LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 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-BF062717 .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 4 _.357 379 386 393 rVB 32441 41146 1.24% 0.127%
2 4.981 487 492 502 rVB 695260 819449 24.70% 2.533%
3 5.398 558 563 566 rBY 3602214 3317456 100.00% 10.257%
4 6.410 730 735 738 rBVY 3463113 3228073 97.31% 9.980%
5 6.551 754 759 762 rBVY 3498847 3123035 94.14% 9.655%
6 6.781 795 798 802 rBY 1192554 1005094 30.30% 3.107%
7 6.939 821 825 828 rBVY 2688286 2258298 68.07% 6.982%
8 7.339 888 893 896 rBY 2114744 1899461 57.26% 5.873%
9 8.063 1012 1016 1019 rBvV 1601243 1295532 39.05% 4 .005%
10 9.139 1194 1199 1202 rBvV 3113706 2832821 85.39% 8.758%

11 9.528 1261 1265 1268 rBV 403866 317818 9.58% 0.983%
12 9.816 1309 1314 1317 rBV 1300664 1158460 34.92% 3.582%

13 10.257 1386 1389 1392 rVB 66090 51392 1.55% 0.159%
14 10.598 1442 1447 1450 rBV 1621022 1512040 45.58% 4._.675%
15 10.727 1466 1469 1479 rBV 69227 72595 2.19% 0.224%
16 11.175 1542 1545 1548 rBV2 53133 46538 1.40% 0.144%

17 11.292 1561 1565 1569 rBV 1179666 964034 29.06% 2.980%
18 11.827 1652 1656 1665 rBV 329971 320625 9.66% 0.991%
19 12.610 1786 1789 1798 rBV2 112493 140353 4.23% 0.434%
20 12.880 1830 1835 1838 rBV 2236399 2164035 65.23% 6.691%

21 13.092 1868 1871 1873 rBV3 47041 41022 1.24% 0.127%
22 13.774 1984 1987 1995 rBV 496359 549594 16.57% 1.699%
23 13.921 2008 2012 2016 rBV 1151895 1058811 31.92% 3.274%
24 14.104 2040 2043 2047 rVB3 42875 48809 1.47% 0.151%
25 14.227 2061 2064 2067 rBV3 56844 58278 1.76% 0.180%

26 14.410 2092 2095 2100 rBV 406942 391091 11.79% 1.209%
27 14.715 2144 2147 2150 rVB2 48724 55047 1.66% 0.170%
28 14.851 2166 2170 2177 rVB 172140 209249 6.31% 0.647%
29 15.039 2198 2202 2212 rBV2 302549 544213 16.40% 1.683%
30 15.351 2250 2255 2260 rVB 842246 978112 29.48% 3.024%

31 15.404 2262 2264 2268 rVB 66313 73274 2.21% 0.227%
32 15.598 2292 2297 2303 rBV 259775 369795 11.15% 1.143%
33 15.827 2332 2336 2339 rBvV 171970 257062 7.75% 0.795%
34 15.862 2339 2342 2348 rVB 266757 384020 11.58% 1.187%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 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-BF062717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 16.586 2460 2465 2472 rBV3 162132 294339 8.87% 0.910%
36 16.951 2524 2527 2535 rVB5 107866 202971 6.12% 0.628%
37 17.327 2587 2591 2600 rVB7 121278 260866 7.86% 0.807%

Sum of corrected areas: 32344808
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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\BF062817\

BF096250.D

28 Jun 2017 15:34

SJ/MA

13880-02

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .M

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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.

