LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP0@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS Vvial : 12 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@@5127.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.699 97 104 111 rBV3 8927 14014 1.17% 0.195%
2 3.793 114 120 125 rBV 11126 17019 1.43% 0.237%
3 3.940 138 145 152 rBV3 8188 12956 1.08% ©0.180%
4 5.311 372 378 384 rVW 429327 599720 50.22%  8.352%
5 5.369 384 388 398 rVB 22490 48240 4.04% 0.672%
6 5.740 441 451 457 rVB 15699 25054 2.10% 0.349%
7 6.699 607 614 621 rBV3 14188 25692 2.15% ©.358%
8 6.805 627 632 637 rVB 19333 27571  2.31% 0.384%
9 6.893 637 647 661 rBvV 406507 679481 56.89% 9.463%
10 7.099 677 682 689 rvVB 8429 13737 1.15% 0.191%
11 7.358 717 726 732 rVB 48810 80321 6.73% 1.119%
12 7.711 777 786 795 rBV 107163 176287 14.76% 2.455%
13 7.828 801 806 814 rVB2 13996 24205 2.03% 0.337%
14 8.087 844 850 855 rVB2 10929 17932 1.50% 0.250%
15 8.252 873 878 884 rBV3 9936 17265 1.45% 0.240%
16 8.346 889 894 909 rVB2 16509 32872 2.75% 0.458%
17 8.810 968 973 977 rBV 15460 23892 2.00% 0.333%
18 8.869 977 983 992 rVB 229794 391409 32.77% 5.451%
19 9.334 1057 1062 1068 rVB 11132 15955 1.34% 0.222%
20 9.393 1068 1072 1077 rBV 9846 14342 1.20% 0.200%
21  9.752 1129 1133 1145 rVB5 7943 16000 1.34% 0.223%
22 9.905 1153 1159 1167 rVB2 15320 25681 2.15% 0.358%
23 10.504 1250 1261 1266 rBV 134748 240222 20.11% 3.346%
24 10.552 1266 1269 1276 rVB 35494 55020 4.61% 0.766%
25 12.175 1538 1545 1550 rBV 21651 34103 2.86% 0.475%
26 12.393 1576 1582 1592 rVB2 12413 21399 1.79% 298%
27 12.981 1673 1682 1692 rBV 582527 839233 70.27% 11.688%
28 13.828 1820 1826 1834 rBV 17669 28618 2.40%

29 14.369 1911 1918 1924 rBV 208008 305414 25.57%
30 15.863 2163 2172 2180 rBV 479145 690454 57.81%

Ohrhr,ORO
w
O
]
R

31 17.128 2380 2387 2393 rBV 268366 365452 30.60%
32 18.022 2534 2539 2546 rBV 86762 125122 10.48%
33 19.263 2746 2750 2760 rBV2 32313 53570  4.49%
34 19.698 2819 2824 2830 rBV 998454 1194304 100.00% 16.
35 20.933 3031 3034 3040 rVB2 114747 154118 12.90%

NO® R WU
N
N
o)
R

36 21.222 3079 3083 3088 rBV 305191 375196 31.42% 5.225%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP0@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc

ALS Vvial : 12 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
37 23.510 3466 3472 3482 rVB2 201894 398508 33.37% 5.550%

Sum of corrected areas: 7180378
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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

Abundance TIC: BP005127.D\data.ms
1000000

800000

600000

5311 6.893

400000
8.869
200000
e 10.504
358840 1369 5.740 66905005 7.828088846 8.810 9xa@30 B0 1%’52

Oﬁ‘\\\‘\\\\’\\\\’\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BP005127.D\data.ms
1000000 19.698

800000

600000 12.981
15.863

400000

17.128

14.369
200000

18.022

19263 |
12.176393 13.828 ) N aal

et e
Time-> 1200 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance TIC: BP005127.D\data.ms
1000000

