LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020991.D
Aca On : 20 Feb 2016 3:28 Instrument :
Operator : SJ/UM (B.‘,'I\!A_(tSS el

- _ lentosampleld :
3?22'6 : H1508-01 EST-COUNTER-WEIGHT-PIT
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:\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

3.239 63 68 77 rBvV 53201 96535 6.35% 1.404%
3.315 77 81 91 rvB 29622 42920 2.82% 0.624%
rBv 15743 24270 1.60% 0.353%
5.312 415 421 429 rBvV 66995 102662 6.75% 1.494%
5.794 496 503 513 rVB 111054 178265 11.72% 2.593%

abrwNPE
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w
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w
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7.403 770 777 786 rBV 85733 146610 9.64% 2.133%
7.785 833 842 852 rBV 214408 358705 23.58% 5.219%
8.261 913 923 929 rBV 58875 100139 6.58% 1.457%
8.584 971 978 987 rVB 272566 463070 30.44% 6.737%
9.430 1114 1122 1131 rBV 222545 389063 25.58% 5.660%

=
QO ~NO®

11 11.087 1394 1404 1411 rBV 106457 189932 12.49% 2.763%
12 13.501 1808 1815 1827 rBV 855673 1278925 84.07% 18.606%
13 14.312 1948 1953 1958 rBV 13945 18408 1.21% 0.268%
14 14.870 2041 2048 2056 rBv2 195130 314133 20.65% 4_570%
15 16.350 2294 2300 2307 rBVv3 373124 544430 35.79% 7.921%

16 16.538 2325 2332 2342 rVB3 6975 16036 1.05% 0.233%
17 17.607 2508 2514 2521 rBV 232805 341066 22.42% 4.962%
18 20.186 2947 2953 2961 rBV 1207936 1521240 100.00% 22.131%
19 21.884 3235 3242 3251 rBV 234790 381126 25.05% 5.545%
20 25.250 3805 3815 3829 rVB 126072 366139 24.07% 5.327%

Sum of corrected areas: 6873674
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

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

BG020991.D

20 Feb 2016  3:28

SJ/UM

H1508-01

21 Sample Multiplier: 1

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

EST-COUNTER-WEIGHT-PIT

Abundance
1200000

1000000

800000

600000

400000

200000

%&h

TIC: BG020991.D

8.58

7.79 9.43

5.79 7.40

531 8.26

4.70 A

11.09

0%

Time-->

300 3.50 400 450 500 550 600 650 700 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BG020991.D

13.50

16.35

14.87 17.61

14.31 16.54

20119

21.88

O
Time-->

A
LI I B N I B

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
1200000

1000000

800000

600000

400000

200000

TIC: BG020991.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.
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Page: 2




Library Search Compound Report

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

Data File : BG020991.D

Aca On : 20 Feb 2016 3:28

Operator : SJ/UM

3?22'6 : H1508-01 EST-COUNTER-WEIGHT-PIT
ALS Vial : 21 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 8.57 ng 42920 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 90
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 12
3 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9

Abundance Scan 80 (3.309 min): BG020991.D (-77) (-) m/z 73.15 100.00%
73.
5000
431 55.1 8r.2 BRI SRR AR R
| | 3.00 3.20 3.40 3.60
Otreprrmrprrre g e e m/z 43.15 23.99%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #4386: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 3.00 3.20 3.40 3.60
' 55.0 87.0 m/z 87.15 23.91%
0 %D%O\‘ ‘ NO\‘%O
mz-> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance
73.0
300 320 340 3.60
5000 m/z 55.10 16.98%
45.0
ol 29.0 37.0 53.059.065.0 80.0 88.0
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 95
Abundance #1852: Acetamide, N-ethyl- B L
30.0 3.00 3.20 3.40 3.60
m/z 71.15 10.18%
5000 43.0 87.0
15.0 72.0
0 | ull o 87.0 52.0 59.0
mz-> & 1018 30 95 30 95 4b 45 %0 %5 60 65 70 75 30 3 30 05 300 320 340 360
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Library Search Compound Report

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

Data File : BG020991.D

Aca On : 20 Feb 2016 3:28

Operator : SJ/UM

3?22'6 : H1508-01 EST-COUNTER-WEIGHT-PIT
ALS Vial : 21 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-Hexen-2-one Concentration Rank 6

