LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111824.D

Aca On : 3 Jan 2019 16:43

Operator : JU/SJ

Sample : K1017-05

Misc :

ALS Vial : 9 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-BF121918.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 2.204 14 20 25 rBv 114987 164691 2.90% 0.342%
2 3.440 227 230 241 rBV 69842 160391 2.82% 0.333%
3 5.122 507 516 524 rBV 268078 348598 6.13% 0.723%
4 5.540 582 587 590 rBY 5487070 5076953 89.30% 10.529%
5 6.545 753 758 763 rBVY 5343958 5685318 100.00% 11.791%
6 6.681 776 781 784 rBVY 5656184 5470466 96.22% 11.345%
7 6.904 815 819 822 rBVY 1819185 1615146 28.41% 3.350%
8 7.057 841 845 849 rBVY 4498283 4228871 74.38% 8.770%
9 7.463 908 914 917 rBVY 3722184 3463501 60.92% 7.183%
10 8.186 1033 1037 1040 rBV 1992235 1778351 31.28% 3.688%

11 9.257 1215 1219 1222 rBV 5323837 4573105 80.44% 9.484%
12 9.645 1282 1285 1290 rBV 708013 547275 9.63% 1.135%
13 9.939 1331 1335 1339 rBV 2682887 2217631 39.01% 4 _599%
14 10.727 1465 1469 1473 rBV 4250173 3947650 69.44% 8.187%

15 10.851 1486 1490 1493 rVB3 47942 68660 1.21% 0.142%
16 11.427 1584 1588 1590 rBV 1784012 1603816 28.21% 3.326%
17 11.445 1590 1591 1594 rVB 87225 57998 1.02% 0.120%
18 11.945 1674 1676 1680 rBvV2 112006 92860 1.63% 0.193%
19 12.639 1790 1794 1798 rVB 95230 89190 1.57% 0.185%

20 12.863 1827 1832 1837 rBV3 79460 133863 2.35% 0.278%

21 13.010 1852 1857 1860 rBV 3763350 3353738 58.99%% 6.955%
22 13.580 1951 1954 1960 rVB 52097 60033 1.06% 0.124%
23 13.904 2005 2009 2015 rVB2 196925 252031 4.43% 0.523%
24 14.063 2032 2036 2039 rBV 1225078 1161706 20.43% 2.409%
25 14.227 2061 2064 2068 rVB 85800 82804 1.46% 0.172%

26 14.533 2113 2116 2121 rVB 119127 115004 2.02% 0.239%
27 14.845 2166 2169 2173 rBV 101923 96338 1.69% 0.200%
28 15.121 2213 2216 2218 rBV 127392 179392 3.16% 0.372%
29 15.192 2225 2228 2233 rBV 152220 180581 3.18% 0.374%
30 15.557 2285 2290 2300 rVB2 880519 1267510 22.29% 2.629%

31 16.027 2367 2370 2376 rVB 95875 145975 2.57% 0.303%

Sum of corrected areas: 48219446
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF010319\

BF111824.D
3 Jan 2019 16:43
JussJ
K1017-05
9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111824.D

Aca On : 3 Jan 2019 16:43

Operator : JU/SJ

Sample : K1017-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Butane, 2-methoxy-2-methyl- Concentration Rank 9

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

2.20 2.04 ng 164691 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Boronic acid. ethvl-. dimethvl e... 102 C4H11B02 007318-82-3 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 19 (2.199 min): BF111824.D (-14) (-) m/z 73.10 100.00%
741
5000 43.0
55.1 87.1
| ‘ 2.20 2.30 2.40 2.50 2.60
e el e Tm/Z 43,05 42.83%
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 U IR USRI AR AR
430 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 55.10 28.22%
29.0
'w'“'w'*l“'wtl'w'“l“'w'“'w'“l“'w'“'w'“l“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #13743: 2,2,4-Trimethyl-3-pentanol
73.0
410 g5, 87.0 2.20 2.30 2.40 2.50 2.60
5000 ' m/z 87.10 25.77%
29.0
so I ULl 7.0
mz-> 10 20 30 4'0 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl- AR B RRa mEE
55.0 73.0 2.20 2.30 2.40 2.50 2.60
m/z 41.10 17.19%
5000
43.0
?1"0 L | , 830 970 115.0
m/z--> 10 20 30 40 50 60 70 8 90 100 110 120 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111824.D

