LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086259.D

Aca On : 16 Apr 2016 12:06

Operator : UM/SJ

Sample : H2471-03

Misc :

ALS Vial : 40 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-BF041516.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 2.167 5 7 36 rvB3 281366 876656 13.79% 1.566%
2 5.093 260 263 269 rBV 235478 345621 5.44% 0.618%
3 5.493 295 298 300 rBY 5318951 6032752 94.88% 10.779%
4 6.521 384 388 390 rBVY 5074509 6358491 100.00% 11.361%
5 6.659 397 400 402 rBVY 5643369 5752898 90.48% 10.279%
6 6.887 418 420 423 rBVY 1535899 1660974 26.12% 2.968%
7 7.047 431 434 436 rBV 4782346 4312171 67.82% 7.705%
8 7.459 467 470 472 rBV 3458378 4285144 67.39% 7 .656%
9 7.527 474 476 479 rVB 42941 63696 1.00% 0.114%
10 8.179 530 533 535 rBY 2586778 2337881 36.77% 4.177%

11 9.253 624 627 630 rBV 5472889 5707132 89.76% 10.197%
12 9.642 659 661 663 rBv 548857 690434 10.86% 1.234%
13 9.870 679 681 683 rBv 212491 176138 2.77% 0.315%
14 9.927 684 686 689 rVvB 2307784 2389576 37.58% 4._.270%
15 10.373 722 725 726 rVB 200983 273941 4_.31% 0.489%

16 10.590 740 744 747 rBV 109510 189966 2.99% 0.339%
17 10.716 752 755 758 rBV 3327563 3416303 53.73% 6.104%
18 10.842 764 766 771 rVB 373121 417603 6.57% 0.746%
19 11.036 781 783 785 rBV 44846 72290 1.14% 0.129%
20 11.288 803 805 806 rBvV 204539 161213 2.54% 0.288%

21 11.413 814 816 818 rBV 2745232 2354959 37.04% 4.208%
22 11.939 860 862 867 rvVB 63809 77483 1.22% 0.138%
23 13.002 952 955 957 rBV 4765945 4875815 76.68% 8.712%
24 13.905 1031 1034 1038 rBV 167507 278287 4._.38% 0.497%
25 14.042 1044 1046 1049 rBV 1627036 1539450 24.21% 2.751%

26 15.482 1169 1172 1175 rBV 1015397 1320691 20.77% 2.360%

Sum of corrected areas: 55967565
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086259.D

Aca On : 16 Apr 2016 12:06

Operator : UM/SJ

Sample : H2471-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF086259.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086259.D

Aca On : 16 Apr 2016 12:06

Operator : UM/SJ

Sample : H2471-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Propane, 1,1-dimethoxy- Concentration Rank 3

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

2.17 10.56 ng 876656 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 1.1-dimethoxv- 104 C5H1202 004744-10-9 83
2 Thiocvanic acid. methvl ester 73 C2H3NS 000556-64-9 14
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
4 2.2"-Bi-1.3-dioxolane 146 C6H1004 006705-89-1 9
5 Ethane, 2-chloro-1,1-dimethoxy- 124 C4HOCIO02 000097-97-2 9

Abundance Scan 7 (2.167 min): BF086259.D 5) ) m/z 75.10 100.00%
79.1
5000 451 A
rN————7
351 | 57.1 2.20 2.30 2.40 2.50 2.60
0 ...,....,....,....,..'..,.~..|.,....,....,~::.-.,....,....1,0.3'.1.,. m/z 73.10  72.00%
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4666: Propane, 1,1-dimethoxy-
75.0
5000
45.0 2.20 2.30 2.40 2.50 2.60
31.0 “ m/z 45.10 36.77%
15.0 57.0
0 ”'I""I'”"P"Hhk"ﬂlw'jW"'hl""”llhl"qq?'”'ﬁqqg'l
m/z--> 0 10 20 40 50 60 70 80 90 100 110
Abundance
73.0
150 45.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 41.10 26.93%
82.0 58.0 ‘qf\wx~uy—\~__v‘—-—*
2.0
e L RS IR L LS IS LA R IS B
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110
Abundance #4342: Pentane, 3-methoxy- R e e e e
73.0 2.20 2.30 2.40 2.50 2.60
m/z 47.10 17 .24%
5000 \d/\\Byy\_‘\\_ﬂ\_ﬁ_yﬁ—-_—
45.0
29.0
0 "'|""|""|"'““""|' "'I??f?l""I'l"l""l"'%qlip"l' RN AU U IURIUA IR U
m/z--> 0O 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086259.D

Aca On : 16 Apr 2016 12:06

Operator : UM/SJ

Sample : H2471-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.09 4.16 ng 345621 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 12
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 263 (5.093 min): BF086259.D (-260) (-) m/z 43.10 100.00%
43.1
59.1
5000
101.1 I EEEmEsE e
| 83.1 0071 480 5.00 5.20 5.40
O‘W—V—v—v—rv—v—v—rﬁl'ui--'!“---|'----'|----|----|----|----|----|--'-- m/z 59.10 55.96%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L I I I L
59.0 480 500 520 540
0
150 1010 m/z 101.10 20.11%
0 wl " 83.0 \ ‘
LI JULELEL SULLEL SURLIL SURLIL UL L IR B B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43.0
480 500 520 540
5000 m/z 58.10 19.40%
101.0
o 15.0 60.0  84.0
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 480 5.00 5.20 5.40
m/z 41.10 8.16%
5000 41.0
o Il 126.0142.0
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086259.D

