LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG062119\
Data File : BG041377.D

Aca On : 21 Jun 2019 14:03

Operator : HP/JU

Sample = K3382-05

Misc :

ALS Vial : 8 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-BG061719.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 5.604 422 428 438 rBV 380543 640292 31.68% 6.205%
2 7.226 696 704 720 rBV 402299 745981 36.91% 7.229%
3 7.596 759 767 783 rBV 408912 723160 35.78% 7.008%
4 8.066 841 847 857 rBV 107532 188438 9.32% 1.826%
5 8.389 895 902 917 rBV 310822 543436 26.89% 5.266%

9.247 1041 1048 1060 rBV 248777 462902 22.90% 4._.486%
10.892 1321 1328 1341 rBV 127199 239151 11.83% 2.317%
13.325 1735 1742 1753 rBVY 738798 1129422 55.88% 10.945%
14.153 1877 1883 1890 rBV2 27833 53582 2.65% 0.519%
14.705 1970 1977 1989 rBV2 236721 374588 18.53% 3.630%

=
QO ~NO®

11 16.198 2224 2231 2247 rBV 611397 984717 48.72% 9.542%
12 17.455 2439 2445 2457 rBV 340386 528129 26.13% 5.118%
13 18.307 2584 2590 2601 rBV 72755 123604 6.12% 1.198%
14 19.570 2800 2805 2815 rBV7 19446 40375 2.00% 0.391%
15 20.052 2881 2887 2892 rBV 1560656 2021174 100.00% 19.586%

16 21.321 3099 3103 3105 rBVS5 15428 23713 1.17% 0.230%
17 21.380 3106 3113 3121 rVVv8 38727 134247 6.64% 1.301%
18 21.727 3165 3172 3179 rBV2 359470 619854 30.67% 6.007%

19 22.479 3296 3300 3309 rVB4 23501 37999 1.88% 0.368%
20 23.178 3414 3419 3426 rVB3 27615 51124 2.53% 0.495%
21 23.989 3552 3557 3569 rVB4 32131 82757 4_.09% 0.802%

22 25.040 3727 3736 3746 rVB 204796 570865 28.24% 5.532%

Sum of corrected areas: 10319510
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062119\
Data File : BG041377.D

Aca On : 21 Jun 2019 14:03

Operator : HP/JU

Sample - K3382-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BG041377.D

1400000
1200000
1000000

800000

600000

7.23 7.60

5.60
400000 8.39

9.25

200000 8.07 10.89

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 1000 1050 1100 1150 1200 1250
Abundance TIC: BG041377.D

20.05
1400000

1200000
1000000

8000007 13.32

600000 16.20

400000 17.46 21.73
14.71
200000

1
14.15 1831 19.57 | A 22,48

O o B e o o LAL h  e Laan  oi  o p

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: BG041377.D

1400000
1200000
1000000
800000
600000

400000
25.04

200000
23.18 23.99
A I\

e S —

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\HPCHEMI\BNA G\DATA\BG062119\
Data File : BG041377.D

Aca On : 21 Jun 2019 14:03

Operator : HP/JU

Sample - K3382-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 unknown7.60 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.60 76.75 ng 723160 1,4-Dichlorobenzene-d4 8.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 25
3 5-Aminoindole 132 C8H8N2 005192-03-0 22
4 2H-Cvclopentaldlpvridazine. 2-me... 132 C8H8N2 022291-85-6 22
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
Abundance Scan 768 (7.602 min): BG041377.D (-759) (-) m/z 132.00 100.00%

132
5000 68

720 7.40 7.60 7.80 8.00
m/z 68.00 45.79%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000

7.20 7.40 7.60 7.80 8.00

0
- 51 78 m/z 134.00 32.98%
38
SN N SR RN HU NN | SNSNNAN |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl-
132
T e
7.20 7.40 7.60 7.80 8.00
5000 m/z 66.00 32.17%
67
80 91
® % | g7 a0y
1l
B R O e o AR s e o o RERRRRERESEAREE n
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole

132 7.20 7.40 7.60 7.80 8.00
m/z 69.00 20.65%

5000
104
5]_ 66 77
14 27 37 44 5! 58 | 5. 89 97 || 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.40 760 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062119\
Data File : BG041377.D

Aca On : 21 Jun 2019 14:03

Operator : HP/JU

Sample - K3382-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.31 4.68 ng 123604 Phenanthrene-d10 17.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 49
5 1-Propyl l1l4-methyl-pentadecanoate 298 C19H3802 1000336-62-4 49
Abundance Scan 2591 (18.313 min): BG041377.D (-2584) (-) m/z 73.00 100.00%
7B
5000

