LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121318\

Data File : BF111394.D

Aca On - 14 Dec 2018 2:26 Instrument :

Operator : JU/SJ EﬁAfs el
- _ lentosampleld :

3?22'6 : J6322-23 SUP-6-C-1-120618

ALS Vial : 24 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121218 .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 5.016 489 498 507 rBV 291031 430502 5.54% 0.708%
2 5.428 563 568 572 rBVY 6140588 6813403 87.63% 11.198%
3 6.445 735 741 752 rBVY 6307041 7775009 100.00% 12.778%
4 6.569 757 762 766 rBY 6756768 7135435 91.77% 11.727%
5 6.792 796 800 804 rBVY 2104948 1674339 21.53% 2.752%

6.951 823 827 830 rBV 6432395 6062928 77.98% 9.964%
7.357 890 896 899 rBV 4970934 5052101 64.98% 8.303%
8.075 1014 1018 1032 rBV 2458779 2085365 26.82% 3.427%
8472994 7669403 98.64% 12.604%
9.545 1264 1268 1272 rBV 705309 581319 7.48% 0.955%
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11 9.828 1312 1316 1320 rBV 2145335 1892498 24.34% 3.110%
12 10.616 1446 1450 1462 rBV 3485069 3456275 44.45% 5.680%
13 11.310 1564 1568 1571 rBV 1676277 1504101 19.35% 2.472%
14 11.845 1656 1659 1670 rBV 742676 746426 9.60% 1.227%
15 12.521 1771 1774 1777 rBV 111327 106754 1.37% 0.175%

16 12.551 1777 1779 1787 rVB2 81986 105495 1.36% 0.173%
17 12.627 1789 1792 1798 rBV 186088 234204 3.01% 0.385%
18 12.898 1834 1838 1842 rBV 5154516 4912891 63.19% 8.074%
19 13.804 1988 1992 2001 rBV 448612 608376 7.82% 1.000%
20 13.945 2012 2016 2020 rBV 1060774 1043082 13.42% 1.714%

21 14.433 2096 2099 2105 rVB4 65489 89939 1.16% 0.148%
22 15.386 2256 2261 2265 rBV 708382 867482 11.16% 1.426%

Sum of corrected areas: 60847327
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF121318\

Data File : BF111394.D

Aca On - 14 Dec 2018 2:26

Operator : JU/SJ

ﬁ?ggle i J6322-23 SUP-6-C-1-120618
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF121218.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF111394.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121318\

Data File : BF111394.D

Aca On - 14 Dec 2018 2:26

Operator : JU/SJ

ﬁ?ggle i J6322-23 SUP-6-C-1-120618
ALS Vial : 24 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1I\BNA F\METHODS\8270-BF121218_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 5

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

5.02 5.14 ng 430502 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 33
3 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 23
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 499 (5.022 min): BF111394.D (-489) (-) m/z 43.00 100.00%
43.0
59.1
5000
1oL 250 4B 500 850 540
Ob et el 889 830 "m/z 59.10 54.79%
m/z--> 10 20 30 40 50 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RSN LR LS AR
59.0 460 480 500 520 540
0
150 a0 1010 m/z 101.10 17.36%
: 83.0
0 | M ! !
LR UL SRR SR UL LRI FULRLEL IR SO SO S B
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
460 4.80 500 520 540
5000 m/z 58.05 15.07%
41.0
29.0 101.0
o o 1], 800 || 730 86.0 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8205: Acetic acid, 1,1-dimethylethy!| ester
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.61%
5000 57.0
29.0
‘ 101.0
0"'l“"|“'Mﬂ“'J|“"|““'|“"|“?g?“"|”"J“"w
m/z--> 10 40 50 70 80 90 100 110 460 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121318\

Data File : BF111394.D

Aca On - 14 Dec 2018 2:26

Operator : JU/SJ

ﬁ?ggle i J6322-23 SUP-6-C-1-120618
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 2 unknown6.57 Concentration Rank 1

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

6.57 85.23 ng 7135440 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1.3.5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 762 (6.569 min): BF111394.D (-757) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 T e T T T
40.1 544 J 6.20 6.40 6.60 6.80 7.00
0 S0 A .2 | m/z 68.10 43.42%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 LR N R
620 640 6.60 6.80 7.00
310 510 m/z 134.00 32.96%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
620 640 6.60 6.80 7.00
5000 67.0 m/z 66.05 28.10%
41.0 97.0
‘ ‘ 117.0
oL ...“i“. .%1’.0"‘.“‘.‘.%::‘"?..al....“l..H.l....|....|....
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e .k, T
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.05 17 .35%
74.0
5000 98.0 116.0
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l SN L GN—
m/z--> 40 60 80 100 120 140 160 180 6.20 640 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121318\

