LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112058.D

Aca On : 14 Jan 2019 18:41

Operator : JU/SJ

Sample : K1129-03

Misc :

ALS Vial : 13 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-BF010719.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 2.175 10 15 22 rVB 62392 85123 1.96% 0.243%
2 5.098 507 512 520 rVB 165642 222477 5.12% 0.635%
3 5.510 577 582 585 rBY 3338832 3080150 70.83% 8.793%
4 6.516 748 753 756 rBY 3554574 3822491 87.90% 10.912%
5 6.645 770 775 778 rBVY 3951842 3756990 86.40% 10.725%
6 6.869 809 813 816 rBVY 1070817 908993 20.90% 2.595%
7 7.028 835 840 843 rBY 3069694 2805520 64.52% 8.009%
8 7.428 903 908 911 rBVY 2255074 2277143 52.37% 6.501%
9 8.151 1026 1031 1034 rBV 1362923 1245583 28.64% 3.556%
10 9.227 1208 1214 1217 rBV 4748435 4348539 100.00% 12.414%

11 9.610 1276 1279 1283 rBV 703343 622845 14.32% 1.778%
12 9.904 1325 1329 1333 rBV2 1439143 1212440 27.88% 3.461%
13 10.698 1459 1464 1467 rBV 3004805 2798209 64.35% 7.988%
14 11.392 1578 1582 1585 rBV 1471461 1256620 28.90% 3.587%
15 11.916 1667 1671 1674 rBV 186625 170004 3.91% 0.485%

16 12.974 1847 1851 1854 rBV 4424862 3981352 91.56% 11.366%
17 13.862 1999 2002 2012 rBV 292928 309584 7.12% 0.884%
18 14.033 2027 2031 2034 rBV 868977 807267 18.56% 2.305%

19 14.186 2054 2057 2060 rBvV 57219 52174 1.20% 0.149%

20 14.492 2106 2109 2114 rBV2 84559 88402 2.03% 0.252%

21 14.798 2159 2161 2166 rVB 75244 73927 1.70% 0.211%

22 15.139 2216 2219 2223 rBV 80566 89611 2.06% 0.256%

23 15.509 2277 2282 2288 rBV 691636 940212 21.62% 2.684%

24 15.962 2356 2359 2364 rVB 52525 73195 1.68% 0.209%
Sum of corrected areas: 35028851
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF011419\
Data File : BF112058.D

Aca On : 14 Jan 2019 18:41

Operator : JU/SJ

Sample : K1129-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF010719.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF112058.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112058.D

Aca On : 14 Jan 2019 18:41

Operator : JU/SJ

Sample : K1129-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.10 4.90 ng 222477 1,4-Dichlorobenzene-d4 6.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 9
5 Propane, 2-ethoxy-2-methyl- 102 C6H140 000637-92-3 9

Abundance Scan 512 (5.098 min): BF112058.D (-507) (-) m/z 43.00 100.00%
43
59
5000
1o 480 500 520 540
o...,....,....,....','::..?.1.:~.|,....,....,?.3..,...:,|....,....,....,....,...., m/z 59.10 56.26%
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
5000 R I L L AL
59 480 500 520 540
m/z 101.10 18.72%
15 31 101
| ol 91 .| 83 ,
) R S SR AN AR AR RAREA RARAN AARAN AARA SALRS SRS RARRY
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
59
480 500 520 540
5000 M m/z 58.10 14 .00%
68
Il s0_l] 126 142
R R R SRR AN ARAR ARARA RARRA RAAN LARAN LA RALRS SRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime R R L a o
43 4.80 5.00 5.20 5.40
m/z 40.95 8.77%
5000
101
15 3 | 8 6 86
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112058.D

Aca On : 14 Jan 2019 18:41

Operator : JU/SJ

Sample : K1129-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 unknown6.65 Concentration Rank 1

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

6.65 82.66 ng 3756990 1,4-Dichlorobenzene-d4 6.87
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 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
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 776 (6.651 min): BF112058.D (-770) (-) m/z 132.00 100.00%
5000 68
© s [l o P s ek ok 6ho 760
0 B E e m/z 68.10 35.93%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 IR IS L L
6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 34.31%
0 U AR SR U
m/z--> 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
" 640 6.60 6.80 7.00
5000 m/z 66.10 23.46%
33 aa o 105
0....|....6|0....|0....|..:!-1.5|...|....|....|....
m/z--> 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propiony! R e S EEsmsnas
57 132 6.40 6.60 6.80 7.00
24 m/z 69.10 14 .40%
5000 98 116
o -‘-“‘. ,%%,Iqu\,\‘l,,h_l,,,l,ss,,,,l,l,s?, S | O |
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:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112058.D

