LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP010320\
Data File : BP001520.D
Aca On : 03 Jan 2020 22:20 Instrument :
Operator : JU gyA{é el

- _ lentosampleld :
3?22Ie - H1011-04 MC-010220-2-5-COMP-B3
ALS Vial : 11 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-BP010320.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

2.928 18 24 34 rBv2 51148 110536 4.72% 0.617%
3.022 35 40 47 rVB 247360 326378 13.94% 1.821%
rBv 197927 286053 12.22% 1.596%
5.346 428 435 444 rBV 953516 1346524 57.51% 7.513%
6.916 694 702 713 rVB 953081 1518569 64.86% 8.472%
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7.251 752 759 766 rBV 904814 1426796 60.94% 7.960%
7.698 826 835 844 rBV 257141 408060 17.43% 2.277%
rBv 691293 1098242 46.91% 6.127%
8.851 1024 1031 1039 rVB 546724 891806 38.09% 4_.976%
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1 10.475 1299 1307 1313 rBV 312193 521325 22.27% 2.909%
11 12.957 1722 1729 1738 rBV 1188799 1756519 75.02% 9.800%
12 13.822 1869 1876 1882 rBV 60028 86945 3.71% 0.485%
13 14.333 1957 1963 1970 rBV 448876 666067 28.45% 3.716%
14 14.863 2048 2053 2066 rVB2 21475 49191 2.10% 0.274%
15 15.392 2138 2143 2148 rBV2 17970 24746 1.06% 0.138%

16 15.833 2208 2218 2229 rBV 970594 1419030 60.61% 7.917%
17 17.092 2426 2432 2436 rBV 558349 801397 34.23% 4._.471%
18 17.133 2436 2439 2446 rVB 168596 232309 9.92% 1.296%

19 17.227 2451 2455 2461 rVB 45705 66496 2.84% 0.371%
20 17.504 2499 2502 2508 rVB3 14798 28311 1.21% 0.158%
21 17.969 2578 2581 2585 rBV 24925 33008 1.41% 0.184%
22 18.039 2586 2593 2599 rBV2 172115 280639 11.99% 1.566%
23 18.157 2609 2613 2617 rBV3 32544 52978 2.26% 0.296%
24 18.457 2661 2664 2667 rBV3 25342 33344 1.42% 0.186%

25 19.116 2772 2776 2781 rBV 311742 385373 16.46% 2.150%

26 19.274 2800 2803 2808 rBV5 57464 76581 3.27% 0.427%
27 19.463 2832 2835 2839 rVB 246262 310591 13.27% 1.733%
28 19.680 2867 2872 2883 rVB 1933806 2341379 100.00% 13.063%
29 20.945 3084 3087 3091 rVB 330763 340242 14.53% 1.898%
30 21.192 3124 3129 3133 rBV3 699900 1004193 42.89%% 5.603%

Sum of corrected areas: 17923628
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001520.D

Aca On : 03 Jan 2020 22:20

Operator : JU

ﬁ?ggle - L1011-04 MC-010220-2-5-COMP-B3
ALS Vial :© 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP010320.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: BP001520.D
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Time-->
Abundance

19,68
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12.96

1000000 15.83
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e

13.82 14.86  15.39

12.00 1250 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BP001520.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001520.D

Aca On : 03 Jan 2020 22:20

Operator : JU

ﬁ?ggle i L1011-04 MC-010220-2-5-COMP-B3
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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.

3.02 16.00 ng 326378 1,4-Dichlorobenzene-d4 7.70
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 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 32
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 10

Abundance Scan 40 (3.022 min): BP001520.D (-35) (-) m/z 73.00 100.00%
3
5000 43 }\\_
T
3.00 320 3.40
oJ, . .|.1,°.5. 149179208235 265295 326355 385416445 _ 489 521549 m/z 43.00 40.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 L L A L R N
43 300 320  3.40
‘ m/z 55.00 27.28%
o L01
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
3.00 320 3.40
5000 41 m/z 86.95 25.93%
0 112
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #2051: 1,3-Dioxolane, 2-methyl- L L R L L B
73 3.00 320 3.40
m/z 40.95 12.84%
50007 43
0""I""'I""I""""""""I""I""I""I"''I' T T rrrrTTTTa
m/z--> 50 100 150 200 250 300 350 400 450 500 550 300 320  3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001520.D

Aca On : 03 Jan 2020 22:20

Operator : JU

ﬁ?ggle i L1011-04 MC-010220-2-5-COMP-B3
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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.

