LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024114.D

Acq On : 24 Sep 2016 8:11

Operator : UM/SJ

Sample - H4893-05

Misc :

ALS Vial : 23 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-BG092316 .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 5.104 382 386 393 rvB2 71431 116477 2.17% 0.455%
2 5.586 463 468 485 rVB 510521 933567 17.43% 3.646%
3 7.213 739 745 758 rBV 341504 669288 12.49% 2.614%
4 7.572 799 806 820 rBV 1097238 1952311 36.44% 7.625%
5 8.036 879 885 894 rBvY 195129 349033 6.52% 1.363%
6 8.365 933 941 950 rBV 942450 1641942 30.65% 6.413%
7 9.222 1079 1087 1099 rBV 888091 1674773 31.26% 6.541%
8 10.873 1361 1368 1381 rBVY 283080 550766 10.28% 2.151%
9 12.124 1575 1581 1588 rVB2 36702 63206 1.18% 0.247%
10 13.229 1763 1769 1774 rBV3 41208 76838 1.43% 0.300%
11 13.329 1776 1786 1794 rBV 2426916 3762652 70.24% 14.696%
12 13.722 1849 1853 1860 rVB7 30909 53748 1.00% 0.210%
13 14.715 2014 2022 2033 rVB 516982 872151 16.28% 3.406%
14 14.809 2033 2038 2042 rBvV8 26336 59239 1.11% 0.231%
15 16.095 2253 2257 2266 rVB8 34060 78003 1.46% 0.305%
16 16.219 2272 2278 2288 rBV 2245146 3458172 64.55% 13.507%
17 17.206 2441 2446 2450 rBV7 37039 69485 1.30% 0.271%
18 17.253 2452 2454 2459 rVB6 40488 57346 1.07% 0.224%

19 17.482 2487 2493 2501 rBvV 650662 1001771 18.70% 3.913%
20 18.357 2638 2642 2648 rBV5 88871 143707 2.68% 0.561%

21 19.626 2854 2858 2866 rBV6 106486 166344 3.11% 0.650%
22 19.761 2877 2881 2885 rVB2 102158 120821 2.26% 0.472%
23 20.090 2931 2937 2944 rBV 4146248 5357022 100.00% 20.923%
24 20.807 3055 3059 3061 rBV 69071 75560 1.41% 0.295%
25 20.977 3085 3088 3093 rVB 91360 104045 1.94% 0.406%

26 21.788 3220 3226 3237 rVB 656311 1141239 21.30% 4._.457%
27 25.124 3785 3794 3805 rVB2 347242 1054094 19.68% 4.117%

Sum of corrected areas: 25603600
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024114.D

Acqg On 24 Sep 2016 8:11

Operator : UM/SJ

Sample : H4893-05

Misc :

ALS Vial :© 23 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG024114.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024114.D

Acq On 1 24 Sep 2016 8:11

Operator : UM/SJ

Sample - H4893-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

5.10 6.67 ng 116477 1,4-Dichlorobenzene-d4 8.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 50
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 43
4 Dimethadione 129 C5H7NOS3 000695-53-4 38
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37

Abundance Scan 385 (5.098 min): BG024114.D (-382) (-) m/z 43.05 100.00%

5000 f\

101 s e RRmAN
4.80 5.00 520 540

78 126 233
bl 78 120 160 202 233 267 3303% 398 40 'm/z 59.00 64.16%
m/iz—-> 0 50 100 150 200 250 300 350 400
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L L L

480 5.00 520 5.40
m/z 101.05 17.33%

15 101
0 "'“"'I""I‘""I""I"" U DA D DA
m/z--> 0 50 100 150 200 250 300 350 400
Abundance
59

4.80 5.00 5.20 5.40

5000/ 18 m/z 58.05 15.70%
(O o o T L o o LB e e o o B B B
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #4488: Propane, 1-ethoxy-2-methyl-
31 59 4.80 5.00 5.20 5.40

m/z 41.05 9.70%

5000

102

ot

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\BG092316\
Data File : BG024114.D

