LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG021720\

Data File : BG044454.D

Acq On : 17 Feb 2020 19:39 Instrument :
Operator : CG/JU BNA_G

Sample - L1546-01 ClientSampleld :
Misc - INDIAN-ISLAND-
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 - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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 height area % max. total
1 4.994 318 324 336 rBY 58903 95184 2.91% 0.514%
2 5.470 398 405 419 rBV 813340 1339920 40.92% 7.238%
3 7.062 668 676 693 rBY 791390 1420304 43.38% 7.672%
4 7.891 810 817 828 rBV 253190 425757 13.00% 2.300%
5 8.214 863 872 881 rBY 681114 1181793 36.09% 6.383%
6 9.048 1005 1014 1028 rBV 457404 888473 27.13%  4.799%
7 10.693 1283 1294 1307 rBV 302472 580754 17.74% 3.137%
8 13.149 1705 1712 1726 rBV 1328646 2092182 63.89% 11.301%
9 13.431 1753 1760 1774 rBV 263349 425421 12.99% 2.298%
10 13.984 1848 1854 1863 rBV 48750 82400 2.52% 0.445%

11 14.530 1940 1947 1956 rBV 520357 821670 25.09% 4._.438%
12 15.658 2133 2139 2145 rBV 26534 38023 1.16% 0.205%
13 16.016 2193 2200 2214 rBV 990192 1587377 48.48% 8.574%
14 17.274 2407 2414 2427 rBV 661330 1024648 31.29% 5.535%
15 17.662 2474 2480 2493 rBV3 27708 58313 1.78% 0.315%

16 19.031 2708 2713 2722 rBV4 21750 42385 1.29% 0.229%
17 19.888 2853 2859 2871 rBV 2543160 3274426 100.00% 17.687%
18 21.187 3075 3080 3090 rBV 116169 212027 6.48% 1.145%
19 21.516 3129 3136 3144 rBV 719323 1165782 35.60% 6.297%

20 21.722 3167 3171 3177 rBV 29822 47332 1.45% 0.256%
21 22.309 3266 3271 3278 rBV2 41478 83488 2.55% 0.451%
22 22.967 3377 3383 3392 rVB2 50136 90561 2.77% 0.489%
23 23.737 3508 3514 3521 rVB3 45466 94149 2.88% 0.509%
24 24.589 3648 3659 3677 rBV2 448756 1322381 40.39% 7.143%
25 25.711 3844 3850 3861 rVvB4 29382 81577 2.49% 0.441%
26 26.992 4064 4068 4078 rVB10 12568 37025 1.13% 0.200%
Sum of corrected areas: 18513352
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021720\
Data File : BG044454.D

Acq On : 17 Feb 2020 19:39

Operator : CG/JU

Sample - L1546-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG044454.D
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Abundance TIC: BG044454.D
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Abundance TIC: BG044454.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021720\
Data File : BG044454.D

Acq On : 17 Feb 2020 19:39

Operator : CG/JU

Sample - L1546-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.99 4_47 ng 95184 1,4-Dichlorobenzene-d4 7.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 3-Hexanol 102 C6H140 000623-37-0 25
3 2-Butanol, l1l-methoxy- 104 C5H1202 053778-73-7 23
4 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 23
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 17

Abundance Scan 323 (4.988 min): BG044454.D (-318) (-) m/z 43.10 100.00%
43
59
5000
101 ANARDENAERINARAARRRRE R
53 73 g3 | 460 4.80 5.00 5.20 5.40
S .- O RS IS SN N m/z 59.10 61.71%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SR R R L
4.60 4.80 5.00 5.20 5.40
59 m/z 101.10 21.49%
0 7 5 s e mem g O
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
460 480 500 520 540
5000 31 43 73 m/z 58.10 15.46%
o 25 37 53 67 84 101
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4778: 2-Butanol, 1-methoxy-
59 4.60 4.80 5.00 5.20 5.40
m/z 41.10 11.38%
5000 8l 45
75
s s e | 104
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021720\
Data File : BG044454.D

Acq On : 17 Feb 2020 19:39

Operator : CG/JU

Sample - L1546-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.43 10.36 ng 425421 Acenaphthene-d10 14.53
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,7,9-Tetramethyl-5-decyn-4,7-... 226 C14H2602 000126-86-3 91
2 m-l1sopropoxyaniline 151 C9H13NO 041406-00-2 53
3 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 53
4 Metacetamol 151 C8HIONO2 000621-42-1 53
5 3-Pyridinol, 4-methyl-, acetate ... 151 C8H9NO2 001006-96-8 53
Abundance Scan 1760 (13.431 min): BG044454.D (-1753) (-) m/z 43.10 100.00%
4 109 /\»
151
5000
5, 69 85 1320 13.40 13.60 13.80
123 137 169 - : : :
) .',|:'. ool o) ge gy, 128087 |19 /Z 109.10  82.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #82807: 2,4,7,9-Tetramethyl-5-decyn-4,7-diol
43 109
151
5000 IR BRI BURURN BN SR
13.20 13.40 13.60 13.80
57 69 g5 m/z 151.10 53.64%
S AN A 0 e o O NP
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
1320 13.40 13.60 13.80
5000 m/z 41.10 21.17%
151
80
15 27 41 53 65 92 122 136
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24972: Pyridine, 2-butyl-, 1-oxide R Eam e RRma me
109 13.20 13.40 13.60 13.80
m/z 69.10 15.81%
5000 151
93 122
ol % L N N M
m/z--> 20 40 60 80 100 120 140 160 180 200 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG021720\
Data File : BG044454.D

Acq On : 17 Feb 2020 19:39

Operator : CG/JU

Sample - L1546-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.19 3.64 ng 212027 Chrysene-d12 21.52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
3 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 91
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Heptafluorobutyric acid, hexadec... 438 C20H33F702 006385-15-5 90
Abundance Scan 3081 (21.193 min): BG044454.D (-3075) (-) m/z 57.10 100.00%
57
83
5000
111
LN U BRI BN B
139163 207 20.80 21.00 21.20 21.40 21.60
I W 0 8 Y e e .- NN m/z 43.10 81.60%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 NI R SRR BN R
20.80 21.00 21.20 21.40 21.60
29 m/z 55.05 64.24%
0 il \‘\ ] “ H \H\ \ \1%9\167 196 238 266 294
m/z--> éo 250 300 350 400 450
Abundance
57
83 20.80 21.00 21.20 21.40 21.60
5000 m/z 69.10 64.24%
111
. 29 139 169 210238 o,
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #231356: Docosy! pentafluoropropionate T T e e
57 20.80 21.00 21.20 21.40 21.60
m/z 83.05 63.02%
97
5000
125
o ZP‘ ¥ J J‘l153 181 224250 280 308 353 454
m/z--> 50 100 150 200 250 %03% 400 450 20.80 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\BG021720\
Data File : BG044454.D

Acq On : 17 Feb 2020 19:39

Operator : CG/JU

Sample - L1546-01

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG013020.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]
2-Pentanone, 4-hy... 4.99 4.5 ng 95184 1 7.89 425757 20.0
2,4,7,9-Tetrameth... 13.43 10.4 ng 425421 3 14.53 821670 20.0
1-Heneicosanol 21.19 3.6 ng 212027 5 21.52 1165780 20.0
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