LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022617.D

Acq On : 26 Jun 2016 20:04

Operator : UM/SJ

Sample : H3741-04

Misc :

ALS Vial : 69 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-BG062516 .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
1 5.241 403 409 415 rBvV 89509 147497 1.11% 0.238%
2 5.705 479 488 499 rBV 1363575 2204777 16.63% 3.561%
3 7.304 753 760 767 rBV 939459 1609050 12.13% 2.599%
4 7.691 818 826 834 rBV 2488411 4324652 32.61% 6.985%
5 8.161 899 906 915 rBVY 578949 1032323 7.78% 1.667%

8.490 954 962 971 rVB 2184738 3893039 29.36% 6.288%
9.331 1097 1105 1114 rBV 2024297 3691790 27.84% 5.963%
10.987 1378 1387 1393 rBVY 846001 1471884 11.10% 2.377%
5387988 8406047 63.39% 13.577%
14.237 1935 1940 1947 rBV 155350 235135 1.77% 0.380%
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11 14.795 2028 2035 2042 rBV2 1356252 2206714 16.64% 3.564%
12 16.287 2282 2289 2299 rBV 5395187 8368032 63.10% 13.515%
13 17.556 2498 2505 2513 rBV 1854927 2973460 22.42% 4.802%
14 18.432 2649 2654 2661 rBV2 314640 503666 3.80% 0.813%
15 19.695 2865 2869 2875 rBv4 252022 332157 2.50% 0.536%

16 19.801 2884 2887 2896 rBvV2 121563 205274 1.55% 0.332%
17 20.159 2942 2948 2954 rBV 9640572 13260986 100.00% 21.418%
18 21.469 3169 3171 3178 rVB8 126406 182643 1.38% 0.295%
19 21.851 3229 3236 3246 rVB 2012302 3477130 26.22% 5.616%
20 25.212 3798 3808 3819 rVB2 1193774 3389444 25.56% 5.474%

Sum of corrected areas: 61915700
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022617.D

Acq On : 26 Jun 2016 20:04

Operator : UM/SJ

Sample : H3741-04

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022617.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022617.D

Acq On : 26 Jun 2016 20:04

Operator : UM/SJ

Sample : H3741-04

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 Propane, l-ethoxy-2-methyl- Concentration Rank 4

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

5.24 2.86 ng 147497 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 50
2 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 39
3 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 33
4 Silane, trimethyl- 74 C3H10Si 000993-07-7 33
5 Propane, 1,2-dimethoxy- 104 C5H1202 007778-85-0 9

Abundance Scan 409 (5.241 min): BG022617.D (-403) (-) m/z 43.05 100.00%

48
5000
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500 520 540 560
130 239 271 487
Obrrtlpth (2 -9 158 210299 277 328 305 Al2444 987916 m/z 59.10 77.31%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #4387: Propane, 1-ethoxy-2-methyl-
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m/z 101.10  27.92%

m/z--> 50 100 150 200 250 300 350 400 450 500
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59
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o

5000 101 m/z 58.10 17.59%
31
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O T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #7867: 4-Hydroxy-3-hexanone
59 5.00 5.20 5.40 5.60
m/z 41.10 10.83%
31
5000
I N
m/z--> 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022617.D

Acq On : 26 Jun 2016 20:04

Operator : UM/SJ

Sample : H3741-04

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 unknown7.69 Concentration Rank 1

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

7.69 83.78 ng 4324650 1,4-Dichlorobenzene-d4 8.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 10
4 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 826 (7.691 min): BG022617.D (-818) (-) m/z 132.00 100.00%
132
68
5000
w | P 740 7.60 7.80 8.00
o 165 208 247 299 334 372399 468495 538 n/z 68.10 56_80%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R L UL R
7.40 7.60 7.80 8.00
31 m/z 66.10 38.52%
O,HJWJHw.,L.”,............ = SIS
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
AT
7.40 7.60 7.80 8.00
5000 97 m/z 134.00 33.71%
31 70
O S L L L B B I B B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14013: 1H-Benzimidazole, 2-methyl- e
132 7.40 7.60 7.80 8.00
m/z 69.10 25.77%
5000
. 28&.63, 104
mz-> 0 50 100 150 200 250 300 350 400 450 500 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022617.D

Acq On : 26 Jun 2016 20:04

Operator : UM/SJ

Sample : H3741-04

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 3
R.T. EstConc Area Relative to ISTD R.T.
18.43 3.39 ng 503666 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
2 n-Decanoic acid 172 C10H2002 000334-48-5 78
3 Tridecanoic acid 214 C13H2602 000638-53-9 72
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64

Abundance Scan 2654 (18.432 min): BG022617.D (-2649) (-) m/z 73.10 100.00%
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Abundance #92228: n-Hexadecanoic acid
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022617.D

Acq On : 26 Jun 2016 20:04

Operator : UM/SJ

Sample : H3741-04

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.69 2.23 ng 332157 Phenanthrene-d10 17.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 74
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2868 (19.689 min): BG022617.D (-2865) (-) m/z 73.05 100.00%

5000

19.40 19.60 19.80 20.00
m/z 43.05  93.45%
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Abundance #108841: Octadecanoic acid
43 73
5000 LA L L L L L LB
129 19.40 19.60 19.80 20.00
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R N RARE SRR R
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Abundance #83686: Pentadecanoic acid e A BLREa Ban TS

19.40 19.60 19.80 20.00
m/z 55.10 75.51%
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T I I T
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG062616\
Data File : BG022617.D

Acq On : 26 Jun 2016 20:04

Operator : UM/SJ

Sample : H3741-04

Misc :

ALS Vial : 69 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG062516 .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]
Propane, l-ethoxy... 5.24 2.9 ng 147497 1 8.17 1032320 20.0
unknown? .69 7.69 83.8 ng 4324650 1 8.17 1032320 20.0
n-Hexadecanoic acid 18.43 3.4 ng 503666 4 17.56 2973460 20.0
Octadecanoic acid 19.69 2.2 ng 332157 4 17.56 2973460 20.0
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