4.98 16.31 ng 819449 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. 2-methvl-2-(1l-methvleth... 116 C7H160 017348-59-3 36
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 492 (4.981 min): BF096250.D (-487) (-) m/z 42.95 100.00%
43.0
5000 59.0
101.1 SSRDESSRRE AR SRS
4.60 4.80 5.00 5.20 5.40
Ol b 889830 | 7z 59.00  51.36%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 a8 2k b0 S Sk
0,
150 a0 1010 m/z 58.00 14 .54%
0"'I'L'I"”IM"W“"W""P"'I”"??R'I"”Ih"W'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
460 480 500 520 540
5000 m/z 101.10 13.61%
41.0
29.0 101.0
0 50.0 73.0  86.0
UL UL SO SR SR UL SURBLEL ILLLELN SR S WL
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- A R e
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.37%
5000
410 101.0
0 15.0 ‘%D [150.0 690 830
miz--> 10 20 30 4'0 0 @ 70 8 90 100 110 | 4b0 4B0 50 850 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 unknown6.55 Concentration Rank 1

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

6.55 62.14 ng 3123040 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Amphetaminil 250 C17H18N2 017590-01-1 10

Abundance Scan 759 (6.551 min): BF096250.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 BN RS SR
400 540 | 6.20 6.40 6.60 6.80
o T 1 R =X 1A B | m/z 68.10 39.39%
m/z--> 10 20 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 BN RS SR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 33.07%
0'W'”'P'”I”'“'h'M'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.20 6.40 6.60 6.80
5000 67.0 m/z 66.00 25.98%
41.0 97.0
53.0
79.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 il
Abundance #14491: 5-Aminoindole LA L L L L L
132.0 6.20 6.40 6.60 6.80
m/z 69.10 14 .87%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140 6.20 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 Tridecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
11.83 6.65 ng 320625 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Undecanoic acid 186 C11H2202 000112-37-8 64
Abundance Scan 1656 (11.827 min): BF096250.D (-1652) (-) m/z 42.95 100.00%
43.0 | 73.0
5000
129.1
97.0 PR T T T T T [T T T
157.1 1852 2132 256.2 1160 11,80 12.00 12.20
(I b m/z 73.00 98.45%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid
73.0
43.0
5000 LA UL SULBLLE BUSIL B
129.0 nmumnmnm
‘ 171.0 214.0 m/z 60.00 96.42%
ol 18?\,\”“””,”\ ‘ I h‘\ HM o 19,0 ‘ T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 730
"' 11560 1180 12,00 12.20
5000 m/z 57.00 85.29%
129.0
256.0
O R R R T R S R R RARAR
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 250 2éo
Abundance #95854: Pentadecanoic acid R R AR REa
43.0 | 730 11.60 11.80 12.00 12.20
m/z 55.00 74 .89%
5000
OFrrr i R RArsaRee e
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\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 5 Octadecanoic acid Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.61 2.65 ng 140353 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 72
3 Dodecanoic acid 200 C12H2402 000143-07-7 59
4 Tetradecanoic acid 228 C14H2802 000544-63-8 59
5 Pentadecanoic acid 242 C15H3002 001002-84-2 53

Abundance Scan 1789 (12.610 min): BF096250.D (-1786) (-) m/z 43.05 100.00%

43.0 | 73.0

5000 1290
97.1 SRS
185.1 241.2
157.0 130 ogaq | | 12.20 12.40 12.60 12.80 13.00
o} m/z 57.00 98 .59%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
3.0

