LSC Area Percent Report

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

Data File : BP001028.D

Aca On : 11 Nov 2019 21:10 Instrument :
Operator : JU BNA_P

Sample - K5763-07 ClientSampleld :
Misc : TP-34-S

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-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 2.317 33 39 49 rBV 788322 1156846 15.83% 1.945%
2 5.734 616 620 634 rBV 488660 755255 10.33% 1.270%
3 6.305 710 717 722 rBVY 3485908 4497546 61.53% 7 .560%
4 7.816 967 974 981 rBVY 3654189 5107556 69.87% 8.585%
5 8.011 1001 1007 1012 rBV 4151942 5110855 69.92% 8.591%
6 8.375 1063 1069 1074 rBV 1255651 1430399 19.57% 2.404%
7 8.616 1104 1110 1114 rBV 3457665 4205520 57.53% 7.069%
8 9.252 1210 1218 1222 rBV 2456407 3091821 42.30% 5.197%
9 10.399 1408 1413 1418 rBV 1629519 1827364 25.00% 3.072%
10 12.175 1708 1715 1720 rBVY 5317445 6472650 88.54% 10.880%

11 12.840 1824 1828 1835 rVB 371753 438334 6.00% 0.737%
12 13.022 1850 1859 1865 rBV 63018 81659 1.12% 0.137%
13 13.257 1894 1899 1906 rBV 1836042 2277686 31.16% 3.829%
14 14.551 2112 2119 2132 rBV 3795329 4694867 64.22% 7.892%
15 15.651 2301 2306 2310 rBV 2105664 2427014 33.20% 4._.080%

16 15.792 2327 2330 2336 rVB 183509 205915 2.82% 0.346%
17 16.539 2450 2457 2465 rBVv3 352030 524554 7.18% 0.882%
18 17.392 2599 2602 2606 rVB 154464 163927 2.24% 0.276%
19 17.622 2638 2641 2645 rBvV2 107339 123854 1.69% 0.208%
20 17.698 2650 2654 2658 rVB 201264 229468 3.14% 0.386%

21 17.934 2689 2694 2698 rBV 6815728 7310073 100.00% 12.288%
22 19.157 2898 2902 2911 rBV2 575225 745307 10.20% 1.253%
23 19.292 2919 2925 2928 rBV 1977495 2537509 34.71% 4._.265%
24 19.322 2928 2930 2935 rVB2 154759 171089 2.34% 0.288%
25 19.586 2972 2975 2979 rVB 82463 89427 1.22% 0.150%

26 19.975 3038 3041 3048 rVB 158126 205865 2.82% 0.346%
27 20.351 3103 3105 3109 rVB2 124084 132243 1.81% 0.222%
28 20.439 3116 3120 3124 rVB 702834 817572 11.18% 1.374%
29 20.580 3140 3144 3147 rBV 153910 236593 3.24% 0.398%
30 20.998 3212 3215 3219 rVB 153196 195524 2.67% 0.329%

31 21.075 3223 3228 3233 rVB 1647040 2226902 30.46% 3.743%

Sum of corrected areas: 59491194
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001028.D

Aca On : 11 Nov 2019 21:10

Operator :© JU

Sample : K5763-07

Misc :

ALS Vial : 11 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: BP001028.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001028.D

Aca On : 11 Nov 2019 21:10

Operator :© JU

Sample : K5763-07

Misc :

ALS Vial : 11 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.

2.32 16.18 ng 1156850 1,4-Dichlorobenzene-d4 8.38
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

1-(2-Methoxvethoxv)-2-methvl-2-p... 162 C8H1803 1000364-24-4 25
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9
Abundance Scan 40 (2.323 min): BP001028.D (-33) (-) m/z 73.00 100.00%
3
5000
43
A s
220 240  2.60
o‘,-rJ,L . .|.1,°?. 145174203 239 290 335 375403431 470500527 m/z 43.10 29.54%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4492: Butane, 2-methoxy-2-methyl-
73
5000 L LA L
43 220 240  2.60
m/z 87.10 27 .93%
ol 01
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
3
[rrrr gt
220 240  2.60
5000 41 m/z 55.10 21.81%
0 112
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 '\‘
Abundance #32662: 1-(2-Methoxyethoxy)-2-methyl-2-propanol, methy! ether T
73 220 240 260
m/z 71.10 10.07%
5000 A
45
0|%§"“t' '}??"%ﬁz' U U SN S L S BRI BN B AU S
miz-> 0 50 100 150 200 250 300 350 400 450 500 550 220 240  2.60

