LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025987.D
Aca On - 28 Feb 2017 6:21 Instrument :
Operator : SJ/MA EFAﬁZ el
- _ lentosampleld :
3?22'6 : 11989-01 FK-BPM-01-CC9-CC10-CC11-CC12
ALS Vial : 24 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 G\METHODS\8270-BG021717.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 5.177 306 313 323 rBV 397478 602972 9.43% 1.532%
2 5.641 385 392 405 rBVY 1197688 1889992 29.57% 4.802%
3 7.228 655 662 673 rBY 1257834 2140084 33.49% 5.438%
4 7.609 716 727 735 rBVY 1237290 2081423 32.57% 5.289%
5 8.074 800 806 813 rVB 271858 462732 7.24% 1.176%

8.403 854 862 872 rVB 833095 1483754 23.22% 3.770%
9.231 994 1003 1014 rBV 714183 1249704 19.55% 3.175%
10.876 1275 1283 1292 rVB 446577 785017 12.28% 1.995%
13.309 1689 1697 1704 rBV 2421128 3734414 58.43% 9.488%
14.119 1829 1835 1844 rBV 520369 774563 12.12% 1.968%

=
QO ~NO®

11 14.678 1921 1930 1942 rBV2 834738 1330386 20.82% 3.380%
12 15.483 2060 2067 2079 rBV 4525183 6391107 100.00% 16.239%
13 16.152 2174 2181 2196 rBV 2068202 3253912 50.91% 8.268%
14 17.410 2388 2395 2401 rBV 1196439 1861893 29.13% 4.731%
15 18.285 2539 2544 2554 rBV 148835 231425 3.62% 0.588%

16 19.548 2755 2759 2770 rBV3 68184 104229 1.63% 0.265%
17 20.001 2830 2836 2844 rBV 4750040 6342659 99.24% 16.116%
18 21.299 3052 3057 3063 rBV6 38548 73127 1.14% 0.186%
19 21.652 3110 3117 3130 rBV 1277497 2114367 33.08% 5.372%
20 23.332 3396 3403 3411 rVB 168652 330331 5.17% 0.839%

21 24.854 3650 3662 3677 rBV3 713081 2119405 33.16% 5.385%

Sum of corrected areas: 39357496
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025987.D

Aca On - 28 Feb 2017 6:21

Operator : SJ/MA

ﬁ?ggle - 11989-01 FK-BPM-01-CC9-CC10-CC11-CC12
ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA G\METHODS\8270-BG021717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title
- C:\DATABASEN\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG025987.D
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8270-BG021717.M Tue Feb 28 17:05:05 2017 Page: 2



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025987.D

Aca On - 28 Feb 2017 6:21

Operator : SJ/MA

ﬁ?ggle : 11989-01 FK-BPM-01-CC9-CC10-CC11-CC12
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 3

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

5.18 26.06 ng 602972 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 28
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 Formamide. N.N-diethvl- 101 C5H11NO 000617-84-5 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 314 (5.183 min): BG025987.D (-306) (-) m/z 43.10 100.00%
43.1
5000
101.1 e N
480 5.00 520 5.40 5.60
0, 2069 346 "n/z 59.10 75.85%
m/z--> 50 100 150 200 250 300
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR S IR L
480 5.00 520 5.40 5.60
m/z 101.10 25.81%
‘ 1010
ul i .
m/z--> 50 100 150 200 250 300
Abundance
59.0
480 500 520 540 560
5000 m/z 58.05 20.21%
9501230 1500
m/z--> 50 100 150 200 250 300
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone T e
54.0 480 5.00 520 5.40 5.60
m/z 41.10 8.53%
5000
31.0
Il 8?O
mz-> 50 100 150 200 250 300 480 500 520 540 560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\
Data File : BG025987.D

Aca On : 28 Feb 2017 6:21

Operator : SJ/MA

Sample : 11989-01

Misc :

ALS Vial : 24 Sample Multiplier: 1

: Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.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 unknown7.61 Concentration Rank 1

