LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM080918\
Data File : BM016290.D

Aca On = 09 Aug 2018 20:20

Operator : SJ/JU

Sample = J4380-02

Misc :

ALS Vial : 18 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 5.187 317 323 333 rBV 49557 77568 2.48% 0.530%
2 5.663 398 404 418 rBV 456538 722173 23.06% 4.931%
3 7.310 678 684 700 rBV 246093 425039 13.57% 2.902%
4 7.663 737 744 758 rBVY 1024348 1629213 52.02% 11.125%
5 8.128 818 823 833 rBB 173516 282745 9.03% 1.931%

8.451 871 878 891 rBB 883189 1405126 44.87% 9.595%
9.322 1019 1026 1040 rBV 702027 1175916 37.55% 8.030%
10.945 1296 1302 1317 rBB 180355 313016 10.00% 2.137%
13.386 1710 1717 1726 rBV 1484348 2085091 66.58% 14.238%
14.222 1855 1859 1866 rVB 28681 35817 1.14% 0.245%

=
QO ~NO®

11 14.769 1946 1952 1959 rBB2 210650 320621 10.24% 2.189%
12 16.257 2199 2205 2216 rBV 1276952 1695811 54.15% 11.580%
13 17.504 2411 2417 2428 rVB 243295 340212 10.86% 2.323%
14 18.351 2557 2561 2569 rBV3 33854 49019 1.57% 0.335%
15 19.609 2771 2775 2779 rBV3 28762 37375 1.19% 0.255%

16 20.080 2850 2855 2862 rBV 2719746 3131617 100.00% 21.384%
17 21.633 3114 3119 3126 rBV 359087 459050 14.66% 3.135%
18 23.968 3511 3516 3526 rVB 242618 458978 14.66% 3.134%

Sum of corrected areas: 14644387
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016290.D

Aca On : 09 Aug 2018 20:20

Operator : SJ/JU

Sample = J4380-02

Misc :

ALS Vial : 18 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: BM016290.D
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2500000
2000000
1500000

1000000

500000 2163 23.97

I

e

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

8270-BM072318_.M Fri Aug 10 14:28:56 2018 Page: 2



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016290.D

Aca On : 09 Aug 2018 20:20

Operator : SJ/JU

Sample = J4380-02

Misc :

ALS Vial : 18 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 3

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

5.19 5.49 ng 77568 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 2-Nonanone. 9-hvdroxv- 158 C9H1802 025368-56-3 36
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 36
4 Butane 58 C4H10 000106-97-8 22
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 324 (5.193 min): BM016290.D (-317) (-) m/z 43.00 100.00%
43.0
5000 59.1
100 480 500 520 540 560
...,....,....,....','!...5,1-.0.:!,....,....,8.3-.0..,....,|....,. m/z 59.10 47.19%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A S R B
480 500 520 5.40 5.60
59.0 m/z 101.00 20.52%
270 | 101.0
0 il 51-0.| 69.0 830 910 ~
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #28752: 2-Nonanone, 9-hydroxy-
43.0 58.0
480 500 520 540 560
5000 m/z 58.00 12.37%
71.0 820
"'|“"|”"|“"|l“'|'J“l"“\L'“l"“l'?rﬂ"'w'
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7975: Acetic acid, 1,1-dimethylethyl ester A e e
43.0 480 500 520 5.40 5.60
m/z 39.00 11.90%
57.0
5000
20.0 101.0
50 | U 73.0 83.0
miz--> 0 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 : BM016290.D

Aca On : 09 Aug 2018 20:20

Operator : SJ/JU

Sample = J4380-02

Misc :

ALS Vial : 18 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.

7.66 115.24 ng 1629210 1,4-Dichlorobenzene-d4 8.13
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 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
4 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 12
5 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 9

Abundance Scan 743 (7.657 min): BM016290.D (-737) (-) m/z 132.00 100.00%
132.0
5000 68.1 j\
740 7.60 7.80 800
m/z 68.10 43 .54%
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
5000 U I R R
7.40 7.60 7.80 8.00
m/z 66.10 41.79%
miz--> 5 % 3'0 4'0 P 8'0 e 1 1 T
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl-
132.0
740 7.60 7.80 800
5000 67.0 m/z 134.00 31.97%
4ﬁo N | 103.0
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine R L R A ma
132.0 7.40 7.60 7.80 8.00
m/z 69.10 24 .21%
97.0
5000
70.0
31.0
44\0\ [, L 86.0 , 116.0
m/z--> fo 26 35 Jo §0 eb 75 éo do 160 110 150 150 140 IZO 1%0 1%0 &bo
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BMO080918\
Data File : BM016290.D

Aca On : 09 Aug 2018 20:20

Operator : SJ/JU

Sample = J4380-02

Misc :

ALS Vial : 18 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.35 2.88 ng 49019 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Tetradecanoic acid 228 C14H2802 000544-63-8 53
3 Dodecanoic acid 200 C12H2402 000143-07-7 49
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 Pentadecanoic acid 242 C15H3002 001002-84-2 43
Abundance Scan 2561 (18.351 min): BM016290.D (-2557) (-) m/z 41.00 100.00%
41,0
73.0
5000
9.0 213.1
| h 97.1 " 157.0 185.1 | 256.3 281.0 18.00 18.20 18.40 18.60
SRS I ' | -.',....,....,.'...',..'..,.'...,....,....,....',....,-.. m/z 43.00 96.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43.0
73.0
5000
18.00 18.20 18.40 18.60
m/z 60.10 74.01%
1 ||I| ||||97|n|0 llzlg 0 171 0 213 0 256 O
mz> 25 4b 80 fp 100 130 130 1% 180 200 330 240 260 20
Abundance #75070: Tetradecanoic acid
43.0 , 73.0
18,00 18.20 18.40 1860
m/ 73.00 72 .42Y%
5000 1290 z 0
185.0
97.0
180 LJM, 1570 228.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #56043: Dodecanoic acid R B .
73.0 18.00 18.20 18.40 18.60
43.0 m/z 55.10 59.44Y%
5000
129.0
157.0 200.0
e L]
Iﬂ M,¢‘ ‘ML”M.H..mNW.” S .
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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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM080918\
Data File : BM016290.D

Acq On : 09 Aug 2018 20:20

Operator : SJ/JU

Sample - J4380-02

Misc :

ALS Vial : 18 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 5.5 ng 77568 1 8.13 282745 20.0
unknown7 .66 7.66 115.2 ng 1629210 1 8.13 282745 20.0
n-Hexadecanoic acid 18.35 2.9 ng 49019 4 17.50 340212 20.0
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