LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098823.D

Aca On : 26 Sep 2017 10:51 Instrument :
Operator : SJ/JU ?:'l\:gﬁ't:Sam ol
3?22'6 i 15384-06 ogmurgoﬂ:us
ALS Vial : 37 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 2.204 15 20 25 rvB 306325 375964 8.29% 1.398%
2 5.128 514 517 529 rVB 237889 248102 5.47% 0.923%
3 5.528 580 585 588 rBVY 1424477 1366668 30.15% 5.083%
4 6.528 751 755 758 rBV 962717 847792 18.70% 3.153%
5 6.681 776 781 784 rBVY 2584488 2397844 52 .90% 8.919%
6 6.910 817 820 824 rBV 966667 793289 17 .50% 2.951%
7 7.069 843 847 851 rBVY 3330478 3102421 68.44% 11.540%
8 7.475 911 916 919 rBVY 2494606 2568779 56.67% 9.555%
9 8.192 1034 1038 1042 rBY 1305884 1072634 23.66% 3.990%
10 9.269 1215 1221 1224 rBV 4496569 4532916 100.00% 16.861%

11 9.657 1283 1287 1290 rVB 149262 108730 2.40% 0.404%
12 9.951 1333 1337 1340 rBV 1321610 1133607 25.01% 4.217%
13 10.733 1466 1470 1474 rBV 1698159 1647657 36.35% 6.129%
14 10.845 1485 1489 1495 rBV2 42863 54386 1.20% 0.202%
15 11.433 1585 1589 1593 rBV 1246293 1070456 23.62% 3.982%

16 13.021 1854 1859 1862 rBV 3617834 3508281 77.40% 13.049%
17 13.904 2006 2009 2017 rBV 58612 65034 1.43% 0.242%
18 14.074 2034 2038 2041 rBV 750285 710918 15.68% 2.644%
19 15.562 2285 2291 2299 rBV 541299 739899 16.32% 2.752%
20 16.027 2364 2370 2376 rBV 59431 92355 2.04% 0.344%

21 16.545 2453 2458 2464 rVB2 66126 114358 2.52% 0.425%
22 17.156 2556 2562 2571 rVB3 59287 118763 2.62% 0.442%

23 17.880 2678 2685 2695 rVB4 48905 129232 2.85% 0.481%
24 18.745 2824 2832 2840 rVB5 31318 84710 1.87% 0.315%

Sum of corrected areas: 26884795
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF092517\

BF098823.D

26 Sep 2017 10:51

SJ/JuU

15384-06 092017-SIDI-F-U-S
37 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF092317.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\BF092517\

Data File : BF098823.D

Aca On : 26 Sep 2017 10:51

Operator : SJ/JU

ﬁ?ggle i 15384-06 092017-SIDI-F-U-S
ALS Vial : 37 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.

2.20 9.48 ng 375964 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 22
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 19 (2.199 min): BF098823.D (-15) (-) m/z 73.10 100.00%
73.1

5000 43.0

—>

55.1 87.1

2.20 2.30 2.40 2.50 2.60
bl v W/Z 43.05  38.20%

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
5.0 87.0 m/z 55.10 27.38%
29.0 ‘
W'”MP'”““MW'”'P'”I”'W'”'P'”I”'W'”'P'”I”'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
73.0
87.0
2.20 2.30 2.40 2.50 2.60
5000 41.0 55.0 m/z 87.10 23.28%

29.0
97.0 1120 129.0

m/z--> 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #2051: 1,3-Dioxolane, 2-methyl- AR AR B R R

73.0 2.20 2.30 2.40 2.50 2.60
m/z 71.10 12.47%
5000 43.0
58.0
29.0 87.0
N A O e O
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098823.D

Aca On : 26 Sep 2017 10:51

Operator : SJ/JU

ﬁ?ggle i 15384-06 092017-SIDI-F-U-S
ALS Vial : 37 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.

5.13 6.26 ng 248102 1,4-Dichlorobenzene-d4 6.91
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. cvano-. 1.l1-dimethv... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 517 (5.128 min): BF098823.D (-514) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 U A N L
83.0 4.80 5.00 5.20 5.40
R R R R RS RS RSN AR RO AR SR LA SRS LA AR m/z 59.00 55.86%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ISR A RN R
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.00 18.95%
"'I”"I'?T:?""P"'I""I"Zq4q"??:g'l'”'l'l"l""l”"I""I""
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 1.0 m/z 58.00 16.46%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4030: 2,3-Butanedione, monooxime e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.31%
5000
101.0
150 310 | 89490 860
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098823.D

Aca On : 26 Sep 2017 10:51

Operator : SJ/JU

ﬁ?ggle i 15384-06 092017-SIDI-F-U-S
ALS Vial : 37 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 unknown6.68 Concentration Rank 2

