LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033761.D

Aca On : 12 Apr 2018 1:03

Operator : SJ/JU

Sample : J2321-01

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:\HPCHEM1I\BNA G\METHODS\8270-BG031918.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 3.478 26 32 42 rBV 140112 291104 8.65% 2.409%
2 3.566 42 47 59 rvB 115555 191762 5.70% 1.587%
3 5.770 416 422 429 rBV3 18393 34738 1.03% 0.288%
4 6.287 504 510 529 rBV 106223 263129 7.81% 2.178%
5 7.973 791 797 813 rBV3 67488 195957 5.82% 1.622%

6 8.367 858 864 888 rBvV 236936 556139 16.52% 4.603%
7 8.854 940 947 964 rBV3 68335 183619 5.45% 1.520%
8 9.189 997 1004 1022 rBV 369214 762760 22.65% 6.313%
9 10.053 1145 1151 1173 rBV 266229 666650 19.80% 5.518%
10 11.739 1429 1438 1451 rBV 105618 248958 7.39% 2.061%
11 14.101 1833 1840 1859 rBvV 916196 1585265 47.08% 13.121%
12 14.888 1970 1974 1980 rBV 28294 45104 1.34% 0.373%
13 15.470 2067 2073 2090 rBV2 233401 413884 12.29% 3.426%
14 16.240 2199 2204 2210 rVB2 24264 34383 1.02% 0.285%

15 16.945 2318 2324 2336 rBV 584723 965877 28.69% 7.994%
16 17.092 2345 2349 2358 rVB2 29350 48991 1.45% 0.405%
17 18.202 2527 2538 2553 rBV 361379 638084 18.95% 5.281%
18 20.723 2961 2967 2983 rBV 2459331 3367119 100.00% 27.868%
19 22.062 3189 3195 3203 rBV4 51536 100625 2.99% 0.833%
20 22.550 3270 3278 3291 rBV 381473 764734 22.71% 6.329%

21 26.310 3905 3918 3929 rBV3 211639 723351 21.48% 5.987%

Sum of corrected areas: 12082233
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033761.D

Aca On : 12 Apr 2018 1:03

Operator : SJ/JU

Sample : J2321-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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: BG033761.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033761.D

Aca On : 12 Apr 2018 1:03

Operator : SJ/JU

Sample : J2321-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

3.57 20.89 ng 191762 1,4-Dichlorobenzene-d4 8.86
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 40
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 25

Abundance Scan 48 (3.572 min): BG033761.D (-42) (-) m/z 73.00 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033761.D

Aca On : 12 Apr 2018 1:03

Operator : SJ/JU

Sample : J2321-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.77 3.78 ng 34738 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Diacetamide 101 C4H7NO2 000625-77-4 9
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 9
4 Cvcloserine 102 C3H6N202 000068-41-7 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 7

Abundance Scan 422 (5.770 min): BG033761.D (-416) (-) m/z 43.00 100.00%
43
5000 59
101
540 5.60 580 6.00 6.20
bbb 8 26 ¥ E9.00  48.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59
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m/z 101.00 15.78%
2 83
A R S LRSS BARAE SARAN ARAN ARAN ARAN UL S SRS SN BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
540 560 580 6.00 620
5000 59 m/z 58.00 11.15%
101
o 28 74
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #3686: 1-Propen-2-ol, acetate
43 540 5.60 580 6.00 6.20
m/z 41.00 10.10%
5000
58
o Lo 73 100
m/z--> 25 40 60 80 100 120 140 160 180 200 220 240 260 280 300 540 560 580 6.00 6.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033761.D

Aca On : 12 Apr 2018 1:03

Operator : SJ/JU

Sample : J2321-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown8.37 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
8.37 60.58 ng 556139 1,4-Dichlorobenzene-d4 8.86
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 14

Abundance Scan 865 (8.372 min): BG033761.D (-858) (-) m/z 132.00 100.00%
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG041118\
Data File : BG033761.D

Aca On : 12 Apr 2018 1:03

Operator : SJ/JU

Sample : J2321-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG031918_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 6 Trifluoroacetoxy hexadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.06 2.63 ng 100625 Chrysene-di12 22.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 80
2 l17-Pentatriacontene 491 C35H70 006971-40-0 80
3 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 72
4 Bromoacetic acid. hexadecvl ester 362 C18H35Br02 005454-48-8 72
5 1-Tricosene 322 C23H46 018835-32-0 62
Abundance Scan 3195 (22.062 min): BG033761.D (-3189) (-) m/z 83.10 100.00%
57 83
5000 111
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I 140 177 265 397355 21.80 22.00 22.20 22.40
VNN E 0 - — m/z 69.10 89.10%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane
57
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29 125 m/z 57.05 88.79%
ol i b L “ h | fos 196224 269 om0
m/z-> 0 50 150 200 250 300 350 400 450
Abundance
43
21.80 22.00 22.20 22.40
5000 83 m/z 55.00 88.06%
111
0 139167196224 267292 321 462 490
m/z-> 0 50 100 150 200 250 300 350 400 450 '
Abundance #227401: Heptadecy! heptafluorobutyrate
57 21.80 22.00 22.20 22.40
83 m/z 43.00 73.89%
5000
111
o UL e 0 o
mz-> 0 50 100 150 200 250 300 350 400 450 21,80 22.00 22.20 22.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041118\
Data File : BG033761.D

Acq On : 12 Apr 2018 1:03

Operator : SJ/JU

Sample - J2321-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG031918_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... 3.57 20.9 ng 191762 1 8.86 183619 20.0
2-Pentanone, 4-hy... 5.77 3.8 ng 34738 1 8.86 183619 20.0
unknown8 .37 8.37 60.6 ng 556139 1 8.86 183619 20.0
Trifluoroacetoxy ... 22.06 2.6 ng 100625 5 22.54 764734 20.0
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