LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090319\
Data File : BG042697.D

Aca On : 3 Sep 2019 20:24

Operator : HP/JU

Sample : K4602-08

Misc :

ALS Vial : 16 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\HPCHEM1I\BNA G\METHODS\8270-BG082219 .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 3.117 3 5 17 rVB 103234 130691 9.88% 1.403%
2 5.556 412 420 431 rBV 273397 455468 34.42% 4 .888%
3 7.160 686 693 710 rBV 288502 541297 40.90% 5.809%
4 7.530 748 756 771 rBV 306958 546969 41.33% 5.870%
5 7.994 828 835 844 rBV 105393 173918 13.14% 1.867%
6 8.323 883 891 899 rBV 242751 425680 32.17% 4 .568%
7 9.163 1027 1034 1048 rBV 162134 317624 24.00% 3.409%
8 10.820 1308 1316 1334 rBV 124790 246239 18.61% 2.643%
9 13.276 1727 1734 1754 rBV 493418 822399 62.15% 8.826%
10 14.104 1868 1875 1888 rBvV 40989 78204 5.91% 0.839%

11 14.657 1962 1969 1983 rBV2 243795 409436 30.94% 4_.394%
12 16.149 2217 2223 2235 rBV 466671 834690 63.07% 8.958%
13 17.406 2432 2437 2443 rBV2 316046 511618 38.66% 5.491%

14 19.463 2784 2787 2794 rVB 51541 74878 5.66% 0.804%
15 19.827 2846 2849 2854 rVB 44295 60051 4._.54% 0.644%
16 20.021 2877 2882 2891 rVB 1032090 1323354 100.00% 14.203%
17 21.320 3100 3103 3108 rBV2 29510 41833 3.16% 0.449%
18 21.566 3142 3145 3148 rVB 29571 34397 2.60% 0.369%

19 21.684 3158 3165 3171 rBV2 402875 714366 53.98% 7.667%
20 22.694 3330 3337 3349 rBvV 221267 470883 35.58% 5.054%

21 23.899 3535 3542 3549 rBvV 47304 132319 10.00% 1.420%

22 24.622 3659 3665 3678 rVB 27953 86019 6.50% 0.923%

23 24.768 3682 3690 3702 rVB2 33142 95828 7.24% 1.028%

24 24.927 3707 3717 3731 rBV3 244960 772909 58.41% 8.295%

25 26.085 3912 3914 3923 rVB10 8002 16673 1.26% 0.179%
Sum of corrected areas: 9317743
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042697.D

Aca On : 3 Sep 2019 20:24

Operator : HP/JU

Sample : K4602-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000

TIC: BG042697.D

7.16 7.53
5.56 8.32

9.16

12 7.99 10.82

0
Time-->

350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance

1000000

800000

600000

400000

200000

TIC: BG042697.D
20.02

13.28 16.15 21.68

22.6

14.66
19.4619.83

213
14.10

05
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

1000000

800000

600000

400000

200000

TIC: BG042697.D

24.93

23.90

0
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\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042697.D

Aca On : 3 Sep 2019 20:24

Operator : HP/JU

Sample : K4602-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 3

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

3.12 15.03 ng 130691 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 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-methvl- 73 C3H7NO 000079-16-3 7
5 Morpholine 87 C4H9NO 000110-91-8 7

Abundance Scan 5 (3.117 min): BG042697.D (-3) (-) m/z 73.10 100.00%
73
5000
43 55 87
39 ‘ | 3.20 3.30 3.40 3.50
4750 | 59 7
"I'"'I""I""I""I""I'"'I""I'"'II""I""I""I""I""I('?I III""I""I""I""IIII m/Z 43.10 30-83%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4486: Butane, 2-methoxy-2-methyl- L
73
5000 HRUNE SR LU R U
43 3.20 3.30 3.40 3.50
55 87 m/z 87.10 28.30%
2933 39 | 46 50 | 59 69|

m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95

T

Abundance #1877: Acetamide, N-ethyl-
30
3.20 3.30 3.40 3.50
5000 43 87 m/z 55.10 27 .03%
15 72
‘18 2 39|46 5154 59 68 |
M=o P P P e e e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #734: N-Ethylformamide R RaE e EEEmE EaT
30 3.20 3.30 3.40 3.50
73 m/z 41.10 9.99%
5000
44 58
1518 40
SSSSSer NN | S Y ISR~ 3 S ES—— VI ML VUMM
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042697.D

Aca On : 3 Sep 2019 20:24

Operator : HP/JU

Sample : K4602-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 unknown7.53 Concentration Rank 1

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

7.53 62.90 ng 546969 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1-Methvilpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 756 (7.530 min): BG042697.D (-748) (-) m/z 132.00 100.00%
132
5000
68
96 i 7h0 760 7RO
40 52 75 103 ‘ 7. 20 7.40 7.60 7.80
....,...::-:...,.-.-..,‘?%I-.',..'..,..5.‘?,..!.,.':..,....,....,"...,.. m/z 134.00 31.02%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R U U U

