LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\
Data File : BG042949.D
Acqg On - 30 Sep 2019 18:56 Instrument :
Operator : JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : K5083-06 20190703-RR-COMPOSITE-3
ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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\HPCHEM1\BNA_G\METHODS\8270-BG092519_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 height area % max. total
1 3.178 9 15 24 rBV 114215 241115 5.27% 1.070%
2 3.255 24 28 37 rvB 101990 158178 3.45% 0.702%
3 5.652 427 436 446 rBVY 902109 1479738 32.31% 6.565%
4 7.244 698 707 718 rBV 943205 1729924 37.78% 7.675%
5 7.609 759 769 783 rBVY 933791 1626794 35.52% 7.218%

8.073 840 848 857 rBV 211516 368637 8.05% 1.636%
8.396 894 903 913 rBvV 707545 1239010 27.06% 5.497%
9.230 1037 1045 1055 rBvV 558193 1004298 21.93% 4._.456%
10.875 1316 1325 1333 rBVY 253323 468017 10.22% 2.077%
13.314 1731 1740 1754 rBV 1512043 2347813 51.27% 10.417%

=
QO ~NO®

11 14.136 1874 1880 1890 rBV 124816 197699 4._.32% 0.877%
12 14.688 1967 1974 1981 rBV 449384 708005 15.46% 3.141%
13 16.175 2219 2227 2238 rBV 1467391 2245639 49.04% 9.964%
14 17.432 2434 2441 2452 rBV2 609250 985428 21.52% 4.372%
15 18.319 2588 2592 2597 rBV2 32941 46585 1.02% 0.207%

16 20.041 2878 2885 2893 rBV 3478072 4579485 100.00% 20.318%
17 21.357 3103 3109 3121 rBV7 110478 381241 8.32% 1.692%
18 21.698 3161 3167 3177 rVB 737739 1266438 27.65% 5.619%
19 22.885 3365 3369 3376 rVB5 54220 111520 2.44% 0.495%
20 24.924 3707 3716 3733 rVB2 447135 1352944 29.54% 6.003%

Sum of corrected areas: 22538508
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042949.D

Acq On : 30 Sep 2019 18:56

Operator :© JU

ﬁ?ggle - K5083-06 20190703-RR-COMPOSITE-3
ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance :
3500000 TIC: BG042949.D

3000000
2500000
2000000
1500000

1000000 5.65 7.24 7.61
8.40

9.23
500000

10.88
33185 8.07

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance
3500000 TIC: BG042949.D

20.04

3000000
2500000

2000000

1500000, 331 16.17

1000000 21.70

17.43
500000 14.69

21.36
14.14 18.32

ob— A e e R e T T T T 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: BG042949.D

3000000
2500000
2000000
1500000

1000000
24.92

500000
.88 ) .
VL GRS S

A

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\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042949.D

Acq On : 30 Sep 2019 18:56

Operator :© JU

ﬁ?ggle - K5083-06 20190703-RR-COMPOSITE-3
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.25 8.58 ng 158178 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 27 (3.249 min): BG042949.D (-24) (-) m/z 73.10 100.00%
7B
5000
55 87
T T
3.20 3.30 3.40 3.50 3.60 3.70
el e 146 207 222 m/z 43.10 52.05%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
73
43 3.20 3.30 3.40 3.50 3.60 3.70
55 87 m/z 55.10 33.59%
29
mz-> 20 40 60 80 100 120 140 160 180 200 220
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87
3.20 3.30 3.40 3.50 3.60 3.70
5000 41 55 m/z 87.10 31.42%
“ .99 112 129
m/z--> 20 ' 85 100 120 140 160 180 200 220
Abundance #734: N-Ethylformamide
30 3.20 3.30 3.40 3.50 3.60 3.70
73 m/z 41.10 11.63%
5000
44 58
o]
II"‘I"'"N"M"'I""I""I""I"" rTTTryTTTTTT T T T T T LR AR AL AR AR R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042949.D

Acq On : 30 Sep 2019 18:56

Operator :© JU

ﬁ?ggle - K5083-06 20190703-RR-COMPOSITE-3
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 3 unknown7.61 Concentration Rank 1

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

7.61 88.26 ng 1626790 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 769 (7.609 min): BG042949.D (-759) (-) m/z 132.00 100.00%
132
5000 68
“ | N o120 7h 70 T 350
Ll il L A m/z 68.10 48.01%
m/z--> 50 150 200 250 300 350
Abundance
132
5000 5 BB RARAS RARAS AR R
7.20 7.40 7.60 7.80 8.00
70 m/z 66.10 35.62%
31 5
m/z--> " s0 100 150 200 250 300 350
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 AL I I R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 134.00 34.16%
31 51 ‘
...‘“‘.‘lu.‘.‘..|‘...‘.|....|........l....l..
m/z--> 50 100 150 200 250 300 350
Abundance #14503: 1H-Benzimidazole, 2-methyl- T B e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 22 .36%
5000
15 30 O 8g'0" |
m/z--> 50 100 150 200 250 300 350 720 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042949.D

Acq On : 30 Sep 2019 18:56

Operator :© JU

ﬁ?ggle - K5083-06 20190703-RR-COMPOSITE-3
ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
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 Trichloroacetic acid, hexad... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.36 6.02 ng 381241 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 95
2 Cyclotetracosane 336 C24H48 000297-03-0 95
3 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 91
4 Trichloroacetic acid, pentadecyl... 372 C17H31CI302 074339-53-0 91
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 91
Abundance Scan 3109 (21.357 min): BG042949.D (-3103) (-) m/z 57.10 100.00%
g7
83
5000
RPN U B B
139 165 201999 249 285 21.00 21.20 21.40 21.60
il 222 312 343 401 429 o7, E5 OB 85 50U
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
69
97
5000 AR AR DA SRR
21.00 21.20 2140 21.60
195 m/z 43.10 80.94%
153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #174179: Cyclotetracosane
43
83
21/00 21.20 21140 21.60
5000 m/z 83.05 67.82%
111
“ 1 H |} 1739.167 196 224 250 279 308 336
m/z--> 50 100 150 200 250 300 3%0 400
Abundance #224102: Heptafluorobutyric acid, hexadecy! ester
57 21.00 21.20 21.40 21.60
m/z 69.10 65.10%
5000 1
[ ‘ 147 | 196 224 269 420
m/z--> 50 150 200 250 300 350 400 21.00 21.20 2140 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA G\Data\BG093019\

Data File : BG042949.D

Acq On : 30 Sep 2019 18:56

Operator : JU

ﬁ?ggle - K5083-06 20190703-RR-COMPOSITE-3
ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_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... 3.25 8.6 ng 158178 1 8.07 368637 20.0
unknown7 .61 7.61 88.3 ng 1626790 1 8.07 368637 20.0
Trichloroacetic a... 21.36 6.0 ng 381241 5 21.70 1266440 20.0
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