800000

600000

21.222

400000 23510

20.933
200000
MWVMWWWWWMWWWMMWAM

O L ‘ L ‘ L ‘ L ‘ L ’ L ’ T T ’ T T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L ‘ T T ‘ T T ‘ T
Time--> 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\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 Benzene, propyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.699 2.91 ng 25692 1,4-Dichlorobenzene-d4 7.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 68
2 Hydrazinecarboxylic acid, phenyl... 166 C8H10N202 005331-43-1 49
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 47
4 N-Carboxybenzyl-S-benzylcysteine 345 C18H19N04S 005619-12-5 46
5 Benzyl 2-p-toluenesulfonyl-.beta... 394 C19H2207S 007252-07-5 46
Abundance Scan 614 (6.699 min): BP005127.D\data.ms (-607) (-) m/z 91.10 100.00%
91.1

o

5000
T T T T T
“ 150.5208.2 6.40 6.60 6.80 7.00
Ol i, 150,5203.2 2763 311340004605 5379 /7 s57.00  22.66%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9407: Benzene, propyl-
91.0
5000 L L B BN BN
6.40 6.60 6.80 7.00
m/z 120.10 16.81%
27.
O‘H‘\P“‘\‘J\l\"IH‘H‘HH‘HH‘\\H‘\\H‘\H\‘\H\‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #35528: Hydrazinecarboxylic acid, phenylmethyl ester

91.0
N S ERmEREEE e
6.40 6.60 6.80 7.00
5000 m/z 65.00 14 .49%
Ol sl 1680
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24997: Ethanol, 2-[(phenylmethyl)amino]-
91.0 6.40 6.60 6.80 7.00
m/z 92.10 12.45%
5000
0 28\01 1‘ L1 .\1510
et e e e e e 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\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 4 Benzene, 1-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.805 3.13 ng 27571 1,4-Dichlorobenzene-d4 7.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 91
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 83
Abundance Scan 632 (6.805 min): BP005127.D\data.ms (-627) (-) m/z 105.10 100.00%
105.1
5000

6.40 6.60 6.80 7.00 7.20

38.9
o_‘WMH‘umH?‘O‘?‘l‘w“597‘1‘?;59”2‘”““?9?“5‘2‘2“5“ m/z 120.15  26.38%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0

6.40 6.60 6.80 7.00 7.20
m/z 91.10 14.28%

39.0
\‘MLM“M\”‘W‘”‘W‘”\””\”‘W‘”‘W‘”\”‘W‘”‘W
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105.0

640660680700720

o

39.0 ‘

R e M e g ' WMMWMWAWAWﬁKMAWLJ

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

Abundance #9423: Benzene, 1-ethyl-3-methyl- el e A
105.0 6.40 6.60 6.80 7.00 7.20

m/z 78.95 10.16%

5000
39.0 ‘
0 b bl h ‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 5 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.358 9.11 ng 80321 1,4-Dichlorobenzene-d4 7.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 726 (7.358 min): BP005127.D\data.ms (-717) (-) m/z 105.05 100.00%
105.1
5000

) A

39.0 7.00 7.20 7.40 7.60
U dll] 192.9 2813 3552 4402 5354 m/z 120.20  39.81%

Ot e e
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‘\\j\\\‘\\\\‘\\\\‘\\\\‘j\\
7.00 7.20 7.40 7.60
m/z 77.00 13.25%
39.0
O‘\\ML#”“\M\WMJ!U\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
5000 m/z 119.05 12.04%
28.0
o‘m“«MMM"w_‘H_HWHWH_WWWW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 j\ M
Abundance #9426: Benzene, 1-ethyl-3-methyl- L oAV
105.0 7.00 7.20 7.40 7.60
m/z 91.05 11.96%
5000
39.0
L O

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

8270E-BP032321.M Thu Apr 01 03:26:48 2021 Page: 6



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP033121\
BP005127.D

: 31 Mar 2021 15:37
: CG/JU
: M1836-16

: 12 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 6 Mesitylene

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.828 2.75 ng 24205 1,4-Dichlorobenzene-d4 7.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 C9H12 000108-67-8 87
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 81
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 76
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 74

