LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\

Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

3?22'6 i 13469-13 SB-3(7-9)20170603
ALS Vial : 10 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-BF060517.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_.593 506 511 529 rBV 60769 181759 8.35% 1.022%
2 5.269 621 626 656 rBY 1222969 2019236 92.81% 11.355%
3 6.934 903 909 920 rBVY 1202841 1989431 91.44% 11.187%
4 7.028 920 925 940 rVB 1579512 2175729 100.00% 12.235%
5 7.369 979 983 994 rBV 282333 364529 16.75% 2.050%
6 7.604 1018 1023 1039 rBvY 1136830 1546027 71.06% 8.694%
7 8.286 1133 1139 1163 rBV 834297 1235351 56.78% 6.947%
8 9.398 1323 1328 1343 rBVY 418058 499237 22.95% 2.807%
9 11.180 1623 1631 1643 rBVY 1527451 2055628 94.48% 11.559%
10 11.869 1744 1748 1755 rBvV 208671 258429 11.88% 1.453%
11 12.221 1802 1808 1813 rBV2 429299 526400 24.19% 2.960%
12 13.080 1948 1954 1960 rBvV 24742 29821 1.37% 0.168%
13 13.521 2023 2029 2037 rBvV 820597 1143353 52.55% 6.429%
14 13.851 2081 2085 2092 rBvV2 26370 34526 1.59% 0.194%

15 14.615 2210 2215 2220 rVB 357207 434076 19.95% 2.441%

16 15.639 2385 2389 2394 rVB2 92909 113386 5.21% 0.638%

17 16.439 2522 2525 2529 rVB 28220 35283 1.62% 0.198%
18 16.521 2536 2539 2543 rBV 27395 26141 1.20% 0.147%
19 16.739 2571 2576 2584 rBV2 51468 68837 3.16% 0.387%
20 16.851 2592 2595 2599 rVB 33759 38118 1.75% 0.214%
21 16.992 2611 2619 2623 rBV 1224865 1410225 64.82% 7.930%
22 17.398 2684 2688 2692 rVB2 24820 28467 1.31% 0.160%
23 17.780 2748 2753 2757 rBV3 24459 28531 1.31% 0.160%
24 17.839 2760 2763 2767 rVB 25768 29795 1.37% 0.168%

25 18.245 2827 2832 2840 rBV2 130508 229738 10.56% 1.292%

26 18.327 2842 2846 2852 rBV 359452 430304 19.78% 2.420%

27 18.662 2899 2903 2908 rBV 37661 46273 2.13% 0.260%
28 19.050 2965 2969 2976 rBV 99228 126621 5.82% 0.712%
29 19.415 3028 3031 3035 rBV2 28143 31781 1.46% 0.179%

30 19.768 3087 3091 3100 rBV3 60270 115518 5.31% 0.650%

31 19.997 3126 3130 3139 rVB 310474 376853 17.32% 2.119%

32 20.450 3203 3207 3210 rBV 41816 60443 2.78% 0.340%
33 20.486 3210 3213 3218 rVB4 28836 47676 2.19% 0.268%
34 21.027 3303 3305 3312 rVB7 19733 23313 1.07% 0.131%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 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

Method > Z:\HPCHEM1I\BNA F\METHODS\8270-BF060517 .M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 21.762 3427 3430 3434 rVB6 14981 22468 1.03% 0.126%

Sum of corrected areas: 17783303
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

TIC Integ

LSC Report - Integrated Chromatogram

> Z:\HPCHEM1\BNA F\DATA\BF060817\
: BF095783.D

: 8 Jun 2017 15:00

: SJ/MA

: 13469-13

- 10 Sample Multiplier: 1

> Z:\HPCHEM1\BNA F\METHODS\8270-BF060517_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF095783.D

5.27

4.59

6.9
7.60

8.29

7.37

0
Time-->

T
6.00

T
2.00 2.50

T T T
3.00 3.50 4.00

T T T
4.50 5.00 5.50 6.50

T T
8.00 8.50

T
9.00

7.00 7.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BF095783.D

11,18

13.52

9.40 12.22

11.87

13.85

A
LI

13.08

A
LN B B B N A S S S N B S R B EN B B N

e

14.62

15.64
1648462

Time-->

9.50 10.00 1050 11.00 1150 12.00 12,50 13.00 13.50 14.00

14.50  15.00 1550 16.00 16.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

TIC: BF095783.D

16.99

18.33 20.00

18.

