LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

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-BP071020.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

4._.405 243 258 285 rBv4 45503 342815 6.29% 1.296%
4._.705 304 309 318 rVvB 52600 78680 1.44% 0.298%
rBv 635644 996517 18.27% 3.769%
5.587 453 459 467 rVB 106101 156673 2.87% 0.593%
6.758 653 658 671 rVB 335505 575582 10.56% 2.177%
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6 7.169 723 728 738 rBV 31732 68580 1.26% 0.259%
7 7.546 786 792 801 rBV 431558 681462 12.50% 2.577%
8 7.664 809 812 824 rVB 39420 63464 1.16% 0.240%
9 8.652 966 980 981 rBv4 36344 75866 1.39% 0.287%
0

8.693 981 987 1002 rVB 963389 1657447 30.39% 6.268%

11 10.122 1223 1230 1239 rBV2 33788 67600 1.24% 0.256%
12 10.316 1257 1263 1270 rBV 534085 880903 16.15% 3.331%
13 10.875 1348 1358 1364 rBV 117014 215345 3.95% 0.814%
14 10.934 1364 1368 1381 rVB 124961 259011 4._75% 0.980%
15 12.028 1546 1554 1565 rBV 171509 333627 6.12% 1.262%

16 12.810 1680 1687 1707 rBV 2257537 3491045 64.02% 13.203%
17 13.663 1826 1832 1839 rBV 261133 374813 6.87% 1.417%
18 14.198 1917 1923 1938 rBvV2 831099 1244552 22.82% 4.707%
19 15.704 2173 2179 2189 rBV 1915360 2901900 53.22% 10.974%
20 15.816 2194 2198 2211 rVB 133512 250733 4.60% 0.948%

21 15.957 2219 2222 2225 rBV 51743 64512 1.18% 0.244%
22 16.757 2354 2358 2363 rBV 63871 82493 1.51% 0.312%
23 16.963 2387 2393 2405 rBV 985593 1441900 26.44% 5.453%
24 17.498 2480 2484 2489 rBV 65701 80850 1.48% 0.306%
25 18.181 2596 2600 2605 rVB 65557 79673 1.46% 0.301%

26 18.804 2698 2706 2710 rBV2 292179 477493 8.76% 1.806%
27 19.063 2747 2750 2755 rVB 161528 183354 3.36% 0.693%
28 19.375 2797 2803 2808 rBV3 67468 142604 2.62% 0.539%
29 19.551 2828 2833 2842 rVB 4351202 5453034 100.00% 20.622%
30 20.804 3043 3046 3053 rBvV 389580 501408 9.20% 1.896%

31 21.075 3087 3092 3096 rBV 1245292 1588333 29.13% 6.007%
32 23.263 3458 3464 3471 rBV2 913669 1629983 29.89%% 6.164%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z :\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Sum of corrected areas: 26442252
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA P\DATA\BP072120\

BP002819.D

21 Jul 2020 18:03

CG/Ju

L3323-03

13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA P\METHODS\8270-BP071020.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
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TIC: BP002819.D
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12.81
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13.66
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0

Time-->

12.00 12,50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance
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3000000
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TIC: BP002819.D
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05
Time--> 20.50

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 |Isocrotonic acid Concentration Rank 1

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

4.40 10.06 ng 342815 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isocrotonic acid 86 C4H602 000503-64-0 95
2 2-Butenoic acid. (BE)- 86 C4H602 000107-93-7 94
3 Crotonic acid 86 C4H602 003724-65-0 94
4 2-Propenoic acid. 2-methvl- 86 C4H602 000079-41-4 90
5 2-Butenedioic acid, 2-methyl-, (Z2)- 130 C5H604 000498-23-7 64

Abundance Scan 257 (4.399 min): BP002819.D (-243) (-) m/z 85.95 100.00%
39 8
5000 ~v,,N--*NJ//\\\\“”~ww-w~
ISR RS R S
4.00 4.20 4.40 4.60 4.80
0 ,-L.I.‘.. 239 192223 269 S13 355 406 452481508541 | h/z  39.05  88.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1663: Isocrotonic acid
39 86
5000 NSRS R S
4.00 4.20 4.40 4.60 4.80
m/z 41.05  76.29%
0 |J"w"w"“ DT L S SR S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
86
41 NSRRI REE RREE S
4.00 4.20 4.40 4.60 4.80
5000 m/z 67.95 46 .85%
L L B S S I I W I W I NMMwawh/p\\HWW“WMW
m/iz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1652: Crotonic acid B R R A
86 4.00 4.20 4.40 4.60 4.80
m/z 69.00 41 .74%
B "—\_‘/—\\‘
0<1
miz--> 0 5'0 1(')0 1&'30 200 250 300 3éo 400 4&'30 5(')0 séo 400 4'20 4210 4|60 41'30
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 9

