LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\

Data File : BF099844.D

Aca On - 26 Oct 2017 6:35 Instrument :
Operator : SJ/JU BNA_F

Sample - 16057-03 ClientSampleld :
Misc - 101917-TIDO-F-U-B
ALS Vial : 34 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 4.998 492 495 506 rBV 56038 77362 3.56% 0.574%
2 5.410 562 565 581 rBV 424263 537476 24.76% 3.985%
3 6.434 737 739 755 rBV 291871 358211 16.50% 2.656%
4 6.563 758 761 775 rVB 1198679 1052895 48.50% 7.807%
5 6.792 797 800 810 rBV 459478 396615 18.27% 2.941%
6 6.945 823 826 839 rBVY 1624009 1482256 68.27% 10.991%
7 7.363 893 897 921 rBV 1212007 1086441 50.04% 8.056%
8 8.075 1015 1018 1037 rBV 647272 549261 25.30% 4_.073%
9 9.157 1197 1202 1205 rBvV 2438171 2171090 100.00% 16.099%
10 9.551 1266 1269 1277 rBV 92822 77855 3.59% 0.577%

11 9.833 1312 1317 1326 rVB 664888 620622 28.59% 4.602%
12 10.510 1429 1432 1436 rBB 44946 33797 1.56% 0.251%
13 10.633 1449 1453 1465 rBV 806306 783957 36.11% 5.813%
14 11.327 1568 1571 1580 rBV 670882 595352 27.42% 4._.415%
15 12.916 1837 1841 1845 rBV 2082971 2105884 97.00% 15.616%

16 13.980 2019 2022 2030 rBV 625127 569740 26.24% 4._.225%

17 15.427 2263 2268 2269 rBV 40026 47250 2.18% 0.350%
18 15.451 2269 2272 2286 rVB 398430 508906 23.44% 3.774%
19 15.851 2332 2340 2348 rBvV2 50911 80705 3.72% 0.598%
20 16.339 2418 2423 2432 rVB 53796 95011 4.38% 0.705%
21 16.921 2515 2522 2530 rVB2 38928 82907 3.82% 0.615%
22 17.598 2629 2637 2647 rBV3 34304 88862 4_.09% 0.659%
23 18.403 2765 2774 2784 rBV3 19583 59785 2.75% 0.443%
24 19.368 2933 2938 2946 rVB5 9539 23617 1.09% 0.175%
Sum of corrected areas: 13485857
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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\

BF099844 .D

26 Oct 2017 6:35

SJ/Ju

16057-03

34 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

Abundance

2000000
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Time-->
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2000000
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9.50 11.50 12.00 12.50
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2000000

1500000

1000000

500000

TIC: BF099844.D

13.98

15.45

16.92 17.60

15/43 15/.\85 16.34 18.40 19.37

Time-->
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8270-BF102317.

M Thu Oct 26 16:15:19 2017 Page: 2




Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099844.D

Aca On : 26 Oct 2017 6:35

Operator : SJ/JU

Sample : 16057-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

5.00 3.90 ng 77362 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 56
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
4 Morpholine. 4-methvl- 101 C5H11NO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 495 (4.998 min): BF099844.D (-492) (-) m/z 43.00 100.00%
43.0
59.1
5000
101.1
| 83.0 4.60 4.80 500 520 5.40
ot e m/z 59.10 63.36%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 AR SRR LR
59.0 460 480 500 520 5.40
m/z 101.10 25.67%
31.0 83.0 101.0
0"'w"'w'““ﬁ"“ﬂ"'w"'w"'w"'w”"w"'”"'w
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
460 480 500 520 540
0,
5000 1010 m/z 58.00 16.54%
28.0 59.0
70.0 84.0
15.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4425: Butane, 1-ethoxy- e e
54.0 4.60 4.80 500 520 5.40
31.0 m/z 41.10 8.73%
5000 41.0
73.0
o 120 | \\500“‘ 870 1020
m/z--> 10 20 30 4'0 50 60 70 80 90 100 110 460 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099844.D

