LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG030220\
Data File : BG044640.D

Aca On : 2 Mar 2020 19:48

Operator : CG/JU

Sample : L1741-03

Misc :

ALS Vial : 9 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-BG022420 .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 4.894 302 307 314 rBV 25527 42189 1.32% 0.259%
2 5.376 382 389 406 rBV 658828 1051298 32.88% 6.454%
3 6.980 655 662 674 rBV 687333 1160267 36.28% 7.123%
4 7.803 793 802 811 rBV 169041 278258 8.70% 1.708%
5 8.126 849 857 869 rBV 540501 901286 28.18% 5.533%
6 8.960 991 999 1017 rBV 397308 723343 22.62% 4._.441%
7 10.605 1271 1279 1295 rBV 222710 420457 13.15% 2.581%
8 13.073 1692 1699 1714 rBV 1190046 1839731 57.53% 11.294%
9 13.913 1836 1842 1856 rBV 51948 89462 2.80% 0.549%
10 14.454 1927 1934 1948 rBV2 444412 689147 21.55% 4.231%

11 15.946 2181 2188 2212 rBV 1051207 1588459 49.67% 9.752%
12 17.198 2394 2401 2416 rBV 592447 916995 28.68% 5.630%
13 19.824 2842 2848 2856 rBV 2436980 3197833 100.00% 19.632%
14 20.570 2970 2975 2979 rVB 45699 56150 1.76% 0.345%
15 21.116 3063 3068 3078 rBV 164749 296128 9.26% 1.818%

16 21.434 3115 3122 3141 rBV2 676849 1071622 33.51% 6.579%
17 21.639 3152 3157 3162 rBV 34253 50760 1.59% 0.312%
18 22.215 3250 3255 3261 rBV2 51357 90663 2.84% 0.557%
19 22.867 3359 3366 3373 rBvV 67331 117270 3.67% 0.720%
20 23.614 3487 3493 3501 rBV2 73103 148112 4.63% 0.909%

21 24.448 3623 3635 3653 rBV2 402832 1267541 39.64% 7.782%
22 25.547 3813 3822 3831 rBV3 52336 149201 4.67% 0.916%

23 25.658 3836 3841 3854 rVB9 12544 39268 1.23% 0.241%

24 26.804 4026 4036 4044 rBV3 22906 69443 2.17% 0.426%

25 31.833 4883 4892 4894 rBVS 13056 34193 1.07% 0.210%
Sum of corrected areas: 16289076
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG030220\

BG044640.D

2 Mar 2020 19:48

CG/JuU

L1741-03

9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
LSCINT.P
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2000000

1500000

1000000

500000

TIC: BG044640.D
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2000000
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P.87

TIC: BG044640.D
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3183
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Time-->
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044640.D

Aca On : 2 Mar 2020 19:48

Operator : CG/JU

Sample : L1741-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.89 3.03 ng 42189 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 40
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 2-Butanol. l-methoxv- 104 C5H1202 053778-73-7 17
4 Propane. 2-methoxv- 74 C4H100 000598-53-8 12
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 306 (4.888 min): BG044640.D (-302) (-) m/z 43.05 100.00%
48
59
5000
101 R U SR RS
51 | 3 g3 | 460 4.80 5.00 5.20
RS N - SOV | NS NN N S m/z 59.10 59.08%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 4.80 5.00 520
m/z 101.00 19.44%
15 31 101
25 7] 37, 53,| 83 )
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 460 4.80 5.00 520
5000 m/z 58.10 16.85%
29 101
15 37 51 73 83 95
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4778: 2-Butanol, 1-methoxy-
59 460 4.80 5.00 5.20
m/z 41.10 10.97%
5000 8l 45
75
B o] s e e 104
m/z--> 10 20 30 40 50 60 70 8 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044640.D

Aca On : 2 Mar 2020 19:48

Operator : CG/JU

Sample : L1741-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Trichloroacetic acid, hexad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.12 5.53 ng 296128 Chrysene-di12 21.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 2- Chloropropionic acid. octadec... 360 C21H41CIl02 088104-31-8 94
4 Octadecvyl trifluoroacetate 366 C20H37F302 079392-43-1 93
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 959218-78-1 93
Abundance Scan 3069 (21.122 min): BG044640.D (-3063) (-) m/z 57.05 100.00%
57 83
5000 11
3 139 20.80 21.00 21.20 21.40
b 108191000226 amp 3mSR o
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester
69
97
5000
20.80 21.00 21.20 21.40
195 m/z 83.10 84 .52%
nuL I153 196 224
m/z--> 50 100 150 260 250 300 3éo
Abundance
57 83
20.80 21.00 21.20 2140
5000 11 m/z 97.05 76.71%
29
139 167 195 222 250 280 308 336
m/z--> éo 160 1éo 200 2%0 300 3éo
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
57 83 20.80 21.00 21.20 21.40
m/z 55.05 75.30%
5000 1
29
139 250
..h,J.LJJWL .“.4‘f‘}§8.%94 224 - ?97- 380
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044640.D