12.20 12.40 12.60 12.80 13.00
m/z 73.00 89.36%

5000

241.0 284.0

207.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 12.20 12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00  78.46%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #61117: Dodecanoic acid
73.0 12.20 12.40 12.60 12.80 13.00
43.0 m/z 55.00 77.83%
5000
129.0
157.0 200.0
o O
o,w.ﬂhmww‘ I i A..mqt”..ﬂ..”.u.”..”..”,””,”. e —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12. 20 12. 40 12 60 12. 80 13 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.77 10.38 ng 549594 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 94
2 Cvclohexadecane 224 C16H32 000295-65-8 91
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 91
Abundance Scan 1986 (13.768 min): BF096250.D (-1984) (-) m/z 57.00 100.00%
5%.0
97.0 ‘ML//\
5000
251 15020 1960 1380 140
151.9180.1207.1 ) : : : :
oLl o8t (s0el, m/z 43.00 96.25%
m/z--> 50 100 150 200 250 300 350
Abundance #151538: 1-Docosene
55.0
97.0
5000 LN BRI U
13.40 13.60 13.80 14.00
28,0 1250 m/z 55.00 88.42%
oL, 1 \,\ A, | ,\\H,‘H‘I L | tesowlo 3080
m/z--> 50 100 150 200 250 300 350
Abundance
55.0 83.0
13.40 13.60 13.80 14.00
5000 m/z 69.05 64 .83%
111.0
210 1390767 ¢ 196.0224.0
o—A4 . n w4y
m/z--> §0 160 1%0 260 250 360 3%0
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester R EAREEEES s m e
57.0 13.40 13.60 13.80 14.00
97.0 m/z 83.05 62.49%
5000
0.0 ‘ ‘ 125.0
ol AL ] gee01202100 a0 sme Il
m/z--> 50 100 150 200 250 300 350 13.40 13.60 13.80 14.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 7 Dotriacontyl heptafluorobut... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.41 7.39 ng 391091 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dotriacontvl heptafluorobutvrate 662 C36H65F702 1000351-84-2 91
2 Tetratriacontvl heptafluorobutvrate 691 C38H69F702 1000351-84-1 91
3 Tetratriacontvl pentafluoropropi... 641 C37H69F502 1000351-81-5 91
4 Dotriacontvl trifluoroacetate 562 C34H65F302 1000351-75-4 91
5 Triacontyl pentafluoropropionate 584 C33H61F502 1000351-80-0 91
Abundance Scan 2095 (14.410 min): BF096250.D (-2092) (-) m/z 57.00 100.00%
57.0
5000 »ANMJhWkaﬁﬂAﬂwqﬁvmjkvwﬂv
-t 14:00 14.20 14.40 14.60 14.80
o dbbliligeez 202 me1 | “h7p 43.05  71.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242399: Dotriacontyl heptafluorobutyrate
57.0
5000 AL SRR B UM
111.0 14.00 14.20 14.40 14.60 14.80
m/z 55.00 47 .46%
ol ‘ ‘ M | \ ‘\167 022202780334039004480 644.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
57.0
14:00 14.20 14.40 14.60 14.80
5000 m/z 71.10 44 .23%
111.0
0 167.0222.0 278.0334.0390.0  476.0 672.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242008: Tetratriaconty| pentafluoropropionate S R REaaEE e
57.0 14.00 14.20 14.40 14.60 14.80
m/z 83.05 39.28%
5000
111.0
0 l 167.0222.0 278.0334.0390.0  476.0 622.0
m/z--> 55 100 150 200 250 300 350 400 450 500 550 600 650 14.00 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 8 Tetradecanal Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
14 .85 4.28 ng 209249 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanal 212 C14H280 000124-25-4 86
2 15-Octadecenal 266 C18H340 056554-93-9 80
3 Octadecanal 268 C18H360 000638-66-4 80
4 Oxirane. tetradecvl- 240 C16H320 007320-37-8 80
5 1,15-Hexadecadiene 222 C16H30 021964-51-2 66
Abundance Scan 2170 (14.851 min): BF096250.D (-2166) (-) m/z 57.00 100.00%
57.0
5000
138.1 14.60 14.80 15.00 15.20
.2194.1 ) .
o 166.2 235.2 277.3 313.1 362.2 /2  43.05 87 68%
m/z--> 50 100 150 200 250 300 350
Abundance #71299: Tetradecanal
57.0
5000 29.0 L BRI B SIS B
mmmmmmmm
m/z 82.00 74 .29%
‘ 24.0 168.0
0..‘. ‘a‘.,U“.”“.“a,.“...‘,21.2'.0. —
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 e TrTTTTTTT T T T T T T T T T T
14.60 14.80 15.00 15.20
5000 m/z 55.00 65.84%
110.0
o150 137.0 168.0196.0224-0251 0
m/z--> 55 160 1%0 260 250 300 3%0
Abundance #117604: Octadecanal o S R o S
43.0 14.60 14.80 15.00 15.20
m/z 41.00 51.44%
82.0
5000
JREEX h % m }3701660194022202500
m/z--> 50 100 150 260 2%0 360 3éo 14%0 1480 1500 1550
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 9 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.04 11.13 ng 544213 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Heptacosane 380 C27H56 000593-49-7 87
3 Tetradecane. 4-ethvl- 226 C16H34 055045-14-2 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Octadecane 254 C18H38 000593-45-3 86
Abundance Scan 2202 (15.039 min): BF096250.D (-2198) (-) m/z 57.10 100.00%
57.1
131 " 14.80 15.00 15.20 15.40
ol Mol 18322111 2582 2952 3421 nzz 43.10 58.87%

