LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120115\
Data File : BF083381.D

Aca On : 1 Dec 2015 19:26

Operator : UM/I1Z

Sample : 64593-01

Misc :

ALS Vial : 6 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-BF113015.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 .659 257 260 276 rBV 827319 1462873 29.38% 3.407%
2 5.139 299 302 319 rBVY 3754150 4435517 89.08% 10.329%
3 6.213 394 396 399 rBY 3782854 4432923 89.03% 10.323%
4 6.316 403 405 408 rBY 3364884 4209749 84.55% 9.804%
5 6.544 423 425 428 rBV 930326 931756 18.71% 2.170%
6 6.705 437 439 441 rBV 3332952 2974019 59.73% 6.926%
7 7.116 473 475 478 rBVY 2270976 2742127 55.07% 6.386%
8 7.276 486 489 495 rBV 102545 176816 3.55% 0.412%
9 7.836 536 538 541 rBVY 1345741 1196742 24.04% 2.787%
10 8.922 630 633 635 rBY 3837314 4979031 100.00% 11.595%

11 9.322 666 668 670 rBvV 963448 889755 17.87% 2.072%
12 9.539 685 687 689 rBvV 104147 96767 1.94% 0.225%
13 9.585 689 691 693 rBVY 1379553 1365812 27.43% 3.181%
14 10.042 729 731 733 rVB 185021 164210 3.30% 0.382%
15 10.259 747 750 753 rBV 70842 121213 2.43% 0.282%

16 10.373 758 760 763 rvV 3022260 3041277 61.08% 7.082%
17 10.522 771 773 777 rBV 168489 253114 5.08% 0.589%
18 11.014 814 816 818 rBV 112252 114993 2.31% 0.268%
19 11.128 823 826 828 rBV 950632 1400750 28.13% 3.262%
20 11.219 830 834 839 rvB3 32473 93274 1.87% 0.217%

21 11.825 885 887 892 rBv2 207521 344379 6.92% 0.802%
22 12.465 941 943 946 rBV 70759 89131 1.79% 0.208%
23 12.899 979 981 983 rBV 71991 117129 2.35% 0.273%
24 12.968 983 987 989 rvB2 51963 127755 2.57% 0.298%
25 13.219 1006 1009 1012 rBV 3618663 4743827 95.28% 11.047%

26 14.671 1133 1136 1140 rBV2 52563 141912 2.85% 0.330%
27 14.751 1140 1143 1146 rVV 891777 1320149 26.51% 3.074%
28 16.808 1321 1323 1331 rBV 562978 974015 19.56% 2.268%

Sum of corrected areas: 42941015
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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\BF120115\

BF083381.D
1 Dec 2015 19:26
umsiz
G4593-01
6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083381.D

Aca On : 1 Dec 2015 19:26

Operator : UM/I1Z

Sample : 64593-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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._.66 31.40 ng 1462870 1,4-Dichlorobenzene-d4 6.54
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 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 260 (4.659 min): BF083381.D (-257) (-) m/z 43.10 100.00%
d1 ﬂ
59.1
5000
101.1
4.40 4.60 4.80 5.00
O by 8L 690 831 | U590 53.58%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I I L L
59.0 440 460 480 5.00
m/z 101.10 15.44%
31.0 83.0 93010‘1.0
-
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
4.40 4.60 4.80 5.00
5000 m/z 58.10 14 .50%
41.0
29.0 101.0
0"I'"'I""I""I'"§q9'"I""Z?R'I'gqgl""l""l
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8116: 2-Hexanol, 2-methyl-
59.0 4.40 4.60 4.80 5.00
m/z 41.10 8.42%
5000
410 101.0
o150 30 T 10 | 690 830
m/z--> 10 20 30 40 50 60 70 8 9 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083381.D

Aca On : 1 Dec 2015 19:26

Operator : UM/I1Z

Sample : 64593-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.32 Concentration Rank 1

