LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 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-BG123019.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 5.039 326 332 343 rBV 80754 136038 2.53% 0.483%
2 5.509 405 412 425 rBV 473340 798043 14.83% 2.833%
3 7.101 676 683 696 rBV 305654 596840 11.09% 2.119%
4 7.465 736 745 755 rBVY 1042911 1876908 34.89% 6.663%
5 7.930 818 824 833 rBV 277478 480173 8.93% 1.705%
6 8.253 870 879 890 rBVY 1031017 1849918 34.39% 6.568%
7 9.087 1011 1021 1032 rBV 823430 1519728 28.25% 5.395%
8 10.732 1293 1301 1314 rBV 392005 712927 13.25% 2.531%
9 13.188 1712 1719 1735 rBV 2277893 3760788 69.91% 13.352%
10 14.022 1854 1861 1875 rBV 59200 107954 2.01% 0.383%

11 14.569 1944 1954 1967 rBV 667115 1103598 20.51% 3.918%
12 16.055 2200 2207 2224 rBV 2014753 3098142 57.59% 10.999%
13 17.313 2414 2421 2432 rBV 806263 1276942 23.74% 4 _.533%
14 19.716 2821 2830 2833 rBV2 46782 64263 1.19% 0.228%
15 19.927 2860 2866 2875 rBV 3971712 5379643 100.00% 19.099%%

16 20.245 2916 2920 2926 rVB 48117 54505 1.01% 0.194%
17 20.738 3000 3004 3008 rBV 68142 76670 1.43% 0.272%
18 21.232 3083 3088 3101 rBV 170752 318359 5.92% 1.130%
19 21.561 3137 3144 3153 rBV 762267 1304354 24.25% 4.631%
20 21.772 3175 3180 3186 rVB 149038 210934 3.92% 0.749%

21 22.366 3275 3281 3287 rBV 199180 327038 6.08% 1.161%
22 23.035 3388 3395 3407 rVB 221137 423348 7.87% 1.503%
23 23.817 3521 3528 3535 rBV 199814 409147 7.61% 1.453%
24 24.669 3662 3673 3680 rBV2 471326 1374931 25.56% 4._.881%
25 24.733 3680 3684 3694 rVB 168715 377875 7.02% 1.342%

26 25.820 3860 3869 3879 rBV3 114960 340153 6.32% 1.208%
27 27.131 4084 4092 4104 rVB3 57449 188249 3.50% 0.668%

Sum of corrected areas: 28167468
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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\BG012020\

BG044113.D

21 Jan 2020 00:54

Ju

L1184-08

15 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG123019.M
- ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L

LSCINT.P

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG044113.D

7.47 8.25

9.09

5.51
7.10 7.93

5.04

10.73

O
Time-->

350 4.00 450 5.00 550 6.00 6.50

A
LI I N L L L L L L L L B L L B L L B

700 750 800 850 9.00 950 10.00 10.50 11.00 1150 1200 1250

Abundance

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BG044113.D

13.19

16.06

17.31
14.57

14.02

19.72

1993

21.56

21.23 ||21.77 22.37

20.24 20.74

Ol
Time-->

A
LN L N B B B N B L B B B D B B I

o
=T

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

3500000

3000000

2500000

2000000

1500000

1000000

500000

23.04

TIC: BG044113.D

24.67

23.82 73

25.82
A 27.13

0=

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\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 5

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

5.04 5.67 ng 136038 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 25
3 4-Hvdroxv-3-hexanone 116 C6H1202 004984-85-4 25
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 332 (5.039 min): BG044113.D (-326) (-) m/z 43.05 100.00%
43
59
5000 j\\‘
101 T
480 500 520 5.40
83
..,....,..?7.','....,“.3:?.-.;..‘?7.,.7?..,....,....,|....,....,... m/z 59.10 54.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U UL UL R I
480 5.00 520 5.40
59 101 m/z 101.10 21.81%
21 37 | 53 \‘ 67 778 91 |
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance
31 59
" 480 500 520 540
5000 m/z 58.10 14 .79%
41
25 47 53 73 87 102
mz-> 20 30 40 50 60 70 80 90 100 110 120
Abundance #8103: 4-Hydroxy-3-hexanone
59 480 5.00 520 5.40
m/z 41.10 8.68%
31
5000
41
\ \47 53 ) 65 73 79 87 97 116
m/z--> 20 30 40 50 60 70 80 90 100 110 120 480 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
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 2 unknown7.47 Concentration Rank 1

