LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086065.D

Aca On : 5 Apr 2016 5:34

Operator : UM/SJ

3?22'6 : H2111-06 AMBOY-SB-40COMP(0.5-15.0
ALS Vial : 29 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-BF040216.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 4.944 248 250 260 rBV 68196 126745 3.91% 0.507%
2 5.367 284 287 289 rBVY 2738168 2985768 92.13% 11.934%
3 6.419 375 379 381 rBVY 2254017 3163920 97.63% 12.646%
4 6.533 387 389 392 rBY 2855964 2778662 85.74% 11.106%
5 6.762 407 409 412 rBV 764620 665989 20.55% 2.662%
6 6.922 420 423 425 rBV 2434720 2513377 77.55% 10.046%
7 7.333 456 459 461 rBVY 1907051 1865957 57.58% 7.458%
8 8.053 519 522 524 rBV 557773 767147 23.67% 3.066%
9 9.128 613 616 618 rBY 3317932 3240777 100.00% 12.953%
10 9.516 648 650 653 rBV 264443 286922 8.85% 1.147%
11 9.733 667 669 671 rBV 67644 54232 1.67% 0.217%
12 9.802 673 675 677 rVB 744248 753070 23.24% 3.010%
13 10.236 709 713 714 rBV 58965 69114 2.13% 0.276%
14 10.453 728 732 735 rBV 26219 43084 1.33% 0.172%

15 10.591 741 744 746 rBV 1616791 1525491 47.07% 6.097%

16 10.705 752 754 761 rVB 80731 97159 3.00% 0.388%
17 11.276 802 804 807 rBv2 533365 637442 19.67% 2.548%
18 12.865 940 943 945 rBV 2510698 2282212 70.42% 9.122%
19 13.768 1019 1022 1029 rBV2 54224 98441 3.04% 0.393%
20 13.917 1032 1035 1038 rBV 620688 565399 17.45% 2.260%

21 14.682 1098 1102 1104 rBV2 18244 34393 1.06% 0.137%

22 15.322 1155 1158 1161 rBV 363137 425423 13.13% 1.700%

23 19.049 1480 1484 1490 rVB7 11765 38811 1.20% 0.155%
Sum of corrected areas: 25019535
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086065.D

Aca On : 5 Apr 2016 5:34

Operator : UM/SJ

ﬁ?ggle : H2111-06 AMBOY-SB-40COMP(0.5-15.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086065.D

3000000 6.53
5.37

2500000 6.92
6.42

2000000 7.33
1500000
1000000
6.76

500000

4.94
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF086065.D

3000000

2500000 12.81

2000000

10.59
1500000

1000000
9.80

8.05 11.28

500000
9.52

0 L. — ,\ S, 19\'2410'4JE-2'\70

A
LA B B B R B S LN B S BN S S B R RN SN B SR S RN R S R S E B B SR B EE B R B B B B U B S R R R B S R R

T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF086065.D

3000000

2500000

2000000

1500000

1000000

500000 15.32

77 14.68 19.05

e e T T T T T e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00

8270-BF040216.M Tue Apr 05 16:27:32 2016 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086065.D

Aca On : 5 Apr 2016 5:34

Operator : UM/SJ

ﬁ?ggle : H2111-06 AMBOY-SB-40COMP(0.5-15.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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.

4.94 3.81 ng 126745 1,4-Dichlorobenzene-d4 6.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 3-Hexanol 102 C6H140 000623-37-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 23
4 5-Hexen-2-one 98 C6H100 000109-49-9 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 250 (4.944 min): BF086065.D (-248) (-) m/z 43.10 100.00%
431
59.1
5000
101.1 ISR ARERE NI NAREE
| 831 | 4.60 4.80 5.00 5.20
Ottt e e m/z 59.10 59.19%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I L R
59.0 460 480 500 520
m/z 101.10 20.90%
31.0 ‘ g30 1010
O'W'“Wﬂ'“T“'w'”'w'“l“'w“”'w'“”“'w'“'w'”l”'w'“'l
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 310 430 73.0 m/z 58.10 16.08%
0 84.0 1010
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester R A RaEEs
59.0 4.60 4.80 5.00 5.20
m/z 41.10 9.46%
5000 41.0
0 LN 1L 1730 1260 1420
mz-> % 30 4b 80 60 10 80 9 100 10 120 130 140 460 480 500 520
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086065.D

