LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020983.D

Aca On : 19 Feb 2016 22:13

Operator : SJ/UM

Sample - PB88453BL

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:\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 3.087 38 42 53 rvB 121753 155806 10.84% 2.404%
2 4.697 312 316 323 rVB 12216 18303 1.27% 0.282%
3 5.314 414 421 431 rBV 177087 272186 18.93% 4 ._.200%
4 5.795 496 503 512 rBV 180349 281974 19.61% 4_.351%
5 7.405 769 777 785 rBV 195686 321229 22.35% 4 .956%

7.787 834 842 854 rVB 199917 335904 23.37% 5.183%
8.257 915 922 929 rBV 55180 91184 6.34% 1.407%
8.586 970 978 986 rBV 222493 376513 26.19% 5.809%
9.432 1114 1122 1132 rVB 174568 303152 21.09% 4.677%
11.082 1396 1403 1414 rVB 94952 166689 11.60% 2.572%

=
QO ~NO®

11 13.503 1807 1815 1826 rBV 648339 986619 68.63% 15.223%
12 14.871 2041 2048 2056 rVvB2 177514 279472 19.44% 4.312%
13 16.352 2294 2300 2308 rBVv3 303322 443351 30.84% 6.841%
14 17.609 2507 2514 2522 rBV 214304 319429 22.22% 4._.929%
15 20.188 2947 2953 2960 rBV 1140315 1437587 100.00% 22.181%

16 21.885 3234 3242 3251 rBV 214238 354339 24.65% 5.467%
17 25.251 3803 3815 3828 rBV2 114218 337516 23.48% 5.208%

Sum of corrected areas: 6481253
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020983.D

Aca On - 19 Feb 2016 22:13

Operator : SJ/UM

Sample : PB88453BL

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\HPCHEMI\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

Abundance TIC: BG020983.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020983.D

Aca On : 19 Feb 2016 22:13

Operator : SJ/UM

Sample - PB88453BL

Misc :

ALS Vial : 16 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 1 Propane, 2,2-dimethoxy- Concentration Rank 4

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

3.09 34.17 ng 155806 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 50
2 2-Hvdroxv-2-methvlbutvric acid 118 C5H1003 003739-30-8 9
3 1.3-Dioxolane. 2-heptvl- 172 C10H2002 004359-57-3 9
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 9
5 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 9

Abundance Scan 42 (3.087 min): BG020983.D (-38) (-) m/z 73.15 100.00%
73.2
5000 431 /\\
89.2
571 300 320 340
ottt m/z 43.15 37 .46%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4665: Propane, 2,2-dimethoxy-
73.0
5000 L L L L
43.0 300 320 340
89.0 m/z 89.15 27 .33%
o150 230 \H L 570 | 104.0
miz--> 20 40 60 80 100 120 140 160
Abundance
73.0
43.0 ISR
3.00 320 3.40
5000 m/z 41.15 7.35%
29.0
57.0
o 150 89.0 1030
miz--> 20 40 60 80 100 120 140 160
Abundance #37215: 1,3-Dioxolane, 2-heptyl- L N S -/-\| T
73.0 3.00 320 3.40
m/z 45.15 5.84%
5000
45.0
0 270 ] 590 | 99.0 113.0 129.0 144.0 171.0
m/z--> 20 40 60 80 100 120 140 160 ' 300 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG021916\
Data File : BG020983.D

Aca On : 19 Feb 2016 22:13

Operator : SJ/UM

Sample - PB88453BL

Misc :

ALS Vial : 16 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 2-Pentene, 3,4-dimethyl-, (E)- Concentration Rank 5

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

4.70 4.01 ng 18303 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentene. 3.4-dimethvl-. (B)- 98 C7H14 004914-92-5 90
2 2-Pentene. 4.4-dimethvl-. (2)- 98 C7H14 000762-63-0 90
3 3-Hexen-2-one 98 C6H100 000763-93-9 90
4 2-Pentene. 2.3-dimethvl- 98 C7H14 010574-37-5 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 83

