LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016998.D

Acq On : 9 May 2015 20:22

Operator : TP/1Z

Sample : G2173-01

Misc :

ALS Vial : 43 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-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 height area % max. total

2.914 33 38 47 rBvV 372577 576079 10.94% 2.441%
2.990 47 51 61 rvB 665038 788482 14.97% 3.342%
rBv 58451 84479 1.60% 0.358%
5.370 450 456 465 rBvV 599690 865297 16.43% 3.667%
6.956 718 726 736 rBV 409495 660432 12.54% 2.799%
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7.321 777 788 796 rBV 1057889 1658235 31.48% 7.028%
7.791 861 868 874 rBV 213525 344538 6.54% 1.460%
8.108 915 922 929 rBV 850728 1351693 25.66% 5.729%
8.948 1056 1065 1074 rBvV 814460 1338616 25.41% 5.673%
10.582 1336 1343 1350 rBV 313496 502992 9.55% 2.132%

=
QO ~NO®

11 13.049 1756 1763 1770 rBV 2062554 2963516 56.26% 12.560%
12 14.430 1991 1998 2006 rBV2 491060 761505 14.46% 3.227%
13 15.916 2243 2251 2262 rBV 1944146 2738357 51.98% 11.605%
14 17.168 2458 2464 2472 rBV2 733490 1018551 19.34% 4.317%
15 18.067 2611 2617 2627 rBV2 141094 224984 4.27% 0.954%

16 19.348 2830 2835 2843 rBV 104891 167442 3.18% 0.710%
17 19.794 2905 2911 2917 rBV 4059946 5267845 100.00% 22.326%
18 21.057 3122 3126 3131 rBV 96657 121743 2.31% 0.516%
19 21.345 3169 3175 3186 rVB 867208 1099021 20.86% 4.658%
20 23.637 3558 3565 3576 rvB2 531018 1061694 20.15% 4 _500%

Sum of corrected areas: 23595501
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG050915\

BG016998.D
9 May 2015 20:22
TP/1Z
G2173-01
43 Sample Multiplier: 1

Z:\HPCHEM1\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\BG050915\
Data File : BG016998.D

Acq On : 9 May 2015 20:22

Operator : TP/1Z

Sample : G2173-01

Misc :

ALS Vial : 43 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

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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.99 45.77 ng 788482 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 9

Abundance Scan 51 (2.990 min): BG016998.D (-47) (-) m/z 73.05 100.00%
7B
5000 43 A
{ 280 300 320 340
ol Ml 28 e S 0 Tm/z 43.00 46.85%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 I S R
43 280 3.00 320 3.40
m/z 55.00 26.86%
L S L L W UL WL UL B S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
73
280 300 320 340
5000 m/z 87.10 25.73%
43
15
L S L L W UL WL LS BRI W A\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #720: N-Ethylformamide T
30 280 3.00 320 3.40
73 m/z 41.00 16.04%
5000 M
L S o S L I B I B L L N A
m/z--> 0 50 100 150 200 250 300 350 400 450 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016998.D

Acq On : 9 May 2015 20:22

Operator : TP/1Z

Sample : G2173-01

Misc :

ALS Vial : 43 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

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 unknown4.91 Concentration Rank 5

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

4.91 4.90 ng 84479 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
2 5-Hexen-2-one 98 C6H100 000109-49-9 9
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
4 Acetamide, N-(aminocarbonyl)- 102 C3H6N202 000591-07-1 9
5 1,4-Butanediamine 88 C4H12N2 000110-60-1 9

Abundance Scan 378 (4.912 min): BG016998.D (-372) (-) m/z 43.00 100.00%
43
5000
101
73 460 4.80 5.00 5.20
b d B | 1s7 104 8% 49 L0759 10 48.87%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A ULRE UL IS LA
460 4.80 5.00 5.20
m/z 101.00 15.09%
15 101
0 J”ka"'¢""l'”'l"" U P DA UL
mz-> 0 50 100 150 200 250 300 350 400
Abundance
43
460 4.80 500 520
5000 m/z 58.00 12.74%
15 83
O s L A W L UL LI
mz-> 0 50 100 150 200 250 300 350 400
Abundance #3950: 2,3-Butanedione, monooxime
43 460 4.80 5.00 5.20
m/z 40.95 8.91%
5000
101
15 6
mz-> 0 50 100 150 200 250 300 350 400 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016998.D

Acq On : 9 May 2015 20:22

Operator : TP/1Z

Sample : G2173-01

Misc :

ALS Vial : 43 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

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 unknown7.32 Concentration Rank 1

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

7.32 96.26 ng 1658240 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 20
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 788 (7.321 min): BG016998.D (-777) (-) m/z 132.00 100.00%
5000 68
“Oosa || % » 7.00 7.20 7.40 7.60
o s 1 m/z 68.00 46.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 A AR LS RN LR
7.00 7.20 7.40 7.60
70 m/z 134.00 34.68%
N RN NV W L —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57 132
74 7.00 7.20 7.40 7.60
5000 gg 116 m/z 66.00 33.45%
0 158 189
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14013: 1H-Benzimidazole, 2-methyl- N AR ERERE RS S
132 7.00 7.20 7.40 7.60
m/z 69.10 21.62%
5000
15 28 39 52 0 77 0 104y |
I S N P N P M R gl e igpery 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016998.D

