LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 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-BG041520.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 3.158 8 12 23 rvVB 50016 95522 2.49% 0.366%
2 5.561 414 421 433 rBV 637766 1098786 28.66% 4.212%
3 7.153 683 692 707 rBV 689405 1259703 32.86% 4.829%
4 7.993 826 835 843 rBV 191528 340478 8.88% 1.305%
5 8.316 881 890 899 rBV 591427 1067518 27.84% 4.092%

9.144 1022 1031 1042 rBV 432050 838895 21.88% 3.216%
10.801 1305 1313 1324 rBV 250301 486921 12.70% 1.867%
1723 1730 1738 rBV 1399278 2261682 58.99%% 8.670%
14.079 1865 1871 1880 rBV 139537 210881 5.50% 0.808%
14.631 1953 1965 1975 rBV 485275 833806 21.75% 3.196%

QOO ~NO®
=
w
N
a1
=

11 16.117 2212 2218 2229 rBV 1360665 2116877 55.21% 8.115%
12 17.380 2426 2433 2445 rBV 684416 1105267 28.83% 4.237%
13 18.279 2579 2586 2595 rBV 165095 268104 6.99% 1.028%

14 18.502 2619 2624 2630 rBV6 28734 49206 1.28% 0.189%
15 18.679 2649 2654 2660 rVB4 41547 63920 1.67% 0.245%
16 18.861 2679 2685 2694 rBV 418365 597425 15.58% 2.290%
17 18.996 2703 2708 2713 rVB 56736 82670 2.16% 0.317%
18 19.489 2784 2792 2797 rVB4 46242 74293 1.94% 0.285%
19 19.548 2798 2802 2807 rBV3 66147 91326 2.38% 0.350%
20 19.994 2872 2878 2891 rVB 2775173 3834094 100.00% 14.698%
21 20.206 2910 2914 2920 rVB2 69302 97899 2.55% 0.375%
22 20.670 2989 2993 2999 rVB4 47628 85337 2.23% 0.327%
23 20.758 3004 3008 3011 rVB 46899 57594 1.50% 0.221%
24 21.299 3095 3100 3110 rVB2 202990 342649 8.94% 1.314%
25 21.539 3135 3141 3146 rBvV 50942 89651 2.34% 0.344%
26 21.639 3151 3158 3166 rBV 650906 1187454 30.97% 4 _.552%
27 21.851 3190 3194 3198 rBvV4 35598 50129 1.31% 0.192%
28 22.468 3292 3299 3315 rVB6 131063 320904 8.37% 1.230%
29 23.143 3409 3414 3419 rVB 52839 90161 2.35% 0.346%

30 23.331 3441 3446 3457 rVB2 99811 236190 6.16% 0.905%

31 23.942 3544 3550 3556 rBV3 64302 131668 3.43% 0.505%
32 24.383 3618 3625 3635 rVvB2 189317 509304 13.28% 1.952%
33 24.817 3689 3699 3707 rBV 388796 1174759 30.64% 4 _.503%
34 25.681 3834 3846 3858 rBV3 288646 998385 26.04% 3.827%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 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 = Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 25.986 3891 3898 3899 rBV6 48979 77186 2.01% 0.296%

36 27.290 4107 4120 4139 rVB4 316886 1457233 38.01% 5.586%
37 29.323 4450 4466 4484 rBV3 302005 1603060 41.81% 6.145%
38 31.884 4885 4902 4903 rBv4 239893 798602 20.83% 3.061%

Sum of corrected areas: 26085539
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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: BG045195.D

2500000
2000000
1500000

1000000

7.15
5. 56 8. 32
500000 9.14

799 10.80

B.16
or—rrrrrrrrr—_r— e e e e e e e e e e e

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG045195.D

19.99
2500000

2000000
1500000{ 13.25 16.12
1000000

17.38 21.64
500000 14.63 18.86

14.08 18.28 20.21 200676

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: BG045195.D

2500000
2000000
1500000
1000000

500000 24.82 27.29 29.32

24.38 h 25,08 ' \ 3188
233333 2394 7 25.99 A \ _J/\\_

e e e e e e 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\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 9

