LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BG@60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc :

ALS Vvial : 17 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_ G\Methods\8270-BG121323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO60O79.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.143 4 9 16 rVB 377132 729510 1.19% 0.394%
2 4.166 172 183 203 rBV 28645518 61316874 100.00% 33.126%
3 5.470 396 405 411 rBV 874604 1536197 2.51% 0.830%
4 5.535 411 416 420 rVW 532777 885570 1.44% 0.478%
5 5.611 420 429 444 rVB 12414454 33025373 53.86% 17.842%
6 5.975 482 491 504 rBV 8332033 13612324 22.20% 7.354%
7 7.045 663 673 678 rBV 2796203 4370162 7.13% 2.361%
8 7.103 678 683 690 rVV2 1825762 3008606 4.91% 1.625%
9 7.180 690 696 706 rVB 1223410 1980809 3.23% 1.070%
10 7.344 715 724 731 rBV 1684389 2660436 4.34% 1.437%
11 7.609 757 769 776 rBV 7248569 11867526 19.35% 6.411%
12 8.073 840 848 856 rVB 2013670 3310442 5.40% 1.788%
13 8.331 884 892 897 rBV 1928362 3184518 5.19% 1.720%
14 8.396 897 903 908 rVV 2438204 3978883 6.49% 2.150%
15 8.496 915 920 928 rVB3 337962 623937 1.02% 0.337%
16 8.590 931 936 942 rBvV 427937 752691 1.23% 0.407%
17 9.060 1010 1016 1021 rBV2 667941 1141601 1.86% 0.617%
18 9.119 1021 1026 1037 rVB2 888697 2245712 3.66% 1.213%
19 9.642 1110 1115 1122 rVB 494286 752832 1.23% 0.407%
20 9.718 1122 1128 1137 rBV 795718 1317958 2.15% 0.712%
21 10.006 1172 1177 1188 rVB2 409434 729969 1.19% 0.394%
22 10.159 1196 1203 1212 rBV2 820250 1650635 2.69% 0.892%
23 10.758 1294 1305 1309 rBV2 299962 694406 1.13% 0.375%
24 10.817 1309 1315 1321 rVB 2636014 4600663 7.50%  2.485%
25 12.415 1574 1587 1594 rBV2 489977 989664 1.61% 0.535%
26 12.632 1615 1624 1634 rVB4 340962 747461 1.22% 0.404%
27 13.214 1716 1723 1729 rBV 2911483 4362910 7.12% 2.357%
28 14.589 1950 1957 1965 rVB 582458 954419 1.56% 0.516%
29 16.081 2203 2211 2222 rBV 3146995 4657948 7.60% 2.516%
30 17.338 2419 2425 2431 rBV 867551 1288929 2.10% 0.696%
31 19.965 2866 2872 2877 rBV 7003362 8921324 14.55%  4.820%
32 21.610 3146 3152 3160 rVB2 1039978 1598750 2.61% 0.864%

33 24.800 3686 3695 3709 rVB 559634 1603455 2.62% 0.866%

Sum of corrected areas: 185102494
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG060079.D\data.ms
4.166

2.5e+07

2e+07

1.5e+07

5.611

le+07 5.975
7.609

5000000

TS 4| 078396 10.817
143 ﬁb\ | [sms60 990&@ 9%%2@16%59 1o.j%§ 12.42%32
O T T 7 ‘ T 1 1T ‘ T 1 T ‘ T 17T ‘ L ‘ (I ‘ 1T 17T ‘ T T T T ‘ [ W_F T ‘ =T ‘ =TT ‘ T ‘ L ‘F‘VA/‘\ T T T ‘ L ‘ T T T 7T ‘ L ‘ L J\\T\/H‘r‘v‘

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG060079.D\data.ms

2.5e+07
2e+07
1.5e+07

le+07
19.965
5000000
13.214 16.081
17.338 21.610
14.589 _ A

A e e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG060079.D\data.ms

2.5e+07

2e+07

1.5e+07

le+07

5000000

24.800

O\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
3.143 4.41 ng 729510 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 37
4 3-Hexanol, 2,4-dimethyl- 130 C8H180 013432-25-2 28
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 9 (3.143 min): BG060079.D\data.ms (-4) (-) m/z 73.10 100.00%
3.1

