LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO071119\
Data File : BF115496.D

Aca On 11 Jul 2019 12:48

Operator : HP/JU

Sample : PB121224BL

Misc :

ALS Vial : 5 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 F\METHODS\8270-BF070519 .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 2.293 25 35 47 rVB 208609 333222 5.44% 0.718%
2 5.528 579 585 588 rBY 4038768 4612248 75.34% 9.935%
3 6.528 748 755 758 rBVY 3939432 4788087 78.22% 10.314%
4 6.669 773 779 782 rBVY 4482112 4902392 80.08% 10.560%
5 6.892 813 817 821 rBVY 1327632 1086530 17.75% 2.340%

7.051 839 844 848 rBV 3911696 3980211 65.02% 8.573%
7.457 906 913 916 rBV 2770910 3237196 52.88% 6.973%
8.175 1030 1035 1039 rBV 1522431 1383757 22.60% 2.981%
9.257 1212 1219 1222 rBV 5499439 5874180 95.96% 12.653%
9.933 1328 1334 1348 rBV 1772751 1635147 26.71% 3.522%

=
QO ~NO®

11 10.721 1461 1468 1471 rBV 3591062 3671774 59.98% 7.909%
12 11.416 1582 1586 1590 rBV 2006479 1714455 28.01% 3.693%
13 13.010 1851 1857 1860 rBV 5605475 6121515 100.00% 13.186%
14 14.051 2030 2034 2038 rBV 1468968 1422058 23.23% 3.063%
15 14.839 2161 2168 2173 rBV 59612 65951 1.08% 0.142%

16 15.186 2222 2227 2231 rBV 71231 85293 1.39% 0.184%
17 15.533 2279 2286 2290 rBV 895507 1172760 19.16% 2.526%
18 15.568 2290 2292 2300 rVB 92892 126707 2.07% 0.273%
19 16.015 2360 2368 2379 rBvV 75753 132883 2.17% 0.286%
20 16.533 2450 2456 2464 rBV2 42099 78918 1.29% 0.170%

Sum of corrected areas: 46425284
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71119\
Data File : BF115496.D

Aca On 11 Jul 2019 12:48

Operator : HP/JU

Sample : PB121224BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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: BF115496.D

5000000
6.67

4000000 553 6.53 7.05

3000000 7.46

2000000
6.89
1000000

2.29

-yt
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50

Abundance TIC: BF115496.D

5000000

4000000
10.72

3000000

2000000 0.03 1142

8.17

1000000

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF115496.D

5000000
4000000
3000000
2000000

14.05

1000000 15.53

14.84 15.19 ‘Aﬁ? 16.02 16.53

o ' br—————t—r—————

T I
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71119\
Data File : BF115496.D

Aca On 11 Jul 2019 12:48

Operator : HP/JU

Sample : PB121224BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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.

2.29 6.13 ng 333222 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 39
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 35 (2.293 min): BF115496.D (-25) (-) m/z 73.00 100.00%
73.0
5000
43.0 /]\
55.0 87.0 e —
220  2.40 2.60
Ol b el e e e || M7z 43.00 32.57%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T T
43.0 220  2.40 2.60
550 87.0 m/z 87.00 24.30%
29.0
0“|“”H'“”#J“|“'w'“'w’“l“'w'“'w'“l“'w'“'w'“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 —_—
220  2.40 2.60
5000 41.0 550 m/z 55.00 23.46%
29.0
o TR ‘ Ly “‘ , 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4436: Pentane, 3-methoxy- T
73.0 220  2.40 2.60
m/z 71.00 11.25%
5000
45.0
29.0
0..,....,....,....,.5.5:(?,....,....,....,...1.0,1.'9.. R R RERe ™ J\ L e L
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220  2.40 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71119\
Data File : BF115496.D

Aca On 11 Jul 2019 12:48

Operator : HP/JU

Sample : PB121224BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 unknown6.67 Concentration Rank 1

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

6.67 90.24 ng 4902390 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Xenon 132 Xe 007440-63-3 9
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 779 (6.669 min): BF115496.D (-773) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 IREBE ARSI S
40.0 54.0 J 6.40 6.60 6.80 7.00
O‘M.'Pﬁo. BT -2 R | m/z 68.00 40.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0
5000 9go 1160 S RS NS LR N
6.40 6.60 6.80 7.00
m/z 134.00 34 .30%
ol 158.0 189.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
" 640 6.60 6.80 7.00
5000 67.0 m/z 66.00 26.73%
41.0 97.0
‘ ‘ 117.0
H ‘\ ! ‘ uf‘ ‘\ l
0|""|"" 'W""I" U DAL UL B
m/z--> 20 100 120 140 160 180 A
Abundance #14105. B|cyc|o[4.2.0]octa 1,3,5-triene, 2,4-dimethyl- R AR R
132.0 6.40 6.60 6.80 7.00
m/z 69.10 16.47%
117.0
5000
91.0
ST A
b e b SN N |
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BFO71119\
Data File : BF115496.D

Aca On 11 Jul 2019 12:48

Operator : HP/JU

Sample : PB121224BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF070519_.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 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

16.02 2.27 ng 132883 Perylene-d12 15.53

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvltetracosane 352 C25H52 1000376-72-6 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2369 (16.021 min): BF115496.D (-2360) (-) m/z 57.00 100.00%

57.0
85.1
5000
13.0 e 1R800 1890 1640
41 1 192.9 15.80 16.00 16.20 16.40
o|,I S p e eer1 m/z 71.10 91.19%
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
57.0
5000 85.0

15.80 16.00 16.20 16.40
m/z 85.10 68.40%

29.0
oL l.lﬂﬁl 14}01690197022502530 205.0323.0  367.0
e . e s
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0 15.80 16.00 16.20 16.40
5000 ' m/z 43.00 60.61%
29.0 13.0
ol L [ 141-0169.0197.0025.0253.0  296.0
S——— T e e
m/z--> 50 100 150 200 250 300 350
Abundance #185534: 2-methyltetracosane L e B e
57.0 15.80 16.00 16.20 16.40
m/z 55.00 23.02%
5000 850
29.0 1
oL |, M lﬂL\ }4101690197022502530 309.0337.0
e — e e
m/z--> 50 100 150 200 250 300 350 15.80 16 00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BFO071119\
Data File : BF115496.D

Acq On 11 Jul 2019 12:48

Operator : HP/JU

Sample : PB121224BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF070519_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... 2.29 6.1 ng 333222 1 6.89 1086530 20.0
unknown6 .67 6.67 90.2 ng 4902390 1 6.89 1086530 20.0
Hexacosane 16.02 2.3 ng 132883 6 15.53 1172760 20.0
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