Aca On : 2 Mar 2020 19:48

Operator : CG/JU

Sample : L1741-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 2-methyloctacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.87 2.19 ng 117270 Chrysene-di12 21.43
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 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 3366 (22.867 min): BG044640.D (-3359) (-) m/z 57.10 100.00%
57
85
5000
| | 1113 141 160 197 239 281 22.60 22.80 23.00 23.20
e e e T T m/z 71.10 71.83%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57
5000 85
22.60 22.80 23.00 23.20
113 m/z 43.10 62.51%
2?] Ll |77 242 169 197 225 267 205 365 393
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
o 22,60 22.80 23.00 23.20
5000 m/z 85.05 55.27%
29 113
141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 '
Abundance #194493:; Hexacosane
57 22.60 22.80 23.00 23.20
m/z 55.05 25.04%
5000 85
290 1| M8 141 160 107 205 253 205 323 367
m/z--> 50 100 150 200 250 300 350 ' 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044640.D

Aca On : 2 Mar 2020 19:48

Operator : CG/JU

Sample : L1741-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 Tetratetracontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.61 2.34 ng 148112 Perylene-d12 24 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 90
2 Octacosane 394 C28H58 000630-02-4 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane 282 C20H42 000112-95-8 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3492 (23.608 min): BG044640.D (-3487) (-) m/z 57.10 100.00%

57
5000

99 P TR
141 1g3 249282 341 23:20 23.40 23.60 23.80 24.00

,....,....l!ﬂ.i..,-....,.... e m/z 71.10 67.48%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57

5000 LB e e e e e
23 20 23. 40 23. 60 23. 80 24. OO

m/z 43.10 60.64%

97
26 J]l 141 183 205 267 309 351 393 435 491 535574 617
T B L e e R R R R o Ry
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance
57

2320 2340 23,60 23.80 24.00
5000 m/z 85.10 51.57%

99
26 141 183 225 281 337 394

m/z--> 0 5IO l(I)O léO 200 250 300 350 4(I)0 45I0 5CI)O SéO 6CI)O

Abundance #141425: Heneicosane P et T PR e
57 23.20 23.40 23.60 23.80 24.00
m/z 55.10 24 _31%

5000
99
15J |, 141 183 225 296

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 23 20 23. 40 23. 60 23. 80 24. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG030220\
Data File : BG044640.D

Aca On : 2 Mar 2020 19:48

Operator : CG/JU

Sample : L1741-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG022420._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 6 Hexacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.55 2.35 ng 149201 Perylene-di12 24 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 2-methvltetracosane 352 C25H52 1000376-72-6 91
4 Eicosane. 7-hexvl- 366 C26H54 055333-99-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3823 (25.552 min): BG044640.D (-3813) (-) m/z 57.10 100.00%
57
85
5000
11 “113 141 183 210 o7 241 25.20 25.40 25.60 25.80
i Ly 2R A0 2er S m/z 71.10  76.34%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57
5000 85
25.20 25.40 25.60 25.80
m/z 43.10 58.64%
29 113
UL 77,141 169 197 225 253 295 323 367
m/z--> §o 160 1éo 260 2%0 360 3%0 460 '
Abundance
57
25.20 25.40 25.60 25.80
5000 85 m/z 85.10 57.98%
113
141 169 197 225 253 281 309 337 365 437
m/z--> §o 160 1éo 260 250 360 350 460 '
Abundance #185534: 2-methyltetracosane
57 25.20 25.40 25.60 25.80
m/z 55.10 23.57%
5000 85
29 113
1) ﬂ | 777,141 169 107 205 253 309 337
m/z--> §o 160 1éo 260 250 360 3%0 460 ! 25.20 25.40 25.60 25.80 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030220\
Data File : BG044640.D

Acq On : 2 Mar 2020 19:48

Operator : CG/JU

Sample : L1741-03

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG022420_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... 4.89 3.0 ng 42189 1 7.80 278258 20.0
Trichloroacetic a... 21.12 5.5 ng 296128 5 21.43 1071620 20.0
2-methyloctacosane 22 .87 2.2 ng 117270 5 21.43 1071620 20.0
Tetratetracontane 23.61 2.3 ng 148112 6 24.45 1267540 20.0
Hexacosane 25.55 2.4 ng 149201 6 24.45 1267540 20.0
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