LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080818\
Data File : BM016252.D

Aca On : 08 Aug 2018 16:28

Operator : SJ/JU

Sample : J4283-01

Misc :

ALS Vial : 10 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\HPCHEM1\BNA M\METHODS\8270-BM072318 .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 5.187 318 323 335 rVB 97111 146854 8.17% 1.147%
2 5.663 398 404 421 rBV 655457 1008309 56.08% 7.879%
3 7.304 677 683 700 rBV 620664 1048270 58.30% 8.191%
4 7.663 738 744 755 rBV 729997 1152907 64.12% 9.009%
5 8.134 819 824 835 rBB 206526 333170 18.53% 2.603%
6 8.457 872 879 890 rBB 531016 857492 47 .69% 6.700%
7 9.322 1020 1026 1043 rBV 380571 640963 35.65% 5.008%
8 10.951 1297 1303 1314 rBV 234513 389569 21.67% 3.044%
9 13.392 1711 1718 1729 rBV 823888 1202276 66.87% 9.394%
10 14.222 1853 1859 1868 rVB 66045 90944 5.06% 0.711%

11 14.769 1945 1952 1959 rBvV2 301678 454341 25.27% 3.550%
12 16.257 2199 2205 2216 rBV 751877 1050824 58.45% 8.211%
13 17.504 2412 2417 2423 rBV 366831 520557 28.95% 4.068%
14 17.551 2423 2425 2430 rVB 19539 20566 1.14% 0.161%
15 18.357 2556 2562 2570 rBV3 109954 168713 9.38% 1.318%

16 18.427 2570 2574 2579 rVB5 9421 18519 1.03% 0.145%
17 18.568 2593 2598 2602 rBV6 13449 25263 1.41% 0.197%
18 19.262 2712 2716 2717 rBV2 19926 25298 1.41% 0.198%
19 19.286 2717 2720 2723 rVB3 25653 32773 1.82% 0.256%
20 19.539 2759 2763 2769 rVB 65505 92199 5.13% 0.720%
21 19.615 2772 2776 2783 rVV3 51862 72361 4.02% 0.565%

22 19.904 2821 2825 2831 rVB 90754 125432 6.98% 0.980%
23 20.086 2851 2856 2861 rBV 1529433 1797963 100.00% 14.049%
24 20.356 2898 2902 2904 rBV5 21319 27416 1.52% 0.214%
25 21.303 3061 3063 3070 rVB3 76269 108328 6.03% 0.846%

26 21.639 3114 3120 3124 rBV 512084 726021 40.38% 5.673%
27 23.974 3512 3517 3524 rVB 356105 660483 36.74% 5.161%

Sum of corrected areas: 12797811
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library :

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BMO080818\

- BM016252.D

- 08 Aug 2018 16:28

- SJ/3U

- J4283-01

- 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BM016252.D

7.66
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Time-->
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1400000

1200000

1000000

800000

600000
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0

TIC: BM016252.D
20,09

13.39
16.26

17.50
14.77
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14.22 19 @9.936
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1).55

Time--> 12.

00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50

Abundance

1400000

1200000

1000000

800000

600000

400000

200000

0

TIC: BM016252.D

21.64 23.97

21.30

Time-->

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016252.D

Aca On : 08 Aug 2018 16:28

Operator : SJ/JU

Sample : J4283-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3

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

5.19 8.82 ng 146854 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Propvlamine 59 C3HON 000107-10-8 40
3 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 36
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
5 Butane 58 C4H10 000106-97-8 12

Abundance Scan 324 (5.193 min): BM016252.D (-318) (-) m/z 43.00 100.00%
43.0
5000 591
100 480 500 520 540 560
o..,....,....,....','!:.??'.9.4-.',....,....f‘?'.o..,...:,|....,. m/z 59.10  50.24%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S SRS RN U
480 500 520 5.40 5.60
59.0 1010 m/z 101.00 18.39%
0 21.0 350 | 510 || 67.0 830910 | |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #238: Propylamine
30.0
480 500 520 540 560
5000 m/z 41.10 12_.57%
59.0
o 170 A0 510 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #28752: 2-Nonanone, 9-hydroxy-
43.0 58.0 480 500 520 5.40 5.60
m/z 58.10 11.90%
5000
71.0 820
0 ‘\ i | 1 | 970
LU UL SR SO S AL SRR SULELL SR SURLELIL SRR UL B RS SRR RN U
m/z--> 10 20 30 40 50 60 70 8 90 100 110 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016252.D

