LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA G\DATA\BG060916\
Data File : BG022273.D

Aca On : 9 Jun 2016 18:27

Operator : UM/SJ

Sample : H3424-01

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:\HPCHEM1\BNA G\METHODS\8270-BG060616.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 2.982 18 24 42 rBY 1211923 2070171 100.00% 14.986%
2 5.185 393 399 409 rBV2 23802 46454 2.24% 0.336%
3 5.667 474 481 497 rBV 421367 797019 38.50% 5.770%
4 7.283 748 756 770 rBV 481777 932997 45.07% 6.754%
5 7.653 811 819 837 rBV 517766 1011830 48.88% 7.325%

8.117 891 898 908 rBV 129352 241550 11.67% 1.749%
8.446 945 954 965 rBV 395709 790749 38.20% 5.724%
9.292 1089 1098 1112 rBV 281030 585534 28.28% 4_.239%
10.937 1369 1378 1389 rBV 205643 410346 19.82% 2.970%
13.370 1785 1792 1808 rBV 974517 1665847 80.47% 12.059%

=
QO ~NO®

11 14.187 1922 1931 1940 rBV 88628 148598 7.18% 1.076%
12 14.751 2020 2027 2035 rBV2 308642 551020 26.62% 3.989%
13 16.237 2273 2280 2289 rBV2 568335 952229 46.00% 6.893%
14 16.425 2307 2312 2321 rVB3 12119 29173 1.41% 0.211%
15 17.494 2486 2494 2504 rBvV2 322335 564854 27.29% 4._.089%

16 20.086 2929 2935 2944 rBV 1245838 1678367 81.07% 12.150%
17 20.755 3042 3049 3055 rBvV 328316 515255 24.89%% 3.730%

18 21.772 3215 3222 3230 rBV 268667 539536 26.06% 3.906%
19 25.074 3779 3784 3795 rVB2 99897 282623 13.65% 2.046%

Sum of corrected areas: 13814152
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022273.D

Aca On : 9 Jun 2016 18:27

Operator : UM/SJ

Sample : H3424-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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: BG022273.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022273.D

Aca On : 9 Jun 2016 18:27

Operator : UM/SJ

Sample : H3424-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown2.98 Concentration Rank 1

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

2.98 171.41 ng 2070170 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 45
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 28
3 Propane. 2-methoxy-2-methvl- 88 C5H120 001634-04-4 9
4 Methane. isothiocvanato- 73 C2H3NS 000556-61-6 7
5 N-Ethylformamide 73 C3H7NO 000627-45-2 5

Abundance Scan 24 (2.982 min): BG022273.D (-18) (-) m/z 73.00 100.00%
73 h
5000 43 o
37 55 2.90 3.00 3.10 3.20 3.30 3.40
o e  E  E o e o o S m/z 42.95 36.21%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4665: Propane, 2,2-dimethoxy-
73
5000
43 2.90 3.00 3.10 3.20 3.30 3.40
89 m/z 89.00 32.06%
15 31 ‘ 57 ‘
S NN . S S SO o7 I
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73
2.90 3.00 3.10 3.20 3.30 3.40
5000 43 55 m/z 41.00 7.63%
29
37 61 g2 89 103
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2102: Propane, 2-methoxy-2-methyl-
73 2.90 3.00 3.10 3.20 3.30 3.40
m/z 45.00 5.65%
5000
41
29 ‘ 57
"|'“'l'”““'“'HJ“'?%”Al"“l'*“l"'w"'w""w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022273.D

Aca On : 9 Jun 2016 18:27

Operator : UM/SJ

Sample : H3424-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.19 3.85 ng 46454 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
2 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 12
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Acetone 58 C3H60 000067-64-1 9
5 Formamide, N,N-diethyl- 101 C5H11NO 000617-84-5 9