Aca On : 26 Oct 2017 6:35

Operator : SJ/JU

Sample : 16057-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 53.09 ng 1052900 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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
3 1-Aminoindan 133 C9H11N 034698-41-4 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 760 (6.557 min): BF099844.D (-758) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.1 rrrrTyTTT T T T T T T T
401 540 6.20 6.40 6.60 6.80
Ob et el 80 1060 W mjz 68.10  40.44%
m/z--> 20 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
2.0 510 m/z 134.00 30.24%
. | | ‘ 750 !
s R RN RN RN AR RS RAARA RRARS AN AR LRSS SRR RN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
620 640 6.60 680
5000 67.0 m/z 66.00 24.16%
41.0 97.0
53.0
70.0 117.0
0'I”'W'”'P'“I”"P'”I”'W'”'I”"Fﬂ?q"%'“'ﬁ'”l“
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14755: 1-Aminoindan R e e
132.0 6.20 6.40 6.60 6.80
m/z 69.10 15.43%
5000
116.0
280 39.0 510 690 770 910 1040 H
OIIIIIIIII T |||||‘|||||||||||‘|||||‘|||||||||||“||||| T —T T T —TT T
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130 140 620 640 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099844.D

Aca On : 26 Oct 2017 6:35

Operator : SJ/JU

Sample : 16057-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

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

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2-methyloctacosane Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
15.85 3.17 ng 80705 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 91
2 Hexacosane 366 C26H54 000630-01-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Triacontane 422 C30H62 000638-68-6 90
5 Octacosane 394 C28H58 000630-02-4 90

Abundance Scan 2340 (15.851 min): BF099844.D (-2332) (-) m/z 57.10 100.00%
57.1
5000
0 15.60 15.80 16.00 16.20
155.1 . . . :
N .J.-||, Ldoo?h 2079 2810 nzz 71.10  82.00%
m/z--> 50 100 150 200 250 300 350
Abundance #215181: 2-methyloctacosane
57.0
5000
15.60 15.80 16.00 16.20
99.0 m/z 85.10 64.81%
oL 27.0, ‘ | H | 1410 1830 2250 267.0 309.0  365.0
m/z--> 55 oo 1%0 260 2%0 300 3%0 '
Abundance
57.0
" 15.60 15.80 16.00 16.20
5000 m/z 43.05 57.05%
99.0
0 Mmlmonmzaom% 367.0
m/z--> 55 160 150 200 250 300 3%0 '
Abundance #141426: Heneicosane b adiie | Mol A At Stul
57.0 15.60 15.80 16.00 16.20
m/z 55.00 24 _.76%
5000
99.0
o229 | ) J | 1410 1830 2250 26602960
m/z--> 50 100 1%0 200 2%0 360 3%0 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 : BF099844.D

Aca On : 26 Oct 2017 6:35

Operator : SJ/JU

Sample : 16057-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Heneicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.34 3.73 ng 95011 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Octacosane 394 C28H58 000630-02-4 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Heptadecane 240 C17H36 000629-78-7 87
Abundance Scan 2423 (16.339 min): BF099844.D (-2418) (-) m/z 57.05 100.00%
57.0
5000
99.1
l .| “ | 1411 41910 16.00 16.20 16.40 16.60
bt b e o | m/z 71.05  73.90%
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane
57.0
5000
16.00 16.20 16.40 16.60
99.0 m/z 85.10 55.59Y%
oL270) | | | | | 1410 1830 2250 266.0296.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance
57.0
16.00 16,20 16.40 16.60
5000 m/z 43.05 52.44Y%
99.0
27.0 141.0 183.0 225.0 281.0  337.0 394.0
m/z--> 55 160 1%0 260 250 360 3%0 '
Abundance #215181: 2-methyloctacosane o A
57.0 16.00 16.20 16.40 16.60
m/z 55.00 24 .00%
5000
99.0
oL 270 | ] | | | 1410 1830 2250 267.0 309.0 365.0
m/z--> 55 160 1%0 260 2%0 360 3%0 ' 1&00 1650 16.40 16.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099844.D