Abundance Scan 806 (7.828 min): BP0O05127.D\data.ms (-801) (-)
1

05.1
5000
0 430111  208.3266.8327.3 409.2 497.0
A e e e T e T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9402: Mesitylene
105.0
5000
39.0
O‘\\‘\J\lih\”\‘h\\\‘J\H\‘\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000
39.0
o‘HMJ«;LJMJ(Hmum_m,mwmWm_m_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9422: Benzene, 1-ethyl-2-methyl-
105.0
5000
SQOJ\
O‘Huwﬁﬂ‘qu‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

8270E-BP032321.M Thu Apr 01 03:26:48 2021

m/z 105.10 100.00%

7.60 7.80 8.00 8.20
m/z 120.10 33.49%

7.60 7.80 8.00 8.20
m/z 91.00 12.19%

3

7.60 7.80 8.00 8.20
m/z 79.00 10.86%

3

7.60 7.80 8.00 8.20
m/z 77.05 10.66%

3

7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 1Indane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.087 2.03 ng 17932 1,4-Dichlorobenzene-d4 7.710
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 58
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 58

4 Benzene, 1-(chloromethyl)-4-ethe... 152 C9HO9C1 001592-20-7 53
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 53

Abundance Scan 850 (8.087 min): BP005127.D\data.ms (-844) (-) m/z 117.10 100.00%

117.1
5000
A e
51.0 7.80 8.00 8.20 8.40

207.1
b 267,9327.1 400.1 4806 545 m/z 118.@5  59.84%

0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8950: Indane
117.0
5000 ‘\Aw\uwu\w\uwuu
7.80 8.00 8.20 8.40
39.0 m/z 115.05 25.99%
O‘\\l\J\J‘H\‘h\“.\JlH\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8967: Benzene, cyclopropyl-
117.0
I RRR A RL S R LS
7.80 8.00 8.20 8.40
5000 m/z 91.05 20.68%
O rvrpe e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8974: Benzene, 1-ethenyl-2-methyl-
117.0 7.80 8.00 8.20 8.40
m/z 63.00 9.15%
5000
39.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 8 Benzene, 1,4-diethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
8.346 3.73 ng 32872 1,4-Dichlorobenzene-d4 7.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 93
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 90
5 1-Methyl-1-silabenzocyclobutene 134 C8H1eSi 160841-06-5 90
Abundance Scan 894 (8.346 min): BP005127.D\data.ms (-889) (-) m/z 119.05 100.00%
119.1

5000 /\\ M
AR AR AR
39.0 ‘ 8.00 8.20 8.40 8.60
o tiddbd | 20712650 3554 422.3 4931 [/, 105 05  64.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14841: Benzene, 1,4-diethyl- p
119.0
5000
8.00 8.20 8.40 8.60
m/z 91.05 50.26%
41.0
O\”MMNMVM\m!”‘W‘”‘W‘”\”‘W‘”W‘”‘W‘”\”‘W‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14842: Benzene, 1,2-diethyl-
119.0
8.00 8.20 8.40 8.60
5000 m/z 134.20  48.22%
39.0
O\HMHWW“W\“vw‘w‘H‘M‘H\H‘W‘H‘M‘H\H‘w‘w‘w
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 J\
Abundance #14844: Benzene, 1,3-diethyl- e e
119.0 8.00 8.20 8.40 8.60
m/z 92.05 16.00%
5000
39.0 l
Ow‘wwﬁww*ﬁﬁ‘“r”"w“w“‘w“”\‘”‘\”“\”“w“w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 Benzene, 1-methyl-3-(1-meth... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.810 2.71 ng 23892 1,4-Dichlorobenzene-d4 7.710

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 91
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 87
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 87
4 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 87
Abundance Scan 973 (8 810 min): BP005127.D\data.ms (-968) (-) m/z 119.10 100.00%
19.1
5000
‘H‘W‘H‘_4%,kaﬁ‘
39.0 l ‘ 8.40 8.60 8.80 9.00 9.20
ol b Ly 2211 3074 3814 4743 549 ./, 91 .10  25.05%
m/z--> O 50 100 150 200 250 300 350 400 450 500 550
Abundance #14907: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000 DL B LN B R
8.40 8.60 8.80 9.00 9.20
m/z 134.05 23.11%
39.0 l
O ‘\\“\uil\d\t\l\‘i\“ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14873: Benzene, 2-ethyl-1,3-dimethyl-
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 117.10 20.81%

o

39.0
O —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 A
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- _H“M\m VP

