LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample : 13893-04

Misc :

ALS Vial : 4 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 2.146 7 10 18 rVvB2 31729 57792 1.18% 0.127%
2 4.987 487 493 503 rBV 883949 1131472 23.04% 2.479%
3 5.398 558 563 566 rBY 4496789 4911640 100.00% 10.763%
4 6.416 727 736 739 rBV 4474061 4880719 99.37% 10.695%
5 6.551 754 759 762 rBVY 4690457 4664522 94.97% 10.222%
6 6.610 766 769 772 rBVY 1145114 973869 19.83% 2.134%
7 6.781 794 798 802 rVB 1262338 1090479 22.20% 2.390%
8 6.939 821 825 828 rBVY 3767623 3293621 67.06% 7.217%
9 7.339 888 893 896 rBY 3182108 3046282 62.02% 6.675%
10 7.428 904 908 914 rVB2 84796 97828 1.99% 0.214%
11 7.757 959 964 967 rBV 84852 97283 1.98% 0.213%
12 8.063 1012 1016 1019 rBvV 1780841 1539848 31.35% 3.374%
13 8.669 1115 1119 1121 rBV 66646 69206 1.41% 0.152%
14 9.139 1194 1199 1202 rBV 4411279 4220000 85.92% 9.248%
15 9.228 1211 1214 1218 rVB2 93112 85777 1.75% 0.188%

16 9.528 1261 1265 1268 rBV 1474789 1377488 28.05% 3.019%
17 9.757 1302 1304 1308 rVB 142387 121407 2.47% 0.266%
18 9.816 1309 1314 1317 rBV 1649464 1518702 30.92% 3.328%
19 10.257 1386 1389 1392 rVB 214649 162050 3.30% 0.355%
20 10.480 1422 1427 1430 rBV 92890 115432 2.35% 0.253%

21 10.598 1442 1447 1450 rBV 2715986 2580990 52.55% 5.656%
22 10.727 1466 1469 1477 rBV 253976 327685 6.67% 0.718%
23 11.175 1542 1545 1548 rBV 177207 147426 3.00% 0.323%
24 11.210 1548 1551 1556 rVB 90587 92561 1.88% 0.203%
25 11.292 1561 1565 1568 rVV 1531517 1302575 26.52% 2.854%

26 11.316 1568 1569 1572 rVB 126859 67675 1.38% 0.148%
27 11.363 1572 1577 1580 rBvV4 40737 51168 1.04% 0.112%
28 11.604 1615 1618 1623 rVB 116533 106969 2.18% 0.234%
29 11.827 1652 1656 1660 rBV2 367290 362110 7.37% 0.794%
30 12.010 1684 1687 1689 rVB 68323 53332 1.09% 0.117%

31 12.404 1751 1754 1756 rVB2 109281 98748 2.01% 0.216%
32 12.498 1763 1770 1774 rBV 158994 198629 4.04% 0.435%
33 12.616 1784 1790 1799 rBV 648122 849371 17.29%% 1.861%
34 12.727 1806 1809 1814 rVB 144309 130947 2.67% 0.287%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample : 13893-04

Misc :

ALS Vial : 4 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 12.880 1830 1835 1838 rBV 3312712 3168341 64.51% 6.943%
36 13.774 1984 1987 1995 rBV 485552 483833 9.85% 1.060%
37 13.921 2008 2012 2015 rBV 1176048 1059245 21.57% 2.321%

38 15.351 2250 2255 2261 rBV 805714 978691 19.93% 2.145%
39 15.862 2339 2342 2350 rVB2 71758 118111 2.40% 0.259%

Sum of corrected areas: 45633824
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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\

BF096245.D

28 Jun 2017 13:14

SJ/MA

13893-04

4 Sample Multiplier: 1

Z:\HPCHEM1I\BNA F\Methods\8270-BF062717_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

4000000

3000000

2000000

1000000

.15

TIC: BF096245.D

5,40

4.99

4B

55

5.61";

6.94

7.34

6.78

743 7.76

Dnn

Time-->

5.00

5.50

6.00

6.50

I
7.00 7.50

Abundance

4000000

3000000

2000000

1000000

8.06

TIC: BF096245.D

10.60

12.88

0] = -
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF096245.D
4000000
3000000
2000000
13.92
1000000 15.35
13.77
15.86
A
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF062717.

M Thu Jun 29 20:29:01 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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.

