LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100219\
Data File : BG042995.D
Aca On : 2 0ct 2019 21:40 Instrument :
Operator : JU (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : K5127-02 20190762-SS-COMPOSITE-2
ALS Vial : 14 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-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 heiaht area % max. total
1 3.179 9 15 24 rBvV3 78043 215811 5.95% 0.969%
2 3.261 24 29 38 rvB 71028 132977 3.67% 0.597%
3 5.652 429 436 448 rBV 934179 1578530 43.51% 7.091%
4 7.239 698 706 722 rBVY 1023226 1849697 50.99% 8.309%
5 7.609 760 769 778 rBVY 1005070 1742397 48.03% 7.827%

8.067 840 847 855 rBvV 247774 429477 11.84% 1.929%
8.396 895 903 910 rBV 703371 1219617 33.62% 5.479%
9.231 1036 1045 1056 rBV 588370 1070060 29.50% 4.807%
10.870 1317 1324 1334 rBV 315616 578468 15.95% 2.599%
13.314 1731 1740 1750 rBVY 1515868 2323398 64.05% 10.437%

=
QO ~NO®

11 14.137 1873 1880 1889 rBV 160322 242537 6.69% 1.090%
12 14.689 1966 1974 1981 rBV 565853 902860 24.89% 4_.056%
13 16.169 2219 2226 2239 rBV 1455980 2246871 61.94% 10.093%
14 17.427 2433 2440 2448 rBV2 693601 1115944 30.76% 5.013%
15 18.314 2586 2591 2597 rBV 51503 76559 2.11% 0.344%

16 20.035 2878 2884 2892 rBV 2775635 3627624 100.00% 16.296%
17 21.352 3103 3108 3118 rBV6 63668 180294 4._.97% 0.810%
18 21.698 3160 3167 3174 rBV2 756312 1267471 34.94% 5.694%
19 23.202 3419 3423 3428 rVB4 26586 45361 1.25% 0.204%
20 24.007 3558 3560 3567 rVB4 30040 48152 1.33% 0.216%

21 24.918 3705 3715 3728 rBV2 448502 1367159 37.69% 6.141%

Sum of corrected areas: 22261264
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\

Data File : BG042995.D

Aca On : 2 Oct 2019 21:40

Operator : JU

ﬁ?ggle : K5127-02 20190762-SS-COMPOSITE-2
ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG092519_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

Abundance TIC: BG042995.D

2500000
2000000

1500000

7.24 7.61

1000000 5.65

8.40

500000
8.07 10.87
O e e e e

350 400 450 5.00 550 6.00 650 7.00

750 8.00 8.50 9.00 950 10.00 1050 1100 1150 1200 1250
TIC: BG042995.D

Time-->
Abundance

20.04
2500000

2000000

13.31
1500000 16.17

1000000
21.70

17.43
14.69
500000

14.14 21.35

18.31
o e e e e

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
TIC: BG042995.D

Time-->
Abundance

2500000

2000000

1500000

1000000

500000 24.92

23.20 24.01

e = = e

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

Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\

Data File : BG042995.D

Aca On : 2 Oct 2019 21:40

Operator : JU

ﬁ?ggle : K5127-02 20190762-SS-COMPOSITE-2
ALS Vial : 14 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

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.

3.26 6.19 ng 132977 1,4-Dichlorobenzene-d4 8.07
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 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 10
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 29 (3.261 min): BG042995.D (-24) (-) m/z 73.05 100.00%
7B
5000 ?%
43
3.20 3.30 3.40 3.50 3.603.70
,...&L,‘a...2,....,....,.2.22..,..2?‘3.,....3}5? m/z 43.10 34.37%
m/z--> 0 50 100 150 200 250 300 350
Abundance #4492: Butane, 2-methoxy-2-methyl-
7B
55 3.20 3.30 3.40 3.50 3.60 3.70
07 m/z 55.10 30.10%
'|}?%' NS L UL S UL
m/z--> 0 50 100 150 200 250 300 350
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7B
3.20 3.30 3.40 3.50 3.60 3.70
5000 55 m/z 87.10 24 _.69%
291 l
T 'm L‘FL J '“QT -1 LR UL UL UL N
m/z--> 0 50 100 150 200 250 300 350
Abundance #1995: Silane, tetramethyl-
7B 3.20 3.30 3.40 3.50 3.60 3.70
m/z 45.10 10.92%
5000
43
15
e ﬁl""'l" NS L UL SR UL B
m/z--> 0 50 100 150 200 250 300 350 3.20 3.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\

Data File : BG042995.D

Aca On : 2 Oct 2019 21:40

Operator : JU

ﬁ?ggle : K5127-02 20190762-SS-COMPOSITE-2
ALS Vial : 14 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

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 81.14 ng 1742400 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 17

Abundance Scan 769 (7.609 min): BG042995.D (-760) (-) m/z 132.00 100.00%
132
5000 68
96 A L I A
40 29 3 7.20 7.40 7.60 7.80 8.00
I E— Y 7 2 P R N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ISR L I A
7.20 7.40 7.60 7.80 8.00
70 m/z 134.00 34.08%
31 5
1] . 116
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
720 7.40 7.60 7.80 8.00
5000 m/z 66.10 32.50%
33 105
N
m/z--> 40 éo éo 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e e
132 7.20 7.40 7.60 7.80 8.00
69 m/z 69.10 21.70%
104
5000
m.Sl ‘ ‘
o
m/z--> 45 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG100219\

Data File : BG042995.D

Aca On : 2 Oct 2019 21:40

Operator : JU

ﬁ?ggle : K5127-02 20190762-SS-COMPOSITE-2
ALS Vial : 14 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI1I\BNA G\METHODS\8270-BG092519_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 5 Heptafluorobutyric acid, n-... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

2135 2.84ng 180204  Chrysene-d12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 81

2 Octacosvl trifluoroacetate

3 17-Pentatriacontene

4 Docosvl pentafluoropropionate
5 Heneicosyl heptafluorobutyrate

506 C30H57F302
491 C35H70

472 C25H45F502
508 C25H43F702

1000351-74-9 81
006971-40-0 81
1000351-80-9 81
1000351-83-8 81

Abundance Scan 3108 (21.352 min): BG042995.D (-3103) (-) m/z 57.10 100.00%
57
83
5000
‘ 155 155208 5 267 21.00 21.20 21.40 21.60
R m/z 43.10 78.00%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #230207: Heptafluorobutyric acid, n-octadecy! ester
57
5000 LA L L L L L L L I
21.00 21.20 21.40 21.60
- 125 m/z 55.10 76.76%
169
1) 196224252 297 448
e ...“...,.”.,....“...,.”.,...w....,”..,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #235928: Octacosyl trifluoroacetate
57
A e R ma
97 21.00 21.20 21.40 21.60
5000 m/z 83.10 60.68%
29 125
Dl 1}153181208 250 278306 334 364 392 437 488
L e e o B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene e B L o
43 21.00 21.20 21.40 21.60
m/z 69.10 58.56%
5000 83
111
l 139167 196224 267292 321 462 490
L B T A e e o L AR RS S S
m/z--> 50 100 150 200 250 300 350 400 450 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\BG100219\

Data File : BG042995.D

Acq On : 2 Oct 2019 21:40

Operator : JU

ﬁ?ggle : K5127-02 20190762-SS-COMPOSITE-2
ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.26 6.2 ng 132977 1 8.07 429477 20.0
unknown7 .61 7.61 81.1 ng 1742400 1 8.07 429477 20.0
Heptafluorobutyri... 21.35 2.8 ng 180294 5 21.70 1267470 20.0
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