LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095685.D

Acq On : 5 Jun 2017 21:36

Operator : SJ/MA

Sample - 13438-06

Misc :

ALS Vial : 10 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:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .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 1.602 8 11 34 rBY 155313 288377 11.45% 1.397%
2 4.619 520 524 549 rBvY 72050 208107 8.26% 1.008%
3 5.296 635 639 662 rBY 1081839 1927597 76.55% 9.338%
4 6.948 916 920 933 rBV 1230892 1902675 75.56% 9.218%
5 7.054 933 938 947 rVvB 1519805 2164849 85.97% 10.488%
6 7.395 992 996 1011 rBV 395635 560466 22.26% 2.715%
7 7.631 1031 1036 1054 rBV 1228972 1724233 68.47% 8.353%
8 8.307 1146 1151 1181 rBV 891550 1307756 51.93% 6.335%
9 9.431 1337 1342 1362 rBVY 563739 815612 32.39% 3.951%
10 11.207 1637 1644 1659 rBV 1889877 2518192 100.00% 12.199%

11 11.901 1757 1762 1774 rBV 414438 510789 20.28% 2.475%
12 12.248 1816 1821 1827 rBV2 712619 899537 35.72% 4 _.358%

13 12.295 1827 1829 1837 rVB2 21666 25328 1.01% 0.123%
14 13.107 1961 1967 1973 rVB 20323 25204 1.00% 0.122%
15 13.542 2036 2041 2056 rBV 881614 1251627 49.70% 6.064%
16 13.877 2093 2098 2105 rBV 21473 29901 1.19% 0.145%
17 14.642 2224 2228 2242 rVB 574311 792869 31.49% 3.841%
18 15.654 2393 2400 2410 rBV 50119 71328 2.83% 0.346%
19 16.777 2588 2591 2599 rVB 18919 29932 1.19% 0.145%

20 17.012 2625 2631 2635 rBV 1812566 2057742 81.72% 9.969%

21 18.265 2839 2844 2854 rBV2 49123 78126 3.10% 0.378%
22 18.348 2854 2858 2869 rVvVv 547531 706514 28.06% 3.423%
23 19.389 3030 3035 3041 rBV 177749 208091 8.26% 1.008%
24 19.500 3050 3054 3057 rVB 58587 63934 2.54% 0.310%
25 20.018 3138 3142 3153 rBV 365530 473075 18.79% 2.292%

Sum of corrected areas: 20641861
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Data Path
Data File
Acqg On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF060517\

BF095685.D

5 Jun 2017 21:36

SJ/MA

13438-06

10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M

Quant Title

TIC Library

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095685.D
7.05
1500000
6.9H 7.63
5.30
1000000 8.31
500000 7.40
1.60
4.62
e T T T T I . S
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50
Abundance TIC: BF095685.D
11121
1500000
1000000 13.54
12.25
0.43 14.64
500000 11.90
L 12.30 13.11 13.88 15.65
or-—\-—--—---- " - —_————— ——————
Time--> 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50
Abundance TIC: BF095685.D
17.01
1500000
1000000
18.35
500000
20.02
19.39
16.78 || 18, 9.50
I e o e e e o e L e e oo e e e e L B e e B e e LA By B s i
Time--> 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095685.D

Acq On : 5 Jun 2017 21:36

Operator : SJ/MA

Sample - 13438-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.62 7.43 ng 208107 1,4-Dichlorobenzene-d4 7.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 45
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
5 2-Propanone, l1l-cyclopropyl- 98 C6H100 004160-75-2 9

Abundance Scan 524 (4.619 min): BF095685.D (-520) (-) m/z 43.00 100.00%
43
59
5000
101 e P
| 83 420 4.40 4.60 4.80 5.00
R e o o N P e 1 oSN m/z 59.10 58.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LS SR R
59 420 4.40 4.60 4.80 5.00
m/z 101.00 22 _.37%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 420 440 460 480 500
5000 m/z 58.00 14 .55%
29 101
o 15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime e e
43 420 4.40 4.60 4.80 5.00
m/z 41.00 8.00%
5000
101
o 15 253137 | 5 %8 g9 86 A
miz--> 10 20 30 40 50 60 70 80 90 100 110 | 420 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095685.D

Acq On : 5 Jun 2017 21:36

Operator : SJ/MA

Sample - 13438-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 3 unknown7.05 Concentration Rank 1