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

7.47 78.18 ng 1876910 1,4-Dichlorobenzene-d4 7.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 9
4 Xenon 132 Xe 007440-63-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 746 (7.471 min): BG044113.D (-736) (-) m/z 132.00 100.00%
5000 68 /\_
© s || 7o Tasns | 75 0 7k 7
gL e | A_us W m/z 68.10 39.76%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 HRRUL IR I I
7.20 7.40 7.60 7.80
31 51 78 m/z 134.00 32.91%
‘ L1 | !
miz--> 40 60 80 100 120 140 160 180
Abundance
57 132
74 720 7.40 7.60 7.80
5000 og 116 m/z 66.10 23.98%
89 | 107 158 189
miz--> 40 60 80 100 120 140 160 180
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- e e  REmas tr
132 720 7.40 7.60 7.80
m/z 69.10 16.37%
5000
67
80 91
SR | ey |
m/z--> 40 6|0 80 100 120 140 160 180 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Ethanol, 2-(octadecyloxy)- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
21.23 4.88 ng 318359 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 87
2 1-Dodecanol. 2-octvl- 298 C20H420 005333-42-6 87
3 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 83
4 Nonadecane 268 C19H40 000629-92-5 68
5 Heptacosane, 1l-chloro- 414 C27H55CI 062016-79-9 64
Abundance Scan 3088 (21.232 min): BG044113.D (-3083) (-) m/z 57.10 100.00%

57
5000

111
mmmmmmmm

139 169 191210
249267 295 341 n/z 43.10 76 00%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57

5000 4 e R enteedasare
21. 00 21. 20 21. 40 21 60

m/z 71.10 66.70%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57

21.00 21.20 21.40 21.60

5000 41 83 m/z 85.10 47 .24%
111
139 167183 210 236252 280297
Tﬂwmmmmwwmmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
43 21.00 21.20 21.40 21.60

m/z 55.10 42_.78%

7
B L,‘/\L
125
27 155 183 224 253269

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 Eicosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22.37 5.01 ng 327038 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 95
3 Hexacosane 366 C26H54 000630-01-3 94
4 Heneicosane 296 C21H44 000629-94-7 91
5 2-methyloctacosane 408 C29H60 1000376-72-8 91
Abundance Scan 3282 (22.372 min): BG044113.D (-3275) (-) m/z 57.10 100.00%
57
85
5000
\ | | I1}3 141 169 197 225 265284 324 355 401 2260‘5256 ézéd ééédll |
e N T e e R m/z 71.10 77.82%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000
85 22.00 22.20 22.40 22.60
29 m/z 43.10 66.75%
| k | (113 141 169 197 225 253 282
m/z--> éo 160 1éo 260 2%0 360 3%0 460
Abundance
57
22.00 22,20 22.40 22.60
5000 85 m/z 85.10 56.88%
29
113 141 169 197 225 268
m/z--> éo 160 1éo 260 250 360 3%0 460
Abundance #194493: Hexacosane LI L L L L L B BB B
57 22.00 22.20 22.40 22.60
m/z 41.10 25.15%
- | \A,_Mj\uﬁ‘“
%gw ‘ | (M3 ,141 169 107 225 253 205 323 367
m/z--> éo 160 1éo 260 2%0 300 3%0 460 2£oo 2250 2£4o 2260 '

8270-BG123019.M Tue Jan 21 13:31:50 2020 Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 7 Heptadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.04 6.49 ng 423348 Chrysene-di12 21.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
Abundance Scan 3396 (23.041 min): BG044113.D (-3388) (-) m/z 57.10 100.00%
57
85
5000
113 22.80 23.00 23.20 23.40
141 169
SR A LTt 109 197 225 253 283 309 3% s 77,05 71.28%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 LR SN UL SULRILN B
22.80 23.00 23.20 23.40
29 m/z 43.10 60.96%
m/z--> 50 100 1%0 200 250 300 350
Abundance
57
o " 22.80 23.00 23.20 23.40
5000 m/z 85.10 55.09%
29
13 141 160 197 225 253 296
m/z--> 50 100 150 200 250 300 350
Abundance #175558: Tetracosane NN e e e e R
57 22.80 23.00 23.20 23.40
m/z 55.10 23.20%
85
5000
113
39 | | U | M1 169 107 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 22.80 23.00 23.20 23.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 8 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.82 5.95 ng 409147 Perylene-di12 24 .67
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 Tetracosane 338 C24H50 000646-31-1 91
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3529 (23.823 min): BG044113.D (-3521) (-) m/z 57.10 100.00%
57
85
5000
I Ill3 141 160 211 939 283 357 429 23.60 23.80 24.00 24.20
U AL T R, 211239 283 357 429 g 71,10 69.64%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57
5000 85 L B B BRI
23 60 23.80 24.00 24.20
”3 m/z 43.10 61.06%
29| h Ll |41 169 197 225 267 295 365 393
m/z--> 55 100 1éo 200 250 360 3%0 460
Abundance
57
o " 23.60 23.80 24.00 24.20
5000 m/z 85.05 57.41%
29
13 141 169 197 225 253 296
m/z--> 55 160 1%0 260 250 360 3%0 460
Abundance #175558: Tetracosane R e R
57 23.60 23.80 24.00 24.20
m/z 55.10 22.09%
85
5000
113
3 ‘i || ﬂ | 141 169 197 225 253 281 309 338
m/z--> 5'0 1(')0 1&'30 2(')0 250 300 350 4(|)O 23 60 23. 80 24 00 24 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 9 Triacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
24.73 5.50 ng 377875 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Triacontane 422 C30H62 000638-68-6 86
3 Hexacosane 366 C26H54 000630-01-3 83
4 Pentadecane 212 C15H32 000629-62-9 81
5 Heptadecane 240 C17H36 000629-78-7 72
Abundance Scan 3683 (24.728 min): BG044113.D (-3680) (-) m/z 57.10 100.00%
85
5000
R N
141 183 24.40 24.60 24.80 25.00
206 223 295 3% m/z 71.10  79.39%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129490: Eicosane
57
85
5000 AL AR PR
24. 40 24. 60 24 80 25.00
13 m/z 85.10 63.29%
2“9\\ Al “‘\ M\ h‘ H‘ 1‘ \\ \1§9 197 225 253 282
m/z--> §o 160 150 260 250 360 3éo 460
Abundance
57
24.40 24.60 24.80 25.00
5000 85 m/z 43.10 62.68%
113 141
29 169 197 225 253 281 309 337 365 393 422
m/z--> §0 160 150 260 250 360 3éo 460
Abundance #194493: Hexacosane T[T T T[T T T T[T TT T[T TrT]
57 24.40 24.60 24.80 25.00
m/z 55.10 21.96%
290 1 || 118 141 160 107 205 253 205 323 367
m/z--> §o 160 1éo 260 250 360 3éo 460 2440 2460 2480 2500 '
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method :
Quant Title :
TIC Library

