LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF101218\

Data File : BF109867.D

Aca On - 13 Oct 2018 6:53 Instrument :

Operator : JU/SJ BNA_F

Sample  : J5444-10 Gl

Vi : 101018-DBRI-F-U-S
isc :

ALS Vial : 41 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 F\METHODS\8270-BF100818 .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 4.887 473 476 490 rBV 66672 94751 2.62% 0.517%
2 5.310 545 548 567 rBV 506056 720452 19.90% 3.933%
3 6.339 720 723 740 rBV 282072 537944 14.86% 2.936%
4 6.463 740 744 769 rVV 1609665 1757646 48.55% 9.594%
5 6.692 780 783 805 rBV 420467 583258 16.11% 3.184%

6.851 805 810 831 rBV 2382603 2530475 69.90% 13.812%
7.263 875 880 913 rBV 1570399 2147799 59.33% 11.724%
534231 727698 20.10% 3.972%
9.051 1179 1184 1203 rBV 3431842 3619931 100.00% 19.759%
9.722 1294 1298 1312 rBV 699388 727151 20.09% 3.969%
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11 10.504 1428 1431 1451 rBV 789507 1091943 30.16% 5.960%
12 11.198 1546 1549 1571 rBV 367561 562792 15.55% 3.072%
13 12.780 1814 1818 1839 rBV 2185576 2233021 61.69% 12.189%%
14 13.827 1992 1996 2014 rBV 391395 506491 13.99% 2.765%
15 14.657 2134 2137 2141 rBV 57729 60411 1.67% 0.330%

16 15.227 2230 2234 2251 rBV 222768 418483 11.56% 2.284%

Sum of corrected areas: 18320246
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109867.D

Aca On - 13 Oct 2018 6:53

Operator : JU/SJ

ﬁ?ggle i J5444-10 101018-DBRI-F-U-S
ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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: BF109867.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109867.D

Aca On - 13 Oct 2018 6:53

Operator : JU/SJ

ﬁ?ggle i J5444-10 101018-DBRI-F-U-S
ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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.

4.89 3.25 ng 94751 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 477 (4.892 min): BF109867.D (-473) (-) m/z 43.00 100.00%
43
59
5000
101 e
4.60 4.80 5.00 5.20
Ol 2 8 w7z 89.10 53.37%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 5.00 520
m/z 101.00 22 .59%
15 31 101
0 25,7 37, 53, | 83 ,
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
- 460 480 5.00 520
5000 m/z 58.00 16.96%
29 101
o 15 |, 3y 51 || 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl-
50 4.60 4.80 5.00 5.20
m/z 41.10 10.17%
5000 41
31
| © g
0 "'l'}é'l"‘hl "'Jiﬁ"'l??uki" "i""l""l'"g?l""l' R R R R
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109867.D

Aca On - 13 Oct 2018 6:53

Operator : JU/SJ

ﬁ?ggle i J5444-10 101018-DBRI-F-U-S
ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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 unknown6.46 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.46 60.27 ng 1757650 1,4-Dichlorobenzene-d4 6.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
Abundance Scan 744 (6.463 min): BF109867.D (-740) (-) m/z 132.00 100.00%

132
5000 68

6.20 640 660 680

o N m/z 68.10 43.10%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 TTT T[T T Tt ir T [ rrrr[rro1
6.20 6.40 6.60 6.80
0
s st 78 m/z 134.00 32.57%
o T
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

6.20 6.40 6.60 6.80
5000 m/z 66.00 28.11%
33 105
70
60 0 ‘

44
o | 1 8
,,,,, T
m/z--> 40 60 80 100 120 140 160 180
Abundance : i i

E s |
#52379: Tranylcypromine-propionyl R N R m
57 132 6.20 640 660 680

m/z 69.10 18.13%

74
116
5000 98
0 11 n ‘M 8\? \ﬂj()? “‘ Iy 158 189
LA I L B I i B LA L B ) B B

m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF101218\

Data File : BF109867.D

Aca On - 13 Oct 2018 6:53

Operator : JU/SJ

ﬁ?ggle i J5444-10 101018-DBRI-F-U-S
ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF100818_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.
14.66 2.89 ng 60411 Perylene-di12 15.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Supraene 410 C30H50 007683-64-9 91
3 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 90
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 83
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 222 C15H260 004602-84-0 78
Abundance Scan 2138 (14.662 min): BF109867.D (-2134) (-) m/z 69.05 100.00%
6o
5000
4l 95 AR RN SRR S AR
Ly o7 163 101 o8 14.40 14.60 14.80 15.00
ob—bp b b g 4 g2 100 28 m/z 81.10 51.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4

14.40 14.60 14.80 15.00
m/z 41.05  23.14%

95
137
0 L ﬂ ,;I.lf | 161 191 217 273 299 341 367 410
i T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene
69
14.40 14.60 14.80 15.00
5000 m/z 95.00 16.18%
41
95 137
0 syl 217 ] 163 191 217 245 273 299 341 367 410
B s e e — T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #204821: Docosa-2,6,10,14,18-pentaen-22-al, 2,6,10,15,18-p...
69 14.40 14.60 14.80 15.00
m/z 68.00 13.21%
5000 41
93
ol | g L m | 161 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF101218\

Data File : BF109867.D

Acq On : 13 Oct 2018 6:53

Operator : JU/SJ

ﬁ?ggle i J5444-10 101018-DBRI-F-U-S
ALS Vial : 41 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF100818_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... 4.89 3.3 ng 94751 1 6.69 583258 20.0
unknown6 .46 6.46 60.3 ng 1757650 1 6.69 583258 20.0
Squalene 14.66 2.9 ng 60411 6 15.23 418483 20.0
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