LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043708.D

Aca On 19 Nov 2019 21:31

Operator :© JU

Sample : K5864-10

Misc :

ALS Vial : 18 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

3.148 6 10 19 rvB2 55133 81852 4.08% 0.887%
5.093 333 341 353 rBV 78206 127331 6.35% 1.380%
rBv 285577 507774 25.33% 5.504%
7.185 689 697 710 rBV 300893 620154 30.94% 6.722%
7.531 749 756 767 rBV 326708 596425 29.75% 6.464%
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6 7.990 826 834 843 rBvV2 84877 153013 7.63% 1.658%
7 8.313 882 889 901 rBV 258427 471827 23.54% 5.114%
8 9.153 1025 1032 1050 rBV 161198 360738 18.00% 3.910%
9 10.798 1304 1312 1323 rBV 87874 197328 9.84% 2.139%
10 13.242 1719 1728 1741 rBV 544155 954921 47.64% 10.350%
11 14.082 1865 1871 1882 rBV 24547 58298 2.91% 0.632%

12 14.623 1956 1963 1975 rBV 189557 333791 16.65% 3.618%
13 16.115 2210 2217 2229 rBV 393430 754507 37 .64% 8.178%
14 17.367 2424 2430 2446 rBV 243009 446499 22.27% 4 _.839%
15 19.975 2868 2874 2888 rBV 1463235 2004505 100.00% 21.726%

16 21.632 3150 3156 3172 rBV2 305349 592383 29.55% 6.421%

17 21.809 3182 3186 3192 rVB4 12952 20265 1.01% 0.220%
18 22.408 3283 3288 3294 rVB4 17257 27560 1.37% 0.299%
19 23.089 3398 3404 3412 rVB3 20250 39507 1.97% 0.428%
20 23.278 3428 3436 3442 rBV 70963 135180 6.74% 1.465%
21 23.877 3531 3538 3544 rBV4 22538 47383 2.36% 0.514%
22 24.811 3685 3697 3709 rBV 214261 656034 32.73% 7.110%
23 25.910 3877 3884 3891 rVB6 14400 39040 1.95% 0.423%
Sum of corrected areas: 9226315
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043708.D

Aca On 19 Nov 2019 21:31

Operator :© JU

Sample - K5864-10

Misc :

ALS Vial : 18 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

Abundance TIC: BG043708.D
1400000

1200000
1000000
800000
600000

400000
558 718 7-53

8.31
200000 9.15
15 5.00 7.99 10.80

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG043708.D

1400000 1998

1200000
1000000
800000

600000| 13 24

16.12
400000 21.63

17.37
200000 14.62

14.08 1.81 2241

(O e o e I o o L B B o o o L o o o e B I EBLANE B I I e

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: BG043708.D

1400000

1200000

1000000

800000

600000

400000

24.81
200000

.28
23.@ 23.88 25.91
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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

8270-BG102119.M Wed Nov 20 17:17:20 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043708.D

Aca On 19 Nov 2019 21:31

Operator :© JU

Sample - K5864-10

Misc :

ALS Vial : 18 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.15 10.70 ng 81852 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 56
3 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 38
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 10 (3.148 min): BG043708.D (-6) (-) m/z 73.10 100.00%
7B
5000
43 o g7
| | 3.20 3.30 3.40 3.50 3.60
Ok prerrrprretil b b e e | M/Z 43.10  37.61%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
(<}
5000 RIS IR IR IR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 29.99%
fg i 80
O e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
R 87 320 3.30 3.40 350 3.60
5000 m/z 55.05 26.48%
29
1? ‘ ‘ | ‘ l ‘ mlin \‘ I . 97
Ot o R e e T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13717: 3-Hexanol, 2,4—dimethy|— L L L L LN L BB BB
45 73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 13.91%
5000 29 55 87
ol 1° 3$ “M “\‘ |97 105 115 128
m/z--> 10 20 35 45 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043708.D

Aca On 19 Nov 2019 21:31

Operator :© JU

Sample - K5864-10

Misc :

ALS Vial : 18 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.09 16.64 ng 127331 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 23
4 1-Butene. 4-ethoxv- 100 C6H120 044611-46-3 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 341 (5.093 min): BG043708.D (-333) (-) m/z 43.05 100.00%
43
59
5000
101 G 1 S
4.80 500 5.20 5.40
83
o 3 S 8 w/z 59.10  61.16%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS R RN U
4.80 500 5.20 5.40
59 m/z 101.10 24.08%
0 21 37, 53,|| &7 778 o
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4035: 2,3-Butanedione, monooxime
43
480 500 520 540
5000 m/z 58.10 15.09%
101
15 58
0 \ 28 7|l 51 | 69 84
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8358: 2-Hexanol, 2-methyl-
50 4.80 500 5.20 5.40
m/z 41.10 9.77%
5000
43 101
31
A Y < . N
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043708.D

Aca On 19 Nov 2019 21:31

Operator :© JU

Sample - K5864-10

Misc :

ALS Vial : 18 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 3 unknown7.53 Concentration Rank 1

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

7.53 77.96 ng 596425 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
2 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 756 (7.531 min): BG043708.D (-749) (-) m/z 132.10 100.00%
132
5000 68 [\\
\ 5 % \ 7 a0 760 TR0
0 ..,....,....,...:,".'.‘.‘7 o SRl e 87t BTl Tm/z 68.10  39.31%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000
7.20 7.40 7.60 7.80
m/z 66.10 33.19%
oL 15 28 39 52 6 77 90 104 4
mzs 10 25 3 40 80 8 7o 80 % 140 110 130 130 140
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!-
132
7.20 7.40 7.60 7.80
5000 m/z 134.10 32.67%
6 104
39 51 7 90 117
O'W'“'w'“l”'ml“'w'“l“l'“J“'“JL'“lm“w'”“w'“lt'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L N BB
132 7.20 7.40 7.60 7.80
m/z 69.10 19.92%
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 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG111919\
Data File : BG043708.D

Aca On 19 Nov 2019 21:31

Operator :© JU

Sample - K5864-10

Misc :

ALS Vial : 18 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.

23.28 4.12 ng 135180 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 87
2 Supraene 410 C30H50 007683-64-9 74
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 72
4 2.6.10.14.18-Pentamethvl-2.6.10.... 342 C25H42 075581-03-2 72
5 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 64

Abundance Scan 3436 (23.278 min): BG043708.D (-3428) (-) m/z 69.10 100.00%

5000

S

23.00 23.20 23.40 23.60

203231 267295

355

0 m/z 81.10 50.65%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene
69
5000 LN L L L L LB B LB L
a1 23.00 23.20 23.40 23.60
00157 m/z 41.10 27 .36%
0 nh |, 175203231 273 341
e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
23.00 23.20 23.40 23.60
5000 m/z 95.20 16.53%
41
09137
o L 299 101 231 273301 341368 410
i L B e e e AR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: _psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,...
69 23.00 23.20 23.40 23.60
m/z 68.20 14.47%
5000
a1 137
0 T 245273301 341368 409436 477504 546
T T T e T e T e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.20 23.40 23.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG111919\
Data File : BG043708.D

Acq On 19 Nov 2019 21:31

Operator : JU

Sample - K5864-10

Misc :

ALS Vial : 18 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... 3.15 10.7 ng 81852 1 7.99 153013 20.0
2-Pentanone, 4-hy... 5.09 16.6 ng 127331 1 7.99 153013 20.0
unknown7 .53 7.53 78.0 ng 596425 1 7.99 153013 20.0
Squalene 23.28 4.1 ng 135180 6 24.81 656034 20.0
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