LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000645.D

Aca On : 11 Oct 2019 20:46

Operator :© JU

Sample = K5298-02

Misc :

ALS Vial : 16 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\HPCHEMI1I\BNA P\METHODS\8270-BP100119.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 4.940 482 485 498 rBV 232452 256565 5.29% 0.649%
2 5.369 554 558 582 rBY 2733712 2560526 52.80% 6.478%
3 6.387 727 731 749 rVB 2947278 2794412 57 .62% 7.070%
4 6.516 749 753 757 rBV 3454102 2878168 59.35% 7.282%
5 6.746 789 792 796 rBVY 1714837 1381978 28.50% 3.496%
6 6.905 815 819 822 rBVY 3100721 2429640 50.10% 6.147%
7 7.305 883 887 891 rBVY 2052752 1714859 35.36% 4 .339%
8 8.034 1007 1011 1014 rBVvV 2120735 1802373 37.16% 4 _.560%
9 9.116 1191 1195 1198 rBVY 4451134 4013643 82.76% 10.155%
10 9.510 1258 1262 1265 rBV 638274 474670 9.79% 1.201%

11 9.798 1307 1311 1314 rBV 2530562 2300492 47.44% 5.820%
12 10.587 1442 1445 1460 rBV 2662312 2379623 49.07% 6.021%
13 11.293 1561 1565 1568 rBV 3153008 2537566 52.32% 6.420%
14 12.898 1834 1838 1841 rBV 5711956 4849700 100.00% 12.270%
15 13.828 1989 1996 2011 rBV3 123154 278660 5.75% 0.705%

16 13.963 2015 2019 2023 rBV 2834673 2504267 51.64% 6.336%
17 14.145 2046 2050 2056 rBV 112523 101690 2.10% 0.257%
18 14.451 2100 2102 2110 rVB 199236 185462 3.82% 0.469%
19 14.763 2151 2155 2163 rBV 316127 307588 6.34% 0.778%
20 15.104 2208 2213 2220 rBV 318485 370248 7.63% 0.937%

21 15.439 2264 2270 2274 rBV 1972332 2417070 49.84% 6.115%
22 15.486 2274 2278 2292 rVB 278928 404462 8.34% 1.023%
23 15.922 2347 2352 2363 rBV 197948 316380 6.52% 0.800%
24 16.433 2433 2439 2452 rVB 99742 189751 3.91% 0.480%
25 17.028 2535 2540 2549 rVB2 34034 74881 1.54% 0.189%

Sum of corrected areas: 39524674
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000645.D

Aca On : 11 Oct 2019 20:46

Operator : JU

Sample . K5298-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP000645.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000645.D

Aca On : 11 Oct 2019 20:46

Operator :© JU

Sample = K5298-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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.

4.94 3.71 ng 256565 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 25
3 Acetic acid. cvano-. 1.1-dimethyvy... 141 C7H11NO2 001116-98-9 12
4 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 485 (4.940 min): BP000645.D (-482) (-) m/z 43.00 100.00%
43
5000
101
R A nEE SR
460 4.80 5.00 5.20
Ol 72, 130 163 207239267295 341 393 441469497 541 ' "m/z 58.95  63.44%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 rrrTTTTTTT T T T T T T T

4.60 4.80 500 5.20
m/z 101.10 29.18%

15 101
o,JA.,”..“..W..” R i o R e B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3686: 1-Propen-2-ol, acetate
43
N AR ERREE
4.60 4.80 5.00 5.20
5000 m/z 58.00 19.19%
15 72100
MM
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester I RRERER R
59 4.60 4.80 5.00 5.20
m/z 41.00 9.06%
5000
. 126
ol e e e e e e R AT AR
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000645.D

Aca On : 11 Oct 2019 20:46

Operator :© JU

Sample = K5298-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 unknown6.52 Concentration Rank 1

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

6.52 41_.65 ng 2878170 1,4-Dichlorobenzene-d4 6.75
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 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9

Abundance Scan 754 (6.522 min): BP000645.D (-749) (-) m/z 132.00 100.00%
132
5000
68
% '6.20 6.40 6.60 6.80
ol +, s Lo ) 177205232259287314340 371398 429 459486512541 m/z 134.00 33.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BN SSEE RRSE RRR

6.20 6.40 6.60 6.80
m/z 68.10 30.31%

31
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
SRR G
6.20 6.40 6.60 6.80
5000 67 m/z 66.00 19.45%
97
s
0...J‘,‘L.ﬂ.‘u.“.,.lt..,....,.... R B B M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #52379: Tranylcypromine-propionyl R
57 132 6.20 6.40 6.60 6.80
m/z 96.00 13.31%
5000 98
ol bl il L g 160180 S | N —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000645.D

Aca On : 11 Oct 2019 20:46

Operator :© JU

Sample = K5298-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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

Concentration Rank 7

Peak Number

4 1-Heneicosyl formate

R.T. EstConc Area Relative to ISTD R.T.
13.83 2.23 ng 278660 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosvl formate 340 C22H4402 077899-03-7 89
2 Ethanol. 2-(octadecvloxv)- 314 C20H4202 002136-72-3 64
3 Oxalic acid. isobutvl hexadecvl ... 370 C22H4204 1000309-38-1 64
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 56
5 Hexadecane 226 C16H34 000544-76-3 56