Abundance Scan 400 (5.191 min): BG022273.D (-393) (-) m/z 43.00 100.00%
43
59
5000
101 R
480 5.00 520 5.40 5.60
...,....,....,....','::..?1..:I,...‘?g,....,f.‘?..,...:,....,. m/z 59.00  70.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SURRE RS RN R
59 480 5.00 520 540 5.60
m/z 101.00 29.11%
15 31 101
| 25 7 37 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
480 500 520 540 560
5000 m/z 58.00 19.18%
101
71
1 28 49 56 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #3950: 2,3-Butanedione, monooxime
43 480 5.00 520 5.40 5.60
m/z 41.00 9.71%
5000
101
15 58
\ 28 37/l s1 7 69 84
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:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022273.D

Aca On : 9 Jun 2016 18:27

Operator : UM/SJ

Sample : H3424-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 unknown7.65 Concentration Rank 2

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

7.65 83.78 ng 1011830 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 818 (7.647 min): BG022273.D (-811) (-) m/z 131.90 100.00%
132
5000 J\_
68
© s | s %0 740 7.60 7.80 8.00
iyl 85 g0 v m/Z 68.00 34.09%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 RN RS LS LR
7.40 7.60 7.80 8.00
m/z 133.90 32.77%
31 51
"MNH'H'Pl'ﬂP"'P"'P"'""I”"I”"I”"I”'
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance
132
740 7.60 7.80 8.00
5000 67 m/z 66.00 20.63%
41 97
53
79 117
mz-> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil T . T
132 740 7.60 7.80 8.00

m/z 69.00 12_.78%

5000
91 105
39 51 65 77 | 117 | 145159 178 208 222
SN AN SR ! S RS CANEUL AN G A -

m/z--> 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG060916\
Data File : BG022273.D

Aca On : 9 Jun 2016 18:27

Operator : UM/SJ

Sample : H3424-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG060616_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 9-Octadecenamide, (Z)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.76 19.10 ng 515255 Chrysene-di12 21.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO 000301-02-0 74
2 Benzeneethanamine. 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
3 Octanamide 143 C8H17NO 000629-01-6 43
4 Pentanamide. 4-methvl- 115 C6H13NO 001119-29-5 43
5 Carbamic acid, dimethyl-, 2-(for... 252 C11H16N403 027218-04-8 27
Abundance Scan 3050 (20.761 min): BG022273.D (-3042) (-) m/z 59.00 100.00%
59
5000 j\\'g
98 20.40 20.60 20.80 21.00
3 i’ 154 . ) . )
ALl Jt g 180 210 238259281 313334353 381 ns, 72 00 | 77.49%
m/z--> 50 100 150 200 250 300 350
Abundance #106877: 9-Octadecenamide, (2)-
59
5000
20.40 20.60 20.80 21.00
126 m/z 55.00 33.05%
H \ % | 154 184 23g 281
IIII\‘I Ll%‘h“\u“ \\ ‘:::‘:?07|||||‘||‘| e
m/z--> 50 100 150 200 250 300 350
Abundance
59
20.40 20.60 20.80 21.00
5000 m/z 41.00 24 .43Y%
83 111 141 170 196 229
m/z--> 55 160 1éo 260 250 300 3éo
Abundance #19501: Octanamide T
59 20.40 20.60 20.80 21.00
m/z 43.00 19.86%
- M’Aﬂm
20 | )% a8
! | 1 |
m/z--> 5'0 1(')0 1&'30 200 250 300 3éo 20. 40 20 60 20. 80 21. oo '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG060916\
Data File : BG022273.D

Acq On : 9 Jun 2016 18:27

Operator : UM/SJ

Sample - H3424-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG060616 .M
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]
unknown?2 .98 2.98 171.4 ng 2070170 1 8.12 241550 20.0
2-Pentanone, 4-hy... 5.19 3.9 ng 46454 1 8.12 241550 20.0
unknown? .65 7.65 83.8 ng 1011830 1 8.12 241550 20.0
9-Octadecenamide, ... 20.76 19.1 ng 515255 5 21.77 539536 20.0
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