LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_ G\DATA\BGO071016\

Data File : BG022985.D

Acq On - 10 Jul 2016 4:49 Instrument :
Operator : UM/SJ BNA_G

Sample - H3915-19 ClientSampleld :
Misc : 07-B1-0-11-C
ALS Vial : 18 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 53 rvVB 5003906 7377746 69.24% 11.919%
2 5.220 400 405 413 rBv 195616 290412 2.73% 0.469%
3 5.696 479 486 495 rBV 2234555 3624869 34.02% 5.856%
4 7.306 752 760 772 rBV 2542683 4440265 41.67% 7.174%
5 7.682 815 824 833 rBV 2290487 4034518 37.86% 6.518%

8.152 895 904 912 rBv2 357897 619179 5.81% 1.000%
8.475 951 959 967 rBV 1605106 2790273 26.19% 4._.508%
9.321 1096 1103 1112 rBV 1542582 2793567 26.22% 4_.513%
10.978 1378 1385 1392 rBVY 541672 948951 8.91% 1.533%
13.417 1791 1800 1808 rBY 4385862 6867848 64.45% 11.095%

=
QO ~NO®

11 14.233 1933 1939 1946 rBvV 757760 1133083 10.63% 1.831%
12 14.797 2026 2035 2044 rVB2 1042019 1675998 15.73% 2.708%
13 16.290 2282 2289 2302 rBV 4464241 6829082 64.09% 11.033%
14 17.553 2495 2504 2510 rBV 1378811 2159191 20.26% 3.488%
15 18.423 2646 2652 2660 rBV2 200242 295228 2.77% 0.477%

16 19.686 2864 2867 2873 rBv2 120304 146368 1.37% 0.236%
17 20.156 2941 2947 2952 rBV 7893174 10655811 100.00% 17.215%
18 21.454 3164 3168 3176 rBV9 83024 165809 1.56% 0.268%
19 21.842 3227 3234 3248 rVB2 1458275 2581303 24.22% 4_.170%
20 23.564 3522 3527 3533 rVB 68226 143903 1.35% 0.232%

21 25.197 3793 3805 3816 rBV2 779806 2324650 21.82% 3.756%

Sum of corrected areas: 61898054
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022985.D

Acq On 10 Jul 2016 4:49

Operator : UM/SJ

Sample - H3915-19

Misc :

ALS Vial : 18 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\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG022985.D

7000000

6000000

5000000 3,04

4000000

3000000
5.70 31 7.68

2000000 8.48 0.3

1000000
JL 5z ‘ﬁﬂ A i
0

Time--> 3.00 350 4.00 450 500 550 6.00 6.50 7.00 750 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG022985.D

20.16
7000000
6000000
5000000

13.42 16.29
4000000

3000000

2000000
14.80 1755 #hed
1000000 1423

18.42 19.69 21.45

O I i B L e e L R e m R A e e e

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: BG022985.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022985.D

Acq On 10 Jul 2016 4:49

Operator : UM/SJ

Sample - H3915-19

Misc :

ALS Vial : 18 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\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 1

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

3.04 238.31 ng 7377750 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 50
2 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 23
3 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 9
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI1302 1000115-31-4 9

Abundance Scan 34 (3.041 min): BG022985.D (-29) (-) m/z 73.10 100.00%
7B
43
5000
e A
3.00 320 340
o! (101 129151176 208 250 287 347 383 442 m/z 43.10 57.62%
m'z--> 0 50 100 150 200 250 300 350 400
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43 LA L L N
3.00 320 340
m/z 89.10 42 .88%
0 H‘ ‘\‘ " ‘
| LN N WAL SARLELELE SARLELLA UL SURLELEL UL SAL L
m/z-> 0 50 100 150 200 250 300 350 400
Abundance
43
89 300 320 340
5000{ 18 m/z 41.10 11.64%
L L U L WL UL L BRI S /\\
m'z-> 0 50 100 150 200 250 300 350 400
Abundance #724: Acetamide, N-methyl- L (L L L L B L
43 7 3.00 320 340
m/z 45.10 10.60%
5000
15
OI"“JI""I""I'"'I""I""I""I""I""I A AL LA AL
m/z-> 0 50 100 150 200 250 300 350 400 3.00 320 340
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022985.D

