LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS Vvial : 13  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-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5160.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.693 97 103 112 rVB2 17344 30147 2.12% 0.352%
2 3.787 113 119 125 rBV2 22696 39086 2.75% 0.456%
3 4.846 295 299 308 rVB 45392 67815 4.78% 0.791%
4 5.234 360 365 370 rVB 35314 50068 3.53% 0.584%
5 5.305 370 377 383 rVW 538996 778901 54.86% 9.084%
6 5.381 383 390 399 rVB2 33098 70865 4.99%  0.826%
7 5.728 442 449 455 rVB6 8643 16294 1.15% 0.190%
8 6.193 523 528 536 rVB5 8056 16001 1.13% 0.187%
9 6.687 603 612 619 rBV2 24323 49367 3.48% 0.576%
106 6.881 635 645 658 rBV 516483 876496 61.74% 10.223%
11 7.352 716 725 731 rBV 71840 112553  7.93% 1.313%
12 7.705 777 785 792 rBV 122878 199706 14.07% 2.329%
13 7.816 799 804 810 rVB 20200 34234 2.41% 0.399%
14 7.940 819 825 831 rBv4 11456 25052 1.76% 0.292%
15 8.069 840 847 853 rBV 10374 15860 1.12% ©0.185%
16 8.340 888 893 906 rVB6 12264 29574  2.08%  0.345%
17 8.722 951 958 963 rBv4 7343 17519 1.23% 0.204%
18 8.805 967 972 975 rBV 12373 18001 1.27% 0.210%
19 8.863 975 982 990 rVB 312539 512986 36.13% 5.983%
20 10.493 1248 1259 1265 rBV 159863 275540 19.41% 3.214%
21 12.975 1671 1681 1690 rBV 761065 1088563 76.67% 12.696%
22 13.769 1812 1816 1820 rBV4 13173 19440 1.37% 0.227%
23 13.816 1820 1824 1827 rBV 25816 36148 2.55% 0.422%
24 14.181 1883 1886 1895 rVB7 8457 17743 1.25% 0.207%
25 14.357 1906 1916 1923 rBV 243849 349290 24.60% 4.074%

26 15.857 2164 2171 2178 rBV 535189 762226 53.69%
27 17.116 2379 2385 2391 rBV 255758 384429 27.08%
28 18.022 2534 2539 2548 rBV = 102132 151058 10.64%
29 19.139 2726 2729 2733 rVB 28345 32077 2.26%
30 19.257 2745 2749 2754 rBV2 38179 52993 3.73%
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~
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R

31 19.692 2818 2823 2829 rBV 1185739 1419770 100.00% 16.
32 20.933 3030 3034 3042 rVB2 159618 219651 15.47%
33 20.998 3043 3045 3049 rVB 34168 37532  2.64%
34 21.216 3078 3082 3087 rBV 324797 384419 27.08%
35 23.498 3465 3470 3478 rVB2 202878 382758 26.96%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc

ALS Vvial : 13  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-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Sum of corrected areas: 8574162
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 02 Apr 2021 15:37
: CG/JU
: M1836-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
BP005160.D

: 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
1200000

1000000

800000

600000

400000

200000

TIC: BP005160.D\data.ms

5.305 6.881
8.863
7.705 10.493
4.846 523381 7.352
38987 " o-p8ls 708 6,193 6.68 || -8184068.340 87205

0
Time-->
Abundance
1200000

1000000

800000

600000

400000

200000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP005160.D\data.ms
19.692

