LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023371.D

Acg On : 31 Jul 2016 16:56

Operator : UM/SJ

a?ggle i H4285-07 AB-SLOPE(0-4)N
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-BG072616_-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 2.996 22 27 40 rVB 829899 1249742 12.24% 1.762%
2 5.188 394 400 410 rBV 864396 1348195 13.20% 1.900%
3 5.663 474 481 493 rBV 2935712 4897654 47 .95% 6.903%
4 7.279 748 756 772 rBV 3290948 5835088 57.13% 8.225%
5 7.655 812 820 830 rBV 2992977 5346871 52.35% 7.537%
6 8.125 893 900 908 rvB 507338 887028 8.68% 1.250%
7 8.448 948 955 963 rBV 2050255 3560727 34.86% 5.019%
8 9.300 1091 1100 1111 rBV 1966603 3565661 34.91% 5.026%
9 10.956 1374 1382 1392 rBV 816392 1468413 14.38% 2.070%
10 13.400 1791 1798 1805 rBV 4853325 7625583 74.66% 10.749%

11 14.228 1933 1939 1945 rBV 848663 1278436 12.52% 1.802%
12 14.786 2026 2034 2042 rBV2 1524400 2416343 23.66% 3.406%
13 15.609 2169 2174 2179 rVB 158049 194851 1.91% 0.275%
14 16.014 2233 2243 2247 rBV3 51581 122521 1.20% 0.173%
15 16.284 2282 2289 2301 rVB 4864237 7484015 73.27% 10.549%

16 16.472 2316 2321 2329 rBV 181104 317913 3.11% 0.448%
17 17.271 2452 2457 2461 rBV 79087 104412 1.02% 0.147%
18 17.547 2497 2504 2511 rBV2 2213254 3458820 33.86% 4_875%
19 18.417 2647 2652 2664 rBV 926271 1405516 13.76% 1.981%
20 19.545 2839 2844 2846 rBV2 153771 208047 2.04% 0.293%

21 19.686 2863 2868 2881 rBV2 890204 1259260 12.33% 1.775%
22 20.156 2941 2948 2956 rBV 7595346 10213695 100.00% 14.397%
23 21.859 3231 3238 3248 rVB2 1920571 3288339 32.20% 4_.635%
24 23.592 3528 3533 3540 rVB 102888 219226 2.15% 0.309%
25 25.243 3803 3814 3827 rVB3 1105973 3188605 31.22% 4._.494%

Sum of corrected areas: 70944961
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023371.D

Acg On : 31 Jul 2016 16:56

Operator : UM/SJ

a?ggle i H4285-07 AB-SLOPE(0-4)N
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG023371.D
7000000
6000000
5000000

4000000
7.28

3000000 5.66 7.65

2000000

1000000} 3.00 5.19 812 10.96

Time--> 3.00 3.50 4.00 450 5.00 5.50 6.00 650 700 750 8.00 850 900 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG023371.D

20.16
7000000

6000000

5000000 13.40 16.28

4000000

3000000
17.55 21.86

2000000 14.79

14.23 18.42 19.69

15611&01J9§47 17.27 19.
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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: BG023371.D

1000000

7000000
6000000
5000000
4000000
3000000

2000000
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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\BGO73116\

Data File : BG023371.D

Acg On : 31 Jul 2016 16:56

Operator : UM/SJ

a?ggle i H4285-07 AB-SLOPE(0-4)N
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .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 unknown3.00 Concentration Rank 4

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

3.00 28.18 ng 1249740 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 45
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9
4 Pentane, 3-methoxy- 102 C6H140 036839-67-5 9
5 1-Hexen-4-ol, 1-chloro-3,5-dimet... 162 C8H15CI0 100244-09-5 9

Abundance Scan 28 (3.002 min): BG023371.D (-22) (-) m/z 73.05 100.00%
7B

5000 43

-

2.90 3.00 3.10 3.20 3.30 3.40
Ol e (98156 206 239 283 321358 429 466492 m/z 43.05 43.82%

T 1 T 1
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #4788: Propane, 2,2-dimethoxy-

-

sooo| 43
2.90 3.00 3.10 3.20 3.30 3.40
m/z 89.05 29.45%
0 H‘ ‘\‘M L
A B B B
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
30 78
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.05 8.22%
oA e
m/z--> 0 50 100 150 200 250 300 350 400 450 A
Abundance #2136: Propane, 2-methoxy-2-methy!l- RRRSaREEENEIRENEany L a sy
7. 2.90 3.00 3.10 3.20 3.30 3.40
m/z 42.00 5.93%
5000
41
15 ‘
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 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\BGO73116\

Data File : BG023371.D

Acg On : 31 Jul 2016 16:56

Operator : UM/SJ

a?ggle i H4285-07 AB-SLOPE(0-4)N
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .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 3

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

5.19 30.40 ng 1348200 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 2-Pentanol, 2,4-dimethyl- 116 C7H160 000625-06-9 23
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 400 (5.188 min): BG023371.D (-394) (-) m/z 43.05 100.00%
a3
5000
101 IS B W
480 5.00 5.20 5.40 5.60
Oprrr bt 238 198 228 el 429 499 m/z 59.05 66.07%
m/iz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrrrTyTTT T T T T T T

