LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc :

ALS vial : 6 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127118.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.998 281 291 294 rVW 5320242 8678582 55.70% 7.261%
2 4.422 356 363 371 rVB 566505 674740 4.33% 0.565%
3 4.504 371 377 381 rBV 583535 662400 4.25% 0.554%
4 5.392 521 528 531 rBV 7660035 9369378 60.13% 7.839%
5 5.522 539 550 553 rBV 7853109 15582138 100.00% 13.036%
6 5.757 584 590 593 rBV 7852710 9971865 64.00% 8.343%
7 6.057 638 641 645 rVB 502894 457752  2.94%  0.383%
8 6.351 687 691 694 rVB 1271086 1011608 6.49%  0.846%
9 6.416 698 702 705 rBV 3022251 2651915 17.02% 2.219%
10 6.451 705 708 711 rVB 2212726 1881206 12.07% 1.574%
11  6.492 711 715 717 rBV 2010014 1542977 9.90% 1.291%
12 6.522 717 720 725 rVB 831293 833171 5.35% 0.697%
13  6.581 725 730 733 rBV 4006307 3397003 21.80% 2.842%
14 6.728 749 755 757 rVB 8044525 9034656 57.98% 7.559%
15 6.892 779 783 785 rBV 705467 562264 3.61% 0.470%
16 6.951 789 793 796 rVB 4615612 3942659 25.30% 3.299%
17 7.075 810 814 817 rVV 5253369 4716877 30.27%  3.946%
18 7.134 821 824 826 rVWW 605143 578607 3.71% 0.484%
19 7.151 826 827 832 rVB2 438625 494561 3.17% 0.414%
20 7.204 832 836 839 rBV 964591 826746 5.31% 0.692%
21 7.281 845 849 855 rBV 415774 427621 2.74% 0.358%
22 7.351 857 861 863 rvVv 871600 720696 4.63% 0.603%
23 7.375 863 865 868 rVWW 644775 505555  3.24% 0.423%
24 7.422 868 873 876 rVV 1907243 1883212 12.09% 1.576%
25 7.457 876 879 883 rVB2 3122765 3230835 20.73% 2.703%
26 7.569 894 898 901 rVB 534839 472506  3.03% 0.395%
27 7.657 909 913 915 rBV 1204439 965066 6.19% 0.807%
28 7.681 915 917 921 rVB 1411890 1144251 7.34% 0.957%
29 7.822 938 941 942 rBV 181566 174596 1.12% 0.146%
30 7.845 942 945 950 rVV 1692321 1483735 9.52% 1.241%
31 7.910 950 956 959 rVV 3787978 3468419 22.26% 2.902%
32 7.957 962 964 966 rVvV 206160 237097 1.52% 0.198%
33 7.986 967 969 971 rWw 222530 218424 1.40% 0.183%
34 8.010 971 973 976 rVW 453880 413518 2.65% 0.346%
35 8.204 993 1006 1011 rVV2 5624178 7773740 49.89%  6.504%

36 8.251 1011 1014 1018 rVB2 1103940 929843 5.97% 0.778%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc :

