LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104543.D

Aca On : 16 Apr 2018 20:01

Operator : JU/SJ

Sample : J2369-01

Misc :

ALS Vial : 8 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-BF040618.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 5.022 494 499 506 rBV 110532 144213 4.24% 0.473%
2 5.428 563 568 571 rBVY 2849218 2808494 82.55% 9.213%
3 6.069 674 677 682 rVB 33153 42264 1.24% 0.139%
4 6.451 736 742 746 rBVY 2719847 3221916 94.71% 10.570%
5 6.581 759 764 767 rBVY 3388407 3173995 93.30% 10.412%
6 6.810 799 803 806 rBY 1177514 1003159 29.49% 3.291%
7 6.963 825 829 833 rBVY 2683415 2468039 72.55% 8.096%
8 7.375 894 899 902 rBVY 2227887 2036387 59.86% 6.680%
9 8.092 1017 1021 1024 rBVY 1676063 1336727 39.29% 4 .385%
10 9.169 1199 1204 1207 rBVY 3760585 3401992 100.00% 11.160%
11 9.563 1267 1271 1274 rBV 436293 392698 11.54% 1.288%
12 9.775 1305 1307 1310 rVB 128926 85264 2.51% 0.280%
13 9.851 1316 1320 1329 rVB 1539985 1424434 41.87% 4.673%
14 10.163 1370 1373 1375 rBv4 37619 43932 1.29% 0.144%
15 10.251 1385 1388 1390 rBvV3 54827 56193 1.65% 0.184%

16 10.275 1390 1392 1395 rVV 156057 114983 3.38% 0.377%
17 10.492 1425 1429 1432 rBV 51552 78678 2.31% 0.258%
18 10.639 1450 1454 1458 rBV 2032012 2002215 58.85% 6.568%
19 10.751 1470 1473 1482 rVB 142487 197540 5.81% 0.648%
20 11.198 1547 1549 1551 rBV 56416 42380 1.25% 0.139%

21 11.339 1569 1573 1576 rBV 1662994 1382511 40.64% 4 _535%
22 11.363 1576 1577 1581 rVB 64616 39100 1.15% 0.128%
23 12.927 1839 1843 1847 rBV 2953453 2869091 84.34% 9.412%
24 13.816 1991 1994 2006 rVB 179147 207760 6.11% 0.682%
25 13.980 2018 2022 2026 rBV 950238 944511 27.76% 3.098%

26 15.451 2266 2272 2280 rBV 726615 964535 28.35% 3.164%

Sum of corrected areas: 30483011
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104543.D

Aca On : 16 Apr 2018 20:01

Operator : JU/SJ

Sample : J2369-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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: BF104543.D
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Abundance TIC: BF104543.D
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Abundance TIC: BF104543.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104543.D

Aca On : 16 Apr 2018 20:01

Operator : JU/SJ

Sample : J2369-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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.

5.02 2.88 ng 144213 1,4-Dichlorobenzene-d4 6.81
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 17
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 499 (5.022 min): BF104543.D (-494) (-) m/z 43.00 100.00%
a3
59
5000
T 250 abo 560 8% sk0
83 : : : : :
o...,....,....,....I,'::..?.l.-el,....,....,.~...,...:,....,....,....,....,...., m/z 59.00 57.32%
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 IR I I L
59 460 4.80 5.00 5.20 5.40
m/z 101.00 22.16%
15 31 101
0 ‘ 1 N 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
43
- 460 480 500 520 5.40
5000 m/z 58.00 16.03%
29 101
ok 2 7383
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 e BRamr m e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.79%
5000 41
68
0 150 . 126 147
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104543.D

Aca On : 16 Apr 2018 20:01

Operator : JU/SJ

Sample : J2369-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 unknown6.58 Concentration Rank 1