Abundance Scan 1996 (13.828 min): BP0O00645.D (-1989) (-) m/z 105.00 100.00%
57 105
149
5000 llﬁ
216 248 13.60 13.80 14.00 14.20
Ob— A R, , . Ayl 8350717274302 335 383 420 476 512542 | sz 57.05  82.38Y%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #177132: 1-Heneicosyl formate
57
5000
13.60 13.80 14.00 14.20
m/z 149.05 71.61%
0 153182210 266294327
m/z--> 50 100 1éo 200 2%0 360 350 400 450 500 550
Abundance #156673: Ethanol, 2-(octadecyloxy)-
57
' 13.60 13.80 14.00 14.20
5000 85 m/z 71.05 59.81%
29
. m ‘ h1f3141169197224252283311
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester
57 13.60 13.80 14.00 14.20
m/z 43.00 52.83%
5000
29 P
0 J | 125154 196224 269
m/z--> 50 160 150 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000645.D

Aca On : 11 Oct 2019 20:46

Operator :© JU

Sample = K5298-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.76 2.55 ng 307588 Perylene-di12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 94
2 Docosane. 9-butvl- 366 C26H54 055282-14-9 94
3 Heneicosane. 1ll-pentvl- 366 C26H54 014739-72-1 93
4 Hexacosane 366 C26H54 000630-01-3 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2155 (14.763 min): BPO00645.D (-2151) (-) m/z 57.05 100.00%
85
5000
141 169 14.40 14.60 14.80 15.00
o4 1',1 LI 50197225253281309 351 394 436463 510837 | 7571 05 | 80.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl-
57
5000 85
14.40 14.60 14.80 15.00
m/z 85.10 63.26%
o f}%}?1}69197 2?9267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194496: Docosane, 9-butyl-
43
71 14.40 14.60 14.80 15.00
5000 m/z 43.05 53.48%
99
o1 u4127155 [ 211 2?22813?9336364
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194505: Heneicosane, 11-pentyl-
43 14.40 14.60 14.80 15.00
m/z 55.05 22.07%
71
5000
224
99
ob u41?7155183 253 2?5323 364
m/z--> 5'0 100 150 200 250 300 350 400 450 500 550 1440 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000645.D

Aca On : 11 Oct 2019 20:46

Operator :© JU

Sample = K5298-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Heptacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.10 3.06 ng 370248 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptacosane 380 C27H56 000593-49-7 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 2-methvloctacosane 408 C29H60 1000376-72-8 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91
Abundance Scan 2212 (15.098 min): BPO00645.D (-2208) (-) m/z 57.05 100.00%
5000
141 14.80 15.00 15.20 15.40
o 169197225253 205323 365 408436464 503 534 mn/z 71.05 82 71%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #202662: Heptacosane
57
5000
85 14.80 15.00 15.20 15.40
m/z 85.05 64 .85%
0 29 113141169197225253281 323351380
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141426: Heneicosane
85 14.80 15.00 15.20 15.40
5000 m/z 43.05 52.70%

141169197225053 296

0!
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane
14.80 15.00 15.20 15.40
m/z 55.00 22 .52%
5000 85

141169197225 267295 365393
I~ TT I TTTrT I L I TTTrT I TT 1T
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 14.80 15.00 15.20 15.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP101119\
Data File : BP000645.D

Aca On : 11 Oct 2019 20:46

Operator :© JU

Sample = K5298-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP100119.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 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.92 2.62 ng 316380 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heptadecane 240 C17H36 000629-78-7 95
3 Octadecane. 2-methvl- 268 C19H40 001560-88-9 93
4 2-methvloctacosane 408 C29H60 1000376-72-8 91
5 Heneicosane 296 C21H44 000629-94-7 91
Abundance Scan 2352 (15.922 min): BPO00645.D (-2347) (-) m/z 57.05 100.00%
5000
141169 15.60 15.80 16.00 16.20
o 197225253280 323351379407437 478507535 m/z 71.05 31.68%
miz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175560: Tetracosane
5000

15.60 15.80 16.00 16.20
m/z 85.05 63.86%

141169197 255253751 579338

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane
5
15.60 15.80 16.00 16.20
5000 85 m/z 43.05 51.57%
19[ J 13141160197 240
Ot Pt e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117648: Octadecane, 2-methyl- N REEEEEEEEE e
43 15. 60 15. 80 16. 00 16 20
m/z 55.00 22.24%

71
5000
99
J | 127155183 225753

NN asnusnten.s S et s

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 15 60 15. 80 16. 00 16.20

8270-BP100119.M Mon Oct 14 16:57:41 2019 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101119\
Data File : BP000645.D

Acq On : 11 Oct 2019 20:46

Operator : JU

Sample - K5298-02

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP100119.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... 4.94 3.7 ng 256565 1 6.75 1381980 20.0
unknown6 .52 6.52 41.6 ng 2878170 1 6.75 1381980 20.0
1-Heneicosyl formate 13.83 2.2 ng 278660 5 13.96 2504270 20.0
Heptadecane, 9-oc... 14.76 2.5 ng 307588 6 15.44 2417070 20.0
Heptacosane 15.10 3.1 ng 370248 6 15.44 2417070 20.0
Tetracosane 15.92 2.6 ng 316380 6 15.44 2417070 20.0
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