LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG030220\
Data File : BG044638.D

Aca On : 2 Mar 2020 18:29

Operator : CG/JU

Sample : L1740-03

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-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 5.372 383 389 404 rBV 652716 1046610 30.93% 6.518%
2 6.982 655 663 681 rBV 665145 1153504 34.08% 7.184%
3 7.805 795 803 811 rBV 164564 277724 8.21% 1.730%
4 8.128 850 858 871 rBV 527529 909540 26.88% 5.665%
5 8.962 991 1000 1013 rBV 386901 722045 21.34% 4_.497%

10.602 1272 1279 1295 rBV 216694 412682 12.19% 2.570%
13.075 1693 1700 1716 rBV 1215567 1897064 56.06% 11.815%
13.915 1836 1843 1855 rBVY 45383 80133 2.37% 0.499%
14.456 1928 1935 1945 rBV 431628 668536 19.75% 4.164%
15.942 2182 2188 2203 rBVY 988229 1534217 45.33% 9.555%

=
QO ~NO®

11 17.200 2395 2402 2416 rBV 603376 893107 26.39% 5.562%
12 19.820 2842 2848 2861 rBV 2513808 3384247 100.00% 21.078%
13 21.113 3063 3068 3079 rBv2 115108 224300 6.63% 1.397%
14 21.436 3116 3123 3135 rBV 652003 1035632 30.60% 6.450%
15 21.642 3154 3158 3163 rBV2 29057 41586 1.23% 0.259%

16 22.212 3250 3255 3264 rBV 49932 90411 2.67% 0.563%
17 22.864 3356 3366 3373 rBV 73450 136666 4.04% 0.851%
18 23.616 3487 3494 3501 rVB2 69078 137309 4._.06% 0.855%
19 24.450 3626 3636 3658 rBvV2 400791 1230437 36.36% 7.663%
20 25.543 3813 3822 3833 rVB2 42702 117781 3.48% 0.734%

21 26.800 4027 4036 4045 rBV3 20132 62475 1.85% 0.389%

Sum of corrected areas: 16056006
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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\

BG044638.D

2 Mar 2020 18:29

CG/JuU

L1740-03

7 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

Abundance

2500000
2000000
1500000

1000000

500000

TIC: BG044638.D

5.37 6.98
8.13

8.96

780 10.60

0
Time-->

350 4.00 450 5.00 550 6.00 6.50

7.00 750 800 850 9.00 9.50 1000 10.50 1100 1150 1200 1250

Abundance

2500000
2000000
1500000
13.08

1000000

500000

TIC: BG044638.D

19.82

15.94

17.20 21.44

14.46

13.92 21.11

21.64 2221
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
2500000

2000000

1500000

1000000

500000

P.86

TIC: BG044638.D

24.45

23.62

25.54 26.80

OHper
23.00

Time-->

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\BG030220\
Data File : BG044638.D

Aca On : 2 Mar 2020 18:29

Operator : CG/JU

Sample : L1740-03

Misc :

ALS Vial : 7 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 2 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.11 4.33 ng 224300 Chrysene-di12 21.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dichloroacetic acid. heptadecvl ... 366 C19H36CI1202 1000282-98-2 95
2 l1l-Heptacosanol 396 C27H560 002004-39-9 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 3068 (21.113 min): BG044638.D (-3063) (-) m/z 57.10 100.00%

57

5000 111

-

} 139 20.80 21.00 21.20 21.40
168 193 221 267
L e || M/Z 83.05  94.26%

T
m/z--> 50 100 150 200 250 300 350
Abundance #194133: Dichloroacetic acid, heptadecy! ester
5|7
5000
11 20.80 21.00 21.20 21.40
29 m/z 43.10 90.97%
.] | 139 168 101210 238 266 295
A
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
e R SRRRREE
20.80 21.00 21.20 21.40
5000 m/z 55.10 88.01%
125
29
77 153 181 209 236 264 292 320 350 378
e L Bt e e Ll e B e
m/z--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 S B L L B
57 3 20.80 21.00 21.20 21.40
m/z 69.10 77 .68%
5000 1l
29 139
Il Ii ‘ J ! ‘\ | 167 195 222 250 280 308 336
T e e T
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 : BG044638.D

Aca On : 2 Mar 2020 18:29

Operator : CG/JU

Sample : L1740-03

Misc :

ALS Vial : 7 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 Heptacosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22 .86 2.64 ng 136666 Chrysene-di12 21.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Octacosane 394 C28H58 000630-02-4 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 3365 (22.858 min): BG044638.D (-3356) (-) m/z 57.10 100.00%
57
85
5000
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—
127 149 22.60 22.80 23.00 23.20
169
—_— -.\ A, 110‘.“. | ol 20, 207 239 281 827 3% | m/z 71.10 75.66%
m/z--> 50 100 150 200 250 300 350
Abundance #202661: Heptacosane
57
5000 85
22.60 22.80 23.00 23.20
m/z 43.10 61.01%
Lh ‘ “ 197 225 253 281 309 337 380
m/z--> 50 100 150 260 250 300 350
Abundance
57
o 22.60 22.80 23.00 23.20
5000 m/z 85.10 55.48%
29
13 141 160 197 225 253 296
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 27 .09%
5000 85
29 i || M2 141 169 197 205 253 205 323 367

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 : BG044638.D

Aca On : 2 Mar 2020 18:29

Operator : CG/JU

Sample : L1740-03

Misc :

ALS Vial : 7 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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
23.62 2.23 ng 137309 Perylene-di12 24 .45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Hexacosane 366 C26H54 000630-01-3 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 3495 (23.622 min): BG044638.D (-3487) (-) m/z 57.05 100.00%
57
85
5000
113 23.40 23.60 23.80 24.00
141 169
— .|, | .‘-.”, L~ ngon2l0 267 385 m/z 71.10 72.87%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000
23.40 23.60 23.80 24.00
m/z 43.05 62.16%
29 113
J | L 00,141 169 107 225 253 296
m/z--> éo 160 1%0 260 250 360 3%0
Abundance
57
" 2340 23.60 23.80 24.00
5000 85 m/z 85.10 53.36%
38 13 141 169 197 239 47 294 323 352
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance #194493: Hexacosane
57 23.40 23.60 23.80 24.00
m/z 55.10 21.57%
5000 85
29 i || M2 141 169 197 205 253 295 323 367

m/z--> 50 100 150 200 250 300 350 23.40 23.60 23.80 24.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG030220\
Data File : BG044638.D

Acq On : 2 Mar 2020 18:29

Operator : CG/JU

Sample : L1740-03

Misc :

ALS Vial : 7 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]
Dichloroacetic ac... 21.11 4.3 ng 224300 5 21.44 1035630 20.0
Heptacosane 22.86 2.6 ng 136666 5 21.44 1035630 20.0
Heneicosane 23.62 2.2 ng 137309 6 24.45 1230440 20.0
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