LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc :

ALS vial : 9 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\8270E-BP020722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9216.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.205 202 207 211 rBV 111716 168859 1.09% 0.220%
2 4.264 211 217 232 rVB3 157694 405612 2.62% 0.529%
3 5.275 382 389 398 rBV 230767 409244  2.64% ©.534%
4 5.364 398 404 430 rVB 1152343 2352933 15.17% 3.068%
5 6.246 545 554 570 rBV 374913 697031 4.49% 0.909%
6 6.740 631 638 653 rVB 493247 858319 5.53% 1.119%
7 6.969 670 677 701 rBV 720323 1697583 10.95% 2.213%
8 7.152 701 708 719 rVB 306508 536020 3.46% 0.699%
9 7.764 806 812 819 rBV 382701 670482 4.32% 0.874%
106 7.869 825 830 840 rVB 776656 1349052 8.70% 1.759%
11 8.128 867 874 887 rVB 3596070 6124237 39.49% 7.984%
12 8.252 888 895 901 rBV 212480 341859 2.20% 0.446%
13 8.863 991 999 1004 rBV 668283 1088020 7.02% 1.418%
14 8.934 1004 1011 1033 rVB2 1682116 3503845 22.59% 4.568%
15 9.387 1082 1088 1095 rBV 281850 466078 3.01% 0.608%
16 9.810 1153 1160 1176 rVB 349915 631279 .07% 823%

4
17 9.958 1176 1185 1195 rBvV3 555073 1138013 7
18 10.557 1280 1287 1291 rBV 536356 957570 6.17%
19 10.610 1291 1296 1304 rVB 2256654 3990100 25.
20 10.981 1353 1359 1377 rVB2 50657 166157 1

CURRLR®
N
i
o
R

21 12.234 1563 1572 1581 rBV 275612 504945 3
22 12.452 1599 1609 1627 rVB 255833 563031 3
23 12.769 1654 1663 1671 rBV2 101081 202942 1.31%
24 13.028 1699 1707 1722 rBV 5216049 8069608 52.
25 13.263 1739 1747 1764 rBV 4471511 6746009 43.

OO0
N
[e))
U1
B

26 14.410 1922 1942 1951 rBV 961342 1570031 10.12%
27 15.240 2077 2083 2095 rVB 187296 269564  1.74%
28 15.781 2170 2175 2188 rVB 251061 385767 2.49%
29 15.916 2191 2198 2215 rBV 3980274 6856379 44.21%
30 17.175 2406 2412 2429 rBV 1196627 1985080 12.80%

NOoWO®ON
%
[
w
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31 17.839 2520 2525 2529 rBV 148906 185776 1.20% ©.242%
32 19.739 2842 2848 2861 rBV 12328683 15507730 100.00% 20.218%
33 21.275 3104 3109 3123 rBV 1890180 3015575 19.45%  3.931%
34 23.663 3508 3515 3530 rVB2 1433664 3289499 21.21% 4.289%

Sum of corrected areas: 76704229
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BP009216.D\data.ms
1.2e+07

1le+07
8000000
6000000
4000000 8.128

10.610
2000000 360 8.934
' 9 8. 8 3
4205A 5.2& 6.246 6 74?) 15 7 298{ 9.387 9. 5?1%58 10357 5 981

0\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\\‘\\\\‘\\\\‘\\

Time--> 300 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP009216.D\data.ms
1.2e+07 19.739

1le+07

8000000

6000000 13.028

13.263

4000000 15.916

2000000

14.410 17.175
12.2459 769 N 15240 15.7 f\ 17.839

e e e B L e o A T I e S e

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BP009216.D\data.ms
1.2e+07

1le+07

8000000

6000000

4000000

21.275 23.663
2000000

0 L ‘ L ‘ L ‘ L ‘ L ’ L ‘ L ’ L ‘ L ’ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ L ‘ T T ‘ T
Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 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\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 Di-sec-Butyl ether

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
4.205 5.04 ng 168859 1,4-Dichlorobenzene-d4 7.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 91
2 3-Hexanol, 3-ethyl- 130 C8H180 000597-76-2 72
3 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 56
4 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 53
5 DL-Lactamide, butyl ether 145 C7H15N02 1000452-56-5 53

