LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120519\
Data File : BP001220.D

Aca On : 05 Dec 2019 19:27

Operator :© JU

Sample : K6120-03

Misc :

ALS Vial : 19 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 57 rvB 39226 63802 2.36% 0.269%
2 5.622 596 601 616 rVB 279145 415131 15.35% 1.750%
3 6.216 696 702 714 rBVY 1598988 2077409 76.80% 8.759%
4 7.758 957 964 981 rBVY 1765209 2328664 86.09% 9.818%
5 7.946 990 996 1006 rBVY 1707392 2177995 80.52% 9.183%
6 8.310 1053 1058 1066 rVvB 512017 579136 21.41% 2.442%
7 8.552 1093 1099 1104 rBV 1469817 1681683 62.17% 7 .090%
8 9.193 1201 1208 1212 rBvV 1171758 1394429 51.55% 5.879%
9 10.346 1398 1404 1409 rBV 626117 694111 25.66% 2.927%
10 12.128 1699 1707 1725 rBVY 1892742 2417361 89.37% 10.192%

11 12.793 1815 1820 1828 rBV 114696 129981 4.81% 0.548%
12 13.204 1885 1890 1910 rBV 630883 815106 30.14% 3.437%
13 14.498 2104 2110 2131 rBV 1320212 1694968 62.66% 7.146%
14 15.604 2292 2298 2302 rBV 763438 872344 32.25% 3.678%
15 15.640 2302 2304 2311 rVB 86397 88008 3.25% 0.371%

16 16.492 2445 2449 2456 rBV3 65821 105013 3.88% 0.443%
17 16.804 2496 2502 2508 rVB2 15886 27585 1.02% 0.116%
18 17.345 2590 2594 2599 rBV 179040 199644 7.38% 0.842%
19 17.651 2641 2646 2651 rBV 153033 179527 6.64% 0.757%
20 17.886 2680 2686 2690 rBV 2407134 2704812 100.00% 11.404%

21 18.257 2743 2749 2757 rBV3 20680 48278 1.78% 0.204%
22 19.128 2892 2897 2911 rBV2 173922 385476 14.25% 1.625%
23 19.245 2911 2917 2920 rVV 794360 924072 34.16% 3.896%

24 19.275 2920 2922 2927 rVB 79916 80752 2.99% 0.340%
25 19.539 2964 2967 2971 rBV 49671 51359 1.90% 0.217%
26 19.928 3030 3033 3038 rBvV 56518 65432 2.42% 0.276%
27 20.304 3093 3097 3103 rBvV 70114 77339 2.86% 0.326%
28 20.528 3131 3135 3139 rBV 61418 109919 4._.06% 0.463%
29 20.698 3160 3164 3169 rBvV 73264 95255 3.52% 0.402%
30 20.875 3190 3194 3201 rVB 34921 46143 1.71% 0.195%
31 20.939 3201 3205 3211 rBV 45023 61279 2.27% 0.258%
32 21.022 3212 3219 3228 rVB 545036 800126 29.58% 3.374%
33 21.139 3234 3239 3245 rVB 48931 74882 2.77% 0.316%
34 21.639 3318 3324 3331 rBV2 48559 83693 3.09% 0.353%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP120519\
Data File : BP001220.D

Aca On : 05 Dec 2019 19:27

Operator :© JU

Sample : K6120-03

Misc :

ALS Vial : 19 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.716 3331 3337 3342 rBVS 17628 50419 1.86% 0.213%
36 22.216 3417 3422 3427 rVB4 16806 30591 1.13% 0.129%
37 22.651 3491 3496 3503 rVB3 19783 42560 1.57% 0.179%
38 23.133 3572 3578 3585 rVB3 19128 43354 1.60% 0.183%

Sum of corrected areas: 23717638
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001220.D

Aca On : 05 Dec 2019 19:27

Operator :© JU

Sample : K6120-03

Misc :

ALS Vial : 19 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: BP001220.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001220.D

