LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023134.D

Acq On 16 Jul 2016 6:17

Operator : UM/SJ

Sample - H3989-07

Misc :

ALS Vial : 22 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-BG070816 .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
1 3.041 29 34 61 rvB 5576735 8511529 100.00% 15.986%
2 5.220 400 405 414 rVB 233109 360450 4_.23% 0.677%
3 5.696 479 486 495 rBV 1829058 2919145 34.30% 5.483%
4 7.306 752 760 769 rBV 2104374 3635928 42.72% 6.829%
5 7.682 814 824 834 rBV 1940372 3327693 39.10% 6.250%

8.152 897 904 909 rBV 365880 617160 7.25% 1.159%
8.475 952 959 968 rvB 1281848 2275686 26.74% 4.274%
9.321 1094 1103 1111 rBV 1271937 2367691 27.82% 4._.447%
10.978 1378 1385 1395 rBV 552154 995350 11.69% 1.869%
13.417 1792 1800 1808 rBY 3510471 5645050 66.32% 10.602%

=
QO ~NO®

11 14.239 1931 1940 1946 rBV 520575 818054 9.61% 1.536%
12 14.797 2028 2035 2044 rVB2 1011294 1658501 19.49% 3.115%
13 16.290 2281 2289 2301 rBV 3294383 5115661 60.10% 9.608%
14 17.553 2497 2504 2510 rBV 1316685 2055414 24._.15% 3.860%
15 18.417 2646 2651 2656 rBV3 161724 250931 2.95% 0.471%

16 19.598 2847 2852 2856 rBV 54707 85480 1.00% 0.161%
17 19.962 2911 2914 2922 rVB 63674 112284 1.32% 0.211%
18 20.150 2940 2946 2959 rBV 5959993 7883520 92.62% 14.806%
19 21.713 3208 3212 3215 rVB2 72782 96210 1.13% 0.181%
20 21.854 3229 3236 3243 rBV2 1370117 2357026 27.69% 4.427%

21 25.226 3800 3810 3822 rBV 695897 2154933 25.32% 4.047%

Sum of corrected areas: 53243696
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023134.D

Acq On 16 Jul 2016 6:17

Operator : UM/SJ

Sample - H3989-07

Misc :

ALS Vial :© 22 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG023134.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023134.D

Acq On : 16 Jul 2016 6:17

Operator : UM/SJ

Sample - H3989-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 unknown3.04 Concentration Rank 1

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

3.04 275.83 ng 8511530 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 40
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 23
3 N-Ethylformamide 73 C3H7NO 000627-45-2 9
4 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
5 2-Butanone, 3-methoxy-3-methyl- 116 C6H1202 036687-98-6 9

Abundance Scan 34 (3.041 min): BG023134.D (-29) (-) m/z 73.10 100.00%
7B
43
5000
—— ————
300 320  3.40
0 o d, 109 155183 219 266 321 380 4lr 486519 ' m/z 43.10 62.16%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 T L
300 320  3.40
m/z 89.05 47 .10%
Hm

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

43

?

89 3.00 3. 20 3.40

5000 m/z 41.05 13.23%

17

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

>

Abundance #733: N-Ethylformamide ——
30 78 3.00 320 3.40
m/z 45.05 11.09%
5000 ]\
II“I III TTT I T I T T I T IIIII TTrTT I TTrTT I TTrTT I TTrTT I TTrTT T T T T L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3 OO 3. 20 3 40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023134.D

Acq On : 16 Jul 2016 6:17

Operator : UM/SJ

Sample - H3989-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.22 11.68 ng 360450 1,4-Dichlorobenzene-d4 8.15
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 43
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 38
4 1,2-Butanediol 90 C4H1002 000584-03-2 25
5 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 17

Abundance Scan 405 (5.220 min): BG023134.D (-400) (-) m/z 43.10 100.00%
43
5000
i ah0 b0 520 540 Sk
L2,y 190 161 208235258262 311 54 401 M9 | "n/z 59.10  66.40%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 [rerrrrerrrr ey T T T T
4.80 5.00 520 5.40 5.60
m/z 101.10 21.77%

1‘5 ‘ 101
ul

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

Abundance
59
R e e e
480 5.00 520 5.40 5.60
5000 m/z 58.05 14.37%
101
31
L o L e S e o e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59 480 5.00 520 5.40 5.60
m/z 41.10 8.27%
5000
29‘ 101
[
L o e o . e e e o e o N ML A
m/z--> 0 50 100 150 200 250 300 350 400 450 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023134.D

Acq On : 16 Jul 2016 6:17

Operator : UM/SJ

Sample - H3989-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 3 unknown7.68 Concentration Rank 2

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

7.68 107.84 ng 3327690 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
2 5-Aminoindole 132 C8H8N2 005192-03-0 14
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 14
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 10

Abundance Scan 824 (7.682 min): BG023134.D (-814) (-) m/z 132.00 100.00%
132
68
5000
w | %P 740 7.60 7.80 8.00
SN FE Y .l,l.. l0207 263 309 871 409 476 St "m/z 68.10 60.08%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methyl-
132
5000 HRIL I L I R
7.40 7.60 7.80 8.00
m/z 66.10 41 .39%
Gf 1?4
s g 4 dboa 4o
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 134.00 35.78%
104
66
39
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine e
132 7.40 7.60 7.80 8.00
69 m/z 69.05 29.24%
104
5000
31
I"MM""I”"I"'W""I”"I"'W""I”"I"'W"' HRIL I L I AL
m/z-> 0 50 100 150 200 250 300 350 400 450 500 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023134.D

Acq On : 16 Jul 2016 6:17

Operator : UM/SJ

Sample - H3989-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816 .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 5 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.44 ng 250931 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Octadecanoic acid 284 C18H3602 000057-11-4 62
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 38

Abundance Scan 2652 (18.423 min): BG023134.D (-2646) (-) m/z 73.00 100.00%

5000

18.00 18.20 18.40 18.60 18.80
m/z 60.10 87.57%

378

434 482 517

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
6
5000 129
18.00 18.20 18.40 18.60 18.80
0
H 157185213 . m/z 57.10 76.73%
m/z--> 50 150 200 250 300 350 400 450 500
Abundance
73
43 A o e e o o e S R
18.00 18.20 18.40 18.60 18.80
5000 129 m/z 43.10 73.74%
171
214
101
LA o o o o o B R B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #131261: Octadecanoic acid L
43 18.00 18.20 18.40 18.60 18.80

m/z 55.10 73 .06%

5000

241 284

m/z--> 50 100 150 200 250 300 350 400 450 500 18. 00 18 20 18. 40 18 60 18. 80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO71516\
Data File : BG023134.D

Acq On 16 Jul 2016 6:17

Operator : UM/SJ

Sample - H3989-07

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG070816_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]
unknown3 .04 3.04 275.8 ng 8511530 1 8.15 617160 20.0
2-Pentanone, 4-hy... 5.22 11.7 ng 360450 1 8.15 617160 20.0
unknown? .68 7.68 107.8 ng 3327690 1 8.15 617160 20.0
n-Hexadecanoic acid 18.42 2.4 ng 250931 4 17.55 2055410 20.0
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