Abundance Scan 207 (4.205 min): BP009216.D\data.ms (-202) (-)
57.0

m/z 57.05 100.00%

"—Y_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_V
W51 ‘ 3.80 4.00 4.20 4.40 4.60
oMU /L5 20692650 3400 4153 487.6549. 1/, 45.00  87.73%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15680: Di-sec-Butyl ether
43.0
5000 [T T[T T[T oot
3.80 4.00 4.20 4.40 4.60
‘ m/z 100.95 52.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15688: 3-Hexanol, 3-ethyl-
101.0
R AR
3.80 4.00 4.20 4.40 4.60
5000 m/z 58.95 39.95%
41
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15780: 3-Pentanol, 3-ethyl-2-methyl- P e
45.0 3.80 4.00 4.20 4.40 4.60
m/z 41.00 37.42%
|
O+ ‘1‘\“\U\‘\\u,\u\‘\u\‘uu‘\u\‘\m‘\m‘\m‘uu‘\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Butane, 1,1'-[ethylidenebis... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
4.264 12.10 ng 405612 1,4-Dichlorobenzene-d4 7.764

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 81
2 Butane, 1,1'-[ethylidenebis(oxy)... 174 C10H2202 000871-22-7 53
3 2-Hydroxy-3-pentanone 102 C5H1002 005704-20-1 43
4 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 42

5 Propanoic acid, 2-[(tetrahydro-2... 174 C8H1404

Abundance Scan 217 (4.264 min): BP009216.D\data.ms (-211) (-)
57.1

087930-86-7 42

m/z 57.10 100.00%

- ‘J\JU“\M
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—’_Y_Y_Y_Y
‘ ‘l 50 4.00 4.20 4.40 4.60
b A LiEE2D 2230 294.9356.5414.7 4951 m/z 45.00  96.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15680: Di-sec-Butyl ether
43.0
5000 I R R R R
4.00 4.20 4.40 4.60
m/z 41.00 56.24%
OJ‘IJWI:LZ-O“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48870: Butane, 1,1'-[ethylidenebis(oxy)]bis-
57.0
e
4.00 4.20 4.40 4.60
5000 m/z 101.05 55.85%
159.0
L S S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4792: 2-Hydroxy-3-pentanone T T T T T A
45.0 4.00 4.20 4.40 4.60
m/z 55.00 51.08%
5000
o e

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Benzene, (1-methylethyl)-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.246  20.79 ng 697031 1,4-Dichlorobenzene-d4 7.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 78
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 78
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 64

Abundance Scan 554 (6.246 min): BP009216.D\data.ms (-545) (-)
105.0

5000
ol 9Pl 2060 2761 376443034976
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10713: Benzene, (1-methylethyl)-
105.0
5000

390 |,

m/z 105.00 100.00%

|

6.00 6.20 6.40 6.60
m/z 120.05 27.08%

J\

6.00 6.20 6.40 6.60
m/z 77.00 15.11%

O‘\\\\’1\11[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
“H‘H‘W“H‘H‘w‘u
6.00 6.20 6.40 6.60
5000 ITI z 79.00 14.02%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10727: Benzene, 1-ethyl-4-methyl- H“_“W“‘W“H“H
105.0 6.00 6.20 6.40 6.60
m/z 102.95 11.12%
5000
SQO‘M
Ot e e P

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Benzene, propyl-

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
6.740 25.60ng 858319  1,4-Dichlorobenzene-d4  7.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 com2 000103-65-1 91

2 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO

3 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N0O2S

4 1-(Benzylamino)propan-2-ol 165 C1OH15NO
5 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN

Abundance Scan 638 (6.740 min): BP009216.D\data.ms (-631) (-)

000104-63-2 72
144615-94-1 72
1000486-84-7 72
013622-43-0 72

m/z 91.00 100.00%

91.0
5000
T
6.40 6.60 6.80 7.00
obirdil.] 163022220800 38344429 5386 /) 156 05  24.82%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10702: Benzene, propyl-
91.0
5000 LB L R R B R
6.40 6.60 6.80 7.00
m/z 65.00 11.02%
02\7‘\.\9‘1\“\‘\\‘“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #28989: Ethanol, 2-[(phenylmethyl)amino]-
91.0
6.40 6.60 6.80 7.00
5000 m/z 92.00 10.99%
02%9 | 151.0
N R R RRERRRRRRRRRRRRRRRRRRRRRRREE
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #107660: N-Isobutyl(phenyl)methanesulfonamide ARRREEES SRS
91.0 6.40 6.60 6.80 7.00
m/z 78.00 6.34%
5000
0280 | | | 1630
e e e e e R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00

