LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016295.D

Aca On : 10 Aug 2018 00:34

Operator : SJ/JU

Sample = J4380-03

Misc :

ALS Vial : 21 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

5.187 318 323 339 rBV 33535 53483 2.19% 0.438%
5.663 398 404 419 rBV 355715 563655 23.05% 4.614%
rBv 190128 338504 13.84% 2.771%
7.657 737 743 760 rBV 790705 1257575 51.43% 10.295%
8.128 818 823 834 rBB 170770 272718 11.15% 2.233%
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8.451 871 878 890 rBB 718486 1170662 47.88% 9.583%
9.316 1018 1025 1040 rBV 554212 926851 37.91% 7.587%
10.945 1295 1302 1309 rBV 181088 301045 12.31% 2.464%
13.380 1710 1716 1731 rBV 1208840 1712344 70.03% 14.018%
14.216 1853 1858 1869 rBB 87189 116255 4._75% 0.952%

=
QO ~NO®

11 14.763 1945 1951 1959 rBB2 216260 319466 13.07% 2.615%
12 16.251 2198 2204 2218 rBV 965345 1318612 53.93% 10.795%
13 17.498 2411 2416 2423 rBvV2 235001 335563 13.72% 2.747%
14 18.351 2556 2561 2569 rBV 68647 99398 4_.07% 0.814%
15 19.609 2771 2775 2778 rBV3 25261 33061 1.35% 0.271%

16 20.080 2849 2855 2860 rBV 2153614 2445151 100.00% 20.017%
17 21.298 3059 3062 3068 rBV2 42410 63684 2.60% 0.521%

18 21.627 3114 3118 3126 rBV 341108 445024 18.20% 3.643%
19 23.962 3510 3515 3523 rVB3 232472 442490 18.10% 3.622%

Sum of corrected areas: 12215541
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016295.D

Aca On : 10 Aug 2018 00:34

Operator : SJ/JU

Sample = J4380-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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: BM016295.D

2000000

1500000

1000000
7.66
500000

7.30 8.13 10.95
5.19

L L

T T T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM016295.D
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Abundance TIC: BM016295.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016295.D

Aca On : 10 Aug 2018 00:34

Operator : SJ/JU

Sample = J4380-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.19 3.92 ng 53483 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 72
2 Butane 58 C4H10 000106-97-8 12
3 Diacetamide 101 C4H7NO2 000625-77-4 9
4 Propane. l-isocvanato-2-methvl- 99 C5H9NO 001873-29-6 9
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 9

Abundance Scan 324 (5.193 min): BM016295.D (-318) (-) m/z 43.10 100.00%
31
5000 59.0
650 1°|1-1 480 500 520 540 560
1 N m/z 59.00 48.50%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AL LN UL L
59.0 480 500 520 540 560
m/z 101.10 17.50%
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #222: Butane
43.0
480 500 520 540 560
5000 29.0 m/z 58.00 10.75%
15\'0 | ‘ “ 58‘.0
mz-> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3942: Diacetamide A R EEa e
43.0 480 500 520 5.40 5.60
m/z 41.00 10.02%
5000 59.0
73.0
101.0
28.0 1l 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 480 500 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016295.D

Aca On : 10 Aug 2018 00:34

Operator : SJ/JU

Sample = J4380-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 2 unknown7.66 Concentration Rank 1

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

7.66 92.23 ng 1257580 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
2 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
3 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 14
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 14
5 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14