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

4.70 4.85 ng 24270 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Hexen-2-one 98 C6H100 000763-93-9 90
2 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 86
3 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 83
4 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 78
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 64

Abundance Scan 317 (4.701 min): BG020991.D (-310) (-) m/z 83.05 100.00%
83.0
55.1
5000 98.0
43.1
|‘ 440 460 480 500
Y Y S U | SN N m/z 55.15  77.12%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3109: 3-Hexen-2-one
83.0
55.0
5000 43.0 RS A SRR RN R
98.0 4.40 4.60 4.80 5.00
29.0 m/z 98.05 44 .53%
0 \‘ ‘ “‘ ! 1l ‘ ! 69\0 | 1
LI FUELEL FULELELN FULELEL UL JURLLS SURELL UL SURLLIL SURLE B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
55.0 83.0
410 R A SRR RN R
4.40 4.60 4.80 5.00
5000 m/z 43.15 31.87%
270 98.0
69.0
15.0
G S S UL SUL AL BRI IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #3185: 3-Penten-2-one, 4-methyl-
55.0 83.0 4.40 4.60 4.80 5.00
m/z 39.15 18.21%
5000 43.0
20.0 98.0
\‘\ \‘\\\ M‘ | 67'0 75'0 | .
G S S S SRS S RIS SIS UL UL W RS A SRR RN R
m/z--> 10 20 30 40 50 60 70 8 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 : BG020991.D

Aca On : 20 Feb 2016 3:28

Operator : SJ/UM

3?22'6 : H1508-01 EST-COUNTER-WEIGHT-PIT
ALS Vial : 21 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 3

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

5.31 20.50 ng 102662 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 53
2 Guanidine 59 CH5N3 000113-00-8 38
3 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 37
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 12
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 421 (5.312 min): BG020991.D (-415) (-) m/z 43.15 100.00%
3.1
59.1
5000
101.1
130 832 500 520 540 5.60
ot R e e m/z 59.15 72.40%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R U L L LA
5.00 520 5.40 5.60
59.0 m/z 101.05 28.73%
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 19.80%
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 R R AREEEEE S L ./,\
43.0 5.00 520 5.40 5.60
m/z 41.15 8.60%
5000 1010
28.0 59.0
‘ 70.0  84.0
0"'l}%ql"ww"'“wl"lﬁhli'“'l”'“l“"w""ﬂ"'l' RN U R L LA
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.00 520 5.40 5.60
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Library Search Compound Report

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

Data File : BG020991.D

Aca On : 20 Feb 2016 3:28

Operator : SJ/UM

3?22'6 : H1508-01 EST-COUNTER-WEIGHT-PIT
ALS Vial : 21 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 unknown7.79 Concentration Rank 2

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

7.79 71.64 ng 358705 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 25
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
3 Amphetaminil 250 C17H18N2 017590-01-1 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
5 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 843 (7.791 min): BG020991.D (-833) (-) m/z 132.05 100.00%
132.1
5000
68.2
wi || %o | TP
o...w...w.J..“..!H...,”J.,”..,”..,.”.,.”.,.” m/z 134.05 32.57%
m/z--> 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 " T Tk b 5 5l
410 970 m/z 68.15  31.93%
0....|.... ||||||EI-:|I-d|O| ‘. T
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
132.0
o0 750 750 780 500 8.20
5000 ' m/z 66.15 19.57%
31.0 51.0
e L S AL L LI B WL B B B
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #88584: Amphetaminil R Bt
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.15 12.28%
5000
105.0
oL B0  TIO | | | 15001780  206.02220
m/z--> 40 60 80 100 120 140 160 180 200 220 740 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 : BG020991.D

Acq On : 20 Feb 2016 3:28

Operator : SJ/UM

3?22'6 : H1508-01 EST-COUNTER-WEIGHT-PIT
ALS Vial : 21 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 8.6 ng 42920 1 8.26 100139 20.0
3-Hexen-2-one 4.70 4.8 ng 24270 1 8.26 100139 20.0
2-Pentanone, 4-hy... 5.31 20.5 ng 102662 1 8.26 100139 20.0
unknown7 .79 7.79 71.6 ng 358705 1 8.26 100139 20.0
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