LSC Area Percent Report

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

Data File : BG036658.D

Aca On : 11 Sep 2018 16:15 Instrument :

Operator : JU/SJ BNA_G

Sample - J4841-01 ClientSampleld :

Vi : 090718-DBRI-F-D-B
isc :

ALS Vial : 3 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
1 5.157 312 318 325 rBV 53691 81825 1.53% 0.377%
2 5.621 390 397 408 rBV 428887 679832 12.72% 3.134%
3 7.208 659 667 678 rBV 312919 553343 10.35% 2.551%
4 7.584 723 731 738 rBV 709950 1205701 22.56% 5.559%
5 8.054 804 811 818 rBV 210041 343537 6.43% 1.584%

8.377 858 866 878 rvB 913187 1589149 29.73% 7.327%
9.217 1000 1009 1021 rBV 769467 1422142 26.61% 6.557%
10.856 1281 1288 1296 rBV 277678 507357 9.49% 2.339%
13.301 1697 1704 1717 rBV 2214612 3456026 64.66% 15.934%
14.123 1838 1844 1853 rBV 200992 291530 5.45% 1.344%

=
QO ~NO®

11 14.675 1926 1938 1946 rBV2 473394 785182 14.69% 3.620%
12 16.162 2184 2191 2212 rBV 1097809 1751102 32.76% 8.073%
13 17.419 2398 2405 2416 rBV 674931 1004424 18.79% 4.631%
14 18.301 2550 2555 2561 rBV3 42803 67829 1.27% 0.313%
15 20.028 2840 2849 2866 rBV 3795134 5344929 100.00% 24.642%

16 21.685 3124 3131 3141 rBV2 671326 1138425 21.30% 5.249%
17 23.371 3411 3418 3425 rVB 178995 322191 6.03% 1.485%

18 23.982 3516 3522 3532 rVB4 26901 56317 1.05% 0.260%

19 24.893 3666 3677 3693 rBVY 309239 1035922 19.38% 4_.776%

20 26.056 3868 3875 3885 rvB4 18830 53535 1.00% 0.247%
Sum of corrected areas: 21690298
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LSC Report - Integrated Chromatogram

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

Data File : BG036658.D

Aca On : 11 Sep 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4841-01 090718-DBRI-F-D-B
ALS Vial : 3 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: BG036658.D

3500000
3000000
2500000
2000000
1500000

8.38
1000000 253 922

5.62
500000 721 605 10.86
5.16

/MU | SNSSNUL SMRSRRSUS MRSREL SIS ISR AN L A 1 b

T T
Time--> 3.50 4.00 450 5.00 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG036658.D

20.03
3500000

3000000

2500000
13.30

2000000

1500000

16.16
1000000
17.42 21.68

500000 14.68
14.12

18.30

O T o o e o o 8 LA e s B e i LA A B B B B

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: BG036658.D

3500000
3000000
2500000
2000000
1500000
1000000

500000 24.89
23.98 N 26.06

O B L R Aaa e = E e AR SaaE R L 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\HPCHEM1\BNA G\DATA\BG091118\

Data File : BG036658.D

Aca On : 11 Sep 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4841-01 090718-DBRI-F-D-B
ALS Vial : 3 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 4.76 ng 81825 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 59
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 1-Propen-2-o0l. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9

Abundance Scan 318 (5.157 min): BG036658.D (-312) (-) m/z 43.10 100.00%
43.1 ﬂ
5000
| o e 4B 5o 550 sk
of— el e m/z 59.10 53.94%
m/z-> 0 50 100 150 200 250 300 350
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 GRS R UL R
480 5.00 5.20 5.40
‘ m/z 58.10  16.59%
101.0
Olﬂon“ll""ﬁ"" UNLERESY UL UL SR U
m/z-> 0 50 100 150 200 250 300 350
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43.0
480 5.00 5.20 5.40
5000 m/z 101.10 14.98%
1] =
0 "MLI' "'J"' UL UL UL UL SR
m/z-> 0 50 100 150 200 250 300 350
Abundance #3686: 1-Propen-2-ol, acetate e e
43.0 480 5.00 5.20 5.40
m/z 41.10 7.37%
5000
o4y |0
m/z-> 0 50 100 150 200 250 300 350 480 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 : BG036658.D

Aca On : 11 Sep 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4841-01 090718-DBRI-F-D-B
ALS Vial : 3 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 70.19 ng 1205700 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 (5-MethvI-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 1,2,4-Trifluorobenzene 132 C6H3F3 000367-23-7 9

Abundance Scan 730 (7.578 min): BG036658.D (-723) (-) m/z 132.10 100.00%
13R.1
5000 68.1
o1 ser || S 750 7k 760 780 50
Obr et el 8L L0 Wl Tm/z 68.10  46.97%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AL LI IR LI
7.20 7.40 7.60 7.80 8.00
33.0 44.0 0.0 105.0 m/z 134.10 32.18%
o | %00 "7 go0 ||, uso
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
720 7.40 7.60 7.80 8.00
5000 97.0 m/z 66.10 31.73%
70.0
31.0
0 e %9‘ , 860 | 116.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile A e
132.0 7.20 7.40 7.60 7.80 8.00
m/z 69.10 19.07%
5000
92.0
65.0
| e wo s ®0 Mo,
m/z--> 20 3'0 4'0 50 6|0 70 8|0 9 100 11'0 12'0 130 140 720 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 : BG036658.D

Aca On : 11 Sep 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4841-01 090718-DBRI-F-D-B
ALS Vial : 3 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 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.37 6.22 ng 322191 Perylene-di12 24.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 98
2 Supraene 410 C30H50 007683-64-9 98
3 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 87
4 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 80
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 72
Abundance Scan 3418 (23.371 min): BG036658.D (-3411) (-) m/z 69.10 100.00%
69.1
5000 ]\
07.1137.2 23.00 23.20 23.40 23.60
oL, ?9}9,'1.1 WL, 1892 o3 pm11 a2 4104 potgT OG0T 4a a0y
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 AR B R

23. OO 23. 20 23. 40 23.60
m/z 41.10 25.28%

137.0
oL L] }070 | 191.0 231.0 273.0 341.0 410.0
—— T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene

69.0

23. 00 23. 20 23. 40 23.60

5000 m/z 95.10 12.71%
ol28. o’ L }07 191.0 231.0 273.0 341.0 410.0
M i L B e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0 23.00 23.20 23.40 23.60

m/z 68.10 11.92%

5000
H%A\H%ﬁwo‘m%
0 1l I Tl !
T T T e T 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 : BG036658.D

Acq On : 11 Sep 2018 16:15

Operator : JU/SJ

ﬁ?ggle i J4841-01 090718-DBRI-F-D-B
ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082318_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]
2-Pentanone, 4-hy... 5.16 4.8 ng 81825 1 8.05 343537 20.0
unknown7 .58 7.58 70.2 ng 1205700 1 8.05 343537 20.0
Squalene 23.37 6.2 ng 322191 6 24.89 1035920 20.0
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