LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106843.D

Aca On - 27 Jun 2018 1:10 Instrument :

Operator : JU/SJ gmgigamlem'

agmple : J3639-02 oemn&oséiao¢n
isc :

ALS Vial : 29 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 4.090 294 298 303 rBB 18760 22243 1.87% 0.328%
2 5.190 482 485 490 rBV 16301 16825 1.42% 0.248%
3 5.601 551 555 571 rBV 325580 299559 25.21% 4.412%
4 6.601 721 725 740 rBB2 240006 262585 22.10% 3.867%
5 6.737 744 748 754 rBV 569157 533313 44.88% 7 .854%

6 6.960 782 786 789 rBV 272640 234680 19.75% 3.456%
7 7.113 808 812 816 rBV 833277 799174 67.26% 11.770%
8 7.525 877 882 885 rBvV 626695 577317 48.59% 8.502%
9 8.242 1000 1004 1019 rBV 316643 268109 22.56% 3.949%
10 9.313 1182 1186 1196 rBV 1160007 1082410 91.10% 15.941%
11 9.707 1250 1253 1259 rBB 28113 23632 1.99% 0.348%
12 10.001 1300 1303 1312 rVB 286210 264947 22.30% 3.902%
13 10.407 1369 1372 1375 rVB 20878 15656 1.32% 0.231%
14 10.660 1412 1415 1418 rBV 28866 23419 1.97% 0.345%

15 10.795 1434 1438 1445 rBV 334517 333740 28.09% 4.915%
16 10.883 1450 1453 1458 rBV 12326 14012 1.18% 0.206%
17 11.489 1553 1556 1564 rVB 287296 273695 23.03% 4_.031%
18 13.077 1821 1826 1829 rBV 1260600 1188182 100.00% 17.499%
19 14.142 2003 2007 2012 rBV 328650 307230 25.86% 4 _.525%
20 14.989 2147 2151 2155 rVB 39646 42562 3.58% 0.627%

21 15.683 2263 2269 2278 rVB 155422 206679 17.39% 3.044%

Sum of corrected areas: 6789969
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106843.D

Aca On - 27 Jun 2018 1:10

Operator : JU/SJ

ﬁ?ggle i J3639-02 062018-DBRI-E-D-M
ALS Vial : 29 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

Abundance TIC: BF106843.D
1200000

1000000

7.11
800000

7.52
600000 6.74

400000

200000
4.0 5.19 {
T

T —
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF106843.D

1200000 9.31

1000000
800000
600000
400000 10.80

8.24 10.00 11.49
200000

L 9.71 10.41 10.6610.88 k

T
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF106843.D

1200000

1000000
800000
600000

400000 14.14

200000 15.68

14.99 j\
A

T T T I
14.50 15.00 15.50 16.00 16.50 17.00

O r——
Time--> 13.50

I
17.50

T
18.00

T
18.50

8270-BF061918_.M Wed Jun 27 15:45:47 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106843.D

Aca On - 27 Jun 2018 1:10

Operator : JU/SJ

ﬁ?ggle i J3639-02 062018-DBRI-E-D-M
ALS Vial : 29 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 unknown6.74 Concentration Rank 2

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

6.74 45.45 ng 533313 1,4-Dichlorobenzene-d4 6.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 749 (6.742 min): BF106843.D (-744) (-) m/z 132.00 100.00%
13%.0
5000
68.1
00 o | s6.1 Tk ok ok 7o
et e bbb | M/Zz 134.00  32.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 o ek e T
M0 530 . m/z 68.10  31.48%
‘ ‘ 79.0 :
|||||||||||||||||‘||‘||||‘||‘||||‘|‘il‘l||‘|‘|‘|‘|||||||‘|||||||||||‘|||||||‘ ‘::: -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
'6.40 6.60 6.80 7.00
5000 m/z 66.00 18.94Y%
104.0
140 270 300 510 600770 g9, 115.0
wwmmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132.0 6.40 6.60 6.80 7.00
m/z 96.10 12.74%
5000

63.0
15.0 280 390 520 m 77‘0 90\9 10‘\101160 ‘

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF062618\

Data File : BF106843.D

Aca On - 27 Jun 2018 1:10

Operator : JU/SJ

ﬁ?ggle i J3639-02 062018-DBRI-E-D-M
ALS Vial : 29 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 3
R.T. EstConc Area Relative to ISTD R.T.
14.99 4.12 ng 42562 Perylene-di12 15.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 91
2 Docosa-2.6.10.14.18-pentaen-22-a... 384 C27H440 1000163-04-7 91
3 Supraene 410 C30H50 007683-64-9 91
4 trans-Farnesol 222 C15H260 000106-28-5 72
5 5,9,13-Pentadecatrien-2-one, 6,1... 262 C18H300 001117-52-8 59
Abundance Scan 2151 (14.989 min): BF106843.D (-2147) (-) 69.10 100.00%
69.1
5000
07.013 14:60 14.80 15.00 15.20 15.40
389 177.0
..-.|,".'-lﬂ?....' el %80 . m/z 81.05 53.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69.0
5000 R S BRI SURBURS B
14.60 14.80 15.00 15.20 15.40
m/z 41.00 20.24%
k) o 0“13”79 191.0 231.0 273.0 341.0 410.0
m/z--> 50 100 150 200 250 300 350 400
Abundance
69.0
1460 14.80 15.00 15.20 15.40
5000 m/z 68.10 13.14%
111.0
29.0 }49.0 1920 2310 2730 3150 384.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene T EEa s b
69.0 14.60 14.80 15.00 15.20 15.40
m/z 95.10 13.04%
5000
29.0, | | }07 191.0 231.0 273.0 341.0 410.0
m/z--> §o 100 150 200 250 300 350 400 14.60 14.80 15.00 15.20 15.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF062618\

Data File : BF106843.D

Acq On : 27 Jun 2018 1:10

Operator : JU/SJ

ﬁ?ggle i J3639-02 062018-DBRI-E-D-M
ALS Vial : 29 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .74 6.74 45.5 ng 533313 1 6.96 234680 20.0
Squalene 14.99 4.1 ng 42562 6 15.68 206679 20.0
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