T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane

&1

~l

o
%
'

5000 85.0 e
14.80 15.00 15.20 15.40

m/z 71.05 56.16%

29.0
o h I ﬂl 14}01690197022502530 205.0323.0 367.0
—— . — T T e T
m/z--> 50 150 200 250 300 350
Abundance
57.0
R mana s o R,
14.80 15.00 15.20 15.40
5000 m/z 85.05 40.83%
85.0
29.0 113.0141.0
0 "©141.0169.0197.0225.0253.0281.0  323.0351.0380.0
— T T T T e T e T T T
m/z--> 50 100 150 200 250 300 350
Abundance #83033: Tetradecane, 4-ethyl- R B B
43.0 14.80 15.00 15.20 15.40
m/z 55.00 22._.49%
- T M
99.0
o ‘IJJlﬂ%%ommnm
— et -7 R B
m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40

8270-BF062717.M Thu Jun 29 20:31:15 2017 Page: 11



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 10 Oxirane, hexadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.60 7.56 ng 369795 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. hexadecvl- 268 C18H360 007390-81-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Oxirane. heptadecvl- 282 C19H380 067860-04-2 91
4 Hexadecanal 240 C16H320 000629-80-1 91
5 1,19-Eicosadiene 278 C20H38 014811-95-1 90
Abundance Scan 2297 (15.598 min): BF096250.D (-2292) (-) m/z 57.00 100.00%
51.0
5000
| } 23.1 15.20 15.40 15.60 15.80 16.00
207.1
oLl | .'l. o 2000 LT 272851 3830 1 Ths7 43.00  85.87%
m/z--> 50 150 200 250 300 350
Abundance #117617: Oxirane, hexadecyl-
430 820
5000 U AR BRI R B
1520 15.40 15.60 15.80 16.00
09.0 m/z 82.10 62.13%
0 ‘\ \‘ ‘ \\ H‘\ H\138 O‘\16‘6'0‘ 2080 ‘25\0'0
m/z--> 100 150 260 250 300 350
Abundance
43.0 820
15.20 15.40 15.60 15.80 16.00
5000 m/z 55.00 53.12%
109.0
. 137.0 166.0194.0222.0 250.0
m/z--> " 50 100 150 200 250 300 350
Abundance #129467: Oxirane, heptadecy!- T
430 820 15.20 15.40 15.60 15.80 16.00
m/z 96.05 44 _85%
5000
10.0
. | [%8%6501900_ 23002640
m/z--> 50 100 150 200 250 300 350 1520 15.40 15.60 15.80 16.00

8270-BF062717.M Thu Jun 29 20:31:16 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 11 Hentriacontane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.83 5.26 ng 257062 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 83
2 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 72
3 Tridecane. l-iodo- 310 C13H271 035599-77-0 72
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 68
5 Sulfurous acid, butyl nonyl ester 264 C13H2803S 1000309-17-6 59
Abundance Scan 2336 (15.827 min): BF096250.D (-2332) (-) m/z 57.05 100.00%
57.0
5000
9.1 15160 15,80 16,00 16.20
155.2 : : : :
ol b bl g, 195:2190.02230250.2200.8_ 3410 | nzrT 7110 52.90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223851: Hentriacontane
57.0
5000 LRI B SULRLL UL B

15 60 15. 80 16. 00 16 20
m/z 43.00 51.77%
\‘ \\

141.0 1830 225.0 267.0 309.0 351.0 393.0 436.0

ol Ay 1410 1830 2250 267.0 3090 3510 3930 4360

m/z--> 50 100 150 200 250 300 350 400
Abundance
57.0
R mEEEE RS S
15.60 15.80 16.00 16.20
5000 m/z 85.10 38.82%
113.0
ot b
m/z--> 50 100 150 200 250 300 350 400
Abundance #152416: Tridecane, 1-iodo- R mEEEE RS S
57.0 15.60 15.80 16.00 16.20
m/z 55.00 16.61%
5000
99.0 183.0
ol b bl T meo e
m/z--> 50 100 150 200 250 300 350 400 15 60 15. 80 16. 00 16 20