Aca On : 08 Aug 2018 16:28

Operator : SJ/JU

Sample : J4283-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown7.66 Concentration Rank 1

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

7.66 69.21 ng 1152910 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI102 014203-19-1 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
3 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
4 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
5 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10

Abundance Scan 743 (7.657 min): BM016252.D (-738) (-) m/z 132.00 100.00%
132.0
5000 68.1 A
401 TrrryrrrrprriTrrrrrr T
i 54|-° | | 850 97'0 7.40 7.60 7.80 8.00
Obrrrprrrrprerrrrr e bty 820 L b m/z 68.10 43.95%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 RN AR Es AR RARE AR
69.0 7.40 7.60 7.80 8.00
39.0 57.0 m/z 66.00 42 _36%
: || ” 89.0 103.0
0'“w'“v“'v“hmJﬁw”w“”WHml““m'*wm'Pﬁﬂ'”w"W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
740 7.60 7.80 8.00
5000 m/z 134.00 32.86%
33.0 44.0 0.0 105.0
0"WH'W“'WL'WJ“quﬂ“'JL'“ﬁQRHJWHMWH'W“'W“'W“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl- R e  REamemas
56.0 132.0 7.40 7.60 7.80 8.00
m/z 69.10 24 _78%
5000
0 15.0 2\7.w0\ 42.?‘ m‘ ‘ 76:0 91.0 il
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016252.D

Aca On : 08 Aug 2018 16:28

Operator : SJ/JU

Sample : J4283-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.36 6.48 ng 168713 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 76
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 Nonanoic acid 158 C9H1802 000112-05-0 43
Abundance Scan 2563 (18.363 min): BM016252.D (-2556) (-) m/z 43.05 100.00%
480 730
5000
18,00 18.20 18.40 1860
0 m/z 41.00 96.89%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65566: Tridecanoic acid
73.0
43.0
5000 LR BN BGRR B B
129.0 mmmmmmmm
171.0 214.0 m/z 73.05 85.45%
98.0
180|| | M
0 IIIIIIIIII Inln III '|"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43.0 73.0
18,00 18.20 18.40 1860
5000 m/z 60.00 77.87%
129.0
256.0
m/z--> "QdIIZBIIEH 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid R e
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.05 75.67%
5000 1290
185.0 228.0
b, |
o \\ 0TI N Y A W e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 1800 1820 1840 1860
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO80818\
Data File : BM016252.D

Aca On : 08 Aug 2018 16:28

Operator : SJ/JU

Sample : J4283-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Docosanethiol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.30 2.98 ng 108328 Chrysene-di12 21.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosanethiol 342 C22H46S 007773-83-3 91
2 1-Docosene 308 C22H44 001599-67-3 83
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 81
4 1-Heptacosanol 396 C27H560 002004-39-9 80
5 Heptafluorobutyric acid, n-penta... 424 C19H31F702 1000216-79-3 68
Abundance Scan 3062 (21.298 min): BM016252.D (-3061) (-) m/z 57.10 100.00%
57.1
5000 97.0 VAwNMﬂwﬂmpk,MVnﬁ\vaw/uw~pu¢/\~
I I I I

156.0 192.0227-0 5o 429.2 21.00 21.20 21.40 21.60
m/z 43.10 95.10%

04
m/z--> 50 100 150 200 250 300 350 400
Abundance #138156: 1-Docosanethiol

43.0 97.0

3

21.IOO 21.I20 21.I40 21.I60
m/z 55.05 82.75%

5000

195.0 236.0269

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #121981: 1-Docosene
65.0
R
97.0 21.00 21.20 21.40 21.60
5000 m/z 41.05 63.61%
duso L L1 | 00 1m0 2050
e A
m/z--> 50 100 150 200 250 300 350 400
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester B B A Eame
43.0 21.00 21.20 21.40 21.60
m/z 69.05 56.42%
5000 83.0

25.0
L A , 1690 2100 2520

T I T T
m/z--> 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BMO80818\
Data File : BM016252.D

Acq On : 08 Aug 2018 16:28

Operator : SJ/JU

Sample - J4283-01

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.19 8.8 ng 146854 1 8.13 333170 20.0
unknown7 .66 7.66 69.2 ng 1152910 1 8.13 333170 20.0
Tridecanoic acid 18.36 6.5 ng 168713 4 17.50 520557 20.0
1-Docosanethiol 21.30 3.0 ng 108328 5 21.64 726021 20.0
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