LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA F\DATA\BF082818\

Data File : BF108580.D

Aca On : 29 Aug 2018 2:55 Instrument :
Operator : JU/SJ gmgigamlem'
3?22 le J4656-03 082418-SIDIF-)F-D-S
ALS Vial : 27 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:\SVOASRV\HPCHEMI\BNA F\METHODS\8270-BF080818 .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 5.231 489 492 506 rBV 34735 53488 1.45% 0.265%
2 5.637 557 561 584 rBV 284138 698735 18.94% 3.458%
3 6.631 726 730 750 rBV 222411 537368 14.56% 2.659%
4 6.772 750 754 777 rVV 1301618 1638019 44.39% 8.106%
5 7.001 789 793 815 rVB 550585 687565 18.63% 3.402%

7.154 815 819 843 rBV 2318154 2518359 68.25% 12.462%
7.566 884 889 912 rBV 1737400 2078549 56.33% 10.286%
8.284 1007 1011 1036 rBV 688245 835168 22.64% 4_.133%
9.354 1189 1193 1208 rBV 3776735 3689671 100.00% 18.258%
9.748 1256 1260 1271 rBV 202583 232801 6.31% 1.152%

=
QO ~NO®

11 10.042 1307 1310 1328 rVB 911903 860816 23.33% 4._.260%
12 10.695 1419 1421 1428 rBV 54405 54819 1.49% 0.271%
13 10.836 1441 1445 1458 rBV 1118929 1148395 31.12% 5.683%
14 11.536 1561 1564 1573 rBV 728497 718410 19.47% 3.555%
15 13.124 1829 1834 1837 rBV 3112844 2691544 72.95% 13.319%

16 14.024 1980 1987 2000 rBV2 56808 154256 4.18% 0.763%
17 14.189 2012 2015 2025 rBV 749696 745374 20.20% 3.688%

18 15.718 2271 2275 2276 rBV 40720 49278 1.34% 0.244%

19 15.748 2276 2280 2286 rVB2 397176 559955 15.18% 2.771%

20 16.189 2349 2355 2361 rBV2 49317 80385 2.18% 0.398%

21 16.736 2444 2448 2459 rVB2 42324 79037 2.14% 0.391%

22 17.383 2553 2558 2564 rVB4 26246 53531 1.45% 0.265%

23 18.153 2684 2689 2697 rVB5 18174 42733 1.16% 0.211%
Sum of corrected areas: 20208256
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108580.D

Aca On : 29 Aug 2018 2:55

Operator : JU/SJ

ﬁ?ggle i J4656-03 082418-SIDI-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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: BF108580.D
3500000
3000000
2500000 7.15
2000000
7.57
1500000 6.77
1000000

500000

1 P I WY

T T T T
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF108580.D

3500000
13.12
3000000

2500000
2000000

1500000

10.84

1000000 10.04
8.28 11.54

500000
9.75 070
0 , n 10.7 L

T T T T ™
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF108580.D

3500000
3000000
2500000
2000000
1500000
1000000

14.19

500000 15.75
14.02 15)%2 16.19 16.74 17.38 18.15

Or—r———
Time--> 13.50

=
18.50

T I
14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108580.D

Aca On : 29 Aug 2018 2:55

Operator : JU/SJ

ﬁ?ggle i J4656-03 082418-SIDI-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 unknown6.77 Concentration Rank 2

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

6.77 47 .65 ng 1638020 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 1,3,4-Thiadiazole-2(3H)-thione, ... 132 C3H4N2S2 029490-19-5 9

Abundance Scan 754 (6.772 min): BF108580.D (-750) (-) m/z 132.00 100.00%
13%.0 w
5000 68.1
40.0 541 %1 1150 J 6.40 6.60 6.80 7.00 7.20
01 ol m/z 68.10 43.74%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
5000
6.40 6.60 6.80 7.00 7.20
33.0 105.0 m/z 134.00 33.35%
51.0 70.0 86.0
01 T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl
57.0 132.0
74.0 6.40 6.60 6.80 7.00 7.20
5000 980 1160 m/z 66.05 29.55%
0 |||||||||‘|‘|‘|‘||‘|‘M|||“|||‘H“||‘|“|||‘H||||:|I-5|8|.0|||||]|-8|9.|0|
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-
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 17 .55%
117.0
5000
91.0
39.0 65.0 ‘ ‘
0||‘|||‘|‘||“N||“l‘|||‘“|||‘=||“i‘||l‘||l"||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108580.D