8270E-BP020722.M Mon Feb 21 15:51:44 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 6 Benzene, 1-ethyl-2-methyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
7.152  15.99 ng 536020 1,4-Dichlorobenzene-d4 7.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 708 (7.152 min): BP009216.D\data.ms (-701) (-) m/z 104.95 100.00%
105.0
5000
NS A U | W
390 6.80 7.00 7.20 7.40
orotiklly 19122530 3418 4202 5044 ./, 156.65 30.73%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 T T T T T T[T T T
6.80 7.00 7.20 7.40
m/z 91.00 12.47%
39.0
O\\LL‘L‘\”\“\\1‘1‘\‘\\‘\\\\‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
R A RRRANEEE
6.80 7.00 7.20 7.40
5000 m/z 77.00 12.04%
=0,))
ot e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #10695: Mesitylene ST
105.0 6.80 7.00 7.20 7.40
m/z 79.00 10.16%
5000
390J
L U L R RRELRRE R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40

8270E-BP020722.M Mon Feb 21 15:51:45 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 7 Mesitylene

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
7.869 40.24 ng 1349050 1,4-Dichlorobenzene-d4 7.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90

Abundance Scan 830 (7.869 min): BP009216.D\data.ms (-825) (-)
105.0

m/z 105.00 100.00%

>

5000
AR ARERRE L
39.0 7.60 7.80 8.00 8.20
ofrrfallld 2109 2809 35484135 5256 ./, 129.05 41.86%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10692: Mesitylene
105.0
5000 UL L B I B B
7.60 7.80 8.00 8.20
m/z 77.00 12.15%
39.0 ‘
O‘\\\J\iLI\“\t\\‘J\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
‘Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_Y—TY_Y_Y_T
7.60 7.80 8.00 8.20
5000 m/z 91.00 10.07%
39.0
o‘HW«MMHmum_‘H_mw‘,mwH_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10705: Benzene, 1,2,4-trimethyl- R RAREE e
105.0 7.60 7.80 8.00 8.20
m/z 119.05 10.04%
5000
28.0
o‘m“«;LJRJ“MM‘_m_m_HwH_Wwwww

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Indane

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
8.128 182.68 ng 6124240 1,4-Dichlorobenzene-d4 7.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
3 Deltacyclene 118 C9H10 007785-10-6 72
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 64
5 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 53
Abundance Scan 874 (8.128 min): BP009216.D\data.ms (-867) (-) m/z 117.05 100.00%
117.1
5000
579 7.80 8.00 8.20 8.40
Obrrifind ), 1908 2819 35154099471.15310 /2 118 o5 54.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10181: Indane
117.0
5000
7.80 8.00 8.20 8.40
m/z 115.00  33.19%
39.0\
O‘\\l\J\"”\‘\\h\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

7.80 8.00 8.20 8.40
m/z 91.00 15.91%

5000
39.0
o_wul,‘lmﬂw‘H‘_Hw‘m"mwH_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10184: Deltacyclene
117.0 7.80 8.00 8.20 8.40
m/z 116.05 7.37%
5000
39.0 ‘
o_m}‘,‘l‘«“‘“‘u‘hH‘ww‘m"HwH_Wwwwm_

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

8270E-BP020722.M Mon Feb 21 15:51:53 2022

7.80 8.00 8.20 8.40

Page:

10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 9 Benzene, 1,3-diethyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.252 10.20 ng 341859 1,4-Dichlorobenzene-d4 7.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 94
2 Benzene, 1,4-diethyl- 134 C1oH14 000105-05-5 94
3 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 90

