LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001054.D

Aca On : 15 Nov 2019 22:26

Operator :© JU

Sample - K5832-13

Misc :

ALS Vial : 17 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 2.311 33 38 48 rVB 272111 402319 7.31% 1.062%
2 5.728 612 619 633 rBV 293830 409622 7.45% 1.081%
3 6.299 710 716 727 rBVY 1934870 2340972 42 .55% 6.179%
4 7.810 966 973 982 rBVY 1968260 2542980 46.22% 6.712%
5 8.005 1000 1006 1013 rBvV 2276052 2693314 48.95% 7.109%
6 8.363 1062 1067 1074 rVB 912621 1054647 19.17% 2.784%
7 8.605 1102 1108 1113 rBVY 1969366 2231238 40.55% 5.889%
8 9.240 1208 1216 1220 rBvV 1376749 1592678 28.95% 4.204%
9 10.393 1406 1412 1417 rBV 1177042 1348980 24.52% 3.560%
10 12.169 1707 1714 1719 rBV 3401141 3830860 69.63% 10.111%

11 12.834 1822 1827 1836 rVB 431177 490705 8.92% 1.295%
12 13.251 1892 1898 1904 rBV 1479307 1806116 32.83% 4.767%
13 14.545 2111 2118 2131 rBV 2240703 2982094 54.20% 7.871%
14 15.645 2299 2305 2310 rBV 1906741 2135021 38.80% 5.635%
15 15.781 2325 2328 2334 rVB 48566 59138 1.07% 0.156%

16 16.522 2449 2454 2465 rBV 128700 194926 3.54% 0.514%
17 17.922 2686 2692 2696 rBV 5135676 5501968 100.00% 14.522%
18 19.163 2898 2903 2917 rBV 245117 498609 9.06% 1.316%
19 19.280 2918 2923 2927 rBV 2036589 2320283 42.17% 6.124%
20 19.569 2968 2972 2978 rBV 99495 111816 2.03% 0.295%

21 19.957 3035 3038 3042 rBvV 149486 164682 2.99% 0.435%
22 20.333 3099 3102 3110 rVB 193994 218416 3.97% 0.576%
23 20.422 3113 3117 3120 rVVv2 74346 86268 1.57% 0.228%
24 20.733 3166 3170 3176 rBV 183109 238695 4._.34% 0.630%
25 21.057 3219 3225 3232 rBV 1604786 2246225 40.83% 5.929%

26 21.174 3241 3245 3252 rVB 142452 224100 4_.07% 0.591%
27 21.680 3327 3331 3337 rBV 98923 161714 2.94% 0.427%

Sum of corrected areas: 37888386
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001054.D

Aca On : 15 Nov 2019 22:26

Operator :© JU

Sample - K5832-13

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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: BP001054.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001054.D

Aca On : 15 Nov 2019 22:26

Operator :© JU

Sample - K5832-13

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.31 7.63 ng 402319 1,4-Dichlorobenzene-d4 8.37
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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 38 (2.311 min): BP001054.D (-33) (-) m/z 73.00 100.00%
3
5000
43
et e
220 240  2.60
oJ,L | .‘.1,0.7. 141174204 258284 328300385414 467 502528 m/z 43.05 30.94%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 L S
43 220 240  2.60
‘ m/z 87.05 29.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
N
220 240  2.60
5000 41 m/z 55.10 22 _.52%
112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- A L L
73 220 240  2.60
m/z 71.05 10.77%
5000
45
ML‘ 101 j\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 220 240  2.60 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001054.D

Aca On : 15 Nov 2019 22:26

Operator :© JU

Sample - K5832-13

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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.

5.73 7.77 ng 409622 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 47
3 3-Hvdroxv-3-methvIl-2-butanone 102 C5H1002 000115-22-0 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 4-Methoxy-1-pentene 100 C6H120 098386-09-5 12

Abundance Scan 619 (5.728 min): BP001054.D (-612) (-) m/z 42.95 100.00%
a3
5000
101
e
540 5.60 5.80 6.00
Ol Rl 103 207 241 279307339 386 427 471501 549 m/z 59.00 67.34%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 AU USSR RN

