LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011020\
Data File : BG044000.D

Aca On : 10 Jan 2020 13:39

Operator :© JU

Sample : PB126006BL

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 G\METHODS\8270-BG123019.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 3.136 3 8 22 rVB 43730 91590 1.29% 0.223%
2 5.058 329 335 346 rBV 413289 663299 9.33% 1.614%
3 5.528 408 415 430 rBVY 1858763 3081335 43.33% 7.499%
4 7.120 676 686 696 rBY 1959129 3449659 48.51% 8.395%
5 7.484 739 748 760 rBVY 1957935 3441960 48.40% 8.376%

7.954 820 828 836 rBV 351728 608339 8.55% 1.480%
8.277 875 883 891 rBV 1477490 2669438 37.54% 6.496%
9.106 1015 1024 1038 rBV 1134961 2075258 29.18% 5.050%
10.751 1293 1304 1316 rBV 475211 862192 12.12% 2.098%
13.207 1714 1722 1737 rBV 3019422 4862414 68.38% 11.833%

=
QO ~NO®

11 14.582 1949 1956 1969 rBV2 765493 1214022 17.07% 2.954%
12 16.068 2202 2209 2230 rBV 2356524 3745133 52.67% 9.114%
13 17.326 2416 2423 2432 rBV 949830 1447072 20.35% 3.522%
14 19.940 2862 2868 2882 rBV 5380952 7111102 100.00% 17.306%
15 21.573 3139 3146 3153 rBV 912179 1535089 21.59% 3.736%

16 21.732 3159 3173 3217 rVB4 305628 2676095 37.63% 6.513%
17 24.693 3666 3677 3699 rBvV 518674 1557193 21.90% 3.790%

Sum of corrected areas: 41091190
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011020\
Data File : BG044000.D

Aca On : 10 Jan 2020 13:39

Operator :© JU

Sample : PB126006BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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: BG044000.D
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2000000 5.53 7.127.48
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Abundance TIC: BG044000.D
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Abundance TIC: BG044000.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011020\
Data File : BG044000.D

Aca On : 10 Jan 2020 13:39

Operator :© JU

Sample : PB126006BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 5

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

3.14 3.01 ng 91590 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 43
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 37
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 9 (3.142 min): BG044000.D (-3) (-) m/z 73.10 100.00%
<}
5000 /\\
43
Y 8|7 320 3.30 3.40 350 3.60
.,....,....'i'.'..-|.~,..“.,....,...1.1?.1.2.9.,.... 22 Tm/z 43.10  34.45%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
<}
5000 RS U UL IR IR
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.10 23.81%
W"”I”L'ﬂ”"ﬁ"W"”I'”'I”"P"'"”I'”'I”"
m/z--> 0 20 80 100 120 140 160 180 200
Abundance #1996: Silane, tetramethyl-
73
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 20.68%
43
2 15 2% |55 | 8
m/z--> 0 25 40 éo 80 100 120 140 160 180 200
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73 3.20 3.30 3.40 3.50 3.60
m/z 41.10 9.60%
41 g5 87
5000
29
P'}i"”l'”'l”P"W"”I'”'I”""'W"”I'”' RS U UL IR IR
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011020\
Data File : BG044000.D

Aca On : 10 Jan 2020 13:39

Operator :© JU

Sample : PB126006BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.06 21.81 ng 663299 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 335 (5.058 min): BG044000.D (-329) (-) m/z 43.10 100.00%
43
59
5000
i TR0 5bo 550 sk
....,....I,':..~:J,.‘?9..f‘?...-,|....,....,....,....,.1.9.1., m/z 59.05 56.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LN LN I I
59 480 5.00 520 540
m/z 101.10 20.80%
15 4 | 101
"iI'wh'T'”:l""??'”WL"'I'”'I""I”"I"'W
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
509
480 500 520 540
5000 M m/z 58.05 16.30%
T "'H""l‘l'éq USRI "'|%2§"%4?"' [T
m/z--> 20 60 80 100 120 140 160 180
Abundance #4076: Morpholine, 4-methy!- T P T T TP T . )
43 480 500 520 540
m/z 41.10 9.00%
5000
101
15
A
"“I'M"H"ll'“'lgq"b"'I"”I""P"'I'”'I "”I'”'I”"P"W"”
m/z--> 20 40 60 80 100 120 140 160 180 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011020\
Data File : BG044000.D

Aca On : 10 Jan 2020 13:39

Operator :© JU

Sample : PB126006BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 3 unknown7.48 Concentration Rank 1

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

7.48 113.16 ng 3441960 1,4-Dichlorobenzene-d4 7.95
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 Amphetaminil 250 C17H18N2 017590-01-1 12
4 1.2.4-Trifluorobenzene 132 C6H3F3 000367-23-7 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 747 (7.478 min): BG044000.D (-739) (-) m/z 132.00 100.00%
5000 68
20 96 HRSE SR IR LS A
54 7.20 7.40 7.60 7.80
0 8 |y 115 m/z 68.10 42.91%
HRSURNLIISS SRR UL B UL B B SO - -
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RIS L I I R
7.20 7.40 7.60 7.80
m/z 134.00 33.21%
31 51
'J“m!'“'lJ"l"'w""l“ N L SN SR SR BN
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
32
720 7.40 7.60 7.80
5000 67 m/z 66.10 27.36%
41 97
53
IR 0 D
||||“i“:|“|‘||‘|“l‘|‘|“|‘||‘|‘i|||||“|||H|||||||||||||||||||||||||
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #102556: Amphetaminil R EE e ma S
132 7.20 7.40 7.60 7.80
m/z 69.10 17.54%
5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
m/z--> 40 60 80 100 120 140 160 180 200 220 720 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011020\
Data File : BG044000.D

Aca On : 10 Jan 2020 13:39

Operator :© JU

Sample : PB126006BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Cyclononasiloxane, octadeca... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.73 34.87 ng 2676100 Chrysene-di12 21.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 87
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 87
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 50
4 2-Amino-2-oxo-acetic acid. N-I3.... 221 C12H15NO3 024451-17-0 38
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 28
Abundance Scan 3173 (21.732 min): BG044000.D (-3159) (-) m/z 221.05 100.00%
221
147
73
5000 281 355 $/}/H\\\\\\N\\—w~‘
4 21.40 21.60 21.80 22.00
503 : : :
391105 119 ..,.1...l,??-?.l,..l..,‘.al.‘,“?.l..,-.?.3.5,....,....,.. m/z 147.05 78.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
7B 147 221 429
355
5000 281 DA A S AR
21.40 21.60 21.80 22.00
m/z 73.10 68 .52%
| | ?75 651
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B 221
147
2140 21.60 21.80 22.00
5000 81 o m/z 281.00 50.09%
443
36 189, | »
m/z--> 56 100 1éo 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- R e R
221 21.40 21.60 21.80 22.00
m/z 355.00 43_.30%
73
5000 147 081
341
109 | 189 | || 397429 517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 2140 21.60 21.80 22.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011020\
Data File : BG044000.D

Acq On : 10 Jan 2020 13:39

Operator : JU

Sample : PB126006BL

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 3.14 3.0 ng 91590 1 7.95 608339 20.0
2-Pentanone, 4-hy... 5.06 21.8 ng 663299 1 7.95 608339 20.0
unknown? .48 7.48 113.2 ng 3441960 1 7.95 608339 20.0
Cyclononasiloxane... 21.73 34.9 ng 2676100 5 21.57 1535090 20.0
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