Abundance Scan 743 (7.657 min): BM016295.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1 A
740 7.60 7.80 8.00
m/z 68.10 44 _27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 UL I UL I
7.40 7.60 7.80 8.00
310 510 m/z 66.10 41 .45%
"W'”'P“'l'ﬂuJ”I“'W'”!P”'P'”I“'W”'W'”'P'”I““I”
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-
56.0 132.0
740 7.60 7.80 8.00
5000 m/z 134.00 32.40%
15.0 2\70\ 42? \ ‘ | 760 91.0 i
miz--> 5 % % 40 50 6 70 8 9 100 110 130 130 140
Abundance #14022: Pyrazolo(2,3-a)pyridine, 7-methyl- I e e  EREamsma
132.0 7.40 7.60 7.80 8.00
m/z 69.10 23.06%
5000
104.0
39.0 51.0 63.0
e FO L ,,‘\\\ ,,,,gl'ff’,,l,,,,l,l,lzg,”l”, ] AN
m/z--> 0 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\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016295.D

Aca On : 10 Aug 2018 00:34

Operator : SJ/JU

Sample = J4380-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM072318_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 Pentadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.35 5.92 ng 99398 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 87
2 Tridecanoic acid 214 C13H2602 000638-53-9 74
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 70
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Undecanoic acid 186 C11H2202 000112-37-8 59
Abundance Scan 2561 (18.351 min): BM016295.D (-2556) (-) m/z 43.10 100.00%
43.1
73.0
5000
129.0
97.0 171.1 2131 256.3

18.00 18.20 18.40 18.60

93.0 281.0
m/z 41.00 94 .63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
43.0 73.0
5000 129.0

18.00 18.20 18.40 18.60
m/z 73.00 77.62%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
73.0
R RN N REEEE
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 60.00 76.76%
214.0

171.0
| L ‘ L
|

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid R e
43.0 73.0 18.00 18.20 18.40 18.60

m/z 55.00 68.38%

HQIO
Il

5000

129.0

256.0

L, ‘ ' 157.0 1850 2130
UNRRAN RARES

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\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016295.D

Aca On : 10 Aug 2018 00:34

Operator : SJ/JU

Sample = J4380-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

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

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.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 5 Trichloroacetic acid, penta... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
21.30 2.86ng 63684  Chrysene-d12 21.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Trichloroacetic acid. pentadecvl... 372 C17H31CI302  074339-53-0 81

2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 81

3 1-Tricosene 322 C23H46 018835-32-0 74
4 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 74
5 1-Tetracosanol 354 C24H500 000506-51-4 74
Abundance Scan 3062 (21.298 min): BM016295.D (-3059) (-) m/z 43.10 100.00%
43.1
83.1
5000 111.0
281.0 I B B o
| 153.0 188.8 2231 342.0 21.00 21.20 21.40 21.60
o e e m/z 57.05 85.82%
m/z--> 50 100 150 200 250 300 350
Abundance #148859: Trichloroacetic acid, pentadecy! ester
43.0
83.0
5000
111.0 21.00 21.20 21.40 21.60
m/z 55.00 78.35%
I“ A I| |:I-39 0| 1812.0210.0
—pr——— 77—
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester
43.0
69.0 MMM
97.0 21.00 21.20 21.40 21.60
5000 m/z 83.10 70.18%
125.0
J‘H\ ‘A \15‘3'0 196'0224'0
b e 7
m/z--> 50 100 150 200 250 300 350
Abundance #129061: 1-Tricosene
57.0 83.0 21.00 21.20 21.40 21.60
m/z 69.05 67.93%
5000
111.0
29.0
[ L \‘J 13?0H590196022402520 294.0322.0
i e
m/z--> 50 O 200 250 300 350 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\BM080918\
Data File : BM016295.D

Acq On : 10 Aug 2018 00:34

Operator : SJ/JU

Sample - J4380-03

Misc :

ALS Vial : 21 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM072318_.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]
2-Pentanone, 4-hy... 5.19 3.9 ng 53483 1 8.13 272718 20.0
unknown7 .66 7.66 92.2 ng 1257580 1 8.13 272718 20.0
Pentadecanoic acid 18.35 5.9 ng 99398 4 17.50 335563 20.0
Trichloroacetic a... 21.30 2.9 ng 63684 5 21.63 445024 20.0
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