5.40 5.60 5.80 6.00
m/z 101.00 31.36%

15 101

L

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

Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
R e R
5.40 5.60 5.80 6.00
5000 m/z 58.00 17.87%
101
15 13
I |
R B B e e B I B o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4324: 3-Hydroxy-3-methyl-2-butanone R e ERE R
59 5.40 5.60 5.80 6.00
m/z 41.10 10.64%
5000
31
87
T T R REmaEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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 : BP001054.D

Aca On : 15 Nov 2019 22:26

Operator :© JU

Sample - K5832-13

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknown8.00 Concentration Rank 1

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

8.00 51.08 ng 2693310 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 16
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 1005 (7.999 min): BP001054.D (-1000) (-) m/z 132.00 100.00%
132
5000 68
96 AR S LR
l 171 207237264292321349 380410439467 497525 1.60_7.80 800 820 840
L s sl NSl M m/z 68.05 39.48%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T

760 7.80 800 8.20 8.40
m/z 133.95 32.18%

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132

7.60 7.80 8.00 8.20 8.40
5000 m/z 65.95 28.07%

33 97

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

Abundance #14491: 5-Aminoindole T R aae e
132 7.60 7.80 8.00 8.20 8.40

m/z 69.10 18.69%

5000
104
66
39
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7. 60 7.80 800 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001054.D

Aca On : 15 Nov 2019 22:26

Operator :© JU

Sample - K5832-13

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Cyclohexadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 4.30 ng 498609 Chrysene-di12 19.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 99
2 1-Heneicosanol 312 C21H440 015594-90-8 98
3 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 94
4 Tricosvl trifluoroacetate 436 C25H47F302 1000351-75-1 94
5 Cyclopentadecane 210 C15H30 000295-48-7 91
Abundance Scan 2903 (19.163 min): BP001054.D (-2898) (-) m/z 57.10 100.00%
57
97
5000
1125 18:80 19.00 19.20 19.40
53 : - : :
ob A lLL} | 153180208235 268 303336 368305 444 478511542 1743 16 78.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55 g3
5000 LU UL BN B
11 18180 19.00 19.20 19.40
) m/z 83.00 72 .50%
39167196224
miz--> ""s'o"'iéd"iéd"'zod'"zsé"éod"ééd"&éé"&éd"ééé"ééé
Abundance #155048: 1-Heneicosanol
57
97
18.80 19.00 19.20 19.40
5000 m/z 97.10 70.12%
29 25 294
\‘J l J\ ;?1 210237266 {
m/z--> §0 100 150 200 250 300 350 400 450 500 550
Abundance #95992: 1-Decanol, 2-hexyl- Ll BEmms na s
57 18.80 19.00 19.20 19.40
m/z 69.10 69.65%
m/z--> §0 100 1%0 200 250 300 350 400 450 500 550 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 : BP001054.D

Aca On : 15 Nov 2019 22:26

Operator :© JU

Sample - K5832-13

Misc :

ALS Vial : 17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 6 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.73 2.13 ng 238695 Perylene-d12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 94
2 Eilcosane 282 C20H42 000112-95-8 94
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3169 (20.727 min): BP001054.D (-3166) (-) m/z 57.10 100.00%
5000
13 50140 20'60 2080 2100
141 20.40 20.60 20.80 21.00
o 169 209 253282 317348376 430460489 541 n/z 71.10 75 78%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
5000 ISR R

20. 40 20. 60 20 80 21.00
m/z 43.10 59.38%

141169197225253 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane

85 20.40 20.60 20.80 21.00
5000 m/z 85.05 55.51%

13
29 | }41169197225253282

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane R e RS AR Eaa
20.40 20.60 20.80 21.00

m/z 55.00 23.18%

5000

141169197225 267295 365393
ey
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2040 20.60 20.80 21.00
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Tentatively ldentified Compound (LSC) summary

Data Path :

Data File : BP001054.D

Acq On : 15 Nov 2019 22:26
Operator : JU

Sample - K5832-13

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\SVOASRV\HPCHEMI\BNA_P\DATA\BP111519\

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= 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... 2.31 7.6 ng 402319 1 8.37 1054650 20.0
2-Pentanone, 4-hy... 5.73 7.8 ng 409622 1 8.37 1054650 20.0
unknown8 .00 8.00 51.1 ng 2693310 1 8.37 1054650 20.0
Cyclohexadecane 19.16 4.3 ng 498609 5 19.28 2320280 20.0
Heneicosane 20.73 2.1 ng 238695 6 21.06 2246230 20.0
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