LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094025.D

Aca On : 29 Mar 2017 18:22

Operator : SJ/MA

Sample = 12443-02

Misc :

ALS Vial : 9 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-BF032217.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 4.069 366 371 378 rBV 280293 364004 8.56% 1.000%
2 4.451 431 436 440 rBV 3138461 3479988 81.81% 9.565%
3 5.522 611 618 621 rBY 2857636 3631059 85.36% 9.980%
4 5.663 636 642 645 rBVY 3459363 3714612 87.33% 10.210%
5 5.916 681 685 689 rBY 1089208 945625 22.23% 2.599%
6 6.098 711 716 719 rBVY 2948006 2920859 68.67% 8.028%
7 6.569 789 796 799 rBVY 1999442 2383217 56.03% 6.550%
8 7.422 935 941 944 rBVY 1278289 1333096 31.34% 3.664%
9 8.745 1159 1166 1169 rBvY 3718373 4253623 100.00% 11.691%
10 9.239 1245 1250 1254 rBV 279531 268200 6.31% 0.737%

11 9.563 1295 1305 1309 rBV2 1442747 1521958 35.78% 4.183%
12 10.151 1401 1405 1409 rVB 81556 77606 1.82% 0.213%
13 10.533 1464 1470 1474 rBV 2099962 2460378 57.84% 6.762%
14 10.739 1501 1505 1513 rBV 96565 128779 3.03% 0.354%
15 11.292 1595 1599 1602 rBV 69500 64169 1.51% 0.176%

16 11.386 1609 1615 1618 rBV 1440320 1475220 34.68% 4 _055%
17 11.727 1670 1673 1682 rBV2 46734 71008 1.67% 0.195%
18 12.874 1864 1868 1871 rVB 141882 136010 3.20% 0.374%
19 13.151 1910 1915 1918 rBV 170533 175204 4.12% 0.482%
20 13.368 1945 1952 1955 rBV 3183669 3711283 87.25% 10.201%

21 14.527 2145 2149 2159 rBV 164410 258969 6.09% 0.712%
22 14.633 2162 2167 2171 rBV 1212389 1434932 33.73% 3.944%

23 14.662 2171 2172 2175 rVB 70343 50371 1.18% 0.138%
24 15.751 2353 2357 2365 rVB 46652 58535 1.38% 0.161%
25 15.856 2371 2375 2378 rBV 92528 134617 3.16% 0.370%
26 16.145 2420 2424 2429 rBV 72010 82968 1.95% 0.228%
27 16.203 2429 2434 2439 rBV 83053 94958 2.23% 0.261%
28 16.268 2439 2445 2453 rBV 867153 1024246 24.08% 2.815%
29 17.615 2669 2674 2682 rVB2 31872 67122 1.58% 0.184%
30 18.009 2736 2741 2748 rBV2 31690 60402 1.42% 0.166%
Sum of corrected areas: 36383018
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094025.D

Aca On : 29 Mar 2017 18:22

Operator : SJ/MA

Sample : 12443-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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: BF094025.D
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Abundance TIC: BF094025.D
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Abundance TIC: BF094025.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094025.D

Aca On : 29 Mar 2017 18:22

Operator : SJ/MA

Sample : 12443-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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._.07 7.70 ng 364004 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 32
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9

Abundance Scan 371 (4.069 min): BF094025.D (-366) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.0 A R o S
| 83.0 | 3.80 4.00 4.20 4.40
N R U m/z 59.10 56.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN LR SRS UL
3.80 4.00 4.20 4.40
59.0 m/z 101.00 20.48%
270 ‘ oo 830 1010
e AR ARARA AR RARS AL RARLE ARARA RERLA AR SRS BAAA SARRSRARRE RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
380 400 420 440
5000 1.0 m/z 58.10 15.45%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3955: 2,3-Butanedione, monooxime e R
43.0 3.80 4.00 4.20 4.40
m/z 41.00 8.28%
5000
101.0
150 310 | 80490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094025.D

Aca On : 29 Mar 2017 18:22

Operator : SJ/MA

Sample : 12443-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 unknown5.66 Concentration Rank 1

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

5.66 78.56 ng 3714610 1,4-Dichlorobenzene-d4 5.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 642 (5.663 min): BF094025.D (-636) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 A AR RS SRS S
40.1 540 540 5.60 5.80 6.00
o N vt a1 NN =X oA H | m/z 68.10 39.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " T
10 550 %0 70 m/z 134.00 32.62%
‘ 79.0 :
0 |||||||||||||||||‘||‘||||‘||‘||||‘|‘=l‘|||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘... -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
540 560 580 6.00
5000 m/z 66.00 24 .01%
150 280 390 520 830 7709 900 1040 ..
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14019: 1-Methylpyrrolo[1,2-a]pyrazine e e R n
132.0 540 5.60 5.80 6.00
m/z 69.10 15.43%
5000
104.0
65.0
0 ''|'"'|'"'|'':'%'a‘lc')"s'll‘l(')''|"M'|"7'E‘;l ﬁ"?fnq"l'J"l}E? g"'l h" N U R AR R L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032917\
Data File : BF094025.D

Aca On : 29 Mar 2017 18:22

Operator : SJ/MA

Sample : 12443-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032217_.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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

14 .53 3.61 ng 258969 Chrysene-di12 14.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 91
2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
3 11-Tricosene 322 C23H46 052078-56-5 83
4 1-Docosene 308 C22H44 001599-67-3 81
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 76

Abundance Scan 2150 (14.533 min): BF094025.D (-2145) (-) m/z 83.10 100.00%

5000

%

14.20 14.40 14.60 14.80
m/z 57.05 93.09%

139.1 1671 2021 2340

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #98171: 1-Nonadecene

.

14.20 14.40 14.60 14.80
m/z 43.05  84.58%

5000

154.0 182.0 210.0 238.0 266.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
83.0 A DA DL AR
14.20 14.40 14.60 14.80
5000 m/z 69.05 77.66%
111.0

139.0  182.0210.0

B

miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene T T
43.0 14.20 14.40 14.60 14.80
m/z 55.05 76.23%
5000 83.0
111.0
0 || ,140.0168.0 196.0 224.0  266.0 294.0 322.0
I I A i s
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032917\
Data File : BF094025.D

Acq On : 29 Mar 2017 18:22

Operator : SJ/MA

Sample - 12443-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032217 .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... 4.07 7.7 ng 364004 1 5.92 945625 20.0
unknown5 .66 5.66 78.6 ng 3714610 1 5.92 945625 20.0
1-Nonadecene 14.53 3.6 ng 258969 5 14.64 1434930 20.0
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