LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

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-BF041717 .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 3.943 337 341 349 rBV 441462 536916 17.41% 2.217%
2 4.331 403 407 420 rBV 3019648 2992588 97.04% 12.354%
3 4.713 468 472 478 rVB 37648 38872 1.26% 0.160%
4 5.401 584 589 592 rBVY 2752662 2964511 96.13% 12.238%
5 5.525 605 610 613 rBY 3163980 3083839 100.00% 12.731%
6 5.772 648 652 656 rBV 517264 490998 15.92% 2.027%
7 5.948 677 682 685 rBY 2396815 2179801 70.68% 8.999%
8 6.419 757 762 765 rBVY 1743067 1865539 60.49% 7.701%
9 6.589 787 791 798 rVB 30492 31036 1.01% 0.128%
10 7.260 901 905 911 rBV 764687 657352 21.32% 2.714%

11 8.583 1125 1130 1133 rBV 2781293 2610118 84.64% 10.775%
12 8.989 1193 1199 1201 rBV 55084 59422 1.93% 0.245%
13 9.083 1212 1215 1219 rBV 285802 258089 8.37% 1.065%
14 9.395 1257 1268 1273 rBV 726033 709688 23.01% 2.930%

15 9.613 1302 1305 1310 rVB 53311 54647 1.77% 0.226%
16 9.995 1366 1370 1375 rBV2 57163 71951 2.33% 0.297%
17 10.266 1409 1416 1422 rBV6 13959 31291 1.01% 0.129%
18 10.372 1430 1434 1438 rBV 1329428 1426306 46.25% 5.888%
19 10.577 1465 1469 1476 rBV 47734 64387 2.09% 0.266%
20 11.130 1559 1563 1566 rBV 38591 36347 1.18% 0.150%

21 11.219 1574 1578 1587 rVB 623936 599230 19.43% 2.474%
22 11.954 1698 1703 1711 rBV2 94526 143056 4.64% 0.591%
23 13.195 1909 1914 1918 rBV 1630808 1690035 54.80% 6.977%
24 14.360 2108 2112 2120 rBV3 118531 202116 6.55% 0.834%
25 14.471 2126 2131 2137 rBV 493756 554200 17.97% 2.288%

26 14.765 2178 2181 2189 rVB9 21756 36487 1.18% 0.151%
27 15.142 2241 2245 2254 rBV3 155755 252598 8.19% 1.043%
28 15.859 2364 2367 2377 rBV3 79861 140386 4 _55% 0.580%
29 16.095 2404 2407 2412 rBV 338456 388916 12.61% 1.606%
30 16.471 2468 2471 2478 rBV2 35602 52437 1.70% 0.216%

Sum of corrected areas: 24223159
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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\BF042817\

BF094688.D

28 Apr 2017 17:23

SJ/MA

12895-12

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
3000000
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3000000

2500000

2000000

1500000

1000000
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TIC: BF094688.D
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13.19
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11.95
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Time-->
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13.50

Abundance
3000000

2500000

2000000

1500000

1000000

500000

TIC: BF094688.D

14.47 16.09

15.14
1430 1477

0

15.86 16.47
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Time-->

16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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.

3.94 21.87 ng 536916 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 341 (3.943 min): BF094688.D (-337) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1 NSNS N AR
| 83.0 3.60 3.80 4.00 4.20
SNBSS 1 AN | S A S S m/z 59.00 59.06%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR R LR
3.60 3.80 4.00 4.20
59.0 1010 m/z 101.10 22.95%
"'P"W'???'“'I”"P"W"qu”'?%g'P"W'l”l'”'l”"P"W"”I
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
360 3.80 4.00 420
5000 m/z 58.05 14 .06%
101.0
150 310 %80 690 6.0
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 A e e
59.0 3.60 3.80 4.00 4.20
m/z 41.10 9.02%
5000 41.0
"w"“|'“'|“'Jhk'w'“”i'”'zﬁqw"“l'“'l“"v"w%???'“%?%q'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknown5.52 Concentration Rank 1

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

5.52 125.62 ng 3083840 1,4-Dichlorobenzene-d4 5.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 9

Abundance Scan 609 (5.519 min): BF094688.D (-605) (-) m/z 132.00 100.00%
132.0
5000 68.1
00 510 |1 go *1% 1m0 S5 5 ko ok
R SO | NN PR .- £ | N m/z 68.10 40.86%
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 A I L U L
5.20 5.40 5.60 5.80
310 510 ‘ m/z 134.00 31.30%
| P H | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
520 540 560 580
5000 67.0 m/z 66.00 24.15%
41.0 97.0
53.0
79.0 117.0
wwmmﬁwmmmm
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 B NI BN |
132.0 5.20 5.40 5.60 5.80
m/z 69.10 15.95%
5000
104.0
140 270 300 510 %0710 g0 | 1m0 ||
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 520 540 560 580
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 unknownl10.00 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.00 2.03 ng 71951 Acenaphthene-d10 9.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane. 1-chloro- 288 C18H37ClI 003386-33-2 43
2 Tetratetracontane 619 C44H90 007098-22-8 43
3 Nonadecane 268 C19H40 000629-92-5 38
4 2-methvltetracosane 352 C25H52 1000376-72-6 38
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 38
Abundance Scan 1371 (10.001 min): BF094688.D (-1366) (-) m/z 111.00 100.00%
111.0
5000 550
161.1 RS AR AR R

