LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\
Data File : BG046193.D

Aca On > 7 Aug 2020 14:54

Operator : CG/JU

Sample : L3594-05

Misc :

ALS Vial : 7 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-BG073020.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 3.155 7 11 27 rVB 481881 748534 9.63% 2.162%
2 5.535 409 416 429 rBV 1652816 2622024 33.74% 7.572%
3 7.121 677 686 697 rBY 1589495 2730649 35.14% 7.886%
4 7.949 820 827 835 rVB 332321 559166 7.20% 1.615%
5 9.101 1013 1023 1033 rBvV 1024318 1854458 23.86% 5.355%

10.746 1295 1303 1310 rBV 450079 780717 10.05% 2.255%
13.202 1714 1721 1728 rBV 2873374 4468972 57.51% 12.906%
14.030 1855 1862 1872 rBV 359564 542492 6.98% 1.567%
14.577 1948 1955 1965 rBV 740144 1111867 14.31% 3.211%
16.063 2200 2208 2229 rBV 2646747 4334658 55.78% 12.518%

=
QO ~NO®

11 17.315 2415 2421 2433 rBV 944537 1455668 18.73% 4.204%
12 18.989 2701 2706 2710 rBV 292584 363622 4.68% 1.050%
13 19.395 2770 2775 2780 rBV 63496 84920 1.09% 0.245%
14 19.935 2860 2867 2873 rBV 5916980 7771035 100.00% 22.442%
15 20.840 3017 3021 3027 rBV 164160 200085 2.57% 0.578%

16 21.234 3083 3088 3096 rBV2 495634 699523 9.00% 2.020%
17 21.304 3096 3100 3105 rVB 75019 111601 1.44% 0.322%
18 21.563 3138 3144 3155 rVB 1141614 1794764 23.10% 5.183%
19 21.780 3177 3181 3187 rVB2 51298 79121 1.02% 0.228%
20 22.380 3278 3283 3291 rVB4 91965 185832 2.39% 0.537%

21 23.043 3392 3396 3402 rBvV 80592 129401 1.67% 0.374%
22 23.825 3524 3529 3535 rBV2 91231 166503 2.14% 0.481%
23 24.671 3663 3673 3681 rBV2 673755 1832193 23.58% 5.291%

Sum of corrected areas: 34627805
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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\BG080720\

BG046193.D

7 Aug 2020 14:54

CG/JuU

L3594-05

7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

5000000

4000000

3000000

2000000

1000000
.15

TIC: BG046193.D

5.53 7.12

9.10

7.95

10.75

0

Time-->

350 400 450 5.00 550 6.00 6.50 7.00

750 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250

Abundance

5000000

4000000

3000000

2000000

1000000

TIC: BG046193.D

13.20

16.06

17.31
14.58

14.03 18.99

19.39

19,94

20.84
A

21.56

21.23

.30/\21.78

22.38
A

05
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

5000000

4000000

3000000

2000000

1000000

==

23.04

| BTN

TIC: BG046193.D

24.67
23.82
A

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\
Data File : BG046193.D

Aca On > 7 Aug 2020 14:54

Operator : CG/JU

Sample : L3594-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.15 26.77 ng 748534 1,4-Dichlorobenzene-d4 7.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 27
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 25
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23

Abundance Scan 10 (3.149 min): BG046193.D (-7) (-) m/z 73.10 100.00%
7B ?
5000 43
55 87
5 65 3.20 3.30 3.40 3.50 3.60
Obrrrrrrrrprrrrprosbide e b e e || Mz 43.10 37.15%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 U AR AR RARRE RN
43 9 3.20 3.30 3.40 3.50 3.60
- 87 m/z 55.10 26.79%
0 '“I""P"m”:?ﬁhhj"P“"ﬁ%"J'“'I"ll"'}Q%"I”"I'”'I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
87
3.20 3.30 3.40 3.50 3.60
5000 a1 55 m/z 87.10 24 .30%
29
o 65 80 97 112 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1877: Acetamide, N-ethyl-
30 3.20 3.30 3.40 3.50 3.60
m/z 71.10 11.39%
5000 43 87
15 72
0'“PJ”P'MM'“IL”?%E%'“J'”I””I““I””I””I““I“”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\
Data File : BG046193.D

Aca On > 7 Aug 2020 14:54

Operator : CG/JU

Sample : L3594-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 unknownl18.99 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.99 5.00 ng 363622 Phenanthrene-d10 17.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 43
2 1-Pentanol. 3-methvl-2-propvl- 144 C9H200 054004-40-9 33
3 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 32
4 2.4.4-Trimethvl-1-pentanol. pent... 276 C11H17F502 1000365-51-0 27
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 25
Abundance Scan 2706 (18.989 min): BG046193.D (-2701) (-) m/z 57.10 100.00%
57
5000 113
83 N LI o
169 18.60 18.80 19.00 19.20 19.40
o2 | L, 187 T\ 207227 251268 327 | sz 113.10  49.35%
m/z--> 50 100 150 200 250 300
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
18.60 18.80 19.00 19.20 19.40
83 113 m/z 97.10 43.13%
N L JI 3 s
m/z--> 50 100 150 200 250 300
Abundance
57
18.60 18.80 19.00 19.20 19.40
5000, 57 113 m/z 55.10  25.21%
. NL¥
130
N L s S e WL L WL B
m/z--> 50 100 150 200 250 300
Abundance #165279: 2,4,4-Trimethyl-1-pentanol, heptafluorobutyrate R e AL
57 18.60 18.80 19.00 19.20 19.40
m/z 83.10 19.33%
5000
97
o z?w\}‘h79 ’ 119 150%%° 197 297 311
m/z--> 50 100 150 200 250 300 ' 1860 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\
Data File : BG046193.D

