LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102819\
Data File : BG043359.D

Aca On : 28 Oct 2019 20:52

Operator :© JU

Sample - K5539-01

Misc :

ALS Vial : 11 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 G\METHODS\8270-BG102119.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 3.190 13 17 30 rvB 122792 187862 8.57% 1.451%
2 5.611 423 429 447 rBV 438218 785714 35.84% 6.068%
3 7.215 694 702 718 rBV 451413 919404 41.93% 7.101%
4 7.567 754 762 773 rBV 494602 885625 40.39% 6.840%
5 8.026 831 840 847 rBV 125039 229019 10.45% 1.769%

8.349 887 895 908 rBV 355696 643033 29.33% 4._.966%
9.189 1030 1038 1056 rBV 240112 518459 23.65% 4._.004%
1310 1317 1329 rBV 137758 290823 13.26% 2.246%
13.273 1723 1733 1750 rBVY 715099 1223950 55.82% 9.453%
14.107 1869 1875 1885 rBV2 30104 62935 2.87% 0.486%

OO~
=
o
fos
N
0

11 14.647 1959 1967 1983 rBV 276587 484884 22.11% 3.745%
12 16.140 2214 2221 2246 rBV 668682 1236136 56.38% 9.547%
13 17.397 2428 2435 2449 rBV2 359299 665364 30.35% 5.139%

14 17.515 2451 2455 2465 rVB4 24969 44879 2.05% 0.347%
15 18.284 2582 2586 2598 rBV10 18820 47373 2.16% 0.366%
16 19.448 2777 2784 2792 rBV 43058 72766 3.32% 0.562%
17 19.806 2836 2845 2854 rBvV2 35517 77594 3.54% 0.599%
18 20.000 2872 2878 2895 rBVY 1491285 2192570 100.00% 16.934%
19 21.304 3097 3100 3109 rBvVv6 25146 62062 2.83% 0.479%
20 21.663 3151 3161 3176 rBV 457958 898612 40.98% 6.940%
21 21.845 3188 3192 3202 rVB5 39418 71076 3.24% 0.549%
22 22.450 3290 3295 3300 rBV2 45800 67707 3.09% 0.523%
23 23.137 3406 3412 3419 rVB 45354 80223 3.66% 0.620%
24 23.325 3438 3444 3452 rVB2 49284 101352 4.62% 0.783%
25 23.925 3541 3546 3555 rVB4 38203 87741 4_.00% 0.678%
26 24.706 3671 3679 3688 rBV3 12879 39490 1.80% 0.305%
27 24.859 3692 3705 3724 rBV2 304622 945275 43.11% 7.301%
28 25.981 3889 3896 3897 rBV7 15538 25614 1.17% 0.198%
Sum of corrected areas: 12947542
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043359.D

Aca On : 28 Oct 2019 20:52

Operator :© JU

Sample - K5539-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG043359.D

1400000

1200000

1000000

800000

600000
7.57

5.61 7.21

400000 8.35

200000 10.83

8.19 8.03

0

350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 1100 1150 1200 1250
TIC: BG043359.D

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043359.D

Aca On : 28 Oct 2019 20:52

Operator :© JU

Sample - K5539-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.M
Quant Title : 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.19 16.41 ng 187862 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 50
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17

Abundance Scan 17 (3.190 min): BG043359.D (-13) (-) m/z 73.10 100.00%
73
5000 43
55 87
37 | o7 3.20 3.30 3.40 3.50 3.60
o 7/ X NP PRI 1 N — m/z 43.05 41.27%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 HUAS AR U IR IR LA
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 25.83%
0 29 35 1] | 67 ||, 80
mz> %0 3 4 % 6 70 80 % 100 110 130 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7B
3.20 3.30 3.40 3.50 3.60
5000 43 m/z 55.10 24 .59%
58
0'I”Jm“”'Pl”l”'W'”'P'”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol TR
7B 3.20 3.30 3.40 3.50 3.60
87 m/z 41.10 10.51%
5000 55
0 J L 79 |, 97 112 129
m/z--> 2'0 ' ' 50 ' 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60

8270-BG102119.M Wed Oct 30 12:06:53 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043359.D

Aca On : 28 Oct 2019 20:52

Operator :© JU

Sample - K5539-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 2 unknown7.57 Concentration Rank 1

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

7.57 77.34 ng 885625 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 12

Abundance Scan 762 (7.567 min): BG043359.D (-754) (-) m/z 132.00 100.00%
32
5000 68 /\\
6 IR I L A
40 _ 54 ‘ 75 104 ‘ 7.20 7.40 7.60 7.80 8.00
0..,....,....,...!,".'.‘.‘.7,!.'..?:1!-.'.|,..':-.,..5.3.7,...-.,.'!'..,..1.1.7,....,-'...,... m/z 68.10 41.25%
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
7.20 7.40 7.60 7.80 8.00
345 51 78 m/z 134.00 35.08%
0'W'”'P'“J”Jh'h'M'”I”'H”“'P'”I“'W'“'P'”I””Ih'W'”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 29.16%
Jas 28 3 52 O 77 90 14 5 |
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 18.44%
5000
33 a4 97 105
51 60 7078 g s
ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043359.D

Aca On : 28 Oct 2019 20:52

Operator :© JU

Sample - K5539-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 5 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.33 2.14 ng 101352 Perylene-d12 24.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 86
2 Hexadeca-2.6.10.14-tetraen-1-ol.... 290 C20H340 007614-21-3 64
3 Supraene 410 C30H50 007683-64-9 59
4 4.9.13.17-Tetramethvl-4.8.12.16-... 316 C22H360 056882-09-8 58
5 2,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 55
Abundance Scan 3445 (23.331 min): BG043359.D (-3438) (-) m/z 69.10 100.00%
69
5000
41
J 9 137 23.00 23.20 23.40 23.60
189 267 : : : :
ob bt bt | dy103180200 207 3 4y, 81.05  52.35%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #215931: Squalene
69
5000
41 23.00 23.20 23.40 23.60
95 137 m/z 41.10 30.36%
ol 15 “d,,.juﬂ | 161,191 231 273200 341367 410
mz-> 0 50 100 150 200 250 300 350 400
Abundance #136486: Hexadeca-2,6,10,14-tetraen-1-ol, 3,7,11,16-tetram...
69
23.00 23.20 23.40 23.60
5000 m/z 67.10 16.77%
41
93
0 15 J ol JL | A“ \l 1“ 161 204 229 272
mz-> 0 50 100 150 260 250 300 350 400
Abundance #215928: Supraene
69 23.00 23.20 23.40 23.60
m/z 68.10 16.57%
5000
41 l
o y ;1@ | 163 191 217 245 273 299 341367 410
mz-> 0 50 100 150 200 250 300 350 400 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\BG102819\
Data File : BG043359.D

Acq On : 28 Oct 2019 20:52

Operator : JU

Sample - K5539-01

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.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]
Butane, 2-methoxy... 3.19 16.4 ng 187862 1 8.02 229019 20.0
unknown? .57 7.57 77.3 ng 885625 1 8.02 229019 20.0
Squalene 23.33 2.1 ng 101352 6 24.85 945275 20.0

8270-BG102119.M Wed Oct 30 12:06:53 2019 Page: 6



