LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117922.D

Aca On : 21 Nov 2019 19:43

Operator :© JU

Sample : K5927-08 2X

Misc :

ALS Vial : 24 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 F\METHODS\8270-BF111319.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 2.140 5 9 27 rVB 394254 614444 30.46% 3.018%
2 5.110 510 514 524 rVB 288695 296794 14.71% 1.458%
3 5.522 579 584 587 rBY 1503650 1408672 69.84% 6.919%
4 6.534 751 756 770 rBVY 1617215 1555132 77.10% 7.638%
5 6.681 777 781 784 rBVY 1935082 1588505 78.76% 7.802%
6 6.916 817 821 824 rBVY 1085855 863672 42.82% 4.242%
7 7.069 844 847 851 rBVY 1521574 1331766 66.03% 6.541%
8 7.475 912 916 919 rBVY 1177867 937068 46.46% 4.603%
9 8.204 1036 1040 1052 rBV 1496708 1202584 59.62% 5.907%
10 9.281 1219 1223 1234 rBV 2475081 2016984 100.00% 9.907%

11 9.675 1287 1290 1298 rBV 340631 287026 14.23% 1.410%
12 9.969 1336 1340 1352 rVB 1555446 1376406 68.24% 6.761%
13 10.757 1470 1474 1482 rBV 1086543 1049343 52.03% 5.154%
14 10.880 1490 1495 1498 rBV2 16606 24666 1.22% 0.121%
15 11.457 1590 1593 1597 rBV 1556138 1392293 69.03% 6.839%

16 11.522 1601 1604 1608 rVB4 44164 44137 2.19% 0.217%
17 11.975 1678 1681 1689 rBV3 96031 116495 5.78% 0.572%
18 12.510 1769 1772 1775 rBV2 38549 44923 2.23% 0.221%
19 12.545 1775 1778 1780 rVVv3 37735 33852 1.68% 0.166%
20 12.769 1813 1816 1819 rBV2 54780 48269 2.39% 0.237%

21 13.045 1859 1863 1866 rBV 2224234 1758263 87.17% 8.636%
22 13.233 1892 1895 1898 rBv4 52205 71175 3.53% 0.350%
23 13.951 2014 2017 2025 rBV6 94034 213937 10.61% 1.051%
24 14.104 2040 2043 2047 rBV 1093485 1083694 53.73% 5.323%
25 15.621 2297 2301 2304 rBV 830451 999410 49.55% 4._.909%

Sum of corrected areas: 20359510
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF112119\
BF117922.D

- 21 Nov 2019 19:43

- Ju

- K5927-08 2X

- 24 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF111319._.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

TIC: BF117922.D

6.53

5.52

511
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7.07

7.47
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0
Time-->
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2000000

1500000

1000000

500000

TIC: BF117922.D

9.97 11.46

8.20

10.76

11 52 11.97

|

10.88

iz || 1328

0
Time-->

12.00

11.50

10.00

9.50 10.50 11.00

13.00

12.50

Abundance

2000000

1500000

1000000

500000

0

TIC: BF117922.D

14.10 15.62

13.95

Time-->

I
17.00 17.50

16.00 16.50

15.00

15.50

T
13.50 14.00 14.50

T
18.00 18.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117922.D

Aca On : 21 Nov 2019 19:43

Operator :© JU

Sample : K5927-08 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.14 14.23 ng 614444 1,4-Dichlorobenzene-d4 6.92
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 9 (2.140 min): BF117922.D (-5) (-) m/z 73.00 100.00%
3
5000 43
55 87 e —
2.20 2.30 2.40 2.50 2.60
Ol Sl 7L 8L s . m/z 43.00 37.60%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 IR AR AR RAREE N
43 2.20 2.30 2.40 2.50 2.60
07 87 m/z 87.05 25.60%
doo bl el |
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73
87 U AR A UL LA
2.20 2.30 2.40 2.50 2.60
5000 55 m/z 55.00 25.39%
79 | 97 112 129 J\
O'W'”'P'”I”'W'”'P" '”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 70 80 90 100 110 120 130
Abundance #4436.Panane,34nemoxy— R E o R
73 2.20 2.30 2.40 2.50 2.60

