LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample - H5445-06

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-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
1 2.982 19 24 37 rvB2 271058 861313 12.42% 2.028%
2 3.135 45 50 62 rvB 541432 1029273 14.84% 2.423%
3 3.281 68 75 87 rBv2 230341 689343 9.94% 1.623%
4 4.727 316 321 329 rVB 328769 555754 8.01% 1.308%
5 5.332 418 424 433 rBV 1145143 1902674 27.44%  4_.479%

5.802 496 504 516 rVB 1048577 1759417 25.37% 4.142%
7.406 769 777 787 rBV 1576965 2851233 41.12% 6.713%
851 rBV 1269039 2293791 33.08% 5.400%
8.270 917 924 935 rVB2 482048 901552 13.00% 2.123%
8.593 969 979 992 rBV 1304694 2361178 34.05% 5.559%

(@R {cNec R NNe))
\l
\l
©
N
(o0}
w
a1
o
IS
w

11 9.445 1113 1124 1134 rBV 1094177 2058076 29.68% 4._.845%
12 11.096 1398 1405 1412 rBV2 649833 1168151 16.85% 2.750%
13 13.511 1806 1816 1828 rBV 2934313 4634655 66.83% 10.911%
14 14.321 1946 1954 1961 rBV 640663 965245 13.92% 2.272%
15 14.398 1961 1967 1972 rVV 74260 122562 1.77% 0.289%

16 14.885 2043 2050 2057 rVvB2 1035855 1675380 24.16% 3.944%
17 14.956 2057 2062 2069 rBv2 127287 181791 2.62% 0.428%
18 15.679 2181 2185 2190 rVB2 55618 84825 1.22% 0.200%
19 16.366 2296 2302 2309 rBvV 259570 418207 6.03% 0.985%
20 16.542 2327 2332 2341 rBV4 69351 177354 2.56% 0.418%

21 17.089 2421 2425 2430 rBV2 91397 137668 1.99% 0.324%
22 17.330 2462 2466 2470 rBV3 96753 133406 1.92% 0.314%
23 17.383 2470 2475 2478 rBV5 68292 107036 1.54% 0.252%
24 17.623 2510 2516 2523 rBV2 1267940 2043825 29.47% 4.812%
25 17.958 2569 2573 2576 rBV5 84073 127928 1.84% 0.301%

26 18.070 2588 2592 2597 rBV2 135372 178896 2.58% 0.421%
27 18.751 2705 2708 2712 rBV 137487 162886 2.35% 0.383%
28 19.204 2782 2785 2791 rVB3 116729 170658 2.46% 0.402%
29 19.316 2801 2804 2810 rBV7 105202 171341 2.47% 0.403%
30 19.374 2812 2814 2819 rVB2 115077 128914 1.86% 0.304%

31 20.209 2950 2956 2960 rBV 4880683 6934647 100.00% 16.326%

32 21.918 3242 3247 3257 rVB 1501997 2765450 39.88% 6.511%
33 25.356 3823 3832 3843 rVB2 868319 2720749 39.23% 6.406%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample - H5445-06

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

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

Sum of corrected areas: 42475178
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample : H5445-06

Misc :

ALS Vial : 22 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 TIC: BG024580.D

5000000

4000000

3000000

2000000
7.41
7.79 8.59

533 5gp 9.44

3.13
2.983 28 4.73 8.27

1000000 11.10

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG024580.D

24.21
5000000

4000000

3000000 13.51

21.92

2000000

14.89

1000000

14.32
40 thos 1ses  'Gifsa 170873 12867

L0 o I L B A i B B B s e e e e B L B e o o o o LA B o

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: BG024580.D

5000000
4000000
3000000

2000000
25.36

1000000 \J\’\W\‘WLMM

S

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 : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample : H5445-06

Misc :

ALS Vial : 22 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 1-Pentene, 2-methyl- Concentration Rank 5

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

2.98 19.11 ng 861313 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 80
2 Cyclopentane, methyl- 84 C6H12 000096-37-7 72
3 Propane, 2-cyclopropyl- 84 C6H12 003638-35-5 59
4 Cyclobutane, ethyl- 84 C6H12 004806-61-5 56
5 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 53

Abundance Scan 24 (2.982 min): BG024580.D (-19) (-) m/z 56.10 100.00%
56
5000
a4 2.90 3.00 3.10 3.20 3.30 3.40
el 140 174 207235265 309 355 388 429 461489917546 | n/z  41.10  46.30%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1488: 1-Pentene, 2-methyl-
56
5000 84 2.90 3.00 3.10 3.20 3.30 3.40

- m/z 69.10 34.32%

il

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance

56

2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 55.10 33.39%

84
27

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #1505: Propane, 2-cyclopropyl-
5 2.90 3.00 3.10 3.20 3.30 3.40
m/z 39.05 27.70%
5000
,..‘L.‘,.‘."f“.‘,....,.... T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 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\BG103116\
Data File : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample : H5445-06

Misc :

ALS Vial : 22 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 unknown3.13 Concentration Rank 4

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

3.13 22.83 ng 1029270 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 40
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
5 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 9

Abundance Scan 49 (3.129 min): BG024580.D (-45) (-) m/z 73.10 100.00%
3
43 /\\
5000
300 320 340
0 b prial 208 247277 31374408 il ‘m/z 43.10 54.58%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #4788: Propane, 2,2-dimethoxy-
73
5000 43 IS S R
3.00 320 3.40
‘ m/z 89.10 34.98%
“‘\

