LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP006188.D

Acqg On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 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_ P\Methods\8270E-BP070721.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@06188.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.446 395 401 427 rBV 1376770 2408894 22.28% 4.397%
2 7.057 669 675 691 rBV 1145329 2280856 21.09% 4.163%
3 7.722 777 788 795 rBv2 165191 466695 4.32% 0.852%
4 7.863 803 812 818 rBV 673111 1140224 10.55% 2.081%
5 7.940 818 825 867 rBV 4292759 10812522 100.00% 19.737%
6 9.028 1004 1010 1019 rBvV 859312 1544582 14.29% 2.819%
7 9.228 1034 1044 1050 rBv4 191021 610860 5.65% 1.115%
8 9.351 1062 1065 1081 rVB8 219993 621223 5.75% 1.134%
9 10.251 1207 1218 1222 rBV5 382460 1045735 9.67% 1.909%
10 10.451 1246 1252 1257 rBV 604220 1074518 9.94% 1.961%
11 10.510 1257 1262 1274 rVB6 565293 1139744 10.54% 2.080%
12 10.663 1283 1288 1297 rVB 899301 1623203 15.01% 2.963%
13 13.122 1700 1706 1714 rVB 2669985 3696649 34.19% 6.748%

14 14.151 1876 1881 1889 rBV 5738686 7808580 72.22% 14.253%
15 14.222 1890 1893 1899 rVV3 300801 544653 5.04%

®
0
O
I
R

16 14.322 1906 1910 1916 rVB 534920 803966  7.44%
17 14.498 1936 1940 1947 rVB 1374909 1977086 18.29%
18 15.275 2069 2072 2076 rBV 466331 624213 5.77%
19 16.004 2192 2196 2207 rBV 772305 1939685 17.94%
20 16.792 2325 2330 2346 rBV 2334696 7387568 68.32% 13.

wWwwpRE,wepeR
=
w
O
R

21 17.063 2371 2376 2390 rBV 1819591 5232568 48.39%  9.551%

Sum of corrected areas: 54784024
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP006188.D\data.ms
4e+07

3.5e+07
3e+07
2.5e+07
2e+07
1.5e+07
1le+07

5000000 7.940

5.446 7.057 k 9.0 gmg%
O\\\‘\\\\‘\\\\‘\\\\’\\\\A’\\\\‘\\\\‘\\\\‘\\\\‘\7.72\2\‘\\\\‘\\\\‘%%\ZEEJ‘-\\\\‘]\_O\.\\‘\\\\‘\\\\‘\\\

Time--> 350 4.00 450 5,00 5.50 6.00 650 7.00 750 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BP006188.D\data.ms
4e+07

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

le+07

14.151
5 16.737.063
14035498 15.275 16.004

R R R e e e e

Time--> 12.00 1250 13.00 13,50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP006188.D\data.ms
4e+07

5000000

3.5e+07

3e+07

2.5e+07

2e+07

1.5e+07

le+07

5000000

O L ‘ L ‘ L ‘ L ‘ L ‘ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T
Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 unknown7.722 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.722 8.19 ng 466695 1,4-Dichlorobenzene-d4 7.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 43
2 Succinamic acid 117 C4H7NO3 000638-32-4 38
3 2-Methylheptanoic acid 144 C8H1602 001188-02-9 38
4 Pentanoic acid, 2-methyl-, butyl... 172 C10H2002 006297-41-2 32
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 32
Abundance Scan 788 (7.722 min): BP006188.D\data.ms (-777) (-) m/z 73.00 100.00%

-

5000
B RREEE RS RRRAE
H ‘ ’ 7.40 7.60 7.80 8.00
ol bl 1510 2489 35504172 5214 ./, 74.00 81.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8128: Pentanoic acid, 2-methyl-
74.0
5000 BEEEEEA AR R
7.40 7.60 7.80 8.00
m/z 88.10 56.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8447: Succinamic acid
74.0

7.40 7.60 7.80 8.00
5000 m/z 43.05 47.96%

ishll| |

.

