LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018932.D

Aca On : 26 Feb 2019 16:46

Operator : JU/SJ

Sample : K1620-04

Misc :

ALS Vial : 6 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 M\METHODS\8270-BM021119.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 5.287 368 374 389 rBVY 4139248 5847585 76.06% 8.710%
2 6.869 636 643 662 rBY 3796460 6180383 80.39% 9.206%
3 7.228 697 704 723 rVB 4070304 6364952 82.79% 9.481%
4 7.692 776 783 791 rBV 1168447 1823105 23.71% 2.716%
5 8.010 829 837 848 rBVY 2908817 4551258 59.20% 6.779%
6 8.863 974 982 1000 rBVY 2107577 3596359 46.78% 5.357%
7 10.480 1250 1257 1273 rBVY 1368766 2278559 29.64% 3.394%
8 12.957 1671 1678 1692 rBV 4511790 6567680 85.43% 9.783%
9 13.810 1816 1823 1830 rBV 189962 296939 3.86% 0.442%
10 14.345 1907 1914 1929 rVB2 1663668 2572791 33.47% 3.832%

11 15.839 2162 2168 2182 rBV 3203793 4645046 60.42% 6.919%
12 17.098 2376 2382 2388 rBV 1916103 2699090 35.11% 4._.020%
13 17.986 2528 2533 2543 rBV 346637 578654 7.53% 0.862%
14 19.268 2747 2751 2762 rBV2 119543 227422 2.96% 0.339%
15 19.733 2824 2830 2838 rBV 6495757 7687991 100.00% 11.452%

16 20.991 3041 3044 3050 rBV 239222 309054 4.02% 0.460%
17 21.197 3075 3079 3083 rBvV 630883 714309 9.29% 1.064%
18 21.291 3090 3095 3100 rBV 2661250 3370371 43.84% 5.020%
19 21.427 3116 3118 3123 rBV 109626 124664 1.62% 0.186%
20 22.321 3267 3270 3278 rVB 335390 479240 6.23% 0.714%

21 22.833 3354 3357 3364 rVB 423882 552165 7.18% 0.822%
22 23.403 3450 3454 3471 rVB 532982 1379388 17.94% 2.055%

23 23.544 3472 3478 3488 rVB 1869744 3470177 45.14% 5.169%
24 24.044 3559 3563 3572 rVB 450778 816459 10.62% 1.216%

Sum of corrected areas: 67133641
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018932.D

Aca On : 26 Feb 2019 16:46

Operator : JU/SJ

Sample : K1620-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

Abundance TIC: BM018932.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018932.D

Aca On : 26 Feb 2019 16:46

Operator : JU/SJ

Sample : K1620-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown7.23 Concentration Rank 1

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

7.23 69.83 ng 6364950 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
2 Tranvlcvpromine-propionvl 189 C12H15N0O 1000123-86-3 12
3 2-Cvclohexen-1-one 96 C6H80 000930-68-7 10
4 (5-METHYL-2-PYRIDYL)YACETONITRILE 132 C8H8N2 1000241-93-9 10
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 704 (7.228 min): BM018932.D (-697) (-) m/z 131.95 100.00%
131.9
5000 68.1
96.0 ‘ R UL L IR
40.0 6.80 7.00 7.20 7.40 7.60
.'.,...!,':.1?“?,1..-'.,....,....,....,29?-.8. m/z 68.10 51.08%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13679: 5-Fluoro-2-chloropyrimidine
13p.0
5000 R L L IR
6.80 7.00 7.20 7.40 7.60
33.0 105.0 m/z 134.00 32.94%
SN Y- A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48639: Tranylcypromine- proplonyl
57.0 13p.
74.0 6.80 7.00 7.20 7.40 7.60
5000 980 1160 m/z 66.00 31.74%

\n bl 1sso 1800

m/z--> 20 40 100 120 140 160 180 200
Abundance #2744. 2-Cyclohexen-1-one e e A BAR.

68.0 6.80 7.00 7.20 7.40 7.60

m/z 69.10 20.43%
5000
96.0
40.0

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018932.D

Aca On : 26 Feb 2019 16:46

Operator : JU/SJ

Sample : K1620-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.99 4.29 ng 578654 Phenanthrene-d10 17.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 64
3 Dodecane 170 C12H26 000112-40-3 18
4 Tridecane 184 C13H28 000629-50-5 18
5 Tetradecane 198 C14H30 000629-59-4 18
Abundance Scan 2534 (17.992 min): BM018932.D (-2528) (-) m/z 73.00 100.00%
73.0
T WWJLW
5000
129.1
213.2 i e ist
101.0 157-118?1 | 256.2 4550 17:60 17,80 18.00 18.20 18.40
OV P N .- m/z 60.00 73.97%
m/z--> 50 100 150 200 250 300 350
Abundance #92226: n-Hexadecanoic acid
.0
5000 AR AR AR R
ﬂmﬂmmmmmmm
129.0 256.0 m/z 43.05 57 .59%