8270-BP110619.M Tue Nov 12 15:29:24 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001028.D

Aca On : 11 Nov 2019 21:10

Operator :© JU

Sample : K5763-07

Misc :

ALS Vial : 11 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.

5.73 10.56 ng 755255 1,4-Dichlorobenzene-d4 8.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetone 58 C3H60 000067-64-1 10
3 Butane. l-ethoxv- 102 C6H140 000628-81-9 9
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 619 (5.728 min): BP001028.D (-616) (-) m/z 43.00 100.00%

43
5000
101

540 560 580 6.00

Ol hpl72 | 186166 220 258 291 328 372400 436 478507 541 m/z 59.00 63.15%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 LA L L L L L L L BB |

5.40 5.60 5.80 6.00
m/z 101.00 27.02%

101
O e e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #214: Acetone
43
R I REREEEEE s RSy
5.40 5.60 5.80 6.00
5000 m/z 58.00 17 .09%
15
0 ,thk.”,.”.,”....” O
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4425: Butane, 1-ethoxy- T T T
59 540 560 5.80 6.00

m/z 41.05 9.01%

5000 2
. le

IIJIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIIII IIIIIIIIIIIIIIIIIIIIIII

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\BP111119\
Data File : BP001028.D

Aca On : 11 Nov 2019 21:10

Operator :© JU

Sample : K5763-07

Misc :

ALS Vial : 11 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 71.46 ng 5110860 1,4-Dichlorobenzene-d4 8.38

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 16
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 N-(-3.4-Methvlenedioxvphenvlisop... 267 C17H17NO2 1000378-96-6 10
5 (6-Methyl-2-pyridyl)acetonitrile 132 C8H8N2 1000241-93-9 10
Abundance Scan 1007 (8.011 min): BP001028.D (-1001) (-) m/z 132.00 100.00%

132
5000 68
a0 | %P 7.60 7.80 8.00 8.20 8.40
Ol .l,l. A 161 193221248277 308336364 393421 457486 523 m/z 67.95 39.02%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 T

760 7.80 800 8.20 8.40
m/z 134.00 32.56%

31
ot e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132
T e
7.60 7.80 8.00 8.20 8.40
5000 m/z 65.95 27.67%
97L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14491: 5-Aminoindole T ARmer m s
132 7.60 7.80 8.00 8.20 8.40
m/z 69.05 17.76%
5000
104
66
0 39
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 760 7.80 800 820 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP111119\
Data File : BP001028.D

Aca On : 11 Nov 2019 21:10

Operator :© JU

Sample : K5763-07

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP110619.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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.54 4.32 ng 524554 Phenanthrene-d10 15.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Octadecanoic acid 284 C18H3602 000057-11-4 90
4 Tridecanoic acid 214 C13H2602 000638-53-9 89
5 Pentadecanoic acid 242 C15H3002 001002-84-2 83

Abundance Scan 2457 (16.539 min): BP001028.D (-2450) (-) m/z 73.00 100.00%

43
5000

-

256 16.20 16.40 16.60 16.80
o 283 332 371 417447475505 543 m/z 60.00 74 .92Y%

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

N
W
~l
[¢¥]

5000
16.20 16.40 16.60 16.80
2 m/z 43.05 63.41%
157185
0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid
73
43 T AEmaEEEEEE
16.20 16.40 16.60 16.80
5000 m/z 55.00 62.75%
129
185 228
| 101 | 157
Ol Ly
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid B s e
43,73 16.20 16.40 16.60 16.80
m/z 57.10 57 .25%
5000 129
241 284
o e o e it st
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\BP111119\
Data File : BP001028.D

