LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104772.D

Aca On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample : J2509-01

Misc :

ALS Vial : 23 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 5.028 496 500 510 rBV 91977 122536 4_.29% 0.502%
2 5.440 564 570 573 rBVY 2549451 2715148 95.07% 11.130%
3 6.457 738 743 746 rBVY 2398231 2741024 95.98% 11.236%
4 6.587 760 765 768 rBVY 3062277 2855926 100.00% 11.708%
5 6.810 799 803 806 rBV 730082 593169 20.77% 2.432%
6 6.969 825 830 833 rBVY 2485683 2245612 78.63% 9.206%
7 7.381 894 900 903 rBVY 1643952 1711351 59.92% 7.015%
8 8.092 1017 1021 1027 rBV 883714 742448 26.00% 3.044%
9 9.169 1200 1204 1207 rBvV 3235991 2851526 99.85% 11.689%
10 9.563 1267 1271 1279 rBV 329582 287655 10.07% 1.179%
11 9.769 1303 1306 1310 rBV 57325 44783 1.57% 0.184%
12 9.851 1316 1320 1328 rBV 889940 782681 27.41% 3.209%
13 10.269 1389 1391 1395 rVB 60535 48817 1.71% 0.200%
14 10.645 1451 1455 1463 rBVY 1799301 1685553 59.02% 6.910%
15 10.745 1469 1472 1480 rvVB2 61679 77959 2.73% 0.320%

16 11.339 1569 1573 1577 rBV 763737 706810 24.75% 2.897%
17 12.133 1705 1708 1715 rBV 96152 106059 3.71% 0.435%
18 12.357 1743 1746 1748 rBV2 30751 32342 1.13% 0.133%
19 12.927 1839 1843 1847 rBV 2366987 2356407 82.51% 9.660%
20 13.815 1990 1994 2000 rBV 221539 252097 8.83% 1.033%

21 13.986 2019 2023 2027 rBV 595157 604454 21.16% 2.478%
22 14.457 2099 2103 2112 rBVS 34992 82688 2.90% 0.339%
23 15.086 2207 2210 2214 rVB 144188 153007 5.36% 0.627%
24 15.462 2269 2274 2279 rBV2 343308 446782 15.64% 1.832%
25 15.892 2343 2347 2352 rBV 100534 147122 5.15% 0.603%

Sum of corrected areas: 24393956
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104772.D

Aca On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample : J2509-01

Misc :

ALS Vial : 23 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
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104772.D

Aca On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample : J2509-01

Misc :

ALS Vial : 23 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 6

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

5.03 4.13 ng 122536 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 40
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
3 3-Pentanol 88 C5H120 000584-02-1 25
4 3-Hvdroxv-3-methvl-2-butanone 102 C5H1002 000115-22-0 12
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 500 (5.028 min): BF104772.D (-496) (-) m/z 43.00 100.00%
43
59
5000
101
53, | 83 4.60 4.80 5.00 5.20 5.40
SMEEERNRMRRECERS 1 MRS 1 SRS ot HEM m/z 59.00 62.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 SRR SR
59 460 4.80 5.00 520 5.40
m/z 101.00 25.21%
15 31 101
| 25 7 37, 53, 83 ‘
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
460 480 500 520 540
5000 m/z 58.10 14 .92%
101
15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #2090: 3-Pentanol T e
50 460 4.80 5.00 5.20 5.40
m/z 41.10 9.63%
5000 31
41
15 25 \‘m 53 |l 70 87
m/z--> 10 20 30 40 50 60 70 8 90 100 110 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\BF042418\
Data File : BF104772.D

Aca On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample : J2509-01

Misc :

ALS Vial : 23 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 unknown6.59 Concentration Rank 1

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

6.59 96.29 ng 2855930 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 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 766 (6.592 min): BF104772.D (-760) (-) m/z 132.00 100.00%
32
5000
68
96 0 e 660 6RO 700
40 ,- 54 ‘ 75 104 6.20 6.40 6.60 6.80 7.00
..,....,....,...:;-..‘.‘7.,....??.I.'....,..5??,..!.,.':..,....,....,"...,.. m/z 134.00  34.92%
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 R S IR UL R
6.20 6.40 6.60 6.80 7.00
78 m/z 68.10 29.34%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
o7 620 6.40 6.60 6.80 7.00
5000 m/z 66.00 18.15%
70