ok e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20857: 2-Methylheptanoic acid R EaRaR R
74.0 7.40 7.60 7.80 8.00
m/z 41.10 40.24%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 1-Hexanol, 2-ethyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
7.940 189.66 ng 10812500 1,4-Dichlorobenzene-d4 7.863
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 74
2 Heptane, 1,1'-oxybis- 214 C14H300 000629-64-1 59
3 2-Propyl-1-pentanol 130 C8H180 058175-57-8 53
4 2-Ethyl-1-hexanol, methyl ether 144 C9H200 1000365-10-2 50
5 2-Decene, 5-methyl-, (Z)- 154 C11H22 074645-86-6 47

Abundance Scan 825 (7.940 min): BP006188.D\data.ms (-818) (-)

m/z 57.10 100.00%

57.1
5000
R R AREEA e
H 7.60 7.80 8.00 8.20
ob 141112001888 2820 36394230481353906 ./, 41,10 37.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13661: 1-Hexanol, 2-ethyl-
57.0
5000 L R I R L I |
7.60 7.80 8.00 8.20
‘ m/z 43.10 29.91%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72873: Heptane, 1,1'-oxybis-
57.0
R e RARRRERES
7.60 7.80 8.00 8.20
5000 ITI z 55.05 26.63%
0 | 117.0
e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13668: 2-Propyl-1-pentanol A RAEEN EE
57.0 7.60 7.80 8.00 8.20
m/z 70.10  22.40%
5000 /\\\\
o”““, R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20

8270E-BP070721.M Tue Jul 13 13:05:28 2021

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 Hexanoic acid, 2-ethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.228 10.71 ng 610860 1,4-Dichlorobenzene-d4 7.863

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 53
3 Pentanoic acid, 2,4-dimethyl-, m... 144 C8H1602 071672-33-8 50
4 1,4-Dioxane 88 C4H802 000123-91-1 43
5 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 40

Abundance Scan 1044 (9.228 min): BP006188.D\data.ms (-1034) (-) m/z 73.00 100.00%
3.0

-

5000
A
W ‘ ‘]{359 roso 9.00 9.20 9.40 9.60
ol b 257 2009 28063411 4334 5223 m/z 88.05  85.25%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20867: Hexanoic acid, 2-ethyl-
88.0
5000 L L I L I B L
9.00 9.20 9.40 9.60
29.F m/z 41.10 33.37%
O‘\\H\LJ’LJ\‘“J\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
88.0

-

9.00 9.20 9.40 9.60
5000 m/z 57.10 28.90%

J“ 173.0 2720 3550

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21019: Pentanoic acid, 2,4-dimethyl-, methyl ester T T
88.0 9.00 9.20 9.40 9.60

m/z 87.05 26.42%

29.0

o

-

5000

N

oyl“ L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 unknown9.351

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.351 7.65 ng 621223 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decanoic acid, 3-methyl- 186 C11H2202 060308-82-9 32
2 2-Butenoic acid, 4-hydroxy-, met... 116 C5H803 004508-99-0 27
3 Ethyl hydrogen malonate 132 C5H804 001071-46-1 27
4 Octanoyl chloride 162 C8H15C10 000111-64-8 14
5 Octanoic acid, silver(1+) salt 250 C8H15Ag02 024927-67-1 12

Abundance Scan 1065 (9.351 min): BP006188.D\data.ms (-1062) (-)

m/z 87.00 100.00%

o J\jt'
e RRRRR SR s s anans
190.9 9.00 9.20 9.40 9.60
obMlbL i, 19092509 341140114638 549. ., 4110  g3.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #50074: Decanoic acid, 3-methyl-
87.0
5000 LI L L L LA B R
9.00 9.20 9.40 9.60
‘ ‘ m/z 73.00 78.10%
O \‘\f‘“h\\]“\‘\“\\p‘-?\]_\\o‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8056: 2-Butenoic acid, 4-hydroxy-, methyl ester
87.0
O ARRRRRRSssssaey
9.00 9.20 9.40 9.60
5000/ 29 0 m/z 60.00 67.31%
0l H|
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14240: Ethyl hydrogen malonate AEEERNREEEEEE S SRy
87.0 9.00 9.20 9.40 9.60
m/z 55.10 56.41%
1 “wwﬂ”nJﬂVﬂﬂ\ﬂwwme\W
0‘MMWJM‘_MH‘H‘w‘H‘_‘H‘HH‘H‘W‘H‘_‘H‘H‘W‘  E
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 unknownl1®.251 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.251 12.88 ng 1045740 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,13-Tetradecadien-3-one 208 C14H240 058879-40-6 35
2 Cycloheptanecarboxylic acid 142 C8H1402 001460-16-8 25
3 2-Methylene cyclopentanol 98 C6H100 020461-31-8 22
4 Acetamide, N-(3-methyl-2-buten-1... 127 C7H13NO 073286-69-8 14
5 1-Methylcyclohexylcarboxylic acid 142 C8H1402 001123-25-7 14

