LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1I\BNA G\DATA\BG061220\
Data File : BG045746.D
Aca On 12 Jun 2020 18:43 Instrument :
Operator : CG/JU ?Z'I\!A_(t;S el

- - lentosampleld :
a?zgle : 12993-01 SS043MW039-200610
ALS Vial : 8 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-BG051520.M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 5.560 415 421 437 rBV 298362 540452 13.71% 2.920%
2 7.181 691 697 713 rBV 188377 379494 9.63% 2.050%
3 7.546 753 759 771 rBV2 34328 66482 1.69% 0.359%
4 7.945 820 827 835 rBV 197517 350595 8.89% 1.894%
5 8.274 874 883 892 rBV 715514 1296039 32.87% 7.003%
6 9.108 1018 1025 1036 rBV 566602 1068283 27.10% 5.772%
7 10.753 1297 1305 1312 rBV 258753 490773 12.45% 2.652%
8 13.214 1716 1724 1738 rBV 1614861 2713510 68.83% 14.661%
9 14.043 1859 1865 1874 rBV 344012 544014 13.80% 2.939%
10 14.231 1893 1897 1904 rBV4 47412 75451 1.91% 0.408%

11 14.524 1935 1947 1953 rBV2 594857 1039109 26.36% 5.614%
12 14.589 1953 1958 1965 rVB 395579 650023 16.49% 3.512%

13 15.441 2097 2103 2109 rVB 28108 41342 1.05% 0.223%
14 16.093 2206 2214 2234 rBV 1056209 1901409 48.23% 10.273%
15 16.304 2246 2250 2252 rBV2 32160 42558 1.08% 0.230%

16 16.351 2252 2258 2274 rVB2 161480 369803 9.38% 1.998%
17 17.338 2420 2426 2440 rBV 505439 836292 21.21% 4_.519%
18 19.952 2865 2871 2885 rBV 2770677 3942470 100.00% 21.301%
19 21.250 3087 3092 3104 rBvV 134226 257024 6.52% 1.389%
20 21.597 3145 3151 3169 rBV2 512443 917285 23.27% 4._.956%

21 23.841 3529 3533 3540 rVB5 24165 50312 1.28% 0.272%
22 24.746 3677 3687 3697 rBV3 292174 935327 23.72% 5.054%

Sum of corrected areas: 18508047
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\

Data File : BG045746.D

Aca On 12 Jun 2020 18:43

Operator : CG/JU

ﬁ?gg le L2993-01 SS043MW039-200610
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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: BG045746.D

2500000
2000000
1500000

1000000

8.27
9.11
500000

5.56
7.18 7.94 10.75

| \ 155

Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 10.50 11.00 1150 1200 1250
Abundance TIC: BG045746.D

19,95
2500000

2000000

13.21
1500000

16.09
1000000

14.52 21.60
500000 17,34

14.04 159
1123 16.35 21.25
. 15.44 16,80
ok 2L -

T
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: BG045746.D

2500000
2000000
1500000
1000000

500000 24.75

23.84 ’ \

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

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\

Data File : BG045746.D

Aca On 12 Jun 2020 18:43

Operator : CG/JU

3?22 le L2993-01 SS043MW039-200610
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 5

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

7.55 3.79 ng 66482 1,4-Dichlorobenzene-d4 7.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 78
2 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 50
3 Ethanol. 2-T2-(2-ethoxvethoxv)et... 178 C8H1804 000112-50-5 36
4 Diethvl carbitol 162 C8H1803 000112-36-7 33
5 Propylene Glycol 76 C3H802 000057-55-6 9

Abundance Scan 760 (7.551 min): BG045746.D (-753) (-) m/z 45.05 100.00%
45 f
5000 59
104 7.20 7.40 7.60 7.80
o..,....,....,....,-:'!:.,....I-....,.|.'..,...?f’....,.-:..,....,....,1.?.4.,....,... m/z 59.05 35.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #15100: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
31 ® ., 7.20 7.40 7.60 7.80
m/z 72.05 31.52%
‘ ‘\ | \ 89 194 116
G R R SR SR R AARAS RRRA RN AR LARAN LRSS A LR AARAN A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
45
7.20 7.40 7.60 7.80
5000 59 m/z 73.05 21.70%
31 73
o gg 103
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #44466: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45 7.20 7.40 7.60 7.80
m/z 43.05 11.46%
5000
31 59 2 89
- , 108 116 133 148
m/z--> 10 25 30 40 50 eb fo 80 90 160 110 120 130 140 150 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\

Data File : BG045746.D

Aca On 12 Jun 2020 18:43

Operator : CG/JU

3?22 le L2993-01 SS043MW039-200610
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 unknownl4.23 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.23 2.32 ng 75451 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silacvclopent-3-ene. 3-methvl- 98 C5H10Si1 054077-65-5 49
2 2-Cvclohexen-1-ol 98 C6H100 000822-67-3 30
3 Ethanone. 1-(2.2-dimethvlcvclope... 140 C9H160 003664-75-3 27
4 Cvclodecanone 154 C10H180 001502-06-3 27
5 3-Cyclohexylpropionic Acid, 2,2,... 238 C11H17F302 1000376-54-1 22
Abundance Scan 1897 (14.231 min): BG045746.D (-1893) (-) m/z 41.00 100.00%
41 71 9
5000
149 165 14.00 14.20 14.40 14.60
) N— | b Tm/z 97.05 99.53%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3078: Silacyclopent-3-ene, 3-methyl-
97
57
5000
14.00 14.20 14.40 14.60
‘ m/z 71.05 91.88%
o....,.... M\ m u‘ M ”\i”” R —
m/z--> 20 100 120 140 160
Abundance
70
14.00 14.20 14.40 14.60
5000 83 m/z 43.00 79.11%
27 % 55 97
15
G L L S L WL UL L B
m/z--> 20 40 60 80 100 120 140 160
Abundance #18786: Ethanone, 1-(2,2-dimethylcyclopentyl)-
43 14.00 14.20 14.40 14.60
5 71 m/z 55.05 68.00%
5000
7
oy \\ ,»\\ J I R
m/z--> 20 40 120 140 160 14.00 14.20 14.40 14.60