—64% 17.40 117784

Ok
Time-->

20.00 20.50 21.00

21.50

17.00 17.50

18.00 1850 19.00  19.50

23.00 23,50 24.00

22.00 22.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 4

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

4._.59 9.97 ng 181759 1,4-Dichlorobenzene-d4 7.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetone 58 C3H60 000067-64-1 9
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 511 (4.593 min): BF095783.D (-506) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 AR AR AN SR L
| 83.1 | 420 4.40 4.60 4.80 5.00
SRS SAMIMEMSMSSY 1 NSIMNN | FSEMNSSS UMt M m/z 59.10 58.52%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A LS LR LN
59.0 420 440 4.60 480 5.00
0
150 a0 1010 m/z 101.00 21.78%
'”I'”'I”"P'”Pﬂ"ﬁw"W"JI"”I'”'?%q'l”'km”"P
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
420 440 460 480 500
5000 m/z 58.00 16.66%
15.0
58.0
20 27.0
miz--> 0 10 20 30 40 50 60 70 8 90 100 110
Abundance #4425: Butane, 1-ethoxy- A R Eaa
54.0 420 4.40 4.60 4.80 5.00
31.0 m/z 41.00 9.57%
5000 41.0
73.0
130 | mso.o“ | | 87.0 1020 |
miz--> 0 10 20 30 40 50 60 70 80 90 100 110 | 420 440 460 480 500
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 unknown7.03 Concentration Rank 1

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

7.03 119.37 ng 2175730 1,4-Dichlorobenzene-d4 7.37
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 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 925 (7.028 min): BF095783.D (-920) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 IREBY SRS SIS U A
401 540 J 6.60 6.80 7.00 7.20 7.40
e :|-.|.'.8,1-.1. AR m/z 68.10 37.86%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SR S L
6.60 6.80 7.00 7.20 7.40
310 510 m/z 134.00 32.37%
‘ L1 H | !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.60 6.80 7.00 7.20 7.40
5000 67.0 m/z 66.05 22.19%
41.0 97.0
117.0
54,0 81.0
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e
57.0 132.0 6.60 6.80 7.00 7.20 7.40
m/z 69.05 14 .65%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| I R EEE e e  RRR.
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 7
R.T. EstConc Area Relative to ISTD R.T.
15.64 5.22 ng 113386 Phenanthrene-d10 14.62
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 59
Abundance Scan 2389 (15.639 min): BF095783.D (-2385) (-) m/z 73.00 100.00%
431 730
5000 1291
213.2
97.0 LI UL I SN B
lllﬂ 157.1 1851 _- 1540 15.60 15.80 16.00
1 [ 1 ; m/z 60.00 84 .75%
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 LI UL I BN B
83.0 mmmmmmmm
VJM 1570 1geo 2130 260 | M/Z 43.10  82.34%
A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 | 30
15.40 15.60 15.80 16.00
5000 m/z 57.05 70.37%
o 129.0 1710 214.0
: 1520
m/z--> 25 Jo 65 éo 160 150 150 160 180 200 220 250 2éo
Abundance #95851: Pentadecanoic acid
43.0 | 73.0 15.40 15.60 15.80 16.00
m/z 41.05 61.54%
5000 129.0
15.0 LM
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 1-Heptacosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.24 10.68 ng 229738 Chrysene-di12 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 93
4 n-Nonadecanol-1 284 C19H400 001454-84-8 93
5 1-Nonadecene 266 C19H38 018435-45-5 93

