LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP111819\
Data File : BP001070.D

Aca On 19 Nov 2019 01:11

Operator :© JU

Sample - K5865-02

Misc :

ALS Vial : 9 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 32 38 48 rBV 402056 596574 7.63% 1.207%
2 5.728 611 619 632 rBV 370713 576031 7.36% 1.166%
3 6.299 709 716 720 rBVY 2822416 3461829 44.25% 7 .006%
4 7.811 965 973 989 rVB 2744372 4009052 51.24% 8.113%
5 8.005 999 1006 1010 rBVY 3285057 4052579 51.80% 8.201%
6 8.363 1061 1067 1072 rBV 915466 1033389 13.21% 2.091%
7 8.605 1102 1108 1112 rBV 2866779 3309452 42 .30% 6.698%
8 9.240 1208 1216 1220 rBvV 1972225 2444439 31.24% 4_.947%
9 10.387 1406 1411 1416 rBV 1127451 1334235 17.05% 2.700%
10 12.169 1705 1714 1718 rBVY 4939418 5870180 75.03% 11.880%

11 12.834 1822 1827 1832 rBV 541335 593444 7.59% 1.201%
12 13.251 1892 1898 1904 rBV 1486844 1789364 22.87% 3.621%
13 14.545 2111 2118 2131 rBV 3718453 4711566 60.22% 9.535%
14 15.645 2296 2305 2309 rBV 1815487 2122121 27.12% 4._.295%

15 15.681 2309 2311 2317 rVB 91556 90257 1.15% 0.183%
16 16.528 2447 2455 2462 rBV2 254329 419556 5.36% 0.849%
17 17.387 2597 2601 2606 rVB 90351 93676 1.20% 0.190%
18 17.616 2637 2640 2645 rBV2 66292 84616 1.08% 0.171%

19 17.692 2649 2653 2657 rVB 153693 167183 2.14% 0.338%
20 17.934 2688 2694 2697 rBV 6915666 7823517 100.00% 15.833%

21 19.181 2902 2906 2918 rVB4 168314 419642 5.36% 0.849%
22 19.286 2919 2924 2928 rVV 1961846 2148777 27.47% 4._.349%
23 19.322 2928 2930 2937 rVB2 115139 146119 1.87% 0.296%
24 20.428 3115 3118 3123 rVB2 134794 154479 1.97% 0.313%
25 20.745 3169 3172 3176 rBV2 64782 80883 1.03% 0.164%

26 21.069 3221 3227 3236 rVB 1308720 1879914 24.03% 3.805%

Sum of corrected areas: 49412874
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111819\
Data File : BP001070.D

Aca On 19 Nov 2019 01:11

Operator :© JU

Sample - K5865-02

Misc :

ALS Vial : 9 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
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111819\
Data File : BP001070.D

Aca On 19 Nov 2019 01:11

Operator :© JU

Sample - K5865-02

Misc :

ALS Vial : 9 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 3

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

2.31 11.55 ng 596574 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 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): BP001070.D (-32) (-) m/z 73.05 100.00%
3
5000
43
e e T
220 240  2.60
oJ,L . ‘ (119 158179207 241 273 308 312370 416 453485515545 m/z 43.05 31.88%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 S L B
43 220 240  2.60
‘ m/z 87.05 29.53%
o L01
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
220 240 260
5000 41 m/z 55.00 23.62%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- e e
73 220 240  2.60

m/z 71.05 11.04%

5000
45

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2 20 240 2. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111819\
Data File : BP001070.D

Aca On 19 Nov 2019 01:11

Operator :© JU

Sample - K5865-02

Misc :

ALS Vial : 9 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 4

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

5.73 11.15 ng 576031 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 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 43
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17

Abundance Scan 619 (5.728 min): BP001070.D (-611) (-) m/z 43.00 100.00%
a3
5000
101
e
540 5.60 5.80 6.00
Ol dpfL, o 130 166195 227254282 330309390 425 499 S085%2 m/z 58.95 68.06%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 AU LS SR RN
540 5.60 5.80 6.00
m/z 101.00 30.02%
15 101
0|l4'w"w"“|'“' LD I DL L L SIS LRI
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
540 560 580 6.00
0
5000 101 m/z 58.00 17.10%
15 3
Ouluu‘|||||||||||||||||||||||||||||||||||||||||
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine A maa ey B B
59 540 5.60 5.80 6.00
m/z 41.10 9.65%
5000{ 18
Ot e e T RS RN LR
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111819\
Data File : BP001070.D

