LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011019\
Data File : BM018527.D

Aca On : 11 Jan 2019 02:17

Operator : JU/SJ

Sample : K1099-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919 .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 heiaht area % max. total

1 4.898 302 308 316 rBV 562192 865096 3.41% 0.408%
2 5.351 378 385 393 rBVY 13332691 18845200 74.35% 8.895%
3 6.945 643 656 672 rBY 12252999 21022619 82.94% 9.922%
4 7.298 708 716 722 rBVY 14227891 22194573 87.56% 10.475%
5 7.363 722 727 739 rVB 1414025 2251800 8.88% 1.063%
6 7.757 788 794 801 rBY 2544274 4002852 15.79% 1.889%
7 8.081 841 849 858 rVB 10024702 16124084 63.61% 7.610%
8 8.928 984 993 1003 rBVY 7839464 13524297 53.36% 6.383%
9 10.551 1263 1269 1275 rBVY 3354704 5365989 21.17% 2.533%
0 11.957 1502 1508 1515 rBV 196298 297118 1.17% 0.140%
11 13.027 1680 1690 1696 rBVY 17580865 25347355 100.00% 11.963%
12 13.210 1716 1721 1730 rVB2 217580 369649 1.46% 0.174%
13 13.868 1826 1833 1839 rBVY 4204868 6009823 23.71% 2.837%
14 14.286 1898 1904 1910 rBvV 293002 426430 1.68% 0.201%
15 14.410 1914 1925 1934 rBV2 4729992 7143145 28.18% 3.371%
16 15.245 2062 2067 2071 rVB 278256 349586 1.38% 0.165%
17 15.904 2170 2179 2188 rBV 14423597 19840269 78.27% 9.364%
18 16.109 2210 2214 2223 rBV2 353872 687289 2.71% 0.324%
19 16.898 2345 2348 2352 rBvV 246644 295143 1.16% 0.139%
20 17.156 2387 2392 2397 rBV 4969159 7086294 27 .96% 3.345%
21 17.198 2397 2399 2404 rVB 587972 717113 2.83% 0.338%
22 17.639 2471 2474 2483 rBV 304345 472480 1.86% 0.223%
23 18.051 2539 2544 2554 rBV2 2182407 3684690 14.54% 1.739%
24 18.333 2590 2592 2599 rBV2 302564 433476 1.71% 0.205%
25 19.221 2739 2743 2747 rBV 1712363 2269427 8.95% 1.071%
26 19.268 2749 2751 2756 rVB2 717518 790979 3.12% 0.373%
27 19.339 2760 2763 2766 rBV 899747 1224444 4.83% 0.578%
28 19.586 2802 2805 2810 rVB 1703063 2138162 8.44% 1.009%
29 19.792 2835 2840 2844 rBV 18317105 22081618 87.12% 10.422%
30 21.350 3102 3105 3109 rVB 4960071 6012538 23.72% 2.838%

Sum of corrected areas: 211873538
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM011019\
Data File : BM018527.D

Aca On : 11 Jan 2019 02:17

Operator : JU/SJ

Sample : K1099-21

Misc :

ALS Vvial :© 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA M\METHODS\8270-BM010919.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018527.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011019\
Data File : BM018527.D

Aca On : 11 Jan 2019 02:17

Operator : JU/SJ

Sample : K1099-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.90 4.32 ng 865096 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Oxirane. tetramethvl- 100 C6H120 005076-20-0 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 308 (4.898 min): BM018527.D (-302) (-) m/z 43.00 100.00%
43
59
5000
T "k 450 500 800
83 : : : :
Ot B8 135 163 208 281 m/z 59.10 57.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R L L
59 460 480 500 520
m/z 101.10 22.01%
15 101
J L2, | e
m/z--> 20 40 éo 80 160 120 140 160 180 200 220 240 260 280
Abundance #3950: 2,3-Butanedione, monooxime
43
460 480 500 520
5000 m/z 58.05 14 .84%
101
15 58
ol 9 84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4330: Butane, 1-ethoxy-
59 4.60 4.80 5.00 5.20
31 m/z 41.10 9.39%
5000
73
o 15 > 87 102
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011019\
Data File : BM018527.D

Aca On : 11 Jan 2019 02:17

Operator : JU/SJ

Sample : K1099-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 unknown7.30 Concentration Rank 1

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

7.30 110-89 ng 22194600 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 Benzene. 1.3.5-trifluoro- 132 C6H3F3 000372-38-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 716 (7.298 min): BM018527.D (-708) (-) m/z 132.00 100.00%
132
5000 68
40 % 700 7.20 740 7.60
54 : : : :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132
5000 UM L LR I R
7.00 7.20 7.40 7.60
33 105 m/z 134.00 33.01%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
700 7.20 740 7.60
5000 67 m/z 66.05 24.83%
97
‘ ‘ 117
Ouuu‘l‘..‘ ‘HH“..‘.‘klu...‘|..H.|....|................|....|....
m/z--> 80 100 120 140 160 180 200 220 240 260
Abundance #48639: Tranylcypromine-propionyl R e B
57 132 7.00 7.20 7.40 7.60
24 m/z 69.10 16.14%
5000 98 116
. ,,,I,,,,Iu_,,\h“,”luh”\, - N T (S | G | G
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011019\
Data File : BM018527.D