4.92 14.02 ng 286053 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 47
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 23
3 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
4 Propane. 2-ethoxvy-2-methvl- 102 C6H140 000637-92-3 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 363 (4.922 min): BP001520.D (-355) (-) m/z 43.00 100.00%
a3
5000
T W50 4k 500 520
Ol KL 247 193221 268 305 355383 414441473 506 545, m/z 59.00 59.94%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
a3
5000 SNSRI RRE RRR

460 4.80 5.00 5.20
m/z 100.95  21.46%

15 101
i e i e e e e R B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
s AR
4.60 4.80 5.00 5.20
5000 m/z 57.95 15.31%
126
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4030: 2,3-Butanedione, monooxime B e e R B
43 4.60 4.80 5.00 5.20
m/z 41.00 9.46%
5000
101
15 |
O o L e o o o s e o B AR A SR
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\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001520.D

Aca On : 03 Jan 2020 22:20

Operator : JU

ﬁ?ggle i L1011-04 MC-010220-2-5-COMP-B3
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 unknown7.25 Concentration Rank 1

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

7.25 69.93 ng 1426800 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 Imidazole. 4.5-dicvano-1-methvl- 132 C6H4N4 019485-35-9 22
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
5 5-Aminoindole 132 C8H8N2 005192-03-0 12

Abundance Scan 759 (7.251 min): BP001520.D (-752) (-) m/z 131.95 100.00%
132
5000 68
7.00 7.20 7.40 7.60
Ol ik, .l,l. A -176,209239267253 327355 401430461487 522549 m/z 68.00 45.34%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
5000 S A AR A R A
7.00 7.20 7.40 7.60
70 m/z 65.95 33.26%
O'wah”l“"w"w"“ S S P UL L S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
6 7.00 720 7.40 7.60
5000 m/z 134.00 33.10%
31
O'Jﬁ'“'w"'w"'w""""""w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14403: Imidazole, 4,5-dicyano-1-methyl- R E L A
132 7.00 7.20 7.40 7.60
m/z 69.00 20.60%
5000
67
I 192
-t e e A m s  ma
m/z--> 50 160 150 200 250 300 350 400 450 500 550 700 7.0 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001520.D

Aca On : 03 Jan 2020 22:20

Operator : JU

ﬁ?ggle i L1011-04 MC-010220-2-5-COMP-B3
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.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 5
R.T. EstConc Area Relative to ISTD R.T.
18.04 7.00 ng 280639 Phenanthrene-d10 17.09
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Octadecanoic acid 284 C18H3602 000057-11-4 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 80

Abundance Scan 2593 (18.039 min): BP001520.D (-2586) (-) m/z 73.00 100.00%

43 73

5000

-

17.80 18.00 18.20 18.40
m/z 43.00 94.53%

0 295 327356385416 461489 535

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107548: n-Hexadecanoic acid
43 73

:

5000 LIRS
17.80 18.00 18.20 18.40
21 m/z 59.95 87.10%
157185
04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
43 73

17.80 18.00 18.20 18.40
m/z 55.00 78.91%

5000
241 284
Oty
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84452: Tetradecanoic acid e

17.80 18.00 18.20 18.40
m/z 57.00 72.75%

5000

:

T I I T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA P\DATA\BP010320\

Data File : BP001520.D

Aca On : 03 Jan 2020 22:20

Operator : JU

ﬁ?ggle i L1011-04 MC-010220-2-5-COMP-B3
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP010320.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 n-Tetracosanol- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
20.94 6.78 ng 340242 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol- 354 C24H500 000506-51-4 94
2 1-Heneicosanol 312 C21H440 015594-90-8 91
3 Behenic alcohol 326 C22H460 000661-19-8 91
4 1-Heptacosanol 396 C27H560 002004-39-9 91
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 91

Abundance Scan 3086 (20.939 min): BP001520.D (-3084) (-) m/z 57.05 100.00%
g7
97
5000
a 20.60 20.80 21.00 21.20
53182209 341 : : . .
ob AL O3182 07, 205205 S 372402431460493 836 | 177 5500  94.37%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
g7 197
5000 VAU AR IARRE
- 20.60 20.80 21.00 21.20
m/z 43.05 92 .47%
29 153
oh L AL R 210238266 308336 e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
20.60 20.80 21.00 21.20
5000 n11 m/z 83.10 85.71%
o2l J 139167 196 238266294
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #166292: Behenic alcohol O SR A s
56 83 20.60 20.80 21.00 21.20
m/z 69.10 77 .33%
B | \,yJ\Q—J\
o 2] P?9167196224252280308
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_P\DATA\BP010320\

Data File : BP001520.D

Acq On : 03 Jan 2020 22:20

Operator : JU

3?22'6 - L1011-04 MC-010220-2-5-COMP-B3
ALS Vial : 11 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP010320.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... 3.02 16.0 ng 326378 1 7.70 408060 20.0
2-Pentanone, 4-hy... 4 .92 14.0 ng 286053 1 7.70 408060 20.0
unknown7 .25 7.25 69.9 ng 1426800 1 7.70 408060 20.0
n-Hexadecanoic acid 18.04 7.0 ng 280639 4 17.09 801397 20.0
n-Tetracosanol-1 20.94 6.8 ng 340242 5 21.19 1004190 20.0
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