LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035886.D

Aca On = 25 Jul 2018 23:02

Operator : JU/SJ

Sample : J4140-07

Misc :

ALS Vial : 13 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-BG071218 .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 5.136 309 314 324 rVB 76502 122360 4.26% 0.805%
2 5.606 387 394 409 rBV 571909 934844 32.52% 6.151%
3 7.192 657 664 681 rBV 604185 1115710 38.81% 7.341%
4 7.562 718 727 737 rBV 585166 1014296 35.28% 6.673%
5 8.026 800 806 814 rBV 145968 245161 8.53% 1.613%

8.349 853 861 871 rBV 415137 739352 25.72% 4._.864%
9.189 996 1004 1019 rBV 333581 632719 22.01% 4.163%
10.828 1275 1283 1295 rBV 171703 338220 11.76% 2.225%
13.272 1692 1699 1710 rBV 1049828 1678408 58.38% 11.043%
14.106 1835 1841 1849 rBV 49088 96060 3.34% 0.632%

=
QO ~NO®

11 14.652 1927 1934 1943 rBV2 333662 568351 19.77% 3.739%
12 16.139 2180 2187 2204 rBV 953518 1601978 55.72% 10.540%
13 17.396 2394 2401 2415 rBV 532804 867355 30.17% 5.707%
14 18.277 2545 2551 2557 rBV5 25021 44379 1.54% 0.292%
15 19.998 2838 2844 2860 rBV 2178857 2875026 100.00% 18.916%

16 21.291 3060 3064 3076 rBv2 100318 181904 6.33% 1.197%
17 21.655 3119 3126 3137 rBV 557454 978536 34.04% 6.438%

18 22.442 3256 3260 3264 rBvV3 21963 31918 1.11% 0.210%

19 23.129 3372 3377 3384 rBV5 24185 43904 1.53% 0.289%

20 23.323 3404 3410 3416 rVvB4 27021 53042 1.84% 0.349%

21 23.922 3506 3512 3518 rVB3 25636 49608 1.73% 0.326%

22 24.856 3661 3671 3685 rBV2 328675 944691 32.86% 6.215%

23 25.978 3855 3862 3871 rVBY 17004 41319 1.44% 0.272%
Sum of corrected areas: 15199141
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035886.D

Aca On = 25 Jul 2018 23:02

Operator : JU/SJ

Sample : J4140-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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: BG035886.D
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8270-BG071218_.M Thu Jul 26 16:59:18 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035886.D

Aca On = 25 Jul 2018 23:02

Operator : JU/SJ

Sample : J4140-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.14 9.98 ng 122360 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 40
3 Tetraalvme 222 C10H2205 000143-24-8 37
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
5 1,2-Butanediol 90 C4H1002 000584-03-2 17

Abundance Scan 315 (5.142 min): BG035886.D (-309) (-) m/z 43.15 100.00%
43.1
59.1
5000
101.2
| e 480 500 520 540
ol m/z 59.15 69.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L UL L LIS UL B
59.0 480 500 520 540
0
150 1010 m/z 101.15 31.16%
D0 4 830
L L L UL L UL B UL B
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
480 500 520 540
0
5000 1010 m/z 58.15 14 _.88%
28.0 59.0
‘ 84.0
O'Fﬁg'w'“w"kl'”'l"'w""l”"l"”l""w
m/z--> 20 40 80 100 120 140 160 180
Abundance #78614: Tetraglyme
54.0 480 500 520 5.40
m/z 41.15 9.94%
5000
31.0 45.0 103.0
o 20 gl [ | 730 80 | 117013301470 1770
m/z--> 20 40 60 80 100 120 140 160 180 480 500 520 5.40

8270-BG071218_.M Thu Jul 26 16:59:19 2018 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035886.D

Aca On = 25 Jul 2018 23:02

Operator : JU/SJ

Sample : J4140-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 unknown7.56 Concentration Rank 1

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

7.56 82.75 ng 1014300 1,4-Dichlorobenzene-d4 8.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 14

Abundance Scan 727 (7.562 min): BG035886.D (-718) (-) m/z 132.15 100.00%
13p.2
5000 68.2
40.1 9.2 po72 720 7.40 7.60 7.80
0 £ m/z 68.15 45_17%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000 AR AR A RS b
7.20 7.40 7.60 7.80
33.0 105.0 m/z 134.15 32.70%
| 51.0 70.0 86.0
0"'I”"IAH'P”LJI”"IJ"I” [ L UL DY S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132.0
720 7.40 7.60 7.80
5000 97.0 m/z 66.15 32.25%
70.0
31.0
51.0
0"'I”L'ILH'P”HJI“'”I”Q§P”"I”"I”"I”"I”"
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14503: 1H-Benzimidazole, 2-methyl- . T
132.0 720 7.40 7.60 7.80

m/z 69.15 22 .60%

5000
63.0 104.0
0 15.0 3%0 m i 79'0 Ly L ‘
L L L B

m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG072518\
Data File : BG035886.D

Aca On = 25 Jul 2018 23:02

Operator : JU/SJ

Sample : J4140-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG071218_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 4 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.29 3.72 ng 181904 Chrysene-di12 21.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
2 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 90
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 87
5 17-Pentatriacontene 491 C35H70 006971-40-0 87
Abundance Scan 3064 (21.291 min): BG035886.D (-3060) (-) m/z 57.20 100.00%
512 972
5000
207.2 3 3111 21.00 21.20 21.40 21.60
N 252.4 296.3 387.1 429.4 /7 97 .20 84 _69%
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
57.0
97.0
5000
21.00 21.20 21.40 21.60
m/z 55.15 84 .05%
169.0 5100
m/z--> 50 100 150 200 250 300 350 400
Abundance #222139: Nonadecy! pentafluoropropionate
510 g7
21.00 21.20 21.40 21.60
5000 m/z 83.20 83.77%
ol 1. | (1 | \F?'Ol 182.0 222.0 266.0 311.0 412.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester
57.0 21.00 21.20 21.40 21.60
97.0 m/z 43.20 77.12%
5000
o0 | | ‘ | 111390 177,210.0 2550 356.0
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG072518\
Data File : BG035886.D

Acq On = 25 Jul 2018 23:02

Operator : JU/SJ

Sample - J4140-07

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG071218_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]
2-Pentanone, 4-hy... 5.14 10.0 ng 122360 1 8.03 245161 20.0
unknown? .56 7.56 82.8 ng 1014300 1 8.03 245161 20.0
Heptafluorobutyri... 21.29 3.7 ng 181904 5 21.65 978536 20.0
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