Acq On : 9 May 2015 20:22

Operator : TP/1Z

Sample : G2173-01

Misc :

ALS Vial : 43 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

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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.07 4.42 ng 224984 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 68
3 Tridecanoic acid 214 C13H2602 000638-53-9 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 50

Abundance Scan 2618 (18.073 min): BG016998.D (-2611) (-) m/z 73.00 100.00%

5000

17.80 18.00 18.20 18.40

0! m/z 43.05 96.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256

17.80 18.00 18.20 18.40
m/z 60.00 73.82%

21
157185

oL,

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
IIIIIII‘IIIIIIIIIIIIIIII
17.80 18.00 18.20 18.40
5000 m/z 41.05 66.33%
129
185
101 | 157 228
O T T T T e T T T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #65566: Tridecanoic acid

73 17.80 18.00 18.20 18.40

m/z 55.00 64 .68%
43
5000
129
111 214
1 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016998.D

Acq On : 9 May 2015 20:22

Operator : TP/1Z

Sample : G2173-01

Misc :

ALS Vial : 43 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

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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.35 3.05 ng 167442 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Undecanoic acid 186 C11H2202 000112-37-8 46
4 Pentadecanoic acid 242 C15H3002 001002-84-2 43
5 n-Decanoic acid 172 C10H2002 000334-48-5 43
Abundance A Scan 2835 (19.348 min): BG016998.D (-2830) (-) m/z 41.00 100.00%
n 73
5000
19.00 19.20 19.40 19.60
O m/z 43.00 95.98%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #108843: Octadecanoic acid
43 73
5000 129 RUNNUNSUSRUARN SUURE
19.00 19.20 19.40 19.60
o 185 54 284 m/z 73.00 89.28%
0 :.I'S.‘. HI jl Mlhl ‘.‘];?7.‘ .\. ‘,2}?‘. - .“. SN
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 73
19.00 19.20 19.40 19.60
5000 m/z 54.95 89.20%
129
185
18 98 157 228
L U L L L UL WL S L B
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #46616: Undecanoic acid e e
0 19.00 19.20 19.40 19.60
m/z 60.00 80.11%
50001 29
g7 129
Y MJJJ““'Hﬁi{gél""l"' U AL S B
miz--> 0 50 100 150 200 250 300 350 400 450 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016998.D

Acq On : 9 May 2015 20:22

Operator : TP/1Z

Sample : G2173-01

Misc :

ALS Vial : 43 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

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 Cyclohexadecane, 1,2-diethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.06 2.22 ng 121743 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 95
2 1-Docosene 308 C22H44 001599-67-3 93
3 2-Hepten-4-one, 6-hydroxy-2-meth... 236 C15H2402 038043-98-0 91
4 5-Eicosene, (E)- 280 C20H40 074685-30-6 89
5 1-Heptacosanol 396 C27H560 002004-39-9 83
Abundance Scan 3126 (21.057 min): BG016998.D (-3122) (-) m/z 43.05 100.00%
a3
97
5000
1541 20125 080 21,00 21130 2140
okl m/z 57.10 94 _45Y%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106406: Cyclohexadecane, 1,2-diethyl-
43
69
o7 280
5000
20.80 21.00 21.20 21.40
125 251 m/z 55.05 76 .56%
L e
0:::|“‘|‘||‘|H|‘l“|”|“l“‘:“:::‘||||‘|||‘||||||||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
55
o7 20,80 21.00 21.20 21.40
5000 m/z 97.10 71.25%
29
125
0 77 153 181 308
m/z--> 50 100 150 200 250 300 350 400
Abundance #79850: 2-Hepten-4-one, 6-hydroxy-2-methyl-6-(4-methyl-3-c...
55 8 20.80 21.00 21.20 21.40
138 m/z 83.10 67.08%
05
5000 o,
218
0 H""'l""l"""'l'"'l""l""l"
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG016998.D

Acq On : 9 May 2015 20:22

Operator : TP/1Z

Sample : G2173-01

Misc :

ALS Vial : 43 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG050515.M
Quant Title : 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]
Butane, 2-methoxy... 2.99 45.8 ng 788482 1 7.79 344538 20.0
unknown4 .91 4.91 4.9 ng 84479 1 7.79 344538 20.0
unknown? .32 7.32 96.3 ng 1658240 1 7.79 344538 20.0
n-Hexadecanoic acid 18.07 4.4 ng 224984 4 17.17 1018550 20.0
Octadecanoic acid 19.35 3.0 ng 167442 5 21.35 1099020 20.0
Cyclohexadecane, ... 21.06 2.2 ng 121743 5 21.35 1099020 20.0
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