LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092562.D

Aca On : 27 Jan 2017 8:21

Operator : SJ/MA

Sample : 11364-06

Misc :

ALS Vial : 49 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 5.162 266 269 271 rBV 608558 854263 16.23% 2.187%
2 5.573 302 305 307 rBVY 2835030 2706743 51.41% 6.929%
3 6.590 392 394 397 rBVY 1395868 1670004 31.72% 4_.275%
4 6.739 404 407 409 rBV 4188671 4160199 79.02% 10.649%
5 6.967 425 427 429 rBV 1221233 1022056 19.41% 2.616%
6 7.127 438 441 443 rBVY 3853545 3639834 69.13% 9.317%
7 7.539 474 477 479 rBVY 3103832 3385209 64.30% 8.666%
8 8.259 538 540 543 rBVY 1343627 1293585 24.57% 3.311%
9 9.345 632 635 638 rBY 4039456 5265050 100.00% 13.478%
10 9.745 668 670 671 rVB 42152 53662 1.02% 0.137%

11 10.031 692 695 697 rBV 1317853 1545812 29.36% 3.957%
12 10.636 746 748 750 rBV 57834 69453 1.32% 0.178%
13 10.819 761 764 767 rBV 2667011 2911291 55.29% 7.452%
14 10.922 771 773 777 rVB2 69616 109235 2.07% 0.280%

15 11.151 791 793 797 rVB2 42178 66246 1.26% 0.170%
16 11.265 801 803 806 rvv2 28178 55781 1.06% 0.143%
17 11.516 822 825 827 rBV 1703099 1513758 28.75% 3.875%
18 12.877 942 944 946 rVB 48677 54934 1.04% 0.141%
19 12.922 946 948 952 rBV 324104 302184 5.74% 0.774%
20 13.002 953 955 958 rVvB 82574 92678 1.76% 0.237%

21 13.105 961 964 967 rBV 3897916 5111288 97.08% 13.084%
22 13.631 1008 1010 1012 rBV 189078 190260 3.61% 0.487%
23 13.882 1030 1032 1040 rBV2 44629 84099 1.60% 0.215%
24 13.997 1040 1042 1048 rVB 78577 101088 1.92% 0.259%
25 14.157 1053 1056 1058 rBV 1357655 1299450 24.68% 3.326%

26 14.625 1094 1097 1099 rVB2 33997 53507 1.02% 0.137%
27 14.934 1122 1124 1126 rVB 51565 56505 1.07% 0.145%
28 15.277 1152 1154 1159 rVB 56666 80117 1.52% 0.205%
29 15.643 1182 1186 1188 rBV 606630 1018324 19.34% 2.607%
30 16.111 1225 1227 1231 rVB 63024 97703 1.86% 0.250%

31 16.637 1269 1273 1279 rVB 56802 125835 2.39% 0.322%
32 17.243 1323 1326 1329 rBV 34196 74956 1.42% 0.192%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092562.D

Aca On : 27 Jan 2017 8:21

Operator : SJ/MA

Sample : 11364-06

Misc :

ALS Vial : 49 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
Title

Z:\HPCHEM1I\BNA F\METHODS\8270-BF012417.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 39065109
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

= Z:\HPCHEM1I\BNA F\DATA\BF012617\
: BF092562.D

: 27 Jan 2017 8:21

: SJ/MA

: 11364-06

49 Sample Multiplier: 1

C:\DATABASE\NISTO2.L
ration Parameters: LSCINT.P

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

Abundance
4000000

3000000

2000000

1000000

TIC: BF092562.D

™ 713

5.57

6.97

5.16

7.54

0
Time-->

5.00

5.50

Abundance
4000000

3000000

2000000

1000000

0

8.26 10.03

9.74

TIC: BF092562.D

10.82

11.52

10.64

13.63

Time-->

I
8.00

8.50

9.50

10.00

9.00

10.50

11.00 11.50

12.00 12.50 13.00

13.50

Abundance
4000000

3000000

2000000

1000000

0

14.16

15.64

14.63 14.93 15.28 16.11

138800

TIC: BF092562.D

16.64 17.24

Time-->

14.00 14.50

15.00 15.50 16.00

18.00 18.50

16.50 17.00 17.50

19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092562.D

Aca On : 27 Jan 2017 8:21

Operator : SJ/MA

Sample : 11364-06

Misc :

ALS Vial : 49 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.

5.16 16.72 ng 854263 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 36
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 269 (5.162 min): BF092562.D (-266) (-) m/z 43.05 100.00%
43
59
5000
1o 480 500 520 540
IR ¥R P Y- . A NN B -y ¥ 5 201
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R UL IR IR B
59 480 500 520 540
m/z 101.10 17.77%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.39%
29 101
O e e S L 78 83 95 |
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)-
59 4.80 5.00 5.20 5.40
m/z 41.10 8.76%
5000
41
0 "'I""I"JH”"'JIJ”"I?%lli""l??"l"qql'"'IM"'I'
m/z--> 10 20 30 40 50 60 70 8 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 : BF092562.D

Aca On : 27 Jan 2017 8:21

Operator : SJ/MA

Sample : 11364-06

Misc :

ALS Vial : 49 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 unknown6.74 Concentration Rank 1

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

6.74 81.41 ng 4160200 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
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 407 (6.739 min): BF092562.D (-404) (-) m/z 132.10 100.00%
5000 68
40 % '6.40 660 6.80 7.00
54 . . . .
0 g8 laswr o "h/z 68.10 41.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14006: 5-Aminoindole
132
5000 SRR U L SRR
6.40 6.60 6.80 7.00
104 m/z 134.10 33.03%
ol 14 27 39 1 %7 g | us ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance
57 132
74 '6.40 660 6.80 7.00
5000 9g 116 m/z 66.10 26.75%
158 189
R S B S S UL W BRI
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13924: Imidazole, 4,5-dicyano-1-methyl-  REa e R R
132 6.40 6.60 6.80 7.00
m/z 69.10 16.53%
5000
67
80 91
42 4 || 106117
0'"I""I%“M“ww"wl”w'lum'“W"m' Y SN S R U L SRR
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 : BF092562.D

