LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108097.D

Acq On : 10 Aug 2018 21:18

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 21 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 5.248 491 495 505 rVB 641831 701125 18.52% 1.838%
2 5.637 557 561 565 rBVY 3685369 3512164 92.78% 9.205%
3 6.631 725 730 733 rBV 3996338 3785537 100.00% 9.922%
4 6.660 734 735 741 rVB 61256 49350 1.30% 0.129%
5 6.784 752 756 760 rBV 3790638 3659996 96.68% 9.593%

7.019 792 796 800 rBV 2238053 1751877 46.28% 4_.592%
7.178 819 823 826 rBV 3155952 2694398 71.18% 7.062%
rBvV 2720931 2257274 59.63% 5.916%
8.301 1010 1014 1018 rBV 2410698 2088978 55.18% 5.475%
9.377 1192 1197 1200 rBV 4258747 3417762 90.28% 8.958%
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11 9.766 1260 1263 1268 rBV 288652 225472 5.96% 0.591%
12 10.066 1310 1314 1318 rBV 2086040 1949052 51.49% 5.109%

13 10.101 1318 1320 1328 rVB 43175 43075 1.14% 0.113%
14 10.477 1381 1384 1387 rVB2 51392 43851 1.16% 0.115%
15 10.860 1445 1449 1459 rBV 1996030 1808656 47.78% 4.741%
16 10.954 1462 1465 1476 rVB 50928 95703 2.53% 0.251%
17 11.407 1539 1542 1544 rBV 51786 46305 1.22% 0.121%

18 11.566 1565 1569 1571 rBV 2134995 1770846 46.78% 4.641%
19 11.589 1571 1573 1576 rVB 304996 235437 6.22% 0.617%

20 11.642 1579 1582 1584 rVB 98803 83258 2.20% 0.218%
21 12.066 1651 1654 1657 rBV 136131 126570 3.34% 0.332%
22 12.095 1657 1659 1663 rVB2 72863 63684 1.68% 0.167%
23 12.183 1671 1674 1676 rBV2 87963 95463 2.52% 0.250%
24 12.624 1746 1749 1751 rBV3 72246 86288 2.28% 0.226%
25 12.707 1761 1763 1766 rBV2 38433 42000 1.11% 0.110%

26 12.783 1773 1776 1780 rBV 650025 570022 15.06% 1.494%
27 13.018 1810 1816 1821 rBV 596232 668175 17.65% 1.751%
28 13.154 1835 1839 1842 rBV 3115445 2671458 70.57% 7.002%
29 13.342 1869 1871 1873 rVB 76182 63046 1.67% 0.165%
30 14.224 2016 2021 2023 rBV2 1713685 1872621 49.47% 4.908%

31 14.248 2023 2025 2030 rVB 257409 229987 6.08% 0.603%

32 15.083 2165 2167 2171 rVB 311136 303993 8.03% 0.797%
33 15.795 2283 2288 2298 rVB 777307 1139591 30.10% 2.987%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108097.D

Acq On : 10 Aug 2018 21:18

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 21 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 38153014
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF081018\

BF108097.D

10 Aug 2018 21:18

JussJ

J4272-19 2X

21 Sample Multiplier: 1

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

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108097.D

Acq On : 10 Aug 2018 21:18

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 21 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 8.00 ng 701125 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 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 Allyl acetate 100 C5H802 000591-87-7 9
5 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 9

Abundance Scan 495 (5.248 min): BF108097.D (-491) (-) m/z 43.05 100.00%
43
5000 59
101 RN USRS SR IR
5.00 5.20 5.40 5.60
O S0 S8l e 8 | 7 59,10 49.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR I RN I I
59 500 5.20 540 560
m/z 58.10 15.97%
o 25 3t 37 , 83 o3 M1
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4030: 2,3-Butanedione, monooxime
43
" 500 520 540 5.60
5000 m/z 101.10 14 .90%
101
o 15 253137 | 51 % 69 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3686: l—Propen—Z—oI, acetate LI L L L L LB BB
43 5.00 5.20 5.40 5.60
m/z 41.10 9.04%
5000
58
% 27 37, 72 100
o
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108097.D

Acq On : 10 Aug 2018 21:18

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 21 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 2 unknown6.78 Concentration Rank 1

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

6.78 41.78 ng 3660000 1,4-Dichlorobenzene-d4 7.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (5-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 1,2,3-Trifluorobenzene 132 C6H3F3 001489-53-8 9

Abundance Scan 755 (6.778 min): BF108097.D (-752) (-) m/z 132.00 100.00%
32
5000 68
40 6 ARSI SRR SRR
54 75 104 6.40 6.60 6.80 7.00 7.20
o..,....,....,....,'.'.‘.‘7.,!!..??!.'.L..'=~.,..?‘.7,..I.,.'!..,.l.l.5.,....,'.'..,.. m/z 68.10  49.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
5000 A
6.40 6.60 6.80 7.00 7.20
104 m/z 66.10 33.09%
oL 14 27 37 44 51 58 6 77 g9 97 | wus
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine

132

6.40 6.60 6.80 7.00 7.20

5000 m/z 134.00 31.28%
33 44 o g7 105
78
st e | | ms |
o S SRR BT SN W PR S M N~ | .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile R R b
132 6.40 6.60 6.80 7.00 7.20
m/z 69.10 20.24%
5000
92
65
105
o 27 39 Blgg | 7T 117
A R e R s e S RARA R W WA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF081018\
Data File : BF108097.D

Acq On : 10 Aug 2018 21:18

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 21 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 Supraene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.08 5.34 ng 303993 Perylene-d12 15.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Supraene 410 C30H50 007683-64-9 93
2 Squalene 410 C30H50 000111-02-4 87
3 2,6,10,14,18-Pentamethyl-2,6,10, ... 342 C25H42 075581-03-2 83
4 Farnesol isomer a 222 C15H260 1000108-92-4 72
5 2,6,10-Dodecatrien-1-ol, 3,7,11-... 264 C17H2802 004128-17-0 64
Abundance Scan 2166 (15.077 min): BF108097.D (-2165) (-) m/z 69.10 100.00%

9

5000

)

14. 80 15. oo 15. 20 15. 40
49175 218246276 318 356 424451
ol 392 492 m/z 81.10 53.88%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215928: Supraene
69

5000 LA L L L L L
14.80 15.00 15.20 15.40
41 m/z 41.10 30.14%
95 137
ol lad i,y | 163191217245273209 341367 410
I L L e e EL R e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #215930: Squalene
69
R A RARE REEAE S
14.80 15.00 15.20 15.40
5000, 41 m/z 95.10 16.19%
95
137
obrile bl gy 1 163101207 273209 SM3e7 410
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #178776: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosapentaene R B A RAREE R S
69 14.80 15.00 15.20 15.40
m/z 68.10 13.46%
50001 41
e 121
ol | M907r205 puszrsges 2
e e R E e AR REEAE
m/z--> 50 100 150 200 250 300 350 400 450 500 14.80 15. OO 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF081018\
Data File : BF108097.D

Acq On : 10 Aug 2018 21:18

Operator : JU/SJ

Sample : J4272-19 2X

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_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... 5.25 8.0 ng 701125 1 7.02 1751880 20.0
unknown6.78 6.78 41.8 ng 3660000 1 7.02 1751880 20.0
Supraene 15.08 5.3 ng 303993 6 15.79 1139590 20.0
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