LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03
Operator : JU/CG

Sample : L5009-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF122744.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.428 564 568 592 rBV 2165203 1968182 27.78% 4.895%
2 6.439 736 740 757 rBV 1455536 1305265 18.42% 3.246%
3 6.816 800 804 807 rBV 1247304 1032941 14.58% 2.569%
4 7.380 894 900 903 rBV 2870560 2966357 41.87% 7.377%
5 7.451 910 912 919 rBV 105216 116867 1.65% 0.291%

6 8.098 1018 1022 1026 rBV 1599163 1408744 19.88%
7 8.322 1056 1060 1062 rBV 128536 127164 1.79%
8 8.345 1062 1064 1076 rVB 148031 226863 3.20%
9 9.180 1200 1206 1209 rBV 5211313 5539949 78.19% 13.

9.292 1221 1225 1237 rVB2 115079 136053 1.92%

[CRERCECEN]
U
o
A
R

11 9.569 1268 1272 1275 rBV 267165 211358 2.98%
12 9.857 1316 1321 1324 rBV 1779998 1732557 24.45%
13 10.645 1450 1455 1458 rBV 3751747 3975446 56.11%
14 11.339 1568 1573 1577 rBV 2237673 1881998 26.56%
15 11.868 1656 1663 1667 rBV 394137 490375 6.92%

R, OO
00
00
N
B

16 12.657 1792 1797 1808 rBV 518822 720904 10.17%
17 12.739 1808 1811 1815 rVB 170168 162761 2.30% ©0.405%
18 12.933 1837 1844 1847 rBV 6112055 7085174 100.00% 17.621%

=
N
Xo}
w
IS

19 13.462 1930 1934 1938 rBV2 82073 92092 1.30% 0.229%

20 13.704 1972 1975 1979 rVB 112147 98717 1.39% 0.246%

21 13.909 2002 2010 2015 rBV7 53760 169990 2.40% 0.423%

22 13.980 2015 2022 2025 rVB 2330075 2199629 31.05% 5.471%

23 14.451 2096 2102 2107 rBV4 46677 71899 1.01% 0.179%

24 14.751 2150 2153 2155 rBV 78085 82599 1.17% ©.205%
2.

25 14.845 2156 2169 2186 rVB4 288746 1149545 16.22%

26 15.086 2205 2210 2214 rVB 94767 112033 1.58%
27 15.262 2235 2240 2245 rBV2 66920 97730  1.38%
28 15.433 2263 2269 2282 rVB 1623681 2199869 31.05%

OOV Oo
N
~N
[y
R

29 15.751 2318 2323 2329 rVB2 107271 175260 2.47% 436%
30 15.886 2340 2346 2351 rVB 109909 162799 2.30% 405%
31 16.327 2413 2421 2426 rBV2 153738 333747 4.71% ©.830%
32 16.374 2426 2429 2436 rVB 94713 168160 2.37% 0.418%
33 16.956 2522 2528 2533 rBV2 65711 126765 1.79% 0.315%
34 17.027 2533 2540 2551 rVB2 175302 456932 6.45% 1.136%
35 17.639 2637 2644 2650 rBV3 54675 126916 1.79% ©.316%

36 17.874 2674 2684 2704 rVB3 173912 596527 8.42% 1.484%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03
Operator : JU/CG

Sample : L5009-07

Misc

ALS vial : 6 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method ¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 18.444 2775 2781 2793 rVB4 28845 83083 1.17% ©0.207%

38 18.927 2849 2863 2871 rBV3 160143 615295 8.68% 1.530%

Sum of corrected areas: 40208545
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\

BF122744.D
: 16 Dec 2020 12:03
Ju/CG
L5009-07
Sample Multiplier: 1

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BF122744.D\data.ms

7.380

5.428

6439 6.816

451

Time-->
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1000000
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TIC: BF122744.D\data.ms

