LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG102819\
Data File : BG043357.D

Aca On : 28 Oct 2019 19:35

Operator :© JU

Sample : PB124310BL

Misc :

ALS Vial : 9 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 3.197 13 18 35 rvB 731731 1179111 30.55% 7.348%
2 5.612 423 429 444 rBV 399082 725365 18.79% 4_.520%
3 7.210 694 701 716 rBV 264990 537933 13.94% 3.352%
4 7.568 754 762 773 rBV 638177 1153080 29.88% 7.185%
5 8.021 833 839 848 rBV 117867 214256 5.55% 1.335%

8.350 887 895 909 rBV 484549 865466 22.42% 5.393%
9.184 1028 1037 1052 rBV 322660 698772 18.11% 4 _.354%
10.829 1310 1317 1328 rBVY 122787 257168 6.66% 1.603%
13.273 1726 1733 1746 rBV 1123027 1870586 48.47% 11.656%
14.654 1961 1968 1980 rBV2 247042 440155 11.40% 2.743%

=
QO ~NO®

11 16.140 2214 2221 2248 rBV 1087336 1860809 48.22% 11.596%
12 17.398 2428 2435 2450 rBV2 320726 591044 15.31% 3.683%
13 20.006 2873 2879 2899 rBV 2826547 3859383 100.00% 24.050%
14 21.663 3154 3161 3173 rBV2 365477 740629 19.19% 4.615%

15 21.845 3188 3192 3198 rVB2 27987 42864 1.11% 0.267%
16 22.451 3290 3295 3300 rBV3 36941 58496 1.52% 0.365%
17 23.132 3406 3411 3417 rBV3 37640 74124 1.92% 0.462%
18 23.937 3541 3548 3557 rBv4 28897 68336 1.77% 0.426%

19 24.860 3694 3705 3718 rBvV 253471 810053 20.99% 5.048%

Sum of corrected areas: 16047630
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\

BG043357.D

28 Oct 2019 19:35

Ju

PB124310BL

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG102119.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

Abundance

2500000

2000000

1500000

1000000

8.20

500000

TIC: BG043357.D

7.57

5,61 5% 9.18
7.21 i

8.02

10.83

0
Time-->

3.50 400 450 500 550 600 650 700

7.50 8.00 8.50 900 950

10. OO 10. 50 11.00 11. 50 12. OO 12. 50

Abundance

2500000

2000000

1500000

1000000

500000

13.27

TIC: BG043357.D

16.14

14.65 17.40

20.01

21.66

1.85 22.45

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

2500000

2000000

1500000

1000000

500000

23.13

TIC: BG043357.D

24.86
23.94

o~

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 Oct 30 12:06:25 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG102819\
Data File : BG043357.D

Aca On : 28 Oct 2019 19:35

Operator :© JU

Sample : PB124310BL

Misc :

ALS Vial : 9 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 1

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

3.20 110.07 ng 1179110 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 35
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (3.203 min): BG043357.D (-13) (-) m/z 73.10 100.00%
7 T
5000
43 - a7
3.20 3.30 3.40 3.50 3.60
0....,....',l-.'..-|.--,..1..,....,....,....,.... 20 21 Ty 43,100 36.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000
43 3.20 3.30 3.40 3.50 3.60
‘ 55 87 m/z 87.10 30.52%
0'”'IJL'L'”I'”'I”"P"W"”I'”' IR S B B
m/z--> 20 80 100 120 140 160 180 200 220
Abundance #13743. 2,2,4-Trimethyl-3-pentanol
7
4 g 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 27 .27%
29
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 41.10 12.64%
5000 43 87
15 72
0"ﬂl”“'I”'?%'lW"”I'”'I”"P"'"” [rTrrrprrrrTT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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\BG102819\
Data File : BG043357.D

Aca On : 28 Oct 2019 19:35

Operator :© JU

Sample : PB124310BL

Misc :

ALS Vial : 9 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 2

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

7.57 107.64 ng 1153080 1,4-Dichlorobenzene-d4 8.03
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 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 13
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
5 5-Aminoindole 132 C8H8N2 005192-03-0 10

Abundance Scan 762 (7.568 min): BG043357.D (-754) (-) m/z 132.00 100.00%
132
5000 68 j\\
96 ST T T T T T
40 54 067 7m Mo7m mosm
0 s B AR RRRES EEAE S m/z 68.10 38.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 L L IS R
7m'mo7m'm08m
31 m/z 134.00 33.27%
0 ...,..|..“,!.|!. '|,,|, .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132

7.20 7.40 7.60 7.80 8.00

5000 m/z 66.10 29.47%
63 90 104
bt e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132 7.20 7.40 7.60 7.80 8.00

m/z 69.10 19.24%

5000
69
5
39 89 103

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 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 : BG043357.D

Aca On : 28 Oct 2019 19:35

Operator :© JU

Sample : PB124310BL

Misc :

ALS Vial : 9 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 4 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.13 2.00 ng 74124 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 93
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
3 Heptacosane 380 C27H56 000593-49-7 83
4 2-methvltetracosane 352 C25H52 1000376-72-6 83
5 Triacontane 422 C30H62 000638-68-6 83
Abundance Scan 3411 (23.132 min): BG043357.D (-3406) (-) m/z 57.05 100.00%
57
85
5000
141 169192 549 329 355 22.80 23.00 23.20 23.40
Y | 267 2 "m/z 71.20 76.26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #94346: Heptadecane
57
85
5000
22.80 23.00 23.20 23.40
29 m/z 43.10 63.08%
0 f1 Ll ]1}311?1.169 197 24}0
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57
22.80 23.00 23.20 23.40
5000 85 m/z 85.20 58.46%
0 il M1}3J1?1l1§9 197 2?9 267 294 323 352
HELELELE LR WL WAL UL SRR WU SRR U
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57 22.80 23.00 23.20 23.40
m/z 55.10 30.66%
5000 85
29 113 141
0 Ly 4 169 197 225 253 281 309 337 380
m/z--> 50 100 150 200 250 300 350 400 22.80 23.00 23.20 23.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG102819\
Data File : BG043357.D

Acq On : 28 Oct 2019 19:35

Operator : JU

Sample : PB124310BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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... 3.20 110.1 ng 1179110 1 8.03 214256 20.0
unknown? .57 7.57 107.6 ng 1153080 1 8.03 214256 20.0
Heptadecane 23.13 2.0 ng 74124 5 21.66 740629 20.0
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