LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019912.D

Aca On : 4 Dec 2015 19:47

Operator : UM/NP

Sample : 64642-03

Misc :

ALS Vial : 5 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-BG120215.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 5.187 395 400 408 rBV 30051 46282 1.62% 0.372%
2 5.657 473 480 490 rvB 214536 332499 11.60% 2.673%
3 7.256 745 752 761 rBV 133633 232274 8.11% 1.868%
4 7.643 809 818 829 rBV 444877 758894 26.48% 6.102%
5 8.119 891 899 905 rBV 103580 175023 6.11% 1.407%
6 8.442 947 954 964 rVB 448106 765761 26.72% 6.157%
7 9.283 1089 1097 1105 rBV 388829 694255 24.23% 5.582%
8 10.934 1371 1378 1386 rBV 149983 265831 9.28% 2.137%
9 13.372 1785 1793 1800 rBVY 1220104 1864406 65.06% 14.991%
10 14.747 2020 2027 2036 rVB2 280906 439871 15.35% 3.537%

11 16.227 2272 2279 2292 rBV 1008963 1529659 53.38% 12.299%
12 17.485 2487 2493 2501 rBV 365561 558470 19.49% 4._.490%

13 18.366 2637 2643 2649 rBV2 42387 63140 2.20% 0.508%
14 19.629 2854 2858 2864 rBV2 33797 42516 1.48% 0.342%
15 20.093 2930 2937 2942 rBV 2116532 2865532 100.00% 23.040%
16 20.775 3049 3053 3059 rVvB 46091 63066 2.20% 0.507%
17 20.851 3060 3066 3075 rBV6 24283 54884 1.92% 0.441%
18 20.992 3086 3090 3094 rBV 28010 42896 1.50% 0.345%
19 21.039 3094 3098 3103 rVvVv 50172 69329 2.42% 0.557%
20 21.110 3107 3110 3115 rVB2 23002 28902 1.01% 0.232%
21 21.398 3156 3159 3168 rVB3 37133 57841 2.02% 0.465%
22 21.551 3182 3185 3189 rVB 38104 48354 1.69% 0.389%
23 21.762 3215 3221 3229 rVB 464752 733533 25.60% 5.898%
24 22.103 3276 3279 3286 rVB2 19461 35350 1.23% 0.284%

25 25.047 3770 3780 3791 rVB 236141 668623 23.33% 5.376%

Sum of corrected areas: 12437191
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019912.D

Aca On : 4 Dec 2015 19:47

Operator : UM/NP

Sample : 64642-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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: BG019912.D
2000000

1500000
1000000

500000 7.64 8.44 9.28

5.66
7.26 8.12 10.93
5.19 A

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 9.50 10.00 10.50 11.00 1150 1200 1250
Abundance TIC: BG019912.D
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20,09
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13.37

1000000 16.23

500000 21.76
17.48
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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 TIC: BG019912.D
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500000
25.05

T T T T T T R T T T T T e e e e

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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019912.D

Aca On : 4 Dec 2015 19:47

Operator : UM/NP

Sample : 64642-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.19 5.29 ng 46282 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Silane, trimethyl- 74 C3H10Si 000993-07-7 9

Abundance Scan 400 (5.187 min): BG019912.D (-395) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ENARRENARAENARRE RARRE RN
| 83.1 | 480 500 5.20 5.40 5.60
o} 1 PO | AN m/z 59.00 60.53%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 S RS SRS A
480 500 5.20 5.40 5.60
59.0 m/z 101.00 18.15%
27\0\ L1l ‘ 70.0 83.0 1oL0
e RS R RN A RN AR AL AN RS AL LR LS RARA RALRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540 5.60
5000 m/z 58.00 14 .59%
410 101.0
150 270 7 71.0 83.0
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
59.0 480 500 5.20 5.40 5.60
m/z 41.00 10.06%
5000 41.0
0 I L 730 1260 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019912.D

Aca On : 4 Dec 2015 19:47

Operator : UM/NP

Sample : 64642-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 unknown7.64 Concentration Rank 2

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

7.64 86.72 ng 758894 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 817 (7.637 min): BG019912.D (-809) (-) m/z 132.00 100.00%
132.0
5000 68.0
96.0 AR IR AL LU
400 40 77.0 105.0 7.40 7.60 7.80 8.00
0....,...!I'!...,!!..,:!.'.| 70 ess | 1950uso Wl h7z 68.00  49.93%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13740: 1,3-Cyclopentanedione, 2-chloro-
132.0
5000 U I UL L
69.0 7.40 7.60 7.80 8.00
39.0 57.0 m/z 66.00 33.29%
‘ ‘ ‘ 89.0 103.0 ‘
0....,....‘:‘”..‘.“‘ |...‘.|..‘??R...|...‘.|.‘l‘..|1.1.5.9|....| e
m/z--> 30 80 90 100 110 120 130 140
Abundance
132.0
A
69.0 104.0 7.40 7.60 7.80 8.00
5000 ' m/z 134.00 33.00%
31.0 51.0
79.0
e R R RS RS RS LR AR SRR RS RS AR R
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine L L
132.0 7.40 7.60 7.80 8.00
m/z 69.00 21.36%
97.0
5000
70.0
31.0
. o ¢ 86.0 116.0
miz--> B 4 % 60 70 80 %0 100 110 13 130 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA G\DATA\BG120415\
Data File : BG019912.D

Aca On : 4 Dec 2015 19:47

Operator : UM/NP

Sample : 64642-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Z:\HPCHEM1\BNA G\METHODS\8270-BG120215.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.26 ng 63140 Phenanthrene-d10 17.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Pentadecanoic acid 242 C15H3002 001002-84-2 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 53
5 n-Decanoic acid 172 C10H2002 000334-48-5 35
Abundance Scan 2644 (18.372 min): BG019912.D (-2637) (-) m/z 73.00 100.00%
430 730
5000
97.0 1291 213.1
1570 185.1 256.1 5009 18.00 18.20 18.40 18.60
O m/z 43.00 91.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
430 730
5000 256.0 AU AR ARSI
18.00 18.20 18.40 18.60
97.0 m/z 60.00 84.10%
‘ 157.0 185.0
0 T I‘l ' |‘i‘l‘| IMIHI .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
73.0
43.0 18.00 18.20 18.40 18.60
5000 129.0 m/z 55.00 78 .32%
171.0
97.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
430 730 18.00 18.20 18.40 18.60
m/z 57.00 63.65%
5000 129.0

T I T I
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120415\
Data File : BG019912.D

Acq On : 4 Dec 2015 19:47

Operator : UM/NP

Sample - G4642-03

Misc :

ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
2-Pentanone, 4-hy... 5.19 5.3 ng 46282 1 8.12 175023 20.0
unknown? .64 7.64 86.7 ng 758894 1 8.12 175023 20.0
n-Hexadecanoic acid 18.37 2.3 ng 63140 4 17.49 558470 20.0
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