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

4.70 2.31 ng 78680 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 45
3 Propane. 2-methvl-2-(1l-methvleth._.. 116 C7H160 017348-59-3 40
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 40
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 32

Abundance Scan 308 (4.699 min): BP002819.D (-304) (-) m/z 43.00 100.00%
43
5000
B "m0 4ko a0 500
(R ,I 131 179207 254282 317 372 414446474 520848 | 77 59.05  56.85%
miz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 A R UL R

4.40 4.60 4.80 5.00
m/z 101.00 20.70%

101
O e W L B B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
T T
440 4.60 4.80 5.00
5000 m/z 58.00 15.11%
101
015 73
L o R L B B B A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- AR B R S e
59 440 4.60 4.80 5.00
m/z 73.00 15.01%
5000
O o B N B B T P T TR R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 11

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

7.17 2.01 ng 68580 1,4-Dichlorobenzene-d4 7.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2-(2-ethoxvethoxv)- 134 C6H1403 000111-90-0 90
2 Diethvl carbitol 162 C8H1803 000112-36-7 56
3 2-Propanol. 1-(1-methvlethoxv)- 118 C6H1402 003944-36-3 45
4 Ethanol. 2-(2-methoxvethoxv)- 120 C5H1203 000111-77-3 45
5 Butanoic acid, 4-methoxy- 118 C5H1003 029006-02-8 38

Abundance Scan 728 (7.169 min): BP002819.D (-723) (-) m/z 45.05 100.00%

5000

6.80 7.00 7.20 7.40 7.60
m/z 58.95 40.78%

o 104 147 191223 262295325 367 400429459 498 536
mz-> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #15099: Ethanol, 2-(2-ethoxyethoxy)-
45
5000
72 6.80 7.00 7.20 7.40 7.60
m/z 72.05 23.93%
14 “ 104
o e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
45
6.80 7.00 7.20 7.40 7.60
5000 72 m/z 73.05 17.37%
15 103
O T e e T T T e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8863: 2-Propanol, 1-(1-methylethoxy)- R e e
45 680 700 720 740 760

m/z 43.00 12_.97%

5000
73
LT 10

ol L e e e e e Shasthe sasha Sl asasadnatis

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 2-Propanol, 1-[1-methyl-2-(... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.88 4.89 ng 215345 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-Tl1l-methvl-2-(2-pro... 174 C9H1803 055956-25-7 64
2 Methane. diethoxv- 104 C5H1202 000462-95-3 58
3 Tetraalvme 222 C10H2205 000143-24-8 53
4 2-Hvdroxvbutanoic acid hvdrazide 118 C4H10N202 1000197-30-7 53
52,5,8,11,14,17-Hexaoxaoctadecane 266 C12H2606 001191-87-3 53
Abundance Scan 1359 (10.881 min): BP002819.D (-1348) (-) m/z 59.05 100.00%
5000 &4
136 10.60 10.80 11.00 11.20
o 175207 243 295324356 401431461490 521 m/z 103.10 57 05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41681: 2-Propanol, 1-[1-methyl-2-(2-propenyloxy)ethoxy]-
59
5000 LR UL UG B S
103 10 60 10. 80 11. oo 11. 20
m/z 41.05 16.40%
o Hd\d 130159
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4éo 560 5%0
Abundance
31 59
10.60 10.80 11.00 11.20
5000 m/z 57.10 16.00%
103
L S B S L WAL B I WL B B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78616Tetraglyme LI L L L B LN
59 10.60 10.80 11.00 11.20
m/z 45.05 14.13%
5000 M—F—~ﬁ¢-vﬂA-/\/\\dedﬂfxm_ﬁk
31
103
0 , | 133 177
L |||||||||||||||||||||||||||||||||||||||| —v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 6 55 160 1%0 200 250 300 3éo 400 4éo 560 5%0 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 2-Propanol, 1-(2-butoxy-1-m... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.93 5.88 ng 259011 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-butoxv-1-methvl... 190 C10H2203 029911-28-2 80
2 tert-Butvl-TI2-I2-(2-methoxvethox... 278 C13H3004Si 1000352-09-5 72
3 2.4-Diethvl-6-methvl-1.3.5-trioxane 160 C8H1603 117888-04-7 64
4 tert-Butvl-I2-T2-TI2-T2-(2-methox... 366 C17H3806Si 1000352-11-8 64
5 2-Propanol, 1-(2-methoxy-l-methy... 148 C7H1603 020324-32-7 64
Abundance Scan 1367 (10.928 min): BP002819.D (-1364) (-) m/z 59.00 100.00%
99
5000
103
H 173 168 207 246 281 319 363 401431 474 509538 10.60 1080 11.00 11.20
ot e e e e e e e e e e m/z 103.10 26 .65%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #52788: 2-Propanol, 1-(2-butoxy-1-methylethoxy)-
59
5000
10.60 10.80 11.00 11.20
103 m/z 57.05 23.09%
e R
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
59
103 10.60 10.80 11.00 11.20
5000 m/z 45.00 21.06%
29
0 133160189 221
IR IURELSE S SN WAL UL S SIS B S B
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31263: 2,4-Diethyl-6-methyl-1,3,5-trioxane
59 10.60 10.80 11.00 11.20

