LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG020719\

Data File : BG039386.D

Aca On : 7 Feb 2019 17:41 Instrument :

Operator : JU/SJ (B.‘,'I\!A_(tSS el
- _ lentosampleld :

a?zgle : K1383-04 N

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:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG012919.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 3.226 17 23 32 rBv 254541 473301 10.44% 2.263%
2 3.303 32 36 50 rvB 196816 296106 6.53% 1.416%
3 5.711 438 446 457 rBV 484913 763455 16.83% 3.650%
4 7.309 709 718 728 rBV 302140 514220 11.34% 2.459%
5 7.703 777 785 794 rBV 886758 1509308 33.28% 7.217%

8.178 857 866 876 rBV 189706 337785 7.45% 1.615%
8.502 911 921 929 rBV 798194 1397065 30.80% 6.680%
9.353 1057 1066 1073 rBV 664324 1207623 26.63% 5.774%
270603 483216 10.65% 2.310%
13.424 1748 1759 1768 rBVY 1901183 2959894 65.26% 14.153%
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11 14.799 1986 1993 2002 rVB2 439533 694531 15.31% 3.321%
12 16.279 2239 2245 2255 rBV 1422832 2178660 48.04% 10.417%
13 17.542 2452 2460 2470 rBV 588439 885844 19.53% 4_.236%
14 19.810 2842 2846 2851 rVB 61958 66990 1.48% 0.320%
15 20.139 2895 2902 2907 rBV 3370270 4535370 100.00% 21.686%

16 20.738 3000 3004 3014 rBV 235559 286363 6.31% 1.369%
17 21.831 3182 3190 3200 rVB 657447 1072374 23.64% 5.128%
18 23.569 3479 3486 3494 rVB3 43954 91143 2.01% 0.436%
19 24.210 3589 3595 3603 rVB3 28933 65139 1.44% 0.311%
20 25.214 3754 3766 3778 rBV 359079 1095579 24.16% 5.239%

Sum of corrected areas: 20913966
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039386.D

Aca On : 7 Feb 2019 17:41

Operator : JU/SJ

Sample : K1383-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG039386.D
3000000
2500000
2000000
1500000

1000000 7.70 8.50

5.71

500000
’30 7.31 8.18 11.00

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 7.50 8.00 850 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG039386.D

20114
3000000

2500000

2000000 13.42

1500000 16.28

1000000

17.54 21.83

500000 14.80
20.74

19.81
O LA e o e e L e B

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: BG039386.D

3000000
2500000
2000000
1500000
1000000

500000 25.21

23.57 2421

e T T 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:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039386.D

Aca On : 7 Feb 2019 17:41

Operator : JU/SJ

Sample : K1383-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.30 17.53 ng 296106 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 74
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 3-Pentanol. 2.4-dimethvl- 116 C7H160 000600-36-2 25
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17

Abundance Scan 36 (3.303 min): BG039386.D (-32) (-) m/z 73.15 100.00%

73
5000 43
55
87

320 340 360
Ol L2 e e /2 43.20  43.13%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
78

5000 LA B B L |
320 3.40 360

43 55 87 m/z 55.15 32.90%

29
W35 1] 67 1] 80
O e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

7

87 T
320 3.40 3.60
5000 55 m/z 87.20 24.62%
J ‘79 ‘ 97 112 129
0.,....,....,....,....,... e R LB ERRE =
m/z--> 20 50 70 80 90 100 110 120 130
Abundance #2051. 1,3-Dioxolane, 2-methyl- ——TT T
73 320 340 3.60

m/z 41.20 12 _.30%

5000 43
58
29 ﬁ7

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 320 340 360

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039386.D

Aca On : 7 Feb 2019 17:41

Operator : JU/SJ

Sample : K1383-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown7.70 Concentration Rank 1

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

7.70 89.37 ng 1509310 1,4-Dichlorobenzene-d4 8.18
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 785 (7.703 min): BG039386.D (-777) (-) m/z 132.15 100.00%
5000 68
40 96 T T T T T
54 8 | 106 7.40 7.60 7.80 8.00
01 B m/z 68.15 43.92%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 U UL UL R IR
7.40 7.60 7.80 8.00
31 51 m/z 134.15 33.93%
01 2
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 740 7.60 7.80 8.00
5000 og 116 m/z 66.15 29.51%
) AN | VIR A N fMM.‘ﬁ,. 198 ..,.1§?.
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14491: 5-Aminoindole A
132 7.40 7.60 7.80 8.00
m/z 69.25 17.82%
5000
104
ol 14 27 39 1 77 g | us ‘
m/z--> 20 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG020719\
Data File : BG039386.D

Aca On : 7 Feb 2019 17:41

Operator : JU/SJ

Sample : K1383-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG012919_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 cis-Vaccenic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.74 5.34 ng 286363 Chrysene-di12 21.83
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 cis-Vaccenic acid 282 C18H3402 000506-17-2 94
2 n-Propvl 1ll-octadecenoate 324 C21H4002 1000336-71-7 91
3 Oleic acid. eicosvl ester 563 C38H7402 022393-88-0 83
4 9-Octadecenoic acid (Z2)-. octade... 535 C36H7002 017673-49-3 83
5 n-Propyl 9-octadecenoate 324 C21H4002 1000336-71-6 62
Abundance Scan 3004 (20.738 min): BG039386.D (-3000) (-) m/z 55.15 100.00%

5000

i

20.40 20.60 20.80 21.00

0 m/z 41.15 83.34%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #129339: cis-Vaccenic acid

-

5000 AU A B
20.40 20.60 20.80 21.00
11 m/z 57.25 72 .68%
o2 151180 222 254
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164503: n-Propyl 11-octadecenoate
55

20.40 20.60 20.80 21.00

5000 83 m/z 69.20 59.44%
265
1 151180 222 324
Ol i
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #239757: Oleic acid, eicosyl ester
57 264 20.40 20.60 20.80 21.00
m/z 83.20 54 _.78%
5000
28 180 222
. | 96325353 407435 480 517 562
AR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 20.40 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG020719\
Data File : BG039386.D

Acq On > 7 Feb 2019 17:41

Operator : JU/SJ

Sample - K1383-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG012919_M
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]
Butane, 2-methoxy... 3.30 17.5 ng 296106 1 8.18 337785 20.0
unknown?7 .70 7.70 89.4 ng 1509310 1 8.18 337785 20.0
cis-Vaccenic acid 20.74 5.3 ng 286363 5 21.83 1072370 20.0
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