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

6.68 60.45 ng 2397840 1,4-Dichlorobenzene-d4 6.91
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (EY)-3-Chloro-2-methvl-2-pentenal 132 C6H9CIO 031357-76-3 35
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 781 (6.681 min): BF098823.D (-776) (-) m/z 132.00 100.00%
13%.0
5000 68.0
96.0 PRI SR LA R
40.0 540 6.40 6.60 6.80 7.00
et 880 L 1181 L s 68,00 35.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132.0
5000 i e o e
M0 530 . m/z 134.00 33.26%
‘ ‘ 79.0 :
"|""|""|""‘|""'|"""|""£l‘l"""‘l"'"|""'|""|'""l""l‘"" -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
9.0 ok b0 80 7o
104.0
5000 m/z 66.00 23.46%
31.0 51.0

wwmmwmmwmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole A
132.0 6.40 6.60 6.80 7.00

m/z 69.10 14 _.25%

5000

104.0
66.0
140 27.0 390 510 7 710 g95 | 1150 |

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

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098823.D

Aca On : 26 Sep 2017 10:51

Operator : SJ/JU

ﬁ?ggle i 15384-06 092017-SIDI-F-U-S
ALS Vial : 37 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 Tetratetracontane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.03 2.50 ng 92355 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratetracontane 619 C44H90 007098-22-8 91
2 Hentriacontane 437 C31H64 000630-04-6 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 2371 (16.033 min): BF098823.D (-2364) (-) m/z 57.00 100.00%

5000

13.0 169.1 281.9 15.80 16.00 16.20 16.40
m/z 71.05 79.54%

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #241528: Tetratetracontane
57.0

5000 L e L e e
‘130
I

15,80 16.00 16.20 16.40
m/z 43.00 63.13%
h‘ | 77777 ,169.0 225.0 281.0 337.0 393.0 449.0 505.0 562.0 617.0
.”.,.” T T T T T T T T T

m/z--> 0O 50 100 150 200 250 300 350 400 450 500 550 600
Abundance

57.0

15.80 16.00 16.20 16.40
5000 m/z 85.10 57 .55%

113.0
169.0 225 0 309 0 365.0 436.0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #141426: Heneicosane

57.0 15.80 16.00 16.20 16.40
m/z 99.10 20.46%

5000

13.0
|, 169.0 2250 2960

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 15.80 16.00 16.20 16.40

8270-BF092317.M Tue Sep 26 14:43:21 2017 Page: 6



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098823.D

Aca On : 26 Sep 2017 10:51

Operator : SJ/JU

ﬁ?ggle i 15384-06 092017-SIDI-F-U-S
ALS Vial : 37 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 Triacontane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.54 3.09 ng 114358 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triacontane 422 C30H62 000638-68-6 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Octacosane 394 C28H58 000630-02-4 87
Abundance Scan 2457 (16.539 min): BF098823.D (-2453) (-) m/z 57.05 100.00%
57.0
sad 16.20 16.40 16.60 16.80
141.0 282.9 . . . .
B s T - R B~ T R ) e
m/z--> 50 100 150 200 250 300 350 400
Abundance #219831: Triacontane
57.0
5000 AR BARRA BB AREE
mmmmmmmm
99.0 m/z 43.10 61.49%
L g d L1 }41.0 1830 225.0 267.0 309.0 351.0 422.0
m/z--> éo 100 1éo 260 250 360 3%0 460
Abundance
57.0
16.20 16.40 16.60 16.80
5000 m/z 85.10 54 _.86%
99.0
25/0 141.0 1830 225.0 296.0
m/z--> éo 160 1éo 200 250 360 3%0 460
Abundance #185535: Heptadecane, 9-octyl-
57.0 16.20 16.40 16.60 16.80
m/z 55.00 24 .21%
5000
9. 239.0
] ;J.%4%?.%f%3.° o330 e —
m/z--> 50 100 150 200 250 300 350 400 16 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092517\

Data File : BF098823.D

Aca On : 26 Sep 2017 10:51

Operator : SJ/JU

ﬁ?ggle i 15384-06 092017-SIDI-F-U-S
ALS Vial : 37 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 Eicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.16 3.21 ng 118763 Perylene-d12 15.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Octacosane 394 C28H58 000630-02-4 90
3 Pentacosane 352 C25H52 000629-99-2 90
4 Hexacosane 366 C26H54 000630-01-3 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 2563 (17.162 min): BF098823.D (-2556) (-) m/z 57.05 100.00%
57.0
99.0 LN DA S B
| | i “ 141.0 207.0 281.9 16.80 17.00 17.20 17.40
S N R 0 N S s m/z 71.05 72.71%
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57.0
5000 L DAL DL BRI B B
mmﬂmﬂmﬂm
99.0 m/z 43.00 53.34%
27,0, ‘\ L) e 1830 2250 2820
m/z--> 50 160 150 200 250 360 3éo
Abundance
57.0
16,80 17.00 17.20 17.40
5000 m/z 85.00 48.69%
99.0
27.0 1410 183.0 225.0 281.0 337.0 394.0
m/z--> 55 160 150 260 250 360 3éo
Abundance #185533: Pentacosane
57.0 16.80 17.00 17.20 17.40
m/z 55.00 27 .77%
5000
mﬂ] lllﬂomm2%0%m3wo%m
m/z--> m m @ M 250 300 @ ' mmﬂmﬂmﬂm
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_ F\DATA\BF092517\

Data File : BF098823.D

Acq On : 26 Sep 2017 10:51

Operator : SJ/JU

3?22'6 i 15384-06 092017-SIDI-E-U-S
ALS Vial : 37 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... 2.20 9.5 ng 375964 1 6.91 793289 20.0
2-Pentanone, 4-hy... 5.13 6.3 ng 248102 1 6.91 793289 20.0
unknown6 .68 6.68 60.5 ng 2397840 1 6.91 793289 20.0
Tetratetracontane 16.03 2.5 ng 92355 6 15.56 739899 20.0
Triacontane 16.54 3.1 ng 114358 6 15.56 739899 20.0
Eicosane 17.16 3.2 ng 118763 6 15.56 739899 20.0
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