Aca On : 29 Aug 2018 2:55

Operator : JU/SJ

ﬁ?ggle i J4656-03 082418-SIDI-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.02 4.14 ng 154256 Chrysene-di12 14.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 94
2 1-Docosene 308 C22H44 001599-67-3 91
3 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 91
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 1986 (14.018 min): BF108580.D (-1980) (-) m/z 55.05 100.00%
550 430
5000
111.1
| 1392 1910 ' 13:80 14.00 14.20 14.40
Obrrrprrrrhlbs m/z 43.10 93.00%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #197885: Trichloroacetic acid, pentadecy! ester
43.0
83.0
5000 RIS DAL SN S B
13.80 14.00 14.20 14.40
m/z 57.10 87 .32%
o 139.0  182.0 210.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55,0
97.0 ' 13:80 14.00 14.20 14.40
5000 m/z 83.05 79 .25%
29.0
125.0
bl 153.0 181.0 308.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #205392: Trichloroacetic acid, hexadecy! ester
43.0 13.80 14.00 14.20 14.40
69.0 m/z 69.05 62.27%
5000
125.0
o 153.0 196.0 224.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108580.D

Aca On : 29 Aug 2018 2:55

Operator : JU/SJ

ﬁ?ggle i J4656-03 082418-SIDI-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Hentriacontane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.19 2.87 ng 80385 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hentriacontane 437 C31H64 000630-04-6 87
2 Methoxvacetic acid. 2-tetradecvl... 286 C17H3403 1000282-04-8 86
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 86
4 Octacosane 394 C28H58 000630-02-4 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 2355 (16.189 min): BF108580.D (-2349) (-) m/z 57.05 100.00%
57.0
5000
99.1 LRI IR SRR SN B
1411 1921 15.80 16.00 16.20 16.40 16.60
(o} m/z 43.05 58.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #223852: Hentriacontane
57.0
5000 AR SR B DR BN
15. 80 16. oo 16 20 16. 40 16 60
m/z 71.05 56.50%
o I | ﬂ | }410 183.0 225.0 267.0 3090 351.0 437.0
m/z--> §o 100 150 260 250 360 3éo 460 '
Abundance #132964: Methoxyacetic acid, 2-tetradecyl ester
7.0
15.80 16.00 16,20 16.40 16.60
5000 m/z 85.10 50.04%
7.0
412500 ) )hu 1410 P70 a0
m/z--> §o 160 1éo 260 250 360 3%0 460 '
Abundance #185535: Heptadecane, 9-octyl-
57.0 15.80 16.00 16.20 16.40 16.60
m/z 41.05 18.94%
5000
9.0
oL 1] 1| | | 1410 1830 2370 2810 3230
m/z--> §o 160 1éo 260 250 300 3éo 460 ! 1580 1600 1620 1640 1660
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082818\

Data File : BF108580.D

Aca On : 29 Aug 2018 2:55

Operator : JU/SJ

ﬁ?ggle i J4656-03 082418-SIDI-F-D-S
ALS Vial : 27 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Eicosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.74 2.82 ng 79037 Perylene-d12 15.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heneicosane 296 C21H44 000629-94-7 90
3 Heptadecane 240 C17H36 000629-78-7 86
4 Pentacosane 352 C25H52 000629-99-2 83
5 Hexacosane 366 C26H54 000630-01-3 83

Abundance Scan 2449 (16.742 min): BF108580.D (-2444) (-) m/z 57.10 100.00%

57.1
5000

16.40 16.60 16.80 17.00

Ol m/z 43.10 66.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #129491: Eicosane
57.0
5000 T[T I T[T rrr[rrrrprrror

16.40 16.60 16.80 17.00
m/z 71.10 64.30%

113.0 141.0 169.0 197.0 225.0 253.9 282.0

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141426: Heneicosane
57.0
R e R RE
85.0 16.40 16.60 16.80 17.00
5000 ' m/z 85.10 52.76%
29.0 113.0
o ||| M0 1420 1690 1970 2250 2530 2960
L B L L o e e RANARASNERRSs REEES
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #94346: Heptadecane
57.0 16.40 16.60 16.80 17.00
m/z 55.00 21.82%
85.0
5000
29.0
0 L Ly A11?0\1410 169.0 197.0 2400
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 16 40 16 60 16. 80 17. 00
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Tentatively ldentified Compound (LSC) summary

Z:\SVOASRV\HPCHEM1I\BNA_F\DATA\BF082818\

BF108580.D

29 Aug 2018 2:55

Ju/sJ

J4656-03

27 Sample Multiplier: 1

082418-SIDI-F-D-S

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Units Response

|--Internal Standard---|
| # RT Resp Conc]

TIC Top Hit name RT EstConc
unknown6.77 6.77 47
Trichloroacetic a... 14.02 4
Hentriacontane 16.19 2
Eicosane 16.74 2

ng 1638020

ng 154256
ng 80385
ng 79037

8270-BF080818.M Wed Aug 29 13:16:32 2018

1 7.00 687565 20.0
5 14.19 745374 20.0
6 15.75 559955 20.0
6 15.75 559955 20.0
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