LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017055.D

Aca On : 11 May 2015 16:16

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 8 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 2.720 3 5 21 rVB 5555074 6506403 100.00% 22.102%
2 2.855 24 28 37 rvB 163946 284127 4_.37% 0.965%
3 2.937 37 42 46 rVB 143557 177080 2.72% 0.602%
4 4.864 363 370 378 rBV 79075 117638 1.81% 0.400%
5 5.346 445 452 461 rBVY 1275730 1798373 27.64% 6.109%

6.950 717 725 732 rBV 1308981 2036446 31.30% 6.918%
7.291 775 783 792 rBV 1244952 1949162 29.96% 6.621%
7.749 854 861 870 rBV 216202 349769 5.38% 1.188%
8.072 909 916 923 rBV 866142 1356758 20.85% 4._.609%
8.912 1052 1059 1066 rBV 751447 1223838 18.81% 4_.157%

=
QO ~NO®

11 10.552 1330 1338 1345 rVB 282523 473070 7.27% 1.607%
12 13.025 1750 1759 1765 rBV 1734117 2542022 39.07% 8.635%
13 13.859 1896 1901 1906 rBV 97867 133916 2.06% 0.455%
14 14.406 1984 1994 2002 rVB2 434584 658000 10.11% 2.235%
15 15.898 2241 2248 2254 rBV 1746269 2409152 37.03% 8.184%

16 17.150 2454 2461 2467 rBV2 640324 843384 12.96% 2.865%
17 18.049 2610 2614 2623 rBV 187364 243206 3.74% 0.826%
18 19.330 2828 2832 2839 rBV2 71353 102214 1.57% 0.347%
19 19.782 2903 2909 2914 rBV 3468572 4149027 63.77% 14.094%
20 21.039 3120 3123 3130 rBV2 102779 142433 2.19% 0.484%

21 21.333 3167 3173 3178 rBV 808457 1004744 15.44% 3.413%
22 23.619 3555 3562 3569 rVB 494381 936656 14.40% 3.182%

Sum of corrected areas: 29437418
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG051115\

BG017055.D

11 May 2015 16:16

TP/1Z

G2176-20

8 Sample Multiplier: 1

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

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017055.D

Aca On : 11 May 2015 16:16

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 8 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.

2.72 372.04 ng 6506400 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 42
3 1.3-Diaminoquanidine 89 CH7N5 004364-78-7 40
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 32
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 12

Abundance Scan 5 (2.720 min): BG017055.D (-3) (-) m/z 73.10 100.00%
7B
43
5000
SRR N N
2.80 2.90 3.00 3.10
ol A ) §0100 132 165 191 281 342 7o 43 05 77.50%
m/z--> 50 100 150 200 250 300
Abundance #13101: Propanoic acid, 2-methyl-, propy! ester
43
71
5000 89
2.80 2.90 3.00 3.10
m/z 89.05 50.18%
T
m/z--> 50 100 150 200 250 300
Abundance
73
HR SRR S A LR
2.80 2.90 3.00 3.10
5000 43 m/z 41.10 19.51%
oL 26 90
m/z--> 50 100 150 200 250 300 '
Abundance #2183: 1,3-Diaminoguanidine R aammamasmoms
43 2.80 2.90 3.00 3.10
m/z 45.00 15.40%
89
5000{ 18
72
0 e e e B N R USRI SR A LR
m/z--> 50 100 150 200 250 300 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 : BG017055.D

Aca On : 11 May 2015 16:16

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 8 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.

2.94 10.13 ng 177080 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 56
2 2-Methvl-5-hexen-3-o0l 114 C7H140 032815-70-6 23
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 22
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 17
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 43 (2.943 min): BG017055.D (-37) (-) m/z 73.05 100.00%
7B
5000 43

2.80 3.00 3.20
ol ,-|= | | Aeue a0 200 8 Tz 43.00  50.06%

—
m/z--> 0 50 100 150 200 250 300 350
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 LA LN N N LB B B B L B B B B
43 2.80  3.00 3.20
‘ m/z 87.10 27 .90%
0 dﬁ\‘ \
I e e o e e T L e o e e LA B e e o e e e IR
m/z--> 0 50 100 150 200 250 300 350
Abundance
73
AIIAIIIIIIIIIIIIIIII
5 280 300 3.20
5000 m/z 55.00 24 .45%
27
O o L o e e L e e L B e e o e I N B
m/z--> 0 50 100 150 200 250 300 350
Abundance #1967: Silane, tetramethyl- -
78 2.80  3.00 3.20
m/z 41.00 15.47%
5000
43
15 i ” TP 1 VAN
O o I e LA e e o e e o B B TN e e o e
m/z--> 0 50 100 150 200 250 300 350 2.80 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017055.D

Aca On : 11 May 2015 16:16

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 8 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 6.73 ng 117638 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 45
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane 58 C4H10 000106-97-8 9
4 Heptanoic acid. 2.2-dimethvl-6-0... 186 C10H1803 000926-27-2 9
5 Diacetamide 101 C4H7NO2 000625-77-4 9

Abundance Scan 369 (4.858 min): BG017055.D (-363) (-) m/z 43.00 100.00%
43
5000
101 ANV AR
73 460 4.80 5.00 5.20
0 ,...Ll;~=.'.'.~,|...1‘.‘°, . e M8 Tm/z 59.10 48.39%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I I R L
460 4.80 5.00 5.20
m/z 101.00 16.29%
101
0 I""Ip?"l""l""l"" U DAL A
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
43
460 480 5.00 520
5000 m/z 58.00 15.55%
101
15
69
o L L L WL WU B S
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #224: Butane
43 460 4.80 5.00 5.20
m/z 39.00 9.95%
5000
0 |}?'U|L'"|""|""|""|""|'"'|"" ' S LA RSN AR LA
m/z--> 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\BG051115\
Data File : BG017055.D

Aca On : 11 May 2015 16:16

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 8 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.