31 44 52 g

78 g 105 116
wwwmwwwwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14503: 1H-Benzimidazole, 2-methyl- A o R b
132 6.20 6.40 6.60 6.80 7.00

m/z 96.00 12 .42%

5000

63
15 28 3 52 % 77 90 104 36

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 640 6.60 680 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104772.D

Aca On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample : J2509-01

Misc :

ALS Vial : 23 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 Tetradecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.75 2.21 ng 77959 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane 198 C14H30 000629-59-4 90
2 Heptadecane 240 C17H36 000629-78-7 86
3 Tridecane. 2-methvl- 198 C14H30 001560-96-9 86
4 Pentadecane 212 C15H32 000629-62-9 83
5 Hexadecane 226 C16H34 000544-76-3 78
Abundance Scan 1473 (10.751 min): BF104772.D (-1469) (-) m/z 57.05 100.00%
57
5000 85
ALy, e ., 10401060 1080 1100
SRS M| NN A A | S S S——" £ m/z 71.05 81.69%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59880: Tetradecane
57
5000 85 B UL DU BUE
mmmmmmum
29 m/z 43.10 61.46%
S -~ N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
57
g5 10,40 10.60 10.80 11.00
5000 m/z 85.00 48.18%
29 113

141 169 197 240

RN AR NN AR RN BN SARAN SARAN SARAN BARAS RARRE RAR SR SRR AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #59889: Tridecane, 2-methyl- T
57 10.40 10.60 10.80 11.00
m/z 56.10 24 _.38%

5000
85

29
‘ 113 155 183

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104772.D

Aca On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample : J2509-01

Misc :

ALS Vial : 23 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 Benzene, (1-methyltridecyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.13 3.00 ng 106059 Phenanthrene-d10 11.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (l1l-methvltridecvl)- 274 C20H34 004534-59-2 72
2 Benzene. (l-methvlnonadecvl)- 358 C26H46 002398-66-5 64
3 Benzene. (l-methvlinonvI)- 218 C16H26 004537-13-7 59
4 Benzene. (1-methvlundecvl)- 246 C18H30 002719-61-1 59
5 Benzene, (1-methyldodecyl)- 260 C19H32 004534-53-6 59
Abundance Scan 1707 (12.127 min): BF104772.D (-1705) (-) m/z 105.00 100.00%
105
5000
43 77 11.80 12.00 12.20 12.40
e LA o4 2 “m/z 106.00  13.94%
m/z--> 50 100 150 200 250 300 350
Abundance #122974: Benzene, (1-methyltridecyl)-
105
5000 SRR IR UL IR
11.80 12.00 12.20 12.40
m/z 91.00 10.45%
Al 76 | 131 161 189 217 214
m/z--> 50 100 150 200 250 300 350
Abundance
105
11.80 12,00 12.20 12.40
5000 m/z 43.00 5.38%
s P T 17 w15 03 pm 3o 358
m/z--> 50 100 150 200 250 300 350
Abundance #75972: Benzene, (1-methylnonyl)- R s e A RAREEEEEy
105 11.80 12.00 12.20 12.40
m/z 104.10 5.37%
5000
16 41 79 | 133 161 189 2%8
m/z--> 50 100 150 200 250 300 350 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104772.D

Aca On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample : J2509-01

Misc :

ALS Vial : 23 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 6 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 8.34 ng 252097 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 94
5 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 94

Abundance Scan 1995 (13.821 min): BF104772.D (-1990) (-) m/z 57.00 100.00%

5000

:

13.60 13.80 14.00 14.20
m/z 83.05 96.52%

1¥6 15216813 208 235

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosano
55 83

5

5000 LA B L L L L L L LB
13. 60 13 80 14. OO 14. 20
m/z 43.05 90.61%
29 139
Lol 154 182 210 238 266 294
S Aaaasaneted
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
41 13.60 13.80 14.00 14.20
5000 111 m/z 55.10 89.68%
” 126 154 182 210 937 255 306 M/\//\v/\’-l\m~
mﬁmmmwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #131391: n-Nonadecanol-1 RS EmmEs o L
55 13.60 13.80 14.00 14.20
m/z 97.10 88.69%
5000
29
I 182 210 238 266
S ARmasane s B B R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. 60 13 80 14. OO 14. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104772.D

