LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001051.D

Aca On : 15 Nov 2019 20:56

Operator :© JU

Sample - K5832-07

Misc :

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 P\METHODS\8270-BP110619.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 2.328 35 41 50 rvB 465646 695095 8.50% 1.264%
2 5.734 613 620 638 rBV 422063 704376 8.62% 1.280%
3 6.305 710 717 722 rBVY 3015756 4063648 49.72% 7.387%
4 7.816 966 974 986 rBY 3278214 4458262 54.55% 8.104%
5 8.010 1000 1007 1011 rBV 3606517 4677473 57.23% 8.503%
6 8.363 1062 1067 1077 rBV 921551 1077625 13.19% 1.959%
7 8.604 1102 1108 1113 rBvV 3119823 3847176 47 .07% 6.994%
8 9.246 1209 1217 1220 rBvV 2141017 2807087 34.35% 5.103%
9 10.393 1406 1412 1417 rBV 1168933 1367262 16.73% 2.485%
10 12.169 1705 1714 1719 rBV 4943382 6228607 76.21% 11.323%

11 12.834 1821 1827 1836 rBV 709115 797202 9.75% 1.449%
12 13.251 1892 1898 1904 rBV 1458764 1781740 21.80% 3.239%
13 14.545 2111 2118 2131 rBV 3955242 4963407 60.73% 9.023%
14 15.645 2300 2305 2309 rBV 1808326 2052705 25.12% 3.732%
15 15.786 2322 2329 2334 rVB2 77184 100404 1.23% 0.183%

16 16.528 2449 2455 2463 rBV 339798 433000 5.30% 0.787%

17 17.386 2597 2601 2607 rVB 78155 87698 1.07% 0.159%
18 17.610 2636 2639 2646 rBV2 97746 132834 1.63% 0.241%
19 17.686 2648 2652 2656 rVB 76029 93325 1.14% 0.170%

20 17.927 2687 2693 2696 rBV 7310845 8172806 100.00% 14.857%

21 19.157 2898 2902 2917 rBV 380787 803390 9.83% 1.460%
22 19.280 2918 2923 2927 rBV 2127314 2232604 27.32% 4_059%
23 19.569 2969 2972 2976 rBV 93058 106913 1.31% 0.194%
24 19.957 3035 3038 3042 rBvV 128378 154906 1.90% 0.282%
25 20.333 3099 3102 3107 rVB 187181 207908 2.54% 0.378%

26 20.733 3166 3170 3176 rBV 187607 270775 3.31% 0.492%
27 21.063 3220 3226 3231 rBV 1553125 2153168 26.35% 3.914%
28 21.180 3242 3246 3254 rVB 167849 262928 3.22% 0.478%
29 21.686 3327 3332 3337 rBV 118496 188041 2.30% 0.342%
30 22.262 3427 3430 3437 rVB3 51485 87542 1.07% 0.159%

Sum of corrected areas: 55009907
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001051.D

Aca On : 15 Nov 2019 20:56

Operator :© JU

Sample - K5832-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP

110619.M

Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP001051.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001051.D

Aca On : 15 Nov 2019 20:56

Operator :© JU

Sample - K5832-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
2.33 12.90 ng 695095 1,4-Dichlorobenzene-d4 8.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 41 (2.328 min): BP001051.D (-35) (-) m/z 73.05 100.00%
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N

w
~
[¢3)

L ‘ 220 240  2.60
o‘,-wul,....l,o?.l?f‘,l‘??.?o?..?‘,‘9..2.9?.32]6.,.:?7.5‘. Al2 Asr D548 Tnm/z 43.05  31.90%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-

>

5000 B o e
43 220 240  2.60

m/z 87.05 28.37%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol

S

220 240  2.60
5000 41 m/z 55.00 22.18%

112

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

Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether IS e oo e e e
78 2 20 2.40 2.60

m/z 71.05 10.48%

_>
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15, || | 103 147

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2 20 240 2.60

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001051.D

Aca On : 15 Nov 2019 20:56

Operator :© JU

Sample - K5832-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.73 13.07 ng 704376 1,4-Dichlorobenzene-d4 8.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 619 (5.728 min): BP001051.D (-613) (-) m/z 43.00 100.00%
43
5000
101
e
540 5.60 5.80 6.00
Ol A3y 132 175207239 281310 343371399 435 485 535 m/z 59.10 63.40%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 Ty T T T T T T T T T T

5.40 5.60 5.80 6.00
m/z 101.00 28.23%

101
-t
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R e R
540 5.60 5.80 6.00
5000 m/z 58.00 17.51%
101
15 731
i B I e B A e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59 540 560 5.80 6.00

m/z 41.10 9.22%

| I

m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001051.D

Aca On : 15 Nov 2019 20:56

Operator :© JU

Sample - K5832-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknown8.01 Concentration Rank 1

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

8.01 86.81 ng 4677470 1,4-Dichlorobenzene-d4 8.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
3 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 23
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
5 5-Aminoindole 132 C8H8N2 005192-03-0 16

Abundance Scan 1007 (8.010 min): BP001051.D (-1000) (-) m/z 132.00 100.00%
132
5000 68
w0 | % 7.60 7.80 8.00 8.20 8.40
obareds Li 1159191221 252270807 341368 401430460488516545 | 117> 68,00 - 37.63%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 e

760 7.80 800 820 8.40
m/z 134.00 33.36%

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

Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
A R L
7.60 7.80 8.00 820 8.40
5000 m/z 66.00 26.60%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro- A ARme b e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 17.15%
5000
69
39' 103
,..WWn”L?” e e e ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001051.D

