LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087271.D

Aca On : 21 May 2016 14:27

Operator : UM/SJ

Sample : H3169-04

Misc :

ALS Vial : 42 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-BF051716.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 8 10 48 rVB 2975826 5932795 100.00% 14.567%
2 4.684 268 271 284 rBV 249530 591731 9.97% 1.453%
3 5.142 309 311 334 rBVY 3046687 3624852 61.10% 8.900%
4 6.227 403 406 408 rBV 3492639 3732536 62.91% 9.164%
5 6.330 413 415 417 rBV 3445869 3742880 63.09% 9.190%

6.559 433 435 441 rVB 660313 904820 15.25% 2.222%
6.707 446 448 451 rBV 2878117 2619826 44.16% 6.432%
7.130 483 485 499 rBV 2229457 2336258 39.38% 5.736%
1098547 1223916 20.63% 3.005%
8.925 639 642 644 rBV 4261910 4311917 72.68% 10.587%
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11 9.325 675 677 681 rBvV 516420 461442 7.78% 1.133%
12 9.531 693 695 697 rBvV 99553 102538 1.73% 0.252%
13 9.588 697 700 702 rBV 1603808 1402429 23.64% 3.443%
14 10.033 735 739 740 rBV 193113 182367 3.07% 0.448%
15 10.251 755 758 761 rBV 55072 92026 1.55% 0.226%

16 10.376 766 769 772 rBV 2409193 2373630 40.01% 5.828%
17 10.502 778 780 787 rVB 200302 254437 4._.29% 0.625%
18 10.948 817 819 820 rBV 102151 91726 1.55% 0.225%
19 11.062 827 829 832 rBV 1359264 1283042 21.63% 3.150%
20 12.651 965 968 970 rBV 3358666 3715197 62.62% 9.122%

21 13.588 1046 1050 1056 rBv4 29409 106874 1.80% 0.262%
22 13.691 1056 1059 1066 rVB 923263 933375 15.73% 2.292%
23 15.040 1175 1177 1183 rBV 519663 707788 11.93% 1.738%

Sum of corrected areas: 40728402
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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:\HPCHEM1I\BNA F\DATA\BF052016\

BF087271.D

21 May 2016 14:27

UM/SsJ

H3169-04

42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF087271.D
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Abundance TIC: BF087271.D
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8270-BF051716.M Mon May 23 19:43:44 2016 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087271.D

Aca On : 21 May 2016 14:27

Operator : UM/SJ

Sample : H3169-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.68 13.08 ng 591731 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 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 Butane 58 C4H10 000106-97-8 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 271 (4.684 min): BF087271.D (-268) (-) m/z 43.05 100.00%
]
5000 59 [\\\‘
101 PSSR SR SR
440 460 480 5.00
Okl Bl 8 | "wm/z B59.10 47.33%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 4.40 4.60 4.80 5.00
m/z 101.10 13.83%
o 25 3 37 83 g3 01
miz--> A A N e A A A
Abundance
43
440 460 480 500
5000 57 m/z 58.05 13.30%
29
101
37 50 78
e L UL SR UL UL IULILL UL UL SRS B __J\\\_
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3602: 1-Propen-2-ol, acetate R BB ma e
a8 440 460 480 5.00
m/z 41.10 9.67%
5000
58
L 27 37 72 100 A
O R S S S I UL UL L UL R R R L L
m/z--> 10 20 30 40 50 60 70 80 90 100 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087271.D

Aca On : 21 May 2016 14:27

Operator : UM/SJ

Sample : H3169-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 3 unknown6.33 Concentration Rank 2

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

6.33 82.73 ng 3742880 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 415 (6.330 min): BF087271.D (-413) (-) m/z 132.10 100.00%
132
5000 68
40 5 % 6.00 620 640 6.60
ol Jrer | Asus | n/z 68.10  43.18%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IBENABERARBE AR SRR
6.00 6.20 6.40 6.60
31 51 78 m/z 134.10 33.35%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.00 620 640 6.60
5000 m/z 66.05 29.84%
33 aa o 105
o 60 80 115
miz--> 4 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R Ra e AmEmmEEoLEL
57 132 6.00 6.20 6.40 6.60
24 m/z 69.05 18.34%
5000 98 116
o -‘-“‘. 89 | dor ‘-“. 18189
m/z--> 40 60 80 100 120 140 160 180 6.00 6.20 6.40 6.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\HPCHEM1I\BNA F\DATA\BF052016\

BFO87271.D

21 May 2016 14:27
UM/SJ

H3169-04

42 Sample Multiplier: 1

= C:\DATABASE\NISTO2.L

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Eicosane Concentration Rank 6

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

10.03 2.60 ng 182367 Acenaphthene-d10 9.59

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Hexadecane 226 C16H34 000544-76-3 91
3 Tridecane 184 C13H28 000629-50-5 86
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 80
5 Tetradecane 198 C14H30 000629-59-4 80

Abundance

a3

Scan 739 (10.033 min): BF087271.D (-735) (-)

5000

99 113127141155

m/z

57.10 100.00%

9.80 10.00 10.20 10.40

m/z

43.05 80.63%

980 10. OO 10.20 10. 40

0!

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107652: Eicosane
43 57
71
5000
85
29 9
0 | L L 3127141156169 282
T T T e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 %7
5000 n
85
29

99113127141155169183197 226

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

m/z

71.10 49_.42%

9.80 10.00 10.20 10.40

m/z

41.10 40.30%

9.80 10.00 10.20 10.40

Abundance #45544: Tridecane
43 37
71
5000
85
29
s ||| eusenames e

e e e e e e e e e e e

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

m/z

85.10 31.77%

9.80 10.00 10.20 10.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF052016\
Data File : BF087271.D

Aca On : 21 May 2016 14:27

Operator : UM/SJ

Sample : H3169-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF051716.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 Trichloroacetic acid, penta... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.59 2.29 ng 106874 Chrysene-di12 13.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 91
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
3 1-Tetracosanol 354 C24H500 000506-51-4 91
4 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 90
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 87
Abundance Scan 1050 (13.588 min): BF087271.D (-1046) (-) 43.10 100.00%
48
69
97
5000
125 LA USRI
207 13. 20 13. 40 13 60 13. 80 14. oo
(o} m/z 55.05 89 .54%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #148859: Trichloroacetic acid, pentadecyl ester
43
83
5000 AR BRI B BN B
13. 20 13. 40 13 60 13. 80 14. oo
m/z 57.05 81.73%
o 2 139 182 210
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
43
69 AU AR BN SRR S
97 13.20 13.40 13.60 13.80 14.00
5000 m/z 69.10 73.85%
125
o 26 153 196 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #142901: 1-Tetracosanol
43 13.20 13.40 13.60 13.80 14.00
m/z 41.05 63.49%
5000 83
18
o [l fe 140 168 196 238 266 308 336
m/z--> %&eommmmmmmmmmmmmmmmmm anmnmnmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF052016\
Data File : BF087271.D

Acq On : 21 May 2016 14:27

Operator : UM/SJ

Sample : H3169-04

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF051716_.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... 4.68 13.1 ng 591731 1 6.56 904820 20.0
unknown6 .33 6.33 82.7 ng 3742880 1 6.56 904820 20.0
Eicosane 10.03 2.6 ng 182367 3 9.59 1402430 20.0
Trichloroacetic a... 13.59 2.3 ng 106874 5 13.69 933375 20.0
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