ALS vial : 6 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.416 1036 1042 1043 rBV3 124786 169071 1.09% 0.141%
38 8.445 1043 1047 1053 rVvVv2 372607 449940 2.89% 0.376%
39 8.557 1063 1066 1069 rVvV 351269 319916 2.05% 0.268%
40  8.598 1069 1073 1076 rVV3 124187 160980 1.03% 0.135%
41  8.639 1076 1080 1084 rVV2 368019 492322  3.16% 0.412%
42 8.675 1084 1086 1091 rVV3 214154 214534 1.38% 0.179%
43 8.763 1098 1101 1105 rVB2 431439 428142 2.75% 0.358%
44  8.839 1110 1114 1117 rVB2 236829 230811 1.48% 0.193%
45  8.886 1119 1122 1125 rBV 999012 780122 5.01% 0.653%
46  8.933 1128 1130 1134 rVB2 320552 241608 1.55% 0.202%
47  8.986 1134 1139 1142 rBV 1851984 1715206 11.01% 1.435%
48 9.175 1166 1171 1176 rVB3 330941 405364 2.60% ©0.339%
49 9.251 1179 1184 1187 rBV 4020554 3453132 22.16% 2.889%
50 9.498 1223 1226 1227 rBv2 187130 167338 1.07% 0.140%
51 9.516 1227 1229 1232 rVB2 374336 308314 1.98% 0.258%
52 9.586 1238 1241 1244 rBV 244778 290505 1.86% 0.243%
53 9.616 1244 1246 1251 rVB 220403 185903 1.19% 0.156%
54 9.933 1296 1300 1303 rVB 1043740 858152 5.51% 0.718%
55 10.727 1430 1435 1438 rBV 2815717 2453657 15.75% 2.053%
56 11.421 1550 1553 1556 rBV 984402 809065 5.19% 0.677%
57 11.598 1581 1583 1586 rVB 297686 224042 1.44% 0.187%
58 13.015 1819 1824 1827 rBV 3336451 3148848 20.21% 2.634%
59 13.933 1975 1980 1985 rVB 135698 167124 1.07% 0.140%
60 14.068 1999 2003 2007 rBV 578744 477899 3.07% 0.400%

61 15.562 2252 2257 2265 rVB 374001 456084 2.93% 0.382%

Sum of corrected areas: 119528298

8270-BF021622.M Wed Mar 02 13:06:46 2022 Pag 2



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\

BF127118.D

: 01 Mar 2022 16:09
¢ CG\JU
: N1688-08

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BF127118.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Di-sec-Butyl ether Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
4.422  24.00 ng 674740  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 83
2 3-Pentanol, 3-ethyl-2-methyl- 130 C8H180 000597-05-7 72
3 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 47
4 1-Octene, 3-(methoxymethoxy)- 172 C10H2002 088738-34-5 38
5 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 33
Abundance Scan 363 (4.422 min): BF127118.D\data.ms (-356) (-) m/z 57.05 100.00%
57.0
5000 41.0 101.1
R e
‘ 8?.0 1151 4.00 4.20 4.40 4.60 4.80
Obrrrrerprerrpreeditbbr ol e b e b Mz 45,10 88.78%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
43.0
5000
101.0 4.00 4.20 4.40 4.60 4.80
50.0
29.0 m/z 41.05 44.86%
8
oL 180 || \ 115.0 130.0
H‘HH’HH’\H\‘HH‘\\H‘\\H‘HH’\H\‘\H\‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15780: 3-Pentanol, 3-ethyl-2-methyl-
45.0
29.0 ‘H‘W‘H‘_‘H‘H‘W‘H
509.0 87.0 1010 4.00 4.20 4.40 4.60 4.80
5000 ' m/z 101.10 42.10%
0 I 1150 130.0
R RaA Rad A e L L e A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)- R e
57.0 4.00 4.20 4.40 4.60 4.80
m/z 59.10 39.11%
5000
41.(
b 101.0
0 ‘ u“ 73.0 87.0 115.0 130.0
H‘HHW‘HWH‘_H‘_Hw‘uw‘HWH‘WH‘WHH‘HH‘HHM‘H e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 3 Butane, 1-(1-methylpropoxy)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
a.sea 23.56ng 662400 1,4-Dichlorobenzene-dd 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 caHiso 006863-58-7 83

2 Butane, 1-(1-methylpropoxy)- 130 C8H180

3 Ethylene glycol monoisobutyl ether 118 C6H1402
4 Boronic acid, ethyl-, diethyl ester 130 C6H15B02
5 Fructofuranose, 2,6-anhydro-1,3,... 204 C9H1605

Abundance Scan 377 (4.504 min): BF127118.D\data.ms (-371) (-)
57.0

000999-65-5 50
004439-24-1 37
053907-92-9 36
004451-11-0 36

m/z 57.05 100.00%

5000 41.( 101.1
R A RRARRREE R
83.0 115.0 4.20 4.40 4.60 4.80
Obrrrerperre el e e A2 02302 myz 45,10 82.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15680: Di-sec-Butyl ether
45.0
5000
101.0 4.20 4.40 4.60 4.80
59.0
29.0 m/z 41.05 41.38%
83.0
ob 150 il Ll \ 115.0 130.0
H‘HH‘HH‘HH’HH’\H\’\H\‘H\\‘HH‘HH‘HH‘\H\‘\\H‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0
e
4.20 4.40 4.60 4.80
5000 m/z 101.10  38.66%
41.0
270 101.0
o Dol 730870 115.0130.0
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10090: Ethylene glycol monoisobutyl ether R RARRRRRRE
57.0 4.20 4.40 4.60 4.80
m/z 59.10 27.79%
5000
41.Q
27, ‘ 71.0
O bt et e P e e e e e R B RRRRY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.20 4.40 4.60 4.80