Aca On : 11 Nov 2019 21:10

Operator :© JU

Sample : K5763-07

Misc :

ALS Vial : 11 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 1-Hexacosanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
19.16 5.87 ng 745307 Chrysene-di12 19.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexacosanol 382 C26H540 000506-52-5 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Nonadecanol-1 284 C19H400 001454-84-8 93
Abundance Scan 2903 (19.163 min): BP001028.D (-2898) (-) m/z 83.05 100.00%
55 83
5000 11 149 Mwm_,v~w,¢~¢A\-Mﬂﬁﬁﬂﬂ~\v
NSRS RUULRR B
178 18.80 19.00 19.20 19.40
ob—L A LA 11 hyy 206234 200308 350 401429 475506 546 | /7 97.10  97.25%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #203699: 1-Hexacosanol
57
97
5000 AU AR
mmmmmmwm
29 125 m/z 57.05 92.70%
o | f53181209237266 308336564
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #186968: n-Tetracosanol-1
57 97
18.80 19.00 19.20 19.40
5000 m/z 55.05 90.81%
125
29 l 53
oL, 1193181210238266 308336
m/z--> 6 55 160 1%0 200 250 300 350 400 4éo 560 séo
Abundance #177132: 1-Heneicosy! formate R B .
57 18.80 19.00 19.20 19.40
97 m/z 69.05 86.92%
5000
125
o ‘ l 153182210 266294322
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4éo 560 séo 1880 1900 1920 1940 '
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Data Path
Data File

Aca On

Sample
Misc

Operator :

ALS Vial

Quant Method

Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P

Library Search Compound Report

Z:\SVOASRVA\HPCHEMI\BNA P\DATA\BP111119\
BP001028.D

11 Nov 2019 21:10

Ju

K5763-07

11 Sample Multiplier: 1

= C:\DATABASE\NIST11.L

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 Squalene

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
20.44 7.34 ng 817572 Perylene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 000111-02-4 99
2 Supraene 410 C30H50 007683-64-9 96
3 .psi...psi.-Carotene. 7.77.8.8".... 547 C40H66 000502-62-5 83

4 2.6.10-Dodecatrien-1-ol.

3.7.11-... 222 C15H260

5 2,6,10,14-Hexadecatetraenoic aci... 318 C21H3402

004602-84-0 78
042207-88-5 78

Abundance Scan 3120 (20.439 min): BP001028.D (-3116) (-) m/z 69.10 100.00%
o
5000 /
41 R A e
09137 203 20.20 20.40 20.60 20.80
175 : : : :
o 231 276 312341 376 410440 482 516545 /7 81.00 52.70%
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215927: Squalene
69
5000 LIRS
a1 20,20 20.40 20.60 20.80
1 m/z 41.10 20.71%
. 99 191 231 273301 341368 410
e B
m/iz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215928: Supraene
69
e
20.20 20.40 20.60 20.80
5000 m/z 95.10 16.51%
41
00137
0 L A0 191 231 273301 341368 410
B S e Ao Coathe s AL s ST
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #238944: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,... T B o e
69 20.20 20.40 20.60 20.80
m/z 68.05 12.63%
5000
a1 137
0 Ll l¢“ 191 245273301 341368 409437 477504 546
T T T T T T e T T e T T e e T R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 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 : BP001028.D

Acq On : 11 Nov 2019 21:10

Operator : JU

Sample : K5763-07

Misc :

ALS Vial : 11 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]
Butane, 2-methoxy... 2.32 16.2 ng 1156850 1 8.38 1430400 20.0
2-Pentanone, 4-hy... 5.73 10.6 ng 755255 1 8.38 1430400 20.0
unknown8.01 8.01 71.5 ng 5110860 1 8.38 1430400 20.0
n-Hexadecanoic acid 16.54 4.3 ng 524554 4 15.65 2427010 20.0
1-Hexacosanol 19.16 5.9 ng 745307 5 19.29 2537510 20.0
Squalene 20.44 7.3 ng 817572 6 21.07 2226900 20.0
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