LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\

Data File : BP001025.D

Aca On : 11 Nov 2019 19:41 Instrument :
Operator : JU BNA_P

Sample - K5763-11 ClientSampleld :
Misc : TP-34-D

ALS Vial : 8 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 2.122 3 6 12 rvB2 157617 272674 3.71% 0.490%
2 2.346 38 44 55 rvB 569961 881698 12.01% 1.586%
3 5.740 617 621 634 rBV 472992 706489 9.62% 1.271%
4 6.310 711 718 722 rBVY 3329272 4053909 55.21% 7.291%
5 7.816 966 974 985 rBVY 3451445 4628270 63.03% 8.324%
6 8.010 998 1007 1012 rBVY 3771336 4667241 63.56% 8.394%
7 8.375 1063 1069 1074 rBV 1290852 1506222 20.51% 2.709%
8 8.616 1104 1110 1114 rBVY 3258234 3903614 53.16% 7.021%
9 9.245 1210 1217 1221 rBvV 2316725 2825199 38.47% 5.081%
10 10.398 1407 1413 1418 rBVY 1640463 1892845 25.78% 3.404%

11 12.180 1707 1716 1720 rBV 5123697 6287162 85.62% 11.308%
12 12.845 1824 1829 1835 rVB 330111 383348 5.22% 0.689%
13 13.263 1893 1900 1905 rBV 1872547 2338394 31.85% 4._.206%
14 14.551 2112 2119 2133 rBV 3377231 4181712 56.95% 7.521%
15 15.651 2301 2306 2311 rBV 2170254 2537511 34.56% 4._.564%

16 16.539 2452 2457 2470 rBV2 276305 424343 5.78% 0.763%
17 17.621 2638 2641 2651 rBV 108983 155368 2.12% 0.279%
18 17.933 2688 2694 2698 rBV 6670372 7342973 100.00% 13.207%
19 19.157 2898 2902 2911 rBV2 552274 701162 9.55% 1.261%
20 19.292 2920 2925 2929 rBV 2261841 2529497 34.45% 4._.549%

21 19.321 2929 2930 2938 rVB2 63786 87172 1.19% 0.157%
22 19.974 3038 3041 3048 rVB 94291 106650 1.45% 0.192%
23 20.351 3103 3105 3110 rVB 78998 82127 1.12% 0.148%

24 20.439 3115 3120 3124 rVB 401079 488381 6.65% 0.878%
25 20.756 3170 3174 3183 rBV 78866 153260 2.09% 0.276%
26 21.074 3222 3228 3235 rVB 1794572 2463322 33.55% 4._.430%

Sum of corrected areas: 55600543
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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:\SVOASRVA\HPCHEMI\BNA P\DATA\BP111119\

BP001025.D

11 Nov 2019 19:41

Ju

K5763-11

8 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001025.D

Aca On : 11 Nov 2019 19:41

Operator :© JU

Sample : K5763-11

Misc :

ALS Vial : 8 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 1-Pentene, 2-methyl- Concentration Rank 7

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

2.12 3.62 ng 272674 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 80
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 64
3 Cvclopentane. methvl- 84 C6H12 000096-37-7 56
4 2-Acetvipiperidine 127 C7H13NO 097073-22-8 56
5 Iron pentacarbonyl 196 C5Fe05 013463-40-6 56

Abundance Scan 6 (2.122 min): BP001025.D (-3) (-) m/z 56.00 100.00%
56 84
5000 /\
P
2.20 2.30 2.40 2.50
Ol 4 119 169197225 268 304 356385 423 473504534 | sz 84.05  92.49%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1459: Cyclohexane
5684
5000 ISR RSN AN LR
2.20 2.30 2.40 2.50
27 m/z 41.10 51.80%
R R S R A S A SRS RN SRS SRR
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1488: 1-Pentene, 2-methyl-
56
2.20 2.30 2.40 2.50
5000 o m/z 69.05 38.78%
2w
0|""|"""|""|"" DAY SRS AN S S SR I
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1491: Cyclopentane, methyl-
5 2.20 2.30 2.40 2.50
m/z 55.00 26.83%
5000
27} 84
Ol'w'l"”l"'W""""""""P"'P"'P"'P"'P
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2.20 2.30 2.40 2.50
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001025.D

