LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001519.D

Aca On : 03 Jan 2020 21:47 Instrument :

Operator : JU EFA{g el
- _ lentosampleld :

3?22'6 : K6482-10 MC-123119-BD

ALS Vial : 10 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-BP010320.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

2.928 18 24 35 rvv2 55807 120217 4.87% 0.697%
3.023 35 40 52 rvB 279388 367003 14.88% 2.129%
rvB 232337 318633 12.92% 1.849%
5.346 428 435 444 rBV 1053834 1477751 59.91% 8.573%
6.916 694 702 714 rBV 1043021 1623699 65.82% 9.420%
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7.252 751 759 769 rVB 993817 1542265 62.52% 8.947%
7.699 827 835 843 rBV 276397 428941 17.39%% 2.488%
8.016 881 889 900 rvB 771545 1223809 49.61% 7.100%
8.852 1023 1031 1038 rVB 583100 943196 38.24% 5.472%
10.475 1300 1307 1314 rBV 317040 520949 21.12% 3.022%

=
QO ~NO®

11 12.957 1723 1729 1736 rBV 1210108 1819000 73.74% 10.553%
12 13.822 1869 1876 1882 rBV 64528 90413 3.67% 0.525%
13 14.340 1956 1964 1970 rVB 425425 651493 26.41% 3.780%
14 15.834 2212 2218 2228 rBV 980554 1413283 57.29% 8.199%
15 17.098 2426 2433 2438 rBV 529268 789264 32.00% 4_579%

16 18.039 2588 2593 2600 rBV2 141145 213248 8.64% 1.237%
17 19.116 2773 2776 2780 rBV 40172 47930 1.94% 0.278%
18 19.275 2801 2803 2807 rBv4 33551 37448 1.52% 0.217%
19 19.681 2867 2872 2877 rBV 2055021 2466819 100.00% 14.311%
20 20.945 3084 3087 3092 rBV2 300972 334962 13.58% 1.943%

21 21.192 3125 3129 3133 rBV 654165 806921 32.71% 4.681%

Sum of corrected areas: 17237244
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

. Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP010320\
: BP001519.D

: 03 Jan 2020 21:47

- Ju

. K6482-10

10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L

TIC Integ

ration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

2
LA

TIC: BP001519.D

5.35 6.92 705

8.02

3.02 7.70 10.48

4.92

0
Time-->

I I T T
9.00 9.50 10.00 10.50 11.00

I I
300 350 400 450 5.00 5.0

I I I
6.00 650 7.00 750 800 850

Abundance

2000000

1500000

1000000

500000

TIC: BP001519.D
19.68

12.96
15.83

14.34

/
13.82

0
Time-->

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

2000000

1500000

1000000

500000

TIC: BP001519.D

21.19

20.95

04
Time--> 20.50 21.00 21.50 22.00 22.50 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010320\
Data File : BP001519.D

Aca On : 03 Jan 2020 21:47

Operator :© JU

Sample : K6482-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

3.02 17.11 ng 367003 1,4-Dichlorobenzene-d4 7.70
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
3 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 37
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 40 (3.023 min): BP001519.D (-35) (-) m/z 73.05 100.00%

y/c!
5000{ 43

| 300 320  3.40
o,—-.—.—‘i,-....,.l.z? 155, 193221251 281311341 384413440471 506536 m/z 43.00 40.80%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73

5000 R
300 320  3.40

43 m/z 55.00  28.14%

ALl
L o o o LA o o e o N AR E R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3

3. OO 3. 20 3.40

o

5000 41 m/z 86.95 25.17%
o 112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7506: 2-Methyl-5-hexen-3-ol T
73 3.00 3. 20 3.40

m/z 41.00 13.87%

5000 43 \J\JL
15 “ J

oA e e e e e AR R

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 300 3. 20 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010320\
Data File : BP001519.D

Aca On : 03 Jan 2020 21:47

Operator :© JU

Sample : K6482-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.92 14.86 ng 318633 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 35
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 Butanamide, 2-hydroxy-2,N-dimethyl- 117 C5H11NO2 039961-72-3 9

Abundance Scan 363 (4.922 min): BP001519.D (-357) (-) m/z 43.00 100.00%
a3
5000
i Tk 4k 5bo 550
Ol it L 135,166 208236 267 297326355384 415442 475502 547 m/z 58.95 62.02%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 ISR SRR RS SRR

