LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044022.D

Aca On : 13 Jan 2020 21:38

Operator :© JU

Sample : PB126048BL

Misc :

ALS Vial : 9 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 5.050 328 334 346 rBV 377930 581568 8.32% 1.551%
2 5.526 408 415 429 rBV 1745452 2803589 40.13% 7.477%
3 7.112 676 685 695 rBY 1758977 3115886 44.60% 8.309%
4 7.482 738 748 758 rBVY 1763822 3095110 44.30% 8.254%
5 7.947 819 827 836 rBV 384892 638890 9.15% 1.704%

8.270 873 882 890 rBV 1365893 2389323 34.20% 6.372%
9.098 1014 1023 1037 rBV 1001345 1841440 26.36% 4.911%
10.743 1296 1303 1314 rBV 462176 869303 12.44% 2.318%
13.205 1714 1722 1735 rBV 2639720 4318414 61.82% 11.516%
14.574 1949 1955 1968 rBV 763027 1248686 17.87% 3.330%

=
QO ~NO®

11 16.061 2201 2208 2227 rBV 2223101 3577479 51.21% 9.540%
12 17.318 2415 2422 2435 rBV 1014331 1549603 22.18% 4.132%
13 19.938 2861 2868 2883 rBV 4495488 6985973 100.00% 18.630%
14 21.572 3139 3146 3157 rBvV2 977237 1714336 24.54% 4.572%
15 23.270 3430 3435 3442 rVB2 40941 91762 1.31% 0.245%

16 24.316 3607 3613 3625 rVB3 69416 193339 2.77% 0.516%
17 24.692 3666 3677 3698 rBV2 475453 1771536 25.36% 4.724%

18 25.614 3824 3834 3847 rBV5 81797 296844 4._.25% 0.792%
19 27.236 4099 4110 4128 rVB9 85816 415556 5.95% 1.108%

Sum of corrected areas: 37498637
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044022.D

Aca On : 13 Jan 2020 21:38

Operator :© JU

Sample : PB126048BL

Misc :

ALS Vial : 9 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: BG044022.D

4000000
3000000

2000000 553 7.11 7.48

8.27

1000000 9.10

5.05 7.95 10[(4

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG044022.D

19.94
4000000

3000000
13.21

16.06
2000000

17.32 21.57
1000000 14.57

O e B e B o o o L o LS B e o o e e s e A EE B R R E R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG044022.D

4000000
3000000
2000000

1000000
24.69

23.27 24.3_2_}\ 25.61 27.24
O T T R T T T T e T T o T e T e T e T T e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044022.D

Aca On : 13 Jan 2020 21:38

Operator :© JU

Sample : PB126048BL

Misc :

ALS Vial : 9 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.05 18.21 ng 581568 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 32
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 334 (5.050 min): BG044022.D (-328) (-) m/z 43.10 100.00%
a3
59
5000
T Tabo ko 570 w0
83 :
0 ...,....,....,.??.','n..?.l.:'J,...‘??....,.'...,....-,....,....,....,....,...., m/z 59.10 56.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 480 5.00 520 5.40
m/z 101.00 22 .32%
15 31 101
0 | | U Y 83 , |
R I IR SRS UL LI I IR UL RIS SRR LS RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 5.00 520 5.40
5000 M m/z 58.05 16.06%
68
0 ILI_50 L 126 147
LR R AR RS SRS RARRA RS NN RARLS RS SARAS LA SALSS SR SRS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- T P T T AT .
59 480 500 520 5.40
31 m/z 41.05 8.77%
5000 41 J{
73
0 '”I'%?'P"'I”"I'“'?}'”I'"W""P'g?l”"%g?”l"'W"'W"'W""I TP T "'I""I"'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044022.D

Aca On : 13 Jan 2020 21:38

Operator :© JU

Sample : PB126048BL

Misc :

ALS Vial : 9 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 unknown7.48 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.48 96.89 ng 3095110 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 (EY-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 16
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
Abundance Scan 748 (7.482 min): BG044022.D (-738) (-) m/z 132.00 100.00%
132
5000 68
© 55t gl| T g % oan, 5 T 7R 70
B L R | & S| N m/z 68.10 42.34%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R UL I UL

7.20 7.40 7.60 7.80

0
31 4 51 78 m/z 134.00 34.94%
o | I “ 11 : I
A RS L e B L o A AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
R e
7.20 7.40 7.60 7.80
5000 67 m/z 66.10 26.38%
41 53 97 117
79
0....,%4.,....“...?%..w....,”.é?....ﬁgg%lq..q%??.,...,.”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R EmmaRE R L
132 7.20 7.40 7.60 7.80
m/z 69.10 16.85%
5000
3B M 0 97 105
78
s e ||y |
s e L N S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044022.D

Aca On : 13 Jan 2020 21:38

Operator :© JU

Sample : PB126048BL

Misc :