119.0 8.40 8.60 8.80 9.00 9.20
m/z 120.10 11.96%

5000
39.0
\“hﬂt\ﬂ
R B o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 Indan, 1-methyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.905 2.14 ng 25681 Naphthalene-d8 10.505

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C10H12 000767-58-8 70
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 64
3 Benzene, 1-ethenyl-4-ethyl- 132 C1eH12 003454-07-7 64
4 Benzene, (1l-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 58
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 58

Abundance Scan 1159 (9.905 min): BP005127.D\data.ms (-1153) (-) m/z 117.10 100.00%

117.1
5000
-

509 | 1 1790 2573 3426 4201 517.2 10.00
““L\!\“ll\‘d“‘\’l\ |l\'\‘HH-‘\H\‘\.\H‘\H\‘.HH‘HH.‘HH‘HT“‘ m/z 119.10 40.88%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14030: Indan, 1-methyl-
117.0
5000

10.00
m/z 132.20  26.73%

o

39.0 | ‘ ‘
0 ‘\J\J\'I\%‘J\‘M\'lhf‘m‘i\‘HH‘\H\‘HH‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl-
117.0
L
10.00
5000 ITI/Z 115.10 26.57%
39.0 ‘
0‘HﬁHWAJW‘h‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H_‘H‘H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14055: Benzene, 1-ethenyl-4-ethyl- o
117.0 10.00

m/z 134.20 16.42%

5000
51.0
0 NN A‘fh ‘ _

T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 Naphthalene, 1-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.175 2.84 ng 34103 Naphthalene-d8 10.505
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1-methyl- 142 C11H1e0 000090-12-0 94
2 Benzocycloheptatriene 142 C11H1e 000264-09-5 91
3 Naphthalene, 2-methyl- 142 C11H1e 000091-57-6 91
4 1,4-Methanonaphthalene, 1,4-dihy... 142 Cl11H10 004453-90-1 91
5 1H-Indene, 1l-ethylidene- 142 C11H1e0 002471-83-2 90

Abundance Scan 1545 (12.175 min): BP005127.D\data.ms (-1538) (-  m/z 142.05 100.00%

14p.1 ‘
5000
—

71.1 12.00 12.50
Obrrtpddek 1| 206.8 279.1342.1402.04586 5358 1/, 141.20  95.05%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19232: Naphthalene, 1-methyl- A
142.0
5000 —— 1

12.00 12.50
115.10 41.07%

63.0
\\‘\i”\‘w“\ﬂf[T\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19230: Benzocycloheptatriene
141.0

o

12.00 12.50
5000 m/z 139.05 12.98%
63.0
B i S SUU NS
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #19233: Naphthalene, 2-methyl- sy ey
142.0 12.00 12.50
m/z 143.00 9.04%
5000
63.0
R R AR S Aa Ea e R RARR B RA RS o e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.022 6.85 ng 125122  Phenanthrene-die 17.128
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Octadecanoic acid 284 C18H3602 000057-11-4 76
3 Tridecanoic acid 214 C13H2602 000638-53-9 58
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Oxalic acid, isobutyl octadecyl ... 398 C24H4604 1000309-38-3 25
Abundance Scan 2539 (18.022 min): BP005127.D\data.ms (-2534) (-  m/z 73.10 100.00%
7’2
213.3 T 7 T
‘H F ‘ 18.00
ol AMLLLERE 1) pe1134104047 sm2ass8. /0 6o 10 70.35%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T 1
18.00
H 213.0 m/z 55.05 63.32%
O\\“ \LM\““\“}\‘L\‘\\‘\\\\‘\\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131261: Octadecanoic acid
73.0
T \
18.00
5000 m/z 43.05 59.32%
H 185.0 284.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #72647: Tridecanoic acid T ‘
73.0 18.00
m/z 57.05 55.09%
5000
171.0
0 “ }H"“Hu, 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\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

