LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

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 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 5.042 326 332 344 rBV 293152 456152 7.11% 0.850%
2 5.518 405 413 425 rBV 1344888 2179955 33.99% 4 .060%
3 7.110 675 684 701 rBVY 1468170 2543216 39.65% 4_.737%
4 7.474 737 746 761 rBVY 1398249 2454860 38.27% 4_.572%
5 7.938 818 825 833 rBV 288122 492519 7.68% 0.917%
6 8.262 872 880 894 rVB 1045769 1841985 28.72% 3.431%
7 9.096 1012 1022 1043 rBV 805377 1482494 23.11% 2.761%
8 10.741 1294 1302 1317 rBV 377813 712182 11.10% 1.326%
9 13.197 1713 1720 1732 rBVY 2308002 3683381 57.43% 6.861%
10 14.025 1855 1861 1866 rBV 42366 69267 1.08% 0.129%

11 14.572 1947 1954 1961 rBV 654213 1038813 16.20% 1.935%
12 16.058 2200 2207 2224 rBV 1888760 3143202 49.01% 5.854%
13 17.316 2415 2421 2432 rBV 852459 1304531 20.34% 2.430%
14 19.930 2859 2866 2876 rBV 4522888 6413863 100.00% 11.946%
15 21.240 3084 3089 3098 rBvV 183428 378382 5.90% 0.705%

16 21.470 3123 3128 3133 rBV 123919 171317 2.67% 0.319%
17 21.564 3136 3144 3150 rBV 902644 1596111 24.89%% 2.973%
18 21.775 3176 3180 3185 rVB 75730 101830 1.59% 0.190%
19 22.374 3276 3282 3292 rBV2 332806 622750 9.71% 1.160%
20 22.645 3322 3328 3336 rBV 82644 148949 2.32% 0.277%

21 23.009 3383 3390 3394 rBV 272913 589669 9.19% 1.098%
22 23.238 3421 3429 3440 rVB2 535243 1197034 18.66% 2.230%
23 23.749 3512 3516 3522 rVV2 35693 72388 1.13% 0.135%
24 23.826 3523 3529 3534 rVV2 146703 303709 4.74% 0.566%
25 23.890 3534 3540 3552 rVB2 114267 309099 4.82% 0.576%

26 24.266 3594 3604 3616 rBV 846911 2313646 36.07% 4 _.309%
27 24.519 3643 3647 3657 rVB2 26560 66088 1.03% 0.123%
28 24.678 3664 3674 3681 rBV 548488 1524492 23.77% 2.839%
29 24.742 3681 3685 3696 rvB2 151093 362487 5.65% 0.675%
30 25.541 3808 3821 3840 rBV2 1052686 3743063 58.36% 6.972%

31 25.835 3863 3871 3882 rBV 132267 390259 6.08% 0.727%
32 27.122 4074 4090 4119 rBV2 1099248 5058014 78.86% 9.421%
33 29.102 4408 4427 4450 rBV2 849671 4861667 75.80% 9.055%
34 31.622 4836 4856 4858 rBV3 484672 2062101 32.15% 3.841%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 53689475
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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: BG044064.D

4000000

3000000

2000000

552 711 7.47

8.26
1000000 910

5.04 7.94 10.74

Time--> 3.50 4.00 450 5.00 550 6.00 6.50 7.00 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG044064.D

19,93
4000000

3000000

13.20
2000000 16.06

1000000 17.32 21.56

14.57

22.37
21.

o 14.03 2447178 22.6¢

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: BG044064.D

4000000

3000000

2000000

25.54 27.12
1000000 24.27 29.10

23.24 24.68 31.62

23.01
722 on. 74 25.84

O T o T T T T T o T T T T T T R e e T T e T e T

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\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 8

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

5.04 18.52 ng 456152 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 25
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 17
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 17
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 332 (5.042 min): BG044064.D (-326) (-) m/z 43.10 100.00%
43
59
5000
T T2k 5k 55 sk
83 : : : :
0...,....,....,..3.6.','.'.-..‘?.1.-.'1,....,7.?..,.-...,...:,....,....,....,...., m/z 59.10 59.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LR LS UL LR I
59 480 500 520 5.40
m/z 101.10 22 .19%
15 31 101
0 Tl N 50 . 83 . ‘
AR IR LRI I I IR LA IR NN LSS B SRR SARES SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
480 500 520 540
5000 m/z 58.05 15.79%
101
31 58
o 18 50 | 65 73 80 87 117 130
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8102: 4—Hydroxy—3—hexanone L B B L N BB LB N
59 4.80 5.00 5.20 5.40
m/z 41.10 9.10%
5000 31
41
0 15 u‘ |, 51 ], 69 8087 o8 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130 480 5.00 520 5.40