Aca On : 27 Jan 2017 8:21

Operator : SJ/MA

Sample : 11364-06

Misc :

ALS Vial : 49 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

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 Hexadecanoic acid, butyl ester Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.92 4.65 ng 302184 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 92
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 91
3 Cvclopentanamine 85 C5H11N 001003-03-8 38
4 1.3-Hexanediol. 2-ethvl- 146 C8H1802 000094-96-2 38
5 Decane, 2,2,3-trimethyl- 184 C13H28 062338-09-4 38

Abundance Scan 948 (12.922 min): BF092562.D (-946) (-) m/z 56.05 100.00%
56
5000
4[
239 257 12.60 12.80 13.00 13.20
185 213
0 ,,‘ ||..|ﬂ. =l 32 "m/z 57.10 51.77%
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 AU AR
nmnmwmnm
29 1 239257 m/z 43.10 41 .24%
101
A i s g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
12:60 12,80 13.00 13.20
5000 m/z 41.10 34.04%
29 73
o 97113 157 185 213 28957 5 ap
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #1545: Cyclopentanamine R R mEEE
56 12.60 12.80 13.00 13.20
m/z 55.10 29.31%
5000
30 P
OEﬁALm”M””'”W””P”'””'”W””P”W””'”W””P”W””I RN U A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092562.D

Aca On : 27 Jan 2017 8:21

Operator : SJ/MA

Sample : 11364-06

Misc :

ALS Vial : 49 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 Octadecanoic acid, butyl ester Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.63 2.93 ng 190260 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 90
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 43
4 Cvclohexane. (1.1-dimethvlethvl)- 140 C10H20 003178-22-1 38
5 2-Methyl-1-tetradecene 210 C15H30 052254-38-3 35
Abundance Scan 1010 (13.631 min): BF092562.D (-1008) (-) m/z 56.05 100.00%
56

5000 LA
M 73 129

o 5 o A e e
|| u NN | L 157 | 212 241 |l : : : :

ol '.'.‘:'.,..‘..',..'..',.l'...,...., m/z 57.10 59.43%
m/z--> 50 100 150 200 250 300
Abundance #137335: Octadecanoic acid, butyl ester

|
=

5000 085 B Ry

340 13.40 13.60 13. 80 14. OO
5 267 m/z 43.10 40.75%
97 241
I I P P
m/z--> 50 100 150 200 250 300
Abundance
56
R
13.40 13.60 13.80 14.00
5000 m/z 41.10 34.68%
229
73 211
101 129 185 284
o 39 157 255
e e
m/z--> 50 100 150 200 250 300
Abundance #137350: Octadecanoic acid, 2-methylpropy! ester R AR RRRES T
57 13.40 13.60 13.80 14.00

m/z 55.05 33.69%

5000

N
©
N
(2]
~
N
= 0
al
%
'

83 129
| \HH \“J \‘hl:ﬂ- ‘ ‘157 185 213 241 “

o' A [ W e i S

m/z--> 50 100 150 200 250 300 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF012617\
Data File : BF092562.D

Aca On : 27 Jan 2017 8:21

Operator : SJ/MA

Sample : 11364-06

Misc :

ALS Vial : 49 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 6
R.T. EstConc Area Relative to ISTD R.T.
16.64 2.47 ng 125835 Perylene-d12 15.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Pentacosane 352 C25H52 000629-99-2 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 89
5 Triacontane 422 C30H62 000638-68-6 87
Abundance Scan 1273 (16.637 min): BF092562.D (-1269) (-) m/z 57.10 100.00%
g7
113 " 16.40 16.60 16.80 17.00
141 169 253
R — ,|. bl 00, 210 293 s 10 58, 48%
m/z--> 50 100 150 200 250 300 350
Abundance #107652: Eicosane
57
5000 R BN BN SURIUR SUM
85 16.40 16.60 16.80 17.00
29 m/z 43.10 51 .55%
o | k | M8 141 a6 282
m/z--> éo 160 1%0 200 250 300 3éo
Abundance
57
" 16.40 16.60 16.80 17.00
5000 85 m/z 85.05 41.63%
113
oL 2 141 1691g9 211 239 267 205 323 352
m/z--> éo 160 1%0 260 2%0 300 3éo
Abundance #115570: Heneicosane e A B s EES
57 16.40 16.60 16.80 17.00
m/z 55.10 18.88%
85
>0 N\»”b#”UV\VVWJ\VV\M\,P\AW\«A/
29 113
oL DLy a6 07 g as oo
m/z--> 5'0 1(')0 1&1,0 200 250 300 3&'30 16.|40 16.|60 16.|80 17.'00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012617\
Data File : BF092562.D

Acq On : 27 Jan 2017 8:21

Operator : SJ/MA

Sample : 11364-06

Misc :

ALS Vial : 49 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... 5.16 16.7 ng 854263 1 6.97 1022060 20.0
unknown6 .74 6.74 81.4 ng 4160200 1 6.97 1022060 20.0
Hexadecanoic acid... 12.92 4.7 ng 302184 5 14.16 1299450 20.0
Octadecanoic acid... 13.63 2.9 ng 190260 5 14.16 1299450 20.0
Eicosane 16.64 2.5 ng 125835 6 15.64 1018320 20.0
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