LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089291.D

Aca On = 25 Jul 2016 22:13

Operator : UM/SJ

Sample : H4207-06

Misc :

ALS Vial : 23 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-BF072016.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 1.701 9 10 49 rVB 1218724 2567097 100.00% 17.358%
2 4.696 269 272 281 rBV 42245 82838 3.23% 0.560%
3 5.141 309 311 329 rBVY 1052089 1356979 52.86% 9.175%
4 6.227 403 406 408 rBV 976130 1426997 55.59% 9.649%
5 6.330 413 415 433 rVB 1410032 1535811 59.83% 10.384%

6.559 433 435 446 rVB 234860 286376 11.16% 1.936%
6.719 446 449 451 rBV 1218680 1193138 46.48% 8.067%
483 485 504 rBvV 609236 952539 37.11% 6.441%
7.850 545 548 550 rBV 299663 348189 13.56% 2.354%
8.925 640 642 645 rBV 1419000 1412201 55.01% 9.549%

=
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11 9.325 675 677 680 rBvV 479541 414504 16.15% 2.803%
12 9.587 698 700 703 rBV 416408 401752 15.65% 2.716%
13 10.376 767 769 778 rBV 813496 830996 32.37% 5.619%
14 10.513 778 781 787 rVB2 25227 45418 1.77% 0.307%
15 11.062 827 829 834 rBV 374792 355690 13.86% 2.405%

16 12.639 965 967 970 rBV 729881 1037276 40.41% 7.014%
17 13.554 1044 1047 1052 rBV 30113 43765 1.70% 0.296%

18 13.679 1056 1058 1066 rBV 266655 265671 10.35% 1.796%
19 15.017 1173 1175 1181 rBV 190142 232303 9.05% 1.571%

Sum of corrected areas: 14789540
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089291.D

Aca On = 25 Jul 2016 22:13

Operator : UM/SJ

Sample : H4207-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089291.D
1400000 6|33

1.70 6.72
1200000
5.14

1000000 6.23

800000

600000 13

400000
6.56

200000 & o L U L

o T e
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF089291.D
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Abundance TIC: BF089291.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089291.D

Aca On = 25 Jul 2016 22:13

Operator : UM/SJ

Sample : H4207-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.70 5.79 ng 82838 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-0Octanol 130 C8H180 000589-98-0 25
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 272 (4.696 min): BF089291.D (-269) (-) m/z 43.10 100.00%
43
59
5000
101 ) A
49 | 83 440 4.60 4.80 5.00
o . OV OSSN E— m/z 59.10 62.45%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L I L
59 440 460 4.80 5.00
m/z 101.10 24 .46%
0 25 3L 37 | 83 g3 101
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 440 460 480 500
5000 m/z 58.10 16.88%
29 101
o 15 37 51 73 83 95
miz--> 0 20 30 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol L L L L B
59 440 4.60 4.80 5.00
m/z 41.10 9.82%
5000 41 83
31
101
“‘ ‘\‘M 53‘“\ 69 Il 112
e R IR R R I UL RS I AR ASS RAARS AR DS SR U L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089291.D

Aca On = 25 Jul 2016 22:13

Operator : UM/SJ

Sample : H4207-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 3 unknown6.33 Concentration Rank 2

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

6.33 107.26 ng 1535810 1,4-Dichlorobenzene-d4 6.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10

Abundance Scan 415 (6.330 min): BF089291.D (-413) (-) m/z 132.00 100.00%
132
5000 68
40 54 ‘ 75 ° 104 6.00 6.20 6.40 6.60
62 : : : :
Ol 1 ,.-:.-.|,....,..5.‘?,....,.'!..,.1.1?.,....,'...,.. m/z 68.10 45.76%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000
6.00 6.20 6.40 6.60
3 78 m/z 134.00 32.11%
1 33
44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
6.00 6.20 6.40 6.60
5000 m/z 66.05 29.88%
33 44 - g7 105
o 51 60 B g 115
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl-
132 6.00 6.20 6.40 6.60
m/z 69.10 19.24%
104
5000
ot i 115
39 65 ‘ 91
0'“'ﬁ?“wh'ww?n““'w“H\“'w““'wj“l“bw'“'lt“ T IBENARBERARBE AR SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089291.D

Aca On = 25 Jul 2016 22:13

Operator : UM/SJ

Sample : H4207-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 10-Methylnonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.51 2.55 ng 45418 Phenanthrene-d10 11.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 90
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 90
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tetracosane 338 C24H50 000646-31-1 86
5 Nonadecane 268 C19H40 000629-92-5 86
Abundance Scan 781 (10.513 min): BF089291.D (-778) (-) m/z 57.10 100.00%
57
85
5000 4
113 155 185 10.20 10.40 10.60 10.80
0 m/z 71.10 74.66%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129494: 10-Methylnonadecane
57
85
5000 4
10.20 10.40 10.60 10.80
154 m/z 43.10 70.61%
113
o.nwm.w”.\Jhphuw”h,m”,”ﬁp.”..”..”..”..ugqip.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
10.20 10.40 10.60 10.80
5000 Al 85 m/z 85.10 51.11%

154
0 13 13974169 197 224230 266281206
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane
57 10.20 10.40 10.60 10.80
m/z 91.10 47 . 46%
5000 4 35
ol 15 ‘ ‘ “ Iod 13 L 141 169 197 225 253268 296
T T T T T T T T T T T e e e R R AR Rmaen e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072516\
Data File : BF089291.D

Aca On = 25 Jul 2016 22:13

Operator : UM/SJ

Sample : H4207-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF072016_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 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.55 3.29 ng 43765 Chrysene-di12 13.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 87
2 l1-Hexacosanol 382 C26H540 000506-52-5 74
3 Carbonic acid. isobutvl octadecv... 370 C23H4603 1000314-61-5 72
4 l1sobutyl tetradecvl carbonate 314 C19H3803 959275-58-2 50
5 4-Undecene, 6-methyl- 168 C12H24 1000061-85-4 38
Abundance Scan 1047 (13.554 min): BF089291.D (-1044) (-) m/z 55.10 100.00%
56
5000 111

| | 13.20 13.40 13.60 13.80
ol I e e e A B B A m/z 57.10 97 .84%

m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1
43
5000 83 .,A...,....,.4..4....,.
13.20 13.40 13.60 13.80
18 11 m/z 43.10 96.91%
o il e ls M A /140 168 196 238 266 308 336
e T T
m/z--> 5 150 200 250 300 350
Abundance
43
e e
13.20 13.40 13.60 13.80
5000 83 m/z 83.10 92.24%
18 111
o 65 139 168 196 224 252 278 308 336 364
e e
m/z--> 50 100 150 200 250 300 350
Abundance #197139: Carbonic acid, isobutyl octadecy! ester R ma e B
57 13.20 13.40 13.60 13.80
m/z 69.10 84 .68%
5000
H 7 1l Jut
m/z--> 50 200 250 300 350 13. 20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF072516\
Data File : BF089291.D

Acq On = 25 Jul 2016 22:13

Operator : UM/SJ

Sample - H4207-06

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF072016 .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... 4.70 5.8 ng 82838 1 6.56 286376 20.0
unknown6 .33 6.33 107.3 ng 1535810 1 6.56 286376 20.0
10-Methylnonadecane 10.51 2.5 ng 45418 4 11.06 355690 20.0
n-Tetracosanol-1 13.55 3.3 ng 43765 5 13.68 265671 20.0
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