LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc :

ALS Vvial : 10 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128763.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.281 503 509 513 rBV 2261939 2289046 14.07% 3.183%
2 5.422 522 533 534 rBV 8052586 16273382 100.00% 22.630%
3 5.451 537 538 543 rVB 1137565 741905 4.56% 1.032%
4 5.651 567 572 575 rBV 1546683 1432596 8.80% 1.992%
5 6.334 682 688 690 rBV 4131538 4128914 25.37% 5.742%
6 6.363 690 693 696 rVB 2519961 2002592 12.31% 2.785%
7 6.404 696 700 703 rBV 2567859 2266432 13.93% 3.152%
8 6.463 707 710 712 rBV 870268 792040 4.87% 1.101%
9 6.492 712 715 718 rVB 3069582 2711758 16.66% 3.771%
10 6.640 732 740 743 rBV 6728363 7682582 47.21% 10.684%
11 6.804 764 768 771 rBV 502910 475565 2.92% 0.661%
12 6.863 771 778 781 rVV 3457084 3377375 20.75% 4.697%
13  6.987 795 799 802 rVV 2986080 2644628 16.25% 3.678%
14 7.051 802 810 813 rVV3 297904 560304  3.44% 0.779%
15 7.e75 813 814 817 rVV 335165 288684 1.77% 0.401%
16 7.122 819 822 824 rVW 550826 516339 3.17% 0.718%
17 7.263 843 846 848 rVW 310331 291115 1.79% 0.405%
18 7.292 848 851 854 rVB 279984 264252 1.62% 0.367%
19 7.339 854 859 861 rBV 647849 755229 4.64% 1.050%
20 7.369 861 864 869 rVB 1783389 1946394 11.96% 2.707%
21 7.487 880 884 890 rVB 191261 193826 1.19% 0.270%
22 7.569 894 898 900 rBvV 362495 330331 2.03% 0.459%
23 7.598 900 903 906 rVB 593811 480390 2.95% 0.668%
24 7.669 906 915 917 rBV 604461 619420 3.81% ©0.861%
25 7.692 917 919 925 rVW 732272 810193 4.98% 1.127%
26 7.757 925 930 935 rVB2 551607 698850 4.29% 0.972%
27 7.822 936 941 945 rBV2 1026189 1024141 6.29% 1.424%
28 7.869 945 949 954 rVB3 139534 268714 1.65% 0.374%
29 7.957 960 964 969 rVB 316632 302702 1.86% 0.421%
30 8.086 982 986 987 rVW 668672 743412 4.57% 1.034%
31 8.110 987 990 993 rVV 2397047 2152007 13.22%  2.993%
32 8.357 1029 1032 1036 rVB2 394439 466571 2.87% 0.649%
33 8.510 1055 1058 1062 rBV2 330873 344670  2.12% 0.479%
34 8.681 1082 1087 1090 rVB 974061 931465 5.72%  1.295%
35 8.798 1101 1107 1110 rBV 297783 293106 1.80% 0.408%

36 8.898 1120 1124 1127 rVV 404274 342185 2.10% 0.476%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 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-BF060222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 8.951 1127 1133 1136 rVV3 91295 172986 1.06% 0.241%
38 9.086 1151 1156 1161 rBV3 139782 166275 1.02% 0.231%
39 9.169 1163 1170 1173 rVB 3090763 3204228 19.69% 4.456%
40 9.269 1180 1187 1194 rBv4 113056 216034 1.33% 0.300%
41  9.839 1279 1284 1288 rBV 870078 768653  4.72%  1.069%
42 10.639 1414 1420 1423 rBV 2065035 1924356 11.83% 2.676%
43 11.327 1533 1537 1541 rBV 822219 690508 4.24% 0.960%
44 12.921 1803 1808 1811 rBV 2838202 2530529 15.55% 3.519%
45 13.974 1983 1987 1990 rVB 397589 375041 2.30% 0.522%