101.0 15101saozlﬁ°

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

~
W
o

Abundance #75071: Tetradecanoic acid
R REEEEEREE RS RS S
43.0 17.60 17.80 18.00 18.20 18.40
m/z 55.05 50.21%
5000 1290
‘ 185.0 228.0
1
s e [ L
m/z--> 50 100 150 200 250 300 350
Abundance #36158: Dodecane B
57.0 17.60 17.80 18.00 18.20 18.40
m/z 57.10 49 .87%
5000
85.0
290 1120 170.0
m/z--> 50 100 150 200 250 300 350 17. 60 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018932.D

Aca On : 26 Feb 2019 16:46

Operator : JU/SJ

Sample : K1620-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Heptacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

22.32 2.84 ng 479240 Chrysene-di12 21.29

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Heneicosane 296 C21H44 000629-94-7 86
4 Tridecane. 6-propvl- 226 C16H34 055045-10-8 86
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 80

Abundance Scan 3270 (22.321 min): BM018932.D (-3267) (-) m/z 57.10 100.00%

5000

-

9.1 e
141118310051 2821 3493 403.1 461.1504.2549.3 22.00 72.20 2240 22.60

0 m/z 71.10 90.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #151556: Heptacosane
57.0
5000 LA L L L L L LB LB |

22.00 22.20 22.40 22.60
m/z 85.10 62 .63%

9.0
|, 141.0183. 0225 0267.0 323.0 380.0

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

E

Abundance #107652: Eicosane
57.0
22.00 22.20 22.40 22.60
5000 m/z 43.10 57.06%
\‘ FQJ?]A].O 282.0 w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane R R BEE S

22.00 22.20 22.40 22.60
m/z 55.05 23.21%

5000

It

141.0183.0225.0  296.0
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 22100 2220 2240 2260
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018932.D

Aca On : 26 Feb 2019 16:46

Operator : JU/SJ

Sample : K1620-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Docosane, 11-butyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.83 3.18 ng 552165 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Docosane. 11-butvl- 366 C26H54 013475-76-8 86
2 Pentadecane. 8-heptvl- 310 C22H46 071005-15-7 86
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
4 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 80
5 Tridecane 184 C13H28 000629-50-5 80

Abundance Scan 3357 (22.833 min): BM018932.D (-3354) (-) m/z 57.10 100.00%

5000

20 s P00 560 2250 2300 7830
o 141. 267.0 328.1  400.1 462.1504.4 : ; : :

m/z 71.10 92.89%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #147098: Docosane, 11-butyl-

:

5000 LA B L L L L I
22.60 22.80 23.00 23.20
9.0 m/z 85.10 59.19%

1410 21002539 3090 5669

m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #123100: Pentadecane, 8-heptyl-
R R e AR EEE
22.60 22.80 23.00 23.20
5000 m/z 43.10 55.97%

210.0
141.0 252.0 309.0

%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99487: Octadecane, 2-methyl- Al EREEEEET S
57.0 22.60 22.80 23.00 23.20
m/z 55.10 23.46%
9.0

UL 141018302227

R B e B I e B B B AN B
m/z--> 50 100 150 200 250 300 350 400 450 500 22.60 22.80 23.00 23.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM022619\
Data File : BM018932.D

Aca On : 26 Feb 2019 16:46

Operator : JU/SJ

Sample : K1620-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 7 10-Methylnonadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.04 4.71 ng 816459 Perylene-d12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Methvlnonadecane 282 C20H42 056862-62-5 91
2 Dodecane. l-iodo- 296 C12H251 004292-19-7 86
3 Tetratriacontane 479 C34H70 014167-59-0 83
4 Octadecane 254 C18H38 000593-45-3 83
5 Octacosane 394 C28H58 000630-02-4 78

Abundance Scan 3562 (24.038 min): BM018932.D (-3559) (-) m/z 57.10 100.00%

5%.1

-

5000
9.1 s e
4111831 265.0 23.80 24.00 24.20 24.40
ok b 1|, (44118312211 265.0304.3 36014011 46115041 o m =24 90" 97 7%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #107656: 10-Methylnonadecane
57.0
5000 LA L B L L L L LB
23. 80 24 00 24. 20 24 40
9.0 154.0 m/z 85.10 63.69%
Ui, | 267.0
e et
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #114972: Dodecane, 1-iodo-
57.0
R B
23.80 24.00 24.20 24.40
5000 m/z 43.10 56.56%
9.0 1550
) .t.‘.h. L
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #167078: Tetratriacontane I  BREmEEES B
57.0 23.80 24.00 24.20 24.40
m/z 55.10 25.42%
9.0
15.0 | ;141.0183.0225.0267.0 311.0 367.0 410.0
A A A e T e e  EE BaEEE SRR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 23. 80 24 00 24. 20 24 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM022619\
Data File : BM018932.D

Acq On : 26 Feb 2019 16:46

Operator : JU/SJ

Sample : K1620-04

Misc :

ALS Vial : 6 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM021119_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown7 .23 7.23 69.8 ng 6364950 1 7.69 1823110 20.0
n-Hexadecanoic acid 17.99 4.3 ng 578654 4 17.10 2699090 20.0
Heptacosane 22.32 2.8 ng 479240 5 21.29 3370370 20.0
Docosane, 11-butyl- 22.83 3.2 ng 552165 6 23.54 3470180 20.0
10-Methylnonadecane 24.04 4.7 ng 816459 6 23.54 3470180 20.0
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