LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample : L3828-03

Misc :

ALS Vial : 6 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-BG082520.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 3.129 3 7 22 rVB 431878 602203 12.70% 2.162%
2 5.514 406 413 430 rBV 1095370 1753514 36.99% 6.296%
3 7.101 676 683 696 rBY 1085054 1895137 39.98% 6.805%
4 7.929 818 824 833 rVB 241924 407165 8.59% 1.462%
5 8.076 844 849 854 rBV 32258 52321 1.10% 0.188%

8.699 948 955 963 rBV 61637 122481 2.58% 0.440%
9.087 1012 1021 1028 rBV 666033 1177887 24.85% 4.229%
1292 1300 1308 rBV 334263 607541 12.82% 2.182%

QO ~NO®
=
o
\l
N
(9}

11.766 1469 1477 1485 rBV 29062 58518 1.23% 0.210%
1 12.160 1536 1544 1550 rBV3 27448 50140 1.06% 0.180%
11 13.182 1711 1718 1726 rVvV 1327117 1983668 41.85% 7.123%
12 13.399 1749 1755 1762 rBV2 38236 68412 1.44% 0.246%
13 14.010 1854 1859 1864 rBV 92164 142796 3.01% 0.513%
14 14.469 1932 1937 1943 rVB 52268 69816 1.47% 0.251%
15 14.563 1946 1953 1961 rBV 580704 914774 19.30% 3.285%
16 15.421 2094 2099 2104 rBvV 54064 68343 1.44% 0.245%
17 16.049 2199 2206 2217 rBV 1744463 2544209 53.67% 9.136%
18 16.284 2240 2246 2248 rBV 45884 61344 1.29% 0.220%
19 17.307 2413 2420 2433 rBV 805047 1247738 26.32% 4._.480%
20 18.205 2569 2573 2581 rBV5 35280 60795 1.28% 0.218%
21 18.787 2667 2672 2681 rVB 67284 98030 2.07% 0.352%
22 18.922 2691 2695 2702 rVB 67358 91834 1.94% 0.330%
23 19.057 2713 2718 2723 rVB 49754 72790 1.54% 0.261%

24 19.416 2773 2779 2783 rVV 73278 100843 2.13% 0.362%
25 19.921 2859 2865 2876 rVB 2152369 2981743 62.90% 10.707%

26 20.133 2896 2901 2907 rVB 440807 562154 11.86% 2.019%
27 21.225 3083 3087 3094 rBV2 123089 224168 4.73% 0.805%
28 21.437 3102 3123 3137 rVV4 845385 4740412 100.00% 17.021%
29 21.549 3137 3142 3155 rVB2 883846 1456089 30.72% 5.228%

30 22.348 3274 3278 3280 rBV2 43995 66990 1.41% 0.241%
31 22.377 3280 3283 3293 rVB5 54014 131770 2.78% 0.473%
32 23.787 3519 3523 3530 rVB2 40730 78553 1.66% 0.282%
33 24.216 3590 3596 3604 rVB4 36246 90267 1.90% 0.324%

34 24.651 3660 3670 3687 rVB2 518654 1521068 32.09% 5.462%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample : L3828-03

Misc :

ALS Vial : 6 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

Z :\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

35 25.462 3800 3808 3822 rVB4 58452 195792 4._.13% 0.703%
36 25.785 3858 3863 3872 rVB4 30208 65218 1.38% 0.234%
37 27.019 4063 4073 4092 rVB6 83339 387129 8.17% 1.390%

38 28.981 4395 4407 4426 rVB3 107546 487794 10.29% 1.752%
39 31.455 4815 4828 4849 rVB4 105221 608223 12.83% 2.184%

Sum of corrected areas: 27849669
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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: BG046474.D

2000000

1500000

551 7.10
1000000

9.09

500000¢.13
10.73
7.93

8.70
)\8 08 2 11.77 12 16

Time--> 3.50 4.00 4.50 500 5.50 600 6.50 7.00 7.50 8.00 8.50 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG046474.D