12.933

9.180

10.645

11.339

8.098 9.857

12.657
739

11.868

0
Time-->
Abundance
6000000

5000000

4000000

3000000

2000000

1000000

Time-->
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0 3.462.3.7043.909

10.00 10.50 11.00 11.50 12.00 12.50 13.00
TIC: BF122744.D\data.ms

13.980

15.433

14.845
14.451 14:754 " 15.086.262 157151886 1663874 17.63¢ 7874

183887

13.50 14.00

15.50 16.00 16.50

I
14.50 15.00 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03
Operator : JU/CG

Sample : L5009-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 1-Ethyl-2-pyrrolidinone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.451 2.26 ng 116867 1,4-Dichlorobenzene-d4 6.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-2-pyrrolidinone 113 C6H11NO 002687-91-4 96
2 2-Methyl-1-ethylpyrrolidine 113 C7H15N 000765-79-7 80
3 3-Buten-2-one, 4-(dimethylamino)- 113 C6H11NO 001190-91-6 59
4 Piperazine, 1-[(2,4-dichlorobenz... 286 C13H16C12N20 1000137-95-1 47
5 3-Penten-2-one, 4-(methylamino)- 113 C6H11NO 014092-14-9 47

Abundance Scan 912 (7.451 min): BF122744.D\data. ms(910)() m/z 98.05 100.00%

98.0 113.
70.0
5000 41.1
571 L L L L L B L I B
| ‘ H‘ 87-0 7.20 7.40 7.60 7.80
Obreprerrperer el e e b e m/z 113,100 91.50%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6936: 1-Ethyl-2-pyrrolidinone
98.0 113.0
70.0
5000 280 410 \\\\‘\\\\‘\\\\‘\\\\‘\\\

7.20 7.40 7.60 7.80
m/z 70.05 66.19%

‘ ‘ 56.0 ‘ 84.0
\\\‘\\\\’\\\\‘\\\\‘\1\\‘\UH‘\‘\\\!’\\\\’\\\\‘\\\‘\\\\‘\‘\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #7012: 2-Methyl-1-ethylpyrrolidine

o

98.0 113.0

700 L B I B I LA B
7.20 7.40 7.60 7.80
41.0

5000 m/z 41.10 47 .15%

550 84.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #6961: 3-Buten-2-one, 4-(dimethylamino)-
98.0

7.20 7.40 7.60 7.80
m/z 42.10 40.96%

5000 113.0
42.0 55'
‘ 70.0
o [ I

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 7.20 7.40 7.60 7.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03
Operator : JU/CG

Sample : L5009-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.345 3.22 ng 226863 Naphthalene-d8 8.098

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propanol, 1-(2-butoxy-1-methyl... 190 C1@H2203 029911-28-2 90
2 1-Propanol, 2-(2-hydroxypropoxy)- 134 C6H1403 000106-62-7 72
3 Hexaethylene glycol dimethyl ether 310 C14H3007 001072-40-8 72
4 1-Propanol, 2,2'-oxybis- 134 C6H1403 000108-61-2 59
5 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 56

Abundance Scan 1064 (8.345 min): BF122744.D\data.ms (-1062) (-) m/z 59.10 100.00%

59.1
5000
103.1

SR -GS
H ‘ ‘ 6 8.00 8.20 8.40 8.60
et e O 2070 0 mjz s57.10  27.04%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance  #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59.0
5000

