LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084105.D

Aca On : 25 Dec 2015 3:37

Operator : UM/SJ

Sample : 6G4894-04

Misc :

ALS Vial : 31 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-BF122415.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 2.373 23 25 31 rvB 24248 34533 1.66% 0.281%
2 4.967 250 252 260 rBB 80481 93820 4_.51% 0.764%
3 5.413 289 291 303 rBB 589172 570672 27 .45% 4 .650%
4 6.442 380 381 390 rBB 302019 363230 17.47% 2.960%
5 6.567 390 392 395 rBVY 1245492 1152869 55.46% 9.393%
6 6.796 410 412 415 rBV 423214 354696 17.06% 2.890%
7 6.956 424 426 428 rBV 1379646 1331381 64.05% 10.848%
8 7.367 459 462 464 rBV 1011151 1067748 51.36% 8.700%
9 8.087 523 525 527 rBV 347551 467676 22.50% 3.811%
10 9.162 616 619 621 rBVY 2239747 2078750 100.00% 16.938%
11 9.550 652 653 656 rBV 27164 32217 1.55% 0.263%
12 9.836 675 678 680 rBV 594670 541274 26.04% 4._.410%
13 10.270 712 716 718 rBV 20265 22335 1.07% 0.182%
14 10.625 744 747 749 rBVY 1275115 1210473 58.23% 9.863%
15 10.739 756 757 762 rBV 19294 26629 1.28% 0.217%

16 11.322 805 808 810 rBV 410486 515646 24.81% 4.201%
17 12.899 944 946 949 rBV 1720554 1656411 79.68% 13.496%
18 13.802 1022 1025 1029 rBV2 31310 53360 2.57% 0.435%
19 13.951 1036 1038 1041 rVB 378733 387443 18.64% 3.157%
20 15.368 1160 1162 1168 rVB 205153 311891 15.00% 2.541%

Sum of corrected areas: 12273054
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084105.D

Aca On : 25 Dec 2015 3:37

Operator : UM/SJ

Sample : 6G4894-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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: BF084105.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084105.D

Aca On : 25 Dec 2015 3:37

Operator : UM/SJ

Sample : 6G4894-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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.

4.97 5.29 ng 93820 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 252 (4.967 min): BF084105.D (-250) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1
83.0 460 4.80 5.00 520 5.40
O o a2 LI L m/z 59.10 68.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U L L R
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 27 .37%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance
59.0
310 IS R R I
460 4.80 5.00 520 5.40
5000 41.0 m/z 58.10 16.20%
73.0
o 15.0 50.0 87.0 102.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3092: 5-Hexen-2-one LI N
43.0 460 4.80 5.00 520 5.40
m/z 41.10 10.14%
5000
55.0
150 27.0
SRR 710 830 980
e S S S SIS SUS I IS IULILS SULILS UL LI I R LRI I
m/z--> 10 40 50 70 80 90 100 110 4.60 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084105.D

Aca On : 25 Dec 2015 3:37

Operator : UM/SJ

Sample : 6G4894-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 unknown6.57 Concentration Rank 2

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

6.57 65.01 ng 1152870 1,4-Dichlorobenzene-d4 6.80
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 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 392 (6.567 min): BF084105.D (-390) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 SRR L SR
40.1 541 | 1151 J 6.20 6.40 6.60 6.80 7.00
0 I B e L m/z 68.10 41.14%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 RN N R
6.20 6.40 6.60 6.80 7.00
310 510 m/z 134.00 32.25%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 640 6.60 6.80 7.00
5000 m/z 66.10 27 .89%
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-propiony! e A
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 18.58%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN | G A S—
m/z--> 40 60 80 100 120 140 160 180 6.0 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122415\
Data File : BF084105.D

Aca On : 25 Dec 2015 3:37

Operator : UM/SJ

Sample : 6G4894-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF122415_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 11-Tricosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.80 2.75 ng 53360 Chrysene-di12 13.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 11-Tricosene 322 C23H46 052078-56-5 91
2 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 90
3 3-Eicosene. (E)- 280 C20H40 074685-33-9 86
4 Pentafluoropropionic acid. octad... 416 C21H37F502 1000280-07-7 80
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 80
Abundance Scan 1025 (13.802 min): BF084105.D (-1022) (-) m/z 83.10 100.00%
57.1 83.1
5000 111
1490 15140 1560 1380 1400 1430
Ot m/z 57.10 99.23%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene
43.0

83.0 [\A

5000 | LANLINLILE LI L L LB L L BB
13.40 13.60 13.80 14.00 14.20
1110 m/z 97.10 98.61%
0 H | ,140.0 168.0 196.0 224.0 _ 266.0 294.0 322.0
e X 20 8
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
SNBSS I SN | NS
13.40 13.60 13.80 14.00 14.20
5000 69.0 m/z 43.10 95.21%

97.0

o 1250 1550  196.0 224.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106400: 3-Eicosene, (E)-

13.40 13.60 13.80 14.00 14.20
m/z 55.10 92.79%

5000
29.0

139.0 167.0 196.0 224.0 252.0 280.0
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122415\
Data File : BF084105.D

Acq On = 25 Dec 2015 3:37

Operator : UM/SJ

Sample - G4894-04

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF122415_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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_97 5.3 ng 93820 1 6.80 354696 20.0
unknown6 .57 6.57 65.0 ng 1152870 1 6.80 354696 20.0
11-Tricosene 13.80 2.8 ng 53360 5 13.95 387443 20.0
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