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

3.16 5.61 ng 95522 1,4-Dichlorobenzene-d4 7.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 64
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 12 (3.158 min): BG045195.D (-8) (-) m/z 73.05 100.00%
74.0
5000
43.1
3.20 3.30 3.40 3.50 3.60
....,....','.'..|.,..':-.,.411;‘.’,....1,2?'.8..,...1.6,1;2]..,....2]0.5."? m/z 43.10 29.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 3.20 3.30 3.40 3.50 3.60
m/z 87.05 24 .19%
27,0 J
||||||||||
m/z--> 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0

3.20 3.30 3.40 3.50 3.60
5000 55.0 m/z 55.00 20.56%

39ﬂ
el W oo w0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #734: N-Ethylformamide
30.0 3.20 3.30 3.40 3.50 3.60
73.0 m/z 71.05 10.42%
5000
m/z--> 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\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Tetradecanoic acid Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.28 4.85 ng 268104 Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Undecanoic acid 186 C11H2202 000112-37-8 62
5 n-Decanoic acid 172 C10H2002 000334-48-5 46

Abundance Scan 2586 (18.279 min): BG045195.D (-2579) (-) m/z 73.00 100.00%

73.0
5000

18.00 18.20 18.40 18.60
m/z 60.05 73.02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid
3.0

5000 L IS S s
18. OO 18 20 18. 40 18. 60

m/z 55.05 54 .02%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid

60.4
18.00 18.20 18.40 18.60
5000 129.0 m/z 43.05 48 _76%
171.0213.0256.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid
73.0 18.00 18.20 18.40 18.60

m/z 57.05 46.71%
ZQ@A
|

5000

29'0171 0214.0

1| ’ L,

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 18-Norabietane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.86 10.81 ng 597425  Phenanthrene-d10 17.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 18-Norabietane 262 ClOH34 1000293-16-6 86

1-(1-Butvnv)cvclopentanol 138 C9H140 1000342-86-5 35

3 Pvrazol-4-amine. 1-(4-fluorobenz... 219 C12H14FN3
4 Ethanone. 1-(1.4-dimethvl-3-cvcl... 152 C10H160
5 Benzenamine, 4-butoxy- 165 C10H15NO

043219-68-7 22
004344-55-2 14

1000272-83-8 27

Abundance Scan 2685 (18.861 min): BG045195.D (-2679) (-) m/z 109.05 100.00%

100.1
81.0
5000 191.2
41.0 163.2 262.3

18 60 18. 80 19. 00 19 20

220.3 ‘
A \ L2 P A 32038 30280 Th7 95.05  62.25%

[ [
mz—-> 0 50 100 150 200 250 300 350
109.0 '
5000 55.0 262.0

Abundance #112660: 18-Norabietane
18.60 18.80 19.00 19.20
191.0

m/z 81.05 55.88%

37.0 \ 219.0
Bl
m/z--> 0 50 100 150 200 250 300 350
Abundance #17544: 1-(1-Butyny)cyclopentanol
109.0

18.60 18.80 19.00 19.20

5000] 570 67.0 m/z 191.15 49.66%
b e
m/z--> 0 50 100 150 200 250 300 350
Abundance #76466: Pyrazol-4-amine, 1-(4-fluorobenzyl)-3,5-dimethyl- PR T TPt
109.0 18 60 18. 80 19. 00 19 20

