LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090716\
Data File : BG023961.D

Acq On : 7 Sep 2016 20:20

Operator : UM/SJ

Sample : H4720-07

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-BG083116.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 2.940 12 17 34 rVB 2606675 3847356 93.26% 13.782%
2 5.131 384 390 400 rvB 213496 328374 7.96% 1.176%
3 5.613 465 472 487 rBV 1036646 1714331 41.56% 6.141%
4 7.234 741 748 765 rBV 1097536 2008678 48.69% 7.195%
5 7.593 802 809 819 rBV 1059332 1863789 45.18% 6.676%

8.063 881 889 898 rvB 214056 370803 8.99% 1.328%
8.386 937 944 952 rBV 824371 1403780 34.03% 5.029%
9.243 1082 1090 1102 rBV 708044 1300040 31.51% 4_.657%
10.894 1361 1371 1382 rBV 285633 535144 12.97% 1.917%
13.349 1782 1789 1800 rBVY 1787359 2846679 69.01% 10.197%

=
QO ~NO®

11 14.184 1925 1931 1940 rBV 406938 624453 15.14% 2.237%
12 14.736 2017 2025 2034 rBV2 483933 772864 18.73% 2.768%
13 15.552 2160 2164 2170 rVB2 45114 58752 1.42% 0.210%
14 15.964 2224 2234 2239 rBV6 17835 50782 1.23% 0.182%
15 16.240 2274 2281 2294 rBV 1614514 2671778 64.77% 9.571%

16 16.422 2307 2312 2319 rBV 58057 98725 2.39% 0.354%
17 17.503 2488 2496 2505 rBV2 615733 993640 24.09% 3.559%
18 18.372 2640 2644 2650 rBV2 71266 114761 2.78% 0.411%
19 19.641 2857 2860 2866 rBV7 32718 63148 1.53% 0.226%
20 20.111 2934 2940 2947 rBV 3042224 4125304 100.00% 14.777%

21 21.415 3159 3162 3167 rBV6 38607 86310 2.09% 0.309%
22 21.809 3223 3229 3236 rBV 619422 1056807 25.62% 3.786%
23 25.163 3791 3800 3812 rVB 329650 980096 23.76% 3.511%

Sum of corrected areas: 27916394
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LSC Report - Integrated Chromatogram

Z:\HPCHEMI1I\BNA_G\DATA\BG090716\

Data Path :

Data File : BG023961.D

Acq On : 7 Sep 2016 20:20
Operator : UM/SJ

Sample : H4720-07

Misc :

ALS Vvial :© 7

Quant Method
Quant Title

TIC Library :
TIC Integration Parameters:

Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

LSCINT.P

Abundance
3000000

2500000

2000000

1500000

1000000

500000

2.94

Il

TIC: BG023961.D

5.61 7.23 759

8.39
9.24

5.13 8.06

10.89

0
Time-->

3.00 350 400 450 5.00 550 6.00 650 7.00 750 800 850 9.00 950 1000 1050 1100 1150 1200 1250

Abundance
3000000

2500000

2000000

1500000

1000000

500000

0

13.35

1418 1474

TIC: BG023961.D

16.24

17.50

15.5515.96 b6A42 18.37

A N A
LN I N B N B B B D N I D B

20111

19.64

21.42

21.81

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
3000000

2500000

2000000

1500000

1000000

500000

TIC: BG023961.D

25.16

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\BG090716\
Data File : BG023961.D

Acq On : 7 Sep 2016 20:20

Operator : UM/SJ

Sample : H4720-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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 Propane, 2,2-dimethoxy- Concentration Rank 1

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

2.94 207.52 ng 3847360 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 56
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 17 (2.940 min): BG023961.D (-12) (-) m/z 73.05 100.00%
7B
| Ly——y—y—j*
5000
2.90 3.00 3.10 3.20 3.30 3.40
0 i b 221 253281 341 883 442 818 ' "m/z 43.05 52.74%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
soo0{ 43
2.90 3.00 3.10 3.20 3.30 3.40
m/z 89.00 36 .05%
OI”'lI”"I”"I”"I”"I”"I”"I”"I”"I”"I”'
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 9.71%
S S o L B L B L L I M
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2222: 1,3-Diaminoguanidine
43 2.90 3.00 3.10 3.20 3.30 3.40

m/z 45.00 8.67%
89

5000

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090716\
Data File : BG023961.D

