LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample : H3427-02

Misc :

ALS Vial : 6 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-BG060616.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 4.183 224 229 234 rBV 23831 40235 1.76% 0.414%
2 5.616 466 473 484 rBV 144606 281332 12.33% 2.893%
3 7.238 742 749 761 rBV 105639 210973 9.25% 2.170%
4 7.602 804 811 829 rBV 296956 588339 25.79% 6.051%
5 8.072 884 891 899 rBV 62759 122386 5.37% 1.259%
6 8.395 938 946 963 rBV 252624 510886 22.40% 5.254%
7 9.177 1069 1079 1084 rBvV4 26032 52309 2.29% 0.538%
8 9.247 1084 1091 1102 rVB 205610 426577 18.70% 4_.387%
9 9.700 1163 1168 1175 rVB 27433 49695 2.18% 0.511%
10 10.070 1225 1231 1237 rBvV3 11958 24087 1.06% 0.248%

11 10.281 1257 1267 1274 rBV2 63677 129233 5.67% 1.329%
12 10.893 1361 1371 1384 rBV 110276 286224 12.55% 2.944%

13 10.998 1384 1389 1395 rVB3 17317 34266 1.50% 0.352%
14 11.462 1462 1468 1474 rBvV4 10779 23726 1.04% 0.244%
15 12.426 1626 1632 1640 rVB3 25593 52506 2.30% 0.540%

16 12.761 1678 1689 1697 rBV 46346 100761 4.42% 1.036%
17 13.331 1778 1786 1794 rBV 782174 1323335 58.01% 13.610%
18 14.712 2012 2021 2029 rBv2 218914 397860 17.44% 4.092%
19 16.198 2267 2274 2285 rBV 629342 1082379 47.45% 11.132%
20 17.455 2481 2488 2500 rVB 307677 512113 22.45% 5.267%

21 19.723 2869 2874 2881 rVB 82810 111439 4_.89% 1.146%
22 20.052 2923 2930 2945 rBV 1590836 2281035 100.00% 23.460%

23 20.763 3047 3051 3056 rVB2 60813 74699 3.27% 0.768%
24 21.727 3208 3215 3224 rBV2 265967 508266 22.28% 5.227%
25 23.431 3503 3505 3507 rVB 152027 53854 2.36% 0.554%

26 24.994 3760 3771 3783 rBV2 141920 444580 19.49% 4.572%

Sum of corrected areas: 9723095
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample : H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEMI\BNA G\METHODS\8270-BG060616.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: BG022338.D
1500000

1000000

500000

7.60
8.40 0.5
5.62 7.24 10.89

418 \ &7 9JL8_9 70108%%  12.00 11.46 12,432

e A S S SNBSS | SUNMSSMBEMSSUMSUIMSUY | UMY SN PSS 1 S St | NN - bl M SUNS Su il

Time--> 300 3.50 4.00 450 500 550 600 6.50 7.00 750 8.00 8.50 900 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG022338.D

1500000

20.05

1000000
13.33

500000

17.46 21.73
14.71

19.72 { 20.76

0 e L o BLALA e e ELL BB B R e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG022338.D

1500000

1000000

500000

23.43 24.99

O T o T T T o T o T o o o e o T e e e

Time--> 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 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample = H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 2 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 96.14 ng 588339 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 9
Abundance Scan 811 (7.602 min): BG022338.D (-804) (-) m/z 131.90 100.00%

132
5000
68
96

4 54 7 a7 | 105 7.20 7.40 7.60 7.80 8.00

0 e m/z 68.00 35.67%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 | BRI NI L L B LB LA L

117 m/z 133.90 33.06%

LS e
0....‘,‘..“.‘. SIS A -
m/z--> 60 80 100 120 140 160 180
Abundance

132

97 7.20 7.40 7.60 7.80 8.00

P
69 104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 22 .04%
31 5l 8
ol b e e e e e e p e e
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl L B e
57 132 720 740 760 780 800

m/z 69.00 13.01%

74
116
5000 98 [\
0 o .NM 8 rﬂQ7ILLIII\‘ 158 189

m/z--> 40 60 80 100 120 140 160 180 7. 20 7.40 7. 60 7. 80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample = H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Benzene, l-methyl-2-(2-prop... Concentration Rank 4