9.60 9.80 10.00 10.20 10.40
m/z 54.95 38.22%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #134594: Octadecane, 1-chloro-
57.0

960 980 10.00 10.20 10.40
m/z 81.00 35.66%

5000

w ‘\\“““16102170 288.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

9.60 9.80 10.00 10.20 10.40
5000 m/z 41.10 34 _.55%

113.0 169.0 225 o 281. o 337.0 393.0 _463.0 561.0 615.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #117637: Nonadecane A EEE R e
57.0 9.60 9.80 10.00 10.20 10.40
m/z 123.10 32.58%

5000

| 1130 1600  268.0

l i
T LI L L L L L L L L B L L LB LB L B LI B I O B

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 9. 60 9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.15 ng 64387 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Tritetracontane 605 C43H88 007098-21-7 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Hexadecane 226 C16H34 000544-76-3 74
Abundance Scan 1469 (10.577 min): BF094688.D (-1465) (-) m/z 57.10 100.00%
57.1
5000
13.1 10,20 10.40 10.60 10.80

e e e | M/Z 43,10 76.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #59880: Tetradecane
57.0
5000 LA L L L L L L L L
10.20 10.40 10.60 10.80
m/z 71.10 66.29%
B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57.0
10.20 10.40 10.60 10.80
5000 m/z 85.10 45.44%

113.0 169.0 240. 0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241174: Tritetracontane

57.0 10.20 10.40 10.60 10.80
m/z 41.00 37 .40%

5000

10 169.0 2250 2810 3370 393.0 463.0 519.0 575.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 10. 20 10 40 10. 60 10. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Tridecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.95 4.77 ng 143056 Phenanthrene-d10 11.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Oxalic acid, dodecyl isobutyl ester 314 C18H3404 1000309-37-7 18
Abundance Scan 1702 (11.948 min): BF094688.D (-1698) (-) m/z 73.00 100.00%
43.0 730
5000 129.1
97.0 1571 qg5p 232 o 11.60 11.80 12.00 12.20
m/z 43.05 85.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
73.0
43.0
5000 129.0 B R e o R
171.0 11.60 11.80 12.00 12.20
970 ‘ 214.0 m/z 60.00 84.41%
| H\ H‘h H“H m‘ ‘Hlu‘u‘uu%usuzupuuuu |‘||| I”‘I e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
11.60 11.80 12.00 12.20
5000 129.0 m/z 55.10 74 .93%
83.0
157.0 1850 213.0 256.0
40,0 110.0 '
m/z--> 25 Jo eb éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid L Ba e o
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 57.10 66.83%
5000 129.0
15.0 LM
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\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 n-Nonadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14 .36 7.29 ng 202116 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 n-Tetracosanol-1 354 C24H500 000506-51-4 95
5 1-Nonadecene 266 C19H38 018435-45-5 95
Abundance Scan 2112 (14.360 min): BF094688.D (-2108) (-) m/z 83.05 100.00%
57.0 83.0
5000 VNWLW
170.2208.1 14.00 14.20 14.40 1460
e m/z 57.05 99 .56%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1
55.0
5000 L B B B BRI B
14. 00 14. 20 14. 40 14.60
29.0 m/z 43.05 96.16%
: 139.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
550 83.0
14.00 14.20 14.40 1460
5000 111.0 m/z 97.10 92.93%
29.0
1390 167.0 196.0 224.0 252.0 280.0 308.0
m@ﬂmm@mwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol B EREERE R
550 83.0 14.00 14.20 14.40 14.60
m/z 55.00 89.65%
h MNJ\M/\/\/\/\/\
29.0
L 1390 167.0 196.0  238.0 266.0 294.0
m/z--> 25 Jo 60 80 100 120 140 160 180 200 220 240 260 280 300 14.00 14. 20 14.40 14. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.14 9.12 ng 252598 Chrysene-di12 14 .47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 90
2 Oxalic acid. isobutvl heptadecvl... 384 C23H4404 1000309-38-2 46
3 1-Dodecanol. 2-hexvl- 270 C18H380 110225-00-8 46
4 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 45
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 42
Abundance Scan 2245 (15.142 min): BF094688.D (-2241) (-) m/z 57.05 100.00%
57.0 218.1

5000

-

14.80 15.00 15.20 15.40

m/z 218.10 91.54%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #81246: Cyclohexadecane
55.0 830