46 15.433 2230 2235 2243 rVB 324255 417462 2.57% ©0.581%

Sum of corrected areas: 71909187
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128763.D\data.ms
8000000 5.422

7000000 6.640
6000000

5000000

6.334
4000000

6.492
3000000 6.987

2]

5.28

2000000 5.651

51
1000000 463

6.8

A
T

o

I I I T T I T T
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance : . .
8000000 TIC: BF128763.D\data.ms

7000000

6000000

5000000

4000000

9.169

3000000 12.921

10.639
2000000

1000000 9.839 11.327

0 e T — —

Time--> 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance : ' '
8000000 TIC: BF128763.D\data.ms

7000000
6000000
5000000
4000000
3000000
2000000

1000000
13.974 15.433

O ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T
Time-->  13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 Benzene, 1l-ethyl-2-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
6.334 173.64 ng 4128910 1,4-Dichlorobenzene-d4 6.804

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 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 688 (6.334 min): BF128763.D\data.ms (-682) (-) m/z 105.10 100.00%
105.1
5000
120.1
R RamasEEs
300 631 77‘-1 91‘-1 6.00 6.20 6.40 6.60

o‘ww_m‘w“ummwwHJ‘Wme_‘s!ww‘uw” m/z 120.10  31.80%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10722: Benzene, 1-ethyl-2-methyl-

105.0
5000 L L B B L B
120.0 6.00 6.20 6.40 6.60
m/z 91.10 14.08%
39.0 77.0 91.0
0 \\‘HH‘2\\5\.‘\0‘\H\“‘HHi‘i‘u\?%\.‘\ow‘\H‘H‘HHHH\‘\‘11\“\‘\\“‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
6.00 6.20 6.40 6.60
5000 m/z 77.10 13.52%
120.0
77.0 91.0
o 18.0 39.0 63.0
R o A m Ao S e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene
105.0 6.00 6.20 6.40 6.60
m/z 79.10 10.89%
120.0
5000
39.0 77.0 91.0
0H‘m‘“‘m"H“‘Mmi‘mﬁ%"‘?m“l“‘m“m““1!“”“““‘””‘” ARz EEEESEE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 4 Benzene, 1l-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.363 84.22 ng 2002590 1,4-Dichlorobenzene-d4 6.804

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, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 693 (6.363 min): BF128763.D\data.ms (-690) (-) m/z 105.10 100.00%
105.1
5000
120.1
P e e
771 911 6.00 6.20 6.40 6.60
380 10640 || | | )
O g oy ke A e bl m/z 120.10  29.18%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10719: Benzene, 1-ethyl-2-methyl-
105.0

120.0 6.00 6.20 6.40 6.60
m/z 77.10  12.20%

77.0 91.0
O\\‘]\_\5\.(\)‘\\\‘\‘\\3\\9’.(\)\\\“\\\\6’:\3‘\“\0\‘\\\1“\\H“MH‘\H1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
105.0
6.00 6.20 6.40 6.60
5000 ITI/Z 91.10 12.01%
790 120.0
39.0 65.0 92.0
O e A e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.00 6.20 6.40 6.60
m/z 79.10 10.33%
120.0
5000
77.0 91.0
o150 380510640 | "/ | ||
T T T T T e e e e LB LA o e e B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Mesitylene Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.404 95.32 ng 2266430 1,4-Dichlorobenzene-d4 6.804

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 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 87
Abundance Scan 700 (6.404 min): BF128763.D\data.ms (-696) (-) m/z 105.05 100.00%
105.
5000 120.1 J\ ﬂ

R R EERRE

39.0 63.0 77.0 91.0 6.00 6.20 6.40 6.60 6.80
oH_HwHH_H‘ng‘emmwH‘J‘_Hw‘mH_‘s“wm“uwm m/z 120.10  42.20%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10692: Mesitylene