480 5.00 5.20 5.40 5.60
m/z 101.05  23.34%

101
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
R R E e
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.05 17.42%
126
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #8387: 2-Pentanol, 2,4-dimethyl- R aREREE RS
59 4.80 5.00 5.20 5.40 5.60
m/z 41.05 9.85%
5000
31 101
0..¢N,.J.L...“...“...“...“...“...“...“...“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023371.D

Acg On : 31 Jul 2016 16:56

Operator : UM/SJ

a?ggle i H4285-07 AB-SLOPE(0-4)N
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

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 unknown7.65 Concentration Rank 1

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

7.65 120.56 ng 5346870 1,4-Dichlorobenzene-d4 8.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 27
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
3 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 16
4 5-Aminoindole 132 C8H8N2 005192-03-0 16
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 12

Abundance Scan 819 (7.649 min): BG023371.D (-812) (-) m/z 132.00 100.00%
132
68
5000
w | ¥ 740 7.60 7.80 8.00
Oh il L | 160193225 272 335 444 526 77 68.05  55.41%
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14517: 2H-Cyclopenta[d]pyridazine, 2-methy!l-
132
5000 U L UL IR
104 7.40 7.60 7.80 8.00
63 m/z 134.05 35.42%
I I O —
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
740 7.60 7.80 8.00
5000 m/z 66.05 35.36%
og 63 104
O S L B B L WL B L WL B
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14142: 3-Chloro-6-fluoro-pyrazine L Ao
132 7.40 7.60 7.80 8.00
69 m/z 69.05 23.65%
104
5000
31
OI'JEH"”I"'W""I”" LRI LI SR UL SR S U UL UL IR
miz--> 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\BG073116\
Data File : BG023371.D

Acq On : 31 Jul 2016 16:56

Operator : UM/SJ

Sample - H4285-07

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 8.13 ng 1405520 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 Dodecanoic acid 200 C12H2402 000143-07-7 70
4 Pentadecanoic acid 242 C15H3002 001002-84-2 62
5 Tridecanoic acid 214 C13H2602 000638-53-9 60
Abundance Scan 2653 (18.423 min): BG023371.D (-2647) (-) m/z 73.05 100.00%

B
43
5000

256 18 20 18. 40 18 60 18. 80

o 281308335 383 m/Zz 60.00 83.69%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid
60

5000 129

18.20 18.40 18.60 18.80
m/z 43.05 70.62%

H 157 185213 256
m/z--> 50 50 200 250 300 350 400 450 500
73

o

Abundance

18.20 18.40 18 60 18.80

so00l 43 129 m/z 57.00 65.94%
185
97 228
157
O T T T T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #61122: Dodecanoic acid
73 18.20 18.40 18.60 18.80
m/z 55.00 55.28%
50001 43 129
157
8 i
0 ..,'.l .J.J',‘.’..‘a{,..‘..l....,....,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350 400 450 500 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023371.D

Acg On : 31 Jul 2016 16:56

Operator : UM/SJ

a?ggle i H4285-07 AB-SLOPE(0-4)N
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .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 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.69 7.28 ng 1259260 Phenanthrene-d10 17.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 80
4 Tetradecanoic acid 228 C14H2802 000544-63-8 74
5 Sulfurous acid, octadecyl 2-prop... 376 C21H4403S 1000309-12-7 25
Abundance Scan 2869 (19.691 min): BG023371.D (-2863) (-) m/z 73.05 100.00%
73
43
5000 129
185 241 P e A
284 2283 o 1940 19.60 19.80 20.00
o o5 ALl 4ol 4 m/z 60.05 75.67%
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #131258: Octadecanoic acid
43 73
5000 129 LINLEL  L L L  LBLBL
19. 40 19 60 19. 80 20. oo
185 5, 284 m/z 43.05 71.51%
0 :II-SI\IHI M\H 157..|2.1:.3..|....|....|....|....|....|
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance
43 73
19.40 19.60 19.80 20.00
5000 m/z 57.05 63.84Y%
129 242
e S L U S L B S B S
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester
43 19.40 19.60 19.80 20.00
m/z 55.05 58.14%
73
5000 284
129
3 185
b bR L 257 TR o e
miz--> 0 50 100 150 200 250 300 350 400 450 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BGO73116\

Data File : BG023371.D

Acg On : 31 Jul 2016 16:56

Operator : UM/SJ

a?ggle i H4285-07 AB-SLOPE(0-4)N
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG072616 .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 .00 3.00 28.2 ng 1249740 1 8.12 887028 20.0
2-Pentanone, 4-hy... 5.19 30.4 ng 1348200 1 8.12 887028 20.0
unknown? .65 7.65 120.6 ng 5346870 1 8.12 887028 20.0
n-Hexadecanoic acid 18.42 8.1 ng 1405520 4 17.55 3458820 20.0
Octadecanoic acid 19.69 7.3 ng 1259260 4 17.55 3458820 20.0
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