Aca On : 05 Dec 2019 19:27

Operator :© JU

Sample : K6120-03

Misc :

ALS Vial : 19 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.62 14.34 ng 415131 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. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 28
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 27
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 601 (5.622 min): BP001220.D (-596) (-) m/z 43.00 100.00%
43
5000
1o 520 540 560 580 6.00
Olprrr b o2 133165 207239267 319347376 410443470 522 m/z 59.00 55.35%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U UL L

520 540 5.60 5.80 6.00
m/z 101.10 17.28%

15 101
0|]'l||| LR DL LI WL B B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8205: Acetic acid, 1,1-dimethylethyl ester
43
AL I IR IR IR
520 540 5.60 5.80 6.00
5000 m/z 58.00 15.41%
’ 101
0|""JJ|""|""|"" R DL LI WL BN B B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime R e A REE
43 520 540 5.60 5.80 6.00
m/z 41.00 8.37%
5000
101
15
O e e e e A I IR LR A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 520 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001220.D

Aca On : 05 Dec 2019 19:27

Operator :© JU

Sample : K6120-03

Misc :

ALS Vial : 19 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 3 unknown7.95 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.95 75.22 ng 2178000 1,4-Dichlorobenzene-d4 8.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 Cvclopropanamine. 1-phenvl- 133 C9H11N 1000351-26-2 10
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 10
5 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10
Abundance Scan 997 (7.952 min): BP001220.D (-990) (-) m/z 132.00 100.00%
132
5000 68
96 AL L R L
40 8 7.60 7.80 8.00 8.20
ol 185 215243270299327 368398 429458486514543 m/z 68.00 50 _44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 AR LR R S

7.60 7.80 8.00 8.20
m/z 66.00 37.26%

og 63 104
O o S e o o S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
T B e
9 7.60 7.80 8.00 8.20
5000 ! m/z 134.00 33.78%
31 601
o T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14770: Cyclopropanamine, 1-phenyl- B B A
132 7.60 7.80 8.00 8.20
m/z 69.05 22 .60%
104
5000
51
N 7 SN S U § SO
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\BP120519\
Data File : BP001220.D

Aca On : 05 Dec 2019 19:27

Operator :© JU

Sample : K6120-03

Misc :

ALS Vial : 19 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.49 2.41 ng 105013 Phenanthrene-d10 15.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 70
5 Tridecanoic acid 214 C13H2602 000638-53-9 70
Abundance Scan 2449 (16.492 min): BP001220.D (-2445) (-) m/z 72.95 100.00%
4373
5000
129
171 213
o ALl [, 0 a0a 3s530 424 450489521508 sz Bg 05 79620
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60
5000 129 o SRR B IS S
mmmmmmmm
157195213 256 m/z 43.10 78.95%
0
m/z--> 6 55 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
43 73
16.20 16,40 16.60 16.80
5000 129 m/z 57.05 73.53%
199
. 242
MESIE R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73 16.20 16.40 16.60 16.80
m/z 54.95 61.52%
5000
185 228
0! R e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1620 1640 1660 1680
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001220.D

Aca On : 05 Dec 2019 19:27

Operator :© JU

Sample : K6120-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP112719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

6 Nonadecyl pentafluoropropio...

Conce

ntration Rank 4

Relative to ISTD R.T.

R.T. EstConc Area
19.13 8.34 ng 385476
Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 Nonadecvl pentafluoropropionate
2 Eicosvl heptafluorobutvrate

