LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037324.D

Aca On : 13 Oct 2018 13:16 Instrument :
Operator : JU/SJ BNA_G

Sample - J5383-13 ClientSampleld :
Misc - 100918-DBRI-F-U-B
ALS Vial : 32 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-BG101118.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 5.192 318 324 331 rVB 52352 85315 1.45% 0.355%
2 5.650 395 402 414 rBV 431863 703636 11.93% 2.928%
3 7.254 668 675 690 rVB 290106 532066 9.02% 2.214%
4 7.642 732 741 751 rBV 717959 1295635 21.96% 5.392%
5 8.118 815 822 831 rVB 221548 395341 6.70% 1.645%

8.441 868 877 885 rBvV 972969 1748062 29.63% 7.275%
9.293 1012 1022 1032 rBV 828839 1514467 25.67% 6.303%
10.938 1295 1302 1310 rBV 319621 592424 10.04% 2.466%
13.376 1708 1717 1726 rBV 2299705 3761213 63.75% 15.654%
14.193 1850 1856 1862 rBV 46823 68896 1.17% 0.287%

=
QO ~NO®

11 14.751 1943 1951 1962 rVB2 536190 910743 15.44% 3.790%
12 16.232 2196 2203 2218 rBV 1247495 1938459 32.86% 8.068%
13 17.495 2411 2418 2425 rBV2 769251 1213096 20.56% 5.049%
14 18.353 2560 2564 2571 rBV3 50369 76785 1.30% 0.320%
15 20.098 2854 2861 2869 rBV 4265099 5899722 100.00% 24.554%

16 21.390 3076 3081 3087 rBv2 58713 96471 1.64% 0.402%
17 21.778 3140 3147 3156 rVB 781000 1313359 22.26% 5.466%
18 23.306 3401 3407 3413 rBvV2 34824 63782 1.08% 0.265%
19 23.505 3433 3441 3450 rBvV 139136 285438 4.84% 1.188%
20 24.140 3543 3549 3557 rVB3 39002 87871 1.49% 0.366%
21 25.127 3705 3717 3733 rVB2 448845 1356747 23.00% 5.647%
22 26.326 3912 3921 3932 rVvB4 25861 87776 1.49% 0.365%
Sum of corrected areas: 24027304
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG101218\

Data File : BG037324.D

Aca On : 13 Oct 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J5383-13 100918-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG101118.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: BG037324.D
4000000
3000000
2000000
8.44
1000000
7.64 9.29
5.65 7.95 812 10.94
o 5.19
- — —_——— 1 — = ———— - ——————
Time-->  3.50 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG037324.D
4000000 20.10
3000000
13.38
2000000
16.23
1000000 17.49 21.78
14.75
0 14.19 18.35 21.39
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 TIC: BG037324.D
4000000
3000000
2000000
1000000
25.13
. 2333 2414 /\ 26,33
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\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037324.D

Aca On : 13 Oct 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J5383-13 100918-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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.

5.19 4.32 ng 85315 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 83
2 3-0Octanol 130 C8H180 000589-98-0 28
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 324 (5.192 min): BG037324.D (-318) (-) m/z 43.00 100.00%
43.0
5000 590
| mo 0 450 500 550 540 560
L e B m/z 59.00 50.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
w000 90 250 Sh0 520 S0 Sk
0
150 4, 1010 m/z 58.00 18.62%
0 wl , 83.0 ,
LS IR IR UL SULER NS UL IR LR LSS SN BRARE LRSS B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13639: 3-Octanol
54.0
480 500 520 540 560
m/z 101.00 13.90%
5000 29.0 41.0 83.0 1
101.0
0 ‘ ‘ LJM yl, 70.0 ‘ ‘ 1120 129.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8358: 2-Hexanol, 2—methy|— LA LA L L B L L L N B
54.0 480 5.00 520 5.40 5.60
m/z 41.00 6.97%
5000
43.0 101.0
31.0 :
...,??:‘.’,...U,‘....‘,‘;‘.‘..,..‘H.i...?,l:‘.’..??'.c.).,....,....,....,....,....
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037324.D

Aca On : 13 Oct 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J5383-13 100918-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118_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 unknown7.64 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.64 65.55 ng 1295640 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methyvl-2-pentenal 132 C6H9CIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
Abundance Scan 741 (7.642 min): BG037324.D (-732) (-) m/z 131.90 100.00%
131.9
5000 68.0
400 540 %0 e J "7k 760 750 860
(o} e e A I B B m/z 68.00 42 .10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 R UL UL IR

7.40 7.60 7.80 8.00
m/z 133.90 32.63%

310 510
0 T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
R RREEE LSS R
7.40 7.60 7.80 8.00
5000 67.0 m/z 66.00 26.58%
41.0 97.0
‘ ‘ 117.0
ol ol B L Ll
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl P
57.0 132.0 7.40 7.60 7.80 8.00
m/z 69.00 16.32%
74.0
116.0
5000 98.0
SIS PO SN W T Y110 | G A G
m/z--> 40 60 80 100 120 140 160 180 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG101218\

Data File : BG037324.D

Aca On : 13 Oct 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J5383-13 100918-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG101118._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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.51 4.21 ng 285438 Perylene-di12 25.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 91
2 Saualene 410 C30H50 000111-02-4 91
3 1.5.9-Undecatriene. 2.6.10-trime... 192 Cl14H24 062951-96-6 80
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 78
5 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
Abundance Scan 3442 (23.511 min): BG037324.D (-3433) (-) m/z 69.00 100.00%
69.0
5000 K
e B
23.20 23.40 23.60 23.80
I A W .".'. , .17.5.0.2?7.?. 2730 3409 44520 o781 .00  50.27%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 U USRS
23.20 23.40 23.60 23.80
m/z 41.00 23.66%
137.0
0 29.4”l 11030, | , 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #215932: Squalene
69.0
23.20 23.40 23.60 23.80
5000 m/z 95.00 13.39%
o Jmo 1[ %1750 2310 2730 3410
m/z--> 55 100 1%0 200 250 300 350 400 '
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.20 23.40 23.60 23.80
m/z 137.00 11.25%
5000
29.
123.0
0 .‘.‘.,...[.M,'..”.L.‘,.l??c.),.... ]
m/z--> 50 100 150 200 250 300 350 400 23.20 23.40 23.60 23.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_G\DATA\BG101218\

Data File : BG037324.D

Acq On : 13 Oct 2018 13:16

Operator : JU/SJ

ﬁ?ggle i J5383-13 100918-DBRI-F-U-B
ALS Vial : 32 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG101118_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... 5.19 4.3 ng 85315 1 8.12 395341 20.0
unknown? .64 7.64 65.5 ng 1295640 1 8.12 395341 20.0
Supraene 23.51 4.2 ng 285438 6 25.12 1356750 20.0
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