105.0
6.00 6.20 6.40 6.60 6.80
770 m/z 77.05 13.60%
51.0 " 91.0
O H‘\H\‘%\7\.‘()\H\“HHi‘{‘\\}“\‘\‘H‘H\‘U‘\H\“HH‘\Ml\‘\\‘\‘\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
105.0
120.0 6.00 6.20 6.40 6.60 6.80
5000 m/z 119.10 11.67%
77.0
. 150 39.0 63.0 91.0
T T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 J\
Abundance #10718: Benzene, 1,2,4-trimethyl- “H““AA,‘A‘W“““
105.0 6.00 6.20 6.40 6.60 6.80
m/z 91.05 11.25%
120.0
5000
51.0 77.0 910
O 200 o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17

Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: 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, 1,2,3-trimethyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.640 323.09 ng 7682580 1,4-Dichlorobenzene-d4 6.804
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-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 740 (6.640 min): BF128763.D\data.ms (-732) (-) m/z 105.10 100.00%
105.1
5000 120.1 M
A REwEE LR
51.1 77‘-1 91.0 6.40 6.60 6.80 7.00
Obprerrrrr 380 L 841 ULl mz 120,10 43.58%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
770 m/z 77.10 13.58%
51.0 91.0
O\\‘\\\\‘\2\\7\9\\\\“\\\\‘\\\}“ﬂ.‘\\‘\\\‘U‘H\\“\\H‘\Ml\‘\\‘\‘\“\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 91.05 12.16%
77.0
0,150 39.0 63.0 oo
AR A L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 119.10 12.11%
120.0
5000
77.0 91.0
o150  380°%0640 | 7 |
A L AR o e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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, 1,2,4-trimethyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.863 142.04 ng 3377380 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 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-4-methyl- 120 CSH12 000622-96-8 91
Abundance Scan 778 (6.863 min): BF128763.D\data.ms (-771) (-) m/z 105.05 100.00%
105.1
5000 1201 U\ ﬂ
R ARREEEE R
51.0 770 911 6.60 6.80 7.00 7.20
b ot et bl myz 120010 38.18%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10692: Mesitylene
105.0
6.60 6.80 7.00 7.20
770 m/z 77.05 13.17%
51.0 7 91.0
O \\’H\\’\2\\7\.9\\\“\H\i‘{‘\\}“Gﬂr\(\)‘\\\‘“‘\\H“H\\‘\Ml\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance
105.0
6.60 6.80 7.00 7.20
5000 120.0 m/z 91.10 10.60%
28.0 77.0 91.0
1. .
0 14.0 51.0 64.0
T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.05 9.48%
120.0
5000
9.0 63.0 77.0 91.0
Ottt e
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.987 111.22 ng 2644630 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 80
3 Deltacyclene 118 C9H1e 007785-10-6 76
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 60
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55

Abundance Scan 799 (6.987 min): BF128763.D\data.ms (-795) (-) m/z 117.10 100.00%

117.1
5000
910 I AL B R
39.1 63.0 6.60 6.80 7.00 7.20 7.40
| £yl 7‘7\\0 “ 10\4'1 il 9
Ot et e e e e m/z 118.10 54.28%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10181: Indane
117.0
5000 [T T T T[T T T
6.60 6.80 7.00 7.20 7.40
m/z 115.10 34.37%
390 630 91.0
0 0" 7770 | 1040 |
H‘HH‘\H\‘H\\‘\H\‘\H\‘\H\‘H\\‘\\H‘\H\‘\H\‘H\\‘HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
117.0
6.60 6.80 7.00 7.20 7.40
m/z 91.05 17.80%
5000 91.0
39.0
65.0 78.0
0 26.0 52.0 104.0
T e T e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10184: Deltacyclene
117.0 6.60 6.80 7.00 7.20 7.40
m/z 63.05 9.03%
5000
39.0 91.0
65.0 7580 ‘
o\wf’ﬁ“’wumww e U et
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17

Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: 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, 1,2-diethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
7.051  23.56 ng 560304 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
2 Benzene, 1,3-diethyl- 134 C1leH14 000141-93-5 86
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 76
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 58
5 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 50
Abundance Scan 810 (7.051 min): BF128763.D\data.ms (-802) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.1
57.1
39"‘0 “73. | | 6.80 7.00 7.20 7.40
owww‘;,M}‘m,w:‘;wJm“‘HMHm‘ll‘,wh‘m_uw m/z 165.10  95.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17032: Benzene, 1,2-diethyl-
119.0
5000 1340 L B I L B
910 6.80 7.00 7.20 7.40
' m/z 115.05 47.13%
39.0 65.0
O\\‘1\\5\.9‘\\\‘\“H\\"‘\\Hi‘i‘u‘\’\‘\‘\\‘\H‘H‘H\\‘H‘\H‘\‘H\’H‘i‘{luu‘u‘u‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
6.80 7.00 7.20 7.40
5000 1340 m/Z 134.05 47.0900
91.0
27.0 51.0
76.0
L ISt S S 1 R
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17027: Benzene, 1,4-diethyl-
119.0 6.80 7.00 7.20 7.40
m/z 116.10 36.79%
5000 134.0
91.0
a0 630 | Wl !
T 1 N o
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF060222.M Mon Jun 13 16:10:59 2022

Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 1-methyl-3-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.075 12.14 ng 288684 1,4-Dichlorobenzene-d4 6.804

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 90
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 90
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 68
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 62
Abundance Scan 814 (7.075 min): BF128763.D\data.ms (-813) (-) m/z 105.10 100.00%
105.1
5000
134.1 \\\‘\\\\’\\\\‘\\\\‘\\\\
77.1
411 571 ‘\ ‘ ‘ 6.80 7.00 7.20 7.40

O prrrrprrrr bttt el et M/ 134,05 25.31%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 77.10 14.64%
39.0 77.0

0H‘H\\‘H\‘\‘H\\“‘HH‘\!\:_’\.\O‘\‘\‘H‘\H‘H‘\H\‘HH\‘\‘}!\‘H‘H“HH‘H‘H‘\H

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance

105.0
6.80 7.00 7.20 7.40
5000 m/z 106.10 13.69%
134.0
77.0
o150 390 620
A e A s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl- A
105.0 6.80 7.00 7.20 7.40
m/z 91.10 12.22%
5000
134.0
77.0
0 270 I 517'0 Ll ‘\‘ l L L I
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF060222.M Mon Jun 13 16:11:00 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17

Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: 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 o-Cymene Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
7.122 21.71 ng 516339 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 95
2 p-Cymene 134 CleH14 000099-87-6 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1leH14 001758-88-9 94
4 Benzene, 1-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 94
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C1oH14 000934-74-7 94
Abundance Scan 822 (7.122 min): BF128763.D\data.ms (-819) (-) m/z 119.10 100.00%
119.1
5000
134.1
91.1
301 651 ‘ 6.80 7.00 7.20 7.40
o4 Jw“h“‘w \wJ\,HM\MMJ\\HH,\ m/z 134.05 33.98%
m/z--> 20 40 80 100 120 140
Abundance #16997: 0-Cymene
119.0
5000
6.80 7.00 7.20 7.40
91.0 134.0 m/z 105.10  29.66%
41.0 65.0
O\\\\‘\‘\ T \“‘\ — \”“\‘\ T \‘”‘ T \‘\’W\ \‘\w L
miz-> 20 40 60 80 100 120 140
Abundance
119.0
T
6.80 7.00 7.20 7.40
5000 m/z 91.10 23.36%
91.0 134.0
o 260 0 65.0
e e e e
m/iz--> 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0 6.80 7.00 7.20 7.40
m/z 77.05 11.33%
5000
134.0
15.0 39.0 65.0 91.0
A Y i N OO Y O
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