8270-BF021622.M Wed Mar 02 13:07:09 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-methylethyl)-

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
6.057 16.28 ng 457752  1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 83
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 80
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 80
Abundance Scan 641 (6.057 min): BF127118.D\data.ms (-638) (-) m/z 105.10 100.00%
105.1
5000 A
120.1
77.1 e AREmEREESSAL
51.1 H 911 5.80 6.00 6.20 6.40
Obrrrrrrrr 80 e 840 L T M m/z 120010 23.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5.80 6.00 6.20 6.40
120.0 m/z 77.10 16.96%
27.0 51‘0 H 91.0
OH‘\H\‘H\‘\‘HH“‘HH}HH‘HH‘H\1‘\\\\“\\H‘\‘\l\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5.80 6.00 6.20 6.40
5000 120.0 m/z 79.10 15.43%
39.0 6.0 770 910
oH_m_w"‘u‘w“\hw:“‘w‘“!“w“uH_‘:Mmu“hw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10725: Benzene, 1-ethyl-3-methyl- “‘W“H“H“‘H“H‘
105.0 5.80 6.00 6.20 6.40
m/z 103.10 11.66%
5000
120.0
510 77.0 91.0 ‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 5.80 6.00 6.20 6.40
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 7 Benzene, propyl- Conce

R.T. EstConc Area Relative to IS
6351 359808 1611610 1,4-Dichlorobenze
Hit# of 5 Tentative ID MW MolForm
1 Benzene, propyl- 120 coH12
2 N-Benzyl-2-phenethylamine 211 C15H17N

3 N-Isobutyl(phenyl)methanesulfona... 227 C11H17N0O2S
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO

arch Compound Report

BF021622.M
ION

sk 3k 3k ok %k 3k ok %k K ok %k K ok kK
ntration Rank 10

D R.T.

ne-d4 6.892

000103-65-1 94
003647-71-0 83
144615-94-1 72
000104-63-2 72
042074-16-8 64

m/z 91.05 100.00%

6.00 6.20 6.40 6.60
m/z 120.10  22.82%

1

6.00 6.20 6.40 6.60
m/z 65.10 12.42%

6.00 6.20 6.40 6.60
m/z 92.10 10.56%

A A

5 Benzyl(2-chloroethyl)amine 169 C9H12CIN
Abundance Scan 691 (6.351 min): BF127118.D\data.ms (-687) (-)
91.0
5000
120.1
65.1
39.0 ‘
ottt
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10702: Benzene, propyl-
91.0
5000
120.0
39.0 650
0 ‘\‘\\\“‘\\“\\“\\\\“’\\‘!\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88773: N-Benzyl-2-phenethylamine
91.0
120.0
5000
65.0
9.0 165.0 209.0
R e e AR aa
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #107660: N-Isobutyl(phenyl)methanesulfonamide
91.0
5000
120.0
65.0
0 41.0 1 ‘ 163.0184.0
[T A e e e T e T T

m/z--> 20 40 60 80 100 120 140 160 180 200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 8 Benzene, 1-ethyl-2-methyl-

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
6.416 94.33 ng 2651920 1,4-Dichlorobenzene-d4 6.892
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-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 702 (6.416 min): BF127118.D\data.ms (-698) (-) m/z 105.05 100.00%
105.1
5000
120.1 PO e R
300  g3q 0 91‘-0 6.00 6.20 6.40 6.60 6.80
Ol rrrrrrrer e it et e Ml m/z 120,10 29.42%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 | L NLELALEL B I
1200 6.00 6.20 6.40 6.60 6.80
m/z 91.05 13.29%
77.0 91.0
O\\‘]\_\5\.(\)‘\\\‘\‘\\3\\9‘.?\\\“\\\\6‘%\-‘\0\‘\\\}“HH“M\\‘\Ml\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 77.05 13.07%
120.0
77.0 91.0
o380 20 80 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10721: Benzene, 1-ethyl-4-methyl-
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.10 11.24%
5000
120.0
77.0 91.0
o280 ) 8
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 9 Benzene, 1-ethyl-4-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.451 66.92 ng 1881210 1,4-Dichlorobenzene-d4 6.892