19.263 2.86 ng 53570 Chrysene-d12 21.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 93
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 Eicosane 282 C20H42 000112-95-8 56

Abundance Scan 2750 (19.263 min): BP005127.D\data.ms (-2746) (-  m/z 73.10 100.00%

73.1
5000
241.4
—r— —r—
’ m 171 19.00 19.50
0L JW'"MM il hm‘ﬁ‘?pﬁ A07.5 4749 5460 y/7 43.05  64.98%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #131262: Octadecanoic acid
73.0
5000 284.0 U AU
185.0 19.00 19.50
H m/z 57.05 64.02%
Of' \’\I“M‘\“T\T‘\\\\\\\\‘\‘\\\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
—r— —r—
19.00 19.50
m/z 59.95 63.35%
5000 284.0 /
129.0
o ML PR amo
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid T B
73.0 19.00 19.50
m/z 41.10 53.05%
5000
‘ 143.0 242.0
ML rear Y
m/z--> 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\BP@33121\
Data File : BP@O@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS vial : 12  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 14 Heptafluorobutyric acid, pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

20.933 8.22 ng 154118 Chrysene-d12 21.222
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 87
2 Triacontyl acetate 480 C32H6402 041755-58-2 83
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 83
4 1-Docosene 308 C22H44 001599-67-3 68
5 5-Eicosene, (E)- 280 C20H40 074685-30-6 64

Abundance Scan 3034 (20.933 min): BP005127.D\data.ms (-3031) (-  m/z 83.10 100.00%
8’2

5000

%

3207.2 21.00
280.4
_Hx,uw”um'WxHwmw“3‘79“3_“‘““3}?“5‘1‘2‘5_ m/z 97.15  84.28%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #220103: Heptafluorobutyric acid, pentadecyl ester

o

i JW
5000 LI
21.00
50 m/z 57.10  79.67%
210.0
O‘\\ll\ ’1!1!“{4‘\‘\\1}‘1\\\‘f\\f‘\\\\‘\\\\‘\\\4\()‘6\\(\)\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232691: Triacontyl acetate
43.0
e
21.00
5000 m/z 69.10 78.19%
ol ,I ““‘ | 181.0 250.0 334.0 420.0480.0
P b o e R S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #227401: Heptadecy! heptafluorobutyrate —
57.0 21.00
m/z 55.10 75.97%
5000
‘ 238.0
o"M,‘H‘mwmw‘HM‘m‘HH_Mw_wmw .
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\BP@33121\
Data File : BP0@5127.D

Acqg On : 31 Mar 2021 15:37
Operator : CG/JU

Sample : M1836-16

Misc :

ALS Vvial : 12  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|
Benzene, propyl- 6.699 2.9 ng 25692 1 7.710 176287 20.0
Benzene, 1l-ethy... 6.805 3.1 ng 27571 1 7.710 176287 20.0
Benzene, 1,2,3-... 7.358 9.1 ng 80321 1 7.710 176287 20.0
Mesitylene 7.828 2.8 ng 24205 1 7.710 176287 20.0
Indane 8.087 2.0 ng 17932 1 7.710 176287 20.0
Benzene, 1,4-di... 8.346 3.7 ng 32872 1 7.710 176287 20.0
Benzene, 1-meth... 8.810 2.7 ng 23892 1 7.710 176287 20.0
Indan, 1-methyl- 9.905 2.1 ng 25681 2 10.505 240222 20.0
Naphthalene, 1-... 12.175 2.8 ng 34103 2 10.505 240222 20.0
n-Hexadecanoic ... 18.022 6.8 ng 125122 4 17.128 365452 20.0
Octadecanoic acid 19.263 2.9 ng 53570 5 21.222 375196 20.0
Heptafluorobuty... 20.933 8.2 ng 154118 5 21.222 375196 20.0
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