m/z 82.05 43.32%

219.0
5000
42.0
177.0
|‘ ul 7\5'¢ i | 148'0 [ |

m/z--> 0 50 100 150 200 250 300 350 18 60 18. 80 19. 00 19 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Dichloroacetic acid, heptad... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
21.30 5.77 ng 342649 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CH1202 1000282-98-2 94
2 1-Heptacosanol 396 C27H560 002004-39-9 91
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 91
4 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 91
5 n-Nonadecanol-1 284 C19H400 001454-84-8 90
Abundance Scan 3100 (21.299 min): BG045195.D (-3095) (-) m/z 83.05 100.00%
83.0
5000, 444 \
2>t 21.00 21.20 21.40 21.60
168.2 222.3 : . . .
AR L ZO02 SRS 2821 833138234201 SM3 h/7 69.05  94.57%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194133: Dichloroacetic acid, heptadecy! ester
57.0
5000 ARSI SRR UM
11.0 21.00 21.20 21.40 21.60
l m/z 57.10 92.53%
. | 154.0195.0238.0 2050
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #210517: 1-Heptacosanol
57.0
o 21.00 21.20 21.40 21.60
5000 ' m/z 55.05 91.44%
L 153.0195 036.0278.0320.0 378.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosy! formate T T
57.0 21.00 21.20 21.40 21.60
m/z 97.05 87 .86%
5000 11.0
l 153.0196.0 1294.0 3400
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Fumaric acid, 2,4,6-trichlo... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
22.47 5.40 ng 320904 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Fumaric acid. 2.4.6-trichlorophe... 476 C23H31CI1304 1000348-27-7 53
2 ervthro-9.10-Dibromopentacosane 508 C25H50Br2 059907-02-7 50
3 Silane. I(ll-iodoundecvDoxvltri... 370 C14H3110Si 026305-84-0 50
4 Decane. 5.6-bis(2.2-dimethvlprop... 278 C20H38 055712-56-6 42
5 Ethane, 2,2-dichloro-1,1,1-trifl.._. 152 C2HCI2F3 000306-83-2 38
Abundance Scan 3299 (22.468 min): BG045195.D (-3292) (-) m/z 57.05 100.00%
7.0
97.0
5000
281.0 355.1 AR SN BN SUNSR BN
514.4 22.20 22.40 22.60 22.80
: m/z 43.05 90.25%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #232005: Fumaric acid, 2,4,6-trichloropheny! tridecy! ester
69.0
5000 RS BN SUNSA B
22.20 22.40 22.60 22.80
m/z 55.05 82.78%
29.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #236055: erythro-9,10-Dibromopentacosane
43.0
8.0 | 22.20 22.40 22.60 22.80
5000 m/z 83.05 77 .08%
25.0 429.0
y } L 167.0200.0 251.0293.0 349.0 510.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #196386: Silane, [(11-iodoundecyl)oxy]trimethy- e o
97.0 22.20 22.40 22.60 22.80
55 m/z 97.05 71.01%
5000 3550
215.0
wa“‘%?QQJ'wM“' L SN SN DAL SR W R SR BN SUNSA B
m/z--> 50 100 150 200 250 300 350 400 450 500 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 12

R.T. EstConc Area Relative to ISTD R.T.
23.33  4.02ng 236190  Perylene-di2 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6  000107-52-8 72

2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 72
3 Silane. IT(3.beta..11.beta..20S)... 638 C33H6604Si4 032221-72-0 55
4 1.1.1.5.7.7.7-Heptamethyl-3.3-bi... 444 C13H4005Si6 038147-00-1 38
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38

Abundance Scan 3446 (23.331 min): BG045195.D (-3441) (-) m/z 73.05 100.00%
73.0 221.0
147.1
355.1
5000 281.1
429.1 St bt
Ul ol | s031 23.00 23.20 23.40 23.60
”.whh%ﬁsnwn.qh”.P.” A e R AR RRRR R m/z 221.00 88.32%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
30 a0 2210
5000 281.0 L B B B
355.0 23.00 23.20 23.40 23.60
443.0 m/z 147.05 73.55%
SEPSIS SRSV SO AN S P
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73.0 147.0 221.0 429.0
A
355.0 23.00 23.20 23.40 23.60
5000 281.0 m/z 355.05 54 _.99%
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... B L e e e s et
75.0 251.0 23.00 23.20 23.40 23.60
341.0 m/z 281.05 46.69%
147.0
5000
197.0 431.0 521.0
638.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 23. 00 23. 20 23. 40 23. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 8 Tetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
23.94 2.24 ng 131668 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 81
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 80
3 Tetradecane. 2.6.10-trimethvl- 240 C17H36 014905-56-7 76
4 Hexadecane. 2.6.10.14-tetramethvl- 282 C20H42 000638-36-8 76
5 Octadecane 254 C18H38 000593-45-3 74
Abundance Scan 3550 (23.942 min): BG045195.D (-3544) (-) m/z 57.05 100.00%
51.
- A'A(\LN
J o0 207.0 23.60 23.80 24.00 24.20
155.1 267.1 341.1 425.4 : : : :
- illl-h-"u~-l.-..A.,.'...,....-,....,....,f‘7.6.1. m/z 71.05 94.38%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57.0
5000 AU UG B
Bmmmmmmm
99.0 m/z 43.05 69 .54%
PLL ]y 14101830 2050 338.0
m/z--> §0 160 1%0 260 250 360 3%0 460 4éo
Abundance #185535: Heptadecane, 9-octyl-
57.0
I I I

