LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017062.D

Aca On : 11 May 2015 20:21

Operator : TP/1Z

Sample : 62176-22

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:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2.717 3 5 24 rVB 5417651 6256745 100.00% 21.758%
2 2.858 24 29 38 rvB 210269 355372 5.68% 1.236%
3 2.935 38 42 46 rBV 158762 185459 2.96% 0.645%
4 4.862 365 370 377 rBV 102333 152912 2.44% 0.532%
5 5.344 446 452 459 rBV 1230950 1741599 27.84% 6.056%

6.948 715 725 734 rBV 1254248 1968185 31.46% 6.844%
7.294 776 784 792 rBV 1256714 1905317 30.45% 6.626%
7.753 856 862 869 rBvV 228540 351336 5.62% 1.222%
8.070 910 916 925 rVB 794490 1257900 20.10% 4_374%
8.910 1050 1059 1066 rBvV 721235 1195868 19.11% 4_.159%

=
QO ~NO®

11 10.549 1328 1338 1345 rBvV 285962 481591 7.70% 1.675%
12 13.023 1752 1759 1768 rBV 1749823 2437726 38.96% 8.477%
13 13.857 1896 1901 1910 rVB 87167 129018 2.06% 0.449%
14 14.404 1987 1994 2003 rBV2 455994 671218 10.73% 2.334%
15 15.896 2241 2248 2262 rBV 1700050 2339181 37.39% 8.135%

16 17.148 2454 2461 2468 rBV2 623812 877536 14.03% 3.052%
17 18.047 2610 2614 2620 rBV2 90181 130074 2.08% 0.452%
18 19.780 2903 2909 2915 rBV 3414389 4172342 66.69% 14.509%
19 21.043 3120 3124 3130 rBV3 87140 117898 1.88% 0.410%
20 21.331 3167 3173 3178 rBV 849094 1041356 16.64% 3.621%

21 23.616 3555 3562 3571 rVB 515232 987437 15.78% 3.434%

Sum of corrected areas: 28756070
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017062.D

Aca On : 11 May 2015 20:21

Operator : TP/I1Z

Sample : G2176-22

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA G\METHODS\8270-BG050515.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017062.D

Aca On : 11 May 2015 20:21

Operator : TP/1Z

Sample : 62176-22

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 Propanoic acid, 2-methyl-, ... Concentration Rank 1

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

2.72 356.17 ng 6256750 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 50
2 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 36
3 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 32
4 2-Butanone. 3-methoxv-3-methvl- 116 C6H1202 036687-98-6 32
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9

Abundance Scan 5 (2.717 min): BG017062.D (-3) (-) m/z 73.10 100.00%
]
43
5000
2.80 2.90 3.00 3.10
ol L donis0  zo2ss g1 o sea o sas ettty
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550
Abundance #13101: Propanoic acid, 2-methyl-, propy! ester
43
71
5000
2.80 2.90 3.00 3.10
m/z 89.05 47 .96%
0 15‘ \‘ 01
m/z--> 0 55 160 150 200 250 300 350 400 450 500 550
Abundance
73
43 2.80 2.90 3.00 3.10
5000 . m/z 41.10 18.74%
o 104
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #724: Acetamide, N-methyl-
43 7 2.80 2.90 3.00 3.10
m/z 45.00 15.03%
5000
15
- e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.80 2.90 3.00 3.10
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017062.D

Aca On : 11 May 2015 20:21

Operator : TP/1Z

Sample : 62176-22

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 3 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.93 10.56 ng 185459 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Butanoic acid. 2-hvdroxv-2-methy... 132 C6H1203 032793-34-3 28
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 41 (2.929 min): BG017062.D (-38) (-) m/z 73.00 100.00%
7B
43
5000
55 87
—— T
280 300  3.20
0 ||||| o aeowis | corem 20 it 43 00 52400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 T T T T T T T
43 280 300  3.20
55 87 m/z 87.00 27.42%
29
e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
73
a8 280 300 320
5000 m/z 55.10 25.57%
29
15
0 AR A A A N N N N N N v
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 AA
Abundance #13857: Butanoic acid, 2-hydroxy-2-methyl-, methy! ester T
7B 280 300 3.20
43 m/z 41.00 17.24%
5000 55
31
o Il | 89103137
m/z--> 20 45 éo 80 160 120 140 160 180 200 220 240 280 300 3.0
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017062.D