7.20 7.40 7.60 7.80
78 m/z 68.10 29.10%

T | | |
S i ST P NN | S| M
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132

7.20 7.40 7.60 7.80

5000 67 m/z 66.10 20.28%
41 53 97
79 117
sl sl 0 e ] 10810 | 12

e e e e e e e

m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14509: 1-Methylpyrrolo[1,2-a]pyrazine .. ERAREER RS

132 720 740 760 7.80

m/z 69.10 13.89%

5000
104
65
39 51 78
N i all 11 91 \ 117 \

m/z--> 30 40 50 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\BG090319\
Data File : BG042697.D

Aca On : 3 Sep 2019 20:24

Operator : HP/JU

Sample : K4602-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG082219_.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 4 3,5-Diamino-6-[3,4-diethoxy... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

22,69 13.18 ng 470883  Chrysene-di2 21.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.5-Diamino-6-I3.4-diethoxvphenv... 275 C13H17N502 058848-69-4 50
H-Benzolal-1.3-benzodioxolol6.5... 275 C17H9NO3 000475-75-2 43
.3.4-Oxadiazole-2(3H)-thione. 5... 275 C12H9N30S2 143539-25-7 38
-Methvl-5"-phenvlspiro(indoline... 275 C17H13N30 015970-21-5 38
H-[1]Benzopyrano[4,3-d]pyrimidi... 275 C16H9N302 1000337-49-1 38

abrwNPE
OFrrF 00w

Abundance Scan 3336 (22.689 min): BG042697.D (-3330) (-) m/z 275.00 100.00%
275

—

5000 246
129 218 Trryrrrr|yrrrryrorrrprrTT
102
39 65 } 156 203 | 22.40 22.60 22.80 23.00
2 a8 oo 176 2P g | ) N 808326 s 54600 42.52%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #123276: 3,5-Diamino-6-[3,4-diethoxyphenyl]-1,2,4-triazine
275
5000 LA L L L L L L LB LB
22. 40 22. 60 22. 80 23. 00
148 246 m/z 129.05 31.10%
43 65 120 177 218
S WSS - SN SN S W ol B M —
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #123592: 8H-Benzo[g]-1,3-benzodioxolo[6,5,4-de]quinolin-8-one
275

_%

22.40 22.60 22.80 23.00
5000 m/z 218.05 25._.46%

188 246
162 219
49 8l gg 123 0 | 4 1

—

m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #123220: 1,3,4-Oxadiazole-2(3H)-thione, 5-(2-methyl-5-phen... R RIS e e
275 22.40 22.60 22.80 23.00
m/z 276.00 20.45%
5000 146
42 59 77 102 121 186202
SR S v U Wi AN NN, [ (ESUNISURED L SSpo
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG090319\
Data File : BG042697.D

Aca On : 3 Sep 2019 20:24

Operator : HP/JU

Sample : K4602-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082219.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 5 (1-Cyclopentenyl)ferrocene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.62 2.23 ng 86019 Perylene-di12 24 .92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (1-Cvclopentenvl)ferrocene 252 C15H16Fe 012260-67-2 87
2 Benzolklfluoranthene 252 C20H12 000207-08-9 81
3 Benzolalpvrene 252 C20H12 000050-32-8 74
4 Benzlelacephenanthrvlene 252 C20H12 000205-99-2 74
5 Perylene 252 C20H12 000198-55-0 74
Abundance Scan 3665 (24.622 min): BG042697.D (-3659) (-) m/z 252.00 100.00%
282
5000
124 224 24.40 24.60 24.80 25.00
3 2 B AL Ll 20 308 3% n/z 249.95  26.51%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #103921: (1-Cyclopentenyl)ferrocene
282
5000
24.40 24.60 24.80 25.00
m/z 253.00 25.16%
56 121 184
39 °° 81 103 |,141158 h 223
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104224: Benzo[k]fluoranthene
252
24.40 24.60 24.80 25.00
5000 m/z 251.00 11.76%
126
74 99 , | 200 224 MH
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #104218: Benzo[a]pyrene
25 24.40 24.60 24.80 25.00
m/z 124.30 6.80%
5000
126
39 57 74 100 j 149 174 200 224 )
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090319\
Data File : BG042697.D

Acq On : 3 Sep 2019 20:24

Operator : HP/JU

Sample - K4602-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082219_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... 3.12 15.0 ng 130691 1 7.99 173918 20.0
unknown7 .53 7.53 62.9 ng 546969 1 7.99 173918 20.0
3,5-Diamino-6-[3,... 22.69 13.2 ng 470883 5 21.68 714366 20.0
(1-Cyclopentenyl) ... 24.62 2.2 ng 86019 6 24.92 772909 20.0
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