LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116104.D

Aca On : 9 Aug 2019 11:03

Operator : HP/JU

Sample : PB122069BL

Misc :

ALS Vial : 7 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-BF073019.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 2.204 15 20 26 rvB 109343 157944 3.35% 0.428%
2 5.475 572 576 599 rBVY 3401888 3805764 80.64% 10.314%
3 6.481 742 747 750 rBVY 3260000 3774704 79.98% 10.230%
4 6.616 765 770 773 rBVY 3817289 3873634 82.08% 10.498%
5 6.839 804 808 816 rBV 940665 904056 19.16% 2.450%

6.992 830 834 838 rBV 3102952 3226900 68.38% 8.745%
7.404 899 904 921 rBV 2326788 2699955 57.21% 7.317%
8.116 1021 1025 1045 rBV 1087969 1148882 24.34% 3.114%
9.192 1202 1208 1211 rBV 4425541 4591062 97.28% 12.442%
9.869 1318 1323 1343 rBV 1264781 1351847 28.64% 3.664%

=
QO ~NO®

11 10.663 1454 1458 1487 rBV 2612467 2919859 61.87% 7.913%
12 11.357 1572 1576 1594 rBV 1260979 1346667 28.54% 3.650%
13 12.945 1840 1846 1849 rBV 4369847 4719329 100.00% 12.790%
14 13.998 2021 2025 2041 rBV 894286 1097257 23.25% 2.974%
15 15.092 2207 2211 2217 rVB 49629 58646 1.24% 0.159%

16 15.468 2270 2275 2297 rVB 652233 1026520 21.75% 2.782%
17 15.892 2341 2347 2356 rBV 74435 115384 2.44% 0.313%
18 16.386 2426 2431 2438 rBV2 47908 81453 1.73% 0.221%

Sum of corrected areas: 36899863
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116104.D

Aca On : 9 Aug 2019 11:03

Operator : HP/JU

Sample : PB122069BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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: BF116104.D

4000000 6.62

5.47
6.48
6.99

3000000
7.40

2000000

1000000 6.84

T e T T S

I
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: BF116104.D
9|19 12,94

4000000

3000000
10.66

2000000

9.87 11.36
8.12
1000000

e L N ,
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: BF116104.D

4000000

3000000

2000000

1000000 14.00
15.47

15.09 15.89 16.39

o ———————

T I
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50

I
18.00 18.50

8270-BF073019.M Fri Aug 16 01:42:10 2019 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116104.D

Aca On : 9 Aug 2019 11:03

Operator : HP/JU

Sample : PB122069BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 3.49 ng 157944 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
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 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 19 (2.199 min): BF116104.D (-15) (-) m/z 73.00 100.00%
7B
5000 43
55 87
49 | 2.20 2.30 2.40 2.50 2.60
el A9 m/z 43.00 36.35%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
5000 U TN UGS IR AR A
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 23.86%
29 35 | | 67
miz--> T
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
7B
41 55 87 2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 22 .86%
..,.%?.,...H‘ ,....,....,..??,....,....,..9?,....,
m/z--> 10 20 4 50 60 70 8 90 100
Abundance #4436: Pentane, 3-methoxy- AP
7B 2.20 2.30 2.40 2.50 2.60
m/z 41.00 12.56%
5000
45
29
NI N N .. 49 o L&mp&%
L R I UL UL SRS SULALS SR IULILL UL
m/z--> 10 20 30 40 50 60 70 80 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\BF080919\
Data File : BF116104.D

Aca On : 9 Aug 2019 11:03

Operator : HP/JU

Sample : PB122069BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF073019.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 unknown6.62 Concentration Rank 1

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

6.62 85.69 ng 3873630 1,4-Dichlorobenzene-d4 6.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 771 (6.622 min): BF116104.D (-765) (-) m/z 132.00 100.00%
5000
68
0 % “J 620 640 6.60 6.80 7.00
4 . . . . .
| fr &7 | yeus L m/z 134.00 34.18Y%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I L UL LU I
6.20 6.40 6.60 6.80 7.00
21 78 m/z 68.00 32.63%
'"%I!J!'I'!"I""IJ"'I""I""I""I""
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 L
74 SARBE AR A SRR AR
6.20 6.40 6.60 6.80 7.00
5000 gg 116 m/z 66.00 21.76%
SN | YN A II%Q7 ‘ ol 158 ..,.1§?.
m/z--> 40 60 80 100 120 140 160 180 L
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal R e
132 6.20 6.40 6.60 6.80 7.00
m/z 131.00 13.59%
5000 67
97
‘ 29 ‘ 117
IIII‘I‘IIw\I\I ‘:“l‘:‘:“l‘|8|8|‘i|1|O§||“|||H| —— ——r— ——r— e
m/z--> 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF080919\
Data File : BF116104.D

Aca On : 9 Aug 2019 11:03

Operator : HP/JU

Sample : PB122069BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF073019.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.89 2.25 ng 115384 Perylene-d12 15.47
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Heptacosane 380 C27H56 000593-49-7 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 2347 (15.892 min): BF116104.D (-2341) (-) m/z 57.00 100.00%
57
5000
2 4 1560 15.80 16.00 16.20
— ...ﬂ....,.???,....,.?f‘? e || M7z 71.00  77.68%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #129490: Eicosane
57
5000
15.60 15.80 16.00 16.20
99 m/z 43.00 63.48%
24 J] 41 183 225 282
m/z--> 6 55 160 150 200 250 300 350 400 4éo 560 séo 660
Abundance #202661: Heptacosane
57
1560 15.80 16.00 16.20
5000 m/z 85.00 54 _.32%

99
26 | 141 183 225 267 309 380

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 15.60 15.80 16.00 16.20

m/z 55.00 25.18%

5000

97
26 ] |, 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 15. 60 15. 80 16. 00 16 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_F\DATA\BF080919\
Data File : BF116104.D

Acq On : 9 Aug 2019 11:03

Operator : HP/JU

Sample : PB122069BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF073019.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... 2.20 3.5 ng 157944 1 6.84 904056 20.0
unknown6 .62 6.62 85.7 ng 3873630 1 6.84 904056 20.0
Eicosane 15.89 2.3 ng 115384 6 15.47 1026520 20.0
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