8270-BG123019.M Fri Jan 17 10:40:09 2020

Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 unknown7.47 Concentration Rank 1

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

7.47 99.69 ng 2454860 1,4-Dichlorobenzene-d4 7.94
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 745 (7.468 min): BG044064.D (-737) (-) m/z 132.00 100.00%
5000 68
© s || ;g Tions | TR T 7k 7k
o g e | eus . m/z 68.10 41.56%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A RS LS LA AR
7.20 7.40 7.60 7.80
2 51 78 m/z 134.00 32.63%
0 ‘ b1 H Moy . !
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
720 7.40 7.60 7.80
5000 67 m/z 66.10 25.86%
41 97
53
79 117
O '|'§8"|%O§"| R DN DA UL
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl L B
57 132 7.20 7.40 7.60 7.80
24 m/z 69.10 16.63%
5000 og M°
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, A A
m/z--> 40 60 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 1-Hexadecanesulfonyl chloride Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
21.24 4.74 ng 378382 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 91
2 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 91
3 Cvclopentadecane 210 C15H30 000295-48-7 90
4 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 87
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87

Abundance Scan 3089 (21.240 min): BG044064.D (-3084) (-) m/z 57.10 100.00%
57
83
5000
RN LS BN SUR
21.00 21.20 21.40 21.60
140163 221
- ‘ A 195 7 226281 827 357 m/z 43.10 78.89%
m/z--> 50 100 150 200 250 300 350 400
Abundance #164026: 1-Hexadecanesulfonyl chloride
57
83
5000 R UL R UL U
11 2100 21.20 21.40 21.60
29 m/z 55.10 62.91%
oL W ‘ H\L h179h1§7\1?6 24 2 a7
m/z--> 55 150 260 2%0 360 3%0 460
Abundance
57
83 21,00 21.20 21.40 21.60
5000 m/z 71.05 62.43%
29 111
139 168 196 997 258
O e B o o T e e e
m/z--> 55 160 1%0 260 250 300 3%0 460
Abundance #69584: Cyclopentadecane R e B AR AR Ea e
55 21.00 21.20 21.40 21.60
83 m/z 83.10 61.15%
5000
29 111
LT ] e s
miz-> 50 100 150 200 250 300 350 400 "' 21/00 2120 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 10
R.T. EstConc Area Relative to ISTD R.T.
22.37 7.80 ng 622750 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 52
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si16 000107-52-8 50
3 Cvclodecasiloxane. eicosamethvl- 740 C20H60010Si110 018772-36-6 43
4 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 27
5 Silane, [[(3.beta.,l11.beta.,20S)... 638 C33H6604Si4 032221-72-0 11
Abundance Scan 3281 (22.369 min): BG044064.D (-3276) (-) m/z 73.10 100.00%
73
147 221
5000
T 35 NN SRR SRS
429 22.00 22.20 22.40 22.60
1 503
oL, ..1?.53,1. rrebebeb ok b e ey | M7z 57.10  97.64%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
5000 281 AU SRR AR B
2200 22.20 22.40 22.60
‘ a5 m/z 71.10 71.53%
Oty J”'hM'”lP”J“”WLMW””I””P'fﬁh'P”W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance
B 2
2200 22.20 22.40 22.60
5000 81 o m/z 147 .00 67.47%
443
o 36
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #243183: Cyclodecasiloxane, eicosamethyl- B B B e e
73 22.00 22.20 22.40 22.60
147 281 m/z 221.00 64.43%
5000 355 429 hﬂﬂ\\AMJvﬂ*VH/\kvmhv\a—~vﬂww
oL 28 | 10, 195} ‘1 31$L 3911 465, | 549591637 725
m/z--> §o 100 150 200 250 300 350 400 450 500 550 600 650 700 2200 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 9-Octadecenamide, (Z)- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

2300 7.39ng 589669  Chrysene-di2 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 93
2 13-Docosenamide. (2)- 337 C22H43NO 000112-84-5 87
3 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 50
4 Tetradecanamide 227 C14H29NO 000638-58-4 50
5 Octadecanamide 283 C18H37NO 000124-26-5 47