12.975

15.857

14.357

B3R 4. 18

0
Time-->
Abundance
1200000

1000000

800000

600000

400000

200000

Time-->

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP005160.D\data.ms

21.216
23.498

20.933
20,99

21.00 2150 22.00 2250 23.00 23.50 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\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Pentane, 2,3,4-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
3.693 3.02 ng 30147 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 78
2 Decane, 3,3,4-trimethyl- 184 C13H28 049622-18-6 56
3 Pentane, 3-ethyl- 100 C7H16 000617-78-7 50
4 Decane, 3,3,6-trimethyl- 184 C13H28 062338-14-1 50
5 Heptane, 4-methyl- 114 C8H18 000589-53-7 50
Abundance  Scan 103 (3.693 min): BP005160.D\data.ms (-97) (-) m/z 71.10 100.00%
71.1
5000
” 147 1208.0 s1a 3.40 3.60 3.80 4.00
ol b 250220802741 3512 45058102 m/z 43.05  85.10%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7659: Pentane, 2,3,4-trimethyl-
43.0
5000 LA L B I B LA AL
3.40 3.60 3.80 4.00
m/z 70.10 67.00%
0 | H 114.0
‘\\f[\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #48907: Decane, 3,3,4-trimethyl-
71.0
e ARmERES RS
3.40 3.60 3.80 4.00
5000 m/z 41.00 24.43%
ol | \ | 155.0
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #3981: Pentane, 3-ethyl-  AREEASmEEEE SRR
43.0 3.40 3.60 3.80 4.00
m/z 55.05 23.10%
h NmmmwmﬂwmjkﬂvkﬂmA}Mw
0 l ‘J‘m\im\‘uu‘\m‘uu‘uu‘\m‘\m‘\m‘uu‘\ R REREEEEsEEnans
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Heptane, 4-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.787 3.91 ng 39086 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-methyl- 114 C8H18 000589-53-7 64
2 Pentane, 2,3,3-trimethyl- 114 C8H18 000560-21-4 59
3 Propanoic acid, 2-methyl-, 2-met... 158 C9H1802 002445-69-4 59
4 3,3-Dimethyl-2-pentanol 116 C7H160 019781-24-9 59
5 Pentane, 2,3,4-trimethyl- 114 C8H18 000565-75-3 59
Abundance Scan 119 (3.787 min): BP005160.D\data.ms (-113) (-) m/z 43.10 100.00%
43.1
o MMM
R AR RS B AR
‘ \ 2071 3.40 3.60 3.80 4.00 4.20
ol Aidl 1418 2000 324.4384.2 46158209 m/z 71.05  61.70%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7630: Heptane, 4-methyl-
43.0
5000
3.40 3.60 3.80 4.00 4.20
m/z 70.05 58.40%
)10
O ‘\‘\1‘l\f‘W\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #7653: Pentane, 2,3,3-trimethyl-
43.0
3.40 3.60 3.80 4.00 4.20
5000 m/z 57.10 39.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30336: Propanoic acid, 2-methyl-, 2-methylbutyl ester RmannE e e S
43.0 3.40 3.60 3.80 4.00 4.20
m/z 85.20 36.64%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.846 6.79 ng 67815 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 1,1-dipropoxy- 160 C9H2002 004744-11-0 39
3 Succinic acid, heptyl 2-methoxye... 274 C14H2605 1000325-80-7 36
4 2,3-Dimethyloxirane-2-carboxylic... 130 C6H1003 1000306-64-4 36
5 Tetraglyme 222 C10H2205 000143-24-8 33

Abundance Scan 299 (4.846 min): BP005160.D\data.ms (-295) (-) m/z 43.05 100.00%

3.0
5000
101.1

4.60 4.80 5.00 5.20
Ll 207.1 281.0 357.2 4358 515.7

ol b pd 2071 2810 3572 4358 5157 ., 59,95 76.69%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B L I LN B
4.60 4.80 5.00 5.20
m/z 101.10 37.23%
101.0
O\\”\‘Jf“ \\‘\‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #31407: Propane, 1,1-dipropoxy-
59.0
T T T
4.60 4.80 5.00 5.20
5000 m/z 58.05 18.62%
‘ 131.0
o““‘ ! |
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #122483: Succinic acid, heptyl 2-methoxyethyl ester R e ERRE ALY
59.0 4.60 4.80 5.00 5.20
m/z 41.00 10.55%
5000
159.0
m/z--> 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\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.687 4.94 ng 49367 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 87
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
3 1,2-Ethanediamine, N-(phenylmeth... 150 C9H14N2 004152-09-4 59
4 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2 000706-03-6 59
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 59
Abundance Scan 612 (6.687 min): BP005160.D\data.ms (-603) (-) m/z 91.10 100.00%
91.1

-

5000
\ \ 6.40 6.60 6.80 7.00
b dylllidud 2070 29303554 4296 5162 ./, 57,95 22.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9408: Benzene, propyl-
91.0
5000 L L L L L BN B
6.40 6.60 6.80 7.00
m/z 120.10 21.16%
27\'\ | J [
O‘\\\\[\\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70356: N-Benzyl-2-phenethylamine
91.0 (k
e e b
6.40 6.60 6.80 7.00
5000 m/z 92.10 11.41%
0 27'\01 ll I d Ul 209'0
R e R A R AR RRRRREREAEE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24598: 1,2-Ethanediamine, N-(phenylmethyl)-