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

7.05 77.25 ng 2164850 1,4-Dichlorobenzene-d4 7.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 38
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 937 (7.048 min): BF095685.D (-933) (-) m/z 132.00 100.00%
5000 68
e 9|6 100 . " 680 7.00 7.20 7.40
O R e S e o A e m/z 68.05 38.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 BRI UL IR
6.80 7.00 7.20 7.40
3 78 m/z 134.00 32.19%
138 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
" 680 7.00 7.20 7.40
5000 67 m/z 66.00 22.81%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwﬁwmm‘ﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L N L BB
132 6.80 7.00 7.20 7.40
m/z 69.10 14 .96%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095685.D

Acq On : 5 Jun 2017 21:36

Operator : SJ/MA

Sample - 13438-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 n-Nonadecanol-1 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.27 2.21 ng 78126 Chrysene-di12 18.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 91
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91
Abundance Scan 2845 (18.271 min): BF095685.D (-2839) (-) m/z 83.10 100.00%
57
4
5000 111

18.00 18.20 18.40 18.60

Olrrrprrrr bl m/z 57.00 99.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131391: n-Nonadecanol-1
55
5000
18.00 18.20 18.40 18.60
m/z 97.10 90.47%
29 139
ol | & i 168 196 220238 266
ERRRERIERaRT Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
97
41 18.00 18.20 18.40 18.60
5000 m/z 55.10 88.59%
125
15 8l 154 180196 224 9251 269 320

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #205392: Trichloroacetic acid, hexadecy! ester

18.00 18.20 18.40 18.60
m/z 69.10 86.42%

69

5000

125
153169 196 224

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095685.D

Acq On : 5 Jun 2017 21:36

Operator : SJ/MA

Sample - 13438-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

19.39 8.80 ng 208091 Perylene-d12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO0 000301-02-0 86
2 7-Nonenamide 155 C9H17NO 090949-53-4 59
3 Tetradecanamide 227 C14H29NO 000638-58-4 53
4 Hexadecanamide 255 C16H33NO 000629-54-9 50
5 Octadecanamide 283 C18H37NO 000124-26-5 50

Abundance Scan 3035 (19.389 min): BF095685.D (-3030) (-) m/z 59.00 100.00%

5000
19.00 19.20 19.40 19.60 19.80
o m/z 72.00 71.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #128446: 9-Octadecenamide, (2)-
59
5000 41 LI I B B I B I B
19. 00 19.20 19.40 19.60 19.80
m/z 55.10 49_.87%
184 220238 264281
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
59
19.00 19.20 19.40 19.60 19.80
5000 m/z 43.10 33.60%
41
. 81 98 126 155
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83610: Tetradecanamide AR B g M Ma G Reh
59 19.00 19.20 19.40 19.60 19.80
m/z 41.05 32.77%
5000
43 927
97
e ZTlb b By 10020602 20 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 19.00 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095685.D

Acq On : 5 Jun 2017 21:36

Operator : SJ/MA

Sample - 13438-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.50 2.70 ng 63934 Perylene-di12 20.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 90
3 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 86
4 .psi.,.psi.-Carotene, 7,7",8,8",... 547 C40H66 000502-62-5 78
5 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 47
Abundance Scan 3054 (19.500 min): BF095685.D (-3050) (-) m/z 69.05 100.00%
60
5000
41 95 rryrrrryrrrryrrrrrroriT
137 19.20 19.40 19.60 19.80
175
ol '.L,-'.' gl gy s 20r 288 h77 81.00  53.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215927: Squalene
69
5000
19.20 19.40 19.60 19.80
a1 m/z 41.00 23.14%
% 121 149
o Ll 7T 175 208 231 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
19.20 19.40 19.60 19.80
5000 m/z 95.10 15.92%
41
95 137
0 117 | 163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 19.20 19.40 19.60 19.80
m/z 137.10 12.24%
5000 41
93
136
ol L} L Mg | 10 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400 1920 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060517\
Data File : BF095685.D

Acq On : 5 Jun 2017 21:36

Operator : SJ/MA

Sample - 13438-06

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.62 7.4 ng 208107 1 7.40 560466 20.0
unknown7 .05 7.05 77.3 ng 2164850 1 7.40 560466 20.0
n-Nonadecanol-1 18.27 2.2 ng 78126 5 18.35 706514 20.0
9-Octadecenamide, ... 19.39 8.8 ng 208091 6 20.02 473075 20.0
Squalene 19.50 2.7 ng 63934 6 20.02 473075 20.0
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