LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020992.D
Aca On : 20 Feb 2016 4:07 Instrument :
Operator : SJ/UM (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : H1508-02 EAST-COUNTER-WEIGHT-PIT
ALS Vial : 22 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:\HPCHEM1I\BNA G\METHODS\8270-BG021116.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 3.243 63 69 78 rBv 62250 111737 8.32% 1.713%
2 3.314 78 81 88 rvB 26820 38789 2.89% 0.595%
3 4.700 310 317 323 rBV 15692 23396 1.74% 0.359%
4 5.317 416 422 429 rBV 62865 94291 7.02% 1.446%
5 5.793 495 503 516 rvB 104938 164334 12.23% 2.520%

7.402 770 777 787 rBV 80535 131263 9.77% 2.013%
7.784 834 842 851 rBV 195092 335429 24.97% 5.143%
8.260 913 923 931 rVB 60035 101181 7.53% 1.552%
8.589 971 979 987 rBV 255735 447812 33.33% 6.867%
9.429 1114 1122 1132 rBV 210505 374161 27.85% 5.737%

=
QO ~NO®

11 11.086 1394 1404 1412 rVB 104099 189459 14.10% 2.905%
12 13.500 1808 1815 1822 rBV 801887 1207982 89.91% 18.523%
13 14.311 1947 1953 1960 rVB 34182 46827 3.49% 0.718%
14 14.875 2041 2049 2058 rBv2 192272 307014 22.85% 4._.708%
15 16.349 2294 2300 2311 rVB2 344021 499036 37.14% 7.652%

16 16.543 2327 2333 2345 rBV2 14787 28848 2.15% 0.442%
17 17.606 2508 2514 2520 rBvV2 228885 341048 25.39% 5.230%
18 20.185 2947 2953 2959 rBV 1044145 1343490 100.00% 20.601%
19 21.883 3235 3242 3251 rVB 225005 374146 27 .85% 5.737%
20 25.255 3805 3816 3828 rVB3 121744 361235 26.89% 5.539%

Sum of corrected areas: 6521478

8270-BG021116.M Mon Feb 22 13:57:15 2016 Page: 1



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA G\DATA\BG021916\

BG020992.D

20 Feb 2016  4:07

SJ/UM

H1508-02

22 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA G\METHODS\8270-BG021116.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
: C:\DATABASE\NISTO2.L
LSCINT.P

EAST-COUNTER-WEIGHT-PIT

Abundance
1000000

800000

600000

400000

200000
3

TIC: BG020992.D

8.59

7.78 9.43

5.79

i 5.32

470

11.09

05

Time-->

300 3.50 400 450 500 550 600 650 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
1000000

800000

600000

400000

200000

TIC: BG020992.D

13.50

16.35

14.87 1r.61

20.

18

21.88

O
Time-->

13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50

Abundance
1000000

800000

600000

400000

200000

TIC: BG020992.D

25.25

Time-->

23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00

8270-BG021116.

M Mon Feb 22 13:57:16 2016
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\

Data File : BG020992.D

Aca On : 20 Feb 2016 4:07

Operator : SJ/UM

3?22'6 : H1508-02 EAST-COUNTER-WEIGHT-PIT
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

3.31 7.67 ng 38789 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
3 Acetamide. N-ethvl- 87 C4HO9NO 000625-50-3 10
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
5 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 9

Abundance Scan 80 (3.308 min): BG020992.D (-78) (-) m/z 73.15 100.00%
73.2
5000
43.1 551 87.2 S 1 —
| 3.00 3.20 3.40 3.60
o 1 I S ST VA m/z 43.15  27.52%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 3.00 3.20 3.40 3.60
55 87.0 m/z 87.15 25.77%
0 I ‘ ‘ ‘ ‘ !
'w"'w"'w"'w"'w'"w"'w"'w"'w"'w"'w
m/z--> 10 20 30 70 8 90 100
Abundance
73.0
300 320 340 360
5000 m/z 55.15 23 .55%
45.0
29.0
0 37.0 55.0 101.0
mz-> 10 20 30 40 50 60 70 80 90 100
Abundance #1856: Acetamide, N-ethyl- R e AR
30.0 3.00 3.20 3.40 3.60
87.0 m/z 71.15 13.05%
43.0
5000
1.0 \‘ | 59\'0 |
O e e o o o NGRS SR AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\