Acq On 10 Jul 2016 4:49

Operator : UM/SJ

Sample - H3915-19

Misc :

ALS Vial : 18 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\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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

522 9.38ng 200412 1,4-Dichlorobenzene-da 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 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Hydrazine, 1,1-bis(l-methylethyl)- 116 C6H16N2 000921-14-2 28
4 3-Heptadecanol 256 C17H360 084534-30-5 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12
Abundance Scan 405 (5.220 min): BG022985.D (-400) (-) m/z 43.10 100.00%
43
5000
T 450 55 520 540 550
oA hfL 120 186 227204 301331 404 465500 ' sz 59.05  60.65%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 IR SN SRR RN

480 5.00 5.20 540 5.60
m/z 101.10 21.88%

15 ‘ 101
0 ‘u\\ ‘
R o e e BRI o e o LRI e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43
R e e e R S
4.80 5.00 520 5.40 5.60
5000 m/z 58.10 13.48%
101
15 70
O T o o I B e e o o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8042: Hydrazine, 1,1-bis(1-methylethyl)-
59 480 5.00 520 5.40 5.60
m/z 56.10 6.09%
5000 101
27
O+ e e e B e R o N B

m/z--> 0 50 100 150 200 250 300 350 400 450 500 480 5.00 5.20 5.40 5.60

8270-BG070816.-M Mon Jul 11 06:02:40 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO071016\
Data File : BG022985.D

Acq On 10 Jul 2016 4:49

Operator : UM/SJ

Sample - H3915-19

Misc :

ALS Vial : 18 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\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 unknown7.68 Concentration Rank 2

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

7.68 130.32 ng 4034520 1,4-Dichlorobenzene-d4 8.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
4 5-Aminoindole 132 C8H8N2 005192-03-0 14
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 11

Abundance Scan 824 (7.682 min): BG022985.D (-815) (-) m/z 132.00 100.00%
132
68
5000
a0 | % o J18047 278 314 350 o 10 ss 740 7.60 7.80 8.00
o 173 218247278 314 35 440 479 534 mn/z 68.10 56 . 39%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
5000 o A
7.40 7.60 7.80 8.00
3z 70 m/z 66.10 38 .54%
0|"""”""|""|"" LY SN P SN SR B
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 34_.07%
. og 63 104
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine R
132 7.40 7.60 7.80 8.00
69 m/z 69.10 27 .16%
104
5000
31
0|""'L|""|""|"" LY SN S SN SR B HRIL I L I R
mz-> 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\BGO071016\
Data File : BG022985.D

Acq On 10 Jul 2016 4:49

Operator : UM/SJ

Sample - H3915-19

Misc :

ALS Vial : 18 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\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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.42 2.73 ng 295228 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 72
3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 62

Abundance Scan 2652 (18.423 min): BG022985.D (-2646) (-) m/z 72.95 100.00%

B
43
5000

256
337 385 426 18.00 18.20 18.40 18.60 18.80

0 m/z 60.10 87 .00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #92228: n-Hexadecanoic acid
43 738
5000 256
129 18.00 18.20 18.40 18.60 18.80

m/z 43.10 64 .81%

157185
L
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500
Abundance
73
R e e e
43 18.00 18.20 18.40 18.60 18.80
5000 m/z 41.10 64.40%
129
1711 214
101
o I —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #83686: Pentadecanoic acid R L AR A

18.00 18.20 18.40 18.60 18.80
m/z 57.10 62.50%

5000

%

m/z--> 0 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\BGO071016\
Data File : BG022985.D

Acq On 10 Jul 2016 4:49

Operator : UM/SJ

Sample - H3915-19

Misc :

ALS Vial : 18 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\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propane, 2,2-dime... 3.04 238.3 ng 7377750 1 8.15 619179 20.0
2-Pentanone, 4-hy... 5.22 9.4 ng 290412 1 8.15 619179 20.0
unknown? .68 7.68 130.3 ng 4034520 1 8.15 619179 20.0
n-Hexadecanoic acid 18.42 2.7 ng 295228 4 17.55 2159190 20.0
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