7.29 111.45 ng 1949160 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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 12

Abundance Scan 783 (7.291 min): BG017055.D (-775) (-) m/z 132.00 100.00%
5000 68
40 54 % 7.00 7.20 7.40 7.60
o 81 115 207221 251 267 mn/z 68.00 45 120
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A
7.00 7.20 7.40 7.60
31 51 ‘ m/z 134.00 34.11%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
132
7.00 7.20 7.40 7.60
5000 97 m/z 66.00 32.70%
70
31
0 a4 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #48639: Tranylcypromine-propionyl R e
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 20.03%
5000 98 116
o....,...ufu..M.,..,W.ﬂ b 228 }??II.I. S R CRRNN  G—
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 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 : BG017055.D

Aca On : 11 May 2015 16:16

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 8 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 5.77 ng 243206 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Octadecanoic acid 284 C18H3602 000057-11-4 92
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 59
5 Ethanone, 1-(4,5-dihydro-2-thiaz... 129 C5H7NOS 029926-41-8 46

Abundance Scan 2614 (18.049 min): BG017055.D (-2610) (-) m/z 43.05 100.00%

5000

-

213 256 T T T T T T T T T
17.80 18.00 18.20 18.40

m/z 73.00 86 .48%

157185

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92227: n-Hexadecanoic acid

-

73
5000
17.80 18.00 18.20 18.40
m/z 41.00 81.28%
R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
R A RE Ea s
17.80 18.00 18.20 18.40
5000 129 m/z 60.00 81.05%
284
b 185 241
15 157 213
O e T e T T T T T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #75071: Tetradecanoic acid
17.80 18.00 18.20 18.40
m/z 55.00 66.91%
5000
185 228
o R e AR RAREEEE S
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\BG051115\
Data File : BG017055.D

Aca On : 11 May 2015 16:16

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 8 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 Octadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
19.33 2.03 ng 102214 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 91
2 D-Glucose. 4-0-.alpha.-D-alucopv... 342 C12H22011 000069-79-4 38
3 Lactose 342 C12H22011 000063-42-3 38
4 n-Decanoic acid 172 C10H2002 000334-48-5 35
5 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 35
Abundance Scan 2832 (19.330 min): BG017055.D (-2828) (-) m/z 43.00 100.00%
B
5000
19,00 19.20 19.40 19.60
0 m/z 73.00 80.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid
43 73
5000 129 URUNAMUNSEN ISR B
19.00 19.20 19.40 19.60
97 185 5y 284 m/z 57.05 71.91%
o 15 M ‘Mlhl ‘1.§7I‘ s }2}?‘. | - .“. e
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
19.00 19.20 19.40 19.60
5000 43 97 m/z 41.00 63.66%
18
) 126 163 191 291
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #137740: Lactose B B
78 19.00 19.20 19.40 19.60
m/z 60.00 62.90%
5000
43
97
18 126
o’ ij=l}.*.h.,l§? }?ﬁ e e e e e b
m/z--> 50 100 150 200 250 300 350 400 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG051115\
Data File : BG017055.D

Aca On : 11 May 2015 16:16

Operator : TP/1Z

Sample : 62176-20

Misc :

ALS Vial : 8 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 9 1-Docosanethiol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.04 2.84 ng 142433 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanethiol 342 C22H46S 007773-83-3 95
2 1-Nonadecene 266 C19H38 018435-45-5 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 93
4 Bromoacetic acid. hexadecvl ester 362 C18H35Bro2 005454-48-8 93
5 Cyclotetracosane 336 C24H48 000297-03-0 90
Abundance Scan 3123 (21.039 min): BG017055.D (-3120) (-) m/z 43.10 100.00%
43
69
5000
208 " 20.80 21.00 21.20 2140
153181 267 295 327355
ol 2% 370 401433 m/z 57.05 78.81%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #138156: 1-Docosanethiol
43 97
69
5000 LR UL SURBLLE BRI B
m mmmmmmmm
308 342 m/z 55.05  76.79%
0 R ‘\ \‘\ \‘\ \\\ ‘“. ;.]:9|5223252280 ‘ 'I""I""I""I""
m/z--> 50 o 200 250 300 350 400 450 500
Abundance
41
83 "' 20.80 21.00 21.20 2140
5000 m/z 69.05 73.76%
111
o 139 168 266
m/z--> 55 160 1éo 260 250 360 3%0 460 4éo 560
Abundance #152927: Trichloroacetic acid, hexadecy! ester e
3 20.80 21.00 21.20 21.40
69 m/z 83.05 73.22%
5000
0 'L AR A ML L
m/z--> 50 100 150 200 250 300 350 400 450 500 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 : BG017055.D

Acq On : 11 May 2015 16:16

Operator : TP/1Z

Sample : G2176-20

Misc :

ALS Vial : 8 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... 2.72 372.0 ng 6506400 1 7.75 349769 20.0
Butane, 2-methoxy... 2.94 10.1 ng 177080 1 7.75 349769 20.0
2-Pentanone, 4-hy... 4.86 6.7 ng 117638 1 7.75 349769 20.0
unknown7 .29 7.29 111.5 ng 1949160 1 7.75 349769 20.0
n-Hexadecanoic acid 18.05 5.8 ng 243206 4 17.15 843384 20.0
Octadecanoic acid 19.33 2.0 ng 102214 5 21.33 1004740 20.0
1-Docosanethiol 21.04 2.8 ng 142433 5 21.33 1004740 20.0
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