LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104060.D
Aca On : 29 Mar 2018 19:21 Instrument :
Operator : JU/SJ E?Afs el

- _ lentosampleld :
3?22'6 : J2093-01 FK-BPM-01-G0-GOA-G01-GO1A
ALS Vial : 18 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:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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 2.299 31 36 48 rVB 64979 96551 4._.40% 0.535%
2 5.204 527 530 543 rBV 49726 69004 3.14% 0.382%
3 5.598 593 597 628 rBV 911922 1657759 75.50% 9.181%
4 6.598 763 767 787 rBV 932927 1786838 81.37% 9.896%
5 6.734 787 790 819 rVB 1350115 2046237 93.19% 11.333%
6 6.969 826 830 852 rVB 323057 575880 26.23% 3.189%
7 7.116 852 855 879 rBVY 1150776 1469073 66.90% 8.136%
8 7.528 922 925 948 rBV 634018 1139650 51.90% 6.312%
9 8.245 1044 1047 1069 rBV 553627 818257 37.26% 4.532%
10 9.316 1225 1229 1246 rBV 1892241 2195822 100.00% 12.161%
11 9.710 1289 1296 1303 rBV 97023 121430 5.53% 0.673%
12 9.910 1327 1330 1335 rBV 41977 39361 1.79% 0.218%
13 10.004 1342 1346 1366 rBvV 826222 903921 41.17% 5.006%
14 10.410 1413 1415 1419 rVB 58687 47896 2.18% 0.265%
15 10.633 1446 1453 1456 rBvV2 18090 24249 1.10% 0.134%
16 10.798 1477 1481 1494 rBV 920198 1180695 53.77% 6.539%
17 10.886 1494 1496 1506 rVB 70919 89796 4._.09% 0.497%
18 11.333 1569 1572 1575 rBvV 24096 23200 1.06% 0.128%
19 11.504 1597 1601 1618 rBvV 583854 803435 36.59% 4 .450%
20 12.880 1832 1835 1839 rVB 32228 24039 1.09% 0.133%

21 13.086 1865 1870 1890 rBV 1429322 1662618 75.72% 9.208%
22 13.963 2015 2019 2024 rBV 52267 66496 3.03% 0.368%
23 14.157 2048 2052 2062 rBV 515496 627285 28.57% 3.474%
24 15.704 2307 2315 2326 rBV 301360 586496 26.71% 3.248%

Sum of corrected areas: 18055988
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF032918\

BF104060.D

29 Mar 2018 19:21

Ju/SJ

J2093-01 FK-BPM-01-G0-GOA-GO1-GO1A
18 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104060.D

Aca On : 29 Mar 2018 19:21

Operator : JU/SJ

ﬁ?ggle : J2093-01 FK-BPM-01-G0-GOA-GO1-GO1A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 3

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

2.30 3.35 ng 96551 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2-MethvIl-5-hexen-3-ol 114 C7H140 032815-70-6 40
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 Silane. ethvltrimethvl- 102 C5H14Si 003439-38-1 36
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 23

Abundance Scan 36 (2.299 min): BF104060.D (-31) (-) m/z 73.10 100.00%
7B
5000
43 55 g7
220 240  2.60
Ol bt e e e | M/z 43.00 33.20%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 T T T T T
43 O 220 240  2.60
87 m/z 55.10 28.19%
0"I'"W"'mﬂ'ﬁqhk"W""ﬁ%"JJ"I"'W"'}Ol"I"'W""I"”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73
s 55 220 240 260
5000 m/z 87.00 26.28%
27
15 81
G s RS AR AR RARRS RARRS ALARS SRR RS LA SRS LRSS SR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol A
73 220 240  2.60
87 m/z 71.10 11.80%
5000 41 55
0 L, \H oesl] so | o7 112 19
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104060.D

Aca On : 29 Mar 2018 19:21

Operator : JU/SJ

ﬁ?ggle : J2093-01 FK-BPM-01-G0-GOA-GO1-GO1A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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.

5.20 2.40 ng 69004 1,4-Dichlorobenzene-d4 6.97
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-Dimethvloxirane-2-carboxvlic... 130 C6H1003 1000306-64-4 25
3 5-Hexen-2-one 98 C6H100 000109-49-9 9
4 Ethanone. 1-(2-methvlcvclopropvl)- 98 C6H100 000930-56-3 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 529 (5.198 min): BF104060.D (-527) (-) m/z 43.00 100.00%
43
59
5000
101 RS S R
| | 83 4.80 5.00 5.20 5.40 5.60
-r—rrt—rtth—rrre e m/z 59.10 58.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 RS SR LR
59 480 5.00 520 5.40 5.60
m/z 101.00 20.89%
15 31 101
o | 25 7 37, 53 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43 59
480 500 520 540 5.60
5000 m/z 58.00 15.88%
29 53 71 83 99
e S I S SULIULS SURIL IS IULILS SULILS SIS LI
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3152: 5-Hexen-2-one SN NN LI B B
43 480 5.00 520 5.40 5.60
m/z 41.00 11.81%
5000
55
0 \ |, 37| a9 | 6571 77 88 98
m/z--> 1'0 2'0 3'0 4'0 5'0 6|O 7'0 8|0 9'0 1(')0 11'0 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104060.D