4.99 20.75 ng 1131470 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 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
4 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 494 (4.993 min): BF096245.D (-487) (-) m/z 43.00 100.00%
43.0
59.0
5000
| ee o i50 4B0 500 520 540
ot e PR e e e m/z 59.00 52.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL UL L
59.0 460 480 500 520 5.40
0
150 a0 1010 m/z 58.00 15.19%
0"'l“t'|“'”H“"N“"|“"|“"|“"Fiq'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
59.0
460 480 500 520 540
5000 m/z 101.00 15.09%
41.0
29.0 101.0
0 50.0 73.0  86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- A Eamaa
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.49%
5000 41.0
31.0
69.0 870
o 15.0 M L1500l 98.0
miz--> 2 30 40 80 60 70 8 9 100 110 | 460 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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 85.55 ng 4664520 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 C6H9CIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 759 (6.551 min): BF096245.D (-754) (-) m/z 132.00 100.00%
132.0
5000 68.1
90 sao [| o Th o oo ok
o} N ISP EESUIOA | NN P57 N VIR < 20 M [ . m/z 68.10 41.41%
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 N
5000 BN AR RS SR
6.20 6.40 6.60 6.80
2.0 510 m/z 134.00 32.93%
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 27.53%
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 A
Abundance #14491: 5-Aminoindole LA L L L L L L
132.0 6.20 6.40 6.60 6.80
m/z 69.05 16.07%
5000
104.0
ol 140 270 390 510 00770 g90 || 150 ||
m/z--> 10 20 30 40 50 60 70 80 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 : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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 3 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 4

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

6.61 17.86 ng 973869 1,4-Dichlorobenzene-d4 6.78
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 53
2 2-Propanol. 1-propoxy- 118 C6H1402 001569-01-3 39
3 Ethanol. 2-T2-(2-propenvlioxv)eth... 146 C7H1403 015075-50-0 36
4 2-Propanol. 1-(1l-methvlethoxv)- 118 C6H1402 003944-36-3 36
5 Methoxyacetic acid, butyl ester 146 C7H1403 017640-22-1 33

Abundance Scan 769 (6.610 min): BF096245.D (-766) (-) m/z 45.00 100.00%
44.0
5000
59.0
72.1 SRS R SRR
6.20 6.40 6.60 6.80 7.00
Obrrrrerre el b i 890 1041 n77 59.00  31.31%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #15098: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000 310 59.0 620 640 6.60 6.80 7.00
72.0 m/z 72.10 16.01%
o 19.0 || Wl 890 10401160 1350
m/z--> 10 25 30 40 50 60 70 80 90 160 110 120 130 140
Abundance
45.0
620 640 6.60 6.80 7.00
5000 730 m/z 43.00 12.11%
59.0
31.0
ol 150 89.0 103.0 117.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #21970: Ethanol, 2-[2-(2-propenyloxy)ethoxy]-
45.0 6.20 6.40 6.60 6.80 7.00
m/z 73.05 10.49%
5000
29.0
oL 380y [l 580 789 890 44301150
m/z--> 10 20 30 45 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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 Pentadecane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
10.26 2.13 ng 162050 Acenaphthene-d10 9.82
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Hexadecane 226 C16H34 000544-76-3 87
3 Tetradecane 198 C14H30 000629-59-4 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 80

