LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052317\

Data File : BF095358.D

Acq On : 23 May 2017 18:53

Operator : SJ/MA

Sample - 13243-06 s
Misc : S
ALS Vial : 12 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-BF050217 .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 5.131 538 543 572 rBY 211563 604851 16.25% 2.266%
2 5.725 640 644 672 rBV 1289369 2777700 74.61% 10.405%
3 7.301 908 912 928 rBV 1655891 2797418 75.14% 10.478%
4 7.419 928 932 952 rVB 2175694 3475399 93.35% 13.018%
5 7.754 986 989 999 rBV 472480 579799 15.57% 2.172%

6 7.995 1024 1030 1046 rBV 1996973 2497846 67.10% 9.356%
7 8.660 1138 1143 1168 rBV 1142632 1889001 50.74% 7.076%
8 9.777 1329 1333 1358 rBvV 423751 825914 22.19%% 3.094%
9 11.542 1628 1633 1657 rBV 2431437 3722845 100.00% 13.945%
10 12.248 1749 1753 1762 rBV 219944 369334 9.92% 1.383%
11 12.607 1809 1814 1831 rBV2 557214 941829 25.30% 3.528%
12 13.436 1952 1955 1961 rVB2 35452 41031 1.10% 0.154%
13 13.901 2029 2034 2057 rBV 1058979 1859762 49.96% 6.966%
14 14.212 2082 2087 2095 rBV 31625 46749 1.26% 0.175%

15 15.012 2218 2223 2235 rBV 423393 740081 19.88% 2.772%
16 15.965 2381 2385 2395 rBV3 44785 91585 2.46% 0.343%
17 17.330 2611 2617 2629 rBV 1876621 2328541 62.55% 8.722%
18 18.577 2823 2829 2842 rBV5 31621 103182 2.77% 0.386%
19 18.689 2844 2848 2869 rVB 260150 462639 12.43% 1.733%
20 19.794 3033 3036 3044 rVB 51127 58924 1.58% 0.221%

21 20.359 3128 3132 3143 rBV 289725 482377 12.96% 1.807%

Sum of corrected areas: 26696807
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095358.D

Acq On : 23 May 2017 18:53

Operator : SJ/MA

Sample - 13243-06

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF095358.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095358.D

Acq On : 23 May 2017 18:53

Operator : SJ/MA

Sample - 13243-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.13 20.86 ng 604851 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 32
3 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 543 (5.131 min): BF095358.D (-538) (-) m/z 43.00 100.00%

43
59
5000
101

51 | 83 480 500 520 5.40
ARSI N 'L RS MU M. m/z 59.10 59.85%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 59 ||||||||IIII|IIII|IIII|
4.80 5.00 5.20 5.40

m/z 101.10 22 .22%

25 31 37 83 g3 1%
A I e I i o IR I o o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43

4.80 5.00 5.20 5.40

5000 m/z 58.00 15.29%
101
15 58
28 37 51 69 84
I R e e R R B o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, 1-ethoxy- I AR EE S
59 4.80 5.00 5.20 5.40
31 m/z 41.10 8.65%
5000 41
73
v s s | & 102
R B T L AL B B B T
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095358.D

Acq On : 23 May 2017 18:53

Operator : SJ/MA

Sample - 13243-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 unknown7.42 Concentration Rank 1

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

7.42 119.88 ng 3475400 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 932 (7.419 min): BF095358.D (-928) (-) m/z 132.00 100.00%
32
5000 68
0 4 5i g || 75 g L aoe g o5 750 740 Tho 7k
0..P“.“”.P”.m“.uh.“.”..“P.”“.”PH“P.”,“”,h”,” m/z 68.05 38.76%
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
5000 R R AL L
7.00 7.20 7.40 7.60 7.80
78 m/z 134.00 32.67%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
7.00 7.20 7.40 7.60 7.80
5000 m/z 66.00 22.74%
104
66
14 27 37 4451 55 T 89 g7 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132 7.00 7.20 7.40 7.60 7.80
m/z 96.10 14.27%
5000
15 28 3 s O 77 0 104 4
mzs 1 % 3 4o B 8 To 85 6 10 190 130 1% 180 | | 700 150 140 180 150
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095358.D