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

6.32 90.36 ng 4209750 1,4-Dichlorobenzene-d4 6.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 405 (6.316 min): BF083381.D (-403) (-) m/z 132.10 100.00%
13p.1
68.1
5000
96.1 L I R I R
401 549 o 150 ‘ 6.00 620 640 6.60
0 B0 T .2 | m/z 68.10 60.34%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132.0
97.0
5000 BESSEBE SRR AR SR
6.00 6.20 6.40 6.60
70.0 m/z 66.10 37.09%
310 440
0 | L L | \ ! 116.0 !
miz--> 40 60 80 100 120 140 160 180
Abundance
132.0
6.00 620 640 6.60
5000 m/z 134.10 32.66%
51.0 70.0 86.0
L B N L WL W S W
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R ma e RRREE
57.0 132.0 6.00 6.20 6.40 6.60
m/z 69.10 23.54%
74.0
5000 98.0 116.0
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0|
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083381.D

Aca On : 1 Dec 2015 19:26

Operator : UM/I1Z

Sample : 64593-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Hexanoic acid, 2-ethyl- Concentration Rank 6

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

7.28 2.95 ng 176816 Naphthalene-d8 7.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 59
3 Heptanoic acid. 2-ethvl- 158 C9H1802 003274-29-1 42
4 1.4-Dioxane 88 C4H802 000123-91-1 38
5 Ethanamine, N-methyl-N-nitroso- 88 C3H8N20 010595-95-6 37

Abundance Scan 489 (7.276 min): BF083381.D (-486) (-) m/z 73.10 100.00%
73.1
5000 11 J\/\
01.1 I LS SRS S
JM‘ K 7.00 7.20 7.40 7.60
0 o o b g A m/z 88.10 82.36%
m/z--> 50 100 150 200 250 300 350
Abundance #20007: Hexanoic acid, 2-ethyl-
73.0
5000 R UL A IURIL I
41.0 7.00 7.20 7.40 7.60
‘ 01.0 m/z 57.10 39.39%
o0 oy 4o uj A0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0  88.0

7.00 7.20 7.40 7.60
5000 m/z 41.10 38.48%

115.0142.0 173.0  214.0242.0272.0 313.0 355.0

o T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #28762: Heptanoic acid, 2-ethyl-
88.0 7.00 7.20 7.40 7.60
m/z 87.10 24 .56%
5000
A O
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083381.D

Aca On : 1 Dec 2015 19:26

Operator : UM/I1Z

Sample : 64593-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7
R.T. EstConc Area Relative to ISTD R.T.
10.04 2.40 ng 164210 Acenaphthene-d10 9.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Octane. 2.4.6-trimethvl- 156 C11H24 062016-37-9 78
3 Hexadecane 226 C16H34 000544-76-3 72
4 Eicosane 282 C20H42 000112-95-8 64
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 64

Abundance Scan 731 (10.042 min): BF083381.D (-729) (-) m/z 57.10 100.00%

5%.1

5000
39 1131 1410 9.80 10.00 10.20 10.40
0 168.2 m/z 43.10 66.50%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #55008: Tetradecane
57.0
5000 85.0 L B LN B
9. 80 10 00 10. 20 10 40
29.0 m/z 71.10 43.29%
. | I [ 1130 1410 1600 1980
”.,”..“..w..”,.”.,”..“.....” R EEREEEEE S R
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
57.0
9.80 10.00 10.20 10.40
5000 m/z 85.10 38.87%
85.0
29.0
0 110.0127.0 156.0
A I e o e e I B o R mE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #73965: Hexadecane R e LR RS
57.0 9.80 10.00 10.20 10.40
m/z 41.10 29.73%
5000
85.0
29.0
0 ‘ “ I 4l ‘ , 1130 141.0 169.0 197.0 226.0
I LI o e e e o L R EE e e T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 980 10 00 10. 20 10 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083381.D

Aca On : 1 Dec 2015 19:26

Operator : UM/I1Z

Sample : 64593-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.52 3.61 ng 253114 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane 184 C13H28 000629-50-5 90
4 Tetracosane 338 C24H50 000646-31-1 90
5 Hexadecane 226 C16H34 000544-76-3 86
Abundance Scan 773 (10.522 min): BF083381.D (-771) (-) m/z 57.10 100.00%
5%.1
5000 851
113.2 10.20 10.40 10.60 10.80
o...,....i...|,.!'..,!~...",..:'.,.-.1.‘.‘?..1..1‘?9?.... e eaae | m/z 43.10  75.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #107652: Eicosane
57.0
5000 UUAAR DA SRR
85.0 10. 20 10 40 10 60 10.80
29.0 m/z 71.10 66.21%
0 L \‘ i) “113014101690 2820
m/z--> 25 45 60 85 160 120 140 160 180 200 220 240 260 280 360 350
Abundance
57.0
10,20 10.40 10.60 10.80
0
5000 85.0 m/z 85.10 37.45%
29.0