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

30 783

3.00 320 3.40
5000 m/z 45.10 9.29%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2222: 1,3-Diaminoguanidine
43 3.00 320 3.40

m/z 41.10 8.71%

%

89
5000

=

IIII‘III"IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIII

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.00 320 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample : H5445-06

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG102516.M
Quant Title : 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 3-Penten-2-one, 4-methyl- Concentration Rank 7

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

4.73 12.33 ng 555754 1,4-Dichlorobenzene-d4 8.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 90
2 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
3 2-Pentene, 4,4-dimethyl-, (2)- 98 C7H14 000762-63-0 86
4 Cyclohexane, methyl- 98 C7H14 000108-87-2 86
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 322 (4.733 min): BG024580.D (-316) (-) m/z 55.10 100.00%
83
5000

4.40 4.60 4.80 5.00

,....,..'..l,.l."?f‘.l??.?of‘."?ﬁf‘...2]95..?‘.‘1,.37?.,“.1?.. 481 530 | "m/z 83.10 98.24%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3246: 3-Penten-2-one, 4-methyl-
55 83

5000 e
4.40 4.60 4.80 5.00

27 m/z 43.10 34 .22%

“M‘
B o L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
55 83

4.40 4.60 4.80 5.00

5000 m/z 39.05 25.33%
27
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #3396: 2-Pentene, 4,4-dimethyl-, (2)-
55 83 4.40 4.60 4.80 5.00

m/z 98.10 23.63%

5000
27
\l i

m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample : H5445-06

Misc :

ALS Vial : 22 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 5 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.33 42.21 ng 1902670 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 40
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 Propanoic acid, 2-nitro-, methyl... 133 C4H7NO4 006118-50-9 9

Abundance Scan 424 (5.332 min): BG024580.D (-418) (-) m/z 43.05 100.00%
a3
5000
ot 500 520 540 560
e 163, 202 250278 334 403 459 497 533 | 'm/z 59.10 62.81%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43

5000 e e e
5.00 5.20 5.40 5.60

m/z 101.10 19.61%

15 101
‘ 2| 4 ‘ ‘

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

Abundance
43
T RAmaEEs L
5.00 5.20 5.40 5.60
5000 m/z 58.10 15.47%
101
15 70
I A B B e o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester e[t
59 5.00 5.20 5.40 5.60
m/z 41.10 10.03%
5000
. 126 .
IIII‘II IIIIIIIIIIIII TTrTT TTrTT IIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII
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 : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample : H5445-06

Misc :

ALS Vial : 22 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 6 unknown7.79 Concentration Rank 2

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

7.79 50.89 ng 2293790 1,4-Dichlorobenzene-d4 8.27

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 30
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22

4 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 22

5 1H-Indenol 132 C9H80 056631-57-3 16
Abundance Scan 842 (7.788 min): BG024580.D (-835) (-) m/z 132.00 100.00%
132
68
5000
40 | % 7.40 7.60 7.80 8.00 8.20
blb L 164 203 208284 335 383 427 483 522 m/z 68.10 52.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 Ijl\lllllllllllllllllllll
7.40 7.60 7.80 8.00 8.20
- m/z 66.10 38.64%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
R Ammma s RRREa
7.40 7.60 7.80 8.00 8.20
5000 97 m/z 134.00 34.56%
31 70
N I B L B L B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14503: 1H-Benzimidazole, 2-methy!- R ma E
132 7.40 7.60 7.80 8.00 8.20
m/z 69.10 22.77%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 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 : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample : H5445-06

Misc :

ALS Vial : 22 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 8 Ethane, 1,1"-oxybis[2-methoxy- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.96 2.17 ng 181791 Acenaphthene-d10 14.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane, 1,1"-oxybis[2-methoxy- 134 C6H1403 000111-96-6 72
2 2,5,8,11-Tetraoxadodecane 178 C8H1804 000112-49-2 72
3 Tetraglyme 222 C10H2205 000143-24-8 64
4 Methyl 2,5,8,11,14,17-hexaoxanon. .. 324 C14H2808 1000366-81-4 64
5 Methyl 2,5,8,11-tetraoxatridecan... 236 C10H2006 1000366-78-2 64

Abundance Scan 2063 (14.962 min): BG024580.D (-2057) (-) m/z 59.05 100.00%
59
5000
103
133 14.60 14.80 15.00 15.20
" i,J 99 207 252 344 393424 S0 %49 sz 45.05  32.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15103: Ethane, 1,1'-oxybis[2-methoxy-
59
29
5000
14.60 14.80 15.00 15.20
‘ o m/z 58.10 29.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
14.60 14.80 15.00 15.20
5000 m/z 103.10 20.80%
29
10344
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78616: Tetraglyme
59 14.60 14.80 15.00 15.20
m/z 89.10 13.79%
5000
2 103
.| 133 177
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG103116\
Data File : BG024580.D

Acq On > 1 Nov 2016 7:00

Operator : UM/SJ

Sample - H5445-06

Misc :

ALS Vial : 22 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]
1-Pentene, 2-methyl- 2.98 19.1 ng 861313 1 8.27 901552 20.0
unknown3.13 3.13 22.8 ng 1029270 1 8.27 901552 20.0
3-Penten-2-one, 4... 4.73 12.3 ng 555754 1 8.27 901552 20.0
2-Pentanone, 4-hy... 5.33 42.2 ng 1902670 1 8.27 901552 20.0
unknown7 .79 7.79 50.9 ng 2293790 1 8.27 901552 20.0
Ethane, 1,1"-oxyb... 14.96 2.2 ng 181791 3 14.89 1675380 20.0
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