Aca On : 14 Jan 2019 18:41

Operator : JU/SJ

Sample : K1129-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.92 2.71 ng 170004 Phenanthrene-d10 11.39
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 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 38
Abundance Scan 1672 (11.921 min): BF112058.D (-1667) (-) m/z 43.10 100.00%
60 73
5000 129
157 213
171 R A SRS U DU
143 185199 11.60 11.80 12.00 12.20
0 m/z 73.00 92.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129 UL L SULRUS BN SR
11. 60 11. 80 12. 00 12 20
m/z 59.95 82.04%
TJJ 143157171185199213
0<
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #72647: Tridecanoic acid
60 73
43 11.60 11.80 12.00 12.20
5000 29 129 m/z 55.05 79.97%
143157 214
0,,,|,\l,,\lm A
m/z--> 20 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid B R o L
43 60 73 11.60 11.80 12.00 12.20
m/z 41.05 72.63%
5000 129
29
‘ 143157171185199 242
O.Fﬁ.k.,ﬁ. e S i
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\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112058.D

Aca On : 14 Jan 2019 18:41

Operator : JU/SJ

Sample : K1129-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 5 1-Octadecene Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
13.86 7.67 ng 309584 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Octadecene 252 C18H36 000112-88-9 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93

Abundance Scan 2002 (13.862 min): BF112058.D (-1999) (-) m/z 43.10 100.00%
43 83
2000 J“L
111
AR BN B SUNRA B
139 168 13.60 13.80 14.00 14.20
o 6 ,J.'..,n.... 29 2B m/z 57.10 99.31%
m/z--> 50 100 150 200 250 300 350
Abundance #104184: 1-Octadecene
57
83
5000 LN LR SR UL I
29 111 13.60 13.80 14.00 14.20
m/z 55.10 95.27%
o L) 1P 168 106 224 252
m/z--> 50 100 150 200 250 300 350
Abundance #194196: Octadecy! trifluoroacetate
57
97 AR BN B SUNR R
13.60 13.80 14.00 14.20
5000 m/z 83.10 83.79%
- 125
oL 4 f7d b | A“,1$4 182 224 252 279297 328348
m/z--> 50 100 150 200 250 300 350 k
Abundance #155046: 1-Heneicosanol PR
55 83 13.60 13.80 14.00 14.20
m/z 69.05 72.87%
5000 111
0 \“ b il ‘ ‘| J\ I 1\ 1?9 L 167 196 238 266 294 NM'J"—J
m/z--> 50 100 150 200 250 300 350 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF011419\
Data File : BF112058.D

Aca On : 14 Jan 2019 18:41

Operator : JU/SJ

Sample : K1129-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF010719._.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 6 Hexatriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

14.49 2.19 ng 88402 Chrysene-di12 14.03
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexatriacontane 507 C36H74 000630-06-8 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Octadecane 254 C18H38 000593-45-3 83

Abundance Scan 2109 (14.492 min): BF112058.D (-2106) (-) m/z 57.10 100.00%

g7
5000 85

14.20 14.40 14.60 14.80

113141169196 225253 983 325

Ot m/z 43.10 80.87%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #235973: Hexatriacontane
5000 LA L L L L LB

14.20 14.40 14.60 14.80
m/z 71.10 57.61%

113141169197 205253 281309337 379 421449477 506

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #202661: Heptacosane
57
AR EEREE L
14.20 14.40 14.60 14.80
5000 85 m/z 85.10 47 .52%
29 113 141 169
oL, 1 197225253281309337 380
I B B e B B B R R B s
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #175559: Tetracosane A EEREE RS
57 14.20 14.40 14.60 14.80
m/z 41.10 35.99%
85
5000
29 113
o |7 ° 141169197 225253 338
e e AR EEREE L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF011419\
Data File : BF112058.D

Acq On : 14 Jan 2019 18:41

Operator : JU/SJ

Sample : K1129-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF010719_.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 4.9 ng 222477 1 6.87 908993 20.0
unknown6 .65 6.65 82.7 ng 3756990 1 6.87 908993 20.0
n-Hexadecanoic acid 11.92 2.7 ng 170004 4 11.39 1256620 20.0
1-Octadecene 13.86 7.7 ng 309584 5 14.03 807267 20.0
Hexatriacontane 14 .49 2.2 ng 88402 5 14.03 807267 20.0
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