19.92
2000000

16.05

1500000
13.18

1000000 2bi45
17.31

14.56
500000

1340 1401 1447 15.42 16.28 1801 181882)619.42

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: BG046474.D

2000000
1500000

1000000

24.65
500000

25 4 27.02 28.98 31.45
23.79 24.22 ©5.78 K

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\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 1

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

3.13 29.58 ng 602203 1,4-Dichlorobenzene-d4 7.93
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 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (3.129 min): BG046474.D (-3) (-) m/z 73.10 100.00%
7B
5000 43 }\\‘
55 87 N
5 | o5 3.20 3.30 3.40 3.50
O bbb 0 L e M/Z 43.10 36.92%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 SRR R AR RN
43 O 3.20 3.30 3.40 3.50
07 87 m/z 87.10 26.73%
0 "|"J””"??hhj'%?“"'|"§?H""|"J'|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87 U RN S IR U I
3.20 3.30 3.40 3.50
5000 41 55 m/z 55.10 25.76%
29
0 47 67 79 97 112 129
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73 3.20 3.30 3.40 3.50
m/z 71.10 11.80%
5000 43
58
bt e e e e U S IR U I
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 p-Cymene Concentration Rank 8

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

8.08 2.57 ng 52321 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Cvmene 134 C10H14 000099-87-6 95
2 Benzene. 1-methvl-3-(l-methvleth... 134 C10H14 000535-77-3 94
3 o-Cvmene 134 C10H14 000527-84-4 91
4 Benzene. l-ethvl-2.3-dimethvl- 134 C10H14 000933-98-2 91
5 Benzene, l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 90

Abundance Scan 850 (8.082 min): BG046474.D (-844) (- m/z 119.10 100.00%
119
5000
o1 134 I |
39 51 5565 77 103 | 7.80 8.00 820 840
o B PSR WA I e 1 N N m/z 134.10 30.52%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14809: p-Cymene
119
5000 UL L U I S
7.80 8.00 8.20 8.40
91 134 m/z 91.00 23.57%
27 34 1 S1eg 85 71 | 108 | 127
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
119
7.80 8.00 8.20 8.40
5000 m/z 117.10 15.78%
o1 134
L2 39 515865 77 g, 103 112 | 127
mz-> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14811: 0-Cymene B

7.80 8.00 8.20 8.40
m/z 120.10 10.73%

5000

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Retene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.13 7.72 ng 562154 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Retene 234 C18H18 000483-65-8 98
2 2-1sopropvl-10-methvlphenanthrene 234 C18H18 066552-97-4 93
3 Ouinoline. 2-(3-tolv)- 219 C16H13N 024641-30-3 83
4 Phenanthrene. 3.4.5.6-tetramethvl- 234 C18H18 007343-06-8 64
5 Ethanone, 1-(4,6-dihydroxy-2,3,5... 234 C13H1404 021987-07-5 58
Abundance Scan 2901 (20.133 min): BG046474.D (-2896) (-) m/z 219.05 100.00%
219
5000
o1 169 |\ 15150 2000 2030 7040
165 : : : :
ol 38 T8 LHo189 T, k ,I f 287 281 84 m/z 234.10 56.00%
m/z--> 50 100 150 200 250 300 350
Abundance #89260: Retene
219
5000 SR ARUNASUNE SR AR
19.80 20.00 20.20 20.40
189 m/z 204.10 31.59%
oL 27 51 76 139 165 2B7
m/z--> 50 100 150 200 2éo 360 3%0
Abundance
219
19.80 20.00 20.20 20.40
5000 m/z 203.05 25.99%
0 30 63 82102 139 165 189 237
m/z--> §0 160 1%0 200 250 360 3%0
Abundance #76625: Quinoline, 2-(3-tolyl)- T
219 19.80 20.00 20.20 20.40
39 m/z 202.05 19.15%
5000 63
89
128 ‘
0 I‘ |||‘h| JM %07\\' j. ‘|1|52| ; .18.9“.'. — N ;
m/z--> 50 100 150 200 250 300 350 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Cyclopentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.23 3.08 ng 224168 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 93
2 Oxalic acid. isobutvl tetradecvl... 342 C20H3804 1000309-37-9 91
3 Oxalic acid. hexadecvl propvl ester 356 C21H4004 1000309-26-9 91
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 91
5 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 90
Abundance Scan 3088 (21.231 min): BG046474.D (-3083) (-) m/z 57.10 100.00%
57
83
50001 4
U NI UL BN B
139 169 194 226 21.00 21.20 21.40 21.60
I 2258 3L “n/z 43.10 72.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #69584: Cyclopentadecane
55

