LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG091118\

Data File : BG036659.D

Aca On : 11 Sep 2018 16:53 Instrument :

Operator : JU/SJ BNA_G

Sample - J4841-02 ClientSampleld :

Mi - 090718-DBRI-F-D-M
isc :

ALS Vial : 4 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-BG082318 .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

5.156 312 318 325 rBV 48950 74959 1.46% 0.356%
5.620 390 397 409 rBV 445584 702941 13.74% 3.335%
rBv 307285 526896 10.30% 2.500%
7.583 724 731 739 rBV 749894 1253501 24.50% 5.947%
8.053 804 811 818 rBV 211190 355928 6.96% 1.689%
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8.376 858 866 877 rvB 961662 1653881 32.32% 7.847%
9.216 1000 1009 1023 rBV 821518 1479406 28.91% 7.019%
10.855 1281 1288 1297 rBV 296830 530610 10.37% 2.517%
13.299 1697 1704 1716 rBV 2231622 3582728 70.02% 16.998%
14.122 1838 1844 1850 rBV 105653 146972 2.87% 0.697%

=
QO ~NO®

11 14.674 1932 1938 1947 rBV2 480576 793080 15.50% 3.763%
12 16.161 2184 2191 2205 rBV 1071207 1657717 32.40% 7.865%
13 17.418 2398 2405 2417 rBV2 632772 965303 18.87% 4 _.580%
14 20.027 2843 2849 2862 rBV 3798876 5116762 100.00% 24.276%
15 21.684 3124 3131 3144 rBV2 622282 1087326 21.25% 5.159%

16 23.370 3411 3418 3425 rBV 121794 223152 4_36% 1.059%
17 24.892 3666 3677 3695 rBv2 279332 926382 18.10% 4 _.395%

Sum of corrected areas: 21077544
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036659.D

Aca On : 11 Sep 2018 16:53

Operator : JU/SJ

ﬁ?ggle i J4841-02 090718-DBRI-F-D-M
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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: BG036659.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036659.D

Aca On : 11 Sep 2018 16:53

Operator : JU/SJ

ﬁ?ggle i J4841-02 090718-DBRI-F-D-M
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 4

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

5.16 4.21 ng 74959 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Diacetamide 101 C4H7NO2 000625-77-4 42
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 40
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 38
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 319 (5.162 min): BG036659.D (-312) (-) m/z 43.10 100.00%
31
59.1
5000
| mn 4b0 560 520 540
o SN ] ESSENU Y 1SS S S M m/z 59.10 61.42%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR N R UL
4.80 5.00 5.20 5.40
59.0 1010 m/z 58.10 19.71%
0 21.0 350, | 510 ” 67.0 83.0 91.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4023: Diacetamide
43.0
4.80 5.00 520 5.40
5000 59.0 m/z 101.10 14 .95%
73.0
101.0
Oy |"%§'?" T ?%3q U R |'§§'9|' L L B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4—dimethy|— L LA L LB L N N B
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.05%
5000
43.0 101.0
m/z--> 10 20 30 40 50 60 70 8 9 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036659.D

Aca On : 11 Sep 2018 16:53

Operator : JU/SJ

ﬁ?ggle i J4841-02 090718-DBRI-F-D-M
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 unknown7.58 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

7.58 70.44 ng 1253500 1,4-Dichlorobenzene-d4 8.05

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35

2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 25

3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10

5 N-(-3,4-Methylenedioxyphenylisop... 267 C17H17NO2 1000378-96-6 10
Abundance Scan 731 (7.583 min): BG036659.D (-724) (-) m/z 132.10 100.00%

1321
5000 68.1
40.1 %l-l et 720 7.40 7.60 7.80 8.00
01 L m/z 68.10 46.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13p.0
69.0
104.0
5000 L UL IR L

7.20 7.40 7.60 7.80 8.00
m/z 134.10  33.27%

31.0 51.0
01 B R B e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0
R R o S ERREE e )
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 30.75%
63.0
15.0 3?0 1| 760 ] 10\40 ‘
L e e e e B B B S I L o o e LA L o o o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl AP e e
57.0 132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.65%
74.0
116.0
5000 98.0
L1l ‘h W \H ‘ i 158.0 189.0
0...,....,....,... ,,,,, e N
m/z--> 20 40 100 120 140 160 180 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036659.D

Aca On : 11 Sep 2018 16:53

Operator : JU/SJ

ﬁ?ggle i J4841-02 090718-DBRI-F-D-M
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082318_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 Supraene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.37 4.82 ng 223152 Perylene-di12 24.89
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 Cl4H24 062951-96-6 83
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 3418 (23.370 min): BG036659.D (-3411) (-) m/z 69.10 100.00%
69.1
5000 \
R
137.2 23.00 23.20 23.40 23.60
07.
ol WA B 4, 27en  2stezeas o sas 0 TTg1 90 48,11k
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69.0
5000 USRS BRI BN I
23.00 23.20 23.40 23.60
m/z 41.10 23.90%
137.0
0 29.0[ L 107.0 | 1910 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
23.00 23.20 23.40 23.60
5000 m/z 95.10 13.94%
137.0
29.0t , bl 3070 1 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)-
69.0 23.00 23.20 23.40 23.60
m/z 67.10 12.27%
5000
29.0
123.0
0 .‘.HH‘..‘“,'..”.*.‘,.1.77.'9,.... T
m/z--> 50 100 150 200 250 300 350 400 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG091118\

Data File : BG036659.D

Acq On : 11 Sep 2018 16:53

Operator : JU/SJ

ﬁ?ggle i J4841-02 090718-DBRI-F-D-M
ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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... 5.16 4.2 ng 74959 1 8.05 355928 20.0
unknown7 .58 7.58 70.4 ng 1253500 1 8.05 355928 20.0
Supraene 23.37 4.8 ng 223152 6 24.89 926382 20.0
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