Abundance Scan 1390 (10.263 min): BF096245.D (-1386) (-) m/z 57.00 100.00%

5%.0

5000

10.00 10.20 10.40 10.60

1131 137.0 1711

o m/z 43.00 71.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57.0
5000 TTT T T TT LI L B L
85.0 10.00 10.20 10.40 10.60
29.0 m/z 71.05 44 .12%
0 \‘ ‘ H fh ol 1130 \ 1410 1690 212.0
,,,,,, R e EERAREEEE S
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
AR R
10.00 10.20 10.40 10.60
5000 m/z 85.05 38.71%
85.0
29.0
0 113.0 1410 169.0 197.0 226.0
B A I e o B EEEE R e s e R
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59880: Tetradecane SRR R
57.0 10.00 10.20 10.40 10.60
m/z 41.00 26.03%
5000 85.0
29.0
. “ I | 1130 1410 1690 198.0
m/z--> 60 80 100 120 140 160 180 200 220 10. OO 10 20 10. 40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
10.73 5.03 ng 327685 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Pentadecane 212 C15H32 000629-62-9 86
3 Tridecane 184 C13H28 000629-50-5 81
4 Sulfurous acid. 2-ethvlhexvl hex... 278 C14H3003S 1000309-20-2 80
5 Heneicosane 296 C21H44 000629-94-7 80
Abundance Scan 1469 (10.727 min): BF096245.D (-1466) (-) m/z 57.10 100.00%
57.1
5000
113.1 10.40 10.60 10.80 11.00
o 1851 16511812 m/z 43.00 68.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
57.0
5000 LS DU B BN R
85.0 10. 40 10. 60 10 80 11.00
29.0 : m/z 71.05 49 .39%
0 ! “ [l ‘ , 113.0 141 0 169.0 197.0 226.0
m/z--> ﬁo Jo éo 8b 160 150 140 1éo 180 260 250
Abundance
57.0
10,40 10.60 10.80 11.00
0
5000 85.0 m/z 85.10 31.71%
29.0
o 113.0 1410 169.0 212.0
miz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48831: Tridecane LR B S LI
57.0 10.40 10.60 10.80 11.00
m/z 41.00 28.59%
5000
29.0 85.0
0 “ I ‘ . 1130 1410 1840
m/z--> 5 ' éo éo 160 150 140 160 180 260 250 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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 Heptacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.17 2.26 ng 147426 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Hexadecane 226 C16H34 000544-76-3 78
3 Tetracosane 338 C24H50 000646-31-1 78
4 Pentadecane 212 C15H32 000629-62-9 72
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 72
Abundance Scan 1544 (11.169 min): BF096245.D (-1542) (-) m/z 57.05 100.00%
57.0
5000
85.0
192.1 e WM e Y
119.2 1632 10.80 11.00 11.20 11.40
okl b el S W m/z 43.00 90.67%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
5000 UL AR UL B B
85.0 10,80 11.00 11.20 11.40
m/z 71.10 61.67%
0 2900 | || 1130 15501830 22502530 29503230  380.0
m/z--> 50 100 1%0 200 250 300 350
Abundance
57.0
10.80 11.00 1120 11.40
5000 m/z 41.00 36.19%
85.0
29.0
0 113.0 155.0183.0 226.0
m/z--> 50 100 150 200 250 300 350
Abundance #175557: Tetracosane L B o
57.0 10.80 11.00 11.20 11.40
m/z 85.00 33.58%
5000 85.0
29.0
0 ‘ ‘] i H13° 155.0183.0 225.0253.0 2950 338.0
m/z--> 50 100 1&1,0 200 250 300 350 10,80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.83 5.56 ng 362110 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 87
5 Undecanoic acid 186 C11H2202 000112-37-8 81
Abundance Scan 1656 (11.827 min): BF096245.D (-1652) (-) m/z 43.05 100.00%
43.0 ,, 73.0
5000
1291 WJLL\—V%
97.0 LRI B SULRLLN SO B
4o.g L711102.1213.2 256.3 1160 11.80 12.00 12.20
0! : m/z 57.10 91.99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107548: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LI B SULRLLN BURELL B
11. 60 11. 80 12. 00 12 20
97.0 m/z 60.00 91.79%
‘ 157.0 185.0
0 T Il‘l "‘i“"'”'”l'
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
11!60 11fso 12!00 12!20
5000 129.0 m/z 73.00 91.05%
171.0
97.0 214.0
0 }ﬁﬁx'"I'"'I'"'I""I""I""}ﬁp'q REBEDREEE SURAS BRARE AR SN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.00 80.87%
5000
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 : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.62 16.04 ng 849371 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 91
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 83

Abundance Scan 1791 (12.621 min): BF096245.D (-1784) (-) m/z 43.05 100.00%

43.0 73.0
5000 129.1

185.2 241.2 L B e B

1. 57.1 ?1 |' 284.3 12.40 12.60 12.80 13.00
ob—— Y Y v W vt R W—— m/z 72.95 86.27%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0
12.40 12.60 12.80 13.00
0
‘%#1 185.0 2410 2840 m/z 57.05 85.18%
o MR R 79 | s | I
m/z--> 50 100 150 200 250 300 350
Abundance
43.0 ,73.0
L I
12.40 12.60 12.80 13.00
5000 129.0 m/z 60.00 82.99%
199.0
101.0 157.0 242.0
15.0
ol gl gl L e
m/z--> 50 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester R e e S RARRa
43.0 12.40 12.60 12.80 13.00
m/z 55.00 78.47%
73.0
129.0
185.0213.0241.0
oLl “H 0 | g TEmen | apo s e
m/z--> 50 150 200 250 300 350 12. 40 12 60 12. 80 13. 00