Acq On : 7 Sep 2016 20:20

Operator : UM/SJ

Sample : H4720-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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 unknown5.13 Concentration Rank 4

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

5.13 17.71 ng 328374 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
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 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 390 (5.131 min): BG023961.D (-384) (-) m/z 43.05 100.00%

43
5000
101

480 500 520 5.40

Of b L L 174107221243 308 340 499 "m/z 59.05 63.49%
miz—-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L LB L LN BB |

480 5.00 520 5.40
m/z 101.05  21.56%

15 ‘ 101
) e —
mz--> 0 50 100 150 200 250 300 350 400
Abundance
43
T T
4.80 5.00 5.20 5.40
5000 m/z 58.05 13.49%
101
15
ot pt® |
mz--> 0 50 100 150 200 250 300 350 400
Abundance #8273: Hydrazine, 1,1-bis(1-methylethyl)-
59 4.80 5.00 5.20 5.40

m/z 41.05 10.04%

m/z--> 0 50 100 150 200 250 300 350 400 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090716\
Data File : BG023961.D

Acq On : 7 Sep 2016 20:20

Operator : UM/SJ

Sample : H4720-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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 unknown7.59 Concentration Rank 2

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

7.59 100.53 ng 1863790 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 14
2 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 10
4 Pyrazolo(2,3-a)pyridine, 7-methyl- 132 C8H8N2 034760-58-2 10
5 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 9

Abundance Scan 809 (7.593 min): BG023961.D (-802) (-) m/z 132.05 100.00%
132
68
5000
40 | 99 720 7.40 7.60 7.80 8.00
ol Ll 103 240 280 se a6 a3 b ea e 5g 30%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 o R AR AR R
7.20 7.40 7.60 7.80 8.00
3 10 m/z 66.00 45_.63%
O'JJHW"I'”'I"'W"" LN DAL S BRI S SA
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 69.05 31.70%
103
e L S S WL L L I S S B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132 7.20 7.40 7.60 7.80 8.00
69 m/z 134.05 30.98%
104
5000
31
O'J”w"'l'“'l"'w"" NI DAL LI BRI S SA UG R UL LR
m/z--> 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090716\
Data File : BG023961.D

Acq On : 7 Sep 2016 20:20

Operator : UM/SJ

Sample : H4720-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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 Tridecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.37 2.31 ng 114761 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 93
2 Dodecanoic acid 200 C12H2402 000143-07-7 64
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Tetradecanoic acid 228 C14H2802 000544-63-8 50
5 Undecanoic acid 186 C11H2202 000112-37-8 47

Abundance Scan 2644 (18.372 min): BG023961.D (-2640) (-) m/z 73.05 100.00%

s B

5000

18.00 18.20 18.40 18.60

282 358355

0 m/z 60.05 85.68%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #72647: Tridecanoic acid
73
43
5000 129
171 18.00 18.20 18.40 18.60
99 ‘ 214 m/z 41.05 82.42%
0 ”,....,”..,j.” e ——
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
73
43
18.00 18.20 18.40 18.60
5000 m/z 43.05 60.01%
129
157 200
101
O I o o B oo o o o O S R
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107547: n-Hexadecanoic acid R A e
a3 7 18.00 18.20 18.40 18.60

m/z 57.05 58 .59%

5000

256

m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG090716\
Data File : BG023961.D

Acq On : 7 Sep 2016 20:20

Operator : UM/SJ

Sample : H4720-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG083116.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]
Propane, 2,2-dime... 2.94 207.5 ng 3847360 1 8.06 370803 20.0
unknown5.13 5.13 17.7 ng 328374 1 8.06 370803 20.0
unknown? .59 7.59 100.5 ng 1863790 1 8.06 370803 20.0
Tridecanoic acid 18.37 2.3 ng 114761 4 17.50 993640 20.0
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