LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016593.D

Aca On : 24 Aug 2018 18:03

Operator : SJ/JU

Sample : J4612-07

Misc :

ALS Vial : 16 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-BM082118 .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 4.452 194 198 207 rBvV 128859 213236 1.90% 0.526%
2 5.552 380 385 398 rBV 639704 1122833 9.98% 2.768%
3 7.187 655 663 677 rBV 507088 995655 8.85% 2.454%
4 7.534 716 722 738 rBVY 1113463 1912463 17.00% 4.714%
5 8.004 797 802 821 rVB2 420092 753614 6.70% 1.858%

8.322 850 856 872 rBV 1187541 2006916 17.84% 4.947%
9.192 998 1004 1021 rBV 675262 1306180 11.61% 3.220%
10.810 1272 1279 1296 rBV 459105 898674 7.99% 2.215%
13.263 1687 1696 1710 rBY 3032798 4283587 38.09% 10.559%
14.110 1835 1840 1849 rBV 335959 491939 4._37% 1.213%

=
QO ~NO®

11 14.645 1924 1931 1940 rBvV2 858101 1339732 11.91% 3.302%
12 16.139 2179 2185 2199 rBV 2848143 4287861 38.12% 10.569%
13 17.392 2392 2398 2407 rBV 1407988 2124210 18.89% 5.236%
14 18.245 2536 2543 2549 rBV 416468 585713 5.21% 1.444%
15 19.509 2754 2758 2764 rBV3 195687 254924 2.27% 0.628%

16 19.980 2832 2838 2844 rBV 9944481 11247191 100.00% 27.723%
17 21.215 3045 3048 3057 rvB9 131585 230025 2.05% 0.567%

18 21.533 3097 3102 3110 rBV 2558262 3375998 30.02% 8.321%
19 23.815 3484 3490 3499 rBV 1559310 3139128 27.91% 7.738%

Sum of corrected areas: 40569879
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016593.D

Aca On : 24 Aug 2018 18:03

Operator : SJ/JU

Sample : J4612-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_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: BM016593.D
1e+07
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Abunldg‘lc():;e TIC: BM016593.D
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Abundance TIC: BM016593.D
1e+07
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016593.D

Aca On : 24 Aug 2018 18:03

Operator : SJ/JU

Sample : J4612-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.45 5.66 ng 213236 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 83
2 3-Hexen-2-one 98 C6H100 000763-93-9 80
3 Furan. 2.5-dihvdro-2.5-dimethvl- 98 C6H100 059242-27-2 78
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 59
5 3,4-Dimethyl-2-pentene(c,t) 98 C7H14 1000118-16-5 59
Abundance Scan 198 (4.452 min): BM016593.D (-194) (-) m/z 83.10 100.00%

83.1
5000 =1

| 420 440 460 480
SNBSS (S NN L S UM L0 L m/z 55.10 51.52%

o 1 162 9 208 0 280.7
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3185: 3-Penten-2-one, 4-methyl-
53.0 83.0
5000 LA L L L L L LB L L LB
29.0 4.20 4.40 4.60 4.80

m/z 43.10 33.84%

.” LI |I| ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3109: 3-Hexen-2-one
83.0
55.0

4.20 4.40 4.60 4.80

o

5000 m/z 98.10 31.83%
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #3210: Furan, 2,5-dihydro-2,5-dimethyl- A ma e RS
43.0 83.0 4.20 4.40 4.60 4.80

m/z 39.10 27 .33%

5000
o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016593.D

Aca On : 24 Aug 2018 18:03

Operator : SJ/JU

Sample : J4612-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_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 unknown7.53 Concentration Rank 2

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

7.53 50.75 ng 1912460 1,4-Dichlorobenzene-d4 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 14
2 3H-1.2-Dithiol-3-one. 5-methvl- 132 C4H40S2 003620-08-4 14
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 11
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 10

Abundance Scan 721 (7.528 min): BM016593.D (-716) (-) m/z 132.00 100.00%
132.0
5000 66.1 @
40.1 %.1
7.20 7.40 7.60 7.80
o! 207.0 2809 "m/z 66.10 51.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13666: 1,3,4-Thiadiazole-2(3H)-thione, 5-methyl-
56.0 132.0
5000
7.20 7.40 7.60 7.80
m/z 68.10 44 .06%
27.0
O.HWJHWWHAIAM?%%.HWH A L e m e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
7.20 7.40 7.60 7.80
5000 67.0 m/z 134.00 33.37%
44.0 103.0
S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #48639: Tranylcypromine-propionyl O EAmEE e R
57.0 132.0 7.20 7.40 7.60 7.80
m/z 69.10 27 .23%
5000 98.0
R O 1 O 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.20 7.40 7.60 7.80

8270-BM082118 .M Mon Aug 27 11:27:28 2018 Page: 4



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082418\
Data File : BM016593.D

Aca On : 24 Aug 2018 18:03

Operator : SJ/JU

Sample : J4612-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM082118_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

18.24 5.51 ng 585713 Phenanthrene-d10 17.39
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 59
3 n-Decanoic acid 172 C10H2002 000334-48-5 59
4 6-1sopropvl-3-phenoxvtropolone 256 C16H1603 002904-79-2 38
5 Pyrido[3,4-c]coumarine, 3,4-dihy... 213 C12H7NO3 040547-98-6 35

Abundance Scan 2542 (18.239 min): BM016593.D (-2536) (-) m/z 73.05 100.00%

43.1

5000

129.1 185.1

18.00 18.20 18.40 18.60

0! m/z 60.10 83.64%
m/z--> 50 100 150 200 250 300 350
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000 LI L  LL LL LL L B BLL
18 00 18 20 18. 40 18 60
m/z 213.20 73.50%
uﬂq 0?0 1710 2130 200
SN | 0T e S e N W
m/z--> 50 100 150 200 250 300 350
Abundance #65566: Tridecanoic acid
73.0
43.0 18.00 18,20 18.40 18.60
5000 m/z 55.10 66.86%
129.0
171.0 214.0
0 ]'ISVIO‘\’I tl fl Iw‘ ’ It \ j‘F-qﬂ- ‘I\ \ \ \ l ‘\ | I“ T T T | T T T T | T T T T | T
m/z--> 50 150 200 250 300 350
Abundance #37193: n-Decanoic acid L RERRE B e ey
60.0 18.00 18.20 18.40 18.60
m/z 43.10 65.11%
5000 129.0
29.0 i 87.0
oo Ll 1720 e e,
m/z--> 50 100 150 200 250 300 350 18.00 18 20 18. 40 18 60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082418\
Data File : BM016593.D

Acq On : 24 Aug 2018 18:03

Operator : SJ/JU

Sample - J4612-07

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM082118_.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]
3-Penten-2-one, 4... 4.45 5.7 ng 213236 1 8.00 753614 20.0
unknown7 .53 7.53 50.8 ng 1912460 1 8.00 753614 20.0
n-Hexadecanoic acid 18.24 5.5 ng 585713 4 17.39 2124210 20.0
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