Aca On : 3 Jan 2019 16:43

Operator : JU/SJ

Sample : K1017-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 4

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

5.12 4.32 ng 348598 1,4-Dichlorobenzene-d4 6.90
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 36
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 25
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 516 (5.122 min): BF111824.D (-507) (-) m/z 42.95 100.00%
43.0
59.1
5000
| - 1°|“ 480 5.00 520 540
"W”'W””I””w'”PJ'P”W'”W”'W””I””P'”P“'P”W'”W m/z 59.10 53.10%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L UL I
59.0 480 500 520 540
0,
150 4, 1010 m/z 101.10 16.04%
R , 83.0 ,
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)-
54.0
480 5.00 520 540
5000 m/z 58.00 14.19%
41.0
"WH'WHJHM'“A“WH¢W“'J%QW§QRH'W“'W“'WH'W“'W“'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester B e R R
54.0 480 5.00 5.20 5.40
m/z 41.00 8.77%
5000 41.0
e e T30 1260 1ap0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111824.D

Aca On : 3 Jan 2019 16:43

Operator : JU/SJ

Sample : K1017-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 3 unknown6.68 Concentration Rank 1

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

6.68 67.74 ng 5470470 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9

Abundance Scan 781 (6.681 min): BF111824.D (-776) (-) m/z 132.10 100.00%
13p.1
5000 68.1
96.1 UL A L R
40.0 541 J 6.40 6.60 6.80 7.00
M.':?‘F-F. TR | — m/z 68.10 41.28%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 AR RARSS RN RS

6.40 6.60 6.80 7.00
m/z 134.00 33.69%

31.0 51.0
B Y R W S | I |
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
R e
6.40 6.60 6.80 7.00
5000 m/z 66.10 27.12%
70.
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl R
57.0 132.0 6.40 6.60 6.80 7.00
4.0 m/z 69.10 16.43%
116.0
5000 98.0
SN N R Y A Y- O (U | I
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Data Path
Data File

Aca On

Operator

Sample
Misc

ALS Vial

Quant Method
Quant Title

- JU/SJ

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA F\DATA\BF010319\
BF111824.D

3 Jan 2019 16:43

K1017-05

9 Sample Multiplier: 1

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

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Oxalic acid, octadecyl prop...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.90 4.34 ng 252031 Chrysene-di12 14.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Oxalic acid. octadecvl propvl ester 384 C23H4404
2 Oxalic acid. hexadecvl propvl ester 356 C21H4004
3 Oxalic acid. pentadecvl propvl e... 342 C20H3804

4 Dotriacontvl pentafluoropropionate 612 C35H65F502

1000309-27-0 91
1000309-26-9 91
1000309-26-8 91
1000351-81-4 90

5 1-Octadecene 252 C18H36 000112-88-9 83
Abundance Scan 2008 (13.898 min): BF111824.D (-2005) (-) m/z 57.10 100.00%
51.
5000
1822007 02341 280.3305.1 13.60 13.80 14.00 14.20
el 270 m/z 43.10 95.12%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #204512: Oxalic acid, octadecy! propy! ester
43.0
5000 LA L L L L L L L L LB
1.0 13.60 13.80 14.00 14.20
m/z 55.10 79.91%
125.0 291.0
A ', .153.0 182.0 224.0 252.0 340.0
et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #187989: Oxalic acid, hexadecy! propy! ester
43.0
o
13.60 13.80 14.00 14.20
5000 71.0 m/z 83.10 68.07%
97.0
269.0
Cdob ‘ 1250 1540 196.0 224.0 3120
o A e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178430: Oxalic acid, pentadecy! propy! ester R R R
43.0 13.60 13.80 14.00 14.20
m/z 69.10 60.95%
71.0
5000 97.0 255.0 AﬁumhwvaﬁMwA&MmﬂrqLWWNMM
Ly 125.0 153 9 182.0 210.0 298.0
P T T T T T [ T e o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111824.D

