LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG022120\
Data File : BG044553.D
Aca On : 21 Feb 2020 17:36 Instrument :
Operator : CG/JU ?.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 : L1526-07 E156-B4-021820-COMP-10-15
ALS Vial : 13 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-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 heiaht area % max. total
1 5.457 396 403 417 rBV 689118 1130976 38.50% 7 .080%
2 7.055 667 675 693 rBV 664743 1204518 41.00% 7 .540%
3 7.878 806 815 824 rBV 178162 306583 10.44% 1.919%
4 8.201 862 870 881 rBV 561956 982947 33.46% 6.153%
5 9.035 1004 1012 1025 rBV 385618 747293 25.44% 4.678%
6 10.681 1285 1292 1303 rBV 216193 417186 14.20% 2.612%
7 13.142 1704 1711 1732 rBV 1084291 1764179 60.05% 11.044%
8 13.424 1753 1759 1769 rVB 69011 110185 3.75% 0.690%
9 13.977 1845 1853 1864 rBV 108803 180226 6.13% 1.128%
10 14.523 1938 1946 1961 rBvV 379974 620333 21.12% 3.883%
11 15.651 2131 2138 2144 rBvV 35017 50993 1.74% 0.319%

12 16.010 2193 2199 2212 rBV 915340 1481061 50.41% 9.271%
13 17.267 2406 2413 2427 rBV 514695 826071 28.12% 5.171%
14 19.024 2708 2712 2720 rBV5 16031 30405 1.03% 0.190%
15 19.882 2852 2858 2871 rBV 2292194 2937752 100.00% 18.390%

16 21.186 3074 3080 3086 rvv4 95288 173168 5.89% 1.084%
17 21.245 3086 3090 3101 rVB 50929 97418 3.32% 0.610%
18 21.509 3128 3135 3152 rBV 600360 1010926 34.41% 6.328%
19 21.709 3164 3169 3177 rBV 75616 116413 3.96% 0.729%
20 22.296 3262 3269 3283 rBV 95281 177346 6.04% 1.110%

21 22.954 3375 3381 3390 rVB 94472 175232 5.96% 1.097%
22 23.724 3505 3512 3520 rVB 69500 152981 5.21% 0.958%
23 24.582 3646 3658 3672 rBV2 369188 1175293 40.01% 7.357%

24 25.687 3839 3846 3858 rVB4 24517 74374 2.53% 0.466%
25 26.967 4058 4064 4074 rBVS 8913 30530 1.04% 0.191%
Sum of corrected areas: 15974389
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022120\

Data File : BG044553.D

Aca On : 21 Feb 2020 17:36

Operator : CG/JU

ﬁ?ggle : L1526-07 E156-B4-021820-COMP-10-15
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance TIC: BG044553.D
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022120\

Data File : BG044553.D

Aca On : 21 Feb 2020 17:36

Operator : CG/JU

ﬁ?ggle : L1526-07 E156-B4-021820-COMP-10-15
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 2 2,4,7,9-Tetramethyl-5-decyn... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.42 3.55 ng 110185 Acenaphthene-d10 14 .52
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.7.9-Tetramethvl-5-decvn-4.7-... 226 C14H2602 000126-86-3 91
2 Metacetamol 151 C8H9NO2 000621-42-1 64
3 3-Pvridinol. 4-methvl-. acetate ... 151 C8H9NO2 001006-96-8 59
4 1.4-dihvdroxv-p-menth-2-ene 170 C10H1802 1000374-16-9 47
5 Pyridine, 2-butyl-, 1-oxide 151 C9H13NO 031396-32-4 45
Abundance Scan 1758 (13.419 min): BG044553.D (-1753) (-) m/z 43.10 100.00%
43
109
5000 151
Lo ol iy | e 3120 1540 1260 1280
o] USRNSSR 1 VT FNYE MRS  {LS  Hw S.  N m/z 109.10 77.64%
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 HREURN SR B RS B
13.20 13.40 13.60 13.80
57 69 g5 m/z 151.10 44 _.02%
169
ol 15 P ,.|| eelle ,.|,|., ,..||.,| LAl T~ 12
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
109
' 13.20 13.40 13.60 13.80
5000 151 m/z 41.10 19.32%
43
80
ol 15 27 54 65 91 122 135
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #24915: 3-Pyridinol, 4-methyl-, acetate (ester)
43 109 13.20 13.40 13.60 13.80
m/z 85.10 14 .00%
5000
80
151
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\HPCHEMI1\BNA G\DATA\BG022120\

Data File : BG044553.D

Aca On : 21 Feb 2020 17:36

Operator : CG/JU

ﬁ?ggle : L1526-07 E156-B4-021820-COMP-10-15
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Ethanol, 2-(octadecyloxy)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.19 3.43 ng 173168 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 74
2 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 74
3 Oxalic acid. isobutvl octadecvl ... 398 C24H4604 1000309-38-3 72
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 53
5 Hexadecane 226 C16H34 000544-76-3 53
Abundance Scan 3081 (21.192 min): BG044553.D (-3074) (-) m/z 57.10 100.00%
105

5000

20.80 21.00 21.20 21.40 21.60
m/z 105.00 83.16%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #156673: Ethanol, 2-(octadecyloxy)-

