LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001050.D

Aca On : 15 Nov 2019 20:26

Operator :© JU

Sample - K5832-06

Misc :

ALS Vial : 13 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 P\METHODS\8270-BP110619.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 2.346 37 44 54 rvVB 528178 803717 9.81% 1.336%
2 5.740 615 621 636 rBV 472125 749767 9.15% 1.246%
3 6.310 711 718 722 rBVY 3541185 4448878 54.29% 7.394%
4 7.816 966 974 990 rVB 3477348 4895484 59.74% 8.137%
5 8.010 1000 1007 1011 rBV 4107449 5112277 62.39% 8.497%
6 8.363 1062 1067 1075 rBVY 1098666 1301538 15.88% 2.163%
7 8.610 1102 1109 1113 rBvY 3560768 4233595 51.67% 7.037%
8 9.246 1209 1217 1221 rBV 2382655 3088645 37.69% 5.134%
9 10.393 1406 1412 1417 rBV 1427399 1653733 20.18% 2.749%
10 12.169 1706 1714 1719 rBV 5416475 6897138 84.17% 11.464%

11 12.422 1752 1757 1769 rVB 145707 197976 2.42% 0.329%
12 12.834 1818 1827 1834 rBV 890099 1069029 13.05% 1.777%
13 13.251 1892 1898 1905 rBV 1787752 2175041 26.54% 3.615%
14 14.545 2110 2118 2131 rBV 4080776 5483182 66.92% 9.113%
15 15.645 2295 2305 2309 rBV 2152297 2488678 30.37% 4_.136%

16 15.786 2325 2329 2333 rVB 85961 102144 1.25% 0.170%
17 16.110 2378 2384 2396 rBv4 41305 114337 1.40% 0.190%
18 16.527 2448 2455 2468 rBV 371271 569147 6.95% 0.946%
19 17.263 2575 2580 2587 rBV2 148059 309963 3.78% 0.515%
20 17.386 2597 2601 2606 rVB 113896 132396 1.62% 0.220%

21 17.522 2619 2624 2627 rBV2 73626 110454 1.35% 0.184%
22 17.610 2636 2639 2643 rBV 92920 116742 1.42% 0.194%
23 17.692 2649 2653 2656 rVB 100770 108079 1.32% 0.180%
24 17.927 2687 2693 2697 rVB 7399715 8194151 100.00% 13.619%
25 18.016 2697 2708 2713 rBV3 141740 225718 2.75% 0.375%

26 18.457 2780 2783 2788 rBV5 46998 85786 1.05% 0.143%
27 18.692 2819 2823 2827 rBV 157385 166267 2.03% 0.276%
28 19.163 2899 2903 2917 rVB 391747 827560 10.10% 1.375%
29 19.280 2919 2923 2927 rBV 2013401 2260125 27.58% 3.757%
30 20.151 3069 3071 3075 rVvB3 100741 86713 1.06% 0.144%

31 21.063 3221 3226 3234 rVB 1504625 2157384 26.33% 3.586%

Sum of corrected areas: 60165644
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001050.D

Aca On : 15 Nov 2019 20:26

Operator :© JU

Sample - K5832-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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: BP001050.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001050.D

Aca On : 15 Nov 2019 20:26

Operator :© JU

Sample - K5832-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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.

2.35 12.35 ng 803717 1,4-Dichlorobenzene-d4 8.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 45 (2.352 min): BP001050.D (-37) (-) m/z 73.05 100.00%
3
5000
43
i
220 240 260  2.80
owﬂl,...‘.}991.3.7,1.6?.1?2.22.1.??1..2.5?93.1.7.?‘,‘937.7.‘,‘1.9.‘.‘?1...‘?9,8..“?3.9,. m/z 43.10 30.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 L LA L I
43 220 240 260 2.80
m/z 87.10 29.24%
mz-> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
220 240 260  2.80
5000 41 m/z 55.00 23.58%
112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4436: Pentane, 3-methoxy- R e e
73 220 240 260  2.80
m/z 71.05 10.58%
5000
45
HL‘ 101 /\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 220 240 260  2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001050.D

Aca On : 15 Nov 2019 20:26

Operator :© JU

Sample - K5832-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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.

5.74 11.52 ng 749767 1,4-Dichlorobenzene-d4 8.36
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 38
3 4-Methoxv-1-pentene 100 C6H120 098386-09-5 27
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 12
5 Acetone 58 C3H60 000067-64-1 10

Abundance Scan 621 (5.740 min): BP001050.D (-615) (-) m/z 43.00 100.00%

43
5000
101

540 560 580 6.00

Ol k470, 129 164192221252 283 326 370397 4ldrl 523 | "m/z 58.95  65.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L BB |

5.40 5.60 5.80 6.00
m/z 101.00 29.82%

15 101
,14.“..w..”,.”. B B e B e R
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
EEEma e R
5.40 5.60 5.80 6.00
5000 m/z 57.95 17.94%
101
70
15 ]
IIIII‘III‘IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3834: 4-Methoxy-1-pentene R Rmma S AR
59 540 560 580 6.00

m/z 41.10 9.84%

5000 K
b, .99

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001050.D

Aca On : 15 Nov 2019 20:26

Operator :© JU

Sample - K5832-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 unknown8.01 Concentration Rank 1

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

8.01 78.56 ng 5112280 1,4-Dichlorobenzene-d4 8.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Cvclopentanedione. 2-chloro- 132 C5H5CI02 014203-19-1 46
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 35
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 27
4 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 17
5 5-Aminoindole 132 C8H8N2 005192-03-0 16