8.00 8.20 8.40 8.60

o

103.0 m/z 103.10  26.83%
Lz | usousg
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #15108: 1-Propanol, 2-(2-hydroxypropoxy)-
59.0
R RRRRL AR
8.00 8.20 8.40 8.60
5000 m/z 45.10 26.32%
31.0 103.0
I I S
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #152528: Hexaethylene glycol dimethyl ether Tt e e
59.0 8.00 8.20 8.40 8.60

m/z 41.05 22.74%

5000
103.0
31.0
L 14701750 2210 265 Lo

H\‘HH‘\H\’H\\‘\H\‘HH‘HH‘\\H’H\\‘\H\‘HH‘HH‘\H\’\H T T

m/z--> 20 40 60 80 100120140160180 200220240260 8.00 8.20 8.40 8.60

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03
Operator : JU/CG

Sample : L5009-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.868 5.21 ng 490375  Phenanthrene-d10 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 93
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 1663 (11.868 min): BF122744.D\data.ms (-1656) (1 m/z 73.00 100.00%

43.0 73.0
5000 129.1
213 e T
157.1185.2 . 11.50 12.00
oww‘i‘:‘” m/z 43.05 88.98%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T RN
11.50 12.00
157.01g5 02130  256.0 m/z 60.00 83.66%
O,
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43.0 ,73.0
— —
11.50 12.00
5000 129.0 ITI/Z 57.10 66.95%
199.0
i H\ oo
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72648: Tridecanoic acid = T
73.0 11.50 12.00
m/z 41.05 65.41%
43.0
5000
129.0
1710 2140
101.0
oitsol ikl UK = ——
m/z--> 20 40 60 80 100120140160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03
Operator : JU/CG

Sample : L5009-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.657 7.66 ng 720904  Phenanthrene-die 11.339
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 1797 (12.657 min): BF122744.D\data.ms (-1792) (-, m/z 73.00 100.00%

43.0 73.0
5000 129.1
1851 2412 — e
‘ 12.50 13.00
oL, m/z 43.05 90.59%
miz--> 50 100 150 200 250
Abundance #131261: Octadecanoic acid
43.0,,73.0
5000 129.0 I -

12.50 13.00

185.0 2410 284 m/z 60.00 83.14%

ob—— }“ ! h!\ \M " H} | “‘ ‘ L “ . \‘ \“ L “\ ‘ o “‘\ ,
m/z--> 50 100 150 200 250
Abundance #95851: Pentadecanoic acid
43.0 73.0
e =
12.50 13.00
5000 129.0 m/z 57.10 74.01%
‘ 199.0 2420
ol W, ) “HM“H u\h‘\‘ il ‘\‘ 1670/ \i L ‘\‘ —
miz--> 50 100 150 200 250
Abundance #84453: Tetradecanoic acid T —
73.0 12.50 13.00
43.0 m/z 55.10 69.62%
5000
129.0
185.0 228.0
oL— “‘ w ’u‘u“ ‘HM“ \\‘H‘L {M‘\‘ il “ ‘ L m‘\ e \‘ B — — 5 —r
miz--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03
Operator : JU/CG

Sample : L5009-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Octadecanoic acid, ethenyl ... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.845 10.45 ng 1149550 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, ethenyl ester 310 C20H3802 000111-63-7 53
2 Benzo(a)pyren-6-amine 267 C20H13N 007428-83-3 46
3 18-Pentatriacontanone 507 C35H700 000504-53-0 42
4 13H-Dibenzo[a,i]carbazole 267 C20H13N 000239-64-5 35
5 1H-Trindene, 2,3,4,5,6,7,8,9-oct... 282 C21H30 055682-87-6 22

Abundance Scan 2169 (14.845 min): BF122744.D\data.ms (-2156) (-} m/z 267.30 100.00%

57.1 267.3
5000
P P
‘ “ 1ar. 0 ‘P ‘ 3951 4591 14.50 15.00
0 H““ UMWhmmnuﬂum“‘lﬂmu‘sﬁ“‘_“‘_‘§9§; m/z 57.10 91.75%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #153146: Octadecanoic acid, ethenyl ester
2617.0
57.0
5000 — —
14.50 15.00
‘ m/z 71.10 89.65%
O‘l\f”].“\\llll‘lngq“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #116625: Benzo(a)pyren-6-amine
267.0
F e
14.50 15.00
5000 ITI/Z 43.10 78.98%