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

9.18 8.55 ng 52309 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1l-methvl-2-(2-propenvl)- 132 C10H12 001587-04-8 86
2 Benzene. 1-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 60
3 Benzene. 4-ethvl-1.2-dimethvl- 134 C10H14 000934-80-5 60
4 Benzene. l-ethvl-2.4-dimethvl- 134 C10H14 000874-41-9 60
5 Benzene, l-methyl-4-(2-propenyl)- 132 C10H12 003333-13-9 52

Abundance Scan 1080 (9.183 min): BG022338.D (-1069) (-) m/z 119.00 100.00%
19

5000
134

8.80 9.00 9.20 9.40 9.60
m/z 117.00 96 .66%

04

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13621: Benzene, 1-methyl-2-(2-propenyl)-
1

5000
8.80 9.00 9.20 9.40 9.60

m/z 91.00 34 .28%

04
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
880 9.00 9.20 9.40 9.60
5000 m/z 115.00  32.21%
91 134
77 105
15 27 39 51565 98 127

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14377: Benzene, 4-ethyl-1,2-dimethyl-

119 8.80 9.00 9.20 9.40 9.60
m/z 134.00 32.05%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 920 9.40 9.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample = H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 9

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

9.70 3.47 ng 49695 Naphthalene-d8 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2.4.5-tetramethvl- 134 C10H14 000095-93-2 97
2 Benzene. 1.2.3.4-tetramethvl- 134 C10H14 000488-23-3 95
3 Benzene. 1.2.3.5-tetramethvl- 134 C10H14 000527-53-7 95
4 Benzene. l1-methvl-2-(1-methvleth... 134 C10H14 000527-84-4 93
5 Benzene, l-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93

Abundance Scan 1168 (9.700 min): BG022338.D (-1163) (- m/z 119.00 100.00%
119
5000 134
91
41 51 65 77 | 103 | 9.40 9.60 9.80 10.00
S S RS | SN [ M m/z 134.00 51.52%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14355: Benzene, 1,2,4,5-tetramethyl-
119
134
5000 L e
9.40 9.60 9.80 10.00
g1 m/z 90.90 16.85%
ol 5 2 W Slsg® | 8105 a7
mz-> 10 % 90 4 50 60 70 80 90 100 110 150 130 140
Abundance
119
9.40 9.60 9.80 10.00
5000 134 m/z 120.00 11.64%
91
oL 15 27 41 51 5865 7 98105112 | 127
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 0
Abundance #14356: Benzene, 1,2,3,5-tetramethyl- e RLaEE R L.
119 9.40 9.60 9.80 10.00
m/z 133.00 9.64%
134
5000
39 1
0 i i & 77w 98 105 Lol 127 Il
LR AR AR RS UL AR RS LA LN RSN LULAS LRSS SRS R B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample = H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 6 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.28 9.03 ng 129233 Naphthalene-d8 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 2-ethenvl-1.4-dimethvl- 132 C10H12 002039-89-6 95
2 3-Phenvlbut-1-ene 132 C10H12 000934-10-1 70
3 1H-Indene. 2.3-dihvdro-5-methvl- 132 C10H12 000874-35-1 64
4 Benzene. (l-methvl-1-propenvl)-.... 132 C10H12 000768-00-3 64
5 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 64

