LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009484.D
Aca On : 31 Mar 2017 21:22 Instrument :
Operator : SJ/MA gyAﬁg el

- _ lentosampleld :
a?ggle : 12475-01 ONWP8-MW25S-GW
ALS Vial : 13 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:\HPCHEM1I\BNA M\METHODS\8270-BM032217 .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 4.969 316 320 333 rVB 88029 123851 1.25% 0.258%
2 5.422 389 397 403 rBY 1469354 2088720 21.04% 4.343%
3 7.004 659 666 676 rBV 844804 1400477 14.11% 2.912%
4 7.375 722 729 740 rBVY 2439311 3826406 38.54% 7.956%
5 7.845 803 809 816 rBV 525656 823570 8.30% 1.712%
6 8.169 857 864 871 rVB 2068091 3432873 34.58% 7.138%
7 9.010 999 1007 1015 rBY 1850559 3077224 31.00% 6.398%
8 10.645 1278 1285 1292 rBV 625985 1048039 10.56% 2.179%
9 11.522 1428 1434 1439 rBV3 118441 203979 2.05% 0.424%
10 13.104 1696 1703 1714 rBV 4094119 6118424 61.63% 12.721%

11 13.604 1783 1788 1795 rBV5 182418 307381 3.10% 0.639%
12 13.939 1840 1845 1851 rBV 126515 183952 1.85% 0.382%
13 14.492 1933 1939 1945 rBV3 852501 1399748 14.10% 2.910%
14 15.010 2018 2027 2032 rBV3 83917 156622 1.58% 0.326%
15 15.315 2073 2079 2083 rVB4 119477 212248 2.14% 0.441%

16 15.651 2130 2136 2142 rBV3 156538 245345 2.47% 0.510%
17 15.980 2186 2192 2201 rBV 3497479 4941551 49.78% 10.274%
18 16.180 2222 2226 2236 rVB4 106377 243178 2.45% 0.506%
19 17.239 2400 2406 2412 rBV 1221308 1702674 17.15% 3.540%
20 18.115 2550 2555 2563 rBV 451418 681887 6.87% 1.418%

21 19.392 2768 2772 2784 rBV 359217 540618 5.45% 1.124%
22 19.856 2846 2851 2859 rBV 7974091 9927490 100.00% 20.641%
23 21.109 3060 3064 3070 rBV 407624 510377 5.14% 1.061%
24 21.415 3111 3116 3122 rBV 2071147 2509140 25.27% 5.217%
25 23.738 3504 3511 3519 rVB 1219804 2390033 24.07% 4._.969%

Sum of corrected areas: 48095807
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\

Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

ﬁ?ggle i 12475-01 ONWP8-MW255-GW.
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEMI\BNA M\METHODS\8270-BM032217 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

6000000

4000000

2000000

TIC: BM009484.D

7.37

8.17 9.01

5.42

7.00
7.85

A

4.97

10.65

11.52

0
Time-->

650 7.00 750 8.00

3.50 4.00 4.50

5.00 550 6.00

8.50 9.00

T
9.50

T T
10.00 10.50 11.00 11.50

Abundance
8000000

6000000

4000000

2000000

TIC: BM009484.D

13.10

15.98

17.24
14.49

16.18

18.12

19.39

19.86

13.6013.94 15.0115.3215.65
L A

Ol AR A e e e

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Time-->

Abundance
8000000

6000000

4000000

2000000

TIC: BM009484.D

21.42

21.11

0
Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 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 M\Data\BM033117\
Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

Sample : 12475-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 9

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

4.97 3.01 ng 123851 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 4-Penten-2-one. 4-methvl- 98 C6H100 003744-02-3 9
4 t-Butvl ethvl ether 102 C6H140 1000118-18-4 9
5 2-Heptanone, 7,7-dichloro- 182 C7H12CI120 066241-43-8 9

Abundance Scan 320 (4.969 min): BM009484.D (-316) (-) m/z 43.00 100.00%
43
59
5000
101 R I LA AL
460 4.80 5.00 5.20 5.40
el 3 86 22 Tm/z 59.10  55.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A I R L
460 4.80 5.00 5.20 5.40
m/z 58.10 15.55%
101
'I'ﬁ}ﬂm"jl”"??”'J"'W""I”"I"”I""P"'I”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43
460 4.80 5.00 5.20 5.40
5000 59 m/z 101.10 15.17%
73
101
28 86
m/z--> 20 40 60 8 100 120 140 160 180 200 220
Abundance #3174: 4-Penten-2-one, 4-methyl- R mma e
43 460 4.80 5.00 5.20 5.40
m/z 41.00 9.12%
5000
2 | %5 83 o8
mz-> 20 40 60 80 100 120 140 160 180 200 220 460 4.80 500 520 5.0

