LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009485.D
Aca On : 31 Mar 2017 21:58 Instrument :
Operator : SJ/MA gyAﬁg el

- _ lentosampleld :
a?ggle : 12475-02 (ONWP8-MW25D-GW
ALS Vial : 14 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 4.969 314 320 329 rBV 78969 124027 1.37% 0.248%
2 5.422 391 397 404 rBVY 1705473 2415595 26.75% 4.823%
3 7.004 658 666 676 rBY 1065094 1667722 18.47% 3.330%
4 7.375 722 729 737 rBY 2818564 4389510 48.62% 8.764%
5 7.846 802 809 816 rBV 534043 840944 9.31% 1.679%
6 8.163 856 863 872 rBVY 2357271 3861654 42.77% 7.710%
7 9.010 999 1007 1015 rBVY 2071721 3479230 38.54% 6.946%
8 10.645 1278 1285 1290 rBV 631726 1103522 12.22% 2.203%
9 11.522 1427 1434 1441 rBV3 122168 211827 2.35% 0.423%
10 13.104 1695 1703 1715 rBVY 4624397 6842383 75.78% 13.661%

11 13.610 1784 1789 1795 rBV4 165646 257897 2.86% 0.515%
12 13.939 1839 1845 1853 rBV 93295 138204 1.53% 0.276%
13 14.492 1932 1939 1945 rBV3 914992 1461506 16.19% 2.918%
14 14.551 1945 1949 1954 rVB2 84084 120216 1.33% 0.240%
15 14.886 2003 2006 2017 rVB4 66880 134658 1.49% 0.269%

16 15.010 2021 2027 2031 rBV2 67648 103041 1.14% 0.206%
17 15.316 2075 2079 2086 rVB4 68837 108564 1.20% 0.217%
18 15.980 2186 2192 2200 rBV 4072727 5618615 62.23% 11.218%
19 16.180 2222 2226 2230 rBv4 82623 141590 1.57% 0.283%
20 17.239 2400 2406 2411 rBV 1245754 1748657 19.37% 3.491%

21 18.116 2551 2555 2565 rBV2 327616 534346 5.92% 1.067%
22 19.298 2753 2756 2762 rVB 118512 157827 1.75% 0.315%
23 19.392 2769 2772 2778 rBV3 247659 370989 4.11% 0.741%
24 19.657 2814 2817 2825 rVB 110101 165600 1.83% 0.331%
25 19.857 2845 2851 2857 rBV 7105657 9028746 100.00% 18.026%

26 21.109 3060 3064 3067 rBV2 170296 209636 2.32% 0.419%
27 21.415 3111 3116 3123 rBV 2028491 2487414 27 .55% 4._.966%
28 23.739 3504 3511 3521 rVB 1195513 2363852 26.18% 4._.719%

Sum of corrected areas: 50087772

8270-BM032217.M Mon Apr 03 03:23:29 2017 Page: 1



LSC Report - Integrated Chromatogram

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

Data File : BM009485.D

Aca On : 31 Mar 2017 21:58

Operator : SJ/MA

ﬁ?ggle i 12475-02 ONWP8-MW25D-GW
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM009485.D
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Time--> 12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM009485.D
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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 : BM009485.D

Aca On : 31 Mar 2017 21:58

Operator : SJ/MA

ﬁ?ggle i 12475-02 ONWP8-MW25D-GW
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

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

4.97 2.95 ng 124027 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 59
2 1.2-Butanediol 90 C4H1002 000584-03-2 38
3 3-Octanol 130 C8H180 000589-98-0 33
4 Propane. l-ethoxvy-2-methvl- 102 C6H140 000627-02-1 25
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 320 (4.969 min): BM009485.D (-314) (-) m/z 43.05 100.00%
a3
59
5000
101 R R R L
4.60 4.80 500 520 5.40
el 7386 w27 hjr 5910 55.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 SR AR SRR AN
4.60 4.80 500 520 5.40
m/z 101.10 14 _70%
15 4 101
'"W'Whﬂh"*I”"??”'“"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
a1 460 480 500 520 540
5000 m/z 58.00 11.92%
45
15 73 90
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #13189: 3-Octanol
50 4.60 4.80 500 520 5.40
m/z 41.05 9.84%
83
5000 41
29 101
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009485.D

Aca On : 31 Mar 2017 21:58

Operator : SJ/MA

Sample : 12475-02

Misc :