Abundance Scan 895 (8.252 min): BP009216.D\data.ms (-888) (-)
119.1

m/z 119.10 100.00%

5000
51.0) ’ 8.00 8.20 8.40 8.60
ob bl 20602678 3559 4328 8243 1/, 104.95 93.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17028: Benzene, 1,3-diethyl-
119.0
5000 \H\‘\\H‘/\\\ﬁ/‘\\A\H‘\H
8.00 8.20 8.40 8.60
m/z 134.05 46.78%
39.0 | \
0‘\”‘\\\“1‘\“\'\‘\‘}\\ \\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17031: Benzene, 1,4-diethyl-
119.0
A Ramanl
8.00 8.20 8.40 8.60
5000 m/z 91.00 26.66%
sl
O e L e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17032: Benzene, 1,2-diethyl- —AJ\H““‘_““H““‘
119.0 8.00 8.20 8.40 8.60
m/z 77.00 15.98%
5000
39.0
0 N h .\J I 1

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

8270E-BP020722.M Mon Feb 21 15:51:57 2022

8.00 8.20 8.40 8.60

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 10 Benzene, 2-ethyl-1,3-dimethyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
8.863  32.45 ng 1088020 1,4-Dichlorobenzene-d4 7.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 93
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
3 p-Cymene 134 C10H14 000099-87-6 91
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 87

Abundance Scan 999 (8.863 min): BP009216.D\data.ms (-991) (-)
119.1

m/z 119.05 100.00%

%

5000
R R e ER
51.0 \ 8.60 8.80 9.00 9.20
ob SEOILLL 2080 28103409 4203489.1548: /) '134 00  23.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
5000 LB L R I R
8.60 8.80 9.00 9.20
m/z 117.00 23.81%
oL
O‘\\J\\\“L‘\“\\‘\‘“\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
P
8.60 8.80 9.00 9.20
5000 m/z 91.00 20.14%
Sl'OL \ \
O‘HMHWHVWUH‘H‘W‘H‘_‘H‘H‘w‘uw‘u‘_‘u‘u‘w‘
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 f\x
Abundance #16993: p-Cymene R e R
119.0 8.60 8.80 9.00 9.20
m/z 115.00 12.20%
5000
o
TV ' U ———

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

8270E-BP020722.M Mon Feb 21 15:52:01 2022

8.60 8.80 9.00 9.20

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 11 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
9.387 9.73 ng 466078 Naphthalene-d8 10.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 97
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 96
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 94

Abundance Scan 1088 (9.387 min): BP009216.D\data.ms (-1082) (-)
119.1

m/z 119.05 100.00%

A

5000
e
) 9.00 9.20 9.40 9.60 9.80
Obrrbpbbdpd L 207.0 282.1341.8 4079 5195 m/z 134.00  45.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
5000 L L B R
9.00 9.20 9.40 9.60 9.80
m/z 91.00 16.24%
39.0
O‘\‘\J\J\Jihf“\JlfJ[“\\ f‘\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
P T
9.00 9.20 9.40 9.60 9.80
5000 m/z 119.95 10.20%
39.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- R R
119.0 9.00 9.20 9.40 9.60 9.80
m/z 133.00 9.55%
5000
4LO\\
Y N B VA W G Wy 1 &

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

8270E-BP020722.M Mon Feb 21 15:52:07 2022

9.00 9.20 9.40 9.60 9.80

Page:

13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 12 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.810 13.19 ng 631279 Naphthalene-d8 10.557

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 95
2 Benzene, 1-ethenyl-4-ethyl- 132 C10H12 003454-07-7 94
3 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 93
4 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90
5 Benzene, 1l-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 90
Abundance Scan 1160 (9.810 min): BP009216.D\data.ms (-1153) (-) m/z 117.00 100.00%
117.0
— .
510 | ‘ 9.50 10.00
Ol tpdddp L 1930 2669 3551 44715097 m/z 132.85  39.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 — “
9.50 10.00
m/z 114.95  28.25%
39.0
O‘\\‘L‘LJI\‘“\'LI%MMW\‘I\l\‘\\\\‘\\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16128: Benzene, 1-ethenyl-4-ethyl-
117.0 J\,\
— 7
9.50 10.00
5000 m/z 131.00 22.86%
51.0
T Y O U
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16151: 1H-Indene, 2,3-dihydro-5-methyl-
117.0 9.50 10.00
m/z 91.00 13.80%
5000
39.0
Y U N —

RRRRE SRS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP020722.M Mon Feb 21 15:52:09 2022

=
9.50 10.00

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 13 Benzene, 2-ethenyl-1,4-dime...

