LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_ G\DATA\BG052620\
Data File : BG045463.D
Acqg On : 26 May 2020 18:55 Instrument :
Operator : CG/JU ?.‘,'I\!A_(t;S ol

- - lentosampleld :
a?ggle - L2744-17 NM17-COMP-2020-0-6
ALS Vial : 10 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-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 height area % max. total
1 3.120 3 5 15 rVB 120115 158621 3.87% 0.706%
2 5.564 414 421 434 rBV 647712 1121590 27.37%  4.993%
3 7.179 688 696 709 rBVY 740436 1355222 33.08% 6.034%
4 7.961 821 829 839 rBvVY 273087 470672 11.49% 2.095%
5 8.284 876 884 893 rBY 690004 1232883 30.09% 5.489%
6 9.124 1018 1027 1038 rBV 534687 1000752 24.42%  4.455%
7 10.769 1298 1307 1315 rBV 364570 672139 16.40% 2.992%
8 13.224 1718 1725 1740 rBV 1679983 2688049 65.60% 11.967%
9 14.052 1860 1866 1875 rBV 231161 357907 8.74% 1.593%
10 14.605 1953 1960 1968 rBV 612821 987934 24.11%  4.398%

11 16.097 2207 2214 2229 rBV 1298179 2116313 51.65% 9.422%
12 17.348 2421 2427 2433 rBV 760780 1233076 30.09% 5.490%
13 17.395 2433 2435 2441 rVB 51657 63548 1.55% 0.283%
14 19.404 2771 2777 2785 rVB 121237 180957 4.42% 0.806%
15 19.762 2829 2838 2845 rBV 106818 195371 4.77% 0.870%

16 19.968 2866 2873 2885 rBV 2965938 4097369 100.00% 18.242%
17 21.272 3091 3095 3105 rBv4 128413 254963 6.22% 1.135%
18 21.607 3143 3152 3158 rBV2 776486 1419017 34.63% 6.318%
19 21.807 3182 3186 3193 rVB5 53114 81706 1.99% 0.364%
20 22.412 3283 3289 3293 rBV3 75490 128302 3.13% 0.571%

21 23.087 3397 3404 3412 rVB2 99557 194989 4.76% 0.868%
22 23.763 3512 3519 3526 rBV3 41126 129811 3.17% 0.578%
23 23.874 3533 3538 3548 rVB2 107167 225881 5.51% 1.006%
24 24.462 3633 3638 3648 rVB4 28111 73807 1.80% 0.329%
25 24.603 3658 3662 3671 rVB2 36466 86645 2.11% 0.386%

26 24.762 3677 3689 3708 rBV2 447266 1589969 38.80% 7.079%
27 25.907 3876 3884 3894 rVB2 73826 207330 5.06% 0.923%
28 27.235 4100 4110 4117 rBV9 35126 136632 3.33% 0.608%

Sum of corrected areas: 22461455
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045463.D

Acq On : 26 May 2020 18:55

Operator : CG/JU

ﬁ?ggle i L2744-17 NM17-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG045463.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045463.D

Acq On : 26 May 2020 18:55

Operator : CG/JU

ﬁ?ggle i L2744-17 NM17-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : 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 unknown3.12 Concentration Rank 2

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

3.12 6.74 ng 158621 1,4-Dichlorobenzene-d4 7.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 38
2 Myo-lInositol, 2-C-methyl- 194 C7H1406 000472-96-8 9
3 .alpha.-D-Mannofuranoside, 1-O-h... 278 C13H2606 111570-47-9 9
4 Butane, 2-methoxy-2,3,3-trimethyl- 130 C8H180 027705-21-1 9
5 Myo-Inositol, 4-C-methyl- 194 C7H1406 000472-95-7 9

Abundance Scan 5 (3.120 min): BG045463.D (-3) (-) m/z 73.05 100.00%
7B
5000
43
3.20 3.30 3.40 3.50
O ekl S 4 206207 281 317 75787 05 30.32%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AU S R I
3.20 3.30 3.40 3.50
m/z 43.05 26 .48%
0 '”W'”W'”Wéﬁﬁ'”ﬁ”'ﬁ”"”"”"”"”"””I””I””I””I
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
73
320 330 340 350
5000 m/z 55.05 13.84%
43
o 91 116 140158 179
mmwmwmmwm
m/iz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #125543: .alpha.-D-Mannofuranoside, 1-O-heptyl- At
7 78 3.20 3.30 3.40 3.50

m/z 71.05 13.01%

5000
41

116
2 101 145 163 181 200217 247
R B e N EEEEEm

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 3.20 3.30 3.40 3.50

—
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG052620\
Data File : BG045463.D

Acq On : 26 May 2020 18:55

Operator : CG/JU

Sample : L2744-17

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 17-Pentatriacontene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.27 3.59 ng 254963 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 17-Pentatriacontene 491 C35H70 006971-40-0 91
2 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 74
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 74
4 1-Heptacosanol 396 C27H560 002004-39-9 74
5 1-Docosene 308 C22H44 001599-67-3 64