8270-BG051520.M Mon Jun 15 02:23:24 2020 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\

Data File : BG045746.D

Aca On 12 Jun 2020 18:43

Operator : CG/JU

3?22 le L2993-01 SS043MW039-200610
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 1-Octanamine, N-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14 .52 31.97 ng 1039110 Acenaphthene-d10 14.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octanamine. N-methvl- 143 C9H21N 002439-54-5 50
2 N-DodecvlImethvlamine 199 C13H29N 1000342-26-1 49
3 9-Azabicvclol6.1.0Tnon-4-en-9-am. .. 138 C8H14N2 066387-78-8 47
4 Cvclobutanol 72 C4H80 002919-23-5 43
5 1-Methyldecylamine 171 C11H25N 013205-56-6 43
Abundance Scan 1946 (14.518 min): BG045746.D (-1935) (-) m/z 44.00 100.00%
4
5000
58
14.20 14.40 14.60 14.80
ol 0 86 100 114 128 142 156 170 184 199 213 | /5" £58.05  34.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20375: 1-Octanamine, N-methyl-
a4
5000 UL A B BN B

14.20 14.40 14.60 14.80
m/z 41.05 11.42%

58

143
15 29 | | 70 86 100 114 128
e B B o B e B B B e B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
44
14.20 14.40 14.60 14.80
5000 m/z 43.15 7.85%
18 29 57 70 86 100 114 128 142 156 170 184 199
L B e L B e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17473: 9-Azabicyclo[6.1.0]non-4-en-9-amine, (1.alpha.,4Z,...
58 71 14.20 14.40 14.60 14.80
m/z 55.00 6.11%
5000
138
W H o
O ‘ H‘\W | e
m/z--> 20 40 6 100 120 140 160 180 200 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\

Data File : BG045746.D

Aca On 12 Jun 2020 18:43

Operator : CG/JU

3?22 le L2993-01 SS043MW039-200610
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 3-Octanamine Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.35 8.84 ng 369803 Phenanthrene-d10 17.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Octanamine 129 C8H19N 024552-04-3 64
2 Cvclohexanone. 2-dimethvlaminome... 211 C13H25NO 076919-81-8 47
3 Cetrimonium Bromide 363 C19H42BrN 000057-09-0 47
S-T2-IN.N-DimethvlaminolethvlImo... 261 C10H19N303S 1000212-14-3 40
5 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 38
Abundance Scan 2258 (16.351 min): BG045746.D (-2252) (-) m/z 58.05 100.00%
58
5000 jL
4 16.00 16,20 16.40 16.60
Ol o 442 171 198212 241 332 | /o 4405 62.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #13028: 3-Octanamine
58
5000 5 100 16.00 16.20 16.40 16.60
m/z 41.05 8.30%

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
58

16 00 16. 20 16. 40 16.60

5000 m/z 43.05 7.16%
oL M 8198 126 154172102211
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #192494: Cetrimonium Bromide AL S LA
58 16.00 16.20 16.40 16.60
m/z 55.05 5.79%
5000
oL15 a1 94 114 135151 269
N P e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.00 16.20 16.40 16.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG061220\

Data File : BG045746.D

Aca On 12 Jun 2020 18:43

Operator : CG/JU

3?22 le L2993-01 SS043MW039-200610
ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG051520.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 Heptafluorobutyric acid, pe... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.25 5.60 ng 257024 Chrysene-di12 21.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 91
2 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 91
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 87
4 1-Octadecene 252 C18H36 000112-88-9 86
5 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 74
Abundance Scan 3092 (21.250 min): BG045746.D (-3087) (-) m/z 83.05 100.00%
57 83 A
5000
207 21.00 21.20 21.40 21.60
o 252 281 315 357 402 /7 57.05 89 05
m/z--> 50 100 150 200 250 300 350 400
Abundance #220103: Heptafluorobutyric acid, pentadecy! ester
57
83
5000 LR IR BN BULRILE I
1 21.00 21.20 21.40 21.60
m/z 69.05 82.41%
29 169
0 ..“. ey ‘l“.‘hfl?lg‘.‘. L 2]l-0|| |25|5||| B S .‘:’0.6.
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 " 21.00 21.20 2140 21.60
5000 m/z 97.00 80.82%
111
29 139 169 19 238 o,
o e e T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester Ry R e e
21.00 21.20 21.40 21.60
83 m/z 43.05 74 .53%
B I M/L
29
0 J ! “ ‘ il J\H\l?g 1§2 2]\-0 255 356
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG061220\

Data File : BG045746.D

Acq On : 12 Jun 2020 18:43

Operator : CG/JU

3?22 le 12993-01 SS043MW039-200610
ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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]
Ethanol, 2-(2-eth... 7.55 3.8 ng 66482 1 7.94 350595 20.0
unknownl14 .23 14.23 2.3 ng 75451 3 14.59 650023 20.0
1-Octanamine, N-m... 14.52 32.0 ng 1039110 3 14.59 650023 20.0
3-Octanamine 16.35 8.8 ng 369803 4 17.34 836292 20.0
Heptafluorobutyri... 21.25 5.6 ng 257024 5 21.60 917285 20.0
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