3 Octacosanol

4 Docosvl pentafluoropropionate

430 C22H39F502
494 C24H41F702
410 C28H580

472 C25H45F502

1000351-88-8 91
1000351-83-5 91
000557-61-9 90
1000351-80-9 90
002425-77-6 89

m/z 57.05 100.00%

18.80 19.00 19.20 19.40

m/z 43.05 84.21%

18.80 19.00 19.20 19.40

m/z 55.05 73 .03%

18.80 19.00 19.20 19.40

m/z 83.05 61.28%

A
LN

18.80 19.00 19.20 19.40

5 1-Decanol, 2-hexyl- 242 C16H340
Abundance Scan 2897 (19.128 min): BP001220.D (-2892) (-)
57
5000
O] J, Illl.‘l 128207234 283 330 378406436464491518 549
o -k T T T T e T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #222139: Nonadecy! pentafluoropropionate
57 97
5000
125
29 153
0 |i [153182210238266 311 412
RS B R ma e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #234498: Eicosyl heptafluorobutyrate
57
97
5000
125
o 291 | 169196924252280 325 476
L e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215904: Octacosanol
57
97
5000
125
29
ok, l 153181200236264292322 364392
i B e e e R R R
m/z--> 50 100 150 200 250 300 350 400 450 500 550

m/z 69.05 53.32%

18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001220.D

Aca On : 05 Dec 2019 19:27

Operator :© JU

Sample : K6120-03

Misc :

ALS Vial : 19 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 7 Nonadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.70 2.38 ng 95255 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Docosane. 7-hexvl- 394 C28H58 055373-86-9 93
3 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 92
4 Tetracosane 338 C24H50 000646-31-1 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 3164 (20.698 min): BP001220.D (-3160) (-) m/z 57.05 100.00%
57
5000 85
13 20.40 20,60 20.80 21.00
155 193
ok LT, 15,195 70008 sossss_soruzosssasosonsag | 20402000 2000 2400 o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117636: Nonadecane

5000
20.40 20.60 20.80 21.00

m/z 43.05 57.98%

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209568: Docosane, 7-hexyl-
57
T T T T T
20.40 20.60 20.80 21.00
5000 85 m/z 85.05 43.68%
3 182
o VUL 77211239267 3?9337364392
R o e e B B BN B e o e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194506: Octadecane, 5,14-dibutyl- B B ILALULELE B v e
43 71 20.40 20.60 20.80 21.00
m/z 55.00 27 .29%
5000
126
309
o L], | 155183211239266 ~|~337364
R e o AL L BN I e o e o o e e o R ANBREREREEEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20 40 20. 60 20 80 21. OO
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP120519\
Data File : BP001220.D

Aca On : 05 Dec 2019 19:27

Operator :© JU

Sample : K6120-03

Misc :

ALS Vial : 19 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 8 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

21.64 2.09 ng 83693 Perylene-d12 21.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 93
2 Eicosane. 10-methvl- 296 C21H44 054833-23-7 93
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 3324 (21.639 min): BP001220.D (-3318) (-) m/z 57.05 100.00%

5000

-

21.40 21.60 21.80 22.00
m/z 43.05 58.98%

141169197 oog 263

o 315 355 399 451 491 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202661: Heptacosane

F

5000 85 L e e
21.40 21.60 21.80 22.00

m/z 71.00 58.16%

29 13
o] o 141169197225253231309337 380
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141431: Eicosane, 10-methyl-
5[7
A BERE SRR
21.40 21.60 21.80 22.00
5000 85 m/z 85.10 40.79%
13 154
0 | 183211239 281
e e e e e e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #209566: Octacosane B L L B
21.40 21.60 21.80 22.00
m/z 54.95 20.94%
5000

%

| 13141169197225253281309337365394
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 21,40 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP120519\
Data File : BP001220.D

Acq On : 05 Dec 2019 19:27

Operator : JU

Sample : K6120-03

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP112719_.M
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]
2-Pentanone, 4-hy... 5.62 14.3 ng 415131 1 8.31 579136 20.0
unknown7 .95 7.95 75.2 ng 2178000 1 8.31 579136 20.0
n-Hexadecanoic acid 16.49 2.4 ng 105013 4 15.60 872344 20.0
Nonadecyl pentafl... 19.13 8.3 ng 385476 5 19.25 924072 20.0
Nonadecane 20.70 2.4 ng 95255 6 21.02 800126 20.0
Heptacosane 21.64 2.1 ng 83693 6 21.02 800126 20.0
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