Abundance Scan 1007 (8.010 min): BP001050.D (-1000) (-) m/z 132.00 100.00%
132
5000 68
96 LN L R A
40 l 2201230258285 339369399427 457486514542 /.60 7.80 8.00 8.20 8.40
Olprild L g 172201230258285 339 369399427457486514512. m/z 68.05 37.68%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14212: 1,3-Cyclopentanedione, 2-chloro-
132
5000 SRS ARRASRARRE SRR RN

760 7.80 800 8.20 8.40

69
m/z 134.00 33.00%
39
l“ | 103
N T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 RS e R
104 7.60 7.80 8.00 8.20 8.40
5000 m/z 66.00 27.11%
31
IIIIlILIIIIIIIIIIIIIIIIIIII TTTT IIIIIIIII IIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- R ARt b e
132 7.60 7.80 8.00 8.20 8.40
m/z 69.10 17.23%
5000
28 63‘ 104
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7. 60 7.80 800 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001050.D

Aca On : 15 Nov 2019 20:26

Operator :© JU

Sample - K5832-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.53 4_.57 ng 569147 Phenanthrene-d10 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Octadecanoic acid 284 C18H3602 000057-11-4 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2455 (16.527 min): BP001050.D (-2448) (-) m/z 73.00 100.00%
73
43
5000 129
213 [ I I | |
171 NN BN SN B
256
0 L 1,,[“ 5 | | 1 J \ 298329356386 429 463 493521548 m}izo 156940915?60 1%0 290,
m/z--> 50 100 150 200 2éo 360 3éo 460 4éo 560 séo
Abundance #107548: n-Hexadecanoic acid
43 73

-

5000
16.20 16.40 16.60 16.80

m/z 43.05 64 .50%

2
157185

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95854: Pentadecanoic acid
43 73
B o e R
16.20 16.40 16.60 16.80
5000 m/z 57.05 61.75%
129 242
199
} | 101 171
-ty
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid TR
43 73 16.20 16.40 16.60 16.80
m/z 55.05 61.60%
5000
9 171 214
101 ’
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16. 20 16. 40 16 60 16. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001050.D

Aca On : 15 Nov 2019 20:26

Operator :© JU

Sample - K5832-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 Cetene Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
17.26 2.49 ng 309963 Phenanthrene-d10 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cetene 224 C16H32 000629-73-2 98
2 1-Octadecene 252 C18H36 000112-88-9 96
3 9-Octadecene. (E)- 252 C18H36 007206-25-9 91
4 Dichloroacetic acid. heptadecvl ... 366 C19H36CI202 1000282-98-2 91
5 1-Hexadecanol 242 C16H340 036653-82-4 91

Abundance Scan 2580 (17.263 min): BP001050.D (-2575) (-) m/z 83.10 100.00%

55 83

3

5000 111
140 176207 250 17.00 17.20 17.40 17.60
Y .,..lat.,....,....,..2?.2?.1?. 555383414 453 492 541 | 7z 55.05  94.22%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #81243: Cetene
a

-

5000 LN L L L LB L
17.00 17.20 17.40 17.60
11 m/z 97.10 89.89%
139168196224
LA o e e AR AR RS S R e S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104184: 1-Octadecene
57
97 IIIIIIIIIIIIIIIIIIIIIII
17.00 17.20 17.40 17.60
5000 m/z 69.05 88.91%
29
25
1] | 154182 224252
o o S HA——
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #104187: 9-Octadecene, (E)- R e EERRS BEm
55 17.00 17.20 17.40 17.60
83 m/z 43.10 76.08%
5000
11
2
J 139168196224252
T T P e T e R B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 17.00 17.20 1740 1760
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111519\
Data File : BP001050.D

Aca On : 15 Nov 2019 20:26

Operator :© JU

Sample - K5832-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 9-Tricosene, (2)- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.16 7.32 ng 827560 Chrysene-di12 19.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 94
2 Nonadecvl trifluoroacetate 380 C21H39F302 1000351-76-3 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94
5 Octacosanol 410 C28H580 000557-61-9 93
Abundance Scan 2903 (19.163 min): BP001050.D (-2899) (-) m/z 57.10 100.00%
g7 197
5000 fthNJﬁ\Vf/“uj\\\J\““rﬂ\”ﬂ\“
25 e
53 18.80 19.00 19.20 19.40
0 182 234 281308 341369 416 459488 532 m/z 83.10 95 _70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #163019: 9-Tricosene, (2)-
g5 83
5000 111 AU N RS
18.80 19.00 19.20 19.40
m/z 55.10 91.82%
21 139167195, 262294 ?2
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #202424: Nonadecy! trifluoroacetate
57 97
18:80 19.00 19.20 19.40
5000 m/z 97.10 88.84%
125
19 | 9?3132210238266 311 362 ¥JVVVJN“pMEfj\kw~«uﬂf\f“N”
m/z--> 50 100 150 200 250 300 3éo 400 450 500 550
Abundance #177132: 1-Heneicosy! formate R EE R E s
57 18.80 19.00 19.20 19.40
97 m/z 43.10 84 .46Y%
5000
125
l 1:|.53.:|_82210 266294322
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.80 19.00 19,20 19.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111519\
Data File : BP001050.D

Acq On : 15 Nov 2019 20:26

Operator : JU

Sample - K5832-06

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.35 12.4 ng 803717 1 8.36 1301540 20.0
2-Pentanone, 4-hy... 5.74 11.5 ng 749767 1 8.36 1301540 20.0
unknown8.01 8.01 78.6 ng 5112280 1 8.36 1301540 20.0
n-Hexadecanoic acid 16.53 4.6 ng 569147 4 15.65 2488680 20.0
Cetene 17.26 2.5 ng 309963 4 15.65 2488680 20.0
9-Tricosene, (2)- 19.16 7.3 ng 827560 5 19.28 2260130 20.0
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