8270-BM032217 .M Mon Apr 03 03:21:58 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\

Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

ﬁ?ggle i 12475-01 ONWP8-MW25S-GW
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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 unknown7.37 Concentration Rank 1

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

7.37 92.92 ng 3826410 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 16
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 11
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 10

Abundance Scan 728 (7.369 min): BM009484.D (-722) (-) m/z 132.00 100.00%
32
68
5000
40 54 | 75 96 I N SR L
48 62 103 7.00 7.20 7.40 7.60 7.80
....,....~,!..:i!!..,:!-.'.,.:':-:,..?‘?,..I-.,.lr..,.l.l?.,...., brrr . m/z 68.10  61.15%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132
5000 I I I L
69 7.00 7.20 7.40 7.60 7.80
39 57 m/z 66.10 44 _.98%
89 103
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
e
7.00 7.20 7.40 7.60 7.80
5000 67 m/z 134.00 31.70%
44 59 76 103
mz-> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R e
132 7.00 7.20 7.40 7.60 7.80
69 m/z 69.10 26 .40%
104
5000
78
Tea
mz-> 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

Sample : 12475-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Concentration Rank 7

Peak Number 4 unknownll.52

R.T. EstConc Area Relative to ISTD R.T.
11.52 3.89 ng 203979 Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.0Thexane., 4-methyl-1... 136 C10H16 058037-87-9 43
2 .alpha.-Phellandrene 136 C10H16 000099-83-2 38
3 Bicvclol3.1.01hex-2-ene. 2-methy... 136 C1l0H16 002867-05-2 38
4 1.3.6-Octatriene., 3.7-dimethvl-.... 136 C10H16 003779-61-1 38
5 1S-_alpha.-Pinene 136 C10H16 007785-26-4 37

Abundance Scan 1434 (11.522 min): BM009484.D (-1428) (-) m/z 93.10 100.00%
9
5000
11.20 11.40 11.60 11.80
m/z 91.05 52.87%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15367: Bicyclo[3.1.0]hexane, 4-methyl-1-(1-methylethyl)-,...
93
5000
77 11.20 11.40 11.60 11.80
27 a1 m/z 75.10 42 _.52%
15 | | 8 6 || ) 105 121 136
miz--> 20 40 60 80 100 120 140 160
Abundance
93
11.20 11,40 11.60 11.80
5000 77 m/z 168.10 40.17%
27 39 136
mz-> 20 40 60 80 100 120 140 160 |
Abundance #15350: Bicyclo[3.1.0]hex-2-ene, 2-methyl-5-(1-methylethyl)- e et
93 11.20 11.40 11.60 11.80
m/z 77.10 39.55%
5000 77
27 41
L, 1) St & |, ], 105 1z 1
mz-> 20 40 60 80 100 120 140 160 | 11.20 11.40 11.60 11.80

8270-BM032217 .M Mon Apr 03 03:22:00 2017

QNWP8-MW25S-GW
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

Sample : 12475-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknownl3.60 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.60 4.39 ng 307381 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Amino-2.6-dimethvilpiperidine 128 C7H16N2 039135-39-2 38
2 Isothiazole. 4.5-dimethvl- 113 C5H7NS 027330-47-8 35
3 1H-Azepin-l-amine. hexahvdro-N-(... 168 C10H20N2 028075-23-2 35
4 Propionaldehvde. diethvlhvdrazone 128 C7H16N2 028236-90-0 35
5 Acetaldehyde, ethyl(1-methylethy... 128 C7H16N2 075268-00-7 35

Abundance Scan 1787 (13.598 min): BM009484.D (-1783) (-) 43.00 100.00%
a3
113
5000
55 69 93 186
| 1 128 143 17 USRS BN SR BN
| 291 1320 13.40 13.60 13.80 14.00
MBS 1 m/z 113.00 72.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11967: 1-Amino-2,6-dimethylpiperidine
113
5000
13.20 13.40 13.60 13.80 14.00
128 m/z 41.00 57.81%
i m\ % 83 o
..W.N.‘“ v B
m/z--> 20 80 100 120 140 160 180 200 220
Abundance
113
13.20 13.40 13.60 13.80 14.00
5000 m/z 69.00 33.24%
98
71
45 59 85
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #34587: 1H-Azepin-1-amine, hexahydro-N-(1-methyl-2-propenyl)-
113 13.20 13.40 13.60 13.80 14.00
m/z 93.05 32.57%
5000 M s
'”I'”'I”"I”"P"W"”I'”'I”"ﬂég'"”I'”'I”
m/z--> 20 80 100 120 140 160 180 200 220 13.20 13.40 13.60 13.80 14.00