Aca On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample : J2509-01

Misc :

ALS Vial : 23 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 7 1-Heptacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.74 ng 82688 Chrysene-di12 13.99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 68
2 Heptafluorobutvric acid. pentade... 424 C19H31F702 959261-23-5 64
3 Heneicosvl trifluoroacetate 408 C23H43F302 1000351-76-5 60
4 Docosvl pentafluoropropionate 472 C25H45F502 1000351-80-9 60
5 Eicosyl trifluoroacetate 394 C22H41F302 1000351-75-2 60
Abundance Scan 2104 (14.462 min): BF104772.D (-2099) (-) m/z 57.00 100.00%
57 83
5000 111
300 N
| | 62172 211 241 279 355 14.20 14.40 14.60 14.80
e e m/z 83.05 94 .91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #210517: 1-Heptacosanol
57 |97
5000 LI S B SUULRN SR
125 14.20 14.40 14.60 14.80
m/z 97.10 84 .43%
il \“ Iy ‘ 123 181 209 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
83 R IR B SURIUR B
14.20 14.40 14.60 14.80
5000 111 m/z 43.00 76.62%
29 130 9 210 206
mz-> 50 100 150 200 250 300 350 400
Abundance #215028: Heneicosyl trifluoroacetate B EERR Bam e L
57 14.20 14.40 14.60 14.80
m/z 55.05 64 .93%
5000
125
20 { w | \ ;153 182 210 238 266 294 339 390
m/z--> 5'0 200 250 3(')0 350 4(')0 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF042418\
Data File : BF104772.D

Aca On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample : J2509-01

Misc :

ALS Vial : 23 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 8 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.09 6.85 ng 153007 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Decane. 3.8-dimethvl- 170 C12H26 017312-55-9 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2211 (15.092 min): BF104772.D (-2207) (-) m/z 57.05 100.00%
57
i /\w/\\/\/\LJ\\
5000
141 168 14.80 15.00 15.20 15.40
A '] ;I 190200229 263 285303 327 365 m/z 71.05 63.66%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57
85
5000 LI S B SUILE B
mmmmmmmm
29 113 m/z 85.10 52 .53%
\‘ Al h “\ ‘hw h‘ u‘ l 1?1 | 169 197 225 253 296
m/z--> éo 160 1%0 260 2%0 360 3%0
Abundance
57
14.80 15.00 15,20 15.40
5000 85 m/z 43.10 49.11%
29 113 141 169 197 225 253 205 323 367 NNA~AM#&*MM~%/{WNMVNAMWJ\AJW
m/z--> éo 160 1%0 260 2%0 300 3%0
Abundance #175559: Tetracosane AR EEREE L
57 14.80 15.00 15.20 15.40
m/z 55.00 23.03%
T VMWVWMWWWAWVWMmWAMV
5000
29
s } | J113 141 169 197 225 253 338
m/z--> 5'0 100 150 2(')0 250 300 351;0 14 I80 15. 00 15. 20 15. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF042418\
Data File : BF104772.D

Acq On : 24 Apr 2018 22:22

Operator : JU/SJ

Sample - J2509-01

Misc :

ALS Vial : 23 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... 5.03 4.1 ng 122536 1 6.81 593169 20.0
unknown6 .59 6.59 96.3 ng 2855930 1 6.81 593169 20.0
Tetradecane 10.75 2.2 ng 77959 4 11.34 706810 20.0
Benzene, (1-methy... 12.13 3.0 ng 106059 4 11.34 706810 20.0
1-Heneicosanol 13.82 8.3 ng 252097 5 13.99 604454 20.0
1-Heptacosanol 14.46 2.7 ng 82688 5 13.99 604454 20.0
Heneicosane 15.09 6.8 ng 153007 6 15.46 446782 20.0
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