LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040374.D

Acq On : 5 Apr 2019 00:39

Operator : JU/SJ

Sample - K2240-06

Misc :

ALS Vial : 14 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-BG032719_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 5.603 421 428 444 rBV 1064985 1742141 47.98% 7.814%
2 7.201 692 700 713 rBV 1100660 1909868 52.60% 8.567%
3 7.577 756 764 777 rBV 1065330 1852844 51.03% 8.311%
4 8.047 836 844 858 rVvB 215023 386881 10.66% 1.735%
5 8.365 890 898 909 rBVY 761818 1356846 37.37% 6.086%
6 9.222 1035 1044 1055 rBV 642185 1159869 31.94% 5.202%
7 10.862 1313 1323 1337 rBY 269594 505678 13.93% 2.268%
8 13.300 1730 1738 1749 rBV 1512924 2415527 66.53% 10.835%
9 14.122 1872 1878 1886 rBV 153700 236491 6.51% 1.061%
10 14.675 1965 1972 1983 rBV2 434174 706454 19.46% 3.169%
11 16.167 2218 2226 2241 rBV 1238929 1986833 54.72% 8.912%
12 16.373 2255 2261 2270 rVB2 37685 71755 1.98% 0.322%
13 17.424 2430 2440 2451 rBVY 566822 889617 24.50% 3.990%
14 18.282 2581 2586 2594 rBV2 28259 56125 1.55% 0.252%
15 20.021 2876 2882 2893 rBV 2702374 3630833 100.00% 16.286%
16 20.292 2922 2928 2937 rVB3 23343 39435 1.09% 0.177%
17 20.785 3009 3012 3016 rBvV2 37740 43690 1.20% 0.196%

18 21.291 3093 3098 3115 rBV 226085 407337 11.22% 1.827%
19 21.690 3159 3166 3176 rBvV2 660732 1122731 30.92% 5.036%
20 21.837 3186 3191 3199 rVB 53431 82059 2.26% 0.368%

21 22.442 3289 3294 3302 rBV 58626 97837 2.69% 0.439%
22 23.135 3407 3412 3420 rVB2 57270 112837 3.11% 0.506%
23 23.946 3544 3550 3559 rVB2 54263 116938 3.22% 0.525%
24 24.892 3703 3711 3716 rBV3 43924 123467 3.40% 0.554%
25 24.969 3716 3724 3742 rVB2 359305 1118813 30.81% 5.018%

26 26.038 3898 3906 3913 rBVv4 30837 81739 2.25% 0.367%
27 27.395 4131 4137 4144 rBV7 13854 39869 1.10% 0.179%
Sum of corrected areas: 22294514
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040374.D

Acq On : 5 Apr 2019 00:39

Operator : JU/SJ

Sample - K2240-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG040374.D
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Abundance TIC: BG040374.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040374.D

Acq On : 5 Apr 2019 00:39

Operator : JU/SJ

Sample - K2240-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 unknown7.58 Concentration Rank 1

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

7.58 95.78 ng 1852840 1,4-Dichlorobenzene-d4 8.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 16
2 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 764 (7.577 min): BG040374.D (-756) (-) m/z 132.00 100.00%
132
5000 68
40 54 % 720 7.40 7.60 7.80 8.00
0 110 296 m/z 68.00 41.80%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 P
a1 o7 7.20 7.40 7.60 7.80 8.00
117 m/z 134.00 31.85%
0 ...|....|....§|....|.... ..H. R R AR R AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57 132
74 720 7.40 7.60 7.80 8.00
5000 9g 116 m/z 66.00 26.95%
0 158 189
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #14144: 5-Fluoro-2-chloropyrimidine P e
132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 16.93%
5000
33 105
AN I
m/z--> 40 60 éo 100 120 140 160 180 200 220 240 260 280 300 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040374.D

Acq On : 5 Apr 2019 00:39

Operator : JU/SJ

Sample - K2240-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 3 Tetracosyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.29 7.26 ng 407337 Chrysene-d12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
2 Heneicosyl heptafluorobutyrate 508 C25H43F702 1000351-83-8 91
3 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
4 Tricosyl heptafluorobutyrate 536 C27H47F702 1000351-83-4 91
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 3098 (21.291 min): BG040374.D (-3093) (-) m/z 57.05 100.00%
57
83
5000
111
139 21.00 21.20 21.40 21.60
0 ...,....,.l.l.n.,l.ef.,2?9?3.9,2.6.7..,....,....,....,....,.... m/z 43.00 79.58%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239098: Tetracosy! heptafluorobutyrate
57
5000
21.00 21.20 21.40 21.60
125 m/z 55.00 70.33%
0 ??¢ “‘ hh \h “9196222250278308336 381 532
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
57
97 21.00 21.20 21.40 21.60
5000 m/z 83.05 62.08%
- 125
o 169196022 266294 339 490
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #235928: Octacosyl trifluoroacetate R e e S
57 21.00 21.20 21.40 21.60
m/z 97.05 54 _.91%
97
5000
125
o 29 l 153181208 250278306334 364392 437 488
m/z--> éo 100 150 200 250 300 350 400 450 500 21.00 21.20 21.40 21.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040374.D