8270-BM032217.M Mon Apr 03 03:22:01 2017

QNWP8-MW25S-GW
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\

Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

ﬁ?ggle i 12475-01 ONWP8-MW25S-GW
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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 O-Ethyl-0"-(trimethyl)silyl.._. Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.01 2.24 ng 156622 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 O-Ethvl-0"-(trimethvD)silvl meth... 196 C6H1703PSi 057451-30-6 72
2 1-Butanone. 1-(2.4.5-trihvdroxvp... 196 C10H1204 001421-63-2 53
3 Thiophene. 2-butvl-5-(2-methvlpr... 196 C12H20S 054845-35-1 53
4 Methvlphosphonic acid. anhvdride... 278 C12H2703PSi 1000273-46-7 53
5 N-Methyl-6-[2-naphthalenyl]-1,2,... 237 C13H11N5 072115-48-1 53
Abundance Scan 2027 (15.010 min): BM009484.D (-2018) (-) m/z 153.10 100.00%
143
5000
41 57
H‘ 181 136 14.60 14.80 15.00 15.20 15.40
95 111 195137 237 . : . . .
— .'.'|-- s '“l el 1L T 05 32, 050
m/z--> 20 40 100 120 140 160 180 200 220 240
Abundance #53749. O Ethyl O'-(trimethyl)silyl methylphosphonate
153
5000 75 AR ML BN IR B
14.60 14.80 15.00 15.20 15.40
m/z 57.05 31.54%
G 03 1211 | %8 1?6
l | I
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240
Abundance
153
14.60 14.80 15.00 15.20 15.40
5000 m/z 43.00 29.24%
196
15 27 41 53 69 g3 95107 195 149 166179
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #53465: Thiophene, 2-butyl-5-(2-methylpropyl)- L B
153 14.60 14.80 15.00 15.20 15.40
m/z 196.10 18.58%
5000
111 196
41 53 65 77 gf | 123137 | 167181 A
m/z--> 20 45 60 86 100 120 140 160 180 200 220 240 14,60 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\

Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

ﬁ?ggle i 12475-01 ONWP8-MW25S-GW
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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 unknownl5.65 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.65 3.51 ng 245345 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Spirol2.4Theptane. 1.5-dimethvl-... 136 C10H16 062238-24-8 46
2 1.5.6.7-Tetrahvdro-4-indolone 135 C8HONO 013754-86-4 41
3 1.3.6-Heptatriene. 2.5.5-trimethvl- 136 C10H16 029548-02-5 38
4 Bicvclol4.1.01hept-2-ene. 3.7.7-... 136 C10H16 000554-61-0 38
5 Cyclobutane, 2-ethylidene-1-vinyl- 108 C8H12 1000150-32-4 38
Abundance Scan 2136 (15.651 min): BM009484.D (-2130) (-) m/z 135.10 100.00%
79 93
5000 a1 107 200
121
%9 153168 281 15.40 15.60 15.80 16.00
m/z 93.05 67 .35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15305: Spiro[2.4]heptane, 1,5-dimethyl-6-methylene-
79 9

5000

15.40 15.60 15.80 16.00
m/z 79.00 61.33%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

79 107 135

15.40 15.60 15.80 16.00

5000 m/z 91.05 58.50%
52
28 93 | 121
wwwrmmwwwwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15249: 1,3,6-Heptatriene, 2,5,5-trimethyl-
98B 15.40 15.60 15.80 16.00
m/z 77.00 40.84%
121
5000 41 79
107
27 55
136
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\

Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

ﬁ?ggle i 12475-01 ONWP8-MW25S-GW
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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 Nonane, 2-methyl-5-propyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.18 2.86 ng 243178 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonane. 2-methvl-5-propvl- 184 C13H28 031081-17-1 64
2 Tetratetracontane 619 C44H90 007098-22-8 64
3 Octadecane. 1-iodo- 380 C18H371 000629-93-6 59
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 59
5 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 59
Abundance Scan 2226 (16.180 min): BM009484.D (-2222) (-) m/z 57.10 100.00%
5
5000
1 15.80 16.00 16.20 16.40
et 281 m/z 43.10 77.64%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #45624: Nonane, 2-methyl-5-propyl-
57
5000 U A SR R
15.80 16.00 16.20 16.40
m/z 71.10 59.63%
‘ 112
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
15.80 16.00 16.20 16.40
5000 m/z 41.05 47 .66%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #151357: Octadecane, 1-iodo- A EEE TR e
57 15.80 16.00 16.20 16.40
m/z 85.10 38.81%
5000
99
15 (U4 795 107 253
T T A e R RARaama:
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15. 80 16. 00 16 20 16.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\

Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

ﬁ?ggle i 12475-01 ONWP8-MW25S-GW
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

18.12 8.01 ng 681887 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Dodecanoic acid 200 C12H2402 000143-07-7 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Undecanoic acid 186 C11H2202 000112-37-8 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2556 (18.121 min): BM009484.D (-2550) (-) m/z 43.05 100.00%

60 78
213

207 296 17.80 18.00 18.20 18.40

97 115 143157171185199
m/z 73.10 95.14%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 78
5000 29 256 L L |

17.80 18.00 18.20 18.40
m/z 60.00 86.93%

213

143157171185, 49

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 --|----|----|----|---ATT
17.80 18.00 18.20 18.40
5000 129 m/z 55.05 80.98%
157
29
115
87 101 143 | 171 200
15 185
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid o o B
43 6 17.80 18.00 18.20 18.40
m/z 41.10 80.52%
29
5000
L | 1431571711859
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18 00 18. 20 18 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\

Data File : BM009484.D

Aca On : 31 Mar 2017 21:22

Operator : SJ/MA

ﬁ?ggle i 12475-01 ONWP8-MW25S-GW
ALS Vial : 13 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\8270-BM032217_.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 3-Eicosene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

21.11 4_.07 ng 510377 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 99
2 5-Eicosene. (EBE)- 280 C20H40 074685-30-6 95
3 1-Nonadecanol 284 C19H400 001454-84-8 94
4 9-Eicosene. (E)- 280 C20H40 074685-29-3 93
5 17-Pentatriacontene 491 C35H70 006971-40-0 89

Abundance Scan 3064 (21.109 min): BM009484.D (-3060) (-) m/z 43.10 100.00%

43 3
5000
111

20.80 21.00 21.20 21.40
147 182 234 265 417
AL .,....,...2.9,6.:?2.7.,....,....,..‘.‘9.0, m/z 57.10 94.80%

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #106400: 3-Eicosene, (E)-

83

5

5000 LA L L L L L L L LB
- 11 20.80 21.00 21.20 21.40
m/z 55.10 93.14%
| H H ‘\L ‘ \139167 196224252280
et I L o o o o IR AL
m/z--> 0 50 250 300 350 400 450
Abundance
55
R N REEEEmEE Sy
83 20.80 21.00 21.20 21.40
5000 m/z 83.10 91.52%

29 111
139 167 196 223 252280

m/z--> 0 50 100 150 200 250 300 350 400 450

EE

Abundance #108955: 1-Nonadecanol [ e R R
43 83 20.80 21.00 21.20 21.40
m/z 69.10 76.92%
5000
111
18] ‘ [139 168 196 238 266
L i e e B e T A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 20 80 21. OO 21. 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ M\Data\BM033117\

Data File : BM009484.D

Acq On : 31 Mar 2017 21:22

Operator : SJ/MA

3?22'6 i 12475-01 QNWP8-MW25S-GW
ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\8270-BM032217 .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]
2-Pentanone, 4-hy... 4_97 3.0 ng 123851 1 7.85 823570 20.0
unknown? .37 7.37 92.9 ng 3826410 1 7.85 823570 20.0
unknownll .52 11.52 3.9 ng 203979 2 10.65 1048040 20.0
unknownl13.60 13.60 4.4 ng 307381 3 14.49 1399750 20.0
O-Ethyl-0"-(trime... 15.01 2.2 ng 156622 3 14.49 1399750 20.0
unknownl15.65 15.65 3.5 ng 245345 3 14.49 1399750 20.0
Nonane, 2-methyl-_.. 16.18 2.9 ng 243178 4 17.24 1702670 20.0
n-Hexadecanoic acid 18.12 8.0 ng 681887 4 17.24 1702670 20.0
3-Eicosene, (E)- 21.11 4.1 ng 510377 5 21.42 2509140 20.0
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