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 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 708 (6.451 min): BF127118.D\data.ms (-705) (-) m/z 105.10 100.00%
105.1
5000
120.1 A
A =
510 77.1 91.1 6.20 6.40 6.60 6.80
381 > 640 || |l g
O e e e e m/z 120.10  28.14%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80

m/z 77.10 11.88%

77.0 91.0
\\‘]\_5\\0‘\\\\‘\\3\?’?\\\“\\\\6’%\‘\0\‘\\\‘}“\\\\“\\\\‘\M1\‘\\\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0

620640660680

o

120.0
79.0
390 65.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10723: Benzene, 1-ethyl-3-methyl-
105.0 6.20 6.40 6.60 6.80

m/z 79.10 10.20%

5000
120.0
39.0 77.0 91.0
260 "~ 830 7 MJL
0 1T i | Ll

m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.20 6.40 6.60 6.80

8270-BF021622.M Wed Mar 02 13:07:35 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 10 Benzene, 1,2,3-trimethyl-

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
6.581 120.83 ng 3397000 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Mesitylene 120 C9H12 000108-67-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 730 (6.581 min): BF127118.D\data.ms (-725) (-) m/z 105.10 100.00%
105.1
5000
120.1
e
77.0 911 6.20 6.40 6.60 6.80 7.00
381 %1% 640 || |
Ol et e e e m/z 120.10  29.98%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
120.0 6.20 6.40 6.60 6.80 7.00
m/z 91.10 12.95%
39.0 77.0 91.0
260 | 830
0H‘\\\\‘\\\\‘\\11’H\\i\\\\’\‘\‘\\‘\\\\‘\H\‘HH‘\‘\H‘H‘H“‘\H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.20 6.40 6.60 6.80 7.00
5000 m/z 77.05 12.92%
79.0 120.0
3?0 65.0 ‘ 920 ||
N MM | RSt i ] NS MR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.20 6.40 6.60 6.80 7.00
m/z 79.10 11.88%
120.0
5000
39.0 77.0 91.0 )\M
oH‘lmwwwH‘,mwmﬁ%ﬁ(‘)wm:‘_M‘mw‘:Mm“mW A
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.20 6.40 6.60 6.80 7.00

8270-BF021622.M Wed Mar 02 13:07:41 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 11 Mesitylene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.728 321.37 ng 9034660 1,4-Dichlorobenzene-d4 6.892

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 97
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 91
Abundance Scan 755 (6.728 min): BF127118.D\data.ms (-749) (-) m/z 105.10 100.00%
105.1
5000 120.1
510 77‘-1 91.1 6.40 6.60 6.80 7.00
O S8 i 841 Ll nz 120.10 44.49%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10692: Mesitylene
105.0
5000 120.0
6.40 6.60 6.80 7.00
770 m/z 77.10 13.45%
51.0 "~ 91.0
OH‘\\\\‘\2\\7\.‘0\\\\"\\HMMH‘\"Gﬂ"\O\‘\H‘H‘\\H“HH‘\M1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 119.10 12.68%
39.0 77.0 91.0
T N - Y NS Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.10 12.15%
120.0
5000
77.0
27.0 51.0 91.0
0H‘HH‘HN‘HHﬂuuﬂwm?ﬁgw‘hh‘Hﬁ‘uwuﬁwuwﬁ‘uw
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00

8270-BF021622.M Wed Mar 02 13:07:47 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09

Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 12 Benzene, 1l-ethyl-3-methyl- Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
6.951 140.24 ng 3942660 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 793 (6.951 min): BF127118.D\data.ms (-789) (-) m/z 105.10 100.00%
106.1
5000 120.1
511 77.0 911 6.60 6.80 7.00 7.20
Ol 0 b myz 120010 38.06%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
5000 120.0
6.60 6.80 7.00 7.20
770 m/z 77.05 13.21%
51.0 7 91.0
OH‘\H\‘%\7\.‘()\H\“HHi‘}‘\\M\‘\‘H‘\H‘U‘HH“\H\‘\M1\‘\\‘\‘\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
6.60 6.80 7.00 7.20
5000 m/z 91.10 10.79%
790 120.0
39.0 65.0
o) SIS SO R R NS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.10 9.88%
120.0
5000
39.0 630 (70 910
Y P A W R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF021622.M Wed Mar 02 13:07:53 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 13 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.075 167.78 ng 4716880 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 80
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 58
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
Abundance Scan 814 (7.075 min): BF127118.D\data.ms (-810) (-) m/z 117.10 100.00%
11y.1
5000
91.1 R S AN ERES N R
39.0 63.1 o4 ‘ 6.80 7.00 7.20 7.40
Obrprrerprrrr ettt el m/z 118,10 56.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10181: Indane
117.0
5000 UL L I B LA L

6.80 7.00 7.20 7.40
m/z 115.05 34.62%

39.0 63;.0 77.0 91"0 |
O \\‘\\\.\‘\\\‘\‘\\\\“\\\\i‘\\\1‘}\‘\\‘\\\‘i‘\\\\“\\\\‘i‘\\\’\\\\“\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0
6.80 7.00 7.20 7.40
m/z 91.10 18.84%
5000 91.0
39‘.0 65.0
) N S N O T S |
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0 6.80 7.00 7.20 7.40
m/z 63.10 9.51%
5000
91.0
380 580 770
0 u‘mWm‘uu“m\}‘1u‘!MUH‘\m‘l‘\m‘im\‘1‘\”,”!\“””‘””
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40