91.0 6.40 6.60 6.80 7.00
m/z 65.10 10.89%

5000

30.0
150.0
O‘H‘qu AR S n s e e R s e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1,2,3-trimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.352 11.27 ng 112553 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 93
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 725 (7.352 min): BP005160.D\data.ms (-716) (-) m/z 105.05 100.00%
105.1
5000

s I

39.1 7.00 7.20 7.40 7.60

il 20712671 3484 4585 5402 1, 139,20  37.97%

O Al
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 \_/\\‘\\\\‘\\\\‘\\\\‘\\\\A
7.00 7.20 7.40 7.60
m/z 77.05 11.90%
39.0 J
O‘\\\\L%‘IMW‘\WMJWU\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9427: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60
5000 ITI/Z 91.10 11.44%
589
B R B R m i e i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0 7.00 7.20 7.40 7.60
m/z 119.10 10.34%
5000

o 284?1. i W N

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Data Path :
Data File :
: 02 Apr 2021 15:37
: CG/JU

: M1836-03

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
BP005160.D

: 13 Sample Multiplier: 1

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1,2,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.816 3.43 ng 34234 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 CO9H12 000108-67-8 91
4 Benzene, 1l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 90
Abundance Scan 804 (7.816 min): BP005160.D\data.ms (-799) (-) m/z 105.10 100.00%
105.1
5000
Rmaa A RARRT
39.1 7.40 7.60 7.80 8.00 8.20
ol bpukbfd, 2081 2896 36844291 5131 1, 179.1¢  35.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9421: Benzene, 1,2,4-trimethyl-
105.0
5000 [T T[T T T [T T T T
7.40 7.60 7.80 8.00 8.20
m/z 77.00 11.95%
39\'10n h [
O‘\\\\“1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 78.95 10.57%
39.0H
N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9399: Mesitylene
105.0 7.40 7.60 7.80 8.00 8.20
m/z 119.05 10.48%
5000
39.0 | /K
O bbb el e e e e AV N N A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.40 7.60 7.80 8.00 8.20

8270E-BP032321.M Mon Apr 05 05:35:56 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Pentanoic acid, 4-methyl-, ... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.940 2.51 ng 25052 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 4-methyl-, ethyl... 144 C8H1602 025415-67-2 59
2 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 50
3 Pentanoic acid, 2-methyl-, methy... 130 C7H1402 002177-77-7 47
4 9-Decenoic acid, 2,4-dimethyl-, ... 212 C13H2402 031183-23-0 46
5 9-Decenoic acid, 2,4-dimethyl-, ... 212 C13H2402 031183-24-1 46
Abundance Scan 825 (7.940 min): BP005160.D\data.ms (-819) (-) m/z 57.05 100.00%
57.0
Cprh
\ H” |l {136.0 206.9 281.1 355.2415.3475.0533.1 760780800820
o T 2L m/z 88.18  89.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #20981: Pentanoic acid, 4-methyl-, ethyl ester
88.0
5000 \\‘\\/\\\‘\\\\‘\\\\’\\\\‘
7.60 7.80 8.00 8.20
l m/z 41.00 48.61%
O‘\\\ ’Hy}l’
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8720: Methyl L-(+)-.beta.-hydroxyisobutyrate
88.0
R RARRRERREEARRRE
7.60 7.80 8.00 8.20
5000 m/z 43.05 47 .43%
29.0
AN
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #13550: Pentanoic acid, 2-methyl-, methyl ester e RRREESS ST
88.0 7.60 7.80 8.00 8.20
m/z 99.20 36.50%
5000
1
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 Benzene, 1,4-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.340 2.96 ng 29574 1,4-Dichlorobenzene-d4 7.699

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 76
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 70
3 1,3,8-p-Menthatriene 134 C1eH14 018368-95-1 64
4 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 58
5 5H-5-Methyl-6,7-dihydrocyclopent... 134 C8H1ON2 023747-48-0 50

Abundance Scan 893
105

8.340 min): BP005160.D\data.ms (-888) (-) m/z 105.10 100.00%
il

5000
| bl
39.0, . . - .
208.1
o_mM‘M%\W Ao 206,9320.9 40214645 9338 4z 119.20  99.26%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14840: Benzene, 1,4-diethyl-
105,0
L k