%

5000
R EaRAE AR
H 3.203.303.403.503.60
Op bl 181.3186.42440 3339 4604 n/z 43.10  46.56%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L B A R R R R R
3.203.303.403.503.60
‘ m/z 55.10 35.99%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #15768: 2,2,4-Trimethyl-3-pentanol
73.0

3.203.303.403.503.60
5000 m/z 87.05 28.24%

L
il

o

m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #9896: 2-Hydroxy-2-methylbutyric acid RRARRREEREEE S
73.0 3.203.303.403.503.60
m/z 41.10 14.07%
- \/\J\M
O,H‘I‘M‘L“‘\cu‘u\H\‘\\H,HH‘HH‘HH‘HH‘HH‘HH‘ G
m/z--> 0 50 100 150 200 250 300 350 400 450 3.203.303.403.503.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 1,5-Hexadien-3-yne, 2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
4.166 370.44 ng 61316900 1,4-Dichlorobenzene-d4 7.955
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,5-Hexadien-3-yne, 2-methyl- 92 C7H8 000820-54-2 74
2 1,6-Heptadien-3-yne 92 C7H8 005150-80-1 72
3 Toluene 92 C7H8 000108-88-3 68
4 Spiro[2,4]hepta-4,6-diene 92 C7H8 000765-46-8 49
5 2,5-Norbornadiene 92 C7H8 000121-46-0 43
Abundance Scan 183 (4.166 min): BG060079.D\data.ms (-172) (-) m/z 91.20 100.00%
91.2
5000 /L
s A RRaEaRRT
d 3.80 4.00 4.20 4.40
ol SOLLA  152.1215.9 27913417 4318 509 /7 92.20  93.80%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2780: 1,5-Hexadien-3-yne, 2-methyl-
91.0
5000 L L B LI L LI LN B
3.80 4.00 4.20 4.40
F ‘ m/z 65.10  66.42%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2769: 1,6-Heptadien-3-yne
91.0
T
3.80 4.00 4.20 4.40
5000 m/z 63.05 56.50%
0 “h‘” S —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #2755: Toluene R A RmamE
91.0 3.80 4.00 4.20 4.40
m/z 39.10 45.51%
5000 K
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.045  26.40 ng 4370160 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 94
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
Abundance Scan 673 (7.045 min): BG060079.D\data.ms (-663) (-) m/z 105.10 100.00%
105.1
5000

R L R
6.80 7.00 7.20 7.40
209.0 277.4 357.1415.2 52“8.‘ m/z 120.05 31.46%

Sl

Ofrrrbpobidy 2090 277.4 Sorldlsz 528,
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
5000 R RRE e

6.80 7.00 7.20 7.40
m/z 91.10 17.91%

39.0H
‘\\l\J\“I\‘“\‘l\‘\l’l\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10695: Mesitylene

105.0

6.80 7.00 7.20 7.40

o

5000 m/z 77.05 15.57%
39.0
O\H“QW”“H”“*vw*w**ww*H*M**W**H\H**M*H\*H* AAJK J\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10724: Benzene, 1-ethyl-2-methyl- R RRREmEET s
105.0 6.80 7.00 7.20 7.40

m/z 79.05 12.09%

5000 M
0 01 J\

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzene, 1,2,3-trimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.344 16.07 ng 2660440 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91

4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 Mesitylene 120 CS9H12 000108-67-8 91

Abundance Scan 724 (7.344 min): BG060079.D\data.ms (-715) (-) m/z 105.10 100.00%

105.1

5000 J\/m

51.1 7.00 7.20 7.40 7.60
obrbhid J\ Ii 20702626 3674  457. .7 17916 36.21%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
5000
7.00 7.20 7.40 7.60
m/z 77.10 15.65%
39.0 ‘
O \\J\J\‘ih\n\”\\“‘\H\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.10 15.21%
51.0 ‘ ‘
0 Hm;M”N“u‘m‘_m_H‘_m_m_m_m_‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.05 12.58%
5000

.