ALS Vial : 9 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 4 Hexasiloxane, tetradecamethyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
24 .32 2.18 ng 193339 Perylene-d12 24 .70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si16 000107-52-8 83
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 72
3 N-Benzvl-N-ethvl-p-isopropvlbenz. .. 281 C19H23NO 015089-22-2 30
4 Trisiloxane. 1.1.1.5.5.5-hexamet... 384 C12H3604Si5 003555-47-3 27
5 Acetamide, 2-(5,7-dimethyl-[1,2,... 389 C21H19N50S 1000304-63-9 25
Abundance Scan 3614 (24.322 min): BG044022.D (-3607) (-) m/z 73.05 100.00%
B
47
5000 281 355
l 49 24.00 24.20 24.40 24.60
503 - - - -
o..??,...-.l,(.’?:.-,..l.‘%gl....,.-L...l,....l,..-..;.l.l.'.,....,n...,....,....,.. m/z 147.00 80.65%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B 221
147
281 R DA S R
2000 355 24.00 24.20 24.40 24.60
43 m/z 221.10 73.74%
0 36: L | 139.1 n Ll
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
B 147 221 429
255 24.00 24.20 24.40 24.60
5000 281 m/z 355.00 35.79%
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #128464: N-Benzyl-N-ethyl-p-isopropylbenzamide i B B o L
147 24.00 24.20 24.40 24.60
m/z 281.00 34.92%
5000 281
91
o 41 \1i 190 o3
miz> 50 100 150 200 250 300 350 400 450 500 550 660 650 24,00 24,20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044022.D

Aca On : 13 Jan 2020 21:38

Operator :© JU

Sample : PB126048BL

Misc :

ALS Vial : 9 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 5
R.T. EstConc Area Relative to ISTD R.T.
2561  3.35ng 206844  Perylene-diz 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6  000107-52-8 80

2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 72
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 33

4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 30
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 27
Abundance Scan 3833 (25.608 min): BG044022.D (-3824) (-) m/z 221.10 100.00%
73 147 221
5000 281 355
429 N B e R
25 20 25. 40 25. 60 25 80 26. OO
38 112 179 461 503
oL Pl S0 ..,.L...l,..-..l,.!..g.'.l.,....,....,....,....,.. m/z 73.10 93.81%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B
5000 281 355 L B B
25 20 25. 40 25. 60 25 80 26. OO
443 m/z 147 .05 89.64%
0 36: s | 139.1 n l L L l
L e B B A o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355 25.20 25.40 25.60 25.80 26.00
5000 281 m/z 207.00 43.80%
475
Ol e ”,A.M.”J..”‘m.wlﬁu,”...”.“.ﬁ?a
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... L e e e
147 221 25.20 25.40 25.60 25.80 26.00
m/z 355.00 40.37%
73
5000
279
028 115 | 189
R RAa I B B B e e A Raana T o R B B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 25 20 25. 40 25. 60 25 80 26. OO

8270-BG123019.M Tue Jan 14 15:19:55 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011320\
Data File : BG044022.D

Aca On : 13 Jan 2020 21:38

Operator :© JU

Sample : PB126048BL

Misc :

ALS Vial : 9 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 6 unknown27.24 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
27 .24 4.69 ng 415556 Perylene-di12 24.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 80
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 58
3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 49
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 30
Abundance Scan 4111 (27.242 min): BG044022.D (-4099) (-) m/z 221.10 100.00%
73 147 221
5000 281
l \ 429 27,00 27.20 27.40 27.60
503 . . . .
OBl by |20t 5B w7z 73.10  88.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
B 221
147
5000 281 L S B L I
355 2700 27.20 27.40 27.60
443 m/z 147.00 84 .35%
0 36: ' | 139.1 3 Ll
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
7 147 221 429
255 27,00 27.20 27.40 27.60
5000 281 m/z 281.00 42 .71%
475
O ~|ﬂ-“-nj--“‘“'w1m‘w'“ “'w"ﬁ?a MNUMMMWW«/\kWWMMMWW”
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- s EREEsEEEE
221 27.00 27.20 27.40 27.60
m/z 355.05 38.56%
73
5000 147 081
341
0 100 | 189, | || 397429 517
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 27.00 27.20 27.40 27.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG011320\
Data File : BG044022.D

Acq On : 13 Jan 2020 21:38

Operator : JU

Sample : PB126048BL

Misc :

ALS Vial : 9 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]
2-Pentanone, 4-hy... 5.05 18.2 ng 581568 1 7.95 638890 20.0
unknown? .48 7.48 96.9 ng 3095110 1 7.95 638890 20.0
Hexasiloxane, tet... 24.32 2.2 ng 193339 6 24.70 1771540 20.0
Cyclononasiloxane... 25.61 3.4 ng 296844 6 24.70 1771540 20.0
unknown27 .24 27.24 4.7 ng 415556 6 24.70 1771540 20.0
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