LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098782.D

Aca On = 25 Sep 2017 14:40

Operator : SJ/JU

Sample = 15364-02

Misc :

ALS Vial : 11 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-BF092317.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 2.228 20 24 30 rvB 62249 82559 2.38% 0.273%
2 5.145 516 520 532 rVB 464211 608368 17.53% 2.014%
3 5.540 581 587 590 rBY 3398009 3380173 97.39% 11.190%
4 6.540 751 757 760 rBVY 3037087 3470759 100.00% 11.490%
5 6.687 777 782 785 rBVY 3650802 3437492 99.04% 11.380%
6 6.916 817 821 824 rVB 1251539 983450 28.34% 3.256%
7 7.075 843 848 851 rVB 2782067 2570114 74.05% 8.508%
8 7.475 911 916 919 rBVY 2049420 2108919 60.76% 6.982%
9 8.198 1034 1039 1042 rBVY 1584984 1299600 37.44% 4.302%
10 9.269 1216 1221 1225 rBV 3488275 3441879 99.17% 11.394%

11 9.657 1283 1287 1291 rBV 392296 347606 10.02% 1.151%
12 9.951 1333 1337 1341 rVB 1417884 1251614 36.06% 4.143%

13 10.375 1406 1409 1412 rVB 66404 50326 1.45% 0.167%
14 10.739 1467 1471 1474 rBV 1822024 1610339 46.40% 5.331%
15 10.845 1486 1489 1494 rBV 85858 80346 2.31% 0.266%
16 11.292 1563 1565 1568 rBV 43165 38050 1.10% 0.126%

17 11.439 1586 1590 1593 rBV 1237976 1004748 28.95% 3.326%
18 11.951 1673 1677 1686 rBv4 120914 138321 3.99% 0.458%
19 12.651 1793 1796 1800 rBV 79490 67214 1.94% 0.223%
20 12.880 1832 1835 1839 rVB 70673 57980 1.67% 0.192%

21 13.021 1855 1859 1863 rVB 2411402 2218938 63.93% 7.346%
22 13.904 2006 2009 2016 rBV2 209272 207878 5.99% 0.688%
23 14.080 2035 2039 2042 rBV 912288 876787 25.26% 2.903%
24 14.927 2180 2183 2187 rVB 137025 131547 3.79% 0.435%
25 15.127 2214 2217 2221 rBV3 42304 78730 2.27% 0.261%

26 15.568 2288 2292 2301 rVB 495491 663459 19.12% 2.196%

Sum of corrected areas: 30207196
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092517\

BF098782.D

25 Sep 2017 14:40

SJ/Ju

15364-02

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BF098782.D

5.54 69

6.54
7.07

7.47

6.92

5.15

0
Time-->

T
3.50

T
4.00

T
4.50

T
5.00

1
5.50

T
6.00

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

8.20

TIC: BF098782.D
27

13.02

10.74

9.95
11.44

9.66

11.95

1037 MLOI.\85 11.99 L9 12.65 12.8%

Time-->

A
LI B S U B S R B S RN B S R B E B R R R RN N B S R EENN BN B R

10.50 11.00 11.50 12.00 12.50

9.50 10.00 13.00 13.50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BF098782.D

14.08

1

Time-->

18.50 19.00

16.00 16.50 17.00 17.50 18.00

4.00 14.50 15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098782.D

Aca On = 25 Sep 2017 14:40

Operator : SJ/JU

Sample = 15364-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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.

5.15 12.37 ng 608368 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 37
4 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 521 (5.151 min): BF098782.D (-516) (-) m/z 42.95 100.00%
43.0
59.0
5000
101.0 IS R L L
| | 83.0 | 480 5.00 5.20 5.40
et e e e e m/z 59.00 55.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL UL B
59.0 480 500 520 540
0
150 4, 1010 m/z 101.00 19.76%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
570 480 500 520 540
5000 m/z 58.00 16.35%
20.0 101.0
15.0 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester R A
54.0 480 5.00 5.20 5.40
m/z 41.00 8.78%
5000 41.0
e 7O 1260 a0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098782.D

Aca On = 25 Sep 2017 14:40

Operator : SJ/JU

Sample = 15364-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.69 Concentration Rank 1

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

6.69 69.91 ng 3437490 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 783 (6.692 min): BF098782.D (-777) (-) m/z 132.00 100.00%
132.0
5000
68.0
96.0 el 6E0 6RO 700
401 540 6.40 6.60 6.80 7.00
....,....,:...,.:..,..I-.',..7.5?,0....,..!.,.1??.?....,....,"...,.. m/z 134.00 33.62%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UM R A
6.40 6.60 6.80 7.00
310 510 m/z 68.00 30.56%
'”'ﬂ'MIJ'WH”'P'JI”?EQ”'P'”I”'W'”'P'”I“” T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
640 660 6.80 7.00
5000 67.0 m/z 66.00 20.21%
41.0 97.0
53.0
79.0 117.0
107.0
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14395: 1,3,5-Trifluorobenzene L o e
132.0 6.40 6.60 6.80 7.00
m/z 96.00 12.22%
5000
63.0 81.0
310 500 1l . | ‘\ 92010-}011%0 |
mz> % 4 B 8 8 80 100 10 130 10 10 640 660 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098782.D

Aca On = 25 Sep 2017 14:40

Operator : SJ/JU

Sample = 15364-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 6
R.T. EstConc Area Relative to ISTD R.T.