m/z 41.05 17.34%

5000
31 103
| 131159

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10. 60 10 80 11. OO 11. 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 unknownl12.03 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.03 7.57 ng 333627 Naphthalene-d8 10.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethvl cvclopropanecarboxvlate 114 C6H1002 004606-07-9 39
2 Cvclopropanecarboxvlic acid. 3-m... 154 C9H1402 1000299-37-4 9
3 4-Heptanol. 2.6-dimethvl- 144 C9H200 000108-82-7 9
4 Cvclopropanecarboxvlic acid. pro... 128 C7H1202 060128-01-0 9
5 Cyclopropanecarboxylic acid,buty... 142 C8H1402 054947-39-6 9
Abundance Scan 1554 (12.028 min): BP002819.D (-1546) (-) m/z 69.00 100.00%
69
5000 /L
41
108 11,80 12.00 12.20 12.40
o‘,-J,. A | 154180011 280 284317 366 410442 482 523 | 1mAT 05 26,990
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7242: Ethyl cyclopropanecarboxylate
69
5000 LRI B UL SN B
41 11,80 12.00 12.20 12.40
m/z 39.05 17 .55%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
69
' 11.80 12.00 12.20 12.40
5000{ 49 m/z 103.00 16.56%
o 112 154
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21145: 4-Heptanol, 2,6-dimethyl-
69 11.80 12.00 12.20 12.40
m/z 87.00 15.80%
5000
4
oy | 198126
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 11,80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 Benzenesulfonamide, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.82 3.48 ng 250733 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenesulfonamide. 4-methvl- 171 C7HINO2S 000070-55-3 98
2 O-p-toluenesulfonvll-N-acetvlser... 315 C13H17NO6S 1000126-44-8 83
3 N-p-toluenesulfonvl-I-threonine.... 363 C18H21NO5S 1000130-34-4 78
4 Dibenzvl phosphite 262 C14H1503P 017176-77-1 53
5 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO2S 000640-61-9 47
Abundance Scan 2199 (15.822 min): BP002819.D (-2194) (-) m/z 91.05 100.00%

q1
5000 171

® | 1560 15.80 16.00 16.20
Obrr A U 4 2390 | 207 249276303 355 389 430457 498 535 | m/z 171.10  41.29%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #39309: Benzenesulfonamide, 4-methyl-
91
5000
171 15.60 15.80 16.00 16.20

m/z 155.00 35.80%

% |
0 ?7L;J.H‘,L.%??...., DM CEMM
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

91

15.60 15. 80 16. OO 16.20

5000 171 m/z 65.05 31.00%
63
o 139 226258 316
B o L e e e o LA B e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #192444: N-p-toluenesulfonyl-I-threonine, benzyl ester e e R R
91 15. 60 15. 80 16. OO 16 20

