"' 'i""l""l"'gﬁ T S A L UL A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092515.D

Aca On : 26 Jan 2017 10:25

Operator : SJ/MA

Sample : 11309-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 unknown6.73 Concentration Rank 1

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

6.73 64.79 ng 2992600 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 406 (6.727 min): BF092515.D (-403) (-) m/z 132.10 100.00%
5000 68
0 54 || o 9|6 o 6.40 6.60 680 7.00
0 (AN N - A | N m/z 68.10  45.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 A
5000 SRR SR RS AR
6.40 6.60 6.80 7.00
31 51 m/z 134.10 31.71%
0'"|'J”Ml'Hw'l”j?”"|“'”l""""l”"l'”'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 m/z 66.10 29.34%
104
ol 14 27 39 1 06 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl B R A e
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.66%
5000 og 116
) AN | VIR A N HW..LL,..“u N 189 SN § N A N
m/z--> 20 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\BF012617\
Data File : BF092515.D

Aca On : 26 Jan 2017 10:25

Operator : SJ/MA

Sample : 11309-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 5-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.99 5.35 ng 274116 Chrysene-di12 14.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 91
2 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
3 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
5 1-Docosene 308 C22H44 001599-67-3 91
Abundance Scan 1041 (13.985 min): BF092515.D (-1039) (-) m/z 57.10 100.00%

57

83

:

5000
125 0 . 1360 15130 14100 140 7440
01 m/z 43.10 91.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #106398: 5-Eicosene, (E)-
55
69 83
4

97

13.60 13.80 14.00 14,20 14.40
111 m/z 55.05 89.63%

125
! 139153167 182196210224 252 280
e

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

5000

=)
N
NG

43 57

g

83 e S S e
97 13.60 13.80 14.00 14.20 14.40

5000 m/z 69.10 69.65%
29 111

25
139153167 182196210224 252 280

:

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #129716: Trifluoroacetic acid, n-heptadecy! ester T
43 13.60 13.80 14.00 14.20 14.40
57 m/z 83.10 69.41%
5000

5

N 182 210
R RARRIARRIE
mz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1360 13.80 14.00 14.20 14.40

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092515.D

Aca On : 26 Jan 2017 10:25

Operator : SJ/MA

Sample : 11309-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Pentacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.11 2.10 ng 95252 Perylene-d12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptacosane 380 C27H56 000593-49-7 90

Abundance Scan 1227 (16.111 min): BF092515.D (-1224) (-) m/z 57.10 100.00%

57
5000 85

113
ob b L 90 19T 22020207 m/z 43.10 64.08%
m/z--> 50 100 150 200 250 300 350
Abundance #142112: Pentacosane
57

5000 85 L e e
15.80 16.00 16.20 16.40

m/z 71.10 61.79%
I “ ‘\

113
20l ﬂ |11 169189 211 239 267 205 303 352
il : il At L A B
miz--> 50 100 150 200 250 300 350
Abundance
57

15. 80 16. OO 16. 20 16.40

5000 o m/z 85.10 46.30%
113
o 29 141 169 197 225 253 295 366
S P R s S
miz--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane e L S e e
57 1580 16.00 16,20 16.40

m/z 55.10 22 .98%

29

5000 85
113
M 169 197 225 253 281 309 337 365 394

L4 f

0"l"'"" T L SURLELELSS DURLEL RS BRRLERELSY SURLLE U PR AR SO B

m/z--> 50 100 150 200 250 300 350 15. 80 16. OO 16. 20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092515.D

Aca On : 26 Jan 2017 10:25

Operator : SJ/MA

Sample : 11309-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF012417_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.63 2.40 ng 108701 Perylene-di12 15.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 Heneicosane. 11-(1-ethvlpropvl)- 366 C26H54 055282-11-6 86
4 Tridecanol. 2-ethvl-2-methvl- 242 C16H340 1000115-66-1 86
5 Tricosane 324 C23H48 000638-67-5 86
Abundance Scan 1272 (16.625 min): BF092515.D (-1269) (-) m/z 57.10 100.00%
57
41 113 USSR
141 167 192 225 245 %6 16.40 16.60 16.80 17.00
Okl b Lt i bbb 2 b || M7Z 71.10 66 16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107653: Eicosane
57
5000{ 41 85 LRI S SULELL SULSULE SR
mmmmmmﬂm
m/z 43.10 61.32%
O “ 1 H il 1}3 i 1“\11 . 169 197 225 253 282
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
"' 16.40 16.60 16.80 17.00
5000 85 m/z 85.10 50.73%
41
. 13 141 169 103210 230255 309 J\,VVAﬂvxﬂu«/\y_,ykakv_vv
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)- R ARE mam T e S
43 16.40 16.60 16.80 17.00
m/z 55.10 21.68%
71
5000 AW\A/\A/WAW

! Lo L 127 155 183 209225 253 295 337

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 16 40 16. 60 16. 80 17. 00

o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092515.D

Acq On : 26 Jan 2017 10:25

Operator : SJ/MA

Sample - 11309-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6.73
5-Eicosene, (E)-
Pentacosane
Eicosane

8270-BF012417 .M Fri

RT EstConc Units Response

2-Pentanone, 4-hy...

5.15 30.0 ng
6.73 64.8 ng

13.99 5.3 ng
16.11 2.1 ng
16.63 2.4 ng

Jan 27 17:44:01 2017

1384270
2992600
274116
95252
108701

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

|--Internal Standard---|
| # RT Resp Conc]

1 6.97 923812 20.0
1 6.97 923812 20.0
5 14.15 1024560 20.0
6 15.62 906903 20.0
6 15.62 906903 20.0
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