Aca On > 7 Aug 2020 14:54

Operator : CG/JU

Sample : L3594-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 2,4,4,6,6,8,8-Heptamethyl-1.._. Concentration Rank 4

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

20.84 2.23 ng 200085 Chrysene-di12 21.56

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 56
2 Cvclohexane. (bromomethvIl)- 176 C7H13Br 002550-36-9 27
3 3-Heptene. 2.2.4.6.6-pentamethvl- 168 C12H24 000123-48-8 25
4 Octane. 2-bromo- 192 C8H17Br 000557-35-7 25
5 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 25

Abundance Scan 3021 (20.840 min): BG046193.D (-3017) (-)
57
113
5000
83
169
0 11l | 139, | 207 251 283 328 358 403430 475
e e e e o
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
113
83
gk 137 1(.58
Ot e
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance
97
55
5000
o 2 121148 176
LA B e B e LA B o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #36859: 3-Heptene, 2,2,4,6,6-pentamethyl-
57 97
5000
29 ’\ J 168
o ,.L B e T AL BLARA S e et S
m/iz—-> 0 50 100 150 200 250 300 350 400 450

m/z 57.10 100.00%

-

20.60 20.80 21.00 21.20

m/z 113.10 62.91%

-

20.60 20.80 21.00 21.20

m/z 97.10 56.29%

-

20.60 20.80 21.00 21.20

m/z 83.10 25.82%

:

20.60 20.80 21.00 21.20

m/z 55.10 24 .54%

:

20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\
Data File : BG046193.D

Aca On > 7 Aug 2020 14:54

Operator : CG/JU

Sample : L3594-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 n-Tetracosanol-1 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.23 7.80 ng 699523 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94

Abundance Scan 3087 (21.228 min): BG046193.D (-3083) (-) m/z 57.10 100.00%

97 83

5000 111

-

21.00 21.20 21.40 21.60

P39 168 210 252 283 327 357 403429 475

0] ”..,...WH..!f...w....,.”.,....“...,..”,.... m/z 83.10 98.37%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #186968: n-Tetracosanol-1
57 83
5000 11
21.00 21.20 21.40 21.60
m/z 55.10 97 .74%
29 139
ol 044 167195222 250 280 308 336
I e o o T L LA S B o o o e o o B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
55 83
_l_l_l_l—l_l_l_l_l—rl_l_l_l—l_l_l_l_l—l_l_l_f
21.00 21.20 21.40 21.60
5000 111 m/z 43.10 92.67%
29
o 139 168 106 238 266
LA e e e B e e AR B B e o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol AR e A
55 83 21.00 21.20 21.40 21.60
m/z 69.10 85.59%
5000 111 k
o M‘ | | 139167 106 238 266 204
LI i e o o o B e e L B o o o o o o R R S S B
m/z--> 0 50 100 150 200 250 300 350 400 450 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080720\
Data File : BG046193.D

Aca On > 7 Aug 2020 14:54

Operator : CG/JU

Sample : L3594-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA G\METHODS\8270-BG073020.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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

22.38 2.07 ng 185832 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexadecane 226 C16H34 000544-76-3 96
3 Nonadecane. 1l-chloro- 302 C19H39cClI 062016-76-6 93
4 Tricosane 324 C23H48 000638-67-5 93
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 76

Abundance Scan 3283 (22.380 min): BG046193.D (-3278) (-) m/z 57.10 100.00%

57

5000 85

:

11 T e
) ‘ 1 1111J1§9 168191215239 26230324 356 402 420 22.00 22.20 22.40 22.60

TP S R < Y N A e m/z 43.10 63.13%
m/z--> 50 150 200 250 300 350 400

Abundance #129491: Eicosane

3

5000 85 LA L L L LY L L L
29 22. OO 22. 20 22. 40 22.60
‘ m/z 71.10 59.32%
113
S B s R —
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
e R R et
22.00 22.20 22.40 22.60
5000 g5 m/z 85.10 42.27%
29
0 113 141 169 197 226
— T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #146523: Nonadecane, 1-chloro- e T
57 22.00 22.20 22.40 22.60
m/z 55.05 36.26%
5000
29 85
ol 1. j ” 111133 161 203 231 259 302
m/z--> 50 100 150 200 250 300 350 400 22. OO 22. 20 22. 40 22 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080720\
Data File : BG046193.D

Acq On > 7 Aug 2020 14:54

Operator : CG/JU

Sample - L3594-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG073020.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]
Butane, 2-methoxy... 3.15 26.8 ng 748534 1 7.95 559166 20.0
unknown18.99 18.99 5.0 ng 363622 4 17.31 1455670 20.0
2,4,4,6,6,8,8-Hep... 20.84 2.2 ng 200085 5 21.56 1794760 20.0
n-Tetracosanol-1 21.23 7.8 ng 699523 5 21.56 1794760 20.0
Eicosane 22.38 2.1 ng 185832 5 21.56 1794760 20.0
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