Abundance Scan 317 (4.703 min): BG020983.D (-312) (-) m/z 83.05 100.00%
83.0
55.1
5000 98.0
43.1 e
|| 4.40 4.60 4.80 5.00
o 1 N SR m/z 55.15 71.12%
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3337: 2-Pentene, 3,4-dimethyl-, (E)-
55.0 83.0
w000 o 980 Tk 3k ko 5k
270 m/z 98.05 42 .30%
. 69.0
0 15.0 “ ‘m‘ \“‘ “\ il A
IR L SULIN IO IURILL U UL IR SULLIL SULIL SUL SR
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance
55.0 83.0
a0 "Ik 3k ko b
5000 m/z 43.10 23.59%
27.0 98.0
15.0 69.0
e LS IR AL AL I AL UL UL RS WA
m/z--> 0O 10 20 30 40 50 60 70 80 90 100
Abundance #3109: 3-Hexen-2-one
83.0 4.40 4.60 4.80 5.00
56.0 m/z 39.15 19.28%
5000 43.0
98.0
29.0
0 '”I'”'I”"P'*L"”M*”'le'v'éﬁq'”l'h'l”'“ﬁ"' R R LR N R
m/z--> 0O 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 : BG020983.D

Aca On : 19 Feb 2016 22:13

Operator : SJ/UM

Sample - PB88453BL

Misc :

ALS Vial : 16 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.31 59.70 ng 272186 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 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 43
3 Guanidine 59 CH5N3 000113-00-8 38
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 420 (5.308 min): BG020983.D (-414) (-) m/z 43.15 100.00%
31
59.1
5000
101.1
| 83.0 500 520 540 5.60
ot e m/z 59.15 70.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 A A AN BN L
59.0 500 520 540 560
0,
150 a0 1010 m/z 101.05 29.32%
0"'l“t'|“'WH“'“N“"|“*'|“"|“"F%q'|”'*m“"w
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43.0
500 520 540 560
0,
5000 1010 m/z 58.15 19.14%
28.0 59.0
70.0  84.0
15.0
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #248: Guanidine R i ma
43.0 54.0 5.00 5.20 5.40 5.60
m/z 41.15 8.67%
5000 18.0
28.0
0"'w'”'w'“ﬂh"w“‘“l'“'i'“'l“"w"w"'w"“l' IR RS RN LN LU
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 : BG020983.D

Aca On : 19 Feb 2016 22:13

Operator : SJ/UM

Sample - PB88453BL

Misc :

ALS Vial : 16 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 unknown7.79 Concentration Rank 2

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

7.79 73.68 ng 335904 1,4-Dichlorobenzene-d4 8.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 843 (7.793 min): BG020983.D (-834) (-) m/z 132.05 100.00%
132.1
5000
68.2
o1 \ 9.0 \ T Tk Tho 500 550
0...4%..W.J..“..!H...,”J.,”..,”..,.”.,.”.,.” m/z 134.05 33.01%
m/z--> 100 120 140 160 180 200 220
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132.0
3000 " o Tk Tk abo ik
410 970 m/z 68.15  32.45%
0....|.... ||||||EI-:|I-d|O| ‘. T
m/z--> 60 80 100 120 140 160 180 200 220
Abundance
132.0
o0 750 760 750 500 520
5000 ' m/z 66.15 19.65%
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 A
Abundance #88584: Amphetaminil P e
132.0 7.40 7.60 7.80 8.00 8.20
m/z 69.15 12._.37%
5000
105.0
0 510 770 159.0 178.0  206.0222.0
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 : BG020983.D

Acq On : 19 Feb 2016 22:13

Operator : SJ/UM

Sample - PB88453BL

Misc :

ALS Vial : 16 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]
Propane, 2,2-dime... 3.09 34.2 ng 155806 1 8.26 91184 20.0
2-Pentene, 3,4-di... 4.70 4.0 ng 18303 1 8.26 91184 20.0
2-Pentanone, 4-hy... 5.31 59.7 ng 272186 1 8.26 91184 20.0
unknown7 .79 7.79 73.7 ng 335904 1 8.26 91184 20.0
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