LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090420\
Data File : BG046546.D

Aca On > 4 Sep 2020 18:39

Operator : CG/JU

Sample : L3888-06

Misc :

ALS Vial : 14 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-BG082520.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 3.128 3 7 26 rvB 263012 433716 14.22% 2.656%
2 5.044 328 333 340 rBV 28884 44674 1.46% 0.274%
3 5.514 406 413 432 rBV 655623 1047035 34.32% 6.412%
4 7.100 676 683 702 rBV 675740 1193672 39.13% 7.310%
5 7.929 817 824 831 rBV 210479 347022 11.37% 2.125%

9.080 1012 1020 1033 rBV 428622 792535 25.98% 4 _.853%
10.725 1292 1300 1314 rBV 311964 562938 18.45% 3.447%
13.181 1711 1718 1735 rBV 1326292 2055962 67.39% 12.590%
14.010 1853 1859 1866 rBVY 79234 125384 4.11% 0.768%
14.556 1943 1952 1967 rBV 573143 897086 29.40% 5.494%

=
QO ~NO®

11 16.049 2199 2206 2226 rBV 927725 1569975 51.46% 9.614%
12 17.300 2412 2419 2431 rBV 706741 1106952 36.28% 6.779%
13 19.915 2858 2864 2875 rBV 2255718 3050884 100.00% 18.683%
14 21.213 3080 3085 3095 rBv2 178514 327743 10.74% 2.007%
15 21.548 3136 3142 3156 rVB2 774209 1262437 41.38% 7.731%

16 21.754 3173 3177 3184 rVB2 26175 38936 1.28% 0.238%
17 22.347 3274 3278 3285 rVB3 26512 51943 1.70% 0.318%
18 23.011 3387 3391 3398 rVB2 27726 50562 1.66% 0.310%
19 23.787 3519 3523 3529 rVB2 26516 51626 1.69% 0.316%

20 24.650 3660 3670 3688 rvVvB2 438559 1318413 43.21% 8.074%

Sum of corrected areas: 16329495
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG090420\
Data File : BG046546.D

Aca On : 4 Sep 2020 18:39

Operator : CG/JU

Sample : L3888-06

Misc :

ALS Vvial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG082520.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG046546.D

2000000

1500000

1000000

551 7.10

500000 9.08
10.73
13 703

504

o T et OLMASS L CENRURURSRSRFRIES L ESUNSREAMSY MRS RS £ L e

Time--> 3.50 4.00 450 500 550 600 650 700 750 800 850 900 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG046546.D

1991
2000000

1500000
13.18

1000000 16.05
21.55
17.30

14.56
500000

21.21
14.01 21.75 22.35

O o L e o B A e e o e s e e B R e e R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG046546.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090420\
Data File : BG046546.D

Aca On : 4 Sep 2020 18:39

Operator : CG/JU

Sample : L3888-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.13 25.00 ng 433716 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 7 (3.128 min): BG046546.D (-3) (-) m/z 73.10 100.00%
73.1

-

5000
43.0
55.0 87.1
| 3.20 3.30 3.40 3.50
Obr et e e e e e e || M7z 43.05 35.98%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
43.0 3.20 3.30 3.40 3.50
550 87.0 m/z 87.10 26.42%
29.0
ol Ll .
B o e ELALALIN I L o o R
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 T
3.20 3.30 3.40 3.50
5000 410 55.0 m/z 55.05 24 _.80%
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o ] sro 1120 a0
(O o o B B LIS o o o e o RARA
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Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 3.20 3.30 3.40 3.50
m/z 41.10 12.35%
5000 43.0
58.0
N R S S N DM SRR RAEaRnRaEEEREE
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090420\
Data File : BG046546.D

Aca On : 4 Sep 2020 18:39

Operator : CG/JU

Sample : L3888-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 2 unknown5.04 Concentration Rank 3

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

5.04 2.57 ng 44674 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 38
3 3-0Octanol 130 C8H180 000589-98-0 23
4 Propanoic acid. 2-hvdroxv-2-meth... 132 C6H1203 000080-55-7 17
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 17

Abundance Scan 332 (5.038 min): BG046546.D (-328) (-) m/z 43.05 100.00%
43.0
59.1
5000
1011 UL L R R I
73.0 831 | 4.80 5.00 5.20 5.40
) X St | N N+ N N m/z 59.10 74.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
57.0
5000 N LA L A R
480 5.00 520 5.40
29.0 101.0 m/z 101.10 18.81%
o 150 | Il 730 830
S UL UL SRR UL UL UL SULIL UL SUL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
" 480 500 520 540
0
5000 5.0 m/z 58.10 17.12%
15.0 101.0
L 83.0
G s A UL R UL AL UL LS IS SRS SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #13640: 3-Octanol
59.0 480 5.00 520 5.40

m/z 41.00 10.40%

5000 410 83.0

31.0
101.0

‘ \“\ ‘M Il 69.0 112.0

O B A ma A e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG090420\
Data File : BG046546.D

Aca On : 4 Sep 2020 18:39

Operator : CG/JU

Sample : L3888-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG082520.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 Cyclopentadecane Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.21 5.19 ng 327743 Chrysene-di12 21.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 98
2 b5-Eicosene. (E)- 280 C20H40 074685-30-6 95
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
4 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94
Abundance Scan 3084 (21.207 min): BG046546.D (-3080) (-) m/z 57.10 100.00%
57.1 83.1
5000 1111 Awﬂ_UJMVW,mmdwj\\va_N,ﬂaN.\yw
LSNP SRR BRI B
39.11681 2090 . 20.80 21.00 21.20 21.40 21.60
o W e 00 25302803 S48 MLy, 855,10 88.03%
m/z--> 50 100 150 200 250 300 350
Abundance #69584: Cyclopentadecane
58.0
83.0
5000 AU SRR BRI BRI B
1110 20,80 21.00 21.20 21.40 21.60
29.0 : m/z 43.10 88.01%
l L 1390 18202100
0! et
m/z--> 50 100 150 200 250 300 350
Abundance #127769: 5-Eicosene, (E)-
58.0
83.0 20.80 21.00 21.20 21.40 21.60
5000 m/z 83.10 87.93%
29.0 111.0
0 J‘ A0 g JL |139.0167.0196.0223.0 252.0280.0
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester T T T T
20.80 21.00 21.20 21.40 21.60
690 m/z 69.10 75.19%
97.0
5000
125.0
0! J J \\ LH ‘\ J15\30 196'0224'0
m/z--> 150 200 250 300 350 20,80 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG090420\
Data File : BG046546.D

Acq On : 4 Sep 2020 18:39

Operator : CG/JU

Sample - L3888-06

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG082520.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]
Butane, 2-methoxy... 3.13 25.0 ng 433716 1 7.93 347022 20.0
unknown5 .04 5.04 2.6 ng 44674 1 7.93 347022 20.0
Cyclopentadecane 21.21 5.2 ng 327743 5 21.55 1262440 20.0
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