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

7.61 89.96 ng 2081420 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 727 (7.609 min): BG025987.D (-716) (-) m/z 132.10 100.00%
13R.1
5000 68.1
96.1 ‘ RS SRR SR NS
40.0 54.1 7.20 7.40 7.60 7.80 8.00
g | ,uso oo m/z 68.10 37.47%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 i e Tk ik 5o
40 T o m/z 134.10  33.79%
Sm— .S:Lr.ol...?’:ll.?...l. — "‘I "H'I ———
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
o0 750 740 760 780 800
5000 m/z 66.10 24 .24%
31.0 510
mz-> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R B B
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 13.82%
74.0
5000 9go 1160
||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||EI-5|8.0|||||]|-8|9.|0| R ARRERL RS
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\BG022717\

Data File : BG025987.D

Aca On - 28 Feb 2017 6:21

Operator : SJ/MA

ﬁ?ggle : 11989-01 FK-BPM-01-CC9-CC10-CC11-CC12
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.29 2.49 ng 231425 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 n-Decanoic acid 172 C10H2002 000334-48-5 76
4 Pentadecanoic acid 242 C15H3002 001002-84-2 64
5 Nonanoic acid 158 C9H1802 000112-05-0 27
Abundance Scan 2545 (18.291 min): BG025987.D (-2539) (-) m/z 73.05 100.00%
4311730
5000 129.1
213.2
1Q1.1 15('1|18f'2 \ ZST'3 1 18.00 18.20 18.40 18.60
et ol b L m/z 60.10 92.67%
m/z--> 50 100 150 200 250 300
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0
18.00 18.20 18.40 18.60
Hgm 1570185 02130 256.0 m/z 43.10 81.42%
—— "“l“‘“ hl‘:‘““:”“‘l“ i‘”“:“l I\ ‘: I‘ I‘I T R | M  Amama
m/z--> 50 100 150 200 250 300
Abundance
430 730
18.|00 18.|20 18.I40 18.I60
5000 129.0 m/z 57.10 77.03%
171.0
99.0 214.0
15.0
m/z--> 55 160 1%0 200 2%0 360 '
Abundance #39472: n-Decanoic acid B B A
60.0 18.00 18.20 18.40 18.60
m/z 55.10 66.57%
5000{ 29.0 129.0
‘ ‘810
172.0
..‘L"“J.‘.Mu”l‘l“...‘ ..‘.. ———t — e AR R EE S B
m/z--> 50 100 150 200 250 300 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG022717\

Data File : BG025987.D

Aca On - 28 Feb 2017 6:21

Operator : SJ/MA

ﬁ?ggle : 11989-01 FK-BPM-01-CC9-CC10-CC11-CC12
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA G\METHODS\8270-BG021717_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.33 3.12 ng 330331 Perylene-di12 24 .85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 87
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 74
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 72
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24 230646-72-7 64
Abundance Scan 3403 (23.332 min): BG025987.D (-3396) (-) m/z 69.10 100.00%
69.1
5000
1212 23.00 23.20 23.40 23.60
| ahddyfdy 18922312 2811 3412 3953  4723| st gi 10 52.350%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene
69.0
5000 UV AR AR
23.00 23.20 23.40 23.60
m/z 41.05 19.90%
137.0
CL bl iTyT) 191.0231.0 273.0  341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.10 14.76%
137.0
29.0 191.0 231.0 273.0  341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol e T P T Ay
69.0 23.00 23.20 23.40 23.60
m/z 68.10 12.40%
5000
27\10 \‘ i‘” ul }3T0 L 1930
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BG022717\

Data File : BG025987.D

Acq On : 28 Feb 2017 6:21

Operator : SJ/MA

ﬁ?ggle - 11989-01 FK-BPM-01-CC9-CC10-CC11-CC12
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.18 26.1 ng 602972 1 8.07 462732 20.0
unknown7 .61 7.61 90.0 ng 2081420 1 8.07 462732 20.0
n-Hexadecanoic acid 18.29 2.5 ng 231425 4 17.41 1861890 20.0
Squalene 23.33 3.1 ng 330331 6 24.85 2119410 20.0
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