8270-BF060222.M Mon Jun 13 16:11:01 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 12 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
7.263 12.24 ng 291115 1,4-Dichlorobenzene-d4 6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 94
2 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
3 Benzene, 4-ethyl-1,2-dimethyl- 134 C1eH14 000934-80-5 91
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 p-Cymene 134 C1oH14 000099-87-6 90
Abundance Scan 846 (7.263 min): BF128763.D\data.ms (-843) (-) m/z 119.10 100.00%
119.1
5000
510 474 91‘.0 | 1351 7.00 7.20 7.40 7.60
o ‘NH‘JN‘MJC‘“\“n‘fHu‘Hﬂ“‘ﬂ}‘ m/z 134.05 30.81%
m/z--> 0 20 40 60 80 100 120 140
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
91.05 15.76%
39.0 91.0 m/z
150 ' 65.0 | 135.0
0 \‘\\\‘\ T \‘\ T \"‘\ \“1‘\ “i‘\ T \‘H‘ T ,‘M \M T T
miz--> 0 20 40 60 80 100 120 140
Abundance
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.05 15.39%
91.0
390 65.0 135.0
0 e i et
m/z--> 0 20 40 60 80 100 120 140
Abundance #17072: Benzene, 4-ethyl-1,2-dimethyl- b M e
119.0 7.00 7.20 7.40 7.60
m/z 77.10 11.18%
5000
91.0
oL 280 L T L B0 Ly B0
m/z--> 0 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF060222.M Mon Jun 13 16:11:03 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\

Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Peak Number 13 p-Cymene

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
7202 1111ng 264252 1,4-Dichlorobenzene-d4  6.804
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-cymene 134 clemia 000527-84-4 94

2 p-Cymene 134 C1leH14 000099-87-6 94
3 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C1l0OH14 003479-89-8 91
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91

Abundance Scan 851 (7.292 min): BF128763.D\data.ms (-848) (-) m/z 119.10 100.00%

1191
5000
1341

91.1
391 650 | | 7.00 7.20 7.40 7.60
O b et byl m/z 134,05 25.25%
miz—-> 20 40 60 80 100 120 140
Abundance #16996: 0-Cymene

' 110.0 ﬂ A |
5000

7.00 7.20 7.40 7.60

91.0 134.0 m/z 91.10 12.88%
150 390 450
0\\\‘\‘\‘\\\“\\‘\\“‘\‘\\\“\\\\‘W\\‘\‘l\\\‘\‘\
miz--> 20 40 60 80 100 120 140
Abundance
119.0
7.00 7.20 7.40 7.60
5000 ITI/Z 120.10 10.31%
91.0 134.0
o 260 0 65.0
T e e e e
miz-> 20 40 60 80 100 120 140
Abundance #17119: 1,3,5-Cycloheptatriene, 3,7,7-trimethyl- H A A
119.0 7.00 7.20 7.40 7.60
m/z 117.10 9.87%
5000
91.0
134.0
41.0 65.0
Ol 280 e “H e e A
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF060222.M Mon Jun 13 16:11:04 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 14 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.598 12.92 ng 480390 Naphthalene-d8 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 94
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 94
5 p-Cymene 134 C1oH14 000099-87-6 94
Abundance Scan 903 (7.598 min): BF128763.D\data.ms (-900) (-) m/z 119.10 100.00%
119.1
5000 134.1
91.0
391 650 7.20 7.40 7.60 7.80 8.00
Obrrrrrrrere e i bt bbb m/z 134,05 38.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.20 7.40 7.60 7.80 8.00
91.0 m/z 91.05 18.83%
39.0 65.0
0 \\‘1\\5\.9‘\H‘\‘HH"‘HHi‘\‘u\’\‘i‘i\‘\H‘”‘H\\’\\H‘\mu’uw\lHH‘\‘\‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance
119.0
7.20 7.40 7.60 7.80 8.00
5000 134.0 m/z 120.10  10.57%
91.0
. 15.0 39.0 65.0
T e T e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17065: Benzene, 1,2,3,5-tetramethyl-
119.0 7.20 7.40 7.60 7.80 8.00
m/z 77.10 8.82%
5000 134.0
0 "‘H‘W‘“"H‘“,“‘Hi‘;‘u‘,“1‘1WH‘U‘H","H‘M‘,H‘:‘;}HH““‘HW
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 7.20 7.40 7.60 7.80 8.00