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
9.958 23.77 ng 1138010 Naphthalene-d8 10.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 3-Phenylbut-1-ene 132 C10H12 000934-10-1 76
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 76
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C10H12 000824-22-6 76
5 Benzene, 1l-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 70

Abundance Scan 1185 (9.958 min): BP009216.D\data.ms (-1176) (-)
117.0

m/z 116.95 100.00%

I

5000
51.0 \ ‘ ’ 1000
ob bl 22092791 35084128 4897548 /) 11905  a1.a2%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 L -
10.00
51.0 m/z 132.00 36.34%
O‘\\\LLJIII\JI\‘W[”\WJU\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16106: 3-Phenylbut-1-ene
117.0
1000
5000 m/z 115.00 31.28%
39.0 \ ‘
YA N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 1000
m/z 91.00 19.53%
5000
39.0
0 leHllJ il

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

8270E-BP020722.M Mon Feb 21 15:52:10 2022

1000

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP©©9216.D

Acqg On : 18 Feb 2022 16:28

Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 14 Ethanol, 2-phenoxy- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
10.981 3.47 ng 166157 Naphthalene-d8 10.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 93
2 Methane, isopropoxyphenoxy- 166 C10H1402 000828-12-6 59
3 4-Chlorobutyric acid, phenyl ester 198 C10H11C102 1000357-76-9 53
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 53
5 Acetic acid, phenyl ester 136 C8H802 000122-79-2 52

Abundance Scan 1359 (10.981 min): BP009216.D\data.ms (-1353) (- m/z 93.95 100.00%

94.0
5000

A
\ \ 1100
ol 3%ELLLLLL 207.02676327.0 401.9 467.6 539.9 77.00  33.62%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19879: Ethanol, 2-phenoxy-
94.0
5000
1100
l ’ m/z 138.00  28.16%
0‘\‘\“\H\H“\{\\\‘\\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #41134: Methane, isopropoxyphenoxy-
94.0 J\‘
. o
11.00
5000 m/z 66.00 14.60%
W0 i
0 i e e e e e

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

A

Abundance #73066: 4-Chlorobutyric acid, phenyl ester
94.0 1100
m/z 94.95 14.46%
5000
l l 198.0
o_mmm‘HH_HJ,mww‘w‘wwwww‘_ —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.00

8270E-BP020722.M Mon Feb 21 15:52:11 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 15 unknownl2.769

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.769 2.59 ng 202942  Acenaphthene-di10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 3-Methyl-2-(4-methylphenyl)morph... 191 C12H17NO
2 Butanoic acid, 1-methylpropyl ester 144 C8H1602
3 3-Hexenoic acid, 5-hydroxy-2-met... 144 C7H1203
4 Ethylene glycol Formate Isobutyrate 160 C7H1204
5 Butanoic acid, butyl ester 144 C8H1602

Abundance Scan 1663 (12.769 min): BP009216.D\data.ms (-1654) (-

1000466-83-3 43
000819-97-6 37
110678-36-9 37
1000458-48-0 35
000109-21-7 35

m/z 70.95 100.00%

71.0
5000 145.0
VJ‘ T T T T
w ’ ’ ” \ 12.50 13.00
b u“ Wil 41120802660 3411 4429 5157 1/ 43.00  69.21%
mlz--> 100 150 200 250 300 350 400 450 500 550
Abundance #65770: 3-Methyl-2-(4-methylphenyl)morpholine
71.0
5000 — —
12.50 13.00
m/z 145.00 39.26%
191.0
O\\\wf\l“h\‘\‘l‘la‘\#\‘z\.‘o\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #24209: Butanoic acid, 1-methylpropyl ester
71.0
(e ]
12.50 13.00
5000 m/z 82.95  30.17%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #23921: 3-Hexenoic acid, 5-hydroxy-2-methyl-, [r*,R*-(E)] —— =
43.0 12.50 13.00
m/z 119.00 30.15%
5000
111.0
0‘wuﬂmwt«Lw‘H‘_‘H‘H‘W“H‘H‘W‘H‘_‘H‘H‘W‘ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.50 13.00