Aca On : 29 Mar 2018 19:21

Operator : JU/SJ

Sample : J2093-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 unknown6.73 Concentration Rank 1

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

6.73 71.06 ng 2046240 1,4-Dichlorobenzene-d4 6.97
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 789 (6.728 min): BF104060.D (-787) (-) m/z 132.00 100.00%
5000 68 ﬁ\\‘
96 A S LR AN LR
40 5y 7 o7 5 6.40 6.60 6.80 7.00
0 e AR ma m/z 68.05 45_.88%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BESSERERERE SARRE RR
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 31.82%
0 ‘ L1 H (1A L 1
L L N L UL L SIS SRR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 28.10%
41 97
53
29 117
O '|'§8"|%O§" [rrrr Tt
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 17.65%
5000 98 116
o ,\MI,S?,Iqu\,\‘l,,h_ s 8
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104060.D

Aca On : 29 Mar 2018 19:21

Operator : JU/SJ

ﬁ?ggle : J2093-01 FK-BPM-01-G0-GOA-GO1-GO1A
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 5 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.89 2.24 ng 89796 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 86
3 Silane. trichlorooctadecvl- 386 C18H37CI3Si 000112-04-9 83
4 Hexadecane 226 C16H34 000544-76-3 83
5 Tridecane, l1l-iodo- 310 C13H271 035599-77-0 80
Abundance Scan 1497 (10.892 min): BF104060.D (-1494) (-) m/z 57.10 100.00%
g7
85
5000
|113 10,60 10.80 11,00 1120
- !",:‘.'..,.1.72..,....2?0....,....,...., m/z 71.10 83.09%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 AU DU PR BN
10.60 10.80 11.00 11.20
29 m/z 43.05 59.87%
0 Ll Jlﬁ3d1?1‘169 197 240
m/z--> 50 100 150 200 250 300 350 '
Abundance
57
10,60 10.80 11.00 1120
5000 85 m/z 85.05 52.24%
29
0 113 141 169 198
mz-> 50 100 150 200 250 300 350
Abundance #205394: Silane, trichlorooctadecyl-
57 10.60 10.80 11.00 11.20
m/z 41.10 32.59%
5000
85
29
o J‘ | | ) (118135155175 203 231 250 303 331 357 386
m/z--> 50 100 150 200 250 300 350 ' 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\
Data File : BF104060.D

Aca On : 29 Mar 2018 19:21

Operator : JU/SJ

Sample : J2093-01

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 6 Behenic alcohol Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.96 2.12 ng 66496 Chrysene-di12 14.16
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 Carbonic acid. octadecvl 2.2.2-t... 444 C21H39CI1303 1000314-56-3 94
3 1-Heptacosanol 396 C27H560 002004-39-9 94
4 2- Chloropropionic acid. octadec... 360 C21H41Cl02 088104-31-8 93
5 n-Tetracosanol- 354 C24H500 000506-51-4 91

Abundance Scan 2019 (13.963 min): BF104060.D (-2015) (-) m/z 83.00 100.00%
57
5000 111
153 209 13.60 13.80 14.00 14.20
|- .,'-ll'h?"'?,l.... A . m/z 57.10 90.31%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 1l DR R B R
13 60 13. 80 14. oo 14.20
- m/z 55.10 88.07%
ol L LA ‘\ | 707 196 224 252 280 308
m/z--> 55 100 150 260 250 360 3%0
Abundance
55 83
" 13.60 13.80 14.00 14.20
5000 m/z 43.10 82.83%
29 18454 195 224 252
ob— il B L B iy b b A
m/z--> 55 160 150 200 2éo 300 3%0
Abundance #210517: 1-Heptacosanol I B o
57 7 13.60 13.80 14.00 14.20
m/z 69.05 80.86%
5000
125
o 21 ’ | L L1§34181 209 236 264 292 320 350 378
m/z--> 5'0 100 150 2(')0 250 3(')0 3&1;0 13 60 13. 80 14. oo 14 20 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF032918\

Data File : BF104060.D

Acq On : 29 Mar 2018 19:21

Operator : JU/SJ

3?22'6 - J2093-01 FK-BPM-01-G0-GOA-GO1-GO1A
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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... 2.30 3.4 ng 96551 1 6.97 575880 20.0
2-Pentanone, 4-hy... 5.20 2.4 ng 69004 1 6.97 575880 20.0
unknown6.73 6.73 71.1 ng 2046240 1 6.97 575880 20.0
Heptadecane 10.89 2.2 ng 89796 4 11.50 803435 20.0
Behenic alcohol 13.96 2.1 ng 66496 5 14.16 627285 20.0
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