LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079119.D

Aca On : 11 May 2015 16:48

Operator : TP/1Z

Sample - PB83300BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method = Z:\HPCHEM1I\BNA F\METHODS\8270-BF043015.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 1.450 21 23 26 rVB 1574231 1904232 58.86% 8.465%
2 1.735 46 48 57 rBv 789949 1258673 38.90% 5.595%
3 1.861 57 59 99 rvVB 1714246 3235249 100.00% 14.381%
4 5.096 339 342 346 rBV 103469 135107 4.18% 0.601%
5 5.599 384 386 389 rBVY 1219432 1375106 42.50% 6.113%
6 6.867 494 497 499 rBV 1399697 1490087 46.06% 6.624%
7 7.016 507 510 512 rBVY 1281351 1507781 46.60% 6.702%
8 7.302 533 535 537 rBV 308716 328857 10.16% 1.462%
9 7.485 549 551 553 rBY 1308726 1148502 35.50% 5.105%
10 7.988 593 595 598 rBY 1014801 875782 27.07% 3.893%
11 8.879 670 673 675 rBV 375097 452362 13.98% 2.011%
12 10.216 788 790 793 rBVY 1482945 1756969 54.31% 7.810%
13 11.051 861 863 866 rVB 572677 526376 16.27% 2.340%
14 12.034 946 949 951 rBVY 1166110 1175629 36.34% 5.226%
15 12.891 1022 1024 1027 rBvV 414253 546766 16.90% 2.430%
16 14.525 1162 1167 1173 rBvV 21893 42335 1.31% 0.188%
17 14.891 1197 1199 1202 rBVY 1805903 2062541 63.75% 9.168%
18 15.897 1286 1287 1293 rVB5 36577 52513 1.62% 0.233%
19 16.034 1296 1299 1305 rvv7 13756 40112 1.24% 0.178%
20 16.205 1312 1314 1317 rBV 537917 621317 19.20% 2.762%
21 16.354 1324 1327 1330 rBV2 16088 34885 1.08% 0.155%
22 16.880 1369 1373 1380 rBV 664531 1160795 35.88% 5.160%
23 17.783 1449 1452 1455 rBV 39622 91197 2.82% 0.405%
24 18.023 1470 1473 1476 rBV 425831 673192 20.81% 2.992%
Sum of corrected areas: 22496365
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079119.D

Aca On : 11 May 2015 16:48

Operator : TP/1Z

Sample - PB83300BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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: BF079119.D
145 186

1500000 6.87

7.02 7.48
5.60

1000000
1.74

500000
7.30

5.10

i T e e e | L

T
Time--> 1.50 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF079119.D

1500000 10.22

12.03

1000000 /199

11.05

500000
8.88 12.89

| 14,53

Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF079119.D
14189

1500000

1000000

16.88

500000

17.78

15.98.03/|16.35
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Time--> 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079119.D

Aca On : 11 May 2015 16:48

Operator : TP/1Z

Sample - PB83300BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 2

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

1.45 115.81 ng 1904230 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane. 2.2-dimethoxv- 104 C5H1202 000077-76-9 72
2 Propanoic acid. 2-methvl-. propv... 130 C7H1402 000644-49-5 9
3 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
4 1-Hexen-4-ol. 1-chloro-3.5-dimet... 162 C8H15CIO 100244-09-5 9
5 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 7

Abundance Scan 23 (1.450 min): BF079119.D (-21) (-) m/z 73.10 100.00%
3
43
5000
89 SN U
140 1.60 1.80
55
o/ W T W PSS 1R - * S N— m/z 43.10 52.07%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4670: Propane, 2,2-dimethoxy-
[ J
5000 43 O N AL R AL R
140 160 180
89 m/z 89.10 26 .73%
. s e s |
'w"'w"'w"'w"'w'"w"'w"'w"'w"'w"'w
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
43
7 140 160 180
5000 89 m/z 41.05 10.32%
27
18 37 53 59 101
e S S S UL S UL UL UL SULILL B
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #2103: Propane, 2-methoxy-2-methyl-
73 140 1.60 1.80
m/z 45.10 7.99%
5000
57
29
0 15 ‘ M\ 11 ! 87
”I"”I"”I"”I"”I"”I"”I"”I"”I"”I"”I L L N N
m/z--> 10 70 8 90 100 140 160 1.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079119.D

Aca On : 11 May 2015 16:48

Operator : TP/1Z

Sample - PB83300BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 7

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

5.10 8.22 ng 135107 1,4-Dichlorobenzene-d4 7.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 342 (5.096 min): BF079119.D (-339) (-) m/z 43.10 100.00%
43
59
5000
1o 480 500 520 540
o...,....,....,....','::..‘??.'rl,....,....,E.‘~.3..,...:,|....,....,....,....,...., m/z 59.10 55.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR LA S U I
4.80 5.00 5.20 5.40
59 101 m/z 101.10 19.32%
0 s s | e 8
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 480 500 520 540
5000 m/z 58.10 15.79%
29 101
o 2 7383
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18224: Acetic acid, cyano-, 1,1-dimethylethyl ester B
50 4.80 5.00 5.20 5.40
m/z 41.10 9.27%
5000 41
68
0 Il 50 | 126 14
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079119.D

