LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108116.D

Acq On : 13 Aug 2018 15:16

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_F\METHODS\8270-BF080818_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 height area % max. total
1 5.254 491 496 502 rBVY 606728 647982 19.09% 1.818%
2 5.643 558 562 565 rBVY 3601885 3194269 94.08% 8.964%
3 6.637 726 731 741 rBV 3815102 3395109 100.00% 9.527%
4 6.790 753 757 760 rBV 3879201 3305118 97.35% 9.275%
5 7.025 793 797 800 rBV 1828231 1590691 46.85%  4.464%
6 7.178 819 823 826 rBV 3092412 2467212 72.67% 6.923%
7 7.578 887 891 895 rBV 2202933 2074902 61.11% 5.823%
8 8.307 1011 1015 1018 rBV 2288056 1908491 56.21% 5.356%
9 9.378 1193 1197 1201 rBV 3594942 3088936 90.98% 8.668%
10 9.772 1261 1264 1267 rBV 254923 195645 5.76% 0.549%

11 10.072 1311 1315 1319 rBV 2084064 1778044 52.37% 4._.989%
12 10.866 1446 1450 1463 rBV 1817814 1665941 49.07% 4._.675%
13 10.960 1463 1466 1476 rVB4 41927 80526 2.37% 0.226%
14 11.572 1566 1570 1572 rBV 1950663 1645442 48.47% 4.617%
15 11.595 1572 1574 1577 rVV 262730 211123 6.22% 0.592%

16 11.648 1580 1583 1586 rVB 87077 78361 2.31% 0.220%
17 11.907 1624 1627 1631 rVB5 27224 37184 1.10% 0.104%
18 12.072 1652 1655 1658 rBV 90634 91391 2.69% 0.256%
19 12.101 1658 1660 1664 rVB2 67062 69736 2.05% 0.196%
20 12.189 1671 1675 1677 rBV2 86684 91543 2.70% 0.257%

21 12.630 1746 1750 1752 rBV3 104989 123613 3.64% 0.347%
22 12.654 1752 1754 1758 rVB4 66902 77466 2.28% 0.217%
23 12.795 1774 1778 1781 rBV 596620 562998 16.58% 1.580%
24 13.024 1814 1817 1823 rVB 575394 520817 15.34% 1.461%
25 13.160 1836 1840 1843 rBV 3042703 2575565 75.86% 7.227%

26 13.348 1870 1872 1875 rVB 75562 68275 2.01% 0.192%
27 14.230 2017 2022 2025 rBV2 2078512 2185024 64.36% 6.132%
28 14.254 2025 2026 2032 rVB 305315 245481 7.23% 0.689%
29 15.089 2165 2168 2172 rVB 325766 370305 10.91% 1.039%
30 15.807 2286 2290 2294 rBV 974746 1288604 37.95% 3.616%

Sum of corrected areas: 35635794
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108116.D

Acq On : 13 Aug 2018 15:16

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF108116.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108116.D

Acq On : 13 Aug 2018 15:16

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.25 8.15 ng 647982 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16

Abundance Scan 495 (5.248 min): BF108116.D (-491) (-) m/z 43.05 100.00%
43
5000 %9
101 T T I T I L
5.00 5.20 5.40 5.60
O il S8 e0 778 | hw/z 59.10  51.43%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 500 520 540 560
m/z 58.10 15.44%
15 31 101
0 25 7 37, 53 83 ,
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344 3-Hexanol, 4-methyl-
59
500 520 540 560
5000 41 m/z 101.10 14 .33%
31
| © g
0 ...,..15..,....,....,....,.5:.3..,....,....,....,...9.8,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2-methyl- B A R
509 5.00 5.20 5.40 5.60
m/z 41.05 8.41%
5000
a1 101
0 15 \3\1 \‘H 53\\\‘\ 69 8\3
Trryrrrr[rrrr[rrrr[rrrr[rrr [ rrrr[rrrr[rrrr[rrrr[rrrr[T —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108116.D

Acq On : 13 Aug 2018 15:16

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown6.79 Concentration Rank 1

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

6.79 41_.56 ng 3305120 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
3 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 Cl10H12 028749-81-7 9
4 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 757 (6.790 min): BF108116.D (-753) (-) m/z 131.95 100.00%
5000 68
© si e J Sh0 6k G0 1o 750
ol A8 L Meus N~ m/z 68.05 45.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
A
5000 USRI I L RN
6.40 6.60 6.80 7.00 7.20
33 44 105 m/z 134.00 33.71%
60 70
ol 0 115 S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74 6.40 6.60 6.80 7.0 7.20
5000 gg 116 m/z 66.10 30.60%
N PO T IIﬂQ7 ‘ S 188 189
m/z--> 20 40 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa—l,3,5—triene, 2,4'dim9thy|' LI L L B L BB B
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.39%
117
5000
29 91
A Nl
0 |‘|||||‘|‘|l:::‘::ﬁ:||||‘|l‘||||||||||||| e
m/z--> 20 40 6 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108116.D

Acq On : 13 Aug 2018 15:16

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
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 Squalene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.09 5.75 ng 370305 Perylene-d12 15.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Squalene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 93
3 1-(Phenylthio)-3,7,11-trimethyl-.__. 314 C21H30S 028413-57-2 64
4 1,5-Heptadiene, 3,3,5-trimethyl- 138 C10H18 074630-29-8 64
5 6,11-Dimethyl-2,6,10-dodecatrien... 208 C14H240 1000196-53-3 64
Abundance Scan 2168 (15.089 min): BF108116.D (-2165) (-) m/z 69.10 100.00%

69 W
5000
41
95 T et T T
137 14.80 15.00 15.20 15.40
267
ol b Ly 17103 203 235 267 207 328 366391418 452 488 | /7 @110  50.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene
69
s000] 4! LR BUNL UL UL B

14.80 15.00 15.20 15.40
m/z 41.10 33.04%

95
137
0 L b g T 161 191217 273299 341367 410
R B e e L TR i e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215928: Supraene

69
R Rmma ma
14.80 15.00 15.20 15.40
5000 m/z 95.10 14.20%
41
95 137
ol by dy iy | 163191217 245273209 341367 410
L B B e o B e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #156774: 1-(Phenylthio)-3,7,11-trimethyl-2,6,10-dodecatrie... R EEEEE S
14.80 15.00 15.20 15.40
m/z 68.10 13.64%
o 245271 314

m/z--> 50 100 150 200 250 300 350 400 450 14.80 15. 00 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081318\
Data File : BF108116.D

Acq On : 13 Aug 2018 15:16

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.25 8.2 ng 647982 1 7.02 1590690 20.0
unknown6.79 6.79 41.6 ng 3305120 1 7.02 1590690 20.0
Squalene 15.09 5.8 ng 370305 6 15.81 1288600 20.0
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