8270E-BP020722.M Mon Feb 21 15:52:17 2022

Page:
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
BP009216.D

: 18 Feb 2022 16:28

: CG/JU

: N1573-08

: 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 16 Phenol, 4-(1,1-dimethylprop... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

13.263 85.93 ng 6746010  Acenaphthene-d10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(1,1-dimethylpropyl)- 164 C11H160 000080-46-6 96
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 80
3 Hexestrol, O-isopropyloxycarbonyl- 356 C22H2804 1000487-68-4 64
4 Hexestrol, O-trifluoroacetyl- 366 C20H21F303 1000365-31-7 64
5 Hexestrol 270 C18H2202 000084-16-2 64

Abundance Scan 1747 (13.263 min): BP009216.D\data.ms (-1739) (-

77.0
Lol L. 1 207.0264.8  372.6432.3492.1

bl A L DRSBTS YA

m/z--> 0 50 100 150 200 250 300 350 400 450 500

o

m/z 135.00 100.00%

135.0
5000

13.00 13.50
m/z 107.00  40.79%

|

Abundance #39631: Phenol, 4-(1,1-dimethylpropyl)-
135.0
5000
150,777 1,
O‘\\.H\l\\““rhtr!‘“\dh\‘]\\H‘\\H‘H\\‘H\\‘\H\‘\\H‘H\\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

— —
13.00 13.50
m/z 136.00 10.16%

|

Abundance #27481: Phenol, p-tert-butyl-
135.0
5000
77.
o501 i

m/z--> 0 50 100 150 200 250 300 350 400 450 500

— —
13.00 13.50
m/z 164.05 10.02%

|

Abundance #266103: Hexestrol, O-isopropyloxycarbonyl- - —
135.0 13.00 13.50
m/z 95.00 9.40%
5000
43.0
L 220.0 297.0
O et e T e e e —

m/z--> 0 50 100 150 200 250 300 350 400 450 500

8270E-BP020722.M Mon Feb 21 15:52:18 2022

‘ —
13.00 13.50

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 17 Cyclopentaneacetic acid, 3-... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

15.781 4.91 ng 385767  Acenaphthene-d10 14.410
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentaneacetic acid, 3-oxo-2... 226 C13H2203 024851-98-7 98
2 2,6-Dimethyl-6-nitro-2-hepten-4-one 185 C9H15NO3 073583-56-9 43
3 2-Nonen-4-one, 2-methyl- 154 C10H180 002903-23-3 38
4 Cyclohexane, pentyl- 154 C11H22 004292-92-6 38
5 Phomopsolide B, diacetate 380 C19H2408 097533-95-4 38
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP021822\
Data File : BP0@9216.D

Acqg On : 18 Feb 2022 16:28
Operator : CG/JU

Sample : N1573-08

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP020722.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Di-sec-Butyl ether 4.205 5.0 ng 168859 1 7.764 670482 20.0
Butane, 1,1'-[e... 4.264 12.1 ng 405612 1 7.764 670482 20.0
Benzene, (1-met... 6.246 20.8 ng 697031 1 7.764 670482 20.0
Benzene, propyl- 6.740 25.6 ng 858319 1 7.764 670482 20.0
Benzene, 1l-ethy... 7.152 16.0 ng 536020 1 7.764 670482 20.0
Mesitylene 7.869 40.2 ng 1349050 1 7.764 670482 20.0
Indane 8.128 182.7 ng 6124240 1 7.764 670482 20.0
Benzene, 1,3-di... 8.252 10.2 ng 341859 1 7.764 670482 20.0
Benzene, 2-ethy... 8.863 32.5 ng 1088020 1 7.764 670482 20.0
Benzene, 1,2,3,... 9.387 9.7 ng 466078 2 10.557 957570 20.0
1H-Indene, 2,3-... 9.810 13.2 ng 631279 2 10.557 957570 20.0
Benzene, 2-ethe... 9.958 23.8 ng 1138010 2 10.557 957570 20.0
Ethanol, 2-phen... 10.981 3.5 ng 166157 2 10.557 957570 20.0
unknownl12.769 12.769 2.6 ng 202942 3 14.410 1570030 20.0
Phenol, 4-(1,1-... 13.263 85.9 ng 6746010 3 14.410 1570030 20.0
Cyclopentaneace... 15.781 4.9 ng 385767 3 14.410 1570030 20.0
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