LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037766.D

Aca On : 2 Nov 2018 22:36

Operator : JU/SJ

Sample = J5780-03

Misc :

ALS Vial : 12 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-BG101818.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 5.179 317 322 332 rVB2 28965 44909 1.23% 0.253%
2 5.638 393 400 414 rVB 425602 714679 19.51% 4.028%
3 7.242 665 673 687 rBV 297110 544953 14.88% 3.071%
4 7.623 730 738 750 rBV 764396 1345083 36.72% 7 .580%
5 8.099 811 819 829 rVB 193032 339742 9.28% 1.915%

8.423 866 874 883 rBvV 673806 1217046 33.23% 6.859%
9.274 1008 1019 1033 rBV 587713 1116895 30.49% 6.294%
10.920 1291 1299 1307 rBV 281940 527345 14_.40% 2.972%
34346 85065 2.32% 0.479%
13.352 1706 1713 1723 rBV 1724780 2817801 76.93% 15.880%
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11 14.733 1941 1948 1959 rBV2 462574 779233 21.27% 4_.391%
12 16.219 2192 2201 2213 rBV 1187161 1873869 51.16% 10.560%
13 17.483 2407 2416 2428 rBV2 564118 896866 24.49% 5.054%
14 20.079 2852 2858 2874 rBV 2619419 3662853 100.00% 20.643%
15 21.766 3137 3145 3155 rBV2 470653 914031 24.95% 5.151%

16 23.252 3392 3398 3403 rBV5 19484 41160 1.12% 0.232%
17 23.440 3425 3430 3437 rBV3 34974 74609 2.04% 0.420%
18 24.075 3532 3538 3545 rVB4 22106 50829 1.39% 0.286%

19 25.097 3700 3712 3725 rBvV2 193823 697168 19.03% 3.929%

Sum of corrected areas: 17744136
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA G\DATA\BG110218\

- BG037766.D

: 2 Nov 2018 22:36

: Ju/sd

= J5780-03

- 12 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG101818.M

- ASP BNA STANDARDS FOR 5 POINT CALIBRATION
C:\Database\NIST11.L

LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG037766.D

5.64
7 24 10.92

5.18 11.84

0=
Time-->
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750 800 850 900 950 1000 1050 1100 1150 12.00 1250
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Abundance
2500000

2000000

1500000

1000000

500000

13.35

TIC: BG037766.D

20.08

16.22

14.73 1748 21.77

O
Time-->

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
2500000

2000000

1500000

1000000

500000

TIC: BG037766.D

25.10

232844  24.07
A

0t
Time--> 23.00 2350 24.00 2450 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\BG110218\
Data File : BG037766.D

Aca On : 2 Nov 2018 22:36

Operator : JU/SJ

Sample = J5780-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.18 2.64 ng 44909 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
3 Butanedioic acid. diazo-. dimeth... 172 C6H8N204 055514-36-8 23
4 3-Octanol 130 C8H180 000589-98-0 23
5 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 9

Abundance Scan 322 (5.179 min): BG037766.D (-317) (-) m/z 43.00 100.00%
43.0
5000
101.0 LI L R I
404.6 480 5.00 520 5.40 5.60
Ol e e m/z 59.00 58.29%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LS RS RN R
480 5.00 520 5.40 5.60
m/z 57.95 19.21%
101.0
0 1210nl - L
m'z-> 0 50 100 150 200 250 300 350 400
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
480 500 520 540 560
5000 m/z 101.00 17.80%
101.0
0 ”'¢h| S AL UL AL UL AL SURLL Y WAL SUNLELEL S
mz-> 0 50 100 150 200 250 300 350 400
Abundance #40019: Butanedioic acid, diazo-, dimethy! ester R AR ma
59.0 480 5.00 520 5.40 5.60
m/z 41.00 9.64%
103.0
5000
26.0 172.0
141.0
O‘TTMIM“ S L S U UL WL UL O
m'z-> 0 50 100 150 200 250 300 350 400 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037766.D

Aca On : 2 Nov 2018 22:36

Operator : JU/SJ

Sample = J5780-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 unknown7.62 Concentration Rank 1

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

7.62 79.18 ng 1345080 1,4-Dichlorobenzene-d4 8.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
5 N-(-phenylisopropyl)benzaldimine 223 C16H17N 1000379-01-3 10

Abundance Scan 737 (7.618 min): BG037766.D (-730) (-) m/z 131.90 100.00%
131.9
5000 68.0
%0 O vo P50 7 Tho 7k 8by
o} e o S m/z 68.00 45 _39%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AU U R U
7.20 7.40 7.60 7.80 8.00
33.0 105.0 m/z 133.90 34 .40%
51.0 70.0 86.0
o} e e e R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 720 7.40 7.60 7.80 8.00
5000 980 1160 m/z 66.00 28.68%
0|||||||||‘ W h‘||“|||‘H“||‘|“|||‘H||||:!-5|8|.(|)||||1|8|9.|0||||||||||
m/z--> 40 60 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil i B
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.52%
5000
105.0
o 510 7o 159.0 178.0  206.0222.0
m/z--> 40 60 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110218\
Data File : BG037766.D

Aca On : 2 Nov 2018 22:36

Operator : JU/SJ

Sample = J5780-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101818_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 4 Squalene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.44 2.14 ng 74609 Perylene-di12 25.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 80
2 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 72
3 Supraene 410 C30H50 007683-64-9 72
4 1.5.9-Undecatriene. 2.6.10-trime... 192 C14H24 062951-96-6 68
5 8-Chloro-1-octanol, benzyldimeth... 312 C17H29CIOSi 1000375-56-9 59
Abundance Scan 3430 (23.440 min): BG037766.D (-3425) (-) m/z 69.00 100.00%
69.0
5000

121.
| 61.1 206.9239.9 3410 23.20 23.40 23.60 23.80
o...-.l,'l|---'|l-l|'“....,....,.?8.2.9....,... | 'm/z 81.00 54.94%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
5000
23.20 23.40 23.60 23.80
137.0 m/z 41.00 24 .03%
0 29. JJO ) ‘I 191.0 2310 273.0 341.0 410.0
- T L I T T T T T T 1T L I T T 1T I T
m/z--> 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram...
69.0

23.20 23.40 23.60 23.80
5000 m/z 95.00 13.72%

29 07.0
by g 1610 2040 2r2.0

0"t l L e o o e I N B
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

69.0 23.20 23.40 23.60 23.80
m/z 121.00 13.17%
5000
137.0

o 29.0 , } | 1050, |, 1910 231.0 273.0 341.0 4100

m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80

8270-BG101818.M Mon Nov 05 14:33:23 2018 Page: 5



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG110218\
Data File : BG037766.D

Acq On : 2 Nov 2018 22:36

Operator : JU/SJ

Sample - J5780-03

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2.6 ng 44909 1 8.10 339742 20.0
unknown7 .62 7.62 79.2 ng 1345080 1 8.10 339742 20.0
Squalene 23.44 2.1 ng 74609 6 25.10 697168 20.0
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