Abundance Scan 3390 (23.009 min): BG044064.D (-3383) (-) m/z 59.10 100.00%
9
5000 /L
83 e N BREEEn
112 22.60 22.80 23.00 23.20 23.40
140 170 240 294
o by 2[0,196219270203 291320342 401429 | "n/z 72.10  73.29%
m/z--> 50 100 150 200 250 300 350 400
Abundance #128445: 9-Octadecenamide, (2)-
59
5000
22.60 22.80 23.00 23.20 23.40
m/z 55.05 51.97%
8l 126
M I N |y ,2° 154 184 210 238 281
(O T ‘W.HWuua T T T T T T
m/z--> 100 150 200 250 300 350 400
Abundance
59
R e o R BEEE
22.60 22.80 23.00 23.20 23.40
5000 m/z 41.05 33.38%
137
83 112
o 165 193 240263 294 337
LA e e B B L o o o o o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #85011: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydroxy-... I I e e e
59 22.60 22.80 23.00 23.20 23.40
m/z 43.10 31.96%
5000
o | |83 111 141 170 196 229
e e e e e R A L R
m/z--> 50 100 150 200 250 300 350 400 22 60 22. 80 23. 00 23. 20 23. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 7 Hexasiloxane, tetradecamethyl- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
23.24 15.70 ng 1197030 Perylene-di12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 83
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 80
3 Cvclodecasiloxane. eicosamethvl- 740 C20H60010S110 018772-36-6 43
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 38
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 35

Abundance Scan 3429 (23.238 min): BG044064.D (-3421) (-) m/z 73.05 100.00%
B a7 291
5000
281
1 110 J h 419 503 ¢ ' 23.00 23.20 23.40 23.60
Ol e b b e A m/z 147.10  80.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #228692: Hexasiloxane, tetradecamethyl-
B &
5000 281 L S B L B IR
355 2300 23.20 23.40 23.60
443 m/z 221.05 75 .64%
0'EE”MW””I””P'”PL'P”W'”W”'W””I””P'”P”'P”W'”W
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance
73 147 221 429
255 ' 23.00 23.20 23.40 23.60
5000 281 m/z 281.00 42 .46%
. 475 651
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 700
Abundance #243183: Cyclodecasiloxane, eicosamethyl- e i a—
73 2300 23.20 23.40 23.60
147 281 m/z 355.00 34.70%
5000 35 42 ]\
oL 28 | 10, 195} ‘1 31$L 3911 465, | 549591637 725
m/z--> éo 100 150 200 250 300 350 400 450 500 550 600 650 700 2300 23.20 23.40 23.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 9 12-Hydroxy-octadecanoic aci... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.89 4.06 ng 309099 Perylene-di12 24.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxiraneoctanoic acid. 3-octvl-. ... 410 C26H5003 000141-38-8 81
2 12-Hvdroxv-octadecanoic acid. oc... 412 C26H5203 074819-90-2 53
3 Cvclobutanone. 2-(2.6-dimethvlhe... 196 C13H240 065147-64-0 35
4 2-Ethvl-1-dodecanol 214 C14H300 019780-33-7 27
5 3-Cyclopentylpropionamide, N-met... 195 C12H21NO 1000340-38-1 22
Abundance Scan 3540 (23.890 min): BG044064.D (-3534) (-) m/z 55.10 100.00%
55 197
2000 J/L
23.60 23.80 24.00 24.20
o} m/z 197.10 95.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215862: Oxiraneoctanoic acid, 3-octyl-, 2-ethylhexyl ester
57
112 197
5000
83 23.60 23.80 24.00 24.20
m/z 57.10 88.12%
29 143
L2l e | e 29 R
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 197
23.60 23.80 24.00 24.20
5000 97 m/z 71.10  76.46%
29
o 129 157 200 264 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #58202: Cyclobutanone, 2-(2,6-dimethylheptyl)- T T TR
112 23.60 23.80 24.00 24.20
57 m/z 70.10 53.25%
5000
83
| ] \ 154 196
0 "'W'L“mltu"I'"”I"”I'"'I""I""I"" USRS N BRI SUUR
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 10 Silane, [[(3-beta.,l11.beta.... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

2427 30.35ng 2313650  Perylene-d12 2468
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 91
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 87
3 Silane. IT(3.beta..11.beta..20S)... 638 C33H6604Si4 032221-72-0 62
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 40
5 Mercaptoacetic acid, bis(trimeth... 236 C8H2002SSi2 006398-62-5 40

Abundance Scan 3605 (24.272 min): BG044064.D (-3594) (-) m/z 73.10 100.00%

7B 147 221
5000 281 355

429 AR AR LARE
503 24,00 24.20 24,40 24.60
o204 5, ..%%?l ..,..l.l,??n?.l,..l?.gl.L.“‘?.l..,.?.3.5,....,....,.. m/z 221.00 92.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethyl-
73 147 221 429 /\\
355
5000 281 L e e N R