Acq On : 23 May 2017 18:53

Operator : SJ/MA

Sample - 13243-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.97 2.48 ng 91585 Phenanthrene-d10 15.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 62
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 52
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance Scan 2386 (15.971 min): BF095358.D (-2381) (-) m/z 43.10 100.00%
48 73 149
57
5000 129
o7 213
l | 115 171 189 | 297 15.60 15.80 16.00 16.20
e e ,“.#.“u.“.“n“h”hw.”.“.”,“.w.“.“ m/z 73.00 98.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129

15.60 15.80 16.00 16.20

m/z 149.00 97 .66%
213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73
B e e N
15.60 15.80 16.00 16.20
5000 ¢ 129 m/z 57.10 77.97%
87 242
143 199
115 185
101 157171 213
LI o i o o e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid
60 73 15.60 15.80 16.00 16.20
43 m/z 60.00 74 .88%
5000 129
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095358.D

Acq On : 23 May 2017 18:53

Operator : SJ/MA

Sample - 13243-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.58 4_.46 ng 103182 Chrysene-di12 18.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 91
2 1-Heptacosanol 396 C27H560 002004-39-9 87
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 86
4 1-Docosene 308 C22H44 001599-67-3 76
5 n-Tetracosanol-1 354 C24H500 000506-51-4 74

Abundance Scan 2830 (18.583 min): BF095358.D (-2823) (-) m/z 57.10 100.00%

571 83
5000 111

149 I e e e e
| | 18.20 18.40 18.60 18.80 19.00

— | .|,....,.... | | M/z 69.10  96.98%

m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55 83
5000
18.20 18.40 18.60 18.80 19.00
29 m/z 83.10 87.76%
bl d H % \ |0 h167 19 238 266 294
— ; — T T
m/z--> 50 250 300 350
Abundance
57 97
18.20 18.40 18.60 18.80 19.00
5000 m/z 55.00 84 .66%
125
29
77 153 181 209 236 264 292 320 350 378
— T T T T e T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester e
4 18.20 18.40 18.60 18.80 19.00
69 m/z 97.10 83.15%
97
5000
125
L‘ \\ L b \ 196 224
— ... T T T
m/z--> 50 lOO 150 200 250 300 350 18.20 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052317\
Data File : BF095358.D

Acq On : 23 May 2017 18:53

Operator : SJ/MA

Sample - 13243-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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 Supraene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.79 2.44 ng 58924 Perylene-d12 20.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 90
2 Squalene 410 C30H50 000111-02-4 78
3 Farnesol (E), methyl ether 236 C16H280 1000352-67-3 64
4 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64
5 trans-Farnesol 222 C15H260 000106-28-5 56
Abundance Scan 3035 (19.789 min): BF095358.D (-3033) (-) m/z 69.05 100.00%
6o
5000
at 95 137 LA N BRI NI BN
163 19.40 19.60 19.80 20.00 20.20
— .','-:| Ly g dg*® 207 28 /7 81.10 53.14%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
5000
19.40 19.60 19.80 20.00 20.20
41 m/z 41.00 24 .94%
95 137
_ . Ll 116 | (163 191 217 245 273 299 341 367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
19.40 19.60 19.80 20.00 20.20
5000 m/z 67.00 17.16%
41
95 137
161 191 217 244 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #90903: Farnesol (E), methyl ether
69 19.40 19.60 19.80 20.00 20.20
m/z 137.10 15.68%
5000 41 93
J { 121
16 Jlhpil il ot 2
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00 20.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF052317\
Data File : BF095358.D

Acq On : 23 May 2017 18:53

Operator : SJ/MA

Sample - 13243-06

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF050217 .M
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... 5.13 20.9 ng 604851 1 7.75 579799 20.0
unknown? .42 7.42 119.9 ng 3475400 1 7.75 579799 20.0
n-Hexadecanoic acid 15.97 2.5 ng 91585 4 15.01 740081 20.0
1-Heneicosanol 18.58 4.5 ng 103182 5 18.69 462639 20.0
Supraene 19.79 2.4 ng 58924 6 20.36 482377 20.0
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