Acq On 1 24 Sep 2016 8:11

Operator : UM/SJ

Sample - H4893-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 unknown7.57 Concentration Rank 1

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

7.57 111.87 ng 1952310 1,4-Dichlorobenzene-d4 8.04
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 Imidazole, 4,5-dicyano-1-methyl- 132 C6H4N4 019485-35-9 11
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 806 (7.572 min): BG024114.D (-799) (-) m/z 132.05 100.00%
132
68
5000
40 916 e - ra ass 720 7.40 7.60 7.80 8.00
0 W S M 0 N O m/z 68.00 55.79%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 I L LU I
7.20 7.40 7.60 7.80 8.00
31 10 m/z 66.05 40.44%
0..JJ#MK.\..”,....“...,.”.,...w....,”..,..”
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
132
720 7.40 7.60 7.80 8.00
5000 m/z 134.05 31.33%
o 15 39 63 104
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #14142: 3-Chloro-6-fluoro-pyrazine B R

132 720 7.40 7.60 7.80 8.00
m/z 69.05 25.53%

69
104
5000
31
0 "\Ll \J
LI L B B I B B L
0

50 100 150 200 250 300 350 400 450 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\BG092316\
Data File : BG024114.D

Acq On 1 24 Sep 2016 8:11

Operator : UM/SJ

Sample - H4893-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 4 1-Adamantanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.12 2.30 ng 63206 Naphthalene-d8 10.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Adamantanol 152 C10H160 000768-95-6 78
2 Bicyclo[3.2.1]oct-3-en-2-one, 4-... 136 C9H120 062702-89-0 53
3 3-Hydroxypyridine monoacetate 137 C7H7NO2 017747-43-2 53
4 1,3-Dimethyl-1-cyclohexene 110 C8H14 002808-76-6 50
5 2-Pyrimidinamine 95 C4H5N3 000109-12-6 42
Abundance Scan 1580 (12.118 min): BG024114.D (-1575) (-) m/z 95.05 100.00%
95
5000
77 152
39 53 g5 109 125 11.80 12.00 12.20 12.40
ol 19 15 e | 166 192 2 NE5 100 15.97%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #25081: 1-Adamantanol
95
5000
11.80 12.00 12.20 12.40
152 m/z 76.95 14 _.27%
15 27 4 55 67 79 | 109119 137
miz--> 20 40 60 80 100 120 140 160 180
Abundance
95
11.80 12.00 12.20 12.40
5000 m/z 94.00 12.03%
39 67 136
27 53 79 108 121
O+ T T T
miz--> 20 40 60 80 100 120 140 160 180
Abundance #16678: 3-Hydroxypyridine monoacetate
95 11.80 12.00 12.20 12.40
m/z 79.05 8.90%
43
5000
137
15 28 || 55 67 78 | 109 ‘
m/z--> 20 40 60 80 100 120 140 160 180 ' 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024114.D

Acq On 1 24 Sep 2016 8:11

Operator : UM/SJ

Sample - H4893-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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.
18.36 2.87 ng 143707 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 81
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Tetradecanoic acid 228 C14H2802 000544-63-8 68
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 59
5 Octadecanoic acid 284 C18H3602 000057-11-4 59
Abundance Scan 2643 (18.363 min): BG024114.D (-2638) (-) m/z 43.10 100.00%
-3 | 73
5000
356 382 18.00 18.20 18.40 18.60
o — ,J- m/z 60.05 98.73%
m/z--> 50 100 150 200 250 300 350
Abundance #72643: Tridecanoic acid
43 | T3
5000 129
18.00 18.20 18.40 18.60
‘ n » m/z 73.00 86.10%
ol15 L‘, LHIHM i \“ hu ot 192 ‘ A
m/z--> 50 o 150 200 250 300 350
Abundance
43 73
18,00 18.20 18.40 18.60
5000 129 m/z 57.00 67.75%
97 199 242
ol 15 157 180 223
m/z--> §0 160 150 200 2%0 360 3%0
Abundance #84453: Tetradecanoic acid R e
73 18.00 18.20 18.40 18.60
43 m/z 41.05 63.53%
5000 129
185 228
T ]
o A Ml el e
m/z--> 50 100 150 200 250 300 350 18 00 18. 20 18 40 18. 60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024114.D

