LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120319\
Data File : BP001173.D

Aca On : 04 Dec 2019 00:07

Operator :© JU

Sample : K6069-02

Misc :

ALS Vial : 18 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 42 45 59 rvB 31057 53243 1.43% 0.174%
2 5.628 597 602 617 rVB 398271 611443 16.45% 1.997%
3 6.222 696 703 718 rBVY 2275320 2848260 76.64% 9.304%
4 7.763 957 965 975 rBVY 2312731 3108877 83.66% 10.155%
5 7.952 990 997 1004 rBVY 2378686 2958493 79.61% 9.664%
6 8.310 1053 1058 1064 rBVY 655555 756455 20.36% 2.471%
7 8.552 1093 1099 1104 rBV 1889057 2290507 61.63% 7.482%
8 9.193 1201 1208 1212 rBV 1611939 1917756 51.60% 6.265%
9 10.346 1394 1404 1411 rBV 804980 930500 25.04% 3.040%
10 12.128 1697 1707 1711 rBV 2889457 3394005 91.33% 11.087%

11 12.792 1815 1820 1825 rBV 294107 330693 8.90% 1.080%
12 13.210 1885 1891 1898 rVB 888882 1076519 28.97% 3.517%
13 14.498 2104 2110 2124 rBV 1662350 2258474 60.77% 7.377%
14 15.604 2291 2298 2309 rBV 989770 1156023 31.11% 3.776%
15 15.745 2318 2322 2328 rVB2 42867 49895 1.34% 0.163%

16 16.492 2445 2449 2462 rBV 106318 149493 4.02% 0.488%
17 17.580 2630 2634 2640 rBV2 29972 38561 1.04% 0.126%
18 17.892 2681 2687 2691 rBV 3385747 3716307 100.00% 12.140%
19 19.127 2892 2897 2912 rBV2 135690 295277 7.95% 0.965%
20 19.251 2912 2918 2923 rBV 895871 1059705 28.52% 3.462%

21 19.539 2964 2967 2972 rBV 43880 49446 1.33% 0.162%
22 19.933 3030 3034 3047 rVB 63668 79491 2.14% 0.260%
23 20.310 3094 3098 3103 rBV 68746 75612 2.03% 0.247%
24 20.704 3161 3165 3173 rBV 68687 86358 2.32% 0.282%
25 21.021 3213 3219 3228 rVB 746756 997719 26.85% 3.259%
26 21.145 3235 3240 3249 rVB 63399 99205 2.67% 0.324%
27 21.645 3319 3325 3330 rBV 55019 95554 2.57% 0.312%
28 22.216 3417 3422 3431 rVB2 38125 73477 1.98% 0.240%
29 22.892 3531 3537 3546 rVB3 20785 55704 1.50% 0.182%
Sum of corrected areas: 30613052
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001173.D

Aca On : 04 Dec 2019 00:07

Operator :© JU

Sample : K6069-02

Misc :

ALS Vial : 18 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

Abundance TIC: BP001173.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001173.D

Aca On : 04 Dec 2019 00:07

Operator :© JU

Sample : K6069-02

Misc :

ALS Vial : 18 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.

5.63 16.17 ng 611443 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 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 17
3 Butane. 1l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 602 (5.628 min): BP001173.D (-597) (-) m/z 43.00 100.00%

43
5000

520 540 560 580 600
Olprrr k2| 133 167 207 252282 326 367 415444 484 539 m/z 59.10 58.16%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 | BRI L L B LB B BB

5.20 540 5.60 5.80 6.00
m/z 101.00 19.03%

15 101
-t e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
e BEamE L B
520 540 5.60 5.80 6.00
5000 m/z 58.00 15.50%
126
B D B e B B BAAES REs s s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4425: Butane, 1-ethoxy- T T T T
59 520 540 560 580 600
31 m/z 41.05 8.77%
5000
‘ L | 102
e o L B B e e e B N R m e o REEEEEEaE R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.20 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001173.D

Aca On : 04 Dec 2019 00:07

Operator :© JU

Sample : K6069-02

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719.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 unknown7.95 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.95 78.22 ng 2958490 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 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 14
Abundance Scan 997 (7.952 min): BP001173.D (-990) (-) m/z 131.95 100.00%
132
5000 o8
a0 | % 760 7.80 8.00 820

178207 236265293320348 379 409439 471499527

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 ll|lll/l\|llll|llll|llll|l
7.60 7.80 8.00 8.20
m/z 66.00 37.33%
31 g
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
R e S EEARE e
7.60 7.80 8.00 8.20
5000 m/z 134.00 32.65%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14491: 5-Aminoindole B R
132 7.60 7.80 8.00 8.20
m/z 69.05 22.63%
5000
104
66
39
BRI B o e L o LRI e e o o R e R N EEAEE e
m/z--> 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\BP120319\
Data File : BP001173.D

Aca On : 04 Dec 2019 00:07

Operator :© JU

Sample : K6069-02

Misc :

ALS Vial : 18 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 2.59 ng 149493 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 91
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 Tetradecanoic acid 228 C14H2802 000544-63-8 70

Abundance Scan 2449 (16.492 min): BP001173.D (-2445) (-) m/z 73.00 100.00%

43
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—

16.20 16.40 16.60 16.80
m/z 59.95 90.23%
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Abundance #107548: n-Hexadecanoic acid
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Abundance #72647: Tridecanoic acid
43 T T T T T
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Abundance #95854: Pentadecanoic acid e R L R s R
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120319\
Data File : BP001173.D

Aca On : 04 Dec 2019 00:07

Operator :© JU

Sample : K6069-02

Misc :

ALS Vial : 18 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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.13 5.57 ng 295277 Chrysene-di12 19.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
2 1-Docosene 308 C22H44 001599-67-3 91
3 Nonadecvl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 1-Heneicosyl formate 340 C22H4402 077899-03-7 91
Abundance Scan 2897 (19.127 min): BP001173.D (-2892) (-) m/z 57.05 100.00%
57
97
5000
25 18.80 19.00 19.20 19.40
153
b L L 225 208 252282 326355386416446 800535 | sy 43.05  79.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220103: Heptafluorobutyric acid, pentadecyl ester
g7
97
5000 RN RN BN IS
18.80 19.00 19.20 19.40
0
29 25 e 1o m/z 55.10 78.86%
| L., e 255 406
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151538: 1-Docosene
55
—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
97 18.80 19.00 19.20 19.40
5000 m/z 83.10 66.26%
47 25
in | 153181 308
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #222139: Nonadecy! pentafluoropropionate
57 o7 18.80 19.00 19.20 19.40
m/z 97.10 64 .06%
5000
25
29 3
il |} 153182210238266 311 412
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\BP120319\
Data File : BP001173.D

Acq On : 04 Dec 2019 00:07

Operator : JU

Sample - K6069-02

Misc :

ALS Vial : 18 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... 5.63 16.2 ng 611443 1 8.31 756455 20.0
unknown? .95 7.95 78.2 ng 2958490 1 8.31 756455 20.0
n-Hexadecanoic acid 16.49 2.6 ng 149493 4 15.60 1156020 20.0
Heptafluorobutyri... 19.13 5.6 ng 295277 5 19.25 1059710 20.0
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