LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110640.D

Aca On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample : J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON

Sampling : 1

Start Thrs: 0.2

Stop Thrs - O

Filtering: 5
Min Area: 3 % of largest Peak
Max Peaks: 100

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-BF110818 .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 2.281 28 33 49 rVB 102278 145532 2.87% 0.490%
2 4.093 332 341 345 rBVY 3391231 5071700 100.00% 17.090%
3 5.198 525 529 546 rBV 72025 110366 2.18% 0.372%
4 5.569 587 592 595 rBVY 2311327 2439308 48.10% 8.220%
5 6.575 757 763 778 rBVY 2327834 2752297 54.27% 9.274%
6 6.716 782 787 790 rBVY 2731769 2659334 52.43% 8.961%
7 6.945 822 826 832 rBV 544797 509439 10.04% 1.717%
8 7.098 848 852 856 rBY 2130516 2021824 39.86% 6.813%
9 7.510 917 922 925 rBVY 1621185 1676413 33.05% 5.649%
10 8.222 1039 1043 1055 rBVY 624694 674034 13.29% 2.271%
11 9.298 1220 1226 1230 rBv 3038132 3209128 63.28% 10.814%
12 9.692 1289 1293 1298 rBV 141005 128670 2.54% 0.434%
13 9.986 1338 1343 1354 rVB 824368 795438 15.68% 2.680%
14 10.780 1473 1478 1490 rBV 1993620 1988411 39.21% 6.700%
15 11.480 1593 1597 1605 rBvV 872396 837153 16.51% 2.821%
16 13.069 1861 1867 1870 rBVY 3160016 3171053 62.52% 10.685%
17 13.933 2011 2014 2027 rVB 90437 126338 2.49% 0.426%
18 14.127 2044 2047 2058 rBvV 677354 646904 12.76% 2.180%
19 14.874 2169 2174 2181 rVB2 48569 62748 1.24% 0.211%
20 15.227 2230 2234 2237 rBV 49633 59375 1.17% 0.200%
21 15.621 2296 2301 2303 rBV 52836 75183 1.48% 0.253%
22 15.651 2303 2306 2318 rVB 278546 392427 7.74% 1.322%
23 16.074 2373 2378 2384 rVB2 47835 70430 1.39% 0.237%
24 16.604 2462 2468 2477 rVB 27332 53546 1.06% 0.180%

Sum of corrected areas: 29677051
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110640.D

Aca On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample : J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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: BF110640.D

3000000
6.72
2500000 557 6.57
7.10
2000000
7.51
1500000

1000000

6.95
500000

| | L
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T
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Abundance TIC: BF110640.D
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3000000

2500000
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1500000
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Abundance TIC: BF110640.D

3000000
2500000
2000000
1500000
1000000

14.13
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110640.D

Aca On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample : J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 4

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

2.28 5.71 ng 145532 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Silane. tetramethvl- 88 C4H12Si 000075-76-3 35
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9

Abundance Scan 33 (2.281 min): BF110640.D (-28) (-) m/z 73.10 100.00%
73.1
5000 43.0
55.1 87.1
| 2.202.302.402.50 2.602.70
Y A X N OO SO U (S m/z 43.05 40.28%
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 SRR AR SRS AR RN AR
43.0 2.202.302.402.50 2.602.70
550 87.0 m/z 55.10 28.01%
29.0
G L S UL S I SIS S I IR UL
m/z--> 0 10 20 30 40 50 60 70 80 90
Abundance #1995: Silane, tetramethyl-
73.0
2.202.302.402.50 2.602.70
5000 m/z 87.10 25.86%
43.0
oL_20 150 29.0 || 530 650 | 88.0
miz--> 0 10 20 30 40 50 60 70 8 90
Abundance #2051: 1,3-Dioxolane, 2-methyl-
73.0 2.202.302.402.50 2.602.70
m/z 41.10 13.47%
5000 43.0
58.0
0 ”'l"'w'"'|“"“"'w**"l“"l"'w'*"l“"l"'
m/z--> 0 10 20 30 40 50 60 70 80 90 2.202.302.402.50 2.602.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110640.D

Aca On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample : J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown5.20 Concentration Rank 5