23.60 23.80 24.00 24.20

5000 m/z 85.05 58.72%
99.0
239.0
Ll Ly 14101830 R 2810 3230
A B B B T e i e e
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #94356: Tetradecane, 2,6,10-trimethyl- LR Rl S B A
57.0 23.60 23.80 24.00 24.20
m/z 55.05 22.72%
5000
113.0 155.0
S O A - — .
m/z--> 50 100 150 200 250 300 350 400 450 23 60 23. 80 24. OO 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Heptasiloxane, hexadecamethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
24.38 8.67 ng 509304 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 83
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 72
3 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 64
4 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 27
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22

Abundance Scan 3625 (24.383 min): BG045195.D (-3618) (-) m/z 73.05 100.00%
730 1471 2211 vwﬂwwvaMNVNﬁJ/\\ﬁwAAMA!M&NAVW
281.1
5000 355.1
429.1 AR B B SURLE I
l | t 503.1 24.00 24.20 24.40 24.60
et A e s e m/Zz 147.05  96.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl-
221.0
73.0
5000 147.0 UL AU
2810 ). 24.00 24.20 24.40 24.60
' m/z 221.05 88.47%
I T
m/z--> 50 100 150 200 250 300 350 400 4éo 500 séo 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
730 147.0 221.0 429.0
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—l
355.0 24.00 24.20 24.40 24.60
5000 281.0 m/z 281.05 55._25%
el || g0 651.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl- I RRmE EEa T
730 oo 2210 24.00 24.20 24.40 24.60
' m/z 355.05 46.81%
5000 2810 oo
443.0
L | | I Ll
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\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Cyclononasiloxane, octadeca... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.68 17.00 ng 998385 Perylene-d12 24 .81
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 Pentasiloxane. dodecamethvl- 384 C12H3604Si5 000141-63-9 38
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 30
5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 28
Abundance Scan 3846 (25.681 min): BG045195.D (-3834) (-) m/z 73.05 100.00%
74.0 147.0 2210
281.0
5000 355.1
429.1 e
t l | 503.1 25.40 25.60 25.80 26.00
rerrprterprte e s e e | M/ 221.00° 99.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
74.0 147.0 221.0 429.0
5000 2810 ' TTT T i T T rrrryrrrr proTT
25.40 25.60 25.80 26.00
m/z 147 .00 92.65%
|, || 400 6510
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
30 a0 2210
25.40 25.60 25.80 26.00
0
5000 2810 oo m/z 281.00 57.78%
443.0
L I bl |
m/z--> 50 100 150 200 250 360 3%0 400 450 500 550 600 650
Abundance #204091: Pentasiloxane, dodecamethyl- i B L
73.0 147.0 281.0 25.40 25.60 25.80 26.00
m/z 355.05 45 _.74%
5000 369.0
207.0
IIII\I""I""I"" L"'h'l' TTTTTTITETT T T T T T T T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 25.40 25.60 25.80 26.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 unknown27.29 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
2729 24.81ng 1457230  Perylene-d12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Hexasiloxane. tetradecamethvl- 458 C14HA205Si6  000107-52-8 72

2 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 46
3 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 40

