LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115721.D

Aca On 23 Jul 2019 16:09

Operator : HP/JU

Sample : PB121635BL

Misc :

ALS Vial : 4 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-BF071219.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 2.246 17 27 34 rvVB 95493 136143 2.21% 0.292%
2 5.504 576 581 585 rBVY 3929048 4518693 73.22% 9.698%
3 6.510 745 752 754 rBVY 3846537 4731333 76.67% 10.154%
4 6.645 770 775 778 rBVY 4492102 4864041 78.82% 10.439%
5 6.869 810 813 817 rBVY 1212395 1097722 17.79% 2.356%

7.028 836 840 844 rBV 3812315 3913399 63.41% 8.399%
7.434 903 909 912 rBV 2791193 3221552 52.20% 6.914%
8.151 1026 1031 1051 rBV 1473808 1446557 23.44% 3.105%
9.228 1208 1214 1218 rBV 5029362 6169646 99.97% 13.241%
9.910 1324 1330 1337 rBV 1764504 1766257 28.62% 3.791%

=
QO ~NO®

11 10.698 1458 1464 1467 rBV 3534380 3772237 61.12% 8.096%
12 11.392 1578 1582 1590 rBV 1948507 1751968 28.39% 3.760%
13 12.980 1847 1852 1855 rBV 5404529 6171372 100.00% 13.245%
14 14.033 2027 2031 2041 rBV 1423053 1378736 22.34% 2.959%
15 15.151 2216 2221 2226 rBV 78139 92474 1.50% 0.198%

16 15.510 2276 2282 2294 rVB 900121 1308076 21.20% 2.807%
17 15.968 2354 2360 2371 rVB 90400 147436 2.39% 0.316%
18 16.480 2441 2447 2455 rVB 62138 106589 1.73% 0.229%

Sum of corrected areas: 46594231
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115721.D

Aca On 23 Jul 2019 16:09

Operator : HP/JU

Sample : PB121635BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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: BF115721.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115721.D

Aca On 23 Jul 2019 16:09

Operator : HP/JU

Sample : PB121635BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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.

2.25 2.48 ng 136143 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 64
3 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 3-Hexanol, 2-methyl- 116 C7H160 000617-29-8 17

Abundance Scan 28 (2.252 min): BF115721.D (-17) (-) m/z 72.95 100.00%
7B ?
5000
43
55 87
2.20 2.30 2.40 2.50 2.60 2.70
S YN OO ' P — m/z 42.95 34.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
43 2.20 2.30 2.40 2.50 2.60 2.70
55 87 m/z 87.00 25.08%
o ?9 35 1] | 67 ||, 80
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73
41 55 87 2.20 2.30 2.40 2.50 2.60 2.70
5000 m/z 55.00 24 .39%
29
o ..,.%?.,.. e ....,..??,.... ,...:,..??,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4398: Silane, ethyltrimethyl-
73 2.20 2.30 2.40 2.50 2.60 2.70
m/z 71.10 11.46%
5000 59
87
43
0 29 || 53 | 67 | ‘ 102
m/z--> 10 20 30 40 50 60 70 8 90 100 110 2.20 2.30 2.40 2.50 2.60 2.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115721.D

Aca On 23 Jul 2019 16:09

Operator : HP/JU

Sample : PB121635BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 88.62 ng 4864040 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
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 776 (6.651 min): BF115721.D (-770) (-) m/z 132.00 100.00%
32
5000 o8
5 e
40 54 75 104 6.40 6.60 6.80 7.00
0 .,....,...::"..‘.‘.7,::..?:1:~l'.|,..':.,..f.‘?,..!.,.':..,.1.1?.,....,"...,.. m/z 68.00 36.80%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 IR IS U R L
6.40 6.60 6.80 7.00
78 m/z 134.00 34 .36%
31 54 51
0'I”'WL”WP!“I”"P'JI”'W'”'P"W'”'P'”I'“'Ih”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
" 640 6.60 6.80 7.00
5000 67 m/z 66.00 23.99%
41 97
‘ 53 117
9 g9
O ey 34 -‘---a‘--‘--‘iﬁ'ﬂ-‘-i‘.--‘-‘-‘.‘----.--‘--.-195-.---‘-.1-2-‘-‘-.“---.--
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 /
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- R T B N mmms n e
132 6.40 6.60 6.80 7.00
m/z 69.00 14 .54%
117
5000
39 91
51 65
A - RSN - N B R | 0 | S
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF072319\
Data File : BF115721.D

Aca On 23 Jul 2019 16:09

Operator : HP/JU

Sample : PB121635BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF071219._.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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

15.97 2.25 ng 147436 Perylene-d12 15.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
Abundance Scan 2360 (15.968 min): BF115721.D (-2354) (-) m/z 57.00 100.00%

57
99 N

141 507 mmﬁmmmmm

Ot L 2 A e M/Z 71.00  75.22%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

5000 LA L L L L LB L
15.60 15.80 16.00 16.20
m/z 43.00 61.57%
ol 2 296
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
517
B R BN
15.60 15.80 16.00 16.20
5000 m/z 85.05 56.67%

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

o A B o o T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #215181: 2-methyloctacosane T T

57 15.60 15.80 16.00 16.20

m/z 55.00 24 _.38%
5000
99
0l_26, | | 141 183 225 267 309 365

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\HPCHEMI1\BNA_F\DATA\BF072319\
Data File : BF115721.D

Acq On 23 Jul 2019 16:09

Operator : HP/JU

Sample : PB121635BL

Misc :

ALS Vial : 4 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF071219_.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... 2.25 2.5 ng 136143 1 6.87 1097720 20.0
unknown6 .65 6.65 88.6 ng 4864040 1 6.87 1097720 20.0
Heneicosane 15.97 2.3 ng 147436 6 15.51 1308080 20.0
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