=

5000 LA L L L L L L LB
21.00 21.20 21.40 21.60
m/z 55.10 62.23%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
_l_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_r
21.00 21.20 21.40 21.60
5000 m/z 71.05 61.59%

29

111957 148 168 196 241

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340

Abundance #187989: Oxalic acid, hexadecy! propyl ester e S R R

43 21.00 21.20 21.40 21.60
m/z 83.10 60.89%

5000 71
97
269
ol28 | ‘ 125 154 106 224 251 | 312

IIIIIIIIIIIIIIIIIIIIIIIIII TITT [T T T[T I T [T T I T[T T I T[T T T[T IT T[T TIT T[T TTT IIIIIII _'_'_'_'—I_'_'_'_'—I_'_'_'_'—r'_'_'_'—l_'_'_r

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Hexasiloxane, tetradecamethyl- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
25.46 2.57 ng 195792 Perylene-di12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 59
2 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 50
3 2-Amino-2-oxo-acetic acid. N-T3.... 221 C12H15N03 024451-17-0 32
4 N-Benzvl-N-ethvl-p-isopropvlbenz... 281 C19H23NO 015089-22-2 22
5 Tris(trimethylsilyl)borate 278 C9H27B03Si3 004325-85-3 14

Abundance Scan 3808 (25.462 min): BG046474.D (-3800) (-) m/z 221.10 100.00%
o1 A
5000 281 355
429 DS PR A B JUN
107 503 %m%m%m%m
S Wr a0 WA ..,.1...\,..-..5 ke || M7z 147.10  79.50%
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 NI UL B S
355 2520 2540 25.60 25.80
443 m/z 73.10 78.55%
ol 38 | 89| l o l
m/z--> 56 160 1éo 260 250 360 3%0 460 4éo 560 séo 660 6%0
Abundance
73 147 221 429
255 25,00 25.40 25.60 25.80
5000 281 m/z 281.00 46 .50%
0 o 651 WWWW/\MN\'WM
m/z--> 56 160 1éo 200 250 300 350 400 4éo 560 550 660 GéO
Abundance #78157: 2-Amino-2-oxo-acetic acid, N-[3,4-dimethylphenyl]-... B R BEEEE E e
221 25.20 25.40 25.60 25.80
m/z 207.00 40.08%
5000 a7
77
o 41
m/z--> 5'0 1(')0 1&'30 200 250 300 350 400 4&'30 5(')0 5&'30 6(|)O 65|O 25. 20 25. 40 25 60 25. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 unknown27.02 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
27.02 5.09 ng 387129 Perylene-di12 24 .65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 72
2 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 43
3 3.6-Dioxa-2.4.5.7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 38
4 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 27
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 16
Abundance Scan 4073 (27.019 min): BG046474.D (-4063) (-) m/z 221.10 100.00%
2‘ 1
73 147
5000 281 355
429 R SR SO U BN
26.80 27.00 27.20 27.40
189 503
U - Wil ¥ ..l,..h.i,....-,L.-..l.‘,“?.l..,....,....,....,.. m/z 147.05 75.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
5000 281 R e EEEEEEEE e
%mﬂmmmﬂm
m/z 73.10 71.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
221
73 " 26.80 27.00 27.20 27.40
5000 147 m/z 281.00 51.38%
281 341
o 109 189 397429 517
m/z--> 55 160 150 200 250 300 350 460 4éo 560 5%0 660 eéo
Abundance #138908: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,... e A BAREE RS
147 21 26.80 27.00 27.20 27.40
m/z 355.10 41 .49%
73
5000
279
0l 28 115, 14%
m/z--> 5'0 1(')0 150 200 250 300 350 400 4&'30 5(')0 5&1;0 6(|)O eéo 26. 80 27. oo 27. 20 27. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Cyclononasiloxane, octadeca... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