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

5.20 4.33 ng 110366 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 39
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 25
5 3-Hexanol 102 C6H140 000623-37-0 25

Abundance Scan 529 (5.198 min): BF110640.D (-525) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
| 83.0 | 480 5.00 520 5.40 5.60
ot bt e e m/z 59.00 57.99%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 RN UL AL I I
59.0 480 500 520 540 5.60
m/z 101.10 19.04%
o o | 830 093,0'%}"
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
o 450 500 550 540 560
5000 m/z 58.00 14 .36%
20.0 101.0
ol B0 Al 730 830
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4119: Butyl aldoxime, 3-methyl-, syn- T R b
59.0 480 5.00 520 5.40 5.60
m/z 41.10 9.56%
41.0
5000
86.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 4.80 5.00 520 540 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110640.D

Aca On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample : J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 unknown6.72 Concentration Rank 2

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

6.72 104.40 ng 2659330 1,4-Dichlorobenzene-d4 6.95
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 788 (6.722 min): BF110640.D (-782) (-) m/z 132.00 100.00%
132.0
5000
68.1
wosio | %0 L, | IR )
o} L L L T O o T m/z 68.10 34 .13%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 6r.0 SANRASENAASE AR RRARS

6.40 6.60 6.80 7.00
m/z 134.00 34 .05%

0 SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
T s R
74.0 6.40 6.60 6.80 7.00
5000 980 1160 m/z 66.00 21.80%
b M L L a0 o
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14105: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- L B A
132.0 6.40 6.60 6.80 7.00
m/z 96.00 13.06%
117.0
5000
39.0 91.0
o T
0 | ‘\ \‘\\ ‘M L oy wl ‘\ m ‘
7t e s e AR
m/z--> 20 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\BF110918\
Data File : BF110640.D

Aca On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample : J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heptadecyl heptafluorobutyrate Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.93 3.91 ng 126338 Chrysene-di12 14.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Heptadecvl heptafFluorobutvrate
2 Heptadecvl trifluoroacetate

3 Octacosanol

452 C21H35F702
352 C19H35F302
410 C28H580

959085-66-6 95
1000351-87-0 94
000557-61-9 91

1000351-80-8 91
079392-43-1 91

444 C23H41F502
366 C20H37F302

4 Eicosvl pentafluoropropionate
5 Octadecyl trifluoroacetate

Abundance Scan 2013 (13.927 min): BF110640.D (-2011) (-) m/z 43.05 100.00%
43.0
83.0
5000
e
l l H‘ll 070 13.60 13.80 14.00 14.20
o B m/z 55.00 95.45%
miz--> 50 100 150 200 250 300 350 400
Abundance #227400: Heptadecy! heptafluorobutyrate
57.0
5000 TT LR B TTT T T
13.60 13.80 14.00 14.20
m/z 57.00 89.95%
1690
0 l] I 137 9 238, 0 283.0 434.0
ey N s
mz--> 50 150 200 250 300 350 400
Abundance #185169: Heptadecy! trifluoroacetate
57.0
. e
9r.0 13.60 13.80 14.00 14.20
5000 m/z 69.00 78.68%
oLab | 1390 4800 2380 2830 3340 Mwij\w%»
el et e
mz--> 5 100 150 200 250 300 350 400
Abundance #215904: Octacosanol R a R mamEE L
57.0 13.60 13.80 14.00 14.20
9.0 m/z 83.05 73.38%
h \/»/\'L\A
39.0
oLt L] ( ‘ | | } |, 181.0 2220 292.0 334.0 392.0
e g e e e
mz--> 50 100 150 200 250 300 350 400 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110640.D

Aca On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample : J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.23 3.03 ng 59375 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Pentacosane 352 C25H52 000629-99-2 87
3 Hexacosane 366 C26H54 000630-01-3 87
4 Hentriacontane 437 C31H64 000630-04-6 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2234 (15.227 min): BF110640.D (-2230) (-) m/z 57.05 100.00%
57.0
85.0
5000
VL) e oo 15100 15,20 1540 15,60
D [P P " Y i e e m/z 71.05 63.76%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
85.0
5000 LR B SULRLL IR B

