LSC Area Percent Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1I\BNA F\DATA\BF101217\

Data File : BF099426.D

Aca On - 13 Oct 2017 7:26 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
a?ggle i 15731-04 1omu%ﬂog$4ys
ALS Vial : 29 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-BF092317.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 2.128 4 7 30 rvB 241324 567090 21.50% 3.320%
2 5.069 504 507 517 rBV 162129 174124 6.60% 1.019%
3 5.475 572 576 590 rBV 930746 902023 34.19% 5.281%
4 6.481 744 747 760 rBV 630259 591012 22.40% 3.460%
5 6.622 767 771 775 rBVY 1867097 1560931 59.17% 9.139%
6 6.851 807 810 814 rBV 714206 568115 21.53% 3.326%
7 7.010 833 837 840 rBVY 2417832 2150251 81.51% 12.589%
8 7.422 901 907 910 rBY 1559215 1600950 60.68% 9.373%
9 8.133 1024 1028 1037 rBV 877833 707585 26.82% 4.143%
10 9.210 1206 1211 1214 rBV 2991285 2638159 100.00% 15.446%

11 9.886 1322 1326 1335 rBV 749814 625774 23.72% 3.664%
12 10.674 1457 1460 1470 rBV 776908 772489 29.28% 4.523%
13 11.374 1575 1579 1584 rBV 649591 547684 20.76% 3.207%
14 12.768 1812 1816 1819 rVB 76260 61216 2.32% 0.358%
15 12.957 1844 1848 1852 rBV 2145448 2053985 77.86% 12.026%

16 13.468 1932 1935 1939 rBvV 64253 52089 1.97% 0.305%
17 13.839 1995 1998 2004 rBvV 29833 33067 1.25% 0.194%
18 14.015 2024 2028 2035 rBvV 671272 577347 21.88% 3.380%
19 15.098 2209 2212 2216 rBvV 26165 28995 1.10% 0.170%
20 15.486 2272 2278 2290 rBV 348788 494603 18.75% 2.896%
21 15.909 2345 2350 2356 rVB 47359 66055 2.50% 0.387%
22 16.409 2430 2435 2442 rBV2 48401 88072 3.34% 0.516%
23 16.992 2529 2534 2542 rVB3 37098 74640 2.83% 0.437%
24 17.692 2646 2653 2663 rBV5 32018 82541 3.13% 0.483%
25 18.521 2784 2794 2803 rBV5 20842 61021 2.31% 0.357%
Sum of corrected areas: 17079818
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

\\74.0.250.170\SVOASRV\HPCHEMI\BNA F\DATA\BF101217\

BF099426.D

13 Oct 2017 7:26

SJ/Ju

15731-04

29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000
2.13

TIC: BF099426.D
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™
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3.00

T I
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2500000

2000000

1500000
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8.

TIC: BF099426.D
21

13
9.89 10.67

11.37

12.96

12.77
A

13.47

Or——
Time-->

12.00
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12.50

13.00

13.50
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2500000

2000000

1500000

1000000

500000

13.84

TIC: BF099426.D

14.02
15.49

15.10 Aﬂ

15.91 16.41 16.99 17.69

18.52

Time-->

14.00
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17.00 17.50
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19.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099426.D

Aca On : 13 Oct 2017 7:26

Operator : SJ/JU

Sample : 15731-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

2.13 19.96 ng 567090 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 86
2 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
3 Acetamide. N-ethvl- 87 C4HO9NO 000625-50-3 9
4 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
5 Acetamide, N-(2-hydroxy-3-penten... 143 C7H13NO2 093393-95-4 9

Abundance Scan 7 (2.128 min): BF099426.D (-4) (-) m/z 73.05 100.00%
73.0
5000 j\
430 550 87.0 L
2.20 2.30 2.40 2.50
8 1N S PR N E— m/z 43.05  33.00%
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000 USSR UL AR AR
43.0 2.20 2.30 2.40 2.50
~ 950 87.0 m/z 55.05 25.93%
29.0 ‘
0 | AN L
LR IR S UL SR UL SURLLIL SUR L SURL SUIL S
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance
73.0
220 230 240 250
5000 m/z 87.05 25.53%
45.0
29.0
Unman Ranns Ranss ??3q T ??19 NI U "%9159"
m/z--> 10 20 30 40 50 60 70 8 90 100
Abundance #1877: Acetamide, N-ethyl- P
30.0 2.20 2.30 2.40 2.50
m/z 71.05 11.48%
5000 430 87.0
15.0 72.0
0 | il |l 51.0 59.0 A
m/z--> 10 20 30 4'0 50 6|0 70 80 9'0 100 220 2.30 2.40 250
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099426.D

Aca On : 13 Oct 2017 7:26

Operator : SJ/JU

Sample : 15731-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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.