m/z 41.00 12 _.53%

5000
45
29
N 39‘\ S 67 |, 101
S W 1 N - V) N - S

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117922.D

Aca On : 21 Nov 2019 19:43

Operator :© JU

Sample : K5927-08 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.11 6.87 ng 296794 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
4 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 514 (5.110 min): BF117922.D (-510) (-) m/z 43.00 100.00%
43
59
5000
101 IR R LR AR
51 | 83 | 4.80 5.00 5.20 5.40
Obrrrprrrrprrer ey e e m/z 59.00 60.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.00 21.61%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 58.00 14 .51%
68
0 ILI_50 L 126 147
R I IR IR UL LI I I UL RN SRR LRSS B SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4083: Morpholine, 4-methyl- R e R RRER
43 4.80 5.00 5.20 5.40
m/z 41.00 9.34%
5000
101
71
15
0 "'P"'I"?ﬁ""I”"I'?ﬁl'"'P"'I'?ﬁl""l”"l"'W""I”"I"'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117922.D

Aca On : 21 Nov 2019 19:43

Operator :© JU

Sample : K5927-08 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 3 unknown6.68 Concentration Rank 1

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

6.68 36.78 ng 1588510 1,4-Dichlorobenzene-d4 6.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 781 (6.681 min): BF117922.D (-777) (-) m/z 132.00 100.00%
5000
68
6 UL R L IR
40 _ 54 75 104 ‘ 6.40 6.60 6.80 7.00
o..,....,....,...::'!..7.,::..??.l.'....,..f??,..!.,.':..,.1.1.5.,....,"...,.. m/z 68.00 35.33%
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 N
5000 UL A L R
6.40 6.60 6.80 7.00
31 78 m/z 134.00 32.51%
38
0'w'“'w'“J”Jh'L'M'“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 #14409: (E)-3-Chloro-2-methyl-2-pentenal

132

6.40 6.60 6.80 7.00

5000 67 m/z 66.00 24.02%
41 97
53 117
S Y O V.- | A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R s B e
132 6.40 6.60 6.80 7.00

m/z 69.00 14_.71%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF112119\
Data File : BF117922.D

Aca On : 21 Nov 2019 19:43

Operator :© JU

Sample : K5927-08 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF111319.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 Ethanol, 2-(hexadecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.95 3.95 ng 213937 Chrysene-di12 14.11
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(hexadecvloxv)- 286 C18H3802 002136-71-2 91
2 Eicosane 282 C20H42 000112-95-8 83
3 Cvclotetracosane 336 C24H48 000297-03-0 78
4 Octadecane. 1-(ethenvloxv)- 296 C20H400 000930-02-9 78
5 Nonadecane, 1-chloro- 302 C19H39cClI 062016-76-6 70

Abundance Scan 2017 (13.951 min): BF117922.D (-2014) (-) m/z 57.00 100.00%

5000

111 R B et o SO

127 152 175 201 231 256 281 302 328 13.60 13.80 14.00 14.20
m/z 43.00 78.87%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #133067: Ethanol, 2-(hexadecyloxy)-

5000 LA L L L L L L B
13.60 13.80 14.00 14.20
31 111 m/z 55.00 60.88%
7 155 196 224 255 g
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #129492: Eicosane
57
R o R B
13.60 13.80 14.00 14.20
5000 m/z 71.05 56.50%
85
29
oh ‘ Ly s 141 l69 107 225 253 282
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #174179: Cyclotetracosane B B .
43 83 13.60 13.80 14.00 14.20
m/z 69.00 51.81%
5000
6
o2 139 167 196 224 250 279 308 336
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13 60 13. 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI\BNA_F\DATA\BF112119\
Data File : BF117922.D

Acq On : 21 Nov 2019 19:43

Operator : JU

Sample - K5927-08 2X

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF111319.M
Quant Title : 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... 2.14 14.2 ng 614444 1 6.92 863672 20.0
2-Pentanone, 4-hy... 5.11 6.9 ng 296794 1 6.92 863672 20.0
unknown6 .68 6.68 36.8 ng 1588510 1 6.92 863672 20.0
Ethanol, 2-(hexad... 13.95 4.0 ng 213937 5 14.11 1083690 20.0
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