LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF102517\
Data File : BF099841.D

Aca On : 26 Oct 2017 5:13

Operator : SJ/JU

Sample : 16024-26

Misc :

ALS Vial : 31 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-BF102317.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 4.993 491 494 509 rBV 89418 114161 5.55% 0.922%
2 5.410 562 565 579 rBV 382307 493064 23.99% 3.982%
3 6.434 737 739 754 rBV 216946 307945 14.98% 2.487%
4 6.563 758 761 775 rVB 1101117 997446 48.52% 8.055%
5 6.792 797 800 810 rBV 418325 355886 17.31% 2.874%

6.945 823 826 841 rBV 1495738 1414769 68.82% 11.424%
7.363 893 897 919 rBV 1156369 1029662 50.09% 8.315%
8.075 1015 1018 1033 rBvV 580674 493851 24.02% 3.988%
2399642 2055634 100.00% 16.600%
9.839 1314 1318 1327 rVB 589709 549682 26.74% 4_439%
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11 10.633 1449 1453 1470 rBB 796018 734282 35.72% 5.929%
12 11.327 1568 1571 1580 rBV 586225 543760 26.45% 4_.391%

13 12.721 1805 1808 1812 rVB 45779 34632 1.68% 0.280%
14 12.916 1837 1841 1845 rBV 1928029 1872716 91.10% 15.122%
15 13.427 1925 1928 1932 rBvV 27621 23452 1.14% 0.189%
16 13.980 2019 2022 2029 rBvV 552256 518264 25.21% 4.185%
17 15.057 2200 2205 2209 rVB 22683 25678 1.25% 0.207%
18 15.451 2264 2272 2281 rBV 343601 501930 24.42% 4._.053%
19 15.851 2335 2340 2345 rBvV 41649 58326 2.84% 0.471%
20 16.345 2418 2424 2432 rVB2 46132 78924 3.84% 0.637%
21 16.921 2515 2522 2530 rVB3 29392 61033 2.97% 0.493%
22 17.603 2630 2638 2645 rBV4 22779 55187 2.68% 0.446%
23 18.403 2767 2774 2784 rBV6 12791 35453 1.72% 0.286%
24 19.368 2931 2938 2948 rBV7 9529 27912 1.36% 0.225%
Sum of corrected areas: 12383649
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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

Z:\HPCHEMI\BNA F\DATA\BF102517\

BF099841.D

26 Oct 2017 5:13

SJ/Ju

16024-26

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099841.D

Aca On : 26 Oct 2017 5:13

Operator : SJ/JU

Sample : 16024-26

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 3

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

4.99 6.42 ng 114161 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 38
4 Butvl aldoxime. 3-methvl-. svn- 101 C5H11NO 005780-40-5 25
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 25

Abundance Scan 494 (4.993 min): BF099841.D (-491) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 4.60 4.80 5.00 5.20 5.40
ottt e e e m/z 59.10 60.89%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SR AR SR
4.60 4.80 5.00 5.20 5.40
59.0 1010 m/z 101.10 24.98%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 460 480 500 520 540
5000 m/z 58.00 18.78%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8387: 2-Pentanol, 2,4—dimethy|— LI L L L L L B
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.10 8.31%
5000
43.0 101.0
miz--> 10 20 30 40 50 60 70 8 90 100 110 | 460 4.80 5.00 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099841.D

Aca On : 26 Oct 2017 5:13

Operator : SJ/JU

Sample : 16024-26

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 unknown6.56 Concentration Rank 2

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

6.56 56.05 ng 997446 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 Xenon 132 Xe 007440-63-3 9
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 9
5 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9

Abundance Scan 760 (6.557 min): BF099841.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 SRR U SRR
40.1 540 | 6.20 6.40 6.60 6.80
Ol et el 780 age0 W njz 68.10  40.37%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 SRR U SN
6.20 6.40 6.60 6.80
310 510 m/z 134.00 31.25%
0'“'J“Jhwl'WH'“|'“ll“?ﬁq'“l'“'l“"w"w"“l‘“' T
m/z--> 30 40 60 70 8 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 6.80
5000 67.0 m/z 66.10 25.01%
41.0 97.0
53.0
20.0 117.0
0”'%'”'P'”I”'W'”'P'”I”'W'”"qyﬂ”'W'”'P'”l”
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14560: Xenon LA L L L L B B
132.0 6.20 6.40 6.60 6.80
m/z 69.10 16.00%
5000
66.0
I L s I A R LA R LA AR R AL U SRR
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099841.D

Aca On : 26 Oct 2017 5:13

Operator : SJ/JU

Sample : 16024-26

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hexacosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.85 2.32 ng 58326 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Triacontane 422 C30H62 000638-68-6 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
Abundance Scan 2340 (15.851 min): BF099841.D (-2335) (-) m/z 57.05 100.00%
5%.0
5000
sl 15.60 15.80 16.00 16.20
1410 . . ) )
o....,.--.llll TR . — m/z 71.10 77.87%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194493: Hexacosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 85.10 60.66%
oL k ‘”M‘ H | }4}0 1830 225.0 267.0 309.0  367.0
m/z--> §o 100 150 200 250 360 3%0 460
Abundance
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 43.05 52.09%
99.0
oL.250 141.0 1830 225.0 296.0
m/z--> §o 160 1éo 200 250 360 3%0 460
Abundance #219831: Triacontane B
57.0 15.60 15.80 16.00 16.20
m/z 55.00 26.42%
5000
99.0
o Ui d | Ja10 1830 2250 267.0 309.0 3510 4220
m/z--> 5'0 100 1&'30 200 250 3(')0 3%0 4c')o 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099841.D