8270-BF021622.M Wed Mar 02 13:07:55 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 14 Benzene, 1,3-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
7.134  20.58 ng 578607 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 94
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 87
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 87
Abundance Scan 824 (7.134 min): BF127118.D\data.ms (-821) (-) m/z 105.05 100.00%
106.1
5000 134.1
77.0 Y e
51.1 ‘ 6.80 7.00 7.20 7.40
S P MUV N ‘Ww A m/z 119.05  94.40%
miz-> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
91.0 m/z 134.05 42.63%
39.0 65.0 ‘
Ot \\‘\‘\‘\ \“‘\ \““\”“i‘\ T \‘H‘ T “‘H\ \M T \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.85 29.72%
91.0
39.0 65.0
T R i P
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.05 20.56%
5000 134.0
91.0
41.0 65.0
v A
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF021622.M Wed Mar 02 13:07:58 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 15 Benzene, 1-propynyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.151  17.59 ng 494561  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 CSH8 000673-32-5 87
2 3-Methylphenylacetylene 116 C9H8 000766-82-5 80
3 Indene 116 CO9H8 000095-13-6 80
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 72
5 1-indanol trifluoroacetate ester 230 C11H9F302 1000376-43-6 64
Abundance Scan 827 (7.151 min): BF127118.D\data.ms (-826) (-) m/z 115.10 100.00%
11%.1
5000
39.1 57"6 74.0 89.1 6.80 7.00 7.20 7.40
Obeprrreprerr etk it bl 2390 sz 116,10 96.17%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9547: Benzene, 1-propynyl-
115.0
5000
6.80 7.00 7.20 7.40
m/z 105.10  16.57%
300 630 890 |
0\\‘\\\\‘\\\\‘\\H“\\\\i‘\H\‘}\\\‘\{H‘\\\‘\‘\H\‘HH’”H‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9550: 3-Methylphenylacetylene
115.0
M ey
6.80 7.00 7.20 7.40
5000 m/z 57.60 16.04%
63.0 89.0
39.0
OB i reeleert e bl e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9543: Indene
116.0 6.80 7.00 7.20 7.40
m/z 89.10 9.23%
5000
39.0 830 890
0"“‘H“m‘;“‘w“‘H‘{MHu‘“1““‘“m‘mw“uu“m,wl‘Wm‘mwu
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF021622.M Wed Mar 02 13:08:01 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 16 Benzene, 1,2-diethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.204  29.41 ng 826746  1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 97
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
3 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 95
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 836 (7.204 min): BF127118.D\data.ms (-832) (-) m/z 119.10 100.00%
119.1
5000 01.1 134.0
39.0 65.0 ‘ 6.80 7.00 7.20 7.40 7.60
bbbl w2 165,05 71.94%
miz-> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 1340 ‘\\\\‘\\\\’\/\\\\‘\\\\‘\\
91.0 6.80 7.00 7.20 7.40 7.60
' m/z 134.00 45.00%
65.0
0 \1\5\.0‘ T ‘\‘\ \“‘\ \“1‘ T T ‘\‘\ T \m’ - "H\ \‘1“" T \‘\ T
miz-> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 1340 m/Z 91 . 16 41 . 49%
91.0
39.0 65.0 ‘ ‘
0 \H‘\‘\‘\ \“‘\ H‘l‘w“;‘\ S A ,‘H‘\ \‘1‘,‘ e
miz--> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.05 17.42%
5000 134.0
91.0
41.0 65.0
ol 280 T 200 N L
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:08:02 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 17 Benzene, 1-methyl-4-propyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7.281 15.21 ng 427621  1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, (1-methylpropyl)- 134 C1oH14 000135-98-8 91
3 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 91
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 83
Abundance Scan 849 (7.281 min): BF127118.D\data.ms (-845) (-) m/z 105.05 100.00%
105.1
5000
134.1 AN VN SAP
7.00 7.20 7.40 7.60
91 e :
O et et e e e e e e m/z 134.05 22.86%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 77.85 11.08%
77.0
0 270 | 5]70 M ‘ ‘\‘ Lg 1
H‘H\\‘H\\‘H\\‘HH‘HH‘HH‘HH‘\H\‘\H\‘\H\‘HH‘HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17039: Benzene, (1-methylpropyl)-
105.0
7.00 7.20 7.40 7.60
5000 m/z 106.10 9.89%
770 134.0
0 27.0 510 LI 1l
e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17626: Benzeneacetaldehyde, .alpha.-methyl- H““MAwA‘WA“W“‘
105.0 7.00 7.20 7.40 7.60
m/z 79.05 9.77%
5000
134.0
270 510 H |
Obrrprrrrpertiprrrprre e e reererer b preeeprere et
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:08:05 2022
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Data Path :

Data File
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
: BF127118.D

: 01 Mar 2022 16:09

: CG\JU

: N1688-08

: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: 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 18 o-Cymene

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
7.351  25.64 ng 720696 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
Abundance Scan 861 (7.351 min): BF127118.D\data.ms (-857) (-) m/z 119.05 100.00%
119.1
5000
134.1
91.1
390 650 ‘ | 7.00 7.20 7.40 7.60
O b e WA myz 134005 30.02%
miz--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
5000
7.00 7.20 7.40 7.60
91.0 134.0 m/z 91.10 21.07%
150 390  g50
O\\\‘\ T \‘\ L \“\‘\“‘\‘\ T \‘”‘ T T ‘W\ \‘\w T T
m/z--> 20 80 100 120 140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 13.91%
91.0 134.0
39.0 65.0 ‘
L TP P A RO O W O
miz--> 20 40 80 100 120 140
Abundance #17106: Benzene, 1-methyl-3-(1-methylethyl)- ““MﬁwAu“‘u“‘u,‘
119.0 7.00 7.20 7.40 7.60
m/z 77.05 10.04%
5000
91.0 134.0
39.0 65.0
m/z--> 20 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:08:08 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 19 Benzene, 1-methyl-3-(1-meth... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.375 17.98 ng 505555 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 95
3 p-Cymene 134 C10H14 000099-87-6 95
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 865 (7.375 min): BF127118.D\data.ms (-863) (-) m/z 119.10 100.00%
119.1
5000
1341
91.1
391 650 7.00 7.20 7.40 7.60
Ol et e WL myz 134,05 26.23%
miz--> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
5000
7.00 7.20 7.40 7.60
91.0 134.0 m/z 91.10 18.19%
150 390 650
O\\\‘\ T \‘\ T “\ \“\‘\“‘r‘\ T \‘”‘ T ’W\ \‘\w T T
miz-> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
7.00 7.20 7.40 7.60
5000 m/z 120.10 9.85%
134.0
91.0
41.0 65.0
v PR VRS | A N
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene e e et
119.0 7.00 7.20 7.40 7.60
m/z 77.10 8.99%
5000
91.0 134.0
41.0 65.0
ol 20 i Y L
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 20 unknown9.175