5.07 6.13 ng 174124 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 Acetone 58 C3H60 000067-64-1 9
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 507 (5.069 min): BF099426.D (-504) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0
| 83.0 4.80 500 5.20 5.40
o) EEERY 4 MISSSOOV | RS s hHSM I MRS m/z 59.00 58.73%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 R LR S IR
4.80 500 5.20 5.40
59.0 m/z 101.00 20.09%
0 20 | a9y @0 g0 ™0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
480 500 520 540
5000 m/z 58.00 16.99%
101.0
15.0 270 71.0
56.0 86.0
e S S S SULIULS SUSIL IS IULILS SULI LS SIS I
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #213: Acetone A AR RLE
43.0 4.80 500 5.20 5.40
m/z 41.10 8.97%
5000
58.0
150 57
0"'l'm'|"“\"“W¢"'w"'|“"|'“'|"“|"'w""w L RN L UL
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099426.D

Aca On : 13 Oct 2017 7:26

Operator : SJ/JU

Sample : 15731-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 unknown6.62 Concentration Rank 2

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

6.62 54 .95 ng 1560930 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 771 (6.622 min): BF099426.D (-767) (-) m/z 132.00 100.00%
132.0
5000 681
96.0 AR RAREE AN AN
40.1 540 J 6.20 6.40 6.60 6.80 7.00
Ol :|-.|.'.8,1-9. a0 W m/z 68.10 35.99%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 ISR A S
6.20 6.40 6.60 6.80 7.00
310 5L0 m/z 134.00 33.03%
0 ‘ L1 H (1A L 1
L L N S UL UL SIS SR SR
m/z--> 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 6.80 7.00
5000 67.0 m/z 66.00 22.32%
41.0 97.0
117.0
o 54,0 81.0
miz--> 0 60 8 100 120 140 160 180 L
Abundance #52379: Tranylcypromine-propionyl e o R
57.0 132.0 6.20 6.40 6.60 6.80 7.00
240 m/z 69.05 13.84%
5000 9go 1160
3 I | IHM“ _ul p”h.. Mw i 1980 %8?|0l S N | GHN—
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099426.D

Aca On : 13 Oct 2017 7:26

Operator : SJ/JU

Sample : 15731-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hexadecanoic acid, butyl ester Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
12.77 2.12 ng 61216 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. butvl ester 312 C20H4002 000111-06-8 87
2 Hexadecanoic acid. 1.l1-dimethvle... 312 C20H4002 031158-91-5 74
3 Hexadecanoic acid. 2-methvlpropyv... 312 C20H4002 000110-34-9 45
4 Nipecotic acid 129 C6H11NO2 000498-95-3 38
5 Trifluoroacetic acid, 4-methylpe... 198 C8H13F302 000327-71-9 35

Abundance Scan 1816 (12.768 min): BF099426.D (-1812) (-) m/z 56.10 100.00%
56.1
5000
129.1 257.2 S B W |
' 97.1 1570 185.1 213.2 12.40 12.60 12.80 13.00
O m/z 57.00 56.33%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154932: Hexadecanoic acid, buty| ester
56.0
5000
12.40 12.60 12.80 13.00
29.0 m/z 43.05 38.33%
83 0 129.0 257.0
0 \‘ 1l h H \M Wl ‘ 1570 1850 2130 ‘ \‘ 2830 3120
m/z--> 25 45 60 80 160 150 140 160 180 200 220 240 260 280 360
Abundance
56.0
12.40 12.60 12.80 13.00
5000 m/z 41.10 37.12%
29.0
0 83.0 129.0 157.0 185.0 213.0 257'0281.0 312.0
T T T T [ T T [ T T [ T T e [ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #154965: Hexadecanoic acid, 2-methylpropyl ester
57.0 12.40 12.60 12.80 13.00
m/z 73.00 31.30%
5000
239.0
29.0
m/z--> 2'0 4'0 60 80 100 120 140 160 180 200 220 240 260 25';0 3(')0 T 12. 40 12. 60 12.80 13.00 '
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099426.D

