LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00061.D

Aca On : 04 Sep 2019 12:59

Operator : HP/JU

Sample - K4554-58

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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 2.199 13 19 25 rBv 3356494 4231277 24.56% 3.175%
2 5.517 578 583 587 rBY 11709700 12477950 72.42% 9.363%
3 6.516 747 753 756 rBVY 12627309 12773586 74.13% 9.585%
4 6.664 773 778 781 rBVY 14005551 13017836 75.55% 9.768%
5 6.893 814 817 820 rBVY 3780029 2873913 16.68% 2.157%
6 7.052 840 844 847 rBVY 13080217 10225158 59.34% 7.673%
7 7.452 907 912 915 rBVY 8753917 7910316 45.91% 5.936%
8 8.175 1031 1035 1038 rBV 4977253 3737536 21.69% 2.805%
9 9.258 1214 1219 1222 rBVY 17656490 15838140 91.92% 11.885%
10 9.646 1281 1285 1288 rBvY 1602806 1129437 6.55% 0.848%
11 9.940 1331 1335 1338 rBvY 5356617 4578068 26.57% 3.435%
12 10.728 1465 1469 1472 rBV 11449598 10485863 60.86% 7.868%
13 11.434 1585 1589 1592 rBVY 6256844 4932557 28.63% 3.701%
14 11.963 1676 1679 1683 rBvV 502631 458328 2.66% 0.344%
15 12.757 1811 1814 1822 rBV 201128 190314 1.10% 0.143%
16 13.040 1857 1862 1865 rBVY 18663495 17230849 100.00% 12.930%
17 13.945 2012 2016 2028 rBvV 857378 1215708 7.06% 0.912%
18 14.098 2038 2042 2046 rBVY 5698126 4660489 27.05% 3.497%
19 14.587 2123 2125 2133 rVB 191857 197985 1.15% 0.149%
20 15.275 2238 2242 2246 rBV 154973 192077 1.11% 0.144%
21 15.622 2295 2301 2309 rBVY 3896480 4701686 27.29% 3.528%
22 16.204 2396 2400 2410 rBv2 103673 206401 1.20% 0.155%

Sum of corrected areas: 133265474
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP090419\

BP0O00061.D

04 Sep 2019 12:59

HP/JU

K4554-58

11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP083019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP090419\
Data File : BP0O00061.D

Aca On : 04 Sep 2019 12:59

Operator : HP/JU

Sample - K4554-58

Misc :

ALS Vial : 11 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.

2.20 29.45 ng 4231280 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 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 19 (2.199 min): BP000061.D (-13) (-) m/z 73.10 100.00%
73
5000 /\
43
J %nm 2.20 2.30 2.40 2.50 2.60
OJ, 1101129157 204232261280 319345 377404433 463493520548 | |77 43 05 27.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000
43 220230240250260
‘ m/z 87.10 26.53%
0 L01
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
2.20 2.30 2.40 2.50 2.60
5000 41 m/z 55.05 21.74%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- A AN Raaas e
73 2.20 2.30 2.40 2.50 2.60

m/z 71.05 11.07%

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 : BP0O00061.D

Aca On : 04 Sep 2019 12:59

Operator : HP/JU

Sample - K4554-58

Misc :

ALS Vial : 11 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 90.59 ng 13017800 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 35
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 9

Abundance Scan 777 (6.658 min): BP000061.D (-773) (-) m/z 132.05 100.00%
132
5000 68
% 640 6.60 680 7.00
oL Lo | 174204230260287314 355383413441468496525 177 68.05  40.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 USSR AR R
6.40 6.60 6.80 7.00
2 m/z 134.00 33.28%
O'Jﬁ'“'w" S DAL WL BRI WAL LI UL SN WAL B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
640 6.60 680 7.00
5000 67 m/z 66.10 26.07%
97
3
0..ﬁ‘,l.ﬂ.‘u.‘ajl.lt..,....,.... R B B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl R e B A na
57 132 6.40 6.60 6.80 7.00
m/z 69.05 16.21%
5000 98
0 LIl 160 189
m/z--> 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 : BP0O00061.D

Aca On : 04 Sep 2019 12:59

Operator : HP/JU

Sample - K4554-58

Misc :

ALS Vial : 11 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 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.95 5.22 ng 1215710 Chrysene-di12 14.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Cvclohexadecane 224 C16H32 000295-65-8 94
3 Cvclopentadecane 210 C15H30 000295-48-7 94
4 Behenic alcohol 326 C22H460 000661-19-8 94
5 n-Nonadecanol-1 284 C19H400 001454-84-8 94
Abundance Scan 2017 (13.951 min): BPO00061.D (-2012) (-) m/z 83.05 100.00%
st 83
5000 11
139 13.60 13.80 14.00 14.20
I .,..1.1.,1.‘??.,2.1.6.2.‘}8.?5.‘9?98...35.5.3??4.1.6.4.43.‘.‘7.950.8.“3.3.6,. m/z 57.05 96.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000 11 U ----u-
anmmmmm
m/z 97.05 88.31%
13916719

o

0 27 ll b 6 238266294
B o o i o e L e o B I
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

5000 m/z 55.10 82.50%
11
2
J7 } l £139167196224
o+t e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #69584: Cyclopentadecane R EE e R ana
55 13 60 13. 80 14. 00 14. 20
83 m/z 69.05 81.83%
5000
11
Zf ] l 139 182210
ofb— i . e
m/z--> 0 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 : BP0O00061.D

Acq On : 04 Sep 2019 12:59

Operator : HP/JU

Sample - K4554-58

Misc :

ALS Vial : 11 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 2.20 29.4 ng 4231280 1 6.89 2873910 20.0
unknown6 .66 6.66 90.6 ng 13017800 1 6.89 2873910 20.0
1-Heneicosanol 13.95 5.2 ng 1215710 5 14.10 4660490 20.0
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