LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG040919\

Data File : BG040403.D

Acg On I 9 Apr 2019 17:45 Instrument :
Operator : JU/SJ BNA_G

Sample - K2338-12 ClientSampleld :
Misc : TP-3-SHALLOW
ALS Vial : 11 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_G\METHODS\8270-BG032719_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 5.603 421 428 443 rBV 1183262 1920986 41.77% 7.815%
2 7.201 693 700 718 rBV 1170693 2099811 45.65% 8.543%
3 7.577 756 764 782 rBV 1174075 2031330 44.16% 8.264%
4 8.047 837 844 859 rBV 242684 418488 9.10% 1.703%
5 8.370 891 899 907 rBVY 867464 1505578 32.73% 6.125%

9.222 1036 1044 1057 rBV 693838 1264538 27.49% 5.145%
10.862 1316 1323 1336 rBVY 297653 556511 12.10% 2.264%
13.300 1729 1738 1753 rBV 1775287 2793587 60.74% 11.365%
14.128 1872 1879 1890 rBV 168758 287189 6.24% 1.168%
14.681 1966 1973 1982 rBV2 468130 768286 16.70% 3.126%

=
QO ~NO®

11 16.167 2219 2226 2241 rBV 1415251 2266923 49.29% 9.223%
12 17.425 2434 2440 2453 rBV2 658697 1055518 22.95% 4.294%
13 20.027 2876 2883 2892 rBV 3388016 4599487 100.00% 18.712%
14 21.297 3095 3099 3109 rBV3 42040 104299 2.27% 0.424%
15 21.696 3160 3167 3175 rBV 761701 1262332 27.45% 5.136%

16 23.141 3408 3413 3420 rBvV2 26156 48361 1.05% 0.197%

17 23.335 3440 3446 3454 rBvV 114112 212415 4.62% 0.864%

18 23.952 3544 3551 3558 rBvV3 29972 66168 1.44% 0.269%

19 24.904 3706 3713 3717 rBVv4 29081 76226 1.66% 0.310%

20 24.980 3717 3726 3740 rVB3 398369 1176885 25.59% 4.788%

21 26.050 3899 3908 3915 rBVS 22331 65296 1.42% 0.266%
Sum of corrected areas: 24580214
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040403.D

Acq On 9 Apr 2019 17:45

Operator : JU/SJ

Sample - K2338-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BG040403.D
3000000
2500000
2000000

1500000
5.60 7.20 7.58

1000000 8.37
9.22

500000 8.05 10.86

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG040403.D

20,03
3000000

2500000

2000000
13.30

1500000 16.17

1000000
21.70
17.42

500000 14.68
14.13

21.30
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Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG040403.D

3000000

2500000

2000000

1500000

1000000

500000 24.98

2333 2395 24]&\0 26.05
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Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040403.D

Acq On 9 Apr 2019 17:45

Operator : JU/SJ

Sample - K2338-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 unknown7.58 Concentration Rank 1

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

7.58 97.08 ng 2031330 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicyclo[4.2.0]octa-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 764 (7.577 min): BG040403.D (-756) (-) m/z 132.00 100.00%
132
5000 68 j\»
6 e —
40 ‘ 75 104 720 7.40 7.60 7.80 8.00
0 ..,....,....,....l!.‘.‘?,!!..‘?}!..|,....,..5??,....,....,.1.1.5.,....,"...,.. m/z 68.00 44.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL UL LR
7.20 7.40 7.60 7.80 8.00
2 78 m/z 134.00 34.61%
38 ‘
0'W'”'P'”I”J“'h'P'”I”'h”'%'”'P'”I”'W'”'P'”I“"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.00 28.54%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmﬁmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI LI L L B B
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 17.05%
5000
104
o 14 27 37 4451 58 % T 8597 | 115 |
m/z--> 10 20 30 40 55 60 70 80 90 100 110 120 130 140 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040403.D

Acq On 9 Apr 2019 17:45

Operator : JU/SJ

Sample - K2338-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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 3 Squalene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

'23.34  3.37ng 212415  Chrysene-di2 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

‘1 squalene 410 C30H50 000111-02-4 91

007683-64-9 87
125529-10-4 83
062951-96-6 80

2 Supraene 410 C30H50
3 7,11-Dimethyldodeca-2,6,10-trien. .. 208 C14H240
4 1,5,9-Undecatriene, 2,6,10-trime... 192 C14H24

5 Farnesol isomer a 222 C15H260 1000108-92-4 72
Abundance Scan 3447 (23.341 min): BG040403.D (-3440) (-) m/z 69.00 100.00%
69
5000
41 R
9% 137 23.00 23.20 23.40 23.60
163 191 : : : :
0 J o da ) i 03191221261 281 827355 489 | .07 g0 o5 49.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #215930: Squalene
69
5000 41 ----------‘-------|-
23.00 23.20 23.40 23.60
95 m/z 41.00 21.08%
137
0 CLbd ) 161101217 273299 341367 410
e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
69
23.00 23.20 23.40 23.60
5000 m/z 95.00 13.89%
41
95 37
0 163191217 245 273299 341367 410
o e e e L R
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #67857: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69 23.00 23.20 23.40 23.60
m/z 68.00 11.67%
5000
41
95 137
m/z--> 50 100 150 200 250 300 350 400 450 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040919\
Data File : BG040403.D

Acq On 9 Apr 2019 17:45

Operator : JU/SJ

Sample - K2338-12

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719_.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]
unknown7 .58 7.58 97.1 ng 2031330 1 8.05 418488 20.0
Squalene 23.34 3.4 ng 212415 5 21.70 1262330 20.0
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