LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106926.D

Aca On 28 Jun 2018 17:48

Operator : JU/SJ

Sample : J3048-22

Misc :

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 F\METHODS\8270-BF061918 .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 5.195 482 486 500 rBB 103925 117297 4 _.00% 0.610%
2 5.595 550 554 565 rBY 1268699 1141572 38.92% 5.934%
3 6.589 719 723 732 rVB 755992 763474 26.03% 3.968%
4 6.731 742 747 750 rBVY 1913360 1902209 64.86% 9.887%
5 6.948 781 784 788 rBV 530531 489260 16.68% 2.543%
6 7.113 807 812 815 rBVY 1753752 1815699 61.91% 9.438%
7 7.519 875 881 884 rBVY 1313991 1519363 51.80% 7.897%
8 8.236 998 1003 1006 rBV 630652 608613 20.75% 3.163%
9 8.648 1068 1073 1083 rBV 126138 188121 6.41% 0.978%
10 9.313 1180 1186 1189 rBvV 2580531 2733599 93.20% 14.209%
11 9.701 1248 1252 1256 rBV 90313 72533 2.47% 0.377%

12 9.995 1297 1302 1306 rBV 811568 719117 24.52% 3.738%
13 10.795 1432 1438 1441 rBV 1704154 1889427 64.42% 9.821%
14 10.877 1448 1452 1461 rVB2 36103 47903 1.63% 0.249%
15 11.489 1552 1556 1559 rBV 856449 766343 26.13% 3.983%

16 12.507 1725 1729 1733 rBV 72955 71181 2.43% 0.370%
17 13.077 1820 1826 1829 rBV 2643372 2932950 100.00% 15.245%
18 13.948 1970 1974 1980 rBV2 37894 40690 1.39% 0.211%

19 14.136 2003 2006 2013 rBV 659033 638928 21.78% 3.321%
20 14.983 2144 2150 2158 rBV 224341 247218 8.43% 1.285%

21 15.677 2263 2268 2278 rVB 358719 489309 16.68% 2.543%
22 17.677 2598 2608 2613 rBV7 12380 44335 1.51% 0.230%

Sum of corrected areas: 19239141
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106926.D

Aca On 28 Jun 2018 17:48

Operator : JU/SJ

Sample : J3048-22

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF106926.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106926.D

Aca On 28 Jun 2018 17:48

Operator : JU/SJ

Sample : J3048-22

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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.

5.20 4.79 ng 117297 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 2-Butanone, 3-ethoxy-3-methyl- 130 C7H1402 036687-99-7 9

Abundance Scan 487 (5.201 min): BF106926.D (-482) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 S L LR BN
| 83.0 | 4.80 500 520 5.40 5.60
SBSNMBIMSS  ANBNSSY | SIS N m/z 59.00 61.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SR UL SRR
480 5.00 5.20 5.40 5.60
59.0 1010 m/z 101.00 21.54%
"'I”"I'?T:?""P"'I""I"Zq4q"??:g'l'”'l'l"l""l”"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 1.0 m/z 58.00 15.98%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime T EEa b
43.0 480 5.00 5.20 5.40 5.60
m/z 41.00 9.90%
5000
101.0
150 310 | 89490 860
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 | | 480 500 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF062818\
Data File : BF106926.D

Aca On 28 Jun 2018 17:48

Operator : JU/SJ

Sample : J3048-22

Misc :

ALS Vial : 3 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF061918_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 3 Squalene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.98 10.10 ng 247218 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 1.5.9-Undecatriene., 2.6.10-trime... 192 Cl4H24 062951-96-6 86
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 80
5 trans-Farnesol 222 C15H260 000106-28-5 64
Abundance Scan 2149 (14.977 min): BF106926.D (-2144) (-) m/z 69.05 100.00%
69.0
5000
S e
07. 0137 1 14.60 14.80 15.00 15.20
ol L p L BLGT 17522070 asp0 a2 40781 10 53.96%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 AR AR
14.60 14.80 15.00 15.20
m/z 41.00 21.82%
‘ ny ﬁo % s 1750 2310 2730 3410
m/z--> 50 150 200 250 300 350 400
Abundance
69.0
14.60 14.80 15.00 15.20
5000 m/z 95.05 14 .93%
137.0
29.0 107.0 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #54708: 1,5,9-Undecatriene, 2,6,10-trimethyl-, (2)- T T
69.0 14.60 14.80 15.00 15.20
m/z 68.05 11.97%
5000
29.0
123.0
M B e
m/z--> 50 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF062818\
Data File : BF106926.D

Acq On 28 Jun 2018 17:48

Operator : JU/SJ

Sample - J3048-22

Misc :

ALS Vial : 3 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF061918_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... 5.20 4.8 ng 117297 1 6.95 489260 20.0
Squalene 14.98 10.1 ng 247218 6 15.68 489309 20.0
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