LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120519\
Data File : BP001213.D

Aca On : 05 Dec 2019 15:58

Operator :© JU

Sample : K6100-01

Misc :

ALS Vial : 12 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 P\METHODS\8270-BP112719.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 2.352 41 45 61 rvB 20224 37280 1.37% 0.161%
2 5.622 596 601 617 rVB 285449 425459 15.58% 1.842%
3 6.216 696 702 713 rBVY 1694011 2158196 79.04% 9.346%
4 7.757 957 964 982 rBVY 1797765 2419857 88.63% 10.479%
5 7.952 990 997 1011 rBVY 1779378 2260026 82.77% 9.787%
6 8.310 1053 1058 1066 rBV 488974 553447 20.27% 2.397%
7 8.552 1093 1099 1104 rBV 1444288 1717041 62.89% 7.436%
8 9.193 1201 1208 1212 rBvV 1237802 1436417 52.61% 6.221%
9 10.346 1398 1404 1413 rBV 580836 668665 24.49% 2.896%
10 12.128 1698 1707 1711 rBV 2090450 2383346 87.29% 10.321%

11 12.792 1815 1820 1829 rBV 148003 173425 6.35% 0.751%
12 13.210 1885 1891 1905 rBV 597473 780671 28.59% 3.381%
13 14.498 2104 2110 2136 rBV 1334629 1787328 65.46% 7.740%
14 15.604 2288 2298 2303 rBV 740015 867698 31.78% 3.758%

15 16.486 2445 2448 2464 rBV2 59302 90370 3.31% 0.391%
16 17.345 2587 2594 2602 rBV 26162 35049 1.28% 0.152%
17 17.651 2642 2646 2650 rVB2 28219 32394 1.19% 0.140%
18 17.886 2681 2686 2690 rBV 2563231 2730414 100.00% 11.824%
19 18.257 2743 2749 2758 rBV2 30130 40078 1.47% 0.174%
20 18.704 2821 2825 2829 rBV 34287 38262 1.40% 0.166%

21 19.127 2892 2897 2911 rBV3 159465 371316 13.60% 1.608%
22 19.245 2911 2917 2921 rBV 734871 833048 30.51% 3.608%

23 19.539 2963 2967 2975 rVB 43973 50372 1.84% 0.218%
24 19.927 3029 3033 3050 rBV 46053 73795 2.70% 0.320%
25 20.304 3093 3097 3104 rVB 57487 63048 2.31% 0.273%
26 20.527 3131 3135 3146 rVB2 12305 31079 1.14% 0.135%
27 20.698 3160 3164 3171 rVB 52255 66327 2.43% 0.287%
28 21.016 3212 3218 3234 rVB 554926 801147 29.34% 3.469%
29 21.139 3234 3239 3248 rVB2 45240 65180 2.39% 0.282%
30 21.639 3318 3324 3329 rBV2 36612 67388 2.47% 0.292%
31 22.215 3416 3422 3428 rBvV4 16573 33457 1.23% 0.145%
Sum of corrected areas: 23091580
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001213.D

Aca On : 05 Dec 2019 15:58

Operator : JU

Sample : K6100-01

Misc :

ALS Vial :© 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA P\METHODS\8270-BP112719.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: BP001213.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001213.D

Aca On : 05 Dec 2019 15:58

Operator :© JU

Sample : K6100-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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.

5.62 15.37 ng 425459 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 25
3 Acetone 58 C3H60 000067-64-1 12
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 10
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 601 (5.622 min): BP001213.D (-596) (-) m/z 43.00 100.00%
a3
5000 }L
1 520 540 560 580 6.00
ol /L 139169 211244274303331361 411 449480512543 m/z 58.95 54_96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 R I UL L
520 5.40 5.60 5.80 6.00
m/z 101.10 18.50%
101
O B B o B e e e e I SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
520 540 560 580 6.00
5000 m/z 57.95 16.30%
0 126
mz-> 0 80 100 1% 200 250 3% 350 400 450 5% 5%
Abundance #214: Acetone R LI LI L BN B
43 520 5.40 5.60 5.80 6.00
m/z 41.05 8.50%
5000
15
0 |||‘| ‘uuuu||||||||||||||||||||||||||||||||||||| |||||||||||||||||||
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.0 540 560 580 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001213.D