Aca On : 11 Nov 2019 19:41

Operator :© JU

Sample : K5763-11

Misc :

ALS Vial : 8 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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.35 11.71 ng 881698 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 N-Ethvlformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4H9NO 000625-50-3 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 45 (2.352 min): BP001025.D (-38) (-) m/z 72.95 100.00%

B
5000
43

L | 220 240 260  2.80
oﬁJ,. 11109 148179 222 258 294 328357387415442472 504534 m/z 43.05 30.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 LI L L N L L B N B L L L I
43 2.20 2.40 2.60 2.80
m/z 87.00 27 .33%
0 01
- IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
7
T
2.20 2.40 2.60 2.80
5000 41 m/z 55.05 22.63%
o 112
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\,\
Abundance #734: N-Ethylformamide i e R S o e
30 2. 40 2. 60 2.80
3 z 71.10 10.71%
5000 /\
ol l“..w..”,.”. e e e || e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2.20 2.40 2. 60 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001025.D

Aca On : 11 Nov 2019 19:41

Operator :© JU

Sample : K5763-11

Misc :

ALS Vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.74 9.38 ng 706489 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 12
3 Acetone 58 C3H60 000067-64-1 10
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 621 (5.740 min): BP001025.D (-617) (-) m/z 43.00 100.00%

43
5000
101

540 560 580 6.00

O L 133163 207236 270 301332 365396 436464500533 | 'm/z 59.00 64.59%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LI L L L L L LN |

5.40 5.60 5.80 6.00
m/z 101.00 28.21%

101
ot rr—r—rrr
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
T e
5.40 5.60 5.80 6.00
5000 m/z 57.95 18.16%
126
‘4t
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214: Acetone R R
43 540 560 5.80 6.00

m/z 41.05 9.07%

5000
15
N

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

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001025.D

Aca On : 11 Nov 2019 19:41

Operator :© JU

Sample : K5763-11

Misc :

ALS Vial : 8 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 4 unknown8.01 Concentration Rank 1

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

8.01 61.97 ng 4667240 1,4-Dichlorobenzene-d4 8.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
4 5-Aminoindole 132 C8H8N2 005192-03-0 12
5 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 10

Abundance Scan 1007 (8.010 min): BP001025.D (-998) (-) m/z 132.00 100.00%
132
5000 68
96 RARENRARE RS LRSS R
40 [ 207234262289317345375 407 443 477 510 545 160 _7.80 8.00 820 840
Ol rrilh oA L7 20723426228931 7345375 407 443 477 510 545, m/z 67.95 38.97%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
5000 SRR AR RARSE RS
760 7.80 8.00 8.20 8.40
33 97 m/z 134.00 32.61%
Lee, I
e L A S B I S L I W S W
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
% 7.60 7.80 8.00 8.20 8.40
5000 m/z 66.00 27 .89%
31
Ol“J“L“'w"“l'“'l“""“ DN S RN S
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14503: 1H-Benzimidazole, 2-methyl- T AREer b
132 7.60 7.80 8.00 8.20 8.40
m/z 68.95 17.72%
5000
. 28 63‘ 104
iz 6 1% 150 o0 2% 3 50 a0 40 500 50 | | 750 750 500 850 540
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001025.D

Aca On : 11 Nov 2019 19:41

Operator :© JU

Sample : K5763-11

Misc :

ALS Vial : 8 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 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
16.54 3.34 ng 424343 Phenanthrene-d10 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 81
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Octadecanoic acid 284 C18H3602 000057-11-4 74
5 n-Decanoic acid 172 C10H2002 000334-48-5 64

Abundance Scan 2457 (16.539 min): BP001025.D (-2452) (-) m/z 73.00 100.00%

73

43
5000

o

256
16.20 16.40 16.60 16.80
o 302331361389416 453480 523 m/z 59.95 74 _94%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid

%
f

5000 L I L L L L L LA |
16.20 16.40 16.60 16.80
2 m/z 43.05 64 .39%
157185
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
43 |73
I e o LBEE
16.20 16.40 16.60 16.80
5000 129 m/z 55.00 60.93%
199
7 242
0 15
i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #72646: Tridecanoic acid R ma e
43 73 16.20 16.40 16.60 16.80
m/z 57.05 57.22%
5000
J 129 171 214
1
07 T .Wﬁl’l \ I I I I
TT 1T IIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII _'—I_'_'_'_'—r'_'_'_'—l_'_'_'_'—l_'_'_'_'—l_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.20 16.40 16.60 16.80
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA P\DATA\BP111119\
BP001025.D