Abundance Scan 1267 (10.281 min): BG022338.D (-1257) (-) m/z 117.00 100.00%

117

5000

10.00 10.20 10.40 10.60

0 m/z 119.00 44 _78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13603: Benzene, 2-ethenyl-1,4-dimethyl-
117
132
5000
91 10.00 10.20 10.40 10.60
0
© 5. & m/z 132.00 37.34%
15 27 ‘ 105
0.WH.WHM,HHL.HMMuNKw.Nﬁ””\unﬁvupnlpnﬂﬂnw”.w”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
117
10.00 10.20 10.40 10.60
5000 m/z 115.00 29.36%
91 132
27 39 51 g 77 105
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #13605: 1H-Indene, 2,3-dihydro-5-methyl-
117 10.00 10.20 10.40 10.60
m/z 131.00 20.97%
5000 132
27 39 51 65 77 91
0.WH.WHH,HJ“”.WHWJKWHM,””ﬂ.”ﬁR.PML”unm”,””“.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample = H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 1H-Indene, 2,3-dihydro-1,6-... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
11.00 2.39 ng 34266 Naphthalene-d8 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Indene. 2.3-dihvdro-1.6-dimet... 146 C11H14 017059-48-2 91
2 .alpha...beta...beta.-Trimethvls... 146 Cl11H14 000769-57-3 91
3 1H-Indene. 2.3-dihvdro-1.2-dimet... 146 Cl11H14 017057-82-8 91
4 Benzene. l-methvl-4-(1l-methvl-2-... 146 C11H14 097664-18-1 90
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 146 Cl11H14 027087-54-3 87
Abundance Scan 1389 (10.998 min): BG022338.D (-1384) (-) m/z 131.00 100.00%
131
5000
146 A S V. W AN
9 5 65 77 9 105 116 10.60 10.80 11.00 11.20 11.40
/N PN NS A 1| R m/z 145.95 23.59%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20743: 1H-Indene, 2,3-dihydro-1,6-dimethyl-
131
5000
146 10.60 10.80 11.00 11.20 11.40
oL 1s m/z 115.90 13.46%
o 2 P L 64 775" 08105 122138
m/z--> 20 30 40 50 60 70 80 90 100 110 120 1§o 140 1%0
Abundance
131
146
10.60 10.80 11.00 11.20 11.40
5000 91 m/z 132.00 12.27%
39 51 g 17 105 1°
0 58 98
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20741: 1H-Indene, 2,3-dihydro-1,2-dimethyl-
131 10.60 10.80 11.00 11.20 11.40
m/z 114.90 11.70%
5000
o1 146
9 5 115
N 7S - Y
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 10.60 10.80 11.00 11.20 11.40

8270-BG060616.-M Wed Jun 15 17:39:12 2016 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample = H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Naphthalene, 1,2,3,4-tetrah... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.43 3.67 ng 52506 Naphthalene-d8 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 002809-64-5 95
2 Naphthalene. 1.2.3.4-tetrahvdro-... 146 C11H14 001680-51-9 93
3 2.3.4.5.6.7-Hexahvdro-1H-cvclope... 146 C11H14 1000189-31-0 80
4 Benzene. (1-ethvl-2-propenvl)- 146 C11H14 019947-22-9 76
5 Benzene, 2-ethenyl-1,3,5-trimethyl- 146 C11H14 000769-25-5 55
Abundance Scan 1633 (12.432 min): BG022338.D (-1626) (- m/z 131.00 100.00%
131
146
118
5000
105
39 51 63 /7 91 | ‘I | 12.20 12.40 12.60 12.80
S Y RO P R WIS N 1 m/z 146.00  65.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20763: Naphthalene, 1,2,3,4-tetrahydro-5-methy!-
118 131
146
5000
105 12.20 12.40 12.60 12.80
7 39 51 g3 77 H m/z 118.00 56.95%
0"I'"'I""'I"'l‘l""'l‘l""l‘m' T ”“lnn‘lhnll‘u. -l ‘luuMH...l‘..‘.‘.luu
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
131 146
HP 'm”?'”'ﬁ'”l”'Wq”
12.20 12.40 12.60 12.80
5000 m/z 146.90 52.98%
105
91
15 o7 39 51 g4 77
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #20780: 2,3,4,5,6,7-Hexahydro-1H-cyclopenta[a]pentalene
146 12.20 12.40 12.60 12.80
m/z 117.00 40.03%
118
5000 131
91
. 27 3 51 65 77 ) ]
mz> 10 % % 4o 5 6 7 8 60 100 110 130 130 140 1% 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample = H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 Naphthalene, 1-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
12.76 7.04 ng 100761 Naphthalene-d8 10.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Napnhthalene. 1-methvl- 142 C11H10 000090-12-0 94
2 Benzocvcloheptatriene 142 C11H10 000264-09-5 91
3 Naphthalene. 2-methvl- 142 C11H10 000091-57-6 91
4 1.4-Methanonaphthalene. 1.4-dihv... 142 C11H10 004453-90-1 91
5 Bicyclo[4.4.1]undeca-1,3,5,7,9-p... 142 C11H10 002443-46-1 87
Abundance Scan 1689 (12.761 min): BG022338.D (-1678) (-) m/z 141.00 100.00%
141
5000 j\\
115
63 70 a9 148 12.40 12.60 12.80 13.00
O 20 b e b2 e Al | Tm/Zz 142.00  98.78%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18499: Naphthalene, 1-methyl-
142
5000 115 12.40 1260 12.80 13.00
m/z 115.00 33.04%
oL 27 3 51 O Tlzg 8 100 | 126
mz-> 20 30 40 50 60 70 80 80 100 110 130 130 140 1%
Abundance
141
12.40 12.60 12.80 13.00
5000 m/z 138.90 10.64%
115
L2 3 51 840 89 g 129
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #18501: Naphthalene, 2-methyl- e e
142 12.40 12.60 12.80 13.00
m/z 143.00 9.58%
5000
115
oL 27 3 51 O 7Tlzg 89 100 | 16 |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 150 12.40 12.60 12.80 13.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample = H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 10 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.72 4.39 ng 111439 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 96
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 93
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 50
4 Nipecotic acid 129 C6H11NO2 000498-95-3 50
5 1,3-Hexanediol, 2-ethyl- 146 C8H1802 000094-96-2 32