Aca On : 11 Jan 2019 02:17

Operator : JU/SJ

Sample : K1099-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 3

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

7.36 11.25 ng 2251800 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Ethane. 1.1"-oxvbisl2-ethoxv-1 162 C8H1803 000112-36-7 72
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 50
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 42
5 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 39

Abundance Scan 726 (7.357 min): BM018527.D (-722) (-) m/z 45.05 100.00%

45
5000
59

3
700 720 740 7.60
104
0 ...,....,'|...|...|'.,.E.“?.,...?,2.1...1(4.2]..,1??..,....,2.0.7..,.... B Tm/z 59.10  32.88%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14592: Ethanol, 2-(2-ethoxyethoxy)-
45
5000 LI LI L L L B L L LB B B
59 7.00 7.20 7.40 7.60
8l 5 m/z 72.10 24.04%
0 15 i|| .| I 1|I 89 104
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #31019: Ethane, 1,1"-oxybis[2-ethoxy-]
45
R R mE e e e R
7.00 7.20 7.40 7.60
5000 59 m/z 43.00 17.43%
31 73
IS N R
T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8589: 2-Propanol, 1-(1-methylethoxy)- S T
45 7.00 7.20 7.40 7.60

m/z 73.05 13.63%

5000 59
31 73

88 103

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011019\
Data File : BM018527.D

Aca On : 11 Jan 2019 02:17

Operator : JU/SJ

Sample : K1099-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.05 10.40 ng 3684690 Phenanthrene-d10 17.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 81
2 Tetradecanoic acid 228 C14H2802 000544-63-8 76
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 72
4 Undecanoic acid 186 C11H2202 000112-37-8 72
5 Pentadecanoic acid 242 C15H3002 001002-84-2 64
Abundance Scan 2544 (18.051 min): BM018527.D (-2539) (-) m/z 73.05 100.00%
7
5000 129 gﬂkhx_
213
i T s | 2o 2 1750 15100 10,20 1540
ol A58 | oy Lom | amizor sa | G 03310
m/z--> 50 100 150 200 250 300 350
Abundance #65566: Tridecanoic acid
7
43
5000 RO SURIURN SR SO SR
129 17.80 18.00 18.20 18.40
111 214 m/z 41.10 84.94%
98
o! 18 |.|. uly .1 5|..2 1195 |
m/z--> 50 100 1éo 200 2éo 360 3éo
Abundance #75071: Tetradecanoic acid
78
43 " 17.80 18.00 18.20 18.40
5000 m/z 60.00 77.41%
129
185 228
\\ v |
Ouuluk‘l".'. .‘H.‘ﬂp .““.“} .ll‘].-q?.‘.‘l.... ——
m/z--> 50 100 150 200 250 300 350
Abundance #92228: n-Hexadecanoic acid R s L A R
Vilc I (c} 17.80 18.00 18.20 18.40
m/z 55.10 73.31%
5000 256
129
‘ } 97 157 185 213
oL ,\, L “JM I A ,\,‘,23,8 N e
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40

8270-BM010919.M Fri Jan 11 16:52:35 2019

Page: 6



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011019\
Data File : BM018527.D

Aca On : 11 Jan 2019 02:17

Operator : JU/SJ

Sample : K1099-21

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM010919.M
Quant Title : 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 6 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

19.34 4.07 ng 1224440 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 62
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 43
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 Undecanoic acid 186 C11H2202 000112-37-8 38

Abundance Scan 2763 (19.339 min): BM018527.D (-2760) (-) m/z 43.10 100.00%

73

:

5000

284 19,00 19.20 19.40 19.60
o 303 329 357 e

m/z 41.10 79.43%
m/z--> 50 100 150 200 250 300 350
Abundance #108842: Octadecanoic acid

. e

73

284

19.IOO 19.I20 19.I4O 19!60
m/z 57.10  76.73%

5000

04
m/z--> 50 100 150 200 250 300 350
Abundance #75072: Tetradecanoic acid
3
43 R e
19.00 19.20 19.40 19.60
5000 129 m/z 73.00 74.31%
185
i T
RECTE P B AT —
m/z--> 50 100 150 200 250 300 350
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L
43 19.00 19.20 19.40 19.60
m/z 55.10 68.82%
73
5000 o84
129
97
185 213 241
ob— ..,u'{.“nmtJ.l. oo 1 RN - R S e —
m/z--> 50 100 150 200 250 300 350 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011019\
Data File : BM018527.D

Acq On : 11 Jan 2019 02:17

Operator : JU/SJ

Sample - K1099-21

Misc :

ALS Vial =: 20 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM010919.M
Quant Title : 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]
2-Pentanone, 4-hy... 4.90 4.3 ng 865096 1 7.76 4002850 20.0
unknown? .30 7.30 110.9 ng 22194600 1 7.76 4002850 20.0
Ethanol, 2-(2-eth... 7.36 11.3 ng 2251800 1 7.76 4002850 20.0
Tridecanoic acid 18.05 10.4 ng 3684690 4 17.16 7086290 20.0
Octadecanoic acid 19.34 4.1 ng 1224440 5 21.35 6012540 20.0
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