m/z 107 .05 21.35%

171
5000
6
‘l ] 139 200228 274 319

b
L B B

_'_'_'_'—I_'_'—'_'—I_'_'_'_'—I_'_'_'_'—I_'_'_'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.60 15.80 16.00 16.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 9 10-Octadecenoic acid, methy... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.80 6.62 ng 477493 Phenanthrene-d10 16.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 10-Octadecenoic acid. methvl ester 296 C19H3602 013481-95-3 99
2 9-Octadecenoic acid. methvl este... 296 C19H3602 001937-62-8 99
3 11-Octadecenoic acid. methvl est... 296 C19H3602 001937-63-9 99
4 15-Octadecenoic acid. methvl ester 296 C19H3602 004764-72-1 99
5 6-Octadecenoic acid, methyl ester 296 C19H3602 052355-31-4 99
Abundance Scan 2705 (18.798 min): BP002819.D (-2698) (-) m/z 55.05 100.00%
56
5000 ,,V,VV,NN/VN/J}\\,r“~J\A,wm,u
T 265 302 18.40 18.60 18.80 19.00 19.20
141 180 222 . . . . .
oA 330360390 435 472 508536 m/z 57.10 97920
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141285: 10-Octadecenoic acid, methyl ester
55
5000 SRR RN UL UL B
1840 18.60 18.80 19.00 19.20
m/z 43.10 82.28%
Ot
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
55
18.40 18.60 18.80 19.00 19.20
5000 83 m/z 41.10 67.22%
264
27 11
O R R R i R o e e o o T e o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141313: 11-Octadecenoic acid, methyl ester, (2)- A e o
18.40 18.60 18.80 19.00 19.20
m/z 71.05 63.03%
- v/wﬁf/kwww
0! R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 1840 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 10 unknownl19.06 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
19.06 2.31 ng 183354 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvl 2.5.8.11.14.17.20.23.26.29... 542 C25H50012 1000366-81-6 43
2 Orthoformic acid. tri-sec-butvl ... 232 C13H2803 016754-48-6 35
2-T2-12-12-12-12-12-(2-Methoxvet... 384 C17H3609 1000352-04-2 35
2-T2-I2-I2-r2-1r2-(2-Methoxvethox. .. 340 C15H3208 1000352-04-1 35
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 516 C23H48012 1000352-04-4 35
Abundance Scan 2749 (19.057 min): BP002819.D (-2747) (-) m/z 57.10 100.00%
57
103
5000
RSN RN RN BN I
145175 227 302 18.80 19.00 19.20 19.40
Y — . .M. et et 285 T SOT 38T 424453481510542 | Tz 45,10 69.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #23865({)). Butyl 2,5,8,11,14,17,20,23,26,29-decaoxahentriaco...
103
59
5000 RN AR AR
18.80 19.00 19.20 19.40
159 m/z 103.05 66.84%
ol 2D ﬁ‘m\\ 131 | 203 47 201 335365 409
m/z--> 6 50 100 1éo 260 2éo 300 3éo 460 4%0 560 séo
Abundance
57
103 o0 9100 10020 00
5000 m/z 59.10 33.99%
. 159 031
m/z--> 6 55 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #204204: 2-[2-[2-[2-[ -[ —[2—(2—Methoxyethoxy)ethoxy]ethox... B B o e e e B B ]
45 18.80 19.00 19.20 19.40
m/z 101.05 33.67%
89
5000
133
ol 15 | d 177207 251 295 341
||||||||||||||||||||||||||||||||||||||||||||| —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—h
m/z--> 6 55 160 1éo 200 250 300 3éo 400 4%0 560 séo 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA P\DATA\BP072120\
Data File : BP002819.D

Aca On = 21 Jul 2020 18:03

Operator : CG/JU

Sample : L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA P\METHODS\8270-BP071020.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 11 1-Heneicosanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
20.80 6.31 ng 501408 Chrysene-di12 21.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
4 n-Nonadecanol-1 284 C19H400 001454-84-8 94
5 Behenic alcohol 326 C22H460 000661-19-8 94
Abundance Scan 3045 (20.798 min): BP002819.D (-3043) (-) m/z 57.10 100.00%
57 |97
5000 //\’_‘J;L—/V
£ 20.40 20.60 20.80 21.00 21.20
154 : : : : :
ok AL L 2182210239266 319 355 404434467499 546 | .77 8310  99.50%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosanol
55 83
5000 11 A B A SR B
mmmmmmmmmm
m/z 55.10 95.96%
o2 \‘ ||| 936716 pspasszos
m/z--> 6 55 160 1%0 200 250 300 3éo 460 4éo 560 séo
Abundance
57
97 LRI BRI SN B
20.40 20.60 20.80 21.00 21.20
5000 m/z 43.10 91.46%
29 125
0 154 196224 269 320
m/z--> 6 55 160 1%0 200 250 300 3%0 400 4%0 560 séo
Abundance #205392: Trichloroacetic acid, hexadecy! ester A e o
4 20.40 20.60 20.80 21.00 21.20
83 m/z 69.10 91.20%
5000
11
o 39167196224
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 2040 2060 2080 2100 2120
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_P\DATA\BP072120\
Data File : BP002819.D

Acq On 21 Jul 2020 18:03

Operator : CG/JU

Sample - L3323-03

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_P\METHODS\8270-BP071020.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]
Isocrotonic acid 4.40 10.1 ng 342815 1 7.55 681462 20.0
2-Pentanone, 4-hy... 4.70 2.3 ng 78680 1 7.55 681462 20.0
Ethanol, 2-(2-eth... 7.17 2.0 ng 68580 1 7.55 681462 20.0
2-Propanol, 1-[1-... 10.88 4.9 ng 215345 2 10.32 880903 20.0
2-Propanol, 1-(2-... 10.93 5.9 ng 259011 2 10.32 880903 20.0
unknownl12 .03 12.03 7.6 ng 333627 2 10.32 880903 20.0
Benzenesulfonamid... 15.82 3.5 ng 250733 4 16.96 1441900 20.0
10-Octadecenoic a... 18.80 6.6 ng 477493 4 16.96 1441900 20.0
unknown19 .06 19.06 2.3 ng 183354 5 21.07 1588330 20.0
1-Heneicosanol 20.80 6.3 ng 501408 5 21.07 1588330 20.0
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