Aca On 19 Nov 2019 01:11

Operator :© JU

Sample - K5865-02

Misc :

ALS Vial : 9 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 78.43 ng 4052580 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 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
5 5-Aminoindole 132 C8H8N2 005192-03-0 16

Abundance Scan 1005 (7.999 min): BP001070.D (-999) (-) m/z 131.95 100.00%
132
5000 68
96 SRS SR LU
l 169 207237265295323350379407435 481509 542 1.60_7.80 800 820 840
oL s e e e e A o e m/z 68.00 38.92%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 NRRALNRASS AR RARSS RN

760 7.80 800 8.20 8.40
m/z 133.95 32.30%

31
ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
R S R
7.60 7.80 8.00 8.20 8.40
5000 m/z 65.95 27 .68%
og 63 104
o+ttt e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.05 18.31%
5000
33 97
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7. 60 7.80 800 820 8.40

8270-BP110619.M Tue Nov 19 16:31:07 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111819\
Data File : BP001070.D

Aca On 19 Nov 2019 01:11

Operator :© JU

Sample - K5865-02

Misc :

ALS Vial : 9 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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

16.53 3.95 ng 419556 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 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2455 (16.528 min): BP001070.D (-2447) (-) m/z 72.95 100.00%

73

43
5000

_%

256
286 332359387 437 472 505 541 18.20 1640 16.50 16.80

0 m/z 59.95 72.18%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 LA L L L L L L LB L |

16.20 16.40 16.60 16.80
m/z 55.05 61.80%

213

157185

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
43 L&
T T
16.20 16.40 16.60 16.80
5000 m/z 43.10 60.53%
J 129 171 214
Ol 'EPﬂw.“...j.” L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid R S e I
43 |73 16.20 16.40 16.60 16.80
m/z 57.00 59.00%
5000 129
199
7 242
e A e Aot
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\BP111819\
Data File : BP001070.D

Aca On 19 Nov 2019 01:11

Operator :© JU

Sample - K5865-02

Misc :

ALS Vial : 9 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 1-Nonadecene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.18 3.91 ng 419642 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 Cvclohexadecane. 1.2-diethvl- 280 C20H40 1000155-85-3 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 2906 (19.181 min): BP001070.D (-2902) (-) m/z 83.05 100.00%
55 83
T MJJM
5000
T o e o
153 234 g9 18.80 19.00 19.20 19.40
ol L ALLE I¥ ok U829 379 420 466501 543 | /5 55.05  88.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115906: 1-Nonadecene
43 97
5000 AR BARRE R
mmmmmmwm
125 m/z 97.10 87.62%
ol 18] l 154182210238266
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4éo 560 5%0
Abundance #155048: 1-Heneicosanol
57
97
18.80 19.'00 19.'20 19.'40 '
5000 m/z 57.10 86.91%
29 125 204
o l f53181210238266
m/z--> 6 55 160 150 200 250 300 3%0 460 4éo 560 5%0
Abundance #127777: Cyclohexadecane, 1,2-diethyl- A BEE o
48 18.80 19.00 19.20 19.40
m/z 69.00 85.32%
97 280
5000
125 251
o LA | fmane |
m/z--> 6 55 160 150 200 250 300 3éo 460 4éo 560 5%0 1880 1900 1920 1940
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111819\
Data File : BP001070.D

Acq On 19 Nov 2019 01:11

Operator : JU

Sample - K5865-02

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.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]
Butane, 2-methoxy... 2.31 11.6 ng 596574 1 8.36 1033390 20.0
2-Pentanone, 4-hy... 5.73 11.2 ng 576031 1 8.36 1033390 20.0
unknown8.00 8.00 78.4 ng 4052580 1 8.36 1033390 20.0
n-Hexadecanoic acid 16.53 4.0 ng 419556 4 15.65 2122120 20.0
1-Nonadecene 19.18 3.9 ng 419642 5 19.29 2148780 20.0
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