15.00 15.20 15.40 15.60
m/z 43.00 61.77%

29.0 13 0
oL J Ly ] 1410160.0197.0225.0253.0 2960
e e e R
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
R
15.00 15.20 15.40 15.60
5000 850 m/z 85.05 53.00%
13.0
oL 29y tﬂh{‘ﬂ4}°}6%0| 211.0239.0267.0295.0323.0352.0
e e B T
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane R B m e S S
57.0 15.00 15.20 15.40 15.60
m/z 55.00 21.45%
5000 85.0
13.0
OZ%MWLMfWMWm%wMQMEw 295.0 366.0
R S e R
m/z--> 50 100 150 200 250 300 350 15.00 15.20 15.40 15.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110640.D

Aca On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample : J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hexacosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.07 3.59 ng 70430 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 90
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentacosane 352 C25H52 000629-99-2 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 2-methyloctacosane 408 C29H60 1000376-72-8 87
Abundance Scan 2377 (16.068 min): BF110640.D (-2373) (-) m/z 57.10 100.00%
57.1
5000
99.0 U R SUR UGN AR
l | 155.1 192.9 15.80 16.00 16.20 16.40
o N N T s — m/z 71.05 57.88%
m/z--> 50 100 150 200 250 300 350
Abundance #194494: Hexacosane
57.0
5000 L B BULELLN BRI B

15.80 16.00 16.20 16.40
m/z 43.05 55.13%

Oznol] J Jl|| 141.0 1830 2250 267.0 309.0  366.0

L A e B e AR an
m/z--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
R R
15.80 16.00 16.20 16.40
5000 m/z 85.10 40.09%
99.0
027‘|0‘ J‘ 1 ﬂ L }410 1830 2250  281.0  337.0  394.0
il , L e e B e e B e
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane e L L Sl B
57.0 15.80 16.00 16.20 16.40
m/z 55.05 25.47%
5000
27l |y J | | 110 1830 2250 267.0 300.0 352.0
m/z--> 50 100 150 200 250 300 350 15. 80 16. 00 16. 20 16 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF110918\
Data File : BF110640.D

Aca On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample : J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF110818_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 Hentriacontane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.60 2.73 ng 53546 Perylene-d12 15.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 86
2 Octacosane 394 C28H58 000630-02-4 86
3 Heneicosane 296 C21H44 000629-94-7 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Pentacosane 352 C25H52 000629-99-2 72

Abundance Scan 2467 (16.598 min): BF110640.D (-2462) (-) m/z 57.05 100.00%

57.0
5000

147.0 193.0 16.20 16.40 16.60 16.80 17.00

0 281.1 m/z 43.10 63.15%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 TT T T[T T I T [T T T T[T T TT[TT
16. 20 16 40 16 60 16. 80 17. 00
m/z 71.00 62.57%
o lll 141.0 1830 225.0 267.0 309.0 351.0 437.0
....,....,... o AR B B o s et
m/z--> 50 100 150 200 250 300 350 400
Abundance #209565: Octacosane
57.0
R B R e ma
16.20 16.40 16.60 16.80 17.00
5000 m/z 85.05 52.12%
99.0
ol 1, ] | | }41.0 1830 2250 2810 3870 3840
....,....,....,.... R e e BB SR an e
m/z--> 50 100 150 200 250 300 350 400
Abundance #141426: Heneicosane R EEE T e
57.0 16.20 16.40 16.60 16.80 17.00
m/z 99.10 23.72%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
....,....,....,....,.... T
m/z--> 50 100 150 200 250 300 350 400 16.20 16.40 16.60 16.80 17.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF110918\
Data File : BF110640.D

Acq On > 9 Nov 2018 21:09

Operator : JU/SJ

Sample - J5269-21

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF110818_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... 2.28 5.7 ng 145532 1 6.95 509439 20.0
unknown5.20 5.20 4.3 ng 110366 1 6.95 509439 20.0
unknown6.72 6.72 104.4 ng 2659330 1 6.95 509439 20.0
Heptadecyl heptaf... 13.93 3.9 ng 126338 5 14.13 646904 20.0
Heneicosane 15.23 3.0 ng 59375 6 15.66 392427 20.0
Hexacosane 16.07 3.6 ng 70430 6 15.66 392427 20.0
Hentriacontane 16.60 2.7 ng 53546 6 15.66 392427 20.0
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