-

5000
29.0 14.80 15.00 15.20 15.40

m/z 43.00 78 .09%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

-

57.0

14.80 15.00 15.20 15.40

5000 m/z 55.05 57.68%

83.0
29.0 111.0 283.0

139.0 169.0 210.0 238.0
wmwmmwmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #119526: 1-Dodecanol, 2-hexyl- R R EaaEE
14.80 15.00 15.20 15.40

m/z 71.05 57 .54%

5000

29.0

139.0 167.0 196.0 224.0 252.0
e B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.80 15.00 15.20 15.40

8270-BF041717.M Mon May 01 17:47:31 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.86 7.22 ng 140386 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Eicosane 282 C20H42 000112-95-8 91
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 90
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 90
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 86
Abundance Scan 2367 (15.859 min): BF094688.D (-2364) (-) m/z 57.10 100.00%
57.1
= \NVL/\\
5000

1521 1821 2130  255.1 281.0 15.60 15.80 16.00 16.20

.,....,....,'.~..|',.'.|'.-.,|:..-.'1,..l.|.,....,-.'.--:.,::-.:i-.:..,...-. oot | Tm/z 71.10  77.69%

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #117638: Nonadecane
57.0

5000 85.0 R RERAR Eamma e
1560 15.80 16.00 16.20

m/z 85.10 54 _.07%

‘ h I, q 11?0 1410 169.0 197.0 2250 2680
,,,,,,,,,,, e EARRARSERERRSEay
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0

85.0 15.60 15. 80 16. 00 16.20
5000 m/z 43.05 53.65%

113.0
29.0 141.0 169.0 197.0 225.0 2530 282.0 AwakhwawﬁMvAK“MWWWMJMWWw

mmmwmwwm
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #117649: Octadecane, 2-methyl- B RN RE T

57.0 15.60 15.80 16.00 16.20
m/z 41.10 22.87%

5000 85.0
29.0 225.0
113.0
2.0 \‘ ‘ ‘ \‘ \ \14-}0\1690 197.0 253.0

,,,,,,,,,,, frr e

m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15 60 15. 80 16. 00 16 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042817\
Data File : BF094688.D

Aca On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample : 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF041717_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 _.gamma.-Tocopherol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.47 2.70 ng 52437 Perylene-di12 16.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

agamma.-Tocopherol

416 C28H4802

1 .
2 3.4-Dihvdro-3.5.8-trimethvl-3-(4... 458 C30H5003
3 3.4-Hexanediol. 3.4-bis(4-hvdrox... 302 C18H2204

4 1-Aminoinosine

283 C10H13N505

5 [4-(2,4-Dimethoxybenzyl)piperazi... 370 C21H26N204

007616-22-0 68
1000105-71-9 50
007507-01-9 43
019029-66-4 38
1000311-48-2 32

Abundance Scan 2471 (16.471 min): BF094688.D (-2468) (-) m/z 151.10 100.00%
151.1
5000
55.1 191.1 416.4 e o o B e N
| Il 116.1 l 231.0269.1 3992 16.20 16.40 16.60 16.80
b bl by b g P L m/z 416.40 23.15%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #218066: .gamma.-Tocopherol
151.0
5000 LN L L L L L L L LB LB
416.0 16.20 16.40 16.60 16.80
191.0 m/z 150.10 21.00%
430 1070 ‘ ‘ 255.0289.0 330.0 373.0
A o o e o e B FL N T e o e S B o e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
151.0
R N EEEE S s
16.20 16.40 16.60 16.80
5000 m/z 152.05 19.77%
193.0 416.0
57.0
107.0 233.0 275.0 331.0 458.0
A o o e o o e e B A B o e LA A e o o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146409: 3,4-Hexanediol, 3,4-bis(4-hydroxyphenyl)- O B
151.0 16.20 16.40 16.60 16.80
m/z 191.10 19.47%
5000
57.0
93.0
‘ L, L. | 1850 227.0 267.0302.0
e P e T T T T T T T R N REEE e R
m/z--> 50 100 150 200 250 300 350 400 450 16.20 16.40 16.60 16.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042817\
Data File : BF094688.D

Acq On : 28 Apr 2017 17:23

Operator : SJ/MA

Sample - 12895-12

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF041717 .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... 3.94 21.9 ng 536916 1 5.77 490998 20.0
unknown5 .52 5.52 125.6 ng 3083840 1 5.77 490998 20.0
unknown10.00 10.00 2.0 ng 71951 3 9.40 709688 20.0
Tetradecane 10.58 2.1 ng 64387 4 11.22 599230 20.0
Tridecanoic acid 11.95 4.8 ng 143056 4 11.22 599230 20.0
n-Nonadecanol-1 14.36 7.3 ng 202116 5 14.47 554200 20.0
Cyclohexadecane 15.14 9.1 ng 252598 5 14.47 554200 20.0
Nonadecane 15.86 7.2 ng 140386 6 16.10 388916 20.0
-gamma.-Tocopherol 16 .47 2.7 ng 52437 6 16.10 388916 20.0
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