LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101019\
Data File : BP0O00618.D
Aca On : 10 Oct 2019 16:04 Instrument :
Operator : JU gyA{é el
- _ lentosampleld :
3?22'6 : K5292-05 20190858-AMENDED-COMP-E
ALS Vial : 14 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 5.005 482 496 499 rBV 5235280 13777994 100.00% 28.090%
2 5.381 556 560 571 rVB 181538 183627 1.33% 0.374%
3 6.387 727 731 742 rBV3 807149 869826 6.31% 1.773%
4 6.522 748 754 762 rBV 376429 314384 2.28% 0.641%
5 6.752 789 793 796 rBVY 2000392 1494874 10.85% 3.048%
6 6.910 816 820 823 rVB 3974099 3447776 25.02% 7.029%
7 7.310 884 888 891 rBVY 3047063 2430529 17.64% 4 .955%
8 7.457 910 913 917 rBV 154030 144059 1.05% 0.294%
9 8.034 1007 1011 1014 rBV 2605260 1984979 14.41% 4._.047%
10 9.116 1191 1195 1198 rBVY 6207618 4778661 34.68% 9.742%

11 9.510 1259 1262 1265 rBV 1084378 874186 6.34% 1.782%
12 9.799 1307 1311 1314 rVB 3094514 2427305 17.62% 4.949%
13 10.593 1442 1446 1450 rBV3 153085 180370 1.31% 0.368%
14 10.734 1467 1470 1475 rVB3 147179 169506 1.23% 0.346%
15 11.157 1539 1542 1546 rBVv3 182181 209111 1.52% 0.426%

16 11.293 1562 1565 1568 rBV 2819316 2481511 18.01% 5.059%
17 12.522 1771 1774 1777 rVB 248223 216235 1.57% 0.441%
18 12.751 1810 1813 1816 rVB 208266 176580 1.28% 0.360%
19 12.898 1834 1838 1842 rBV 5715011 4997734 36.27% 10.189%
20 13.822 1991 1995 2009 rBV2 372574 670690 4.87% 1.367%

21 13.963 2015 2019 2023 rBV2 2475810 2682023 19.47% 5.468%
22 14.145 2048 2050 2054 rVB 182653 146206 1.06% 0.298%
23 14.457 2100 2103 2106 rBV 289135 253665 1.84% 0.517%
24 14.769 2152 2156 2163 rVB 320234 391319 2.84% 0.798%
25 15.016 2195 2198 2207 rVB 118286 234660 1.70% 0.478%

26 15.104 2210 2213 2219 rVB2 340117 407020 2.95% 0.830%
27 15.439 2266 2270 2275 rVV 1925099 2320761 16.84% 4.731%

28 15.486 2275 2278 2292 rVB 304328 489073 3.55% 0.997%
29 15.928 2349 2353 2359 rBvV 197831 295043 2.14% 0.602%

Sum of corrected areas: 49049707
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101019\

Data File : BP000618.D

Aca On : 10 Oct 2019 16:04

Operator : JU

ﬁ?ggle : K5292-05 20190858-AMENDED-COMP-E
ALS Vial : 14 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: BP000618.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101019\

Data File : BP000618.D

Aca On : 10 Oct 2019 16:04

Operator : JU

ﬁ?ggle : K5292-05 20190858-AMENDED-COMP-E
ALS Vial : 14 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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.00 184.34 ng 13778000 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 50
2 (+-)-4-Amino-4.5-dihvdro-2(3H)-f. .. 101 C4H7NO2 016504-58-8 47
3 Guanidine 59 CH5N3 000113-00-8 27
4 Propanamide. N-ethvl- 101 C5H11NO 005129-72-6 12
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 12

Abundance Scan 495 (4.999 min): BP000618.D (-482) (-) m/z 43.00 100.00%
a3
5000 101
, 460 480 500 520 540
Ol b 7Ly 133 173202230258286 321349 382412 444474502532 m/z 59.10 71.69%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 IR SRR R

460 480 500 520 5.40
m/z 101.05  38.04%

101
O S R e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
e e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 20.64%
101
15 13
oAy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #256: Guanidine P e
59 4.60 4.80 5.00 5.20 5.40
m/z 41.05 9.03%
5000] 18
O e R R AR R,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101019\

Data File : BP000618.D

Aca On : 10 Oct 2019 16:04

Operator : JU

ﬁ?ggle : K5292-05 20190858-AMENDED-COMP-E
ALS Vial : 14 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

Peak Number 2 unknown6.52 Concentration Rank 4

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

6.52 4.21 ng 314384 1,4-Dichlorobenzene-d4 6.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 25
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 16
3 N-(-phenvlisopropvDbenzaldimine 223 C16H17N 1000379-01-3 12
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 754 (6.522 min): BP000618.D (-748) (-) m/z 132.00 100.00%
132
5000
68
% 6.20 6.40 6.60 6.80
40 . . . .
Obrbpilhlu | 169 210235 275304 341371 413446476 512 | 7> g 00  33.33%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67
a1 97 6.20 6.40 6.60 6.80
m/z 133.95 32.08%
0 15 RN SN S BN S BN SR S
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #52379: Tranylcypromine-propionyl
57 132
6.20 640 6.60 6.80
5000 98 m/z 66.00 22.01%
o L liyli] | 158189
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #80319: N-(-phenylisopropyl)benzaldimine
132 6.20 6.40 6.60 6.80
m/z 69.05 13.53%
5000
105
o St | 165 208
m/z--> 50 100 150 200 250 300 350 400 450 500 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101019\