Abundance Scan 2873 (19.717 min): BG022338.D (-2869) (-) m/z 56.00 100.00%
56
5000
73 129 239 257
3 9 157 185 213 281 19.40 19.60 19.80 20.00
Orrrprefi m/z 57.00 53.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124073: Hexadecanoic acid, butyl ester
56
5000 BRBARSUAREUARRUNABRE
mmmmmmmm
29 257 m/z 43.00 31.88%
101 185 213 239 312
R P i g
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
56
10.40 19.60 19.80 20.00
5000 m/z 41.00 31.21%
29 73
o 97113 157 185 213 239757 L app
R R R A LA A R KR LA LA LA LA RAAAN LA LR RN RARRN N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #124097: Hexadecanoic acid, 2-methylpropy! ester R R L
57 19.40 19.60 19.80 20.00
m/z 55.00 28.29%
B 4 MMMM
239 957
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 2&'30 3(')0 ' 19. 40 19 60 19. 80 20 00 '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG061416\
Data File : BG022338.D

Aca On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample = H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 11 Octadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
20.76 2.94 ng 74699 Chrysene-di12 21.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. butvl ester 340 C22H4402 000123-95-5 93
2 n-Butvl mvristate 284 C18H3602 000110-36-1 64
3 Octadecanoic acid. 2-methvlpropv... 340 C22H4402 000646-13-9 49
4 Oxirane. 2.3-bis(l-methvlethvl)-... 128 C8H160 054644-32-5 38
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 30

Abundance Scan 3050 (20.757 min): BG022338.D (-3047) (-) m/z 56.00 100.00%
56
5000 Ak
20.40 20.60 20.80 2.00
(o} m/z 57.00 54 _.65%
m/z--> 50 100 150 200 250 300
Abundance #137336: Octadecanoic acid, butyl ester
56
5000 R A PR B
- 20 40 20. 60 20 80 21.00
m/z 43.00 42 .10%
129 285
97 267
ob——L ‘.‘ I M \N .‘M‘.“‘l‘ T - :|I'5.7 ; ]:8\? |2|13| sz\u i ‘. .“. |3:.|'1. .3‘}0'
m/z--> 50 100 150 200 250 300
Abundance
56
20.40 20.60 20.80 21.00
5000 m/z 41.00 30.95%
229
73 211
129
185 284
o 39 101 157 255
m/z--> §0 160 1éo 260 250 360
Abundance #137350: Octadecanoic acid, 2-methylpropy! ester B REaaE e R
57 20.40 20.60 20.80 21.00
m/z 55.00 28.95%
5000
29 267285
83 129 |
ob— ‘. ‘.‘l“l‘ hm .‘“J.“hl‘l“’.ﬁ.“. |‘157 185 2|13| szu : “. AL I3]'-O' .3‘:0' R e R
m/z--> 50 100 1m m 250 300 mmmmmmmm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG061416\
Data File : BG022338.D

Acq On : 14 Jun 2016 17:06

Operator : UM/SJ

Sample - H3427-02

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .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]
unknown? .60 7.60 96.1 ng 588339 1 8.07 122386 20.0
Benzene, 1l-methyl... 9.18 8.6 ng 52309 1 8.07 122386 20.0
Benzene, 1,2,4,5-._.. 9.70 3.5 ng 49695 2 10.89 286224 20.0
Benzene, 2-etheny... 10.28 9.0 ng 129233 2 10.89 286224 20.0
1H-Indene, 2,3-di... 11.00 2.4 ng 34266 2 10.89 286224 20.0
Naphthalene, 1,2,... 12.43 3.7 ng 52506 2 10.89 286224 20.0
Naphthalene, 1-me... 12.76 7.0 ng 100761 2 10.89 286224 20.0
Hexadecanoic acid... 19.72 4.4 ng 111439 5 21.73 508266 20.0
Octadecanoic acid... 20.76 2.9 ng 74699 5 21.73 508266 20.0
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