ALS Vial : 14 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 unknown7.38 Concentration Rank 1

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

7.38 104.40 ng 4389510 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Benzene. 1.2.4-trifluoro- 132 C6H3F3 000367-23-7 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 730 (7.381 min): BM009485.D (-722) (-) m/z 132.00 100.00%
132
68
5000
20 96 L A AL IR L
54 78 06 7.00 7.20 7.40 7.60 7.80
e B m/z 68.10 56.61%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 S S UL L
7.00 7.20 7.40 7.60 7.80
m/z 66.10 41 .06%
15 28 39 52 0 77 90 104, |
mz-> 20 40 60 80 100 120 140 160 180
Abundance
132
A
69 S R UL L
104 7.00 7.20 7.40 7.60 7.80
5000 m/z 134.00 34.42%
31 51
79
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl R e e
57 132 7.00 7.20 7.40 7.60 7.80
24 m/z 69.10 24 .51%
5000 98 116
— ...,...‘n,m..u“,.nh.,MM..M,..“‘. - 189 WANRRNNNNY & IR
m/z--> 20 40 60 80 100 120 140 160 180 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 : BM009485.D

Aca On : 31 Mar 2017 21:58

Operator : SJ/MA

Sample : 12475-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.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 4 unknownll.52 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.52 3.84 ng 211827 Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Carene. (1S.3S.6R)-(-)- 136 C10H16 005208-50-4 38
2 _alpha.-Pinene 136 C10H16 000080-56-8 38
3 1.3.6-Octatriene. 3.7-dimethvl-.... 136 C10H16 003779-61-1 37
4 Bicvclol3.1.0lhexane. 4-methvl-1... 136 C10H16 058037-87-9 35
5 _alpha.-Phellandrene 136 C10H16 000099-83-2 35

Abundance Scan 1434 (11.522 min): BM009485.D (-1427) (-) m/z 93.10 100.00%
9B
5000 & 168
41
59 119
5 84 105 11.20 11.40 11.60 11.80
TS S ¥R B m/z 75.00 48.68%
m/z--> 20 40 60 80 100 120 140 160
Abundance #15191: 4-Carene, (1S,3S,6R)-(-)-
93
5000 43
79 11.20 11.40 11.60 11.80
121 m/z 77.05 44 .79%
27 H 53 65 ‘ 105 136
|1|5||‘|‘| ‘i:::‘:lu“uuuluuulluuu|||||
m/z--> 20 80 100 120 140 160
Abundance
93
11.20 11.40 11.60 11.80
5000 m/z 91.00 44 .73%
41 "
27 53 @7 105 121 136
mz-> 20 40 60 80 100 120 140 160
Abundance #15260: 1,3,6-Octatriene, 3,7-dimethyl-, (E)-
93 11.20 11.40 11.60 11.80
m/z 168.00 42 .49%
5000 79
27 67 105 o1
T M\ N\ L -H‘- N PR 136 S B N A —
m/z--> 20 80 100 120 140 160 11,20 11,40 11.60 11.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\Data\BM033117\
Data File : BM009485.D

Aca On : 31 Mar 2017 21:58

Operator : SJ/MA

Sample : 12475-02

Misc :

ALS Vial : 14 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNISTO2.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 unknownl3.61 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.61 3.53 ng 257897 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Amino-2.6-dimethvilpiperidine 128 C7H16N2 039135-39-2 18
2 Thiazole. 4.5-dimethvl- 113 C5H7NS 003581-91-7 14
3 Cvclohexanone. oxime 113 C6H11NO 000100-64-1 14
4 7-Tridecanone 198 C13H260 000462-18-0 14
5 Methyl 4-oxo-2-pentenoate 128 C6H803 004188-88-9 14
Abundance Scan 1789 (13.610 min): BM009485.D (-1784) (-) m/z 43.05 100.00%
113
5000 93
55 69 143 186
1 126 M| 13 15140 1860 1380 1460
m/z 113.10 77.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #11967: 1-Amino-2,6-dimethylpiperidine
113
5000
13.20 13.40 13.60 13.80 14.00
128 m/z 41.05 61.93%
IBEEY
...“.M.‘“.‘ .”M.p”..,.um,....,”..,...w....,”..
m/z--> 20 80 100 120 140 160 180 200
Abundance
113
71 TTTT T TT T T T T T T T
13.20 13.40 13.60 13.80 14.00
5000 m/z 93.05 43.76%
45 86
27 59 98
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #6757: Cyclohexanone, oxime
113 13.20 13.40 13.60 13.80 14.00
m/z 55.00 40.68%
5000 59
I\I\I MM “ ||‘|||||||||||||||||||||||||| e B
m/z--> 20 100 120 140 160 180 200 1320 13.40 13.60 13.80 14.00