Aca On : 05 Dec 2019 15:58

Operator :© JU

Sample : K6100-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 unknown7.95 Concentration Rank 1

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

7.95 81.67 ng 2260030 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
4 Cvclopropanamine., 1-phenvl- 133 C9H11N 1000351-26-2 14
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 997 (7.952 min): BP001213.D (-990) (-) m/z 132.00 100.00%
132
5000 68
96 AL L R L
40 007 7.60 7.80 8.00 8.20
o 175 207237263292320 362 394424451479509536 m/z 68.10 50.17%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S AR R RS AR
7.60 7.80 8.00 8.20
m/z 66.00 37 .46%
31 g
OI”JJ”'bW"'I”"P""'” DN SN BN S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
AL L R L
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.13%
oz 10
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine B B B R
132 7.60 7.80 8.00 8.20
69 m/z 69.10 22 .63%
104
5000
31
Ol“J”w"w"“l'“' L N S L S LI WL A L R L
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001213.D

Aca On : 05 Dec 2019 15:58

Operator :© JU

Sample : K6100-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.49 2.08 ng 90370 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 50
Abundance Scan 2449 (16.492 min): BP001213.D (-2445) (-) m/z 73.00 100.00%

43

5000

—

213 L I L I L I L I TTrTT
16.20 16.40 16.60 16.80
256 299 342369 408 441471502 539

0! m/z 59.95 83.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid

43 73
5000 LN L L L L L L B B
16. 20 16. 40 16. 60 16. 80
21 m/z 43.10 73.66%
157185
04

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

:

Abundance #95851: Pentadecanoic acid
43
16.20 16.40 16.60 16.80
5000 m/z 54.95 72.23%
0 15
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72648: Tridecanoic acid R e L
73 16.20 16.40 16.60 16.80
m/z 57.00 67.00%
43
5000
129
171 214
1 J | P Il 1 \
ol -k P\..p”...hu e

100 150 200 250 300 350 400 450 500 550

16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001213.D

Aca On : 05 Dec 2019 15:58

Operator :© JU

Sample : K6100-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.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 5 Eicosyl pentafluoropropionate Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.13 8.91 ng 371316 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosvl pentafluoropropionate 444 C23H41F502 1000351-80-8 90
2 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90
3 Octacosvl acetate 452 C30H6002 018206-97-8 90
4 Eicosvl heptafluorobutvrate 494 C24H41F702 1000351-83-5 87
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 87
Abundance Scan 2897 (19.127 min): BP001213.D (-2892) (-) m/z 57.10 100.00%
57
5000
18.80 19.00 19.20 19.40
o 180208 239 281309339367 417 449 488 521 n/z 43.10 78 18%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #225763: Eicosy! pentafluoropropionate
57
97
5000
18.80 19.00 19.20 19.40
25 m/z 55.10 68.33%
0 %gl |l 153182210 252280 325 426
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164026: 1-Hexadecanesulfonyl chloride
57
97 18.80 19.00 19.20 19.40
5000 m/z 83.05 64 .53%
53 196224 271 347
0"L|J“'|“LBW5“”"“ AR R AR BN SRR WA
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
43| 97 18.80 19.00 19.20 19.40
m/z 71.10 57 .24%
5000
25
ol 15, | ‘l 1193181209 250278306334364392 437
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19.20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120519\
Data File : BP001213.D

Acq On : 05 Dec 2019 15:58

Operator : JU

Sample : K6100-01

Misc :

ALS Vial : 12 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.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... 5.62 15.4 ng 425459 1 8.31 553447 20.0
unknown? .95 7.95 81.7 ng 2260030 1 8.31 553447 20.0
n-Hexadecanoic acid 16.49 2.1 ng 90370 4 15.60 867698 20.0
Eicosyl pentafluo... 19.13 8.9 ng 371316 5 19.25 833048 20.0
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