11 Nov 2019 19:41

Ju

K5763-11

8 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Cyclotetracosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
19.16 5.54 ng 701162 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetracosane 336 C24H48 000297-03-0 99
2 5-Eicosene. (B)- 280 C20H40 074685-30-6 99
3 Octacosvl acetate 452 C30H6002 018206-97-8 96
4 Cvclopentadecane 210 C15H30 000295-48-7 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93

Abundance Scan 2903 (19.162 min): BP001025.D (-2898) (-) m/z 83.10 100.00%
55 83 149
5000
—v-|—v—v—v—v—|—v—v—v—v—|—v—v—v—v-|—v—v—v—v—|—r
18.80 19.00 19.20 19.40
259
ol L 181210 312344 382 429458 508 548 m/z 97.05 92 _06%

m/z--> 0 50

|
100 150 200 250 300 350 400 450 500 550

Abundance #174180: Cyclotetracosane
55 83
5000 111 336
39
2 i }67195224251279308
(O e B o i I I o o e B e
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127769: 5-Eicosene, (E)-
55
5000
2 39
ol ALY ..11..,1.6.7.1.96.2???5??‘?‘.’ S
m/iz—-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227661: Octacosyl acetate
43 97
5000
125
15, ) 1193181209 250278306334364392 437
ot e e e

ﬁ

18 80 109. OO 19. 20 19. 40

m/z 105.00 87.77%

-%

18.80 19.00 19.20 19.40

m/z 57.05 87 .38%

:

18.80 19.00 19.20 19.40

m/z 149.00 85.95%

3

m/z--> 0 50

100 150 200 250 300 350 400 450 500 550

18 80 109. OO 19. 20 19. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001025.D

Aca On : 11 Nov 2019 19:41

Operator :© JU

Sample : K5763-11

Misc :

ALS Vial : 8 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 8 Squalene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.44 3.97 ng 488381 Perylene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 4.8.12-Tetradecatrienenitrile, 5... 245 C17H27N 005981-31-7 64
4 1.5.9-Decatriene. 2.3.5.8-tetram... 192 C14H24 230646-72-7 64
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 50
Abundance Scan 3120 (20.439 min): BP001025.D (-3115) (-) m/z 69.05 100.00%
69
5000 /
| gor1s7 20,20 20.40 20.60 20.80
O .l,t. L3Iy 189 231oseome  slsessosizy 468500532 | pso gl 00 52.24%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215932: Squalene
69
5000 R B B RO A
a1 20,20 20.40 20.60 20.80
137 m/z 41.05 18.95%
o (19977 175203231 273 341
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
20,20 20.40 20.60 20.80
5000 m/z 95.05 14 .34%
41
137
0 iAo 191 231 273300 341368 410
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #98277: 4,8,12-Tetradecatrienenitrile, 5,9,13-trimethyl- b RREmE EE e
69 20.20 20.40 20.60 20.80
m/z 68.10 11.51%
5000{ 41
136
o) M U198ﬁ J 174202 245
s o0 100 1o 30 2 e wo do & o o 20,20 20.40 20.60 20.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP111119\
Data File : BP001025.D

Acq On : 11 Nov 2019 19:41

Operator : JU

Sample : K5763-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP110619_.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]
1-Pentene, 2-methyl- 2.12 3.6 ng 272674 1 8.37 1506220 20.0
Butane, 2-methoxy... 2.35 11.7 ng 881698 1 8.37 1506220 20.0
2-Pentanone, 4-hy... 5.74 9.4 ng 706489 1 8.37 1506220 20.0
unknown8.01 8.01 62.0 ng 4667240 1 8.37 1506220 20.0
n-Hexadecanoic acid 16.54 3.3 ng 424343 4 15.65 2537510 20.0
Cyclotetracosane 19.16 5.5 ng 701162 5 19.29 2529500 20.0
Squalene 20.44 4.0 ng 488381 6 21.07 2463320 20.0
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