LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041719.D

Aca On 18 Jul 2019 21:00

Operator : HP/JU

Sample - K3834-09

Misc :

ALS Vial : 13 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-BG071519.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 3.205 14 20 36 rVvB 1261274 2532044 29.21% 5.632%
2 5.608 422 429 438 rBY 1160188 1872759 21.61% 4.166%
3 7.195 691 699 714 rBV 787731 1353374 15.61% 3.010%
4 7.576 756 764 779 rBVY 1957601 3377061 38.96% 7.512%
5 8.046 836 844 853 rBV 448893 761162 8.78% 1.693%

8.370 891 899 915 rBV 1778509 3087457 35.62% 6.867%
9.204 1032 1041 1049 rBV 1400554 2515689 29.02% 5.596%
1312 1321 1329 rBV 590530 1058791 12.21% 2.355%
13.293 1730 1737 1751 rBV 3812973 6014964 69.39% 13.379%
14.110 1870 1876 1881 rBV 178142 266956 3.08% 0.594%
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11 14.662 1964 1970 1981 rVB2 942236 1474103 17.01% 3.279%
12 15.397 2088 2095 2102 rBV 97523 137857 1.59% 0.307%
13 16.143 2214 2222 2236 rBV 2981320 4657170 53.73% 10.359%
14 17.394 2428 2435 2446 rBV 1225652 1878524 21.67% 4.178%
15 20.003 2872 2879 2891 rBV 6056366 8668084 100.00% 19.281%

16 21.313 3097 3102 3111 rBV2 92750 223627 2.58% 0.497%
17 21.648 3152 3159 3166 rBV 1306354 2106036 24.30% 4 .685%
18 22.477 3295 3300 3307 rBV2 63834 128580 1.48% 0.286%
19 23.170 3413 3418 3425 rVB2 83939 161413 1.86% 0.359%
20 23.981 3550 3556 3564 rVB2 83988 180127 2.08% 0.401%

21 24.839 3691 3702 3713 rBV2 765150 2174234 25.08% 4 _.836%
22 24.933 3713 3718 3728 rVB3 78817 191570 2.21% 0.426%
23 26.072 3908 3912 3923 rVB3 48854 135943 1.57% 0.302%

Sum of corrected areas: 44957525
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041719.D

Aca On 18 Jul 2019 21:00

Operator : HP/JU

Sample - K3834-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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: BG041719.D
6000000

5000000
4000000

3000000

2000000 7.58 8.37

9.20
3.21 561
1000000 7.19

8.05 10.85

Time--> 3.50 4.00 450 5.00 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance TIC: BG041719.D
6000000 20.00

5000000

4000000 13.29

3000000 16.14

2000000

1000000 14.66

14.11 15.40 L 21.31 22.48
O e e e e e e e e e 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: BG041719.D
6000000

5000000

4000000

3000000

2000000

1000000 24.84

23.17 23.98 93 26.07
e R R R o A e EEREEREEEEEE S s S N RBARE

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\BGO71819\
Data File : BG041719.D

Aca On 18 Jul 2019 21:00

Operator : HP/JU

Sample - K3834-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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.

3.21 66 .53 ng 2532040 1,4-Dichlorobenzene-d4 8.05
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 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 28
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 21 (3.211 min): BG041719.D (-14) (-) m/z 73.10 100.00%
73

-

5000 43
55 87
3.20 3.30 3.40 3.50 3.60
e SO L 68 L 96 05 188 sz 43.10 41.02%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4486: Butane, 2-methoxy-2-methyl-
B
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 30.18%
29
B L o o e i e e A REARREREEmaS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
8
87
3.20 3.30 3.40 3.50 3.60
5000 41 55 m/z 87.10 26.73%
29 H
L el s |97 112 1m
A o o i R o e A REARAR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #2051: 1,3-Dioxolane, 2-methyl-
78 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.62%
5000 43
58
e s R B e ARRRRN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 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\BGO71819\
Data File : BG041719.D

Aca On 18 Jul 2019 21:00

Operator : HP/JU

Sample - K3834-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 unknown7.58 Concentration Rank 1

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

7.58 88.73 ng 3377060 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12

Abundance Scan 765 (7.582 min): BG041719.D (-756) (-) m/z 131.95 100.00%
32
5000 68
40 ‘ 75 103 ‘ 720 7.40 7.60 7.80 8.00
..,....,....,...:,“.'.‘.‘:7,:! .6?:.'.|....,..5.‘.7,..!.,.':..,.1.1.5.,....,".~..,.. m/z 68.10 42.86%
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 A L LN LR
7.20 7.40 7.60 7.80 8.00
0
314 5 78 m/z 134.00 34 .89%
'w'“'w'“J”Jh'L'w'“l”'h'“'w'“l““l“'w'“'w'“l“'WH
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 28.86%
104
66
14 27 37445158 P 7T g9 97 || 115
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine A e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 17.02%
5000
33 44 o 97 105
| st e0 P | | ys |
m/z--> 10 20 30 40 55 éo 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\HPCHEMI\BNA G\DATA\BGO71819\
Data File : BG041719.D

Aca On 18 Jul 2019 21:00

Operator : HP/JU

Sample - K3834-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG071519._.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 Nonadecyl pentafluoropropio... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.31 2.12 ng 223627 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
2 Octatriacontvl pentafluoropropio... 697 C41H77F502 1000351-89-1 87
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 83
4 Hexacosvl trifluoroacetate 478 C28H53F302 1000351-75-0 80
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 74
Abundance Scan 3101 (21.307 min): BG041719.D (-3097) (-) m/z 57.05 100.00%
57
LN IR BRI U
4015209 21.00 21.20 21.40 21.60
AR fETR209 280 sss | Tm/z 43.10  89.03%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #222139: Nonadecy! pentafluoropropionate
57 o7
5000 SR DU SRR LN RN
21,00 21.20 21.40 21.60
m/z 55.10 72 .04%
|}?% 182 222 266 311 412
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242842: Octatriacontyl pentafluoropropionate
57
o 21,00 21.20 21.40 21.60
5000 m/z 83.10 61.57%
39
20 } 181 225 281 341376415 460 532 577 678
mz-> 0 50 160 1%0 200 250 300 350 400 450 500 550 600 650
Abundance #227400: Heptadecy! heptafluorobutyrate L R A e
57 21.00 21.20 21.40 21.60
m/z 69.05 52.37%
97
5000
169 238 283 434
mz-> 0 50 100 1%0 200 250 300 350 400 450 500 550 600 650 21.00 21.20 2140 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BGO71819\
Data File : BG041719.D

Acq On 18 Jul 2019 21:00

Operator : HP/JU

Sample - K3834-09

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071519_.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... 3.21 66.5 ng 2532040 1 8.05 761162 20.0
unknown7 .58 7.58 88.7 ng 3377060 1 8.05 761162 20.0
Nonadecyl pentafl... 21.31 2.1 ng 223627 5 21.65 2106040 20.0
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