Aca On : 11 May 2015 16:48

Operator : TP/1Z

Sample - PB83300BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NISTO02.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 unknown7.02 Concentration Rank 3

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

7.02 91.70 ng 1507780 1,4-Dichlorobenzene-d4 7.30
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 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Amphetaminil 250 C17H18N2 017590-01-1 12
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 510 (7.016 min): BF079119.D (-507) (-) m/z 132.00 100.00%
5000
68
96 9 6RO 700 750 740
40 ‘ J 6.60 6.80 7.00 7.20 7.40
o I i -|-|.7.7, &7 | Weus N m/z 134.00 33.97%
m/z--> 40 60 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 I R IR I
6.60 6.80 7.00 7.20 7.40
2 51 78 m/z 68.10 32.93%
0 ‘ b1 H 1 . !
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
SRASERARANNRRANRARAR RS
6.60 6.80 7.00 7.20 7.40
5000 67 m/z 66.10 20.50%
41 97
53
79 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl LB i e
57 132 6.60 6.80 7.00 7.20 7.40
24 m/z 69.10 12.51%
5000 og M°
o L 8 I‘;ﬂm,\,\‘l,,m, s 8 S | |
m/z--> 40 60 80 100 120 140 160 180 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079119.D

Aca On : 11 May 2015 16:48

Operator : TP/1Z

Sample - PB83300BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 7 unknownl6.88 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.88 37.37 ng 1160800 Chrysene-di12 16.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptane. 3-ethvl-5-methvl- 142 C10H22 052896-90-9 43
2 Octane. 3.3-dimethvyl- 142 C10H22 004110-44-5 38
3 2(3H)-Furanone. dihvdro-3-hvydrox... 130 C6H1003 052126-90-6 38
4 2.5-Dimethvlcvclohexanol 128 C8H160 003809-32-3 38
5 Heptane, 3-(bromomethyl)- 192 C8H17Br 018908-66-2 38

Abundance Scan 1373 (16.880 min): BF079119.D (-1369) (-) m/z 57.10 100.00%

57 1
71
5000

265 16.60 16.80 17.00 17.20

137151165180194 222 247

71

01 m/z 71.10 78 .99%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #18481: Heptane, 3-ethyl-5-methyl-

43 57
71
5000 L L L L LB L BN
29 16. 60 16 80 17. OO 17. 20
13 m/z 55.10 60.23%

S 0 BT ———
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

1

16.60 16.80 17.00 17.20

5000 43 57 m/z 69.10 41.74%
113
29
0 15 85 127
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #12866: 2(3H)-Furanone, dihydro-3-hydroxy-4,4-dimethyl- A EEE e
71 16.60 16.80 17.00 17.20
m/z 43.10 40.18%
43
5000
57
0 ...,....,l‘..”l“,.‘H.,..9.1.,....,.1.3.0.,.... N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16. 60 16 80 17. OO 17. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF051115\
Data File : BF079119.D

Aca On : 11 May 2015 16:48

Operator : TP/1Z

Sample - PB83300BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF043015.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 8 unknownl7.78 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.78 2.71 ng 91197 Perylene-d12 18.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Methoxv-1.6-dimethyvl-2-azabicy... 197 C11H19NO2 005675-16-1 27
2 1.3-Dioxolane. 2.2-dimethvl-4.5-_.__. 182 C11H1802 036334-88-0 22
3 3-Hexene. 2.2-dimethvl-. (2)- 112 C8H16 000690-92-6 22
4 3-Hexen-2-one. 5-methvl- 112 C7H120 005166-53-0 22
5 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 14
Abundance Scan 1452 (17.783 min): BF079119.D (-1449) (-) m/z 57.10 100.00%
- M
267281 17.40 17.60 17.80 18.00 18.20

0 m/z 55.10 89.49%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #54062: 5-Methoxy-1,6-dimethyl-2-azabicyclo(3.2.2)nonan-3-one
197
154
86

17.40 17.60 17.80 18.00 18.20
m/z 71.10 69.37%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 83 97 112
R B
17.40 17.60 17.80 18.00 18.20
5000 69 m/z 197.10 57.52%
167
0 140
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6611: 3-Hexene, 2,2-dimethyl-, (2)-
55 17.40 17.60 17.80 18.00 18.20
m/z 43.10 57.29%
83
5000 a1 o
27 ‘ 97 112
L N ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 40 17. 60 17. 80 18. OO 18 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF051115\
Data File : BF079119.D

Acq On : 11 May 2015 16:48

Operator : TP/1Z

Sample - PB83300BL

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF043015.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... 1.45 115.8 ng 1904230 1 7.30 328857 20.0
2-Pentanone, 4-hy... 5.10 8.2 ng 135107 1 7.30 328857 20.0
unknown? .02 7.02 91.7 ng 1507780 1 7.30 328857 20.0
unknownl16 .88 16.88 37.4 ng 1160800 5 16.21 621317 20.0
unknownl7.78 17.78 2.7 ng 91197 6 18.03 673192 20.0
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