Acq On 1 24 Sep 2016 8:11

Operator : UM/SJ

Sample - H4893-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 4
R.T. EstConc Area Relative to ISTD R.T.
19.63 3.32 ng 166344 Phenanthrene-d10 17.48
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 94
2 Tetradecanoic acid 228 C14H2802 000544-63-8 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 70
4 n-Decanoic acid 172 C10H2002 000334-48-5 50
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 47

Abundance Scan 2859 (19.632 min): BG024114.D (-2854) (-) m/z 43.10 100.00%

5000
19.40 19.60 19.80 20.00
326 355 384405
0 m/z 73.05 93.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
43 | 73
5000 129 e I e e
97 19.40 19.60 19.80 20.00
185 241 284 m/z 55.05 77 .75%
i s T
VRN 1 1O 100 T D N S —
m/z--> 50 100 150 200 250 300 350 400
Abundance
73
43 R N R EEEEEsmas
19.40 19.60 19.80 20.00
5000 129 m/z 60.05 71.38%
185
97 228
15 157
O L e e e o I L I S e e o
m/z--> 50 100 150 200 250 300 350 400
Abundance #95851: Pentadecanoic acid
3 73 19.40 19.60 19.80 20.00
m/z 57.15 66.14%
5000 129
97 199
L S T
NEE M [Ty |
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024114.D

Acq On 1 24 Sep 2016 8:11

Operator : UM/SJ

Sample - H4893-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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 7 Hexadecanoic acid, butyl ester Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.76 2.12 ng 120821 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 59
2 1-Heptene, 2-methyl- 112 C8H16 015870-10-7 43
3 Cyclopentanecarboxylic acid, 2-a... 129 C6H11NO2 040482-05-1 38
4 5-Methyl-2-hexanol, chlorodifluo... 228 C9H15CIF202 1000376-27-1 38
5 1-Pentene, 2,4-dimethyl- 98 C7H14 002213-32-3 38

Abundance Scan 2881 (19.761 min): BG024114.D (-2877) (-) m/z 56.00 100.00%
56
5000
19.40 19.60 19.80 20.00
o 286 328355 413439 475 535 n/z 57.05 56 40%
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #154932: Hexadecanoic acid, buty| ester
56
5000 RASUABSUVABUNEE B
19.40 19.60 19.80 20.00
29 2 m/z 43.05 50.31%
129 57
0 I h H \h h m ‘ 157185213 ‘ ‘ 3:!'2
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
56
19.40 19.60 19.80 20.00
5000 m/z 41.05 46.37%
29
gq 112
O L B S W S B I WAL S B
mz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #12891: Cyclopentanecarboxylic acid, 2-amino-, trans- e e e N EEE
56 19.40 19.60 19.80 20.00
m/z 73.05 39.31%
5000
100129
0::‘:‘:‘::::‘::::||||||||||||||||||||||||||||||||  REAEE RS EE
miz-> 0 50 100 150 200 250 300 350 400 450 500 | 19.40 19.60 19.80 20.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG092316\
Data File : BG024114.D

Acq On : 24 Sep 2016 8:11

Operator : UM/SJ

Sample - H4893-05

Misc :

ALS Vial : 23 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG092316 .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]
2-Pentanone, 4-hy... 5.10 6.7 ng 116477 1 8.04 349033 20.0
unknown? .57 7.57 111.9 ng 1952310 1 8.04 349033 20.0
1-Adamantanol 12.12 2.3 ng 63206 2 10.87 550766 20.0
Tridecanoic acid 18.36 2.9 ng 143707 4 17.48 1001770 20.0
Octadecanoic acid 19.63 3.3 ng 166344 4 17.48 1001770 20.0
Hexadecanoic acid... 19.76 2.1 ng 120821 5 21.79 1141240 20.0
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