Aca On : 16 Apr 2016 12:06

Operator : UM/SJ

Sample : H2471-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.66 Concentration Rank 1

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

6.66 69.27 ng 5752900 1,4-Dichlorobenzene-d4 6.89
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 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 400 (6.659 min): BF086259.D (-397) (-) m/z 132.10 100.00%
13R.1
5000 68.1
U R R UL R
401 g4 ‘ %.1 6.40 6.60 6.80 7.00
o..,....,....,...!,“!..:,!.'..,::'.'.|,..':'.,??;?,...'.,.’fPZ-,l....,....,~'...,... m/z 68.10 43.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 .
5000 U R UL UL R
6.40 6.60 6.80 7.00
2.0 510 ‘ m/z 134.10 33.21%
0 L1 H 1 L 1
LA L LR L IR IR IR NN INRARE LA AR BRSNS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
" 640 6.60 6.80 7.00
5000 m/z 66.10 28.77%
33.0 44.0 105.0

70.0
56.0 86.0

m/z--> 10 20 30 40 S50 60 70 80 90 100 110 120 130 140 A
Abundance #14006: 5-Aminoindole e L R i)

132.0 6.40 6.60 6.80 7.00
m/z 69.10 17.84%

5000

104.0

66.0
140 27.0 390 510 NT 770 g94 | 1350 ||
B S /Y. U K L B | — SR & U 1

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086259.D

Aca On : 16 Apr 2016 12:06

Operator : UM/SJ

Sample : H2471-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.37 2.29 ng 273941 Acenaphthene-d10 9.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Decane. 2.3.5-trimethvl- 184 C13H28 062238-11-3 90
3 Heptacosane 380 C27H56 000593-49-7 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 64
5 Tetradecane 198 C14H30 000629-59-4 58

Abundance Scan 725 (10.373 min): BF086259.D (-722) (-) m/z 57.10 100.00%

57.1
5000 85.2

10.00 10.20 10.40 10.60

1321412 1832 2263

ol b u o e m/z 43.10 55.80%
m/z--> 50 100 150 200 250 300 350
Abundance #73968: Hexadecane
57.0
5000 850 LI INLILINLILI LI LB LI L BN
10.00 10.20 10.40 10.60
m/z 71.15 55.65%
0 290 \‘\ \‘\ il J 1\\3 0\ \155 01830 2260
T T
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.00 10.20 10.40 10.60
5000 85.0 m/z 85.20 48 .20%
29.0 141.0
0 169.0
T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #151556: Heptacosane
57.0 10.00 10.20 10.40 10.60
m/z 41.10 24 .83%
5000
85.0
29 0
0 ||y ) A130 15501830 22502530 295.0323.0  380.0
bl At T T e R E e o
m/z--> 50 100 150 200 250 300 350 10. OO 10. 20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041516\
Data File : BF086259.D

Aca On : 16 Apr 2016 12:06

Operator : UM/SJ

Sample : H2471-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF041516.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Trifluoroacetic acid, n-oct... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.90 3.62 ng 278287 Chrysene-di12 14 .04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 90
3 1-Docosene 308 C22H44 001599-67-3 90
4 17-Pentatriacontene 491 C35H70 006971-40-0 87
5 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
Abundance Scan 1034 (13.905 min): BF086259.D (-1031) (-) m/z 57.15 100.00%
5000
139.2 13.60 13.80 14.00 14.20
N — 193.0 281.1 m/z 83.10 76.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
43.0
69.0
5000
13.60 13.80 14.00 14.20
m/z 43.10 75.80%
125.0 252.0
o...w..ﬂlnt*. 154.0 183.0 224.0 .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
83.0 13,60 13.80 14.00 14.20
5000 m/z 97.15 69.99%
29.0 111.0

. 139.0 168.0 196.0 227.0 ,zq
1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #121981: 1-Docosene

13.60 13.80 14.00 14.20
m/z 69.10 67.68%

5000

125.0

153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF041516\
Data File : BF086259.D

Acq On : 16 Apr 2016 12:06

Operator : UM/SJ

Sample : H2471-03

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF041516.M
Quant Title : 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]
Propane, 1,l1-dime... 2.17 10.6 ng 876656 1 6.89 1660970 20.0
2-Pentanone, 4-hy... 5.09 4.2 ng 345621 1 6.89 1660970 20.0
unknown6 .66 6.66 69.3 ng 5752900 1 6.89 1660970 20.0
Hexadecane 10.37 2.3 ng 273941 3 9.93 2389580 20.0
Trifluoroacetic a... 13.90 3.6 ng 278287 5 14.04 1539450 20.0
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