= oo g

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

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Mesitylene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
7.609 71.70 ng 11867500 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 91

Abundance Scan 769 (7.609 min): BG060079.D\data.ms (-757) (-) m/z 105.10 100.00%

105.1
5000 ”
51.0 ‘ 7.20 7.40 7.60 7.80 8.00
Ol bbb 2071 2969 4088 ./, 156 05  43.70%

m/z--> 50 100 150 200 250 300 350 400
Abundance #10692: Mesitylene
105.0
5000

7.20 7.40 7.60 7.80 8.00
m/z 77.10 17.71%

51.0
0 \\\\“”“\”\'\\“J HJ‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
7.20 7.40 7.60 7.80 8.00
5000 ITI/Z 91.10 16.19%
39.0
LT 1Y
m/z--> 50 100 150 200 250 300 350 400 /\
Abundance #10705: Benzene, 1,2,4-trimethyl- m‘ N RAREEEN e
105.0 7.20 7.40 7.60 7.80 8.00
m/z 119.10 12.26%
5000
28.0
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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, 1l-ethyl-2-methyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.073  20.00 ng 3310440 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 848 (8.073 min): BG060079.D\data.ms (-840) (-) m/z 105.10 100.00%
105.1
5000
R RAREEEEEE TS
51.1 ‘ ‘ \ 7.80 8.00 8.20 8.40
Obrrbbid b 23142826 4289 /7 120.10  37.30%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L L BN BN
7.80 8.00 8.20 8.40
m/z 77.05 14.42%
39.0 L
O‘H‘\M‘\H\\\“\"\‘\\‘\H\‘\\\\‘\H\’HH‘HH‘HH‘HH
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
7.80 8.00 8.20 8.40
5000 m/z 91.05 13.50%
39.0
o"‘J“L‘;"«‘M“‘Wuwmwmwm,mWm_m_m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10705: Benzene, 1,2,4-trimethyl- P A
105.0 7.80 8.00 8.20 8.40
m/z 79.10 9.76%
5000
28.0
m/z--> 0 50 100 150 200 250 300 350 400 450 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Indane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.331 19.24 ng 3184520 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 87
2 Benzene, 1l-ethenyl-4-methyl- 118 C9H10 000622-97-9 74
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 72
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 68
5 Benzene, 1l-ethenyl-2-methyl- 118 C9H1e 000611-15-4 64

Abundance Scan 892 (8.331 min): BG060079.D\data.ms (-884) (-) m/z 117.10 100.00%

117.1
5000
A H e R
63.1 8.00 8.20 8.40 8.60
o bladid 2005 2838 3854 4207 711510 s55.05%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #10181: Indane
11v.0
5000 L L R I R B
8.00 8.20 8.40 8.60
m/z 115.10 36.70%
01\5\9\??‘“\?\l\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #10202: Benzene, 1-ethenyl-4-methyl-
117.0
8.00 8.20 8.40 8.60
5000 m/z 91.10 23.95%
39.0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #10191: Benzene, 2-propenyl- AT T T
117.0 8.00 8.20 8.40 8.60
m/z 63.10 13.02%
5000
51 0
m/z--> 50 100 150 200 250 300 350 400 450 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Benzene, 1-propynyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
8.496 3.77 ng 623937 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-propynyl- 116 CSH8 000673-32-5 94
2 1-Propyne, 3-phenyl- 116 C9H8 010147-11-2 81
3 2-Methylphenylacetylene 116 CO9H8 000766-47-2 81
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 74
5 Benzene, 1,2-propadienyl- 116 CSH8 002327-99-3 74
Abundance Scan 920 (8.496 min): BG060079.D\data.ms (-915) (-) m/z 105.05 100.00%
105.1
5000
R ARamEaLa RS
39.1 } “ ‘ 8.20 8.40 8.60 8.80
Ob il [ 2046 28863465 4240 4921 1 11505 88.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9546: Benzene, 1-propynyl-
115.0
5000
8.20 8.40 8.60 8.80
m/z 116.10  74.54%
51. \
0’\\\“\‘l‘\”\“\"\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
AN N
8.20 8.40 8.60 8.80
5000 m/z 63.10 23.41%
51.
o,"m"wt"‘w"w"w"w‘ww_ww_w
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #9549: 2-Methylphenylacetylene L Rl WAVWATNBWA
115.0 8.20 8.40 8.60 8.80

m/z 134.05 18.63%

5000

58.0

0 HMMAJ

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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, 1,4-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.590 4.55 ng 752691 1,4-Dichlorobenzene-d4 7.955

