LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082839.D

Aca On > 9 Nov 2015 19:55

Operator : UM/I1Z

Sample : G4306-14

Misc :

ALS Vial : 12 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-BF110715.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 5.024 253 257 265 rVB 2637038 4306472 50.48% 5.731%
2 5.447 290 294 296 rBVY 6651045 8042741 94.27% 10.704%
3 6.476 380 384 386 rVB 6287621 8531638 100.00% 11.355%
4 6.601 392 395 397 rBVY 7138937 7490969 87.80% 9.970%
5 6.830 412 415 417 rVB 1647901 1487225 17.43% 1.979%
6 6.990 426 429 431 rBVY 5387118 5789388 67.86% 7.705%
7 7.390 461 464 467 rBV 3845046 4650322 54.51% 6.189%
8 7.493 470 473 481 rBV 72136 104207 1.22% 0.139%
9 8.110 524 527 529 rBVY 1693765 1754124 20.56% 2.335%
10 9.196 618 622 624 rBY 8039134 8127962 95.27% 10.817%

11 9.585 654 656 658 rBVY 1751506 1477908 17.32% 1.967%
12 9.813 673 676 678 rVB 108963 91045 1.07% 0.121%
13 9.870 678 681 683 rBV 1914198 2077032 24.35% 2.764%
14 10.316 716 720 721 rVB2 141993 193935 2.27% 0.258%
15 10.533 736 739 742 rBV 63745 104473 1.22% 0.139%

16 10.659 746 750 752 rVV 4849841 5658286 66.32% 7.531%
17 10.785 757 761 766 rvV 234545 306726 3.60% 0.408%
18 11.230 798 800 802 rBV 197112 166165 1.95% 0.221%
19 11.345 808 810 813 rVB 2209555 1974900 23.15% 2.628%
20 11.402 813 815 818 rBV 63663 86219 1.01% 0.115%

21 11.653 836 837 840 rVvB 92055 106267 1.25% 0.141%
22 11.882 856 857 862 rvB2 72480 138291 1.62% 0.184%
23 12.945 946 950 952 rBV 5991763 7946826 93.15% 10.576%
24 13.848 1027 1029 1038 rBV 245675 516708 6.06% 0.688%
25 13.985 1038 1041 1043 rVV 1763035 2008961 23.55% 2.674%

26 14.477 1081 1084 1086 rBV 108299 101802 1.19% 0.135%

27 15.105 1136 1139 1141 rBV 75961 88504 1.04% 0.118%

28 15.414 1163 1166 1168 rBV 1194229 1721130 20.17% 2.291%

29 15.459 1168 1170 1174 rVB 54677 87451 1.03% 0.116%
Sum of corrected areas: 75137677
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082839.D

Aca On : 9 Nov 2015 19:55

Operator : UM/I1Z

Sample > G4306-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance : .
undance TIC: BF082839.D
6.60
5.45
6.48
6000000
6.99
4000000 7.39
5.02
2000000 6.83 8.11
7.49
o= — — e
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF082839.D
8000000 920
6000000 12.94
10.66
4000000
11.34
2000000 9.58 9.87 13.99
. o.81 10.320.5 Llc}k78 1124 4011.6511.88 | 13.8 14.48
! e e e e R e e T ], e N e ety
Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance : .
undance TIC: BF082839.D
6000000
4000000
2000000
15.41
A1 J£46
O e A L L A s e 2 e R B e e
Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082839.D

Aca On : 9 Nov 2015 19:55

Operator : UM/I1Z

Sample > G4306-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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.

502 57.91ng 4306470  1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

"1 2-Pentanone. 4-hvdroxv-d-methyl- 116 C6H1202 000123-42-2 56

000540-88-5 39
001116-98-9 25

2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202
3 Acetic acid. cvano-. 1.l1-dimethv... 141 C7H11NO2

4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 9
Abundance Scan 257 (5.024 min): BF082839.D (-253) (-) m/z 43.10 100.00%

43.1
59.0
5000
101.1

4.60 4.80 5.00 5.20 5.40

72.0 83.1

o} BT 1 AN | AN 2 M m/z 59.05 61.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 | INLINL L L L L L L L L
59.0 460 4.80 500 520 5.40
m/z 101.10 20.64%
\3\\]-‘.0 11 L 83\.0 101.0
oL SN S Y R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43.0
R EEamE EE A
570 460 4.80 500 5.20 5.40
5000 m/z 58.10 16.33%
20.0 101.0
ol 120 73.0 85.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e EAas pEaE R
59.0 460 4.80 5.00 5.20 5.40
m/z 41.10 9.29%
5000 41.0
A Y 1260 1420 A
NN MMEE T Rk MM S8 SN
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082839.D

