LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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
1 2.913 33 38 47 rBVY 283074 477493 9.08% 1.532%
2 2.990 47 51 63 rvB 647403 787117 14.97% 2.526%
3 4.911 372 378 384 rVB 79303 115606 2.20% 0.371%
4 5.375 450 457 467 rVB 793237 1142809 21.73% 3.667%
5 6.961 719 727 739 rVB 577742 906012 17.23% 2.907%

7.326 777 789 795 rBV 1343715 2163149 41.13% 6.941%
7.790 861 868 875 rBV 387181 585986 11.14% 1.880%
8.107 915 922 931 rVB 993533 1612698 30.67% 5.175%
8.947 1057 1065 1074 rBV 1025036 1687272 32.08% 5.414%
10.581 1336 1343 1350 rBV 553873 916471 17.43% 2.941%

=
QO ~NO®

11 12.784 1712 1718 1725 rVB 131767 203748 3.87% 0.654%
12 13.048 1755 1763 1770 rBV 2526775 3972495 75.54% 12.747%
13 13.325 1805 1810 1816 rVB 55187 86250 1.64% 0.277%
14 13.883 1899 1905 1910 rBV2 36110 58039 1.10% 0.186%
15 14.429 1990 1998 2005 rBV 952342 1399660 26.61% 4.491%

16 15.786 2224 2229 2235 rBV 48920 73065 1.39% 0.234%
17 15.916 2244 2251 2261 rBV 2522129 3489855 66.36% 11.199%
18 17.173 2459 2465 2474 rBV 1139347 1664066 31.64% 5.340%
19 18.066 2613 2617 2624 rBV 333329 454427 8.64% 1.458%
20 19.347 2831 2835 2848 rBV2 269318 406581 7.73% 1.305%

21 19.799 2906 2912 2922 rBV 4257322 5259058 100.00% 16.876%
22 21.057 3122 3126 3132 rBV 165988 236765 4 _50% 0.760%

23 21.345 3170 3175 3180 rVB 1437208 1737075 33.03% 5.574%
24 23.642 3558 3566 3576 rvB2 888007 1727633 32.85% 5.544%

Sum of corrected areas: 31163330
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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
Abundance TIC: BG017008.D
4000000
3000000
2000000
7.33
8.95
1000000 538 811
2.99 6.96 10.58
od1 7.79
4.91 A
o - e - - - ———
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 9.50 10.00 10.50 11.00
Abundance TIC: BG017008.D
19,80
4000000
3000000
13.05 15.92
2000000
17.17
1000000 14.43
18.07 19.35
. 1278 1332 1388 15.79 ) -
i e A B e B e e e
Time--> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BG017008.D
4000000
3000000
2000000
21.34
1000000 23.64
21.06
A
O S T T e e T B B i e e e
Time--> 21.00 21.50 22.00 2250 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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 26.86 ng 787117 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 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
5 1-Propene-1-thiol 74 C3H6S 000925-89-3 9

Abundance Scan 51 (2.990 min): BG017008.D (-47) (-) m/z 73.05 100.00%
7B
5000 43 /\‘
55 87
S L S
280 300 320 3.40
0 .,....,....|,|'.|..|.-,..'..,....,19?..,....,....,....1?.1...,2.97.. m/z 43.00 44.27%
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 BSEEBY SRR SR
43 280 300 320 3.40
‘ 55 87 m/z 55.00 27.63%
29
0'I'”'I”M“ﬁM'W"“I'”'I”"P"W"”I"”I'”'I”"
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance
73
- 87 280 300 320 340
5000 m/z 87.10 24 _.29%
29
15
o e R R R UL B B B S WY WA
m/z--> 0O 20 40 60 8 100 120 140 160 180 200
Abundance #1966: Silane, tetramethyl- e L e
73 280 300 320 3.40
m/z 41.05 15.35%
5000
43
2 15 2 || 59 | eg
o e R R I S L B B B SN WY WA 1 U S
m/z--> 0O 20 40 60 8 100 120 140 160 180 200 280 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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

