LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP000059.D

Aca On : 04 Sep 2019 12:10

Operator : HP/JU

Sample : K4554-45

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\HPCHEMI1I\BNA P\METHODS\8270-BP083019.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 2.181 11 16 22 rBv 2104134 2594276 21.70% 2.726%
2 5.511 578 582 586 rBY 7728203 7403972 61.94% 7.780%
3 6.511 747 752 755 rBVY 8801551 7776990 65.06% 8.171%
4 6.664 773 778 781 rBVY 8484469 8161348 68.27% 8.575%
5 6.893 814 817 821 rBVY 3589347 2701631 22.60% 2.839%
6 7.052 840 844 847 rBVY 8700113 6875757 57.52% 7.225%
7 7.446 907 911 914 rBV 6173389 4959647 41.49% 5.211%
8 8.175 1031 1035 1038 rBVY 4615689 3533537 29.56% 3.713%
9 9.252 1215 1218 1222 rVB 12708565 10534733 88.13% 11.069%
10 9.646 1281 1285 1288 rBV 817334 605770 5.07% 0.636%

11 9.940 1331 1335 1338 rBV 4795579 4291375 35.90% 4_.509%
12 10.728 1465 1469 1472 rBV 7236975 6233110 52.14% 6.549%
13 11.434 1585 1589 1592 rBV 5769783 4685109 39.19% 4.923%
14 11.504 1596 1601 1604 rVvB3 118016 125986 1.05% 0.132%
15 11.963 1676 1679 1683 rBV2 377435 324849 2.72% 0.341%

16 12.657 1793 1797 1800 rBV 487170 413870 3.46% 0.435%
17 12.887 1830 1836 1839 rBV 514126 456050 3.81% 0.479%
18 13.034 1857 1861 1865 rBV 12542599 11954186 100.00% 12.561%
19 13.951 2013 2017 2027 rBV 451403 677128 5.66% 0.711%
20 14.098 2037 2042 2045 rBV 5337889 4851015 40.58% 5.097%

21 14.122 2045 2046 2052 rVB 251585 200114 1.67% 0.210%
22 15.169 2220 2224 2228 rBV 190907 319869 2.68% 0.336%
23 15.492 2275 2279 2284 rVB 104313 134480 1.12% 0.141%
24 15.551 2285 2289 2295 rVB 160400 210329 1.76% 0.221%
25 15.628 2296 2302 2309 rBV 3687538 4567070 38.20% 4_799%

26 16.216 2398 2402 2412 rVB5 57213 127359 1.07% 0.134%
27 16.592 2462 2466 2479 rVBS8 67553 141028 1.18% 0.148%

28 17.163 2558 2563 2576 rBV2 67422 180914 1.51% 0.190%
29 17.622 2636 2641 2649 rVB2 64921 130928 1.10% 0.138%

Sum of corrected areas: 95172430
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP000059.D

Aca On : 04 Sep 2019 12:10

Operator : HP/JU

Sample : K4554-45

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP000059.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP000059.D

Aca On : 04 Sep 2019 12:10

Operator : HP/JU

Sample : K4554-45

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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.

2.18 19.21 ng 2594280 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 43
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9

Abundance Scan 16 (2.181 min): BP000059.D (-11) (-) m/z 73.10 100.00%
3
5000
43
e
2.20 2.30 2.40 2.50 2.60
omJL,l. . .|.1??1.2IE% 163104221 276303330 379 412443470500 533 m/z 43.05 27.93%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 AR AR RARAR AR AR
43 2.20 2.30 2.40 2.50 2.60
‘ m/z 87.05 26.48%
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 2.30 2.40 2.50 2.60
5000 41 m/z 55.05 21.58%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy-
73 2.20 2.30 2.40 2.50 2.60

m/z 71.05 10.75%

5000
45

m/z--> 50 100 150 200 250 300 350 400 450 500 550 2.20 2.30 240 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP000059.D

Aca On : 04 Sep 2019 12:10

Operator : HP/JU

Sample : K4554-45

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 unknown6.66 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.66 60.42 ng 8161350 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 5-Aminoindole 132 C8H8N2 005192-03-0 27
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
Abundance Scan 777 (6.658 min): BP000059.D (-773) (-) m/z 132.05 100.00%
132
5000 68
l 2201230258285313 346374 404433461491521549 640660 680 700
0,....,....,1.. {2201230258285313 346374 404433461491521549 m/z 68.05 38.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 \
5000 HRRB R AR R

6.40 6.60 6.80 7.00
m/z 134.10 32.60%

31
ol L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14491: 5-Aminoindole
132
R B e n
6.40 6.60 6.80 7.00
5000 m/z 66.05 25.17%
104
66
39,
ol b
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl R EE R RA.
57 132 6.40 6.60 6.80 7.00
m/z 69.05 15.58%
5000 98
160189
ol i e e SRR Y A S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP000059.D

Aca On : 04 Sep 2019 12:10

Operator : HP/JU

Sample : K4554-45

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP083019.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 4 Cyclohexadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 2.79 ng 677128 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 Cvclopentadecane 210 C15H30 000295-48-7 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
Abundance Scan 2017 (13.951 min): BP0O00059.D (-2013) (-) m/z 83.10 100.00%
56 83
5000 11 fk
e
ol L1 I¥ 208 S010280308 357 391 432 474 522549 | n,5 5710  97.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #81246: Cyclohexadecane
55 g3
13.60 13.80 14.00 14.20
) m/z 97.05 88.90%
0 l 1139167196224
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane
55
& 13.60 13.80 14.00 14.20
5000 m/z 55.05 87.16%
n11
2 39 182210
0""'l""l""l""' L" N S S SN S S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol e AR R
57 |97 13.60 13.80 14.00 14.20
m/z 69.05 82 .59%
5000
25
o 29 l [£53181209236264292320 350378
||||||||||||||||||||||||||||||||||||||||||||| —v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rr
m/z--> 50 100 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP090419\
Data File : BP000059.D

Acq On : 04 Sep 2019 12:10

Operator : HP/JU

Sample . K4554-45

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP083019.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... 2.18 19.2 ng 2594280 1 6.89 2701630 20.0
unknown6 .66 6.66 60.4 ng 8161350 1 6.89 2701630 20.0
Cyclohexadecane 13.95 2.8 ng 677128 5 14.10 4851020 20.0
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