Aca On : 26 Oct 2017 5:13

Operator : SJ/JU

Sample : 16024-26

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Hentriacontane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
16.34 3.14 ng 78924 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 91
2 Octacosane 394 C28H58 000630-02-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Triacontane 422 C30H62 000638-68-6 90

Abundance Scan 2423 (16.339 min): BF099841.D (-2418) (-) m/z 57.05 100.00%
57.0
5000
99.1
l| ] 411 1831 16.00 16.20 16.40 16.60
ol '| At e || M/z 71.10  81.42%
m/z--> 50 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000
16.00 16.20 16.40 16.60
99.0 m/z 85.10 61.83%
m/z--> 55 ' 150 260 2%0 360 3%0 460 !
Abundance
57.0
UV SRR RARRS
16.00 16.20 16.40 16.60
5000 m/z 43.10 59.99%
99.0
o 141.0 183.0 2250 281.0 3370 394.0
m/z--> 55 160 1%0 260 250 360 350 460 !
Abundance #141426: Heneicosane TTT T T T[T T T T T T T TTTT
57.0 16.00 16.20 16.40 16.60
m/z 55.00 25.50%
5000
99.0
0l15.0] ] ‘]\J 141.0 1830 2250 296.0
m/z--> 55 160 1%0 260 250 360 3%0 460 ! 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099841.D

Aca On : 26 Oct 2017 5:13

Operator : SJ/JU

Sample : 16024-26

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 Pentacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
16.92 2.43 ng 61033 Perylene-di12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Octacosane 394 C28H58 000630-02-4 90
4 2-methvloctacosane 408 C29H60 1000376-72-8 90
5 2-methyltetracosane 352 C25H52 1000376-72-6 90

Abundance Scan 2522 (16.921 min): BF099841.D (-2515) (-) m/z 57.05 100.00%
57.
5000
99.1
141.0 16.60 16.80 17.00 17.20
ol ..|,|. .'.l|, L~ 270 2810 m/z 71.10 81.54%
m/z--> 50 100 150 200 250 300 350
Abundance #185533: Pentacosane
57.0
5000
16.60 16.80 17.00 17.20
99.0 m/z 85.10 61.31%
OWMLHMHlﬂommzﬁommst%m
m/z--> 50 100 1éo 260 2éo 360 3éo '
Abundance
57.0
16.60 16.80 17.00 17.20
5000 m/z 43.05 55.46%
99.0
27,0 141.0 1830 225.0 266.0296.0
m/z--> 55 160 150 200 250 360 3éo '
Abundance #209565:; Octacosane i o U IVEMCI,
57.0 16.60 16.80 17.00 17.20
m/z 99.10 24 .61%
5000
99.0
oL 20 J ;\ | }410 1830 2250 2810  337.0  394.0
m/z--> % 1m 1m 2& 250 3& 3% ' mmmmﬂmﬂm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099841.D

Aca On : 26 Oct 2017 5:13

Operator : SJ/JU

Sample : 16024-26

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF102317_.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 2-methyloctacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
17.60 2.20 ng 55187 Perylene-d12 15.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 90
2 Hentriacontane 437 C31H64 000630-04-6 90
3 2-methviltetracosane 352 C25H52 1000376-72-6 83
4 Octacosane 394 C28H58 000630-02-4 80
5 10-Methylnonadecane 282 C20H42 056862-62-5 80

Abundance Scan 2637 (17.598 min): BF099841.D (-2630) (-) m/z 57.05 100.00%
51.0
5000
99.1
I l L 141 2 207.0 2811 17.20 17.40 17.60 17.80 18.00
oL ..,....,....,....,....,....,...., m/z 71.05 74.07%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane
57.0
5000
17.20 17.40 17.60 17.80 18.00
99.0 m/z 85.10 71.50%
o | ‘ \ \‘d 141.0 1830 2250 267.0 3090 3650
m/z--> 5 100 150 200 250 300 350 400 '
Abundance
57.0
17.20 17.40 17.60 17.80 18.00
5000 m/z 43.05 51.25%
99.0
o 141.0 183.0 225.0 2670 309.0 351.0 437.0
m/z--> 50 100 150 200 250 300 350 400 '
Abundance #185534: 2-methyltetracosane e
57.0 17.20 17.40 17.60 17.80 18.00
m/z 99.10 24 .16%
5000
99.0
oL L ﬂ || 1410 1830 2250 267.0 309.0
m/z--> 50 100 150 200 250 300 350 400 ' 17,20 17.40 17.60 17.80 18.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102517\
Data File : BF099841.D

Acq On : 26 Oct 2017 5:13

Operator : SJ/JU

Sample - 16024-26

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .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... 4 .99 6.4 ng 114161 1 6.79 355886 20.0
unknown6 .56 6.56 56.0 ng 997446 1 6.79 355886 20.0
Hexacosane 15.85 2.3 ng 58326 6 15.46 501930 20.0
Hentriacontane 16.34 3.1 ng 78924 6 15.46 501930 20.0
Pentacosane 16.92 2.4 ng 61033 6 15.46 501930 20.0
2-methyloctacosane 17.60 2.2 ng 55187 6 15.46 501930 20.0
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