Aca On : 15 Nov 2019 20:56

Operator :© JU

Sample - K5832-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.53 4.22 ng 433000 Phenanthrene-d10 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Dodecanoic acid 200 C12H2402 000143-07-7 70
Abundance Scan 2455 (16.528 min): BP001051.D (-2449) (-) m/z 73.00 100.00%
73
43
5000
213

256
16. 20 16. 40 16 60 16. 80
291 330357 391421 461490 534

0 m/z 60.00 74_.07%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
6
5000 LI L L L L L BB |

16.20 16.40 16.60 16.80
0,
157105213 256 m/z 43.10 66.95%

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

Abundance #72646: Tridecanoic acid
43 L&
16.20 16.40 16.60 16.80
5000 m/z 55.05 59.28%
J 129 171 214
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
43 |73 16.20 16.40 16.60 16.80
m/z 57.05 58.05%
5000 129
199
7 242
1
Tt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001051.D

Aca On : 15 Nov 2019 20:56

Operator :© JU

Sample - K5832-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 6 Trifluoroacetic acid, penta... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 7.20 ng 803390 Chrysene-di12 19.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Behenic alcohol 326 C22H460 000661-19-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93
Abundance Scan 2903 (19.163 min): BP001051.D (-2898) (-) m/z 57.05 100.00%
g7 97
jm 18:80 19.00 19.20 19.40
53 : : : :
o AL ¥ 22182210238 280 327356 400430 476505538 | /5 83 05  94.14%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #164113: Trifluoroacetic acid, pentadecy! ester
g7
97
5000 NSRRI B
18.80 19.00 19.20 19.40
29 25 m/z 97.10 87.78%
AL A0 25 se
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
97 AR VNS RN SR I
18.80 19.00 19.20 19.40
5000 m/z 55.05 82.94%
25
29 169
1] Jlllwz%o 255 406
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester B e EEEE
57 18.80 19.00 19.20 19.40
97 m/z 43.10 82.56%
5000
[LALL) ||| 154182210 255 356
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19,20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001051.D

Aca On : 15 Nov 2019 20:56

Operator :© JU

Sample - K5832-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 7 Heneicosane, 11-decyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.73 2.52 ng 270775 Perylene-d12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane. 11-decvl- 437 C31H64 055320-06-4 95
2 Nonadecane 268 C19H40 000629-92-5 93
3 Dotriacontane 451 C32H66 000544-85-4 93
4 Hexadecane. l1-iodo- 352 C16H33lI 000544-77-4 93
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3169 (20.727 min): BP001051.D (-3166) (-) m/z 57.05 100.00%
q7
85
5000
13 20.40 20.60 20.80 21.00
141 183 231
Ol A AL Lo (T21230 20 926 368400429460 503536 sz 71.10  78.92%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #223853: Heneicosane, 11-decyl-
g7
5000 85 NS UNASUNER RS
2040 2060 20.80 21.00
29 295 m/z 85.10 65.79%
. (3141169197205 266 l 323 435
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane

20.40 20.60 20.80 21.00
5000 m/z 43.10 64 .29%

13141169197025 268

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

Abundance #227194: Dotriacontane R a R mamEE L
20.40 20.60 20.80 21.00

m/z 55.00 28.73%

5000

141
169197205 67295 337365393421450

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\BP111519\
Data File : BP001051.D

Aca On : 15 Nov 2019 20:56

Operator :© JU

Sample - K5832-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 8 Tetracosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.18 2.44 ng 262928 Perylene-d12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Eilcosane 282 C20H42 000112-95-8 93
3 Octadecane 254 C18H38 000593-45-3 93
4 Pentacosane 352 C25H52 000629-99-2 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 3246 (21.180 min): BP001051.D (-3242) (-) m/z 57.10 100.00%
57
85
5000
| “1i3141169 207 239267 309 355_400 440470497 539 2080 2100 2120 2140
NN TS 0 A oo o LS A e e T T A m/z 71.10 78.89%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane
57
85
5000 A DU A B R
mmmmmmmm
- m/z 85.10 64 .46%
| ﬂ1}3141169197225253 338
m/z--> sb 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #129491: Eicosane
57
20,80 21.00 21.20 2140
5000 85 m/z 43.10 58.93%
29
11}3141169197225253282

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #105885: Octadecane A B o
20.80 21.00 21.20 21.40
m/z 55.10 23.80%
5000 85

113141169197995254

m/z--> 50 100 150 200 250 300 350 400 450 500 550 20 80 21. 00 21 20 21. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111519\
Data File : BP001051.D

Acq On : 15 Nov 2019 20:56

Operator : JU

Sample - K5832-07

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619.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... 2.33 12.9 ng 695095 1 8.36 1077630 20.0
2-Pentanone, 4-hy... 5.73 13.1 ng 704376 1 8.36 1077630 20.0
unknown8.01 8.01 86.8 ng 4677470 1 8.36 1077630 20.0
n-Hexadecanoic acid 16.53 4.2 ng 433000 4 15.65 2052710 20.0
Trifluoroacetic a... 19.16 7.2 ng 803390 5 19.28 2232600 20.0
Heneicosane, 11-d... 20.73 2.5 ng 270775 6 21.06 2153170 20.0
Tetracosane 21.18 2.4 ng 262928 6 21.06 2153170 20.0
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