Aca On : 5 Apr 2016 5:34

Operator : UM/SJ

ﬁ?ggle : H2111-06 AMBOY-SB-40COMP(0.5-15.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 unknown6.53 Concentration Rank 1

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

6.53 83.44 ng 2778660 1,4-Dichlorobenzene-d4 6.76
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 389 (6.533 min): BF086065.D (-387) (-) m/z 132.10 100.00%
13R.1
5000 68.1
00511 || o1r % 1ieo PSP
e m/z 68.10 40.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRS R
6.20 6.40 6.60 6.80
310 5L0 m/z 134.10 33.03%
0""'H‘ll'H'l'l""l""l""'l""l""l""l""
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 680
5000 67.0 m/z 66.10 25.49%
41.0 97.0
117.0
o 54,0 81.0
miz--> 40 60 80 100 120 140 160 180 i
Abundance #48639: Tranylcypromine-propiony! R R EEEEmEaEs
57.0 132.0 6.20 6.40 6.60 6.80
240 m/z 96.10 16.55%
5000 9go 1160
Ouuuuluuu‘u‘l‘u‘uu‘u‘hl||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R R REE L
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086065.D

Aca On : 5 Apr 2016 5:34

Operator : UM/SJ

ﬁ?ggle : H2111-06 AMBOY-SB-40COMP(0.5-15.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.70 3.05 ng 97159 Phenanthrene-d10 11.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 83
5 Heptacosane 380 C27H56 000593-49-7 80
Abundance Scan 754 (10.705 min): BF086065.D (-752) (-) m/z 57.10 100.00%
57.1
5000 851
1131 10y 4 1040 1060 10580 1160
0! m/z 71.10 73.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane
57.0
5000 IR DR DU DU SRR
85.0 1040 10,60 10.80 11.00
29.0 m/z 43.10 66.12%
113.0
0 ‘ | | 7Y 141.0169.0 197.0 225 0 253 0 281.0309.0 338.0
m/z--> 2'0 4'0 6|O 8|0 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57.0
10,40 10.60 10.80 11.00
5000 85.0 m/z 85.10 51.49%
29.0

113.0141.0 169.0 198.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #115570: Heneicosane T e T
57.0 10.40 10.60 10.80 11.00
m/z 41.10 28.88%
85.0
5000
29.0 113.0
o I 141.0169.0 197.0225.0253.0  296.0
rrprr e e e e e e e R B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 10 40 10 60 10 80 11. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040416\

Data File : BF086065.D

Aca On : 5 Apr 2016 5:34

Operator : UM/SJ

ﬁ?ggle : H2111-06 AMBOY-SB-40COMP(0.5-15.0
ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_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 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.77 3.48 ng 98441 Chrysene-di12 13.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 83
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 74
3 17-Pentatriacontene 491 C35H70 006971-40-0 74
4 1-Tetracosanol 354 C24H500 000506-51-4 72
5 1-Nonadecene 266 C19H38 018435-45-5 70
Abundance Scan 1022 (13.768 min): BF086065.D (-1019) (-) m/z 57.10 100.00%
571
97.1
5000
a2 o 1340 13160 13,80 1400
Ol ,...w....“...,”..,..”,...w....,”..,.”., m/z 43.05 81.30%
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #121981: 1-Docosene
55.0
97.0
5000 AU DU IR
13. 40 13. 60 13.80 14.00
m/z 97.10 70.03%
o9 L | ,\H\,M‘I (12010  ss0
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance
43.0
83.0
13.40 13.60 13.80 14.00
5000 m/z 83.10 68.91%
125.0
196.0
L S L U DL UL L B B I
miz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene
43.0 13.40 13.60 13.80 14.00
m/z 55.10 65.88%
- Ml WJJ\/\/\/./
. J 1250 167.0 2100 267.0307.0 490.0
miz—-> 0 55 160 1éo 260 2%0 360 3éo 460 4%0 ' 1340 1360 1380 1450 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040416\

Data File : BF086065.D

Acq On : 5 Apr 2016 5:34

Operator : UM/SJ

ﬁ?ggle - H2111-06 AMBOY-SB-40COMP(0.5-15.0
ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.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... 4.94 3.8 ng 126745 1 6.76 665989 20.0
unknown6 .53 6.53 83.4 ng 2778660 1 6.76 665989 20.0
Tetracosane 10.70 3.0 ng 97159 4 11.28 637442 20.0
1-Docosene 13.77 3.5 ng 98441 5 13.92 565399 20.0
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