LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\
Data File : BF080314.D

Acq On : 2 Jul 2015 18:02

Operator : TP/UM

Sample - PB84340BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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_F\METHODS\8270-BF070115.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 height area % max. total

2.224 10 12 32 rVB 404684 961028 69.16% 10.154%
2.464 32 33 43 rvv2 13301 36436 2.62% 0.385%
rvB 12909 23279 1.68% 0.246%
5.447 292 294 297 rBV 456921 444307 31.98% 4.694%
5.847 327 329 332 rBV 735146 621127 44.70% 6.563%
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6.842 414 416 419 rBvV 678499 600952 43.25% 6.349%
7.002 428 430 433 rBvY 649368 635712 45.75% 6.717%
rvB 266996 208102 14.98% 2.199%
7.402 462 465 467 rBvY 921064 782784 56 .34% 8.271%
7.802 497 500 502 rBvV 433430 529274 38.09% 5.592%
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11 8.533 562 564 566 rBvV 303469 266090 19.15% 2.811%
12 9.608 655 658 660 rBVY 1542833 1222991 88.02% 12.922%
13 10.293 716 718 721 rBB 213561 288626 20.77% 3.049%
14 11.093 785 788 790 rBV 389863 441396 31.77% 4.664%
15 11.802 848 850 852 rBvV 242229 314904 22.66% 3.327%

16 13.436 991 993 996 rBV 1298956 1389476 100.00% 14.681%
17 14.659 1097 1100 1102 rBV 300668 356615 25.67% 3.768%
18 16.442 1253 1256 1262 rBV 205913 341646 24 .59% 3.610%

Sum of corrected areas: 9464745
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\
Data File : BF080314.D

Acq On : 2 Jul 2015 18:02

Operator : TP/UM

Sample - PB84340BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF080314.D
1400000
1200000
1000000 7.40
800000 5.85
600000

2.22 .45 7.80

400000
7.24 8.5

200000

2.48.60

Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50 8.00
Abundance TIC: BF080314.D
9{61

1400000
13.44

1200000
1000000
800000

600000

11.09
400000 14.66

10.29 11.80

200000

L R R

Time--> 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: BF080314.D

1400000

1200000

1000000

800000

600000

400000

16.44
200000

e e T e T e e e

Time--> 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\BF070215\
Data File : BF080314.D

Acq On : 2 Jul 2015 18:02

Operator : TP/UM

Sample - PB84340BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown2.60 Concentration Rank 6

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

2.60 2.24 ng 23279 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 1,l1-dimethoxy- 104 C5H1202 004744-10-9 40
2 Silanol, trimethyl- 90 C3H100Si 001066-40-6 4
3 Hydrazinecarboxamide 75 CH5N30 000057-56-7 3
4 Methane, nitroso- 45 CH3NO 000865-40-7 3
5 Glycine 75 C2H5NO2 000056-40-6 3

Abundance Scan 45 (2.601 min): BF080314.D (-43) (-) m/z 75.10 100.00%
75
5000 45
T y 250 240 260 280 300
Ol e e e 2P S e e m/z 73.10  66.74%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4671: Propane, 1,1-dimethoxy-
75
5000 29 45 RN R R
220 2.40 2.60 2.80 3.00
m/z 45.10 42 .95%
o w\ il ST 69 87 103
mz-> 10 20 4'0 s'o 6 70 8 90 100 110
Abundance
75
220 240 260 2.80 3.00
5000 m/z 41.05 27.41%
45
S 28 53 59 67 90
i S S UL S SR I SURILLS I S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #891: Hydrazinecarboxamide A A
31 220 2.40 2.60 2.80 3.00
a4 m/z 47.00 24.21%
5000
. 1. TS
m/z--> 10 20 30 4'0 50 60 70 8 90 100 110 220 2.40 2.60 2.80 3.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\
Data File : BF080314.D

Acq On : 2 Jul 2015 18:02

Operator : TP/UM

Sample - PB84340BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.45 42_.70 ng 444307 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 33
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
5 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 294 (5.447 min): BF080314.D (-292) (-) m/z 43.10 100.00%
a3
59
5000
101 U U LS IR
520 5.40 5.60 5.80
o Bl Sl eo 8 | 77759.10  54.11%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U U LS IR
520 5.40 5.60 5.80
59 m/z 101.10 15.78%
0 21 37 53“‘ o7 778 o ‘O
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
520 540 560 580
5000 m/z 58.10 14 _.75%
a1 101
o 15 31 53 69 83
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl- ....,....,....,....,/.\..
59 520 5.40 5.60 5.80
m/z 41.10 8.50%
5000 41
31
| T
0% '|'%§'|" Jll""“l""lﬁ%lki""i' "'I""I"'g?l""l' U U LS IR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\
Data File : BF080314.D

Acq On : 2 Jul 2015 18:02

Operator : TP/UM

Sample - PB84340BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.00 Concentration Rank 3

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

7.00 61.10 ng 635712 1,4-Dichlorobenzene-d4 7.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Aminoindole 132 C8H8N2 005192-03-0 22
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12
3 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 9
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 430 (7.002 min): BF080314.D (-428) (-) m/z 132.10 100.00%
132
5000 68
96 S AR AR LA R
47 54 &1 | B | 103 6.60 6.80 7.00 7.20 7.40
0..,....,....,...!,“.'...,!!..,.!.'.,....,....,....,.'!..,....,....,'...,.. m/z 68.10 49.80%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14006: 5-Aminoindole
132
5000 RS AN RS LS B
6.60 6.80 7.00 7.20 7.40
104 m/z 66.10 32.26%
oL 14 27 37 4451 58 % 71 8597 | 115 |
s B B % & B & o b % 1% 10 13 1% 1k
Abundance
132
6.60 6.80 7.00 7.20 7.40
5000 m/z 134.00 31.35%
33 44 g7 105

70 78
51 60 86 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal T REmas BEE
132 6.60 6.80 7.00 7.20 7.40
m/z 69.10 19.91%

5000 67
41 97
53 117

PN A .- O OO 0| OO
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 660 6.80 7.00 720 7.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070215\
Data File : BF080314.D

Acq On : 2 Jul 2015 18:02

Operator : TP/UM

Sample - PB84340BL

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070115_.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 .60 2.60 2.2 ng 23279 1 7.24 208102 20.0
2-Pentanone, 4-hy... 5.45 42.7 ng 444307 1 7.24 208102 20.0
unknown? .00 7.00 61.1 ng 635712 1 7.24 208102 20.0
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