8270-BF062717.M Thu Jun 29 20:31:17 2017 Page: 13



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 12 Octacosyl acetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.86 7.85 ng 384020 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosvl acetate 452 C30H6002 018206-97-8 70
2 1-Heneicosanol 312 C21H440 015594-90-8 64
3 n-Tetracosanol-1 354 C24H500 000506-51-4 64
4 Octacosanol 410 C28H580 000557-61-9 64
5 Heptacosyl acetate 438 C29H5802 1000351-78-2 64
Abundance Scan 2342 (15.862 min): BF096250.D (-2339) (-) m/z 83.10 100.00%
83.1
43.9
5000
%m 15160 1580 16,00 1620
187.2 : .
ol AR ALy 1872 2532 20733380 3oz o PRGr 6 T eg dey

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #227661: Octacosyl acetate
43.0 97.0

5000 TT T[T T T T[T T rrrrrrr1
15. 60 15. 80 16. 00 16. 20
m/z 57.05 89.04%
oLt M ‘ \M\ b \\ r .1810 2500 2920 334.0 392.0 437.0
e — AR e
m/z--> 50 lOO 150 200 250 300 350 400 450
Abundance
55.0 97.0
R  EAREEES B
15.60 15.80 16.00 16.20
5000 m/z 55.00 79.53%
0 19.0 139.0 182.0 224.0 266.0
T e e T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1 B EERR Bam e L
15.60 15.80 16.00 16.20
m/z 43.05 73.30%
5000

39.0

181.0 222.0 264.0 308.0
m/z--> 50 100 150 200 250 300 350 400 450 15. 60 15. 80 16. 00 16. 20

8270-BF062717.M Thu Jun 29 20:31:17 2017 Page: 14



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 13 Octadecanal Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.59 6.02 ng 294339 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanal 268 C18H360 000638-66-4 83
2 Oxirane. heptadecvl- 282 C19H380 067860-04-2 72
3 Oxirane. hexadecvl- 268 C18H360 007390-81-0 70
4 1.19-Eicosadiene 278 C20H38 014811-95-1 52
5 (2)-14-Tricosenyl formate 366 C24H4602 077899-10-6 49

Abundance Scan 2466 (16.592 min): BF096250.D (-2460) (-) m/z 57.00 100.00%

5000
16.20 16.40 16.60 16.80 17.00
235.0 267.1
0 m/z 43.10 71.55%
m/z--> 50 100 150 200 250 300 350
Abundance #117605: Octadecanal
43.0, 82.0
5000 TT T T [T T T T[T T T T[T TT T 7T

16 20 16. 40 16. 60 16 80 17. 00

10.0 250.0 m/z 82.05 61.99%
L] pemoissotes 022207
oL—Ah 4Ll “'M‘”‘,“.‘ T e e R
m/z--> 50 150 200 250 300 350
Abundance
43.0 820
i e AR
16.20 16.40 16.60 16.80 17.00
5000 m/z 55.00 50.16%
110.0
. 138.0166.0194.0 236.0264.0
et e L T e
m/z--> 50 100 150 200 250 300 350
Abundance #117618: Oxirane, hexadecyl- A B R e
82.0 16.20 16.40 16.60 16.80 17.00
m/z 83.10 49 .78%
43.0
5000
100
m/z--> 50 O 250 300 350 16 20 16. 40 16. 60 16 80 17. 00