460 4.80 5.00 5.20
m/z 101.00 20.87%

101
Y
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43
A RmEa
4.60 4.80 5.00 5.20
5000 m/z 58.00 16.05%
101
0,%%”,]%.«..w..” e e = o MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime R R e
43 4.60 4.80 5.00 5.20
m/z 41.00 8.58%
5000
101
0 15 70
e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010320\
Data File : BP001519.D

Aca On : 03 Jan 2020 21:47

Operator :© JU

Sample : K6482-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 4 unknown7.25 Concentration Rank 1

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

7.25 71.91 ng 1542270 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 22

Abundance Scan 759 (7.252 min): BP001519.D (-751) (-) m/z 131.95 100.00%
132
5000 68
% 700 7.20 7.40 7.60
Ol .l,l. A 163 207235 283313342 385416445473501530 | Tm/z  68.00  44.37%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S B AR SR AR
7.00 7.20 7.40 7.60
70 m/z 66.00 33.15%
0 wah”l” UL UL L UL AL S SR LI N
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
6 700 7.20 7.40 7.60
5000 m/z 134.00 32.86%
31
O'LH'“'I”"P"W"” NI DL BRI DL BRI UL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- A i R
132 7.00 7.20 7.40 7.60
m/z 69.00 19.94%
5000
67
I 192
‘r—r---——rrr e e e
m/z--> 50 1(')0 150 200 250 300 350 400 450 500 550 700 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010320\
Data File : BP001519.D

Aca On : 03 Jan 2020 21:47

Operator :© JU

Sample : K6482-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.04 5.40 ng 213248 Phenanthrene-d10 17.10
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 87
4 Octadecanoic acid 284 C18H3602 000057-11-4 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 68

Abundance Scan 2593 (18.039 min): BP001519.D (-2588) (-) m/z 73.00 100.00%

73

5000

i

171 23 G

256 17.80 18.00 18.20 18.40
o 284 327355 401430458487 521548 m/z 42 _95 90.34%

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

Abundance #107549: n-Hexadecanoic acid

6

:

5000 LA L L I L L LB
17.80 18.00 18.20 18.40
0
157185213 256 m/z 60.00 90.21%
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid
73
43

17.80 18.00 18.20 18.40

5000 129 m/z 57.05 79.76%
171
214
1
oLl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid e e B AR
43 |73 17.80 18.00 18.20 18.40
m/z 55.00 78.15%
5000 129
199
7 242
ESE S s ettt
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010320\
Data File : BP001519.D

Aca On : 03 Jan 2020 21:47

Operator :© JU

Sample : K6482-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 5-Eicosene, (E)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
20.95 8.30 ng 334962 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene. (E)- 280 C20H40 074685-30-6 98
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 n-Tetracosanol-1 354 C24H500 000506-51-4 91
Abundance Scan 3088 (20.951 min): BP001519.D (-3084) (-) m/z 57.05 100.00%
57
97
5000
125 281 20.60 20.80 21.00 21.20
168 207 429 . . . .
ol ALY L, 208 20, 2007y 327355385 %9460 503 580 1l T43700  g9.73%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
56
83
5000 PN U BN
20.60 20.80 21.00 21.20
1 m/z 55.00 79 .56%
0 ZF 1 139167196224252280
I FURELISE WAL L L LI S B UL SN DR W

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate

:

97 |||||||IIII|IIII|IIII|I
20.60 20.80 21.00 21.20

5000 m/z 83.05 70.83%

125
‘ | 153182210 266294302

-

o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol FEEEET R T T T
556 83 20.60 20.80 21.00 21.20
m/z 97.05 66.69%
5000 11
ol ‘ l P?9}67196 238266294
e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP010320\
Data File : BP001519.D

Acq On : 03 Jan 2020 21:47

Operator : JU

Sample - K6482-10

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010320.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... 3.02 17.1 ng 367003 1 7.70 428941 20.0
2-Pentanone, 4-hy... 4.92 14.9 ng 318633 1 7.70 428941 20.0
unknown? .25 7.25 71.9 ng 1542270 1 7.70 428941 20.0
n-Hexadecanoic acid 18.04 5.4 ng 213248 4 17.10 789264 20.0
5-Eicosene, (E)- 20.95 8.3 ng 334962 5 21.19 806921 20.0
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