5000 L R R R R R
8.00 8.20 8.40 8.60
390 } m/z 91.10 79.63%
O‘\‘\h\U}L‘f”\u’\‘fl‘J\“ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14837: Benzene, 1,2-diethyl-
105.0
8.00 8.20 8.40 8.60
5000 m/z 134.15 59.31%
39.0 }
m/z--> 0 50 100 150 200 250 300 350 400 450 500 M
Abundance #14832: 1,3,8-p-Menthatriene \“‘H“‘H“‘H“W“‘
119.0 8.00 8.20 8.40 8.60
m/z 92.00 27.86%
5000
41.0
oﬂm“"‘ N ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.022 7.86 ng 151058 Phenanthrene-die 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 74
3 Octadecanoic acid 284 C18H3602 000057-11-4 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 49
5 Estra-1,3,5(10)-trien-17.beta.-ol 256 C18H240 002529-64-8 30

Abundance Scan 2539 (18.022 min): BP005160.D\data.ms (-2534) (-  m/z 73.10 100.00%

73.1
5000
2133 O \
g, |
om‘w‘”"\\:“m‘wh 287.1344.4 44015039 m/z 60.05 64.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107547: n-Hexadecanoic acid
43.0
5000 — i
18.00
129.0 256.0 m/z 43.10 55.88%
O\\‘\“H‘\”L'l‘l\”\‘\\‘H}?\‘R\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
T
18.00
5000 ITI/Z 41.05 54.31%
‘ 143.0 242.0
R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid —
73.0 18.00
m/z 55.10 52.77%
5000
H 185.0 284.0
0+ ﬁ‘waﬂﬂmﬂwﬂhﬂ“Hﬂw“u‘u‘w“u‘u“_‘u“ e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
19.257 2.76 ng 52993 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 Undecanoic acid 186 C11H2202 000112-37-8 43

Abundance Scan 2749 (19.257 min): BP005160.D\data.ms (-2745) (-  m/z 73.10 100.00%

3

-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0 19.00 19.50

m/z 55.10 57.39%

5000
13.2 19.00 19.50
" ©3718431.6491.2549. /7 43.10  85.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 1290 U —
19.00 19.50
’ 284.0 m/z 60.05 76.87%
O‘\\"\ ’JHIJ‘HI“\WlHIl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid
73.0
bt ]
19.00 19.50
5000 ITI/Z 57.10 71.97%
199.0
—— —

5000 284.0

372.0
0k ,‘MWmlfum_Hwwawww_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50

;
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Triacontyl acetate Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.933 11.43 ng 219651 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontyl acetate 480 C32H6402 041755-58-2 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
4 E-14-Hexadecenal 238 C16H300 330207-53-9 91
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 3034 (20.933 min): BP005160.D\data.ms (-3030) (-  m/z 83.10 100.00%

83.1
5000
L“ 21.00
141.1 207.2 :
obrAbLLECES L7177 2804 356.2 4203 5356 /. 57.16  o91.e0%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232691: Triacontyl acetate
43.0
5000 T
1110 21.00
m/z 97.10 89.49%
NEmi n\,‘. | 181.0 250.0 334.0 420.0480.0
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131391: n-Nonadecanol-1
83.0
——
21.00
5000 m/z 69.10 86.61%
o0l p5s0_2200
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #127770: 9-Eicosene, (E)- T
57.0 21.00
m/z 55.10 82.22%
5000
[l
obbidlbll, 1060 2800 —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5160.D

Acqg On : 02 Apr 2021 15:37
Operator : CG/JU

Sample : M1836-03

Misc :

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.M
Quant Title : 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|
Pentane, 2,3,4-... 3.693 3.0 ng 30147 1 7.699 199706 20.0
Heptane, 4-methyl- 3.787 3.9 ng 39086 1 7.699 199706 20.0
2-Pentanone, 4-... 4.846 6.8 ng 67815 1 7.699 199706 20.0
Benzene, propyl- 6.687 4.9 ng 49367 1 7.699 199706 20.0
Benzene, 1,2,3-... 7.352 11.3 ng 112553 1 7.699 199706 20.0
Benzene, 1,2,4-... 7.816 3.4 ng 34234 1 7.699 199706 20.0
Pentanoic acid,... 7.940 2.5 ng 25052 1 7.699 199706 20.0
Benzene, 1,4-di... 8.340 3.0 ng 29574 1 7.699 199706 20.0
n-Hexadecanoic ... 18.022 7.9 ng 151058 4 17.122 384429 20.0
Octadecanoic acid  19.257 2.8 ng 52993 5 21.216 384419 20.0
Triacontyl acetate 20.933 11.4 ng 219651 5 21.216 384419 20.0
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