Acq On : 5 Apr 2019 00:39

Operator : JU/SJ

Sample - K2240-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

23.14 2.01 ng 112837 Chrysene-di12 21.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Heptacosane 380 C27H56 000593-49-7 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3413 (23.141 min): BG040374.D (-3407) (-) m/z 57.05 100.00%

5000

22.80 23.00 23.20 23.40

0 m/z 71.10 55.87%
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane
57
5000
22.80 23.00 23.20 23.40
99 m/z 43.00 49 .53%
o2l e s 26
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57
R R AEEsEEE
22.80 23.00 23.20 23.40
5000 m/z 85.00 42.12%
99
o 141 183 225 267 309 367
T [ T T T e T T
m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57 22.80 23.00 23.20 23.40
m/z 55.00 20.34%
5000

97
26 ] | ; 141 183 225 267 309 351 393 435 491 535 574 617

L A S I SR e L e a e o

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 22. 80 23 00 23. 20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040374.D

Acq On : 5 Apr 2019 00:39

Operator : JU/SJ

Sample - K2240-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.95 2.09 ng 116938 Perylene-d12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87
4 Triacontane 422 C30H62 000638-68-6 87
5 Tetracosane 338 C24H50 000646-31-1 87
Abundance Scan 3551 (23.952 min): BG040374.D (-3544) (-) m/z 57.10 100.00%
57
5000 a5
U3 155 207 oy 23.60 23.80 24.00 24.20
ob AL W2 S 2700 sss 461 T U300 52.58%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #105885: Octadecane
57
5000 85 RUUNAUARIUE BRI UG
23.60 23.80 24.00 24.20
29 m/z 71.00 51.43%
0 ' ‘ bl “1}311‘\"1‘169 197 225 254
m/z--> 55 160 1%0 260 250 360 3éo 460 4%0
Abundance
57
85 23.60 23.80 24.00 24.20
5000 m/z 85.05 36.36%
29 113
o 141 169 197 225 253 296
m/z--> 55 160 1%0 260 2éo 360 3éo 460 4%0
Abundance #185535: Heptadecane, 9-octyl-
57 23.60 23.80 24.00 24.20
m/z 41.05 16.09%
5000 85
o | ulf3J1§1‘1§9 197 2?9 267 294 323 352
m/z--> 5'0 1c')o 1&1;0 2(')0 250 3(')0 3&'30 4(')0 4&1;0 23.|60 23.|80 24.'00 24.'20 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040374.D

Acq On : 5 Apr 2019 00:39

Operator : JU/SJ

Sample - K2240-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .89 2.21 ng 123467 Perylene-di12 24 .97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Nonadecane 268 C19H40 000629-92-5 90
3 Eicosane, 9-octyl- 394 C28H58 013475-77-9 90
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 87
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1000115-66-1 87
Abundance Scan 3711 (24.892 min): BG040374.D (-3703) (-) m/z 57.05 100.00%
g7
e T )MJ\MV
141 169 193 051 282 24.60 24.80 25.00 25.20
o241 z5 323 m/z 43.00 58.62%
m/z--> 50 100 150 200 250 300 350
Abundance #129492: Eicosane
57
5000 LRI BN SURIL IR B
85 24.60 24.80 25.00 25.20
29 m/z 71.05 54 _07%
o | “u L J 113 141 169 197 225 253 282
m/z--> 50 100 1%0 200 250 300 350 '
Abundance
57
24.60 24.80 25.00 25.20
5000 85 m/z 85.05 48.25%
29 268
T
m/z--> 50 100 150 200 250 300 350 '
Abundance #209567: Eicosane, 9-octyl-
43 24.60 24.80 25.00 25.20
m/z 55.00 19.93%
71
5000
9 197 238 281
0 LU LT 127 155 183 211 | 309 336 365 392
m/z--> 50 100 150 200 2%0 300 350 ' 24.60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG040419\
Data File : BG040374.D

Acq On : 5 Apr 2019 00:39

Operator : JU/SJ

Sample - K2240-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG032719.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]
unknown7 .58 7.58 95.8 ng 1852840 1 8.05 386881 20.0
Tetracosyl heptaf... 21.29 7.3 ng 407337 5 21.69 1122730 20.0
Heneicosane 23.14 2.0 ng 112837 5 21.69 1122730 20.0
Octadecane 23.95 2.1 ng 116938 6 24.97 1118810 20.0
Eicosane 24.89 2.2 ng 123467 6 24.97 1118810 20.0
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