Data File : BF111394.D

Aca On - 14 Dec 2018 2:26

Operator : JU/SJ

ﬁ?ggle i J6322-23 SUP-6-C-1-120618
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.85 9.93 ng 746426 Phenanthrene-d10 11.31
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 81
5 Dodecanoic acid 200 C12H2402 000143-07-7 80

Abundance Scan 1660 (11.851 min): BF111394.D (-1656) (-) m/z 72.95 100.00%

43.0 73.0
5000 129.1

11. 60 11. 80 12. OO 12 20
o/ M— m/z 43.05 99.99%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0

5000 129.0 L L B i e B B
11. 60 11. 80 12. OO 12 20

83.0 -
157.0 g5 2130 256.0 m/z 60.00 93.89%
o 4 ,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72646: Tridecanoic acid
a30 | 30
R A REERE L e
11.60 11.80 12.00 12.20
5000 m/z 57.05 91.02%
‘ o0 129.0 1710 214.0
o...,....,...........,....,....,??.2:?....,....,.... S
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid R e AT AR AT
43.0 73.0 11. 60 11. 80 12. OO 12 20

m/z 55.10 75.57%

5000 129.0 ‘—\L
0150\‘ .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121318\

Data File : BF111394.D

Aca On - 14 Dec 2018 2:26

Operator : JU/SJ

ﬁ?ggle i J6322-23 SUP-6-C-1-120618
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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

o

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Peak Number 5 Octadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.63 4.49 ng 234204 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Nonadecanoic acid 298 C19H3802 000646-30-0 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
Abundance Scan 1792 (12.627 min): BF111394.D (-1789) (-) m/z 43.10 100.00%
3.0
2000 MJ\JLWM
129.1
T 1 2u3 i 156 1580 1300
208.0 284.3 . . . )
o 1549 381 "7z 73.00 92.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131262: Octadecanoic acid
73.0
129.0
5000 2840 LI L L LR B TTT
. ) nmnmnmnm
’ m/z 57.10 82.25%
0 : :
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #95855: Pentadecanoic acid
43.0 730
12140 1260 12:80 13.00
5000 129.0 m/z 55.10 78.25%
II!”II” ,\J/L\\MJW
I I I I

Abundance #143132: Nonadecanoic acid L Bt S R,
43.0 12.40 12.60 12.80 13.00
73.0 m/z 59.95 75.80%
5000
255.0
ol L 157.0 185.0 2130
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF121318\

Data File : BF111394.D

Aca On - 14 Dec 2018 2:26

Operator : JU/SJ

ﬁ?ggle i J6322-23 SUP-6-C-1-120618
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121218_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 6 Cycloeicosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.80 11.67 ng 608376 Chrysene-di12 13.94
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloeicosane 280 C20H40 000296-56-0 95
2 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
4 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 94
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
Abundance Scan 1991 (13.798 min): BF111394.D (-1988) (-) m/z 57.10 100.00%

11 83.1

5000
111.1

:

139.1168 11041 065.0 6.1 13.40 13.60 13.80 14.00 14.20
o L 201108 116 12231 205029513013%1  "m/z 43.10 99.01%

m/z--> 50 100 150 200 250 300 350
Abundance #127768: Cycloeicosane

83.0

%

5000 TT T T[T T T T [T T T T[T T TT[TT
111.0 13. 40 13 60 13 80 14. 00 14 20
: m/z 55.05 95.43%
0 I | 1139 0 168.0196.0 224.0252.0 280.0
- T I I T T T T T T T I T T T T T I T
m/z--> 100 150 200 250 300 350
Abundance #185169: Heptadecy! trifluoroacetate
0
T T T T T

3

9.0
50
57.
910 13.40 13.60 13.80 14.00 14.20
5000 m/z 83.10 84.57%
20.0 125.0
o | \\ I ‘[ 1540182.0210.02380 2830  334.0
- T I I T T

m/z--> 100 150 200 250 300 350
Abundance #194196: Octadecyl trifluoroacetate R e B SRR
57.0 13.40 13.60 13.80 14.00 14.20

m/z 97.05 72.65%
97.0
5000
125.0

0 I ‘l‘ 154 0182.0 224.0 252.0 297.0 348.0
- T IIIIIIIII IIIIIIIIIII IIIIIIIIIIIIIIIIII
m/z--> 50 100 150 200 250 300 350 13. 40 13 60 13 80 14. 00 14 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF121318\

Data File : BF111394.D

Acq On : 14 Dec 2018 2:26

Operator : JU/SJ

3?22'6 i J6322-23 SUP-6-C-1-120618
ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121218_M
Quant Title : 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... 5.02 5.1 ng 430502 1 6.79 1674340 20.0
unknown6 .57 6.57 85.2 ng 7135440 1 6.79 1674340 20.0
n-Hexadecanoic acid 11.85 9.9 ng 746426 4 11.31 1504100 20.0
Octadecanoic acid 12.63 4.5 ng 234204 5 13.94 1043080 20.0
Cycloeicosane 13.80 11.7 ng 608376 5 13.94 1043080 20.0
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