LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54759.D

Acqg On : 26 Aug 2022 17:22
Operator : CG/JU

Sample : N4371-01

Misc :

ALS Vvial : 12  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_ G\Methods\8270-BG082522.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO54759.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.209 322 327 336 rBV 30052 49210 1.18% ©.327%
2 5.685 400 408 419 rBV 445608 714094 17.10% 4.744%
3 7.289 674 681 693 rVB 322552 542365 12.99% 3.603%
4 8.147 820 827 835 rBV 153652 268518 6.43% 1.784%
5 9.322 1019 1027 1040 rBV 576616 1038923 24.88% 6.902%

6 10.979 1301 1309 1316 rBV 214408 390244 9.35%  2.593%
7 11.913 1462 1468 1476 rVB2 34319 55709 1.33% ©.370%
8 13.411 1714 1723 1735 rBV 1575995 2560106 61.32% 17.009%
9 14.780 1950 1956 1967 rVB 354530 574165 13.75%  3.815%
10 16.267 2201 2209 2222 rBV 1291887 2005885 48.05% 13.327%

11 17.530 2417 2424 2434 rBV 477454 734102 17.58% 4.877%
12 18.394 2564 2571 2580 rBV3 28742 60155 1.44% 0.400%
13 20.133 2860 2867 2882 rBV 3007799 4174983 100.00% 27.737%
14 21.437 3084 3089 3102 rBV 70697 141404 3.39% ©.939%
15 21.819 3147 3154 3164 rBV2 462195 793356 19.00% 5.271%

16 25.186 3716 3727 3742 rBV 274817 851736 20.40% 5.659%

17 26.419 3929 3937 3946 rBv4 16153 48538 1.16% 0.322%
18 27.859 4173 4182 4195 rBV5S 13144 48338 1.16% 0.321%
Sum of corrected areas: 15051831
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54759.D

Acq On : 26 Aug 2022 17:22
Operator : CG/JU

Sample : N4371-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance .
3000000 TIC: BG054759.D\data.ms

2500000
2000000
1500000

1000000

9.322

5.209 11.913
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Time--> 350 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG054759.D\data.
3000000 \data.ms 20.133

2500000

2000000

13.411

1500000
16.267

1000000

17.530 21.819
500000 14.780

18.394 21.437

0 ek e e R e e e e e e e

Time--> 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 .
3000000 TIC: BG054759.D\data.ms

2500000

2000000

1500000

1000000

500000
25.186

26.419 27.859

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\’7‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ 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\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54759.D

Acq On : 26 Aug 2022 17:22
Operator : CG/JU

Sample : N4371-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.209 3.67 ng 49210 1,4-Dichlorobenzene-d4 8.153

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 25
3 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 12
Abundance Scan 327 (5.209 min): BG054759.D\data.ms (-322) (-) m/z 43.05 100.00%
43.0
59.1
5000
101.1 et
‘ 831 4.80 5.00 5.20 5.40 5.60
Oterrpererpererprredilier bl et e ey M/z 59,16 63.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 BN R i e
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10 20.84%
27'9 Ly u‘ 83{0
O \H‘\H\‘H\‘\“H\\‘\H\‘H\‘\‘\H\’H\\‘HH‘\H\‘HH‘HH‘HH‘HH’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
R A RAR R
4.80 5.00 5.20 5.40 5.60
5000 41.0 m/z 58.10 18.59%
H ‘ 87.0
0 ""‘H‘_2?“‘wum_“!“""“,H""‘“me_m_m_m,
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 8.78%
5000
101.0
58.0
SIECT N o I LN =2 P N W
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54759.D

Acq On : 26 Aug 2022 17:22
Operator : CG/JU

Sample : N4371-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 2 1,2-Dimethylpyrrolidine Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.913 2.86 ng 55709 Naphthalene-d8 10.979
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1,2-Dimethylpyrrolidine 99 C6H13N 1000326-00-9 53
2 2H-Azepin-2-one, 3-(dimethylamin... 156 C8H16N20 070394-23-9 53
3 1-Butanamine, N-butyl-N-nitroso- 158 C8H18N20 000924-16-3 49
4 N-Ethylidene t-butylamine 99 C6H13N 007020-80-6 47
5 Pelletierine 141 C8H15NO 004396-01-4 43
Abundance Scan 1468 (11.913 min): BG054759.D\data.ms (-1462) (- | m/z 84.05 100.00%
84.0
57.1
5000
116.1 . -
39 ‘ 14111581 12.00
0brr el b T gz s7.1e 7e.23%
m/z--> 20 40 60 80 100 120 140 160
Abundance #3986: 1,2-Dimethylpyrrolidine
84.0
42.0
5000 N
12.00
m/z 41.10 60.22%
O' ‘6\7‘}"?\“‘\\}H‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance #33630: 2H-Azepin-2-one, 3-(dimethylamino)hexahydro-
84.0
12.00
5000 420 m/z 43.10 39.40%
111.0
15.0 156.0
0! SR 1280 |
m/z--> 20 40 60 80 100 120 140 160
Abundance #35235: 1-Butanamine, N-butyl-N-nitroso- oty e iy
29.0 57.0 12.00
84.0 m/z 42.10  38.60%
5000
116.0 158.0
| H 141.0
0! _“N‘_“m‘m”_”w‘mw‘ S
m/z--> 20 40 60 80 100 120 140 160 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54759.D

Acq On : 26 Aug 2022 17:22
Operator : CG/JU

Sample : N4371-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.437 3.56 ng 141404  Chrysene-d12 21.819
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 95
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 95
3 1-Hexadecanesulfonyl chloride 324 C16H33Cl02S 038775-38-1 91
4 17-Pentatriacontene 491 C35H70 006971-40-0 91
5 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
Abundance Scan 3089 (21.437 min): BG054759.D\data.ms (-3084) (- | m/z 57.10 100.00%
57.1
o ML
Fs 1 2150
7'195.1267.0 :
O‘H‘HHWMWPWMWHH‘_muwu‘_H‘_H‘_H‘_H‘_H‘_H‘_ m/z 43.10 79.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #292190: Trichloroacetic acid, hexadecyl ester
43.0
5000 T
10 21.50
m/z 55.10 73.22%
OHJ‘\I ‘JH.\‘\\“\WL\X\‘.\.]\_R?\.\OH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
——
21.50
5000 m/z 69.10 56.63%
5.0
ol LU lh o 2220 3600 648,
A e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #228815: 1-Hexadecanesulfonyl chloride ——
57.0 21.50
m/z 83.10 56.36%
5000
5.0
224.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.50

8270-BGO82522.M Mon Aug 29 14:47:29 2022 Page: 5



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG082622\
Data File : BG@54759.D

Acqg On : 26 Aug 2022 17:22
Operator : CG/JU

Sample : N4371-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG@82522.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.209 3.7 ng 49210 1 8.153 268518 20.0
1,2-Dimethylpyr... 11.913 2.9 ng 55709 2 10.979 390244 20.0
Trichloroacetic... 21.437 3.6 ng 141404 5 21.819 793356 20.0
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