Abundance . Scan 2831 (18.239 min): BF095783.D (-2827) () m/z 57.05 100.00%
>10 97.0
5000
.1 . 15100 18.20 1540 18,60
e m/z 55.00 97 .94%
m/z--> 50 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57.0 (97.0
5000 LR SN BN RS B
18.00 18.20 18.40 18.60
200 m/z 83.10 97.89%
27 0\ \ \“ \‘ \M\ I ‘\kl | 168.0 209.0238.0 278.0308.0 348.0378.0
m/z--> 50 100 150 200 250 300 350
Abundance
5.0 oo g
18.00 18.20 18.40 18.60
5000 m/z 43.05 94 .90%
26/0 139 0168.0 2100 26602950
m/z--> 50 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate B
57.0 18.00 18.20 18.40 18.60
97.0 m/z 69.10 92.12%
2710/ | l “‘ [0 1680 21002380 2830 3340
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 7 Heptacosane Concentration Rank 11

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

18.66 2.15 ng 46273 Chrysene-di12 18.33

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Heneicosane 296 C21H44 000629-94-7 86
5 2-methyloctacosane 408 C29H60 1000376-72-8 83

Abundance Scan 2903 (18.662 min): BF095783.D (-2899) (-) m/z 57.10 100.00%
57.1
5000
991 Trryrrrryrrrr[yrrrrJrrri
1411 2070 18.40 18.60 18.80 19.00
20— m/z 71.05 79.87%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57.0
5000 LN L L L L L
18. 40 18 60 18. 80 19. OO
990 m/z 43.05 78.35%
27\\‘.0\“\ “ h‘\ ﬂ‘w H ” “‘]'4‘:‘[ 0\ 183 0 225 O 267 0 309 O 351 0380 0
T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
I N E e R
18.40 18.60 18.80 19.00
5000 m/z 85.10 59.45%
99.0
141.0 1830 2250 267.0 309.0 367.0
— T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0 18.40 18.60 18.80 19.00
m/z 41.05 27 .41%
5000
27,0 | I\ 1410 1830  240.0
——— ... i T T T R IR o o
m/z--> 50 100 150 200 250 300 350 18. 40 18 60 18. 80 19. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 8 Octadecane, 1-chloro- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.05 5.8 ng 126621  Chrysene-di2 18.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 octadecane. i-chloro- 288 C18H37CI 003386-33-2 90

2 Heptadecane

3 Trichloroacetic acid. tetradecvl...
4 17-Pentatriacontene

240 C17H36

358 C16H29C1302

491 C35H70

000629-78-7 52
074339-52-9 49
006971-40-0 49

5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 49

Abundance Scan 2969 (19.050 min): BF095783.D (-2965) (-) m/z 57.10 100.00%
57.1
5000
18.80 19.00 19.20 19.40
m/z 43.05 71.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #134594: Octadecane, 1-chloro-
57.0
5000 LA B L L L L L L
85.0 18.80 19.00 19.20 19.40
29.0 m/z 71.10 63.35%
Ll ‘ \ I ﬂﬁ?%ﬁ;o 161.0 189.0 217.0 245.0  288.0
HW.H.P.”P.“,”.,“ T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57.0
T T T
18.80 19.00 19.20 19.40
5000 m/z 85.05 45 _.37%
85.0
29.0
113.0 1410 169.0 1960  240.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #189051: Trichloroacetic acid, tetradecyl ester T T T T
83.0 18.80 19.00 19.20 19.40
' m/z 55.10 31.71%
5000
139.0 168.0 196.0 241.0
R R R s SRR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 9 2-methyloctacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.77  6.13ng 115518 perylene-d12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 2-methvloctacosane 408 C29H60 1000376-72-8 91

2 Hentriacontane 437 C31H64 000630-04-6 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Pentacosane 352 C25H52 000629-99-2 87
Abundance Scan 3091 (19.768 min): BF095783.D (-3087) (-) m/z 57.10 100.00%
57.1
5000
99.1 o e
” || 1411 147, 19.40 19.60 19.80 20.00
SR | oo s 0’ o | m/z 71.10 78.32%
m/z--> 50 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000 LA L L L L LB L
19.40 19.60 19.80 20.00
99.0 m/z 43.10 63.34%
‘ﬁ h 1]y 1420 183.0 2250 2670 30900 3650
m/z--> 50 160 150 200 250 300 350 400 '
Abundance
57.0
19.40 19,60 19.80 20.00
5000 m/z 85.05 48 .40%
99.0
141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #141426: Heneicosane e B B B
57.0 19.40 19.60 19.80 20.00
m/z 55.00 25 .45%
5000
99.0
150 | | |4 | ) 1410 1830 2050 296.0
m/z--> 50 1(')0 150 200 250 300 350 400 ' 1940 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 10 Heptadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