28.98 6.41 ng 487794 Perylene-di12 24 .65
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 78

3 Heptasiloxane. hexadecamethvl- 532 C16H4806Si7 000541-01-5 32

4 3-l1sopropoxv-1.1.1.7.7.7-hexamet... 576 C18H5207Si7 071579-69-6 25
5 1,3-Cyclohexanedione, 2-[2-[4-(4... 401 C22H28FN303 339310-26-8 22

Abundance Scan 4407 (28.981 min): BG046474.D (-4395) (-) m/z 221.10 100.00%
221
147
73
5000 281 o
429
28.60 28.80 29.00 29.20
107 189 503
0 = W LA . ..,.ll...l,.... .F’.Ef7,..|.'.‘,“?.1..,....,....,....,.. m/z 147.10 79.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
7 147 221 429
355
5000 281 R e o e ARama]
28.60 28.80 29.00 29.20
m/z 73.10 68.59%
i | s 51
A B e B RAREAREEE B
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
A EEE e b
28.60 28.80 29.00 29.20
5000 281 o m/z 281.00 47 _.18%
443
o 36 189
e B A B A B o e e A Rmama e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- R EEE e o
221 28.60 28.80 29.00 29.20
m/z 355.05 39.76%
73
5000 147
281
341
0 100 | 189, | || 397429 517
s B B B e ARARARARES o B RREREsEE e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 28. 60 28 80 29. 00 29.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG083120\
Data File : BG046474.D

Aca On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 unknown31.45 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

'31.45  8.00 ng 608223  Perylene-diz 24.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclononasiloxane. octadecamethvl- 666 C18H5409Si9 000556-71-8 90
2 Hexasiloxane. tetradecamethvl- 458 C14H4205Si6 000107-52-8 64
3 4-Hvdroxvbenzvl alcohol. bis(ter... 352 C19H3602Si2 1000364-43-9 38
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 32
Abundance Scan 4827 (31.449 min): BG046474.D (-4815) (-) m/z 221.10 100.00%
221
73 147
5000 281 355
429 3120 31.40 31.60 31.80
39 | 105 ALy s 120 £1.40 31.60 31.80
or—rr e e e e e e e e m/z 147.10 67.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethy!-
73 147 221 429
355
5000 281 R RE e n e m s e
31. 20 31. 40 31 60 31. 80
m/z 73.10 59.92%
?75 651
o} SMBENISINS ESBSMANES ENMNINS £ AT AR SRS A N -
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance
B &
R  EREEEEES L S
31.20 31.40 31.60 31.80
5000 281 o m/z 281.00 43.16%
443
o 36 189
e B A B A B o e e A Rmama e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #185178: 4-Hydroxybenzyl alcohol, bis(tert-butyldimethylsi...  EEEEEE R e
221 31.20 31.40 31.60 31.80
m/z 355.10 36.30%
5000 295
73
147179
T e P = 352
R R B B B A m e R e L an ma
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 31. 20 31. 40 31 60 31. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG083120\
Data File : BG046474.D

Acq On : 31 Aug 2020 18:32

Operator : CG/JU

Sample - L3828-03

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082520_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... 3.13 29.6 ng 602203 1 7.93 407165 20.0
p-Cymene 8.08 2.6 ng 52321 1 7.93 407165 20.0
Retene 20.13 7.7 ng 562154 5 21.55 1456090 20.0
Cyclopentadecane 21.23 3.1 ng 224168 5 21.55 1456090 20.0
Hexasiloxane, tet... 25.46 2.6 ng 195792 6 24.65 1521070 20.0
unknown27.02 27.02 5.1 ng 387129 6 24.65 1521070 20.0
Cyclononasiloxane... 28.98 6.4 ng 487794 6 24.65 1521070 20.0
unknown31.45 31.45 8.0 ng 608223 6 24.65 1521070 20.0
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