129

157171185
43 171

199 281 18.00 18.20 18.40 18.60

m/z 43.00 95.17%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129

18.00 18.20 18.40 18.60

m/z 41.00 90.37%
213
| J‘“ 143157171185199
RRRRREEE A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95851: Pentadecanoic acid
43 73
57
18.00 18.20 18.40 18.60
5000 m/z 55.00 89.20%
29
s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72647: Tridecanoic acid
73 18.00 18.20 18.40 18.60
43 ¢ m/z 60.00 84.23%
5000 129
115 171
214
T } ‘ 143157 ‘ 185
,.z 10 e Y W e A A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062119\
Data File : BG041377.D

Aca On : 21 Jun 2019 14:03

Operator : HP/JU

Sample - K3382-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Bromoacetic acid, hexadecyl... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.38 4.33 ng 134247 Chrysene-di12 21.73

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Bromoacetic acid. hexadecvl ester 362 C18H35Bro02 005454-48-8 91
2 1-Heneicosvl formate 340 C22H4402 077899-03-7 87
3 n-Tetracosanol-1 354 C24H500 000506-51-4 80
4 1-Hexadecanol 242 C16H340 036653-82-4 74
5 Acetic acid, trifluoro-, dodecyl... 282 C14H25F302 006222-00-0 62
Abundance Scan 3113 (21.380 min): BG041377.D (-3106) (-) m/z 83.00 100.00%

7
5000
111
208 LR N BN DU
3 29 162 190 237255275295 328 356 21.00 21.20 21.40 21.60
u|||||||||||| [ . m/z 57.00 97.13%
m/z--> 50 100 150 200 250 300 350
Abundance #191698: Bromoacetic acid, hexadecy! ester
69
97
5000 AR BRI R B

21. OO 21. 20 21. 40 21.60
123 m/z 55.00 94.36%
141 166 196 222 959

‘I| "

m/z--> 50 100 150 200 250 300 350

Abundance #177132: 1-Heneicosyl formate
57 83
T T
21.00 21.20 21.40 21.60
5000 111 m/z 97.00 93.70%
139
L “ LA 67 190 22 200 294 a0
m/z--> 50 100 150 200 250 300 350
Abundance #186969: n-Tetracosanol-1 e  EEERE RS
43 21.00 21.20 21.40 21.60
m/z 69.00 84 .79%
5000 83
18 111
[l e }I‘L | 140 168 106 238 266 308 336
m/z--> 50 100 150 200 250 300 350 21. OO 21. 20 21. 40 21 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG062119\
Data File : BG041377.D

Aca On : 21 Jun 2019 14:03

Operator : HP/JU

Sample - K3382-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG061719._.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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

23.99 2.90 ng 82757 Perylene-di12 25.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 91
2 Eicosane 282 C20H42 000112-95-8 60
3 Tetratetracontane 619 C44H90 007098-22-8 53
4 Sulfurous acid. butyl tetradecvl... 334 C18H3803S 1000309-18-1 53
5 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 53
Abundance Scan 3557 (23.989 min): BG041377.D (-3552) (-) m/z 57.00 100.00%

57
5000
w1 22 2560 23,80 24.00 24,20 2440

T --J-u J"'ﬂ'l"'lnlth“H“II‘*lﬂﬁw%?wgﬂﬂwwmw m/Z 43 .00 74 _.57%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #105885: Octadecane
5

5000 R RS mEm e
23. 60 23. 80 24 00 24. 20 24. 40

m/z 71.05 66 .08%

99
2% || 141 183 pp1254

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

Abundance #129491: Eicosane
57
R B ERmEE R
23.60 23.80 24.00 24.20 24.40
5000 m/z 85.05 47 .03%
) % 141 183 205 282
R e o e R R o e  amas
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane L B o
57 23.60 23.80 24.00 24.20 24.40
m/z 41.00 25.86%
5000

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

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600 23. 60 23. 80 24 00 24. 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG062119\
Data File : BG041377.D

Acq On : 21 Jun 2019 14:03

Operator : HP/JU

Sample - K3382-05

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG061719_.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]
unknown? .60 7.60 76.8 ng 723160 1 8.07 188438 20.0
n-Hexadecanoic acid 18.31 4.7 ng 123604 4 17.46 528129 20.0
Bromoacetic acid,... 21.38 4.3 ng 134247 5 21.73 619854 20.0
Octadecane 23.99 2.9 ng 82757 6 25.04 570865 20.0
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