8270-BF062717.M Thu Jun 29 20:31:18 2017 Page: 15



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 14 17-Pentatriacontene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.95 4.15 ng 202971 Perylene-di12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 68
2 Z-12-Pentacosene 350 C25H50 1000131-09-4 68
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 68
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 64
5 Tridecane, 7-cyclohexyl- 266 C19H38 013151-92-3 64
Abundance Scan 2527 (16.951 min): BF096250.D (-2524) (-) m/z 57.00 100.00%
57.0
5000
55.1195.0 242 9281.1 329.1369.1 444.3 16.60 16.80 17.00 17.20
Ol m/z 43.05 77 .64%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #234186: 17-Pentatriacontene
57.0
97.0
5000 DU UL B SRR
16 60 16. 80 17. 00 17.20
m/z 55.00 65.18%
o150 | ‘ “ “H \‘H m\u “\. It “8‘1 9 %2§9 267.0306.0 348.0 390.0 434.0 _490.0
miz--> 0 50 250 300 350 460 4%0
Abundance
43.0
or.0 16,60 16.80 17.00 17.20
5000 m/z 83.00 51.98%
350.0
0 1390 1810 236.0 290.0
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester R B .
57.0 16.60 16.80 17.00 17.20
97.0 m/z 69.00 42 .42%
5000
oL, h 1690 510.0 252.0 2970 448.0
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 ' 1660 1680 1700 1720

8270-BF062717.M Thu Jun 29 20:31:18 2017 Page: 16



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096250.D

Aca On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample = 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF062717 .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 15 Ergost-5-en-3-ol, (3.beta.)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
17.33 5.33 ng 260866 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eraost-5-en-3-ol. (3.beta.)- 400 C28H480 004651-51-8 64
2 Eraost-7-en-3-ol. (3.beta.)- 400 C28H480 026047-31-4 62
3 Eraost-7-en-3-ol 400 C28H480 116179-22-7 42
4 5-Cholestene-3-ol. 24-methvl- 400 C28H480 1000214-17-4 38
5 Trilostane 329 C20H27NO3 013647-35-3 38
Abundance Scan 2592 (17.333 min): BF096250.D (-2587) (-) m/z 55.00 100.00%
55.0
107.0
5000 145.1
17.00 17.20 17.40 17.60
ob— m/z 43.00 92 .56%
m/z--> 50 100 150 200 250 300 350 400
Abundance #212394: Ergost-5-en-3-ol, (3.beta.)-
43.0
5000 SR SO B I
17.00 17.20 1740 17.60
m/z 41.00 72 .83%
o.ﬂmtqu.
m/z--> 50
Abundance
43.0
050 2650 a00 | | 1700 1720 1740 1760 |
5000 ' m/z 107.00 66 .13%
147.0 213.0
367.0
o 1780 287.0 325.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #212388: Ergost-7-en-3-ol R R mEEE
43.0 17.00 17.20 17.40 17.60
4000 m/z 81.00 64 .20%
5000 107.0 255.0
147.0
‘ 213.0
0.... “\H ‘HMVH‘ \‘\1%8\\0 ."..“.L..d.3.0|1..0...367.(?.‘|.. R M
m/z--> 200 250 300 350 400 17.00 17.20 17.40 17.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062817\
Data File : BF096250.D

Acq On : 28 Jun 2017 15:34

Operator : SJ/MA

Sample - 13880-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF062717 .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... 4._.98 16.3 ng 819449 1 6.78 1005090 20.0
unknown6 .55 6.55 62.1 ng 3123040 1 6.78 1005090 20.0
Tridecanoic acid 11.83 6.7 ng 320625 4 11.29 964034 20.0
Octadecanoic acid 12.61 2.6 ng 140353 5 13.92 1058810 20.0
1-Docosene 13.77 10.4 ng 549594 5 13.92 1058810 20.0
Dotriacontyl hept... 14.41 7.4 ng 391091 5 13.92 1058810 20.0
Tetradecanal 14.85 4.3 ng 209249 6 15.35 978112 20.0
Hexacosane 15.04 11.1 ng 544213 6 15.35 978112 20.0
Oxirane, hexadecyl- 15.60 7.6 ng 369795 6 15.35 978112 20.0
Hentriacontane 15.83 5.3 ng 257062 6 15.35 978112 20.0
Octacosyl acetate 15.86 7.8 ng 384020 6 15.35 978112 20.0
Octadecanal 16.59 6.0 ng 294339 6 15.35 978112 20.0
17-Pentatriacontene 16.95 4.2 ng 202971 6 15.35 978112 20.0
Ergost-5-en-3-ol,... 17.33 5.3 ng 260866 6 15.35 978112 20.0
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