Abundance Scan 1218 (10.251 min): BP006188.D\data.ms (-1207) (-  m/z 55.10 100.00%

55.1
5000
T T

127.1 : ‘ ‘ ‘
‘ l ‘ 10.00 10.50
b ML) 3991 mowon mes s2s 2 T00s 6 e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #67851: 1,13-Tetradecadien-3-one
70.0
5000 T ——
10.00 10.50
m/z 41.10 46.28%
LA gl
O‘\\“\“‘ J\i\"’hl\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #19682: Cycloheptanecarboxylic acid
55.0
— —
10.00 10.50
5000 ITI/Z 73.00 45.62%
142.0
OHLHMMM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3230: 2-Methylene cyclopentanol T 7
70.0 10.00 10.50
m/z 97.05 37.65%
- M
o‘“M’,‘ e -
m/z--> 0 50 100 150 200 250 300 350 400 450 500 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.451 13.24 ng 1074520 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 59
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 50
4 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 49
5 Methoxyacetic acid, 2-butyl ester 146 C7H1403 070159-90-9 47

Abundance Scan 1252 (10.451 min): BP006188.D\data.ms (-1246) (- m/z 57.05 100.00%

57.0
5000
—
‘ ’ 1321 10.50
o b4 t321190.0250.7 3411 45655209 1/, 4510  96.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
& m/z 41.10 40.26%
’ 132.0
O‘\m\|\‘fJ\“\“‘\‘u#\\\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8872: Ethylene glycol monoisobutyl ether
57.0
—
10.50
5000 ITI/Z 75.00 22.45%
o'“l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #32653: Ethanol, 1-(2-butoxyethoxy)- o
57.0 10.50
m/z 56.10 17.50%
oy L1520 it
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 7 Cyclododecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.510 14.04 ng 1139740 Naphthalene-d8 10.663
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclododecane 168 C12H24 000294-62-2 91
2 5-Decene 140 C10H20 019689-19-1 90
3 Decyl trifluoroacetate 254 C12H21F302 000333-88-0 87
4 cis-3-Decene 140 C10H20 019398-86-8 76
5 1-Decene 140 C10H20 000872-05-9 72

Abundance Scan 1262 (10.510 min): BP006188.D\data.ms (-1257) (-~ m/z 55.10 100.00%
=4 = 1

3

5000
140.0 e |
‘ “ ‘ 10.50
o LALLLY 2061 295.0357.9 46445231  n/z 41.10  95.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #36736: Cyclododecane
55.0
5000 —
10.50
‘ ‘ ‘ 168.0 m/z 43.10 93.49%
O‘\\‘\\\‘J\\’\J\J“\l\l\l‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17933: 5-Decene
53.0
T \
10.50
5000 ITI/Z 69.10 78.35%
140.0
OW,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105159: Decyl trifluoroacetate —
55.0 10.50
m/z 56.10  75.92%
5000
F400
o UL e S\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 8 2,5-Cyclohexadiene-1,4-dion... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

14.151 78.99 ng 7808580  Acenaphthene-die 14.498

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2,5-Cyclohexadiene-1,4-dione, 2,... 220 C14H2002 000719-22-2 99

2 3-Buten-2-one, 4-(2,6,6-trimethy... 192 C13H200 014901-07-6 50

3 trans-.beta.-Ionone 192 C13H200 000079-77-6 50
4 Thiocoumarine, 4,4,6,7-tetramethyl- 220 C13H160S 1000128-90-2 47

5 2H-1-Benzopyran, 3,5,6,8a-tetrah... 192 C13H200 041678-29-9 46
Abundance Scan 1881 (14.151 min): BP006188.D\data.ms (-1876) (- m/z 177.10 100.00%

