LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG110819\
Data File : BG043579.D

Aca On : 8 Nov 2019 21:15

Operator :© JU

Sample : K5742-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 3.170 9 14 24 rVB 96659 162617 7.06% 1.372%
2 5.109 338 344 353 rBV2 99763 160769 6.98% 1.357%
3 5.602 421 428 442 rBV 469129 809022 35.10% 6.828%
4 7.206 692 701 714 rBV 493445 946418 41.06% 7.987%
5 7.553 752 760 778 rBV 510672 924007 40.09% 7.798%
6 8.005 829 837 847 rBV 101685 172141 7.47% 1.453%
7 8.328 885 892 902 rBV 402263 710413 30.82% 5.996%
8 9.169 1027 1035 1053 rBVY 258360 549402 23.84% 4_.637%
9 10.808 1306 1314 1325 rBV 101600 218049 9.46% 1.840%
10 13.258 1724 1731 1753 rBvV 833527 1391400 60.37% 11.743%
11 14.086 1866 1872 1884 rBV 63634 113509 4.92% 0.958%
12 14.633 1959 1965 1976 rBvV 198765 351339 15.24% 2.965%
13 16.125 2212 2219 2241 rBV 696570 1262215 54.77% 10.653%
14 17.383 2426 2433 2450 rBvV 255111 442885 19.22% 3.738%
15 18.270 2579 2584 2595 rBV4 11810 25372 1.10% 0.214%
16 19.991 2871 2877 2889 rBV 1688277 2304756 100.00% 19.451%
17 21.296 3093 3099 3111 rBV4 38319 114557 4_.97% 0.967%
18 21.648 3152 3159 3172 rBvV 264907 505664 21.94% 4.268%
19 22.430 3287 3292 3296 rBv7 12648 23930 1.04% 0.202%
20 23.105 3403 3407 3414 rVB10 15642 35972 1.56% 0.304%
21 23.904 3536 3543 3548 rBV6 16447 32040 1.39% 0.270%
22 24.838 3691 3702 3717 rBvV2 179679 563956 24.47% 4_.760%
23 25.949 3885 3891 3899 rVB10 11288 28440 1.23% 0.240%

Sum of corrected areas: 11848873

8270-BG102119.M Mon Nov 11 15:09:39 2019

Page: 1



LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043579.D

Aca On : 8 Nov 2019 21:15

Operator : JU

Sample : K5742-10

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG102119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG043579.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043579.D

Aca On : 8 Nov 2019 21:15

Operator :© JU

Sample : K5742-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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.

3.17 18.89 ng 162617 1,4-Dichlorobenzene-d4 8.01
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 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 14 (3.170 min): BG043579.D (-9) (-) m/z 73.05 100.00%

73
5000 43
55 87

35 3.20 3.30 3.40 3.50 3.60
b o e L TmZz 43.10  39.88%

m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 LI LI L L L LB B
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 55.10 29.34%
29
L35 L1 | 67 ||, 80 |
L o L R e L e
m/z--> 0 10 20 30 40 50 60 70 80 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
R R s o e s LR R R
a1 55 87 3.20 3.30 3.40 3.50 3.60
5000 m/z 87.10 26.86%
0 1\5 m \‘\\ 67\H\ . 97
R REEREE S e B R e o e R S N
m/z--> 0 10 20 40 50 60 70 80 90 100
Abundance #1996. Silane, tetramethyl- R R e
73 320 330 340 3.50 3.60

m/z 45.10 11.63%

5000
43
ol 2 15 2 35 || 535065 | 79 g8

m/z--> 0 10 20 30 40 50 60 70 8 90 100 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\BG110819\
Data File : BG043579.D

Aca On : 8 Nov 2019 21:15

Operator :© JU

Sample : K5742-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 18.68 ng 160769 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 38
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 17

Abundance Scan 344 (5.109 min): BG043579.D (-338) (-) m/z 43.10 100.00%
48
59
5000
101 SSSENED 1 S —
83 480 500 520 5.40
b S 40 L 6773 83 | s 0 hs 759 10 65.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 500 520 540
m/z 101.10 24 .53%
15 3 101
o | 25,77 37, 53, 83 a
miz--> A N R N N A S P
Abundance #8358: 2-Hexanol, 2-methyl-
59
480 500 520 540
5000 m/z 58.10 14 .84%
43 101
0 "'I'}§'I"'t“t"ﬂﬂjj"lé?htl'"§?""I§?"I""I""I""I"
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4030: 2,3-Butanedione, monooxime
43 480 5.00 520 5.40

m/z 41.10 10.58%

5000
101
15 253137 [ 5 %8 69 86
o -~ 1A OO .- S K —

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043579.D

Aca On : 8 Nov 2019 21:15

Operator :© JU

Sample : K5742-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 unknown7.55 Concentration Rank 1

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

7.55 107.36 ng 924007 1,4-Dichlorobenzene-d4 8.01
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16

Abundance Scan 760 (7.553 min): BG043579.D (-752) (-) m/z 132.00 100.00%
132
5000 68 /\\
96 JR SRR R AL R
40, 54 62“ B 104 7.20 7.40 7.60 7.80
L N SRS MMMMS |} m/z 68.10 41.77%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000
7.20 7.40 7.60 7.80
31 70 m/z 134.10 33.55%
. 44 51 €0 7 86 | 105 116
miz--> 30 40 50 60 70 8 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 o 720 7.40 7.60 7.80
5000 m/z 66.05 30.47%
31 51 8
38
0“'wh“Ww??JL'W'“lh““l“'w'“'w““l“'w'“'l““l“
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132 7.20 7.40 7.60 7.80
m/z 69.10 19.51%
5000
69
39 > 89 97103
0....,....mﬂ.??pwjj.,??.u,.J.l,....p....,ﬂﬁ..,}}ﬁ,...., T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG110819\
Data File : BG043579.D

Aca On : 8 Nov 2019 21:15

Operator :© JU

Sample : K5742-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG102119.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 Trichloroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.30 4.53 ng 114557 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 87
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 83
3 Tricosvl heptafluorobutvrate 536 C27H47F702 1000351-83-4 83
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 83
5 3-Chloropropionic acid, heptadec... 346 C20H39CI02 1000283-05-1 70
Abundance Scan 3100 (21.301 min): BG043579.D (-3093) (-) m/z 55.10 100.00%
55 83
5000
268 257 21.00 21.20 21,40 21.60
Oy m/z 83.10 89.26%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43
83
5000
111 21.00 21.20 21.40 21.60
m/z 69.20 85.42%

0 || 139 182210

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #222139: Nonadecy! pentafluoropropionate
57 97
21.00 21.20 21.40 21.60
5000 m/z 43.10 78.96%
125
o Z?l ‘\L [193182210238266 311 412
R B B B B e e e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #238204: Tricosyl heptafluorobutyrate A AR E RamaE Eas
57 21.00 21.20 21.40 21.60
m/z 57.10 71.24%
97
5000
125
0 29| ‘ L | 169195202050 294322 367 518
m/z--> 50 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG110819\
Data File : BG043579.D

Acq On : 8 Nov 2019 21:15

Operator : JU

Sample : K5742-10

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG102119.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... 3.17 18.9 ng 162617 1 8.01 172141 20.0
2-Pentanone, 4-hy... 5.11 18.7 ng 160769 1 8.01 172141 20.0
unknown? .55 7.55 107.4 ng 924007 1 8.01 172141 20.0
Trichloroacetic a... 21.30 4.5 ng 114557 5 21.65 505664 20.0
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