113.0141.0 169.0  212.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #45544: Tridecane e Rl R R R RS
57.0 10.20 10.40 10.60 10.80
m/z 41.10 33.05%
5000
85.0
29.0
ob L |, 11301410 1840
e e e e e e e e LR BaE s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10. 20 10 40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083381.D

Aca On : 1 Dec 2015 19:26

Operator : UM/I1Z

Sample : 64593-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.83 4.92 ng 344379 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Undecanoic acid 186 C11H2202 000112-37-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 78
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 887 (11.825 min): BF083381.D (-885) (-) m/z 43.10 100.00%
431 731
5000
97.1 1291 IR B SO SURIURA SUMS
157.1 1852 213.2 256.2 11.60 11.80 12.00 12.20
| : m/z 73.10 87.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 IR B SO SURIURN SUL
11.60 11.80 12.00 12.20
1290 2560 m/z 60.10 79.05%
. L T 90170 2150 |
m/z--> 25 Jo éo 80 100 120 150 160 180 200 220 250 2éo
Abundance
43.0 | 730
11160 1180 12.00 12.20
5000 m/z 57.10 73.30%
129.0 242.0
97.0 199.0
o 149.0 171.0 223 0
m/z--> 25 Jo éo 85 160 150 150 160 180 200 220 240 260
Abundance #46615: Undecanoic acid AR Baa T e
60.0 11.60 11.80 12.00 12.20
m/z 41.10 70.59%
5000
29.0 85.0 129.0
186.0
0 .“.“ | . W” 4070, “ \”1;‘3,7?”, N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF120115\
Data File : BF083381.D

Aca On : 1 Dec 2015 19:26

Operator : UM/I1Z

Sample : 64593-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 1-Hexacosanol Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.67 2.15 ng 141912 Chrysene-di12 14.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 78
2 1-Tetracosanol 354 C24H500 000506-51-4 72
3 Cvclopentane. 1.1.3-trimethvl- 112 C8H16 004516-69-2 58
4 Trifluoroacetic acid. n-heptadec... 324 C17H31F302 1000216-79-2 47
5 Cyclopentane, 1l-ethyl-2-methyl- 112 C8H16 003726-46-3 38

Abundance Scan 1136 (14.671 min): BF083381.D (-1133) (-) m/z 57.10 100.00%
57.1
97.1
5000
| 1125.1 14,40 14.60 14.80 15.00
o — N — m/z 43.10 88.07%
m/z--> 50 100 150 200 250 300 350
Abundance #152038: 1-Hexacosanol
43.0
5000 83.0 R IR DU B SO
14.40 14.60 14.80 15.00
1110 m/z 55.05 81.06%
Olsby | J‘M‘Jﬂﬁh‘y 139.0168.0196.0224.0252.0280.0308.0336.0364.0
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
14.40 14.60 14.80 15.00
5000 83.0 m/z 69.10 75 .53%
111.0
o150 140.0168.0196.0  238.0266.0 308.0336.0
m/z--> 50 100 150 200 250 300 350
Abundance #6621: Cyclopentane, 1,1,3-trimethyl-
55.0 14.40 14.60 14.80 15.00
m/z 83.10 74 .46%
83.0
5000
27.0
H \ 112.0
0..“.‘.‘iﬂ.‘.‘.“.‘l....|....|.... ———
m/z--> 50 100 150 200 250 300 350 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120115\
Data File : BF083381.D

Acq On : 1 Dec 2015 19:26

Operator : UM/1Z

Sample - G4593-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.66 31.4 ng 1462870 1 6.54 931756 20.0
unknown6 .32 6.32 90.4 ng 4209750 1 6.54 931756 20.0
Hexanoic acid, 2-... 7.28 3.0 ng 176816 2 7.84 1196740 20.0
Tetradecane 10.04 2.4 ng 164210 3 9.58 1365810 20.0
Eicosane 10.52 3.6 ng 253114 4 11.13 1400750 20.0
n-Hexadecanoic acid 11.83 4.9 ng 344379 4 11.13 1400750 20.0
1-Hexacosanol 14.67 2.1 ng 141912 5 14.75 1320150 20.0
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