Data File : BG020992.D

Aca On : 20 Feb 2016 4:07

Operator : SJ/UM

3?22'6 : H1508-02 EAST-COUNTER-WEIGHT-PIT
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 3-Penten-2-one, 4-methyl- Concentration Rank 6

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

4.70 4.62 ng 23396 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 90
2 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 72
3 3-Hexen-2-one 98 C6H100 000763-93-9 72
4 2-Pentene. 3.4-dimethvl-. (2)- 98 C7H14 004914-91-4 72
5 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 56

Abundance Scan 317 (4.700 min): BG020992.D (-310) (-) m/z 83.15 100.00%
83.
55.1
5000 98.2
43.1
| | 4.40 4.60 4.80 5.00
ottt m/z 55.15 72.14%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 LR UL LI L UL
20,0 43.0 98.0 440 460 480 500
' m/z 98.15 44 .36%
0 I \‘ iy Il ‘ | 67.0 75.0 | L
L SURLLEL SUELELEN SR UL UL SURLLEL SURLELL SUR L UL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55.0 83.0
440 460 480 500
5000 41.0 98.0 m/z 43.15 27 .24%
27.0 69.0
15.0
S S S I S S UL SIS SUL I I B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3097: 3-Hexen-2-one
83.0 4.40 4.60 4.80 5.00
55.0 m/z 39.15 17.48%
43.0
5000
29.0
98.0
0 | ALy o h 69.0 |
L UL SRR IR UL UL SURLLEL SRR SU L UL S U R R L
m/z--> 10 20 30 40 50 60 70 80 90 100 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\

Data File : BG020992.D

Aca On : 20 Feb 2016 4:07

Operator : SJ/UM

3?22'6 : H1508-02 EAST-COUNTER-WEIGHT-PIT
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.32 18.64 ng 94291 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Guanidine 59 CH5N3 000113-00-8 43
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 38
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 423 (5.323 min): BG020992.D (-416) (-) m/z 43.15 100.00%
3.1
59.1
5000
101.1
632 500 520 540 560
R e o o o R R e m/z 59.15 65.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AN AN U L
5.00 5.20 5.40 5.60
59.0 m/z 101.05 31.71%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0 59.0
500 520 540 560
5000 18.0 m/z 58.15 19.11%
28.0
e S S S SULIURS SUSIIL IS IULIULS SULILS LI LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e ./,\
43.0 5.00 5.20 5.40 5.60
m/z 41.15 8.20%
5000 1010
28.0 59.0
150 ‘ 70.0  84.0
0"'w'q'V'HJL"“wl"V*Mlh"'L“"w“"w"'H"'w AN AN U R
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\

Data File : BG020992.D

Aca On : 20 Feb 2016 4:07

Operator : SJ/UM

3?22'6 : H1508-02 EAST-COUNTER-WEIGHT-PIT
ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG021116.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 unknown7.78 Concentration Rank 2

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

7.78 66.30 ng 335429 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 841 (7.778 min): BG020992.D (-834) (-) m/z 132.05 100.00%
13R.1
5000
68.2
01 510 9.0 i Tk Th0 500 550
o} R B m/z 68.15 33.78%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " T Tk e
410 o . m/z 134.05  31.30%
ol— “‘ S‘LO\HH’]- T
m/z--> 100 120 140 160 180
Abundance
132.0
B0 740 750 780 500 820
5000 ' m/z 66.15 19.99%
31.0 510
L B S L WL W S L WL
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propiony! P e
57.0 132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.15 12.25%
74.0
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l VAN I W—
m/z--> 40 60 80 100 120 140 160 180 740 7.60 7.80 8.00 8.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG021916\

Data File : BG020992.D

Acq On : 20 Feb 2016 4:07

Operator : SJ/UM

3?22'6 : H1508-02 EAST-COUNTER-WEIGHT-PIT
ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021116 .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]
Butane, 2-methoxy... 3.31 7.7 ng 38789 1 8.26 101181 20.0
3-Penten-2-one, 4... 4.70 4.6 ng 23396 1 8.26 101181 20.0
2-Pentanone, 4-hy... 5.32 18.6 ng 94291 1 8.26 101181 20.0
unknown7 .78 7.78 66.3 ng 335429 1 8.26 101181 20.0
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