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 1,2-diethyl- 134 C1leH14 000135-01-3 94
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C1eH14 002870-04-4 90
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 90
5 o-Cymene 134 C1oH14 000527-84-4 87

Abundance Scan 936 (8.590 min): BG060079.D\data.ms (-931) (-) m/z 119.10 100.00%

119.1
5000

51.0 8.20 8.40 8.60 8.80 9.00
‘UWWﬁm‘ | 2019 259.3 3338 4315 m/z 105.10  67.90%

T T T
mlz--> 0 50 10
Abundance

10

150 200 250 300 350 400 450
17029: Benzene, 1,4-diethyl-
.0
5000

8.20 8.40 8.60 8.80 9.00
m/z 134.00 38.50%

o

Oy | S 1

51.0 }
0\‘\‘I\H‘L‘\”\H‘\‘\I‘\“\‘\‘\\\\‘\\\\‘\\\\’\\\\’\\\\‘\\\\‘\
miz--> 0 100 150 200 250 300 350 400 450
Abundance #17032: Benzene, 1,2-diethyl-
119.0 M
PR R e e
8.20 8.40 8.60 8.80 9.00
5000 m/z 91.05 38.01%
39.0
0 H"‘U;‘w”‘“‘"N A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- L TR e R
119.0 8.20 8.40 8.60 8.80 9.00

m/z 77.10  24.86%

5000

15.0, L ?‘ i

m/z--> 0 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80 9.00

?.

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 13 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
9.060 6.90 ng 1141600 1,4-Dichlorobenzene-d4 7.955
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 93
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 93
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 93
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 81

Abundance Scan 1016 (9.060 min): BG060079.D\data.ms (-1010) (-) m/z 119.10 100.00%

119.1
5000
51.1} ‘ 8.80 9.00 9.20 9.40
O bbbl 1018 33113011 4904 .5 93405  29.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000
8.80 9.00 9.20 9.40
m/z 91.10 29.02%
3L \ || ’
O’\\‘\J\“L\\\l\‘\“\ W\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0
8.80 9.00 9.20 9.40
5000 m/z 117.10 28.03%
o 1
L B ———
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- LY. W A} R WHES -
119.0 8.80 9.00 9.20 9.40

m/z 115.05  19.24%

5000

—

=

Nive \ N M

O el el e e e e S e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 o-Cymene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
9.642 21.68 ng 752832  Naphthalene-d8 10.764

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94
3 p-Cymene 134 C10H14 000099-87-6 93
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 91
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
Abundance Scan 1115 (9.642 min): BG060079.D\data.ms (-1110) (-) m/z 119.10 100.00%
119.1
5000
391 ‘ 9.50 10.00
o bpubdylll 1925 2718 457.0515. .5 934 05  36.92%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16997: o-Cymene
119.0
5000 A /\ o =
9.50 10.00
m/z 91.05 22.87%
41.0 ‘ ‘
0‘\\‘\J\"H\AJI\‘\“N\\ \‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
N —
9.50 10.00
5000 m/z 77.05 11.07%
39.0
ol
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16995: p-Cymene P =
119.0 9.50 10.00
m/z 115.00 10.01%
5000
Wl 1)
ot e e e e e e T e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 Phenol, 2-ethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
9.718 37.96 ng 1317960  Naphthalene-d8 10.764

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl- 122 C8H100 000090-00-6 94
2 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 91
3 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 87
4 Phenol, 3-ethyl- 122 C8H100 000620-17-7 87
5 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 80

Abundance Scan 1128 (9.718 min): BG060079.D\data.ms (-1122) (-) m/z 107.05 100.00%

107.1
5000
\ .