51.0 111.0165.0 J

g

O e T e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235971: 18-Pentatriacontanone
71.0 14.50 15.00
m/z 283.30 60.95%
267.0
5000
O "{*”H‘w‘m”ﬂ\&‘?o4490596‘ oo moegen /g
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03
Operator : JU/CG

Sample : L5009-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Hexasiloxane, tetradecamethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
16.327 3.03 ng 333747 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 74
2 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 64
31,1,1,5,7,7,7-Heptamethyl-3,3-bi... 444 C13H4005S5i6 038147-00-1 38
4 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 37
5 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 30

Abundance Scan 2421 (16.327 min): BF122744.D\data.ms (-2413) (-, m/z 221.10 100.00%

73.0 147.0 221.1
5000 2811 3551
429.1 — -
‘ | ‘ 503.1 16.00 16.50
) S IR BV F B X W' ‘uun_‘um!ww‘m m/z 73.85 93.73%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #228692: Hexasiloxane, tetradecamethyl-
0 470 2210
5000 281.0 - —
355.0 16.00 16.50
443.0 m/z 147.00 83.59%
O \\\‘\\‘\\‘\\\‘\“\\\\h‘d\‘\\“J\“\\‘\‘\\‘\\“\\\\‘\\\\I‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #237932: Heptasiloxane, hexadecamethyl-
221.0
- s
73.0 16.00 16.50
5000 147.0 ITI/Z 281.05 49.,91%
0 341.0
0 .x\ s
— ‘w“u“u“u“_“w“u,“
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #225661: 1,1,1,5,7,7,7-Heptamethyl-3,3-bis(trimethylsilox — ——
73.0 16.00 16.50
m/z 355.10 46.94%
147.0
267.0
5000 3550 4290
207.0
0 I
m/z--> 50 100 150 200 250 300 350 400 450 500 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03

Operator : JU/CG

Sample : L5009-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknown-01 Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
17.027 4.15 ng 456932 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 53
4 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 37
5 Cyclodecasiloxane, eicosamethyl- 740 C20H60010Si10 0©18772-36-6 35

Abundance Scan 2540 (17.027 min): BF122744.D\data.ms (-2533) (-]
2

m/z 221.10 100.00%

21.1
73.0 147.1
5000 355.1
429.1
T \
‘ | 503.1 17.00
o‘HwwmwwH_J-‘u"_m_MmWm_m_mww m/z 73.080  79.07%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethyl-
73.0 14y7.0221.0 429.0
355.0
5000 ~ :
17.00
m/z 147.05 79.03%
O\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\‘\‘\\\\‘\\\\‘\??“]_\-\l
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228692: Hexasiloxane, tetradecamethyl-
73.0 14702210
T \
17.00
m/z 281.10 45.20%
5000 355.0
443.0
ST S Y 0 | Y R E—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- e
221.0 17.00
m/z 355.10 44.21%
73.0
5000 147.0
341.0
" | JI il\‘l tH 42L90 517.0 i W Man A
B : oy

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650

8270-BF120520.M Thu Dec 17 12:46:30 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03

Operator : JU/CG

Sample L5009-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Heptasiloxane, hexadecamethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
17.874 5.42 ng 596527 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 76
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 64

4 2-Amino-2-oxo-acetic acid, N-[3,... 221
5 N-Benzyl-N-ethyl-p-isopropylbenz... 281