11.95 2.75 ng 138321 Phenanthrene-d10 11.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Decanoic acid 172 C10H2002 000334-48-5 92
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1677 (11.951 min): BF098782.D (-1673) (-) m/z 73.00 100.00%

11.60 11.80 12.00 12.20
m/z 60.00 81.99%

430 30
5000 129.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0

11.60 11.80 12.00 12.20

0
157.0 g5 2130 256.0 m/z 43.00 81.66%
4
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
AR B mEa B
129.0 11.60 11.80 12.00 12.20
5000 m/z 55.00 72.01%
43.0
101.0 172. 0
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid  REaEE
43.0 73.0 11.60 11.80 12.00 12.20
m/z 57.10 71.67%
B T Mvv\Av\LLM
15.0 L_“u'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098782.D

Aca On = 25 Sep 2017 14:40

Operator : SJ/JU

Sample = 15364-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method

Quant Ti

tle

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 5 1-Heneicosanol

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.90 4.74 ng 207878 Chrysene-di12 14.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 94

Abundance Scan 2008 (13.898 min): BF098782.D (-2006) (-) m/z 57.00 100.00%
51.0
97.1
5000
125.0 1260 12120 14'00 1490
"~ 154.1181.0 219.2245.1 282.1 326.0 13.60 13.80 14.00 14.20
: m/z 55.00 98.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #155046: 1-Heneicosanol
55,0 83.0
5000 R N S B SULRA
1360 13.80 14.00 14.20
29.0 m/z 43.05 89.14%
Lo 167.0 196.0  238.0 266.0 294.0
m/z--> ﬁ&&mmmmmmmmmmmmm
Abundance
55,0 83.0
13.60 13.80 14.00 14.20
5000 111.0 m/z 69.00 85.08%
29.0
1390 167.0 196.0 224.0 252.0 280.0 308.0
mm‘mmmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #197885: Trichloroacetic acid, pentadecy! ester R R e R
13.60 13.80 14.00 14.20
m/z 97.10 77.32%
182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\
Data File : BF098782.D

Aca On = 25 Sep 2017 14:40

Operator : SJ/JU

Sample = 15364-02

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.93 3.97 ng 131547 Perylene-di12 15.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 90
2 Supraene 410 C30H50 007683-64-9 83
3 2.6.10.14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
4 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 56
5 2,6-Octadiene, 4-methyl- 124 C9H16 074498-94-5 53
Abundance Scan 2183 (14.927 min): BF098782.D (-2180) (-) m/z 69.05 100.00%
69.0 4
5000
1211 14.60 14.80 15.00 15.20

ek d o ) 1 AOLT 2070 257.1288132323%49 | Tz 81 00  52.00%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0

5000 G
14.60 14.80 15.00 15.20

m/z 41.00 24 .01%

137.0
e ﬂroﬂ 0“ 1910 2310 273.0 341.0 410.0
S ETEE A e e
m/z--> 50 100 150 200 250 300 350 400
Abundance

69.0
14. 60 14. 80 15. 00 15.20
5000 m/z 95.05 11.47%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #171136: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-tetr... R AEmEEEE L
69.0 14.60 14.80 15.00 15.20

m/z 68.00 10.79%

5000
136.0
29.0
L %O%Pm 189-9219.0250.0 267.0 3320

m/z--> 50 100 150 200 250 300 350 400 14. 60 14. 80 15. 00 15. 20
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\HPCHEMI\BNA_F\DATA\BF092517\

BF098782.D

25 Sep 2017 14:40

SJ/Ju

15364-02

11 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

TIC Top Hit name

unknown6 .69

n-Hexadecanoic acid

1-Heneicosanol
Squalene

8270-BF092317.M Tue Sep 26 14:21:16 2017

5.15 12.4 ng

6.69 69.9 ng
11.95 2.8 ng
13.90 4.7 ng
14.93 4.0 ng

RT EstConc Units Response

2-Pentanone, 4-hy...

608368
3437490
138321
207878
131547

|--Internal Standard---|

| # RT Resp Conc]
1 6.92 983450 20.0
1 6.92 983450 20.0

4 11.44 1004750 20.0
5 14.08 876787 20.0
6 15.57 663459 20.0

Page: 8