20.45 3.21 ng 60443 Perylene-d12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Octacosane 394 C28H58 000630-02-4 90
3 2-methvloctacosane 408 C29H60 1000376-72-8 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Octadecane 254 C18H38 000593-45-3 86

Abundance Scan 3207 (20.450 min): BF095783.D (-3203) (-) m/z 57.10 100.00%

51.1

5000

99.0 e
39.1 1781 2133  267.0 20.20 20.40 20.60 20.80
m/z 71.05 71.31%

m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57.0
5000 LA B L L L L L L
20.20 20.40 20.60 20.80
99.0 m/z 85.10 64 .15%
210 | | | u‘ | 1410 1830 2400
T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
A R
20.20 20.40 20.60 20.80
5000 m/z 43.05 49 _.80%
99.0
21.0 141.0 1830 2250 2810 337.0  394.0
I e B E e e e
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane S RREmsma S
57.0 20.20 20.40 20.60 20.80
m/z 99.05 20.66%
5000
99.0
27,0 ‘ L ) 1410 1830 2250 267.0 309.0  365.0
e L L e B e e
m/z--> 50 100 150 200 250 300 350 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF060817\
Data File : BF095783.D

Aca On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample : 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF060517 .M
Quant Title : 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 11 unknown20.49 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.49 2.53 ng 47676 Perylene-di12 20.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Amino-1-ethvlpvrazole 111 C5HON3 003528-58-3 30
2 trans-1.3-Diethvlcvclopentane 126 C9H18 1000113-87-1 30
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 27
4 Cvclohexane. 2.4-diisopropvl-1.1... 196 C14H28 1000149-60-5 27
5 Cycloheptanecarboxylic acid 142 C8H1402 001460-16-8 25
Abundance Scan 3214 (20.492 min): BF095783.D (-3210) (-) m/z 97.10 100.00%
1

5000
171.0
195.0

2351 267.1 SN
20.20 20.40 20.60 20.80
m/z 83.10 68.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6085: 5-Amino-1-ethylpyrazole
83.0
5000 1110 LIS L L L L L L
20. 20 20 40 20. 60 20 80
28.0 54.0 m/z 55.05 65.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
55.0
. R R S REEEE
or.0 20.20 20.40 20.60 20.80
5000 m/z 81.10 56.30%
29.0 126.0

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

Abundance #11612: 1-Ethyl-3-methylcyclohexane (c,t) e  RRRES BEm

55.0 97.0 20.20 20.40 20.60 20.80

' m/z 43.00 49_.10%
5000
126.0
w "

T ——

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 20. 20 20 40 20. 60 20 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF060817\
Data File : BF095783.D

Acq On : 8 Jun 2017 15:00

Operator : SJ/MA

Sample - 13469-13

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF060517 .M
Quant Title : 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... 4.59 10.0 ng 181759 1 7.37 364529 20.0
unknown7 .03 7.03 119.4 ng 2175730 1 7.37 364529 20.0
n-Hexadecanoic acid 15.64 5.2 ng 113386 4 14.62 434076 20.0
1-Heptacosanol 18.24 10.7 ng 229738 5 18.33 430304 20.0
Heptacosane 18.66 2.1 ng 46273 5 18.33 430304 20.0
Octadecane, 1-chl... 19.05 5.9 ng 126621 5 18.33 430304 20.0
2-methyloctacosane 19.77 6.1 ng 115518 6 20.00 376853 20.0
Heptadecane 20.45 3.2 ng 60443 6 20.00 376853 20.0
unknown20.49 20.49 2.5 ng 47676 6 20.00 376853 20.0
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