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 7

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

4.91 3.95 ng 115606 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 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 43
3 3-0Octanol 130 C8H180 020296-29-1 33
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
5 t-Butyl nitrite 103 C4H9NO2 000540-80-7 25

Abundance Scan 378 (4.911 min): BG017008.D (-372) (-) m/z 43.00 100.00%
43
5000
101 a0 4k 500 550 |
73 : : : :
o,....,..'..',l...1‘.‘1,...1.9?....,....,....?“?8...,....,....‘,‘3.11. m/z 59.10 50.89%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 I SR LR LN AR
460 4.80 5.00 5.20
m/z 101.10 16.60%
15 101
OIJWﬁIk"“L"'I"”I""P"'I"”I""I”"I"'W"
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
460 480 500 520
5000 m/z 57.95 13.22%
101
31
e S L S UL I L B B WAL LI W
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13175: 3-Octanol
5 460 4.80 5.00 5.20
m/z 41.00 8.31%
5000
101
o i, l‘ng
mz> 0 50 100 150 200 250 300 350 400 450 500 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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 unknown7.33 Concentration Rank 1

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

7.33 73.83 ng 2163150 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 790 (7.332 min): BG017008.D (-777) (-) m/z 132.00 100.00%
132
5000 68
40 916 i 7.00 720 7.40 7.60
ol S . . m/z 68.00 44.32%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A S L I LR
7.00 7.20 7.40 7.60
2 ‘ m/z 134.00 33.36%
0..‘”‘.‘,”.‘;“..|‘....|....|....|....|....|....|....|.
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
132
7.00 720 7.40 7.60
5000 97 m/z 66.00 32.50%
3y 10
e L L L WA S UL WL WL B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #48639: Tranylcypromine-propionyl A
57 132 7.00 7.20 7.40 7.60
m/z 69.10 18.97%
5000 98
H]\A j| | 158 189
S L L L WA S UL WL WL B A L I LR
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\BG050915\
Data File : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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 Propanoic acid, 2-methyl-, ... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.78 2.91 ng 203748 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 2,2-d... 216 C12H2403 074367-33-2 78
2 Propanoic acid, 2-methyl-, 2-met... 144 C8H1602 000097-85-8 50
3 2,2,4-Trimethyl-1,3-pentanediol ... 286 C16H3004 006846-50-0 43
4 Butanoic acid, 1l-methylethyl ester 130 C7H1402 000638-11-9 38
5 1-Hexene, 3,4,5-trimethyl- 126 C9H18 056728-10-0 37
Abundance Scan 1717 (12.778 min): BG017008.D (-1712) (-) m/z 43.05 100.00%
71
5000
143173 12.40 12.60 12.80 13.00
0 364 S5 "m/z 70.95 90.73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #66734: Propanoic acid, 2-methyl-, 2,2-dimethyl-1-(2-hydro...
71
43
5000 LA SRR UL SN I
12.40 12.60 12.80 13.00
m/z 83.10 43.14%
\‘H H I ‘ 9\8 143173
e S o L L U L UL WL LI W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
43 71
12.40 12.60 12.80 13.00
5000 m/z 41.00 35.75%
101,
e S o L L U L UL WL LI W
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #109836: 2,2,4-Trimethyl-1,3-pentanediol diisobutyrate
7 12.40 12.60 12.80 13.00
43 m/z 56.10 34 .54%
5000
0 ‘n ! ] ‘\\918\ 143 173198 243
m/z--> 50 100 150 200 250 300 350 400 450 500 1240 12.60 12.80 13.00