1771
5000
41.1
— —
m [ J 14.00 14.50
ol ik mh Adh )1 1287.1294.9355.1414. 947356331 /7 135 05  43.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #77414: 2,5-Cyclohexadiene-1,4-dione, 2,6-bis(1,1-dimet
177.0
41.0
5000 — =

14.00 14.50
m/z 149.05 38.01%

J‘JUHIJ“Im}‘l%‘f"‘bl\l“"
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54648: 3-Buten-2-one, 4-(2,6,6-trimethyl-1-cyclohexen-1
177.0

14.00 14.50
5000{ 430 m/z 41.10  33.37%

o

‘HMmem%dlu

—

O‘H‘w‘u‘ R R R S AR RRRRRERES
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #54598: trans-.beta.-lonone ‘
177.0 14.00 14.50
m/z 220.20 32.09%
50001 43.0

| d i “J Pm u“\ \d [

m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.00 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 9 Decahydro-4,4,8,9,10-pentam... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.322 8.13 ng 803966  Acenaphthene-die 14.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decahydro-4,4,8,9,10-pentamethyl... 208 C15H28 080655-44-3 64
2 1H-Indene, octahydro-2,2,4,4,7,7... 208 C15H28 054832-83-6 43
3 Silane, chlorodiethyl(2-methylpe... 222 C10H23C1l0Si 1000363-79-1 40
4 5-Isobenzofurancarboxylic acid, ... 360 C21H2805 022485-51-4 38
5 Silane, chlorodiethylhexyloxy- 222 C1eH23Clo0Ssi 1000363-74-4 25
Abundance Scan 1910 (14.322 min): BP006188.D\data.ms (-1906) (- m/z 193.20 100.00%
198.2
97.1
5000
Fo e
3 ‘ “ “ l 14.00 14.50
ob LA L1 2781340.8400.84604 5491 ;97 16 63.78%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67964: Decahydro-4,4,8,9,10-pentamethylnaphthalene
193.0
123.0
5000 — ——
55. 14.00 14.50
’ m/z 69.10 58.70%
O\\\\“\‘T“L\“‘J\“\‘\‘L\\‘1\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #67971: 1H-Indene, octahydro-2,2,4,4,7,7-hexamethyl-, t
193.
69.0 980
P P
14.00 14.50
5000 m/z 109.10 54.18%
llis
oul“Hu“'M 8 e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #78628: Silane, chlorodiethyl(2-methylpent-3-yloxy)- — ——
109.0 193.0 14.00 14.50
m/z 55.10 52.94%
5000
43.0 ’ ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 550 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 10 4-Fluorobenzoic acid, 5-pen...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
15.275 6.31 ng 624213  Acenaphthene-die 14.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 4-Fluorobenzoic acid, 5-pentadec... 350 C22H35F02
2 4-Fluorobenzoic acid, 2-pentadec... 350 C22H35F02
3 2-Fluorobenzoic acid, 2-ethylcyc... 250 C15H19F02
4 Decahydro-8a-ethyl-1,1,4a,6-tetr... 222 C16H30

5 (Phenylthio)acetic acid, cyclobu... 222 C12H1402S

Abundance Scan 2072 (15.275 min): BP006188.D\data.ms (-2069) (-

1000280-68-6 50
1000280-68-3 50
1000278-98-1 47
1000100-23-6 46
1000299-95-5 38

m/z 123.10 100.00%

123.1
5000
55.
207.2 — —
‘} ‘ 15.00 15.50
0 "«MWw‘ bl | 28098420 41164726 549 n/; 81,10  39.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #184119: 4-Fluorobenzoic acid, 5-pentadecyl ester
128.0
5000 — —
41.0 15.00 15.50
m/z 95.10 39.73%
‘ } ‘ 210.0
0 WIWJ\‘i"\I}\“‘\Ii‘\‘\‘\“\‘\J‘\\\\‘I\H‘\\\\‘\\\\‘\H\‘\\\\‘\\H‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #184116: 4-Fluorobenzoic acid, 2-pentadecyl ester
1238.0
—r —
15.00 15.50
41.0 o
5000 m/z 109.10  36.13%
bl 200
0 H\W”N«%\q\H\_\H‘H\\_\H‘H\w\u\_\u‘u\w\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #102312: 2-Fluorobenzoic acid, 2-ethylcyclohexyl ester P ——
123.0 15.00 15.50
m/z 69.10 35.29%
5000
41.0
0 MJ%OO I
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 11 n-Dodecyl methacrylate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.792  28.24 ng 7387570  Phenanthrene-die 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Dodecyl methacrylate 254 C16H3002 000142-90-5 91
2 2-Propenoic acid, 2-methyl-, dec... 226 C14H2602 003179-47-3 87
3 Methacrylic acid, tridecyl ester 268 C17H3202 1000340-28-9 62
4 Methacrylic acid, tetradecyl ester 282 C18H3402 1000340-29-0 55
5 Cyclopropanecarboxylic acid,decy... 226 C14H2602 054460-47-8 50