4 Cvclodecasiloxane. eicosamethvl- 740 C20H60010Si10 018772-36-6 38
5 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 37
Abundance Scan 4120 (27.290 min): BG045195.D (-4107) (-) m/z 221.05 100.00%
73.0 1471 22}.1
281.1
5000 355.0
429.1 T R
l l l 503.1 27.00 27.20 27.40 27.60
et e e e e Tm/z 73.05 86.60%
m'z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
30 a0 2210
5000 281.0 L B B B B
355.0 27.00 27.20 27.40 27.60
4430 m/z 147.05 85.96%
S
mz--> 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, ...
147.0 2210
_'_l_'—r'_'_'_'—r'_'_'_'—r'_l_l_'—r'_'_'_'_
73.0 27.00 27.20 27.40 27.60
5000 m/z 281.05 56.26%
279.0
IIII‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
mz--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethyl- R B A B R B am e o
730 147.0 221.0 429.0 27.00 27.20 27.40 27.60
m/z 355.00 47 .91%
5000 281.0 //p\\M
mz--> 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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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG041520.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 12 unknown29.32 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
29.32 27.29 ng 1603060 Perylene-di12 24.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 74
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 64
3 Mercaptoacetic acid. bis(trimeth... 236 C8H2002SSi2 006398-62-5 32
4 Heptasiloxane. hexadecamethvl- 532 C16H4806Si17 000541-01-5 22
5 3-lIsopropoxy-1,1,1,7,7,7-hexamet... 576 C18H5207Si7 071579-69-6 16
Abundance Scan 4465 (29.317 min): BG045195.D (-4450) (-) m/z 221.05 100.00%
2211
120 147.1
281.1
5000 355.1
4291 U USRS
29.00 29.20 29.40 29.60
l 1, 503.1
O b “”,..wil..A..”..”.“.”p.”,“”,”.w.. m/z 147 .05 77.09%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
74.0 147.0 221.0 429.0
355.0
5000 281.0 NS AR DR
mmmmmmmm
m/z 73.05 69.45%
, ,4§90 651.0
m/z--> 6 §o 160 150 200 250 300 350 400 450 500 séo 660 6%0
Abundance #228692: Hexasiloxane, tetradecamethyl-
730 1470 2210
29!00 29!20 29)40 29!60 '
5000 2810 o m/z 281.05 55.51%
443.0
1y | L T L
m/z--> 6 §o 160 1éo 200 250 300 350 400 4éo 560 séo 660 6%0
Abundance #91067: Mercaptoacetic acid, bis(trimethylsilyl)- B A ma L
73.0 29.00 29.20 29.40 29.60
147.0 m/z 355.05 41.63%
5000 ﬂ//ﬂ\\mvﬂhr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 650 éédd 5520'5546 éééd"
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG042820\
Data File : BG045195.D

Aca On : 28 Apr 2020 21:33

Operator : CG/JU

Sample : L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG041520.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 Piperidine, 1-(5-trifluorom... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
31.88 13.60 ng 798602 Perylene-d12 24 .81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 87
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si16 000107-52-8 74
3 Piperidine. 1-(5-trifluoromethvl... 295 C15H16F3N3 1000268-74-7 60
4 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
5 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO03 024451-17-0 37
Abundance Scan 4901 (31.878 min): BG045195.D (-4885) (-) m/z 221.05 100.00%
1471 2211
73.0
5000 281.1 355.1
429.1
l L l 503.1 31.60 31.80 32.00 32.20
e S m/z 147.05 83.79%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
740 147.0 221.0 429.0
5000 2810 ' LINLINLI LI L L L L LI LI
3160 31.80 32.00 32.20
m/z 73.05 66.87%
|, || 400 6510
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
30 a0 2210
3160 31.80 32.00 32.20
0
5000 2810 o m/z 281.05 51.26%
443.0
Ly I bl 3 L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #140089: Piperidine, 1-(5-trifluoromethyl-2-pyridyl)-4-(1H... R B
4.0 1470 31.60 31.80 32.00 32.20
' m/z 355.05 50.11%
1 JL
5000 228.0
lllllljjl‘ll'ljll!IJJIILJIIIIII TTTT TTTT ||||||||||||||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 31.60 31.80 32.00 32.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG042820\
Data File : BG045195.D

Acq On : 28 Apr 2020 21:33

Operator : CG/JU

Sample - L2428-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG041520.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... 3.16 5.6 ng 95522 1 7.99 340478 20.0
Tetradecanoic acid 18.28 4.8 ng 268104 4 17.38 1105270 20.0
18-Norabietane 18.86 10.8 ng 597425 4 17.38 1105270 20.0
Dichloroacetic ac... 21.30 5.8 ng 342649 5 21.64 1187450 20.0
Fumaric acid, 2,4... 22.47 5.4 ng 320904 5 21.64 1187450 20.0
Hexasiloxane, tet... 23.33 4.0 ng 236190 6 24.81 1174760 20.0
Tetracosane 23.94 2.2 ng 131668 6 24.81 1174760 20.0
Heptasiloxane, he... 24.38 8.7 ng 509304 6 24.81 1174760 20.0
Cyclononasiloxane... 25.68 17.0 ng 998385 6 24.81 1174760 20.0
unknown27.29 27.29 24_.8 ng 1457230 6 24.81 1174760 20.0
unknown29 .32 29.32 27.3 ng 1603060 6 24.81 1174760 20.0
Piperidine, 1-(5-... 31.88 13.6 ng 798602 6 24.81 1174760 20.0
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