Abundance Scan 3095 (21.272 min): BG045463.D (-3091) (-) m/z 83.05 100.00%
7 83
5000
111
139 226 21.00 21.20 21.40 21.60
168193 253 343
ol 4l . ,“ e S B2 4 m/z 57.00 94.59%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #234187: 17-Pentatriacontene
43
5000 83
21.00 21.20 21.40 21.60
1 m/z 69.05 88.09%
o M Md “139167196224 267292 321 462 490
m/z--> 0 50 150 200 250 300 350 400 450 '
Abundance
57
83
21.00 21.20 21.40 21.60
5000 111 m/z 71.05 84 _44%
o 29 139 199 210 255 406
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #227401: Heptadecy! heptafluorobutyrate
57 21.00 21.20 21.40 21.60
83 m/z 43.05 83.86%
5000
111
29
0 J‘ J l139 1?9 210 23\8 283
m'z--> 0 50 100 150 200 250 300 350 400 450 ' 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045463.D

Acq On : 26 May 2020 18:55

Operator : CG/JU

ﬁ?ggle i L2744-17 NM17-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : 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 Octacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.09 2.75 ng 194989 Chrysene-di12 21.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 80
2 Tetracosane, 1ll1-decyl- 479 C34H70 055429-84-0 80
3 Heptacosane 380 C27H56 000593-49-7 64
4 Hexacosane 366 C26H54 000630-01-3 62
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 62
Abundance Scan 3404 (23.087 min): BG045463.D (-3397) (-) m/z 71.05 100.00%
7
43
5000
99
127 155 102211 281 22.80 23.00 23.20 23.40
Obrrt ok 183230 3% m/z 57.00 93.84%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #209566: Octacosane
57
5000
85 22.80 23.00 23.20 23.40
29 m/z 85.00 67.14%
o] ‘h | 113141169 197 225 253 281 309 337 365 394
m/z--> 56 160 1éo 200 250 300 350 400 450 500
Abundance
57
22.80 23.00 23.20 23.40
5000 85 m/z 43.05 61.37%
. 113141169197 295253 295 337364303420
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202662: Heptacosane T T T T
57 22.80 23.00 23.20 23.40
m/z 55.00 24 _65%
5000
85
o 2? 113141169197 225253281 323351 380
m/z--> 56 100 150 200 250 300 350 400 450 500 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045463.D

Acq On : 26 May 2020 18:55

Operator : CG/JU

ﬁ?ggle i L2744-17 NM17-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : 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 5 Nonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.87 2.84 ng 225881 Perylene-di12 24 .76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Octadecane 254 C18H38 000593-45-3 83
3 Docosane 310 C22H46 000629-97-0 83
4 Triacontane 422 C30H62 000638-68-6 80
5 Hexadecane, 1-iodo- 352 C16H33lI 000544-77-4 72
Abundance Scan 3537 (23.869 min): BG045463.D (-3533) (-) m/z 57.05 100.00%
57
85
5000
4 l [| e |14t 169 197 233 258 281 327 355 23.60 23.80 24.00 24.20
Oyl . ...,. I s e = m/z 71.05 78.79%
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane
57
5000 85
23.60 23.80 24.00 24.20
29 m/z 85.05 63.72%
‘ 113 14 169 197 268
0... ‘.H‘.H‘.“‘l.“.“.. ——— .2.2.5.|.... ——r— :
m/z--> 50 100 150 200 250 300 350
Abundance
57
23.60 23.80 24.00 24.20
5000 85 m/z 43.05 56.16%
. 29 13 141 169 197 5 254
m/z--> - 'go' B 160" "150" "200" "250" "300" "350
Abundance #153222: Docosane R B e
57 23.60 23.80 24.00 24.20
m/z 55.05 22.96%
5000 85
. 2901 8 141 169 197 225 253 2g1 310
m/z--> % ﬁo 150 200 ﬁo 3& 350 Bmmmmmmm
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045463.D

Acq On : 26 May 2020 18:55

Operator : CG/JU

ﬁ?ggle i L2744-17 NM17-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.M
Quant Title : 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 6 Tetracosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

25.91 2.61 ng 207330 Perylene-d12 24.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Docosane, 1l-decyl- 451 C32H66 055401-55-3 90
3 Octadecane, 3-ethyl-5-(2-ethylbu... 366 C26H54 055282-12-7 90
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Eicosane 282 C20H42 000112-95-8 87

Abundance Scan 3885 (25.913 min): BG045463.D (-3876) (-) m/z 57.05 100.00%

5000
267 25.60 25.80 26.00 26.20
197 225 342 429
0 m/z 71.05 74 .04%
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane
57
85
5000
25.60 25.80 26.00 26.20
- m/z 85.05 63.52%
3 141
bbb M 100 o s gy
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
25.60 25.80 26.00 26.20
5000 a5 m/z 43.15 63.48%

113
141 169 197 225 253 280 599 335 364 392

o} 50 0 R it o2 PR o B
m/z--> 50 100 150 200 250 300 350 400
Abundance #194509: Octadecane, 3-ethyl-5-(2-ethylbutyl)- R E e e
43 25.60 25.80 26.00 26.20
m/z 99.05 27.23%
71
5000
ol ] ‘ 127 155 183 511 251 281 310 337 364
, — T e
m/z--> 100 150 200 250 300 350 400 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG052620\

Data File : BG045463.D

Acq On : 26 May 2020 18:55

Operator : CG/JU

3?22'6 i L2744-17 NM17-COMP-2020-0-6
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG051520.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]
unknown3.12 3.12 6.7 ng 158621 1 7.96 470672 20.0
17-Pentatriacontene 21.27 3.6 ng 254963 5 21.61 1419020 20.0
Octacosane 23.09 2.8 ng 194989 5 21.61 1419020 20.0
Nonadecane 23.87 2.8 ng 225881 6 24.76 1589970 20.0
Tetracosane 25.91 2.6 ng 207330 6 24.76 1589970 20.0
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