TIC Integratio

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST11.L
n 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 10 Pentacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
25.82 4.95 ng 340153 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 95
2 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 93
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetracosane 338 C24H50 000646-31-1 91
5 Octacosane 394 C28H58 000630-02-4 91
Abundance Scan 3869 (25.820 min): BG044113.D (-3860) (-) m/z 57.10 100.00%
57
85
5000
(141 25.60 25.80 26.00 26.20
Al |J L= 109 197221 249 281 828 3% | n.5771 10 71.90%
m/z--> 50 100 150 200 250 300 350
Abundance #141425: Heneicosane
57
5000 85
25.60 25.80 26.00 26.20
29 m/z 43.10 59.27%
J 1 h e 141 169 197 225 253 296
m/z--> §o 160 150 200 2%0 300 350
Abundance
57
" 25.60 25.80 26.00 26.20
5000 85 m/z 85.10 52.06%
13 41 183 211 239 267 296
m/z--> §o 160 150 200 250 300 350
Abundance #185533: Pentacosane
57 25.60 25.80 26.00 26.20
m/z 55.10 26.15%
5000 85
113
29 | | Mt 169189 211 239 267 205 303 352
m/z--> 50 160 150 200 2%0 360 3%0 2560 2580 2600 2620

8270-BG123019.M

Tue Jan 21 13:31:52 2020

Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG012020\
Data File : BG044113.D

Aca On : 21 Jan 2020 00:54

Operator :© JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG123019.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 11 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27.13 2.74 ng 188249 Perylene-d12 24 .67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 87
4 Sulfurous acid. butyl tridecvl e... 320 C17H3603S 1000309-18-0 86
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 86
Abundance Scan 4092 (27.131 min): BG044113.D (-4084) (-) m/z 57.10 100.00%

5000

.

99 LA L L L L L LB L |
141 183221 082 26.80 27.00 27.20 27.40

355 429 m/z 71.10 59.68%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #209566: Octacosane
57
5000 LN L L L L L LB |

26.80 27.00 27.20 27.40
m/z 43.10 51.70%

M\ 141 183 225 281 337 394

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57

3

26.80 27.00 27.20 27.40
5000 m/z 85.10 44 _53%

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

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #172308: Sulfurous acid, butyl tetradecyl ester e e EREE et e
517 26.80 27.00 27.20 27.40

m/z 55.10 23.24%

3

5000

i

Y
26 ] u 139 19753

N
||||||||| ||||||||||||||||||||||||| TT T T[T I T T[T T T T[T T T [TTT LI B I e I B N

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 26. 80 27. 00 27 20 27. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG012020\
Data File : BG044113.D

Acq On : 21 Jan 2020 00:54

Operator : JU

Sample : L1184-08

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG123019.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... 5.04 5.7 ng 136038 1 7.93 480173 20.0
unknown? .47 7.47 78.2 ng 1876910 1 7.93 480173 20.0
Ethanol, 2-(octad... 21.23 4.9 ng 318359 5 21.56 1304350 20.0
Eicosane 22.37 5.0 ng 327038 5 21.56 1304350 20.0
Heptadecane 23.04 6.5 ng 423348 5 21.56 1304350 20.0
Heneicosane 23.82 6.0 ng 409147 6 24.67 1374930 20.0
Triacontane 2473 5.5 ng 377875 6 24.67 1374930 20.0
Pentacosane 25.82 5.0 ng 340153 6 24.67 1374930 20.0
Octacosane 27.13 2.7 ng 188249 6 24.67 1374930 20.0
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