Aca On : 3 Jan 2019 16:43

Operator : JU/SJ

Sample : K1017-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Octadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.19 2.85 ng 180581 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Nonadecane 268 C19H40 000629-92-5 96
3 Heneicosane 296 C21H44 000629-94-7 95
4 Tridecane. l1l-iodo- 310 C13H271 035599-77-0 93
5 Eicosane 282 C20H42 000112-95-8 93

Abundance Scan 2228 (15.192 min): BF111824.D (-2225) (-) m/z 57.10 100.00%

51.1
5000

14.80 15.00 15.20 15.40 15.60

| J .ll L 141, { 184 0 219.2 268.1300.1 3581 425.4

O——ply 4y T e it m/z 43.10 67.50%
m/z--> 50 100 150 200 250 300 350 400
Abundance #105886: Octadecane
57.0
5000 LA L L L L L L L L LB
14. 80 15. OO 15 20 15. 40 15. 60
0 m/z 71.10 60.42%
| 141.0 183.0 254.0
S 5 R S A e
m/z--> 50 100 150 200 250 300 350 400
Abundance #117638: Nonadecane
57.0
T T
14.80 15.00 15.20 15.40 15.60
5000 m/z 85.10 40.23%
99.0
zs‘lo} § |y 140 1830 2250 2630
L e e B TR L e e e o o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance #141424: Heneicosane e AR RE s
57.0 14.80 15.00 15.20 15.40 15.60
m/z 55.10 27.07%
5000
99.0
14,0/ | \J 141.0 1830 2250 2960
....,.... ....,....,.... T T T T
m/z--> 50 100 150 200 250 300 350 400 14. 80 15. 00 15 20 15. 40 15. 60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF010319\
Data File : BF111824.D

Aca On : 3 Jan 2019 16:43

Operator : JU/SJ

Sample : K1017-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF121918_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 9 Tricosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.30 ng 145975 Perylene-di12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tricosane 324 C23H48 000638-67-5 90
2 Octadecane. 2-methvl- 268 C19H40 001560-88-9 89
3 Hexadecane 226 C16H34 000544-76-3 86
4 Dodecane. 2-methvl- 184 C13H28 001560-97-0 70
5 Hexacosane 366 C26H54 000630-01-3 68
Abundance Scan 2370 (16.027 min): BF111824.D (-2367) (-) m/z 57.10 100.00%
51.1
5000
99.1 UL AN SR UL B

39.1  196.2226.1  281.1 315.1345.1 381.2 15.80 16.00 16.20 16.40
. ..,-.'!'.'|. m/z 71.05 59.98%

m/z--> 50 100 150 200 250 300 350 400
Abundance #164579: Tricosane
57.0
5000 LA L L L L L L L LB
15.80 16.00 16.20 16.40
99.0 m/z 43.10 55.88%
21,0/ | T 1410 1970 2530 824.0
2l 0 O I P o L N W
m/z--> 50 100 150 200 250 300 350 400
Abundance #117648: Octadecane, 2-methyl-
43.0
R N R A REEEmmas
15.80 16.00 16.20 16.40
5000 m/z 85.10 47.75%
85.0
\‘ J‘ || f210 169.0 22502540

T T T T T T

T
m/z--> 50 100 150 200 250 300 350

T
400

Abundance #83025: Hexadecane R mEEEE RS S
57.0 15.80 16.00 16.20 16.40
m/z 41.10 24 .63%
5000
2700 | Jggoj 1410 183.0 226.0
A R
m/z--> 50 100 150 200 250 300 350 400 15.80 16.00 16.20 16.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF010319\
Data File : BF111824.D

Acq On : 3 Jan 2019 16:43

Operator : JU/SJ

Sample : K1017-05

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF121918_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]
Butane, 2-methoxy... 2.20 2.0 ng 164691 1 6.90 1615150 20.0
2-Pentanone, 4-hy... 5.12 4.3 ng 348598 1 6.90 1615150 20.0
unknown6 .68 6.68 67.7 ng 5470470 1 6.90 1615150 20.0
Oxalic acid, octa... 13.90 4.3 ng 252031 5 14.06 1161710 20.0
Octadecane 15.19 2.9 ng 180581 6 15.56 1267510 20.0
Tricosane 16.03 2.3 ng 145975 6 15.56 1267510 20.0
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