Aca On : 13 Oct 2017 7:26

Operator : SJ/JU

Sample : 15731-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Octacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.91 2.67 ng 66055 Perylene-d12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Pentacosane 352 C25H52 000629-99-2 91
4 Tetratetracontane 619 C44H90 007098-22-8 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 2350 (15.909 min): BF099426.D (-2345) (-) m/z 57.00 100.00%
57.0
5000 l
27.0 169.2 2070 15.60 15.80 16.00 16.20
Oll.llll..l\‘"uﬂu... '.'...,....,.?8.1.0....,...., m/z 71.05 69.04%
m/z--> 50 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 LR B SULLILN B B
15 60 15. 80 16. oo 16.20
99.0 m/z 43.05 49.26%
o210 ‘ h i \\ | }41 -0 1830 2250 2810 337.0  394.0
m/z--> 50 100 150 260 2éo 360 3%0 '
Abundance
57.0
15.60 15.80 16.00 16.20
5000 m/z 85.05 48.03%
99.0
o 28.0 1410 1830 2250 267.0 309.0  365.0394.0
m/z--> §0 160 150 260 250 300 3%0 '
Abundance #185533: Pentacosane R e R AR,
57.0 15.60 15.80 16.00 16.20
m/z 41.00 17.15%
5000
27l |y J | | 110 1830 2250 267.0 300.0 352.0
m/z--> 50 160 1%0 260 250 360 3%0 ' 1560 1580 1600 1620 !
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099426.D

Aca On : 13 Oct 2017 7:26

Operator : SJ/JU

Sample : 15731-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Hentriacontane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.41 3.56 ng 88072 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Heptadecane 240 C17H36 000629-78-7 91
Abundance Scan 2435 (16.409 min): BF099426.D (-2430) (-) m/z 57.05 100.00%
57.0
7o 16/00 16,20 16,40 1660 1680
0 m/z 71.05 75.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 NN AU SUNA
16.00 16.20 16.40 16.60 16.80
99.0 m/z 85.10 59.92%
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance
57.0
16,00 16,20 16.40 16.60 16.80
5000 m/z 43.00 54 _.83%
99.0
0l15.0 141.0 183.0 225.0 296.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #209565: Octacosane A B o
57.0 16.00 16.20 16.40 16.60 16.80
m/z 99.10 23.34Y%
5000
99.0
ol 1. ] | || 14101830 2250 2810 3370 394.0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(')0 ! 16.00 16.20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA F\DATA\BF101217\
Data File : BF099426.D

Aca On : 13 Oct 2017 7:26

Operator : SJ/JU

Sample : 15731-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 Heptacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
16.99 3.02 ng 74640 Perylene-di12 15.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Pentacosane 352 C25H52 000629-99-2 91
3 Hentriacontane 437 C31H64 000630-04-6 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 87

Abundance Scan 2534 (16.992 min): BF099426.D (-2529) (-) m/z 57.05 100.00%
57.0
5000 N—J\NAW\
99.1 R BUM LR B
J| 155.1 207.0 281.0 16.60 16.80 17.00 17.20 17.40
ol bt T 280 m/z 71.10  68.32%
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane
57.0
5000 R A PRI BRI A
16.60 16.80 17.00 17.20 17.40
99.0 m/z 43.00 53.24%
Jisg \ \\ |l 110 1830 2250 2670 3000 3600
m/z--> 50 100 150 200 250 300 350 400 '
Abundance
57.0
16.60 16.80 17,00 17.20 17.40
5000 m/z 85.05 47 .88%
99.0
o 141.0 183.0 225.0 267.0 3090 352.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #223852: Hentriacontane AN Eamea B S S
57.0 16.60 16.80 17.00 17.20 17.40
m/z 99.10 18.48%
5000
99.0
o | | 1410 183.0 2250 267.0 3090 351.0 437.0
m/z--> 50 1(')0 1&1;0 2(')0 250 300 350 400 ' 16.60 16.80 17.00 17.20 17.40
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Tentatively ldentified Compound (LSC) summary

Data Path : \\74.0.250.170\SVOASRV\HPCHEM1\BNA_F\DATA\BF101217\
Data File : BF099426.D

Acq On : 13 Oct 2017 7:26

Operator : SJ/JU

Sample : 15731-04

Misc :

ALS Vial : 29 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.13 20.0 ng 567090 1 6.85 568115 20.0
2-Pentanone, 4-hy... 5.07 6.1 ng 174124 1 6.85 568115 20.0
unknown6.62 6.62 55.0 ng 1560930 1 6.85 568115 20.0
Hexadecanoic acid... 12.77 2.1 ng 61216 5 14.02 577347 20.0
Octacosane 15.91 2.7 ng 66055 6 15.49 494603 20.0
Hentriacontane 16.41 3.6 ng 88072 6 15.49 494603 20.0
Heptacosane 16.99 3.0 ng 74640 6 15.49 494603 20.0
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