LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061115\
Data File : BG017617.D

Acq On : 11 Jun 2015 19:52

Operator : TP/1Z

Sample - G2522-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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 height area % max. total

4.627 326 330 339 rVvB 57217 83138 3.40% 0.982%
5.120 409 414 424 rBvV 151699 227542 9.31% 2.689%
rBv 128664 203448 8.32% 2.404%
7.071 737 746 755 rBv2 209313 322832 13.20% 3.815%
7.529 818 824 832 rvB2 108675 172790 7.07% 2.042%
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7.846 872 878 887 rVB 368374 585222 23.93% 6.915%
8.698 1016 1023 1035 rBV 293091 498035 20.37% 5.885%
10.326 1294 1300 1308 rBV 122690 211849 8.66% 2.503%
12.823 1717 1725 1733 rBVY 765046 1150570 47.05% 13.595%
14.204 1954 1960 1969 rBV2 196084 316527 12.94% 3.740%

=
QO ~NO®

11 15.708 2210 2216 2228 rBV2 453763 643636 26.32% 7.605%
12 16.959 2424 2429 2437 rBV 311209 424724 17.37% 5.019%
13 17.870 2580 2584 2592 rBV3 38598 59943 2.45% 0.708%
14 19.163 2800 2804 2811 rBV3 25148 33645 1.38% 0.398%
15 19.603 2873 2879 2886 rBV 2063609 2445215 100.00% 28.893%

16 20.878 3092 3096 3101 rBV5 18389 27618 1.13% 0.326%
17 21.160 3139 3144 3149 rBvV 440187 562413 23.00% 6.645%
18 23.352 3510 3517 3526 rBV 255248 493980 20.20% 5.837%

Sum of corrected areas: 8463127
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061115\
Data File : BG017617.D

Acq On : 11 Jun 2015 19:52

Operator : TP/1Z

Sample - G2522-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315.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: BG017617.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061115\
Data File : BG017617.D

Acq On : 11 Jun 2015 19:52

Operator : TP/1Z

Sample - G2522-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.63 9.62 ng 83138 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 1-Butene, 4-ethoxy- 100 C6H120 044611-46-3 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 331 (4.633 min): BG017617.D (-326) (-) m/z 43.00 100.00%
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Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
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Abundance #3955: 2,3-Butanedione, monooxime
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061115\
Data File : BG017617.D

Acq On : 11 Jun 2015 19:52

Operator : TP/1Z

Sample - G2522-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 unknown7.07 Concentration Rank 2

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

7.07 37.37 ng 322832 1,4-Dichlorobenzene-d4 7.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI102 014203-19-1 22
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 18
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
4 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 746 (7.071 min): BG017617.D (-737) (-) m/z 132.00 100.00%
132
5000 66
R 680 7.00 7.20 7.0
Aoy N157 222 283315 467 7z 66.00  42.90%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
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69 6.80 7.00 7.20 7.40
39 m/z 68.00 42 _.29%
“‘ 103
||N““i“|‘|“‘|‘:‘|muu|||||||||||||||||||||||||||||||||||
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Abundance
132
680 7.00 7.20 7.0
5000 m/z 134.00 30.90%
39 %3 90
mz-> 50 100 150 200 250 300 350 400 450
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R B
132 6.80 7.00 7.20 7.40
69 m/z 69.10 28 .73%
104
5000
31
'JM!'A'l""w"'|"”|""|”"|"'w""|'”
m/z--> 50 100 150 200 250 300 350 400 450 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061115\
Data File : BG017617.D

Acq On : 11 Jun 2015 19:52

Operator : TP/1Z

Sample - G2522-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_M
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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.87 2.82 ng 59943 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
2 Dodecanoic acid 200 C12H2402 000143-07-7 49
3 Tetradecanoic acid 228 C14H2802 000544-63-8 43
4 Undecanoic acid 186 C11H2202 000112-37-8 38
5 Tridecanoic acid 214 C13H2602 000638-53-9 30
Abundance Scan 2584 (17.870 min): BG017617.D (-2580) (-) m/z 43.00 100.00%
48
5000
185 213
430 458 17.60 17.80 18.00 18.20
m/z 73.00 98.65%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #92228: n-Hexadecanoic acid
43 7
5000 256
129 17.60 17.80 18.00 18.20
97 213 m/z 60.00 84.81%
| 1?7\1?5 | \
miz--> 50 100 150 200 250 300 350 400 450
Abundance
73
43
17.60 17.80 18.00 18.20
5000 m/z 41.00 74 .68%
129
157 200
101
miz-> 50 100 150 200 250 300 350 400 450
Abundance #75071: Tetradecanoic acid
78 17.60 17.80 18.00 18.20
43 m/z 55.10 71.30%
5000 129
185 228
97
157
m/z--> 50 100 150 200 250 300 350 400 450 17.60 17.80 18.00 18.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG061115\
Data File : BG017617.D

Acq On : 11 Jun 2015 19:52

Operator : TP/1Z

Sample - G2522-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060315_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... 4.63 9.6 ng 83138 1 7.53 172790 20.0
unknown? .07 7.07 37.4 ng 322832 1 7.53 172790 20.0
n-Hexadecanoic acid 17.87 2.8 ng 59943 4 16.96 424724 20.0
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