— \
51.0 9.50 10.00

bl 19242518 3260 4349 Sl4. ., 77,65  42.29%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11293: Phenol, 2-ethyl-
107.0

o

5000 P .
9.50 10.00
m/z 122.05 39.15%
39.0 ‘
O‘\\\I‘L#‘1‘”\!1"“\‘\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11330: Phenol, 2,4-dimethyl-
107.0
U A
9.50 10.00
5000 ITI/Z 79.10 22.16%
il
N —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #11326: Phenol, 3,5-dimethyl- P = <“AT
107.0 9.50 10.00

m/z 78.10  11.45%

5000 MJ\A
= il
9.50

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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 1H-Indene, 2,3-dihydro-4-me... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.006  21.02 ng 729969  Naphthalene-d8 10.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 93
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 93
3 Benzene, 1-ethenyl-3-ethyl- 132 C1eH12 007525-62-4 93
4 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 91
5 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 90

Abundance Scan 1177 (10.006 min): BG060079.D\data.ms (-1172) (- m/z 117.10 100.00%

11y.1
5000 J\
T 1

51.0 ‘ 10.00
ol thihlilh 21622811 4033 4781 135 00 35.70%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16152: 1H-Indene, 2,3-dihydro-4-methyl-
117.0
5000 VA LA
10.00
m/z 115.10 32.74%
39.0 ‘
O\\‘LL}L\“l\'\r‘!‘m\‘\”\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16107: 1-Phenyl-1-butene
117.0
B AV
10.00
5000 ITI/Z 131.00 17.92%
51.0
S 7
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #16129: Benzene, 1-ethenyl-3-ethyl- A ‘J\ S
117.0 10.00

m/z 91.05 13.84%

5000

51.0

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 17 1-Phenyl-1-butene Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
lo.150 47.54ng 1650640 Naphthalene-d8 10.764
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 clemi2 000824-90-8 93

2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12

000768-00-3 81

3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
4 2,4-Dimethylstyrene 132 C10H12 002234-20-0 78
5 1-Methyl-2-phenylcyclopropane 132 C1eH12 003145-76-4 76
Abundance Scan 1203 (10.159 min): BG060079.D\data.ms (-1196) (- | m/z 117.05 100.00%
117.1
5000 J\j&
— —
77-1 ‘ 10.00 10.50
o300l Ryl150.4 2080 3269 389 ., 115,65  37.29%
m/z--> 50 100 150 200 250 300 350
Abundance #16107: 1-Phenyl-1-butene
117.0
\ /\f\
5000 PULS .
10.00 10.50
m/z 119.10 32.05%
71#
D
0_‘7\“.? i‘m\‘m\mh\ b ‘\Hh‘ \‘“r“\ L e B
m/z--> 50 100 150 200 250 300 350
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0 /\
10.00 10.50
5000 ITI/Z 132.00 31.94%
51.0 ‘ ‘
N
m/z--> 50 100 150 200 250 300 350
Abundance #16106: 3-Phenylbut-1-ene e ~L\ |
117.0 10.00 10.50
m/z 91.10 21.30%
5000
39.0 ‘ ‘
AUV D S LAVLWA[
m/z--> 50 100 150 200 250 300 350 10.00 10.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG121823\
Data File : BGO60079.D

Acqg On : 18 Dec 2023 23:38
Operator : MA/JU

Sample : 05670-03

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG121323.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|
Butane, 2-metho... 3.143 4.4 ng 729510 1 7.955 3310440 20.0
1,5-Hexadien-3-... 4.166 370.4 ng 61316900 1 7.955 3310440 20.0
Benzene, 1-ethy... 7.045 26.4 ng 4370160 1  7.955 3310440 20.0
Benzene, 1,2,3-... 7.344  16.1 ng 2660440 1 7.955 3310440 20.0
Mesitylene 7.609 71.7 ng 11867500 1 7.955 3310440 20.0
Benzene, 1l-ethy... 8.073 20.0 ng 3310440 1 7.955 3310440 20.0
Indane 8.331 19.2 ng 3184520 1 7.955 3310440 20.0
Benzene, 1-prop... 8.496 3.8 ng 623937 1 7.955 3310440 20.0
Benzene, 1,4-di... 8.590 4.5 ng 752691 1 7.955 3310440 20.0
Benzene, 4-ethy... 9.060 6.9 ng 1141600 1 7.955 3310440 20.0
o-Cymene 9.642 21.7 ng 752832 2 10.764 694406 20.0
Phenol, 2-ethyl- 9.718 38.0 ng 1317960 2 10.764 694406 20.0
1H-Indene, 2,3-... 10.006 21.0 ng 729969 2 10.764 694406 20.0
1-Phenyl-1-butene 10.159 47.5 ng 1650640 2 10.764 694406 20.0
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