8270-BM032217.M Mon Apr 03 03:23:34 2017

QNWP8-MW25D-GW

Page: 6



Library Search Compound Report

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

Data File : BM009485.D

Aca On : 31 Mar 2017 21:58

Operator : SJ/MA

ﬁ?ggle i 12475-02 ONWP8-MW25D-GW
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\8270-BM032217 .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 6 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.12 6.11 ng 534346 Phenanthrene-d10 17.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 78
3 Pentadecanoic acid 242 C15H3002 001002-84-2 53
4 Tetradecanoic acid 228 C14H2802 000544-63-8 49
5 Undecanoic acid 186 C11H2202 000112-37-8 49
Abundance Scan 2556 (18.121 min): BM009485.D (-2551) (-) m/z 73.10 100.00%
43 60 73
5000 129
97 115 213 e AP T

143157171 192 o5 17.80 18.00 18.20 18.40

m/z 43.10 91.60%

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

Abundance #92226: n-Hexadecanoic acid
43 o 73
5000 29 LA L L L L L B LB L |
17.80 18.00 18.20 18.40
0
85 . 115129 " 256 m/z 60.00 85.04%
Ll ‘n I 143157171185 199 '~ 227239
e ...,.. .
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43
17.80 18.00 18.20 18.40
5000 g 129 m/z 55.10 84.47%
85 115 171 )
99 143157 185 2
197
R B B R B R R R e e AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid AR e R RR
43 60 7 17.80 18.00 18.20 18.40
m/z 41.05 74 .29%
29
5000
129 242
8 115 143 185
Dl e | e P | e

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 : BM009485.D

Aca On : 31 Mar 2017 21:58

Operator : SJ/MA

ﬁ?ggle i 12475-02 ONWP8-MW25D-GW
ALS Vial : 14 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 Octadecanoic acid Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
19.39 2.98 ng 370989 Chrysene-di12 21.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 64
5 Tetradecanoic acid 228 C14H2802 000544-63-8 58

Abundance Scan 2772 (19.392 min): BM009485.D (-2769) (-) m/z 43.10 100.00%
/B
5000
19.00 19,20 19.40 19.60 19.80
m/z 73.00 99.34Y%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
43 73
5000 129 NN LR SR I
19.00 19.20 19.40 19.60 19.80
97 185 a1 m/z 60.10 83.10%
i .2% "“I L,MHI ‘I ‘AM‘. i ‘.‘ ?'?7 .‘ .“. \|2|13| L) I"26'7 .“. ———
m/z--> 50 100 150 200 250 300
Abundance
43 73
19.00 19,20 19.40 19.60 19.80
5000 256 m/z 57.05 80.34%
129
o1 157
26 185 239
m/z--> 55 160 1éo 260 2%0 360
Abundance #83683: Pentadecanoic acid o MY LM
43 7 19.00 19.20 19.40 19.60 19.80
m/z 41.10 79.91%
5000
129 242
LT | e 7
|‘| ‘Iw‘llll\l f‘\\‘u‘hllu““‘u‘u|‘1|56|‘|‘|{|2|2§|||||||||||| R EEEREREEEE R
m/z--> 50 100 150 200 250 300 19.00 19.20 19.40 19.60 19.80
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Tentatively ldentified Compound (LSC) summary

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

Data File : BM009485.D

Acq On : 31 Mar 2017 21:58

Operator : SJ/MA

3?22'6 i 12475-02 QNWP8-MW25D-GW
ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_M\METHODS\8270-BM032217 .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]
2-Pentanone, 4-hy... 4_97 3.0 ng 124027 1 7.85 840944 20.0
unknown? .38 7.38 104.4 ng 4389510 1 7.85 840944 20.0
unknownll .52 11.52 3.8 ng 211827 2 10.65 1103520 20.0
unknownl13.61 13.61 3.5 ng 257897 3 14.49 1461510 20.0
n-Hexadecanoic acid 18.12 6.1 ng 534346 4 17.24 1748660 20.0
Octadecanoic acid 19.39 3.0 ng 370989 5 21.42 2487410 20.0
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