Aca On : 26 Oct 2017 6:35

Operator : SJ/JU

Sample : 16057-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hentriacontane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.92 3.26 ng 82907 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 90
2 Heptacosane 380 C27H56 000593-49-7 90
3 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 90
4 2-methvltetracosane 352 C25H52 1000376-72-6 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2522 (16.921 min): BF099844.D (-2515) (-) m/z 57.05 100.00%
57.0
5000
99.1
| " 155.1  209.0 16.60 16.80 17.00 17.20
ot e g e e m/z 71.05 85.91%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000
16.60 16.80 17.00 17.20
99.0 m/z 85.10 57 .65%
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance
57.0
“l'L'l“"w"w"Rf
16.60 16.80 17.00 17.20
5000 m/z 43.05 52.98%
99.0
0150 141.0 183.0 225.0 267.0 309.0 380.0
m/z--> 55 160 1%0 260 2%0 360 3%0 460 !
Abundance #149369: Sulfurous acid, butyl dodecy! ester Ll Bamm B
57.0 16.60 16.80 17.00 17.20
m/z 69.10 21.43%
5000
0 \‘ 1 Jgg‘.o L L 16?.0 221'0
m/z--> 5'0 1(')0 1&1;0 2(')0 251;0 3(')0 3&1,0 4(|)O ! 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF102517\
Data File : BF099844.D

Aca On : 26 Oct 2017 6:35

Operator : SJ/JU

Sample : 16057-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF102317 .M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Sulfurous acid, butyl dodec... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.40 2.35 ng 59785 Perylene-di12 15.45
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl dodecvl ester 306 C16H3403S 1000309-17-9 86
2 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 78
3 Sulfurous acid. butvl tetradecvl... 334 C18H3803S 1000309-18-1 78
4 Heneicosane. 11-(l-ethvlpropvl)- 366 C26H54 055282-11-6 72
5 Tetratetracontane 619 C44H90 007098-22-8 72
Abundance Scan 2773 (18.398 min): BF099844.D (-2765) (-) m/z 57.10 100.00%
57.1
5000 850
207.0
I Ll 113 0 | 18.00 18.20 18.40 18.60 18.80
bl ,....,'!...,..'..,....,....,....,....,....,....,....,.. m/z 71.10 69.45%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #149369: Sulfurous acid, butyl dodecy! ester
57.0
5000
85.0 18.00 18.20 18.40 18.60 18.80
20.0 m/z 43.10 55.68%
ok ‘ || \‘ | M30 1390 1690 221.0
mz-> 20 45 60 80 100 150 150 160 180 200 220 240 260
Abundance
57.0
18.00 18.20 18.40 18.60 18.80
5000 m/z 85.00 51.09%
85.0
Omn 1130 139.0 183.0 235.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #172308: Sulfurous acid, butyl tetradecy! ester - A e - AR
57.0 18.00 18.20 18.40 18.60 18.80
m/z 83.00 19.39%
5000
85.0
o 220 ‘ ‘ | 1130 139.0 168.0 197.0 2310 2610
mz-> 20 4'0 6|0 8|O 100 12'0 14'10 160 180 200 220 240 260 18.00 18.20 18.40 18.60 18.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF102517\
Data File : BF099844.D

Acq On : 26 Oct 2017 6:35

Operator : SJ/JU

Sample - 16057-03

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF102317 .M
Quant Title : 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... 5.00 3.9 ng 77362 1 6.79 396615 20.0
unknown6 .56 6.56 53.1 ng 1052900 1 6.79 396615 20.0
2-methyloctacosane 15.85 3.2 ng 80705 6 15.45 508906 20.0
Heneicosane 16.34 3.7 ng 95011 6 15.45 508906 20.0
Hentriacontane 16.92 3.3 ng 82907 6 15.45 508906 20.0
Sulfurous acid, b... 18.40 2.4 ng 59785 6 15.45 508906 20.0
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