Aca On : 11 May 2015 20:21

Operator : TP/1Z

Sample : 62176-22

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

4._86 8.70 ng 152912 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 42
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 370 (4.862 min): BG017062.D (-365) (-) m/z 42.95 100.00%
43
5000
J 1o 460 480 500 520
Ol 73 .~,|.?ZI8. 28201 343 407 466 | sz 59.00  48.79%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RN AR RN RS L
460 4.80 5.00 5.20
m/z 101.00 17.16%
15 101
0w‘"“""‘l“""‘l""'|""l""|""|""|'"'|""|"'
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
43
" 460 480 500 520
5000 m/z 58.00 13.66%
101
15 73
L S B L WU L B WL UL LI
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #3955: 2,3-Butanedione, monooxime
3 460 4.80 5.00 5.20
m/z 41.00 8.58%
5000
101
ol 12 [ 69
mz-> 0 50 100 150 200 250 300 350 400 450 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017062.D

Aca On : 11 May 2015 20:21

Operator : TP/1Z

Sample : 62176-22

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 5 unknown7.29 Concentration Rank 2

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

7.29 108.46 ng 1905320 1,4-Dichlorobenzene-d4 7.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 783 (7.289 min): BG017062.D (-776) (-) m/z 132.00 100.00%
132
5000 68
40 | 9% 700 7.20 7.40 7.60
0 A U SN/ AR -~ SN m/z 68.00 45.24%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 LN RS LA R AR
7.00 7.20 7.40 7.60
2 m/z 66.00 33.84%
O'M”MWL'A"'l”"|'”'|"”|"'w""w"'|”"|
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
700 7.20 7.40 7.60
5000 97 m/z 134.00 32.36%
3 10
e L L L L B B DL WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro- L
132 7.00 7.20 7.40 7.60
m/z 69.10 21.67%
5000
69
39 “ ‘ 103
0"hT”J“MH” AL DAL SARLELELA UARLLEL S WAL SO R UL L L IR
m/z--> 50 100 150 200 250 300 350 400 450 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017062.D

Aca On : 11 May 2015 20:21

Operator : TP/1Z

Sample : 62176-22

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 7 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.05 2.96 ng 130074 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 86
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 62
Abundance Scan 2615 (18.052 min): BG017062.D (-2610) (-) m/z 60.00 100.00%
5000 129
185 17.80 18.00 18.20 18.40
(o} m/z 43.10 96.93%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
43 73
5
5000 29 256 L BRI SN SUALN R
17. 80 18. oo 18. 20 18 40
21 m/z 40.95 84.76%
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260 280
Abundance
60
" "' 17:80 18.00 18.20 18.40
5000 129 m/z 73.00 82.42%
27 87 115
o 101 143157 172
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65562: Tridecanoic acid P A T T
43 78 17.80 18.00 18.20 18.40
m/z 57.05 80.93%
57
5000 29
129 - 214
T
O.H,HHULmuN...”m.”“.”“.”“”.J“..“..”..”.“”.“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017062.D

Aca On : 11 May 2015 20:21

Operator : TP/1Z

Sample : 62176-22

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG050515.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 8 1-Docosene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.04 2.26 ng 117898 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 90
2 1-Hexacosanol 382 C26H540 000506-52-5 87
3 l-Hentetracontanol 593 C41H840 040710-42-7 86
4 1-Heptadecanol 256 C17H360 001454-85-9 81
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 74
Abundance Scan 3123 (21.037 min): BG017062.D (-3120) (-) m/z 43.00 100.00%
43
83
5000
167 208 21 2080 21,00 2120 2140
- ,....,”.'eu b b b o 30 A | M/z 57.00 93.18%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #121980: 1-Docosene
57 97
5000 RN SIS SURRULA SN B
308 20.80 21.00 21.20 21.40
H‘ s m/z 55.00 78.08%
2
o,...,....,..F..,..1.8.1,?.2?.,2‘.6.6..,....,....,....,....,....,....,.
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
' 20.80 21.00 21,20 21.40
5000 83 m/z 83.05 75 .59%
0 125 168 209 252 292322 364
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #172384: 1-Hentetracontanol A R e i S
57 20.80 21.00 21.20 21.40
m/z 41.00 68.38%
97
5000
18
ol | l 3% 181 223 278 320 362 404 446 488518 572
mz-> 0 50 100 1éo 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG051115\
Data File : BG017062.D

Acq On : 11 May 2015 20:21

Operator : TP/1Z

Sample : G2176-22

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515_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]
Propanoic acid, 2... 2.72 356.2 ng 6256750 1 7.75 351336 20.0
Butane, 2-methoxy... 2.93 10.6 ng 185459 1 7.75 351336 20.0
2-Pentanone, 4-hy... 4.86 8.7 ng 152912 1 7.75 351336 20.0
unknown7 .29 7.29 108.5 ng 1905320 1 7.75 351336 20.0
n-Hexadecanoic acid 18.05 3.0 ng 130074 4 17.15 877536 20.0
1-Docosene 21.04 2.3 ng 117898 5 21.33 1041360 20.0
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