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
9.175 9.45 ng 405364  Acenaphthene-d10 9.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 7-Methylindan-1-one 146 C10H1e0 039627-61-7 45
2 Pyridine, 3-(1-methyl-2-pyrrolid... 162 C1@H14N2 000054-11-5 42
3 (Z)-1-Phenylpropene 118 C9H10 000766-90-5 38
4 Benzene, cyclopropyl- 118 C9H10 000873-49-4 38
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 38
Abundance Scan 1171 (9.175 min): BF127118.D\data.ms (-1166) (-) m/z 84.05 100.00%
84.0 1171
146.1
5000
421 L R B R B
I 6@ 1 ‘ “\4 | ‘ | frso 8.80 9.00 9.20 9.40
Ol b e bl b 12740 m/z 117.10  89.06%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24911: 7-Methylindan-1-one
117.0 146.0
5000 LI L R L B A BN L B
91.0 8.80 9.00 9.20 9.40
39 m/z 146.05 71.42%
: 63.0
O\\\‘\\\\‘H\\“‘M‘H\‘\\H}\““\\‘\\‘\\’\\\\’\\\\’\
m/z--> 20 40 60 80 100 120 140 160 180

Abundance  #37737: Pyridine, 3-(1-methyl-2-pyrrolidinyl)-, (S)-
84.0

5000 133.0
161.0
42.0
0‘%??‘1‘Hpuh‘?épuﬁ”‘ﬂloﬁq‘w‘Jﬂ‘,u",““,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #10185: (2)-1-Phenylpropene
117.0
5000
91.0
51.0
N . O Y |
m/z--> 20 40 60 80 100 120 140 160 180

8270-BF021622.M Wed Mar 02 13:08:12 2022

X

8.80 9.00 9.20 9.40
m/z 118.10 46.13%

1%

8.80 9.00 9.20 9.40
m/z 133.05 26.42%

=

8.80 9.00 9.20 9.40
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127118.D

Acqg On : 01 Mar 2022 16:09
Operator : CG\JU

Sample : N1688-08

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 4.422 24.0 ng 674740 1 6.892 562264 20.0
Butane, 1-(1-me... 4.504 23.6 ng 662400 1 6.892 562264 20.0
Benzene, (1-met... 6.057 16.3 ng 457752 1 6.892 562264 20.0
Benzene, propyl- 6.351 36.0 ng 1011610 1 6.892 562264 20.0
Benzene, 1-ethy... 6.416 94.3 ng 2651920 1 6.892 562264 20.0
Benzene, 1l-ethy... 6.451 66.9 ng 1881210 1 6.892 562264 20.0
Benzene, 1,2,3-... 6.581 120.8 ng 3397000 1 6.892 562264 20.0
Mesitylene 6.728 321.4 ng 9034660 1 6.892 562264 20.0
Benzene, 1-ethy... 6.951 140.2 ng 3942660 1 6.892 562264 20.0
Indane 7.075 167.8 ng 4716880 1 6.892 562264 20.0
Benzene, 1,3-di... 7.134 20.6 ng 578607 1 6.892 562264 20.0
Benzene, 1-prop... 7.151 17.6 ng 494561 1 6.892 562264 20.0
Benzene, 1,2-di... 7.204 29.4 ng 826746 1 6.892 562264 20.0
Benzene, 1-meth... 7.281 15.2 ng 427621 1 6.892 562264 20.0
o-Cymene 7.351 25.6 ng 720696 1 6.892 562264 20.0
Benzene, 1-meth... 7.375 18.0 ng 505555 1 6.892 562264 20.0
unknown9.175 9.175 9.4 ng 405364 3 9.933 858152 20.0
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