Abundance Scan 2684 (17.874 min): BF122744.D\data.ms (-2674) (-,

C12H15NO03
C19H23NO

024451-17-0 32
015089-22-2 30

m/z 221.10 100.00%

221.1
73.0 147.1
5000 355.1
429.1
‘ \ 503.2 1750 1800
Ol rrrprberprred e d H_“-‘uwwh‘w et m/z 73,05 79.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #242431: Cyclononasiloxane, octadecamethyl-
73.0 14y7.0221.0 429.0
355.0
5000
1750 1800
m/z 147.05 77.19%
O\H\‘H‘H‘\H\ HH‘\ H‘\‘H\“H“H“‘\H\“\‘\ T \‘\‘H‘\H\‘HH‘\??‘]_H'
m/z--> 50 100150200250300350400450500550600650
Abundance #228692: Hexasiloxane, tetradecamethyl-
73.0 14702210
1750 1800
m/z 281.10 48.02%
5000 355.0
443.0
o) SR SN UV S 1 NN S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #237932: Heptasiloxane, hexadecamethyl- P —
221.0 17.50 18.00
m/z 355.10 45.00%
73.0
5000 147.0
341.0
429.0
Obrrrperrprrtsbrert \HWO
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 1750 1800

8270-BF120520.M Thu Dec 17 12:46:31 2020
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03

Operator : JU/CG

Sample L5009-07

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

¢ Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Cyclononasiloxane, octadeca... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.927 5.59 ng 615295 Perylene-di2 15.433
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 90
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 72
4 2-Amino-2-oxo-acetic acid, N-[3,... 221 C12H15NO3 024451-17-0 43
5 Mercaptoacetic acid, bis(trimeth... 236 C8H2002SSi2 006398-62-5 37

Abundance Scan 2863 (18.927 min): BF122744.D\data.ms (-2849) (-]

m/z-->

5000

0

Abundance

m/z-->

5000

0

Abundance

m/z-->

5000

o

Abundance

m/z-->

5000

0

22

73.0 147.0

1.1

355.1
429.1
‘ L l 503.1
R

50 100 150 200 250 300 350 400 450 500 550 600 650

#242431: Cyclononasiloxane, octadecamethyl-

73.0 147.0221.0 429.0

355.0

il ‘ ik 651

50 100 150 200 250 300 350 400 450 500 550 600 650

73.0

#228692: Hexasiloxane, tetradecamethyl-

147.0221.0

355.0

443.0

L I Ll
R RARRNEERR s EE R
50 100 150200

#237932: H
22

73.0
147.0

i Ll L
T T T T T T T T T
250300 350 400 450 500 550 600 650

eptasiloxane, hexadecamethyl-
1.0

341.0

Ll ‘1 ll }\ 4290 517.0

m/z 221.10 100.00%

P—

18.60 18.80
m/z 147.00 76.87%

N

18.60 18.80
m/z 73.00 71.74%

-

18.60 18.80
m/z 281.10 46.60%

-

18.60 18.80
m/z 355.10 43.17%

—

L i Ll
T T T T T

50 100150200

250300 350400 450 500 550 600 650

8270-BF120520.M Thu Dec 17 12:46:32 2020
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF121620\
Data File : BF122744.D

Acqg On : 16 Dec 2020 12:03
Operator : JU/CG

Sample : L5009-07

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF120520.M
Quant Title : 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|
1-Ethyl-2-pyrro... 7.451 2.3 ng 116867 1 6.816 1032940 20.0
2-Propanol, 1-(... 8.345 3.2 ng 226863 2 8.098 1408740 20.0
n-Hexadecanoic ... 11.868 5.2 ng 490375 4 11.339 1882000 20.0
Octadecanoic acid 12.657 7.7 ng 720904 4 11.339 1882000 20.0
Octadecanoic ac... 14.845 10.4 ng 1149550 6 15.433 2199870 20.0
Hexasiloxane, t... 16.327 3.0 ng 333747 6 15.433 2199870 20.0
unknown-01 17.027 4.2 ng 456932 6 15.433 2199870 20.0
Heptasiloxane, ... 17.874 5.4 ng 596527 6 15.433 2199870 20.0
Cyclononasiloxa... 18.927 5.6 ng 615295 6 15.433 2199870 20.0

8270-BF120520.M Thu Dec 17 12:46:32 2020
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