Data File : BP000618.D

Aca On : 10 Oct 2019 16:04

Operator : JU

ﬁ?ggle : K5292-05 20190858-AMENDED-COMP-E
ALS Vial : 14 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

Peak Number 4 2- Chloropropionic acid, he... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.82 5.00 ng 670690 Chrysene-di12 13.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2- Chloropropionic acid. hexadec... 332 C19H37CI102 086711-81-1 94
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 94
3 Ethanol. 2-(tetradecvloxv)- 258 C16H3402 002136-70-1 93
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 93
5 Cyclopentadecane 210 C15H30 000295-48-7 91
Abundance Scan 1995 (13.822 min): BP0O00618.D (-1991) (-) m/z 57.10 100.00%
57
97
5000
25 1360 13.80 14.00 14.20
154 248 . . . :
ok b b L (20183 210757 302 soassadtsass 4se 540 o771 10 69.10%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #170817: 2- Chloropropionic acid, hexadecy! ester
57 |97
5000 LR SRR BRI SULBURA SR
13.60 13.80 14.00 14.20
125 m/z 83.10 68.05%
54 19224 269 o,
04
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #190678: 2- Chloropropionic acid, octadecyl ester
S o7
13.60 13.80 14.00 14.20
5000 m/z 43.05 67 .04%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #109268: Ethanol, 2-(tetradecyloxy)- BREmEEEs
57 13.60 13.80 14.00 14.20
m/z 97.10 59.34%
- | th
29
125
y ‘ l 168196 227 258
T . — R o B B
mz-> 0 50 100 1&1;0 200 250 300 350 400 450 500 550 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101019\

Data File : BP000618.D

Aca On : 10 Oct 2019 16:04

Operator : JU

ﬁ?ggle : K5292-05 20190858-AMENDED-COMP-E
ALS Vial : 14 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

Peak Number 5 Heneicosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.77 3.37 ng 391319 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Hexacosane 366 C26H54 000630-01-3 91
4 Eicosane 282 C20H42 000112-95-8 91
5 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90
Abundance Scan 2156 (14.769 min): BP0O00618.D (-2152) (-) m/z 57.10 100.00%

5000

14.40 14.60 14.80 15.00
m/z 71.10 84.25%

o 111169107205253 287 323354 390421 458 507537

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

5000 T
14.40 14.60 14.80 15.00

m/z 85.10 69.12%

141169197225253 296

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane

14.40 14.60 14.80 15.00
m/z 43.05 54.96%

5000

141169197225 267295 365393

04
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194493: Hexacosane L B o
57 14.40 14.60 14.80 15.00
m/z 99.10 21.77%
5000 85
29 13
. | | (H13141160107225253 205323 367
e M S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP101019\

Data File : BP000618.D

Aca On : 10 Oct 2019 16:04

Operator : JU

ﬁ?ggle : K5292-05 20190858-AMENDED-COMP-E
ALS Vial : 14 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

Peak Number 8 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
15.93 2.54 ng 295043 Perylene-d12 15.44
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 2-methvloctacosane 408 C29H60 1000376-72-8 91
3 Tetracosane 338 C24H50 000646-31-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Hexacosane 366 C26H54 000630-01-3 87
Abundance Scan 2353 (15.928 min): BPO00618.D (-2349) (-) m/z 57.10 100.00%

[6)]
~
(o]
al

5000
j3 155183211238266295 337 384414442 483 526 15,60 15.80 16,00 16.20 _
DY T YU O v oS SIS T o 5 m/z 71.10 80.15%
miz--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #117638: Nonadecane
5000 TT TTTT TTTT TTT T[T T ITg

15.60 15.80 16.00 16.20
m/z 85.10 62.99%

113141169197005 268

0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215181: 2-methyloctacosane

X

15.60 15.80 16.00 16.20
m/z 43.05 51.02%

5000

:

o 141169197225 267295 365393
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #175559: Tetracosane R Ea RS S
57 15.60 15.80 16.00 16.20

m/z 69.10 22 .75%

5000

ir

29

113
1 °141169197225253 338

R W G N S

m/z--> 50 100 150 200 250 300 350 400 450 500 550 15. 60 15. 80 16. 00 16. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP101019\

Data File : BP000618.D

Acq On : 10 Oct 2019 16:04

Operator : JU

3?22'6 - K5292-05 20190858 AMENDED-COMP-E
ALS Vial : 14 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

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.00 184.3 ng 13778000 1 6.75 1494870 20.0
unknown6 .52 6.52 4.2 ng 314384 1 6.75 1494870 20.0
2- Chloropropioni... 13.82 5.0 ng 670690 5 13.97 2682020 20.0
Heneicosane 14.77 3.4 ng 391319 6 15.44 2320760 20.0
Nonadecane 15.93 2.5 ng 295043 6 15.44 2320760 20.0
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