24,00 24.20 24.40 24.60
m/z 147.05  88.95%

475
AN NN N 8 Y N SN S .-
miz--> 50 100 150 200 250 300 350 400 450 500 550 600 650

Abundance
B &

24.00 24. 20 24. 40 24.60

5000 81 o m/z 281.00 45_.12%
443
o 36 189
T AT A A e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #241944: Silane, [[(3.beta.,11.beta.,20S)-pregn-5-ene-3,11... T T T T
5 117 251 2400 2420 2440 2460
341 m/z 355.00 42 .48%
5000
169
4 209 431 501
299 638
[0} L N A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24 00 24. 20 24. 40 24 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 11 Heptadecane, 2,6,10,15-tetr... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
24.74 4.76 ng 362487 Perylene-d12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
2 Heneicosane 296 C21H44 000629-94-7 92
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Heptadecane. 9-hexvl- 324 C23H48 055124-79-3 90
5 2-Bromotetradecane 276 C14H29Br 074036-95-6 86
Abundance Scan 3685 (24.742 min): BG044064.D (-3681) (-) m/z 57.10 100.00%
g7
85
5000
e A aEs e
113 24.40 24.60 24.80 25.00
141 169 207
0 ....,.l...ll.i.' 222 280 327 357 401429 1 Tnzz o 71.10  83.73%
mz-> 0 50 100 150 200 250 300 350 400
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl-
57
5000 85 AR RAR AR AR B
24,40 24.60 24.80 25.00
m/z 43.10 64.16%
0 ‘ 1 J1J3‘141 183 211 239 267 296
mz-> 0 §0 100 150 200 250 300 350 400
Abundance
57
24.40 24.60 24.80 25.00
5000 85 m/z 85.10 64.11%
29
. 113 141 169 197 225 253 296
mz-> 0 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl- S AAREREREE e ]
57 24.40 24.60 24.80 25.00
m/z 55.10 26.37%
h 1 VvJLw
0 ‘ ‘ ‘ ﬂ1}3 141 169 197 239 267 294 323 352
mz-> 0 5'0 1(')0 15 200 251;0 300 350 400 24.40 24.60 24.80 25.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG011620\
Data File : BG044064.D

Aca On : 16 Jan 2020 11:50

Operator :© JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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 13 Eicosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

25.84 5.12 ng 390259 Perylene-d12 24 .68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 86
2 Eicosane. 2-methvl- 296 C21H44 001560-84-5 83
3 Heneicosane 296 C21H44 000629-94-7 81
4 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 81
5 Tetracosane 338 C24H50 000646-31-1 76

Abundance Scan 3872 (25.841 min): BG044064.D (-3863) (-) m/z 57.10 100.00%

5000

25.60 25.80 26.00 26.20
m/z 71.10 69.63%

113141169

0 221 253281309 355

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #129492: Eicosane

-

5000 e
85 25.60 25.80 26.00 26.20

29 m/z 43.10 57.93%
0 I \L ‘ H\ ] u‘l:}3\14..1‘169 197225253282
R B e B B e e e o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
57
B B B B
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 53.84%
29 253
L2 113141 169197505 281
L B L LA e B e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane R AARREEmEEs EEE s
25.60 25.80 26.00 26.20
m/z 55.10 21.91%
85
5000

-

141169197225253 296
g I I I I
m/z--> 0 50 100 150 200 250 300 350 400 450 500 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG011620\
Data File : BG044064.D

Acq On : 16 Jan 2020 11:50

Operator : JU

Sample : PB126101BL

Misc :

ALS Vial : 4 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... 5.04 18.5 ng 456152 1 7.94 492519 20.0
unknown? .47 7.47 99.7 ng 2454860 1 7.94 492519 20.0
1-Hexadecanesulfo... 21.24 4.7 ng 378382 5 21.56 1596110 20.0
Cyclononasiloxane... 22.37 7.8 ng 622750 5 21.56 1596110 20.0
9-Octadecenamide, ... 23.01 7.4 ng 589669 5 21.56 1596110 20.0
Hexasiloxane, tet... 23.24 15.7 ng 1197030 6 24.68 1524490 20.0
12-Hydroxy-octade... 23.89 4.1 ng 309099 6 24.68 1524490 20.0
Silane, [[(3-beta... 24.27 30.4 ng 2313650 6 24.68 1524490 20.0
Heptadecane, 2,6,... 24.74 4.8 ng 362487 6 24.68 1524490 20.0
Eicosane 25.84 5.1 ng 390259 6 24.68 1524490 20.0
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