Aca On : 9 Nov 2015 19:55

Operator : UM/I1Z

Sample > G4306-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 unknown6.60 Concentration Rank 1

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

6.60 100.74 ng 7490970 1,4-Dichlorobenzene-d4 6.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 395 (6.601 min): BF082839.D (-392) (-) m/z 132.10 100.00%
13R.1
5000 68.1
401 541 %04 J 620 6.40 6.60 6.80 7.00
0 Cllag2l Lo 180 W m/z 68.10 51.71%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 I L L R R
620 6.40 6.60 6.80 7.00
310 510 m/z 134.10 34 .52%
0 I'J'mllﬂl'l'y'ﬂl""l""l"" Y SN SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 m/z 66.10 32.47%
92.0
65.0
39.0 106.0
L S B L U UL N W S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl EE RS E SR e
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 21.20%
74.0
5000 98.0 116.0
| I .M,u‘..JM. nh.,Hh..Mw. My 1580 ...,%?99. SN T § S
m/z--> 20 40 60 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082839.D

Aca On : 9 Nov 2015 19:55

Operator : UM/I1Z

Sample > G4306-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 Nonacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.78 3.11 ng 306726 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonacosane 408 C29H60 000630-03-5 86
2 Eicosane 282 C20H42 000112-95-8 83
3 Tetradecane 198 C14H30 000629-59-4 80
4 Nonane. 5-butvl- 184 C13H28 017312-63-9 72
5 Hexadecane 226 C16H34 000544-76-3 72
Abundance Scan 761 (10.785 min): BF082839.D (-757) (-) m/z 57.10 100.00%
5%.1
5000
L0 s 10140 10/60 10580 1100
o b 4y m/z 43.10 66.52%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57.0
5000 U B
mmmmmmnm
99.0 m/z 71.10 60.53%
0L 26,0/ \ L 140 ;830 225.0 267.0 309.0 351.0  408.0
m/z--> 50 100 1%0 200 2%0 360 3éo 460
Abundance
57.0
10,40 10,60 10.80 11.00
5000 m/z 85.10 39.51%
. 90 1410 2820
m/z--> 55 160 1%0 200 250 300 3éo 460
Abundance #55008: Tetradecane e
57.0 10.40 10.60 10.80 11.00
m/z 41.10 30.88%
5000
o 260, | | 1°7°, 1410 1950
m/z--> 55 160 1%0 200 250 300 350 460 1040 1060 1080 1100 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF110915\
Data File : BF082839.D

Aca On : 9 Nov 2015 19:55

Operator : UM/I1Z

Sample > G4306-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110715.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 17-Pentatriacontene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 5.14 ng 516708 Chrysene-di12 13.98
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 3-Eicosene. (B)- 280 C20H40 074685-33-9 81
3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 74
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 74
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 64
Abundance Scan 1029 (13.848 min): BF082839.D (-1027) (-) m/z 57.05 100.00%
57.0 h
5000 7.0
—v—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—
13.60 13.80 14.00 14.20
39.2
Ohr ,....l,l.Jf-.:,....2?5.".2..,.2.8.1'.1,....,....,....,...., m/z 43.10 77.06%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #168065: 17-Pentatriacontene
57.0
97.0
5000 L B B UL B
13. 60 13. 80 14. oo 14. 20
m/z 55.10 60.17%
o150 | “ “H \‘H m\u “\. It “8‘1 9 %2§9 267.0306.0 348.0 390.0 434.0 _490.0
miz--> 0 55 250 300 350 460 4%0
Abundance
57.0
97.0 "' 13.60 13.80 14.00 14.20
5000 m/z 71.10 58.00%
0 139.0 182.0 224.0 280.0
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 '
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester
57.0 13.60 13.80 14.00 14.20
m/z 83.05 50.68%
97.0
5000
ol L 13001820 2380 3839
miz--> 0 55 160 1%0 260 2éo 360 3%0 460 4%0 ' 1360 1380 1400 1420
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF110915\
Data File : BF082839.D

Acq On > 9 Nov 2015 19:55

Operator : UM/1Z

Sample - G4306-14

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110715_.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... 5.02 57.9 ng 4306470 1 6.83 1487230 20.0
unknown6 .60 6.60 100.7 ng 7490970 1 6.83 1487230 20.0
Nonacosane 10.78 3.1 ng 306726 4 11.34 1974900 20.0
17-Pentatriacontene 13.85 5.1 ng 516708 5 13.98 2008960 20.0
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