8270-BG050515.M Tue May 19 06:55:27 2015

Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG050915\
Data File : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.07 5.46 ng 454427 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 1-Phenazinecarboxylic acid, 6-[1... 506 C31H42N204 120464-92-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2618 (18.072 min): BG017008.D (-2613) (-) m/z 43.05 100.00%
/7
2000 129 JWN
97 213 256 Readinbib e A
157 T T T T
185 17.80 18.00 18.20 18.40
ol 1 O T B Lz 28 3 h77773.00  95.24%
m/z--> 50 100 150 200 250 300
Abundance #92228: n-Hexadecanoic acid
B 7
5000 256
129 17.80 18.00 18.20 18.40
l 97 57 213 m/z 41.05 86.28%
185
0 . |2| e ‘:“M‘:”M‘l“ J“‘:“ﬁ 1 ‘: I‘ |‘|‘ ‘l |“ . ‘:23|9| ‘: ——
m/z--> 50 100 150 200 250 300
Abundance
73
43 '17.80 18.00 18.20 18.40
5000 m/z 60.00 81.60%
129 -
o8 214
o 18 152 197
m/z--> éo 160 1%0 260 250 360 '
Abundance #75071: Tetradecanoic acid N B B o
78 17.80 18.00 18.20 18.40
43 m/z 55.00 73.66%
5000 129
185 228
Wik ™
I O O . - N A —ermene] b
m/z--> 50 100 150 200 250 300 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 : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.35 4.68 ng 406581 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 55
Abundance Scan 2836 (19.353 min): BG017008.D (-2831) (-) m/z 43.05 100.00%
5000 Mww\ﬂva/\
19.00 19.20 19.40 19.60
0! m/z 41.00 82.11%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108843: Octadecanoic acid
4
5000 UV SRR BN
19.00 19.20 19.40 19.60
m/z 73.00 74 .11%
ST
m/z--> 0
Abundance
43
73 19.00 19.20 19.40 19.60
5000 o84 m/z 57.05 72 .88%
129
01 | as'®Pasaar |
O e o T = B R
miz--> 0 sb 160 1%0 260 2éo 300 350 400 4%0 560
Abundance #83686: Pentadecanoic acid T
43 78 19.00 19.20 19.40 19.60
m/z 60.00 68.98%
5000 129
199 242
101, | |157
W
miz--> 0 50 100 150 200 250 300 350 400 450 500 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 : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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 9 1-Nonadecene Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.06 2.73 ng 236765 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 90
2 l1-Hexadecene, 16-bromo- 302 C16H31Br 118625-56-2 87
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87
4 1-Octadecanol 270 C18H380 000112-92-5 87
5 Cyclooctane, 1,2-diethyl- 168 C12H24 023609-46-3 76
Abundance Scan 3127 (21.063 min): BG017008.D (-3122) (-) m/z 43.05 100.00%
43
69 97
5000
15 207 20,80 21.00 21.20 21.40
165 244 273 . . . .
o 46, 1,184 298 322342 314 m/z 57.05  85.17%
m/z--> 50 100 150 200 250 300 350
Abundance #98171: 1-Nonadecene
43 97
69
5000 SR AU UL B BN
20.80 21.00 21.20 21.40
125 m/z 55.05 75.33%
m/z--> 55 160 1%0 260 250 360 3%0
Abundance
55
8 20,80 21.00 21.20 21.40
5000 m/z 69.00 73.06%
29 111 48
o 176 205 232 260 304
m/z--> 55 160 1%0 260 250 360 3%0
Abundance #148859: Trichloroacetic acid, pentadecy! ester B e e
3 20.80 21.00 21.20 21.40
83 m/z 97.05 72.62%
5000
111
m/z--> 50 1(')0 150 2(')0 250 3(')0 3&1;0 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 : BG017008.D

Acq On : 10 May 2015 2:10

Operator : TP/1Z

Sample : G2104-06

Misc :

ALS Vial : 53 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 26.9 ng 787117 1 7.79 585986 20.0
unknown4 .91 4.91 4.0 ng 115606 1 7.79 585986 20.0
unknown? .33 7.33 73.8 ng 2163150 1 7.79 585986 20.0
Propanoic acid, 2... 12.78 2.9 ng 203748 3 14.43 1399660 20.0
n-Hexadecanoic acid 18.07 5.5 ng 454427 4 17.17 1664070 20.0
Octadecanoic acid 19.35 4.7 ng 406581 5 21.34 1737080 20.0
1-Nonadecene 21.06 2.7 ng 236765 5 21.34 1737080 20.0
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