8270-BF062717.M Thu Jun 29 20:29:06 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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 1-Heneicosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.77 9.14 ng 483833 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 1-Docosene 308 C22H44 001599-67-3 94
3 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91
Abundance Scan 1986 (13.768 min): BF096245.D (-1984) (-) m/z 57.05 100.00%
57.0
97.1
5000
LN BRI U
153.1 230.1 13.40 13.60 13.80 14.00
o N pohg2ln 931 90 2810 | "m/z 43.10 84.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #155046: 1-Heneicosanol
55.0
5000 R DU PR B B B
Bmmmmmmm
m/z 55.00 79.95%
NELLRE \‘ H ‘H‘ 300 1820 2240 2660
m/z--> 50 60 2%0 360 3%0 460
Abundance
55.0
97.0 1340 13.60 13.80 14.00
5000 m/z 83.10 63.96%
0240 139.0 1810 308.0
m/z--> §0 160 150 200 250 360 3%0 460
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester R N EEmms
57.0 13.40 13.60 13.80 14.00
97.0 m/z 97.10 57.18%
169.0
o260 J || ‘xﬁ 1380 | 2100 2550 406.0
m/z--> §0 160 1%0 260 2%0 360 3%0 460 1340 1360 1380 1400 '

8270-BF062717.M Thu Jun 29 20:29:07 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF062817\
Data File : BF096245.D

Aca On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample = 13893-04

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\HPCHEM1I\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 1-Eicosene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.86 2.41 ng 118111 Perylene-d12 15.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Eicosene 280 C20H40 003452-07-1 78
2 n-Tetracosanol-1 354 C24H500 000506-51-4 62
3 Behenic alcohol 326 C22H460 000661-19-8 62
4 1-Heneicosanol 312 C21H440 015594-90-8 58
5 1-Octadecanol 270 C18H380 000112-92-5 58

Abundance Scan 2342 (15.862 min): BF096245.D (-2339) (-) m/z 43.05 100.00%

43.0

5000
1540  207.0,.., 2639 3212 e g 15.60 15.80 16.00 16.20
0 ; m/z 57.00 93.54%
m/z--> 50 100 150 200 250 300 350
Abundance #127767: 1-Eicosene
43.0
5000 TT T[T T T T[T T rrrrrrr1
111.0 15.60 15.80 16.00 16.20
280.0 m/z 55.00 75.72%
L i) \ L Jeo, 0 2o
ok ..t . “‘ u ‘. e
m/z--> 200 250 300 350
Abundance
57.0 97.0
T
15.60 15.80 16.00 16.20
5000 m/z 97.10 70.26%
125.0
29.0 153.0
0 181.0 210.0238.0266.0 30803360
T T T T [ e e
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol B EERR Bam e L
550 83.0 15.60 15.80 16.00 16.20
m/z 83.00 62.88%
5000 1110
139.0
oL 20l 1L H J I 1} j167.0196.0224.0252.0280.0308.0
m/z--> 50 100 150 200 250 300 350 15.60 15.80 16.00 16.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF062817\
Data File : BF096245.D

Acq On : 28 Jun 2017 13:14

Operator : SJ/MA

Sample - 13893-04

Misc :

ALS Vial : 4 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... 4.99 20.8 ng 1131470 1 6.78 1090480 20.0
unknown6 .55 6.55 85.5 ng 4664520 1 6.78 1090480 20.0
Ethanol, 2-(2-eth... 6.61 17.9 ng 973869 1 6.78 1090480 20.0
Pentadecane 10.26 2.1 ng 162050 3 9.82 1518700 20.0
Hexadecane 10.73 5.0 ng 327685 4 11.29 1302580 20.0
Heptacosane 11.17 2.3 ng 147426 4 11.29 1302580 20.0
n-Hexadecanoic acid 11.83 5.6 ng 362110 4 11.29 1302580 20.0
Octadecanoic acid 12.62 16.0 ng 849371 5 13.92 1059250 20.0
1-Heneicosanol 13.77 9.1 ng 483833 5 13.92 1059250 20.0
1-Eicosene 15.86 2.4 ng 118111 6 15.35 978691 20.0
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