LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116489.D

Aca On : 23 Aug 2019 20:44

Operator : HP/JU

Sample : PB122361TB

Misc :

ALS Vial : 11 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-BF082319.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 2.240 21 26 33 rvB 175232 253930 6.02% 0.805%
2 5.510 576 582 585 rBY 3323111 3382568 80.17% 10.730%
3 6.510 745 752 754 rBVY 3395256 3533311 83.74% 11.208%
4 6.651 771 776 780 rBVY 3520676 3600483 85.33% 11.421%
5 6.881 812 815 819 rVB 974025 750992 17.80% 2.382%

7.039 838 842 845 rBvV 3288212 2859498 67.77% 9.071%
7.439 904 910 913 rBV 2311017 2234282 52.95% 7.087%
8.163 1028 1033 1036 rBV 1002746 949978 22.51% 3.013%
9.233 1210 1215 1219 rBV 4041858 4219465 100.00% 13.384%
9.910 1326 1330 1334 rBV 1250229 1060945 25.14% 3.365%

=
QO ~NO®

11 10.698 1458 1464 1467 rBV 2577079 2263611 53.65% 7.180%
12 11.392 1578 1582 1586 rBV 1249578 1008788 23.91% 3.200%
13 12.980 1847 1852 1855 rBV 4111267 3699358 87.67% 11.735%
14 14.027 2026 2030 2033 rBvV 801312 723857 17.16% 2.296%

15 14.815 2160 2164 2169 rVB 43332 44525 1.06% 0.141%

16 15.156 2217 2222 2228 rVB 58205 69379 1.64% 0.220%

17 15.486 2273 2278 2283 rBY 541690 653824 15.50% 2.074%

18 15.539 2283 2287 2293 rVB 61979 81798 1.94% 0.259%

19 15.980 2357 2362 2368 rVB2 51640 77709 1.84% 0.246%

20 16.492 2441 2449 2458 rBV2 30395 56889 1.35% 0.180%
Sum of corrected areas: 31525190
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116489.D

Aca On : 23 Aug 2019 20:44

Operator : HP/JU

Sample : PB122361TB

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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: BF116489.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116489.D

Aca On : 23 Aug 2019 20:44

Operator : HP/JU

Sample : PB122361TB

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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.

2.24 6.76 ng 253930 1,4-Dichlorobenzene-d4 6.88
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 23
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 26 (2.240 min): BF116489.D (-21) (-) m/z 73.10 100.00%
3 h
5000
43
55 87
| 2.20 2.30 2.40 2.50 2.60
SSES— N N N N ORI N IS MS— m/z 43.05 33.45%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 87.05 24.81%
?9 35 |, | 67
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 55.00 22 .33%
29
..,.%?.,...Hkh...h: ...,....,..??,....,....,..??,....,
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4436: Pentane, 3-methoxy-
78 2.20 2.30 2.40 2.50 2.60
m/z 71.10 11.39%
5000
45
29
L 39 > 67 |, 101 a g
m/z--> 10 20 30 40 5 6 70 8 90 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116489.D

Aca On : 23 Aug 2019 20:44

Operator : HP/JU

Sample : PB122361TB

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 unknown6.65 Concentration Rank 1

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

6.65 95.89 ng 3600480 1,4-Dichlorobenzene-d4 6.88
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
2 Xenon 132 Xe 007440-63-3 9
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 Benzene. l-ethenvl-3.5-dimethvl- 132 C10H12 005379-20-4 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 776 (6.651 min): BF116489.D (-771) (-) m/z 132.00 100.00%
5000 68
40 54 %6 J " 640 6.60 6.80 7.00
Jrer |asus )l w/z 68.10  44.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132
74
5000 98 116 S AN UL LR
6.40 6.60 6.80 7.00
m/z 134.00 33.25%
8 7 158 189
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14560: Xenon
132
" 640 6.60 6.80 7.00
5000 m/z 66.00 28.86%
66
l |

m/z--> 20 40 60 80 100 120 140 160 180

Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R SN mamay
132 6.40 6.60 6.80 7.00
m/z 69.10 18.47%
117
5000
39 91
A A B
| L 1l All " Ly wl | m
L B B T BN aan oo I EARmEREE S
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\BF082319\
Data File : BF116489.D

Aca On : 23 Aug 2019 20:44

Operator : HP/JU

Sample : PB122361TB

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Octacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.16 2.12 ng 69379 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2223 (15.162 min): BF116489.D (-2217) (-) m/z 57.00 100.00%
57
85
5000
I - 14580 15,00 15,20 1540
s e ———— m/z 71.05 71.82%
m/z--> 50 100 150 200 250 300 350
Abundance #209566: Octacosane
57
5000 85
14.80 15.00 15.20 15.40
29 m/z 85.10 61.39%
| T 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
14.80 15.00 15.20 15.40
5000 85 m/z 43.05 59.44%
113
29 ] || 77,141 169 197 225 267 205 365 393
m/z--> 50 100 1éo 200 250 300 350
Abundance #185535: Heptadecane, 9-octyl- R R R A e
57 14.80 15.00 15.20 15.40
m/z 55.00 21.20%
5000 85

113
3 l Ll 57,34 169 197 239 967 594 323 352

m/z--> 50 100 150 200 250 300 350 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082319\
Data File : BF116489.D

Aca On : 23 Aug 2019 20:44

Operator : HP/JU

Sample : PB122361TB

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF082319_.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.54 2.50 ng 81798 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane 240 C17H36 000629-78-7 91
4 Hexadecane 226 C16H34 000544-76-3 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2287 (15.539 min): BF116489.D (-2283) (-) m/z 57.05 100.00%
57
85
5000
141 169 193 15.20 15.40 15.60 15.80
|,| ll.'|.4.., il AN | — m/z 71.05 82.24%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000

15.20 15.40 15.60 15.80
m/z 43.05 59.22%

29 113
| | L 1] | 141,169 197 225 253 296
L e e T
m/z--> 50 100 150 200 250 300 350
Abundance #194493: Hexacosane
5[7
R BERREEEERE SRRy
15.20 15.40 15.60 15.80
5000 85 m/z 85.10 56.83%
29
v i ¥ 111}34 141 169 197 225 253 295 323 367
....,... — T T T
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57 15.20 15.40 15.60 15.80
m/z 54.95 22 .80%
85
5000
29
113
\‘ L | | L JI J‘ i 141 L 169 197 240
A o e e e B e A e e L A o LA B e o o R R e AR
m/z--> 50 100 150 200 250 300 350 15.20 15.40 15.60 15.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF082319\
Data File : BF116489.D

Acq On : 23 Aug 2019 20:44

Operator : HP/JU

Sample : PB122361TB

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF082319_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... 2.24 6.8 ng 253930 1 6.88 750992 20.0
unknown6 .65 6.65 95.9 ng 3600480 1 6.88 750992 20.0
Octacosane 15.16 2.1 ng 69379 6 15.49 653824 20.0
Heneicosane 15.54 2.5 ng 81798 6 15.49 653824 20.0
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