LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA F\DATA\BF122015\
Data File : BF083965.D

Aca On : 19 Dec 2015 20:11

Operator : UM/SJ

Sample : 6G4869-03

Misc :

ALS Vial : 15 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-BF121815.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 5.036 255 258 266 rBV 281227 454569 23.19% 2.787%
2 5.470 294 296 299 rBVY 1393207 1411276 72.01% 8.654%
3 5.859 327 330 332 rBV 21709 20597 1.05% 0.126%
4 6.499 383 386 388 rBY 1447784 1489377 75.99% 9.133%
5 6.624 394 397 399 rBVY 1820796 1737064 88.63% 10.651%
6 6.853 415 417 419 rBV 283421 385385 19.66% 2.363%
7 7.002 428 430 433 rBY 1103370 1299989 66.33% 7.971%
8 7.413 463 466 468 rBVY 1026623 1029039 52.51% 6.310%
9 8.133 527 529 531 rBV 653838 561253 28.64% 3.442%
10 9.207 620 623 626 rBY 1958723 1885090 96.19% 11.559%

11 9.608 655 658 660 rBvV 241261 317218 16.19% 1.945%
12 9.882 680 682 685 rvB 640255 599678 30.60% 3.677%

13 10.316 717 720 722 rBV 18159 31866 1.63% 0.195%
14 10.671 748 751 754 rBVY 1093881 1187070 60.57% 7.279%
15 10.796 760 762 767 rVB 30528 43822 2.24% 0.269%
16 11.242 799 801 802 rBV 36067 30565 1.56% 0.187%
17 11.368 810 812 814 rBV 723876 629488 32.12% 3.860%
18 11.665 836 838 840 rBV 27948 27377 1.40% 0.168%
19 12.145 879 880 887 rVB3 28730 46551 2.38% 0.285%
20 12.454 905 907 910 rVB 22845 32457 1.66% 0.199%
21 12.956 948 951 953 rBVY 1543950 1959854 100.00% 12.018%
22 13.185 968 971 973 rVB 39350 34581 1.76% 0.212%
23 13.848 1026 1029 1034 rBV 56152 79762 4_.07% 0.489%
24 13.997 1040 1042 1045 rBV 477128 502818 25.66% 3.083%
25 14.477 1081 1084 1088 rBV2 14376 20105 1.03% 0.123%
26 15.437 1165 1168 1172 rBV 285960 394513 20.13% 2.419%
27 16.911 1294 1297 1302 rVB3 9223 19852 1.01% 0.122%
28 17.574 1352 1355 1359 rVB2 8985 22190 1.13% 0.136%
29 18.363 1418 1424 1428 rBV3 8545 31062 1.58% 0.190%
30 19.300 1503 1506 1512 rVB5 7765 23825 1.22% 0.146%
Sum of corrected areas: 16308293
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083965.D

Aca On : 19 Dec 2015 20:11

Operator : UM/SJ

Sample : 6G4869-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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: BF083965.D
6.62
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Abundance TIC: BF083965.D

12.96
1500000

10.67
1000000

11.37
8.13 9.88

500000
9.61

10.32 10.80 11.2 11.66 12.14 1245 | 1319
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Abundance TIC: BF083965.D

1500000

1000000

500000, 14.00
15.44

o 14.48 16.91 17.57 18.36 19.30

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083965.D

Aca On : 19 Dec 2015 20:11

Operator : UM/SJ

Sample : 6G4869-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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.

5.04 23.59 ng 454569 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 17
4 Acetone 58 C3H60 000067-64-1 10
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 258 (5.036 min): BF083965.D (-255) (-) m/z 43.10 100.00%
a3
59
5000
101 N
480 5.00 5.20 5.40
83
o...,....,....,....','::..?.1.~!~.|i....,....,.-...,....-,....,....,....,....,...., m/z 59.10 66.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR AR LR RN I
59 480 500 520 5.40
m/z 101.10 26 .46%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
" 480 500 520 540
5000 m/z 58.10 15.58%
101
15 58
0 28 69 84
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
59 480 5.00 520 5.40
m/z 41.10 9.86%
5000 41
68
0 150 . 126 147
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF122015\
Data File : BF083965.D

Aca On : 19 Dec 2015 20:11

Operator : UM/SJ

Sample : 6G4869-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF121815.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 unknown6.62 Concentration Rank 1

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

6.62 90.15 ng 1737060 1,4-Dichlorobenzene-d4 6.85
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 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 397 (6.624 min): BF083965.D (-394) (-) m/z 132.00 100.00%
5000 68
40 | 75 % 104 620 640 6.60 6.80 7.00
54 . . . . .
o..,....,....-:'.'.‘.‘?,:.'..??...|,..'.~.,..5.‘?,....,.'.'..,.1.1?.,....,~'...,.. m/z 68.10 39.42%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I I R L R
6.20 6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.99%
38
0"w'“J“J“'h'M'“l“'H'“'w'“l“'w'“'w'“l“'w‘“'"
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 26.08%
33 1 g7 105
51 60 7078 g 115
O e T e e T e e T
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140 \
Abundance #13917: Benzene, 1,2,4-trifluoro- | LI BN LA B T
132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 17.31%
5000 63 o1
31 88 101 112
0..,?ﬂ.,h.ﬁﬁ...iQ.ﬂ.M.:i,7ﬁ.‘l.d,....ﬂ.:.,h..,.”.,‘.” - SN § G G —
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BF122015\
Data File : BF083965.D

Aca On : 19 Dec 2015 20:11

Operator : UM/SJ

Sample : 6G4869-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF121815_.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 Trichloroacetic acid, penta... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.85 3.17 ng 79762 Chrysene-di12 14.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90

2 1-Docosene 308 C22H44 001599-67-3 87
3 5-Eicosene. (E)- 280 C20H40 074685-30-6 83
4 11-Tricosene 322 C23H46 052078-56-5 83
5 Pentafluoropropionic acid, octad... 416 C21H37F502 1000280-07-7 72

Scan 1029 (13.848 min): BF083965.D (-1026) (-)

83

111

139

20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 57.10 100.00%

13.60 13.80 14.00 14.20

Abundance
57
5000 41
Ot
m/z-->
Abundance
43
5000

#148859: Trichloroacetic acid, pentadecyl ester

83

139154

182 210

m/z 83.10 77 .95%

13.60 13.80 14.00 14.20

m/z 97.10 75 .55%

13.60 13.80 14.00 14.20

01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
55
97
5000 71
29
125
ol 14 153168 308
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106398: 5-Eicosene, (E)-
55
83
5000
29
0 J d L 139154 182 209
ARNRRRRR AR Ry
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300

m/z 43.05 73 .03%

13.60 13.80 14.00 14.20

m/z 55.10 68 .66%

13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF122015\
Data File : BF083965.D

Acq On : 19 Dec 2015 20:11

Operator : UM/SJ

Sample - G4869-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF121815_.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... 5.04 23.6 ng 454569 1 6.85 385385 20.0
unknown6 .62 6.62 90.2 ng 1737060 1 6.85 385385 20.0
Trichloroacetic a... 13.85 3.2 ng 79762 5 14.00 502818 20.0
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