-

5000 | BLANLILINL LI L L L B
20.80 21.00 21.20 21.40 21.60
11 m/z 43.05 69 .86%
NE: 127 155 183193 224 252p6728379g313
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43
- P e
20.80 21.00 21.20 21.40 21.60
5000 o7 m/z 71.10 62.29%
125
ol.27 141 169 197 224 253269
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #211266: Oxalic acid, isobutyl octadecy! ester S BAR e s e
57 20.80 21.00 21.20 21.40 21.60

m/z 85.05 52 .80%

5000

83

111
127 148 169 224 252 297

I I I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 20.80 21.00 21.20 21.40 21.60

5
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022120\

Data File : BG044553.D

Aca On : 21 Feb 2020 17:36

Operator : CG/JU

ﬁ?ggle : L1526-07 E156-B4-021820-COMP-10-15
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Heneicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.71 2.30 ng 116413 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexacosane 366 C26H54 000630-01-3 90
3 Hexadecane 226 C16H34 000544-76-3 87
4 Docosane 310 C22H46 000629-97-0 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3169 (21.709 min): BG044553.D (-3164) (-) m/z 57.10 100.00%
57
1 \JLL
5000
L1015 001 100 o 0 o - 2140 2160 2180 2200
ol A A m/z 71.10 68.63%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 DR DR RN AR
21. 40 21 60 21. 80 22.00
m/z 43.10 60.34%
29 113
ol | i 1] | 191,169 197 225 253 296
m/z--> éo 100 1%0 260 2%0 360 3%0
Abundance
57
21.40 21.60 21.80 22.00
5000 85 m/z 85.05 52.20%
. 29 13 141 169 197 225 253 205 323 367
m/z--> éo 160 1%0 260 250 360 3%0
Abundance #83028: Hexadecane e AR aEE S S
57 21.40 21.60 21.80 22.00
m/z 41.10 23.48%
- | \/\JW
o 2‘9 | i | J 1}3 141 169 197 226
R AR " A T A " 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022120\

Data File : BG044553.D

Aca On : 21 Feb 2020 17:36

Operator : CG/JU

ﬁ?ggle : L1526-07 E156-B4-021820-COMP-10-15
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 Nonadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.30 3.51 ng 177346 Chrysene-di12 21.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3270 (22.302 min): BG044553.D (-3262) (-) m/z 57.05 100.00%
g7
85
5000
13 22.00 22.20 22.40 22.60
141 169 00 22.20 22.40 22,
— ,“ .".ll, AL 7, 207285 28 28 Tz 71.10 0 75.41%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
22.00 22.20 22.40 22.60
m/z 43.10 60.38%
29 113
ol [l g M8 04 160 107 205 268
m/z--> §o 160 1%0 200 250 300 3éo
Abundance
57
22.00 22.20 22.40 22.60
5000 85 m/z 85.10 58.28%
113
oL 2 141 1691g9 211 239 267 205 323 352
m/z--> §o 160 1%0 260 2%0 300 3éo
Abundance #141426: Heneicosane
57 22.00 22.20 22.40 22.60
m/z 55.10 21.91%
85
29 113
oL DLy a6 07 g as oo
m/z--> §o 160 1%0 200 250 300 3éo 2250 2250 2240 22%0 !
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG022120\

Data File : BG044553.D

Aca On : 21 Feb 2020 17:36

Operator : CG/JU

ﬁ?ggle : L1526-07 E156-B4-021820-COMP-10-15
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG013020.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 7 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
23.72 2.60 ng 152981 Perylene-d12 24 .58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Hexacosane 366 C26H54 000630-01-3 87
4 Heptadecane 240 C17H36 000629-78-7 87
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 80
Abundance Scan 3511 (23.718 min): BG044553.D (-3505) (-) m/z 57.10 100.00%
57
85
5000
UL 100 om0 s 340 2560 2380 2400
ol bbb i 0, 2L 29 28 m/z 71.10 71.29%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
g7
5000 85 AU AR
23.40 23.60 23.80 24.00
113 m/z 43.10 68.45%
o 20| | || ['°,141 169 197 225 267 208 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 23.40 23.60 23.80 24.00
5000 m/z 85.10 55.42%
29 113
0 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493: Hexacosane L L L L N N BN
57 23.40 23.60 23.80 24.00
m/z 55.05 22 .09%
- | AWJ\‘\/\/%
. 290 1) (18 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 2340 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG022120\

Data File : BG044553.D

Acq On : 21 Feb 2020 17:36

Operator : CG/JU

3?22'6 - L1526-07 E156-B4-021820-COMP-10-15
ALS Vial : 13 Sample Multiplier: 1

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

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2,4,7,9-Tetrameth... 13.42 3.5 ng 110185 3 14.52 620333 20.0
Ethanol, 2-(octad... 21.19 3.4 ng 173168 5 21.51 1010930 20.0
Heneicosane 21.71 2.3 ng 116413 5 21.51 1010930 20.0
Nonadecane 22.30 3.5 ng 177346 5 21.51 1010930 20.0
2-methyloctacosane 23.72 2.6 ng 152981 6 24.58 1175290 20.0
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