LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024562.D

Acq On : 31 Oct 2016 18:48

Operator : UM/SJ

Sample - H5477-02

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_G\METHODS\8270-BG102516.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

5.329 416 424 430 rBV2 168100 287222 2.68% 0.654%
5.799 497 504 514 rVB 1003239 1696782 15.83% 3.861%
rBv 649344 1213777 11.33% 2.762%
7.790 835 843 855 rBV 1692844 3041952 28.39% 6.922%
8.266 916 924 932 rBV 410274 746661 6.97% 1.699%
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8.595 971 980 989 rBV2 1534809 2829850 26.41% 6.440%
9.441 1117 1124 1134 rBV 1403680 2589709 24.17% 5.893%
11.092 1399 1405 1414 rVB 516252 963628 8.99% 2.193%
13.513 1806 1817 1824 rBV 3400937 5547666 51.77% 12.624%
14.324 1948 1955 1961 rBV 292715 454706 4.24% 1.035%

=
QO ~NO®

11 14.882 2043 2050 2058 rBV 841312 1356297 12.66% 3.086%
12 16.369 2295 2303 2315 rBV 3004411 4800444 44.80% 10.924%
13 16.539 2327 2332 2342 rVB3 61561 117142 1.09% 0.267%
14 17.626 2510 2517 2524 rBV2 1167634 1865526 17.41% 4.245%
15 18.466 2655 2660 2671 rBV5 117302 202897 1.89% 0.462%

16 19.729 2869 2875 2878 rBV5 93873 136915 1.28% 0.312%
17 20.205 2949 2956 2963 rBV 7740730 10716346 100.00% 24.386%

18 21.921 3240 3248 3256 rBV 1521943 2676508 24.98% 6.091%
19 25.352 3820 3832 3842 rBV 853851 2700627 25.20% 6.146%

Sum of corrected areas: 43944655
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024562.D

Acq On : 31 Oct 2016 18:48

Operator : UM/SJ

Sample - H5477-02

Misc :

ALS Vvial :© 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024562.D

7.79 8.60 04

5.80

7.40 11.09
5 33 8.27

0

Time--> 300 3.50 400 4.50 5.00 550 6.00 650 700 7.50 8.00 8.50 900 950 1000 1050 1100 1150 1200 1250

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024562.D
20121

13.51
16.37

21.92
17.63
14.88

14.32 A 6.54 18.47 19.73

0
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

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BG024562.D

25.35

0
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\BG103116\
Data File : BG024562.D

Acq On : 31 Oct 2016 18:48

Operator : UM/SJ

Sample - H5477-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

5.33 7.69 ng 287222 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 42
2 3-Heptanol, 5-methyl- 130 C8H180 018720-65-5 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 23
5 Propanoic acid, 3-nitro-, methyl... 133 C4H7NO4 020497-95-4 17

Abundance Scan 424 (5.329 min): BG024562.D (-416) (-) m/z 43.10 100.00%
43
5000
1o Toho 550 540 sk
— e ,| oL 207 256 295325356 Al4 450 490 542 Thn/z 59.10  70.92%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrprTTrrTTT T T T T T T T
5.00 520 5.40 5.60
m/z 101.10 17.73%
1F ‘ 1?1
NI

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance
59
IIIIAIIIIIIIIIIIIIIIIIII
5.00 520 5.40 5.60
s000] 29 m/z 58.05 13.21%
101
129
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4030: 2,3-Butanedione, monooxime
43 5.00 520 5.40 5.60
m/z 41.10 7.29%
5000
101
15 | 70
et e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024562.D

Acq On : 31 Oct 2016 18:48

Operator : UM/SJ

Sample - H5477-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 unknown7.79 Concentration Rank 1

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

7.79 81.48 ng 3041950 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
4 5-Aminoindole 132 C8H8N2 005192-03-0 10
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 10

Abundance Scan 843 (7.790 min): BG024562.D (-835) (-) m/z 132.10 100.00%
132
68
5000
a | % 7.40 7.60 7.80 8.00 8.20
ol st .1,1. A 165 206 282 380 419 4574905 m/z 68.10 52.42%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 L LN R LR
7.40 7.60 7.80 8.00 8.20
m/z 66.10 39.39%
28 ﬁf 104
e
mz-> 0 50 160 150 200 250 300 350 400 450 500 550
Abundance
132
A RARRERARESRARRE LRSS
7.40 7.60 7.80 8.00 8.20
5000 97 m/z 134.10 33.47%
31 6o
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine R L e
132 7.40 7.60 7.80 8.00 8.20
69 m/z 69.10 24 _.62%
104
5000
31
I"'II'LI""I""IIIII rrrryrrTTTTTTIT T T T T T T T T T T T T T rrTrTTTTTTT T T T T T T
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024562.D

Acq On : 31 Oct 2016 18:48

Operator : UM/SJ

Sample - H5477-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

18.47 2.18 ng 202897 Phenanthrene-d10 17.63
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 89
2 Pentadecanoic acid 242 C15H3002 001002-84-2 70
3 Tridecanoic acid 214 C13H2602 000638-53-9 64
4 Undecanoic acid 186 C11H2202 000112-37-8 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 49

Abundance Scan 2661 (18.472 min): BG024562.D (-2655) (-) m/z 60.10 100.00%

5000

18.20 18.40 18.60 18.80
m/z 43.10 81.66%

296 329 361 428 474 549

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43 73
5000 256 e LA AL ULl M L. Lk
129 18.20 18.40 18.60 18.80

m/z 55.10 75.04%
157185

¥ “me“\\\ ‘

m/z--> 0 5 100 150 200 250 300 350 400 450 500 550

Abundance
43 73
R e ARSI
18.20 18.40 18.60 18.80
5000 129 m/z 73.05 72.59%
199
101 157 242
15
N e e L e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72643: Tridecanoic acid

18.20 18.40 18.60 18.80
m/z 41.10 58.45%

5000

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024562.D

Acq On : 31 Oct 2016 18:48

Operator : UM/SJ

Sample - H5477-02

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.33 7.7 ng 287222 1 8.27 746661 20.0
unknown7 .79 7.79 81.5 ng 3041950 1 8.27 746661 20.0
n-Hexadecanoic acid 18.47 2.2 ng 202897 4 17.63 1865530 20.0
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