Abundance Scan 2330 (16.792 min): BP006188.D\data.ms (-2325) (-  m/z 69.10 100.00%

69.1
5000
—r —r
\ ‘ 16.50 17.00
b kLA MwH‘2‘1‘1“2‘2‘@?‘9‘3‘2“?9‘mf'r?‘:):‘zﬁpﬁulw m/z 87.05 79.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #105675: n-Dodecyl methacrylate
41.0
5000 — —
16.50 17.00
‘ m/z 41.10 72.99%
O‘\\\“W VWF“!I\H‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #82816: 2-Propenoic acid, 2-methyl-, decyl ester
69.0
—r —r
16.50 17.00
5000 m/z 55.10  42.77%
140.0 w
m/z--> 0 100 150 200 250 300 350 400 450 500 550
Abundance #117479: Methacrylic acid, tridecyl ester e ——
87.0 16.50 17.00
m/z 70.10 40.43%
. J\_L
182.0
o128l llu..wzw-o“ S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP0@6188.D

Acq On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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 12 2-Bromo dodecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.063 20.00 ng 5232570  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 91
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 91
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 87
4 Heneicosane 296 C21H44 000629-94-7 86
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86

Abundance Scan 2376 (17.063 min): BP006188.D\data.ms (-2371) (- m/z 57.10 100.00%
57.1

%

5000
127.1
H| M 197.2 267.3329.1 400.9  508.2 1790
O b i E T L0 980 SR 2% m/z 71.18 87.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #100330: 2-Bromo dodecane
57.0
5000 —— :
17.00
m/z 85.10 50.47%
169.0
O‘\\d\\’\l\‘\i\l‘W\TJ\W[\T\\‘\\2\4\.‘8\.9\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129513: Hexadecane, 2,6,10,14-tetramethyl-
57.0
T T
17.00
5000 m/z 43.10 48.22%

1270 197.0
J\ \I”IH\‘ | 267.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

3

Abundance #124147: 2-Bromotetradecane
57.0 17.00
m/z 41.10 26.04%
5000 /\~Nf\\44/\¥~ffﬁk/ﬂj
‘ ‘F70 197.0
Y T B S ———— e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP071221\
Data File : BP006188.D

Acqg On : 12 Jul 2021 19:04
Operator : CG/JU

Sample : M2997-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP070721.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|
unknown7.722 7.722 8.2 ng 466695 1 7.863 1140220 20.0
1-Hexanol, 2-et... 7.940 189.7 ng 10812500 1 7.863 1140220 20.0
Hexanoic acid, 9.228 10.7 ng 610860 1 7.863 1140220 20.0
unknown9.351 9.351 7.7 ng 621223 2 10.663 1623200 20.0
unknown10.251 10.251 12.9 ng 1045740 2 10.663 1623200 20.0
Ethanol, 2-(2-b... 10.451 13.2 ng 1074520 2 10.663 1623200 20.0
Cyclododecane 10.510 14.0 ng 1139740 2 10.663 1623200 20.0
2,5-Cyclohexadi... 14.151 79.0 ng 7808580 3 14.498 1977090 20.0
Decahydro-4,4,8... 14.322 8.1 ng 803966 3 14.498 1977090 20.0
4-Fluorobenzoic... 15.275 6.3 ng 624213 3 14.498 1977090 20.0
n-Dodecyl metha... 16.792 28.2 ng 7387570 4 17.257 5232570 20.0
2-Bromo dodecane 17.063 20.0 ng 5232570 4 17.257 5232570 20.0
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