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

6.58 63.28 ng 3174000 1,4-Dichlorobenzene-d4 6.81
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 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 764 (6.581 min): BF104543.D (-759) (-) m/z 132.00 100.00%
32
5000 68
6 rrrrrTyrTrTrT T T T T T T T
40 _ 54 | 75 104 6.20 6.40 6.60 6.80 7.00
o..,....,....,....,".'..7.,::..??...'....,..?‘.7,....,.':..,.1.1.5.,....,"...,.. m/z 68.10 40.68%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 .
5000 SRR ARERE N SR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 134.00 33.13%
38 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 25.51%
41 97
53 117
79
ol 34 60 89 | 105 124
Wmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14491: 5-Aminoindole R R

132 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.97%

5000

104
66
14 27 37445158 P 7T g9 97 | 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104543.D

Aca On : 16 Apr 2018 20:01

Operator : JU/SJ

Sample : J2369-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 Pentadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

10.75 2.86 ng 197540 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane 212 C15H32 000629-62-9 83
2 Heptadecane 240 C17H36 000629-78-7 80
3 Dodecane. 2-methvl- 184 C13H28 001560-97-0 80
4 Tridecane. l-iodo- 310 C13H271 035599-77-0 80
5 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 72

Abundance Scan 1473 (10.751 min): BF104543.D (-1470) (-) m/z 57.10 100.00%

g7
43 | 1

5000

99 10.40 10.60 10.80 11.00

113127141 157 183 200914 230

(o} m/z 71.10 70.74%
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71393: Pentadecane
57
43
71
5000 LA L L L L L L L L B B
85 10.40 10.60 10.80 11.00
29 m/z 43.10 65.01%
99
0 15 \‘ \‘\ H\ \‘ 1A \‘ 113 127 141 155 169183 212
T e e e e e e e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
57
43 4 MM
85 10.40 10.60 10.80 11.00
5000 m/z 85.10 48.24%
99
29 113 127
o 15 141155169183197211 240
R R RAs B o e e L IR A s o
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48851: Dodecane, 2-methyl- B AaEs mEEEE T
43 57 10.40 10.60 10.80 11.00
m/z 41.10 30.33%
5000 n 85
29 9 141
B a o L R L A RARAREEEE o R B .
m/z--> 0 20 40 60 80 100 120 140 160 180 200 220 240 10 40 10. 60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF041618\
Data File : BF104543.D

Aca On : 16 Apr 2018 20:01

Operator : JU/SJ

Sample : J2369-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040618_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 4.40 ng 207760 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Behenic alcohol 326 C22H460 000661-19-8 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 93
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 1995 (13.821 min): BF104543.D (-1991) (-) m/z 57.05 100.00%
7
5000 NJL\.M
R AN S SO B
182 13.60 13.80 14.00 14.20
o 1637, 203, 230 m/z 83.05 96.98%
m/z--> 50 100 150 200 250 300 350
Abundance #155046: 1-Heneicosanol
55
5000 LN BRI B BULLIL B
anmmmmm
29 m/z 97.10 87.70%
139
oL | \‘ \‘ n A 167 196 238 266 294
m/z--> 56 200 2%0 360 3%0
Abundance
55 83
"' 1360 13.80 14.00 14.20
5000 11 m/z 55.05 83.25%
29
0 139 167 196 224 252 280 308 NAAww“A“Amh~wwﬂ\wvmwvvhuthNw
m/z--> 55 160 150 200 2%0 300 3%0
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester e RS ma s )
13.60 13.80 14.00 14.20
83 m/z 43.05 82 .35%
5000 111
29
o u \h139 163182 210 237255 356
m/z--> 50 1 150 2(')0 251;0 3(')0 351;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\BF041618\
Data File : BF104543.D

Acq On : 16 Apr 2018 20:01

Operator : JU/SJ

Sample - J2369-01

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040618_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... 5.02 2.9 ng 144213 1 6.81 1003160 20.0
unknown6 .58 6.58 63.3 ng 3174000 1 6.81 1003160 20.0
Pentadecane 10.75 2.9 ng 197540 4 11.34 1382510 20.0
1-Heneicosanol 13.82 4.4 ng 207760 5 13.99 944511 20.0
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