8270-BF060222.M Mon Jun 13 16:11:05 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 15 Phenol, 2-ethyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.669 16.66 ng 619420 Naphthalene-d8 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl- 122 C8H1e0 000090-00-6 97
2 Phenol, 3-ethyl- 122 C8H100 000620-17-7 90
3 Phenol, 3,4-dimethyl- 122 C8H1e0 000095-65-8 87
4 Phenol, 3,5-dimethyl- 122 C8H1e0 000108-68-9 86
5 Phenol, 4-ethyl- 122 C8H1e0 000123-07-9 83
Abundance Scan 915 (7.669 min): BF128763.D\data.ms (-906) (-) m/z 107.10 100.00%
10y7.1
5000
77.0 122.1 AM‘/\
Frep e e e
51.1 ‘ 021 7.40 7.60 7.80 8.00
Obrrprrrrere ettt el SBL il miz 122010 39.74%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11305: Phenol, 2-ethyl-
107.0
5000
122.0 7.40 7.60 7.80 8.00
7.0 m/z 77.05  34.92%
39.0
O H‘17\5\-\0‘\\\‘\‘\\\\“\\\\“”\\\6‘2\‘.\9\‘H\}“H\\“HH‘\‘HMHH"\‘H\’HH’\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance
107.0
7.40 7.60 7.80 8.00
m/z 79.05 16.68%
5000 122.0
77.0
39.0
0 15.0 62.0 92.0
T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11317: Phenol, 3,4-dimethyl- M e
107.0122.0 7.40 7.60 7.80 8.00
m/z 51.10 10.11%
5000
77.0
39.0
ol 280 1 e 890 9RO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.40 7.60 7.80 8.00

8270-BF060222.M Mon Jun 13 16:11:07 2022

Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 3-Methylbenzyl alcohol Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.692  21.80 ng 810193  Naphthalene-d8 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylbenzyl alcohol 122 C8H1e0 000587-03-1 97
2 Benzenemethanol, 4-methyl- 122 C8H100 000589-18-4 95
3 Benzene, 1-methoxy-2-methyl- 122 C8H100 000578-58-5 83
4 1,3-Cyclopentadiene, 5,5-dimethy... 122 C9H14 1000162-25-6 81
5 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 70

Abundance Scan 919 (7.692 min): BF128763.D\data.ms (-917) (-) m/z 91.10 100.00%

91.1 122.1
5000
39.1 65.1
“ | ‘ m | 7.40 7.60 7.80 8.00
ol Dl 1880 15010 98.35%
miz-> 20 40 60 80 100 120 140
Abundance #11342: 3-Methylbenzyl alcohol
122.0
93.0
5000 77.0
7.40 7.60 7.80 8.00
39.0 m/z 79.10 95.21%
60.
O \]-\5\.(‘)\‘}”\ \““\ \“U\ }‘ﬁ\ T \‘i T \‘M\ ““‘1 T \‘i“\ LI ‘ L
miz-> 20 40 60 80 100 120 140
Abundance
107.0
79.0 7.40 7.60 7.80 8.00
5000 m/z 77.10 86.61%
39.0
63.0 123.0
0 15.0
e e e e e
miz--> 20 40 60 80 100 120 140
Abundance #11376: Benzene, 1-methoxy-2-methyl-
122.0 7.40 7.60 7.80 8.00
m/z 107.10  85.24%
5000
91.0
39.0 65.0 ‘
O u“ e Al ““ —— SRMNEN ¥ L
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF060222.M Mon Jun 13 16:11:08 2022 Page: 17



Data Path :

Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS vial : 10

Quant Method
Quant Title

TIC Library

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

Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 17 Indan, 1-methyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
7.822  27.55 ng 1024146  Naphthalene-d8 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indan, 1-methyl- 132 C1eH12 000767-58-8 81
2 3-Phenylbut-1-ene 132 C1eH12 000934-10-1 81
3 Benzene, 1-methyl-4-(2-propenyl)- 132 C1eH12 003333-13-9 78
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
5 1-Phenyl-1-butene 132 C1eH12 000824-90-8 76
Abundance Scan 941 (7.822 min): BF128763.D\data.ms (-936) (-) m/z 117.10 100.00%
117.1
5000
91.1
51.0 74 ‘ 134.1 7.40 7.60 7.80 8.00 8.20
) S R e L RN JH AL m/z 132.05  33.79%
m/z--> 20 40 80 100 120 140
Abundance #16104: Indan, 1-methyl-
117.0
5000
7.40 7.60 7.80 8.00 8.20
200 910 m/z 115.05 32.83%
0 B0 | ‘\ 133.0
O\\\‘\‘\\\‘\\‘\\"u\\\“\\‘\\‘\\\\‘\V\‘\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance
117.0
7.40 7.60 7.80 8.00 8.20
5000 m/z 119.10 28.92%
91.0
39.0
65.0 133.0
0t el et L S
m/iz--> 20 40 6 80 100 120 140
Abundance #16166: Benzene, 1-methyl-4-(2-propenyl)-
117.0 7.40 7.60 7.80 8.00 8.20
m/z 91.10 18.15%
5000
91.0
51.0
AR T O
Y PO PO AT S
m/z--> 20 40 6 80 100 120 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 18 unknown8.357 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
8.357 12.55 ng 466571 Naphthalene-d8 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3-Dimethylanisole 136 C9H120 002944-49-2 38
2 1H-Inden-1-0l, 2,3-dihydro- 134 C9H1e0 006351-10-6 38
3 1,3-Cyclohexadiene, 1-methyl-4-(... 136 CleH16 000099-86-5 35
4 Hydrazine, 1-ethyl-1-phenyl- 136 C8H12N2 000644-21-3 30
5 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 25
Abundance Scan 1032 (8.357 min): BF128763.D\data.ms (-1029) (-) m/z 133.05 100.00%
138.1
91.1
5000 1151
51.0
‘ ‘ |7 | 8.00 8.20 8.40 8.60
S SR 1l A 11562 hsz 10110 75.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #18834: 2,3-Dimethylanisole
121.0
91.0
5000
8.00 8.20 8.40 8.60
m/z 91.10 57.87%
39.0 650 ’
0 \1\5‘\.(‘)\‘\ T \“i‘\ \“U\ “‘i“\ T \h‘ T M\ “M“\ T |‘\ \]\-\‘8‘.\0\ T
miz--> 20 40 60 80 100 120 140 160
Abundance
133.0
R RARREREE S
8.00 8.20 8.40 8.60
5000 m/z 134.05 50.92%
115.0
91.0
27.0 51.0 74.0
o) N VR i R R R
m/z--> 20 40 60 80 100 120 140 160
Abundance #18213: 1,3-Cyclohexadiene, 1-methyl-4-(1-methylethyl)-
93.0 121.0 8.00 8.20 8.40 8.60
m/z 117.10 47.39%
5000
27.0
‘ 51.0 AA
0H“H!““{““‘1““‘1““7‘5‘ “‘1“‘1‘““‘HH“HH‘\ ‘WH‘HH,HM‘\%HM
m/z--> 20 40 60 80 100 120 140 160 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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 3,4-Dimethylbenzyl alcohol Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.510 9.27 ng 344670 Naphthalene-d8 8.086

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,4-Dimethylbenzyl alcohol 136 CS9H120 006966-10-5 93
2 2,3-Dimethylanisole 136 C9H120 002944-49-2 83
3 2,4-Dimethylanisole 136 C9H120 006738-23-4 78
4 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 78
5 Cyclohexene, 1-methyl-4-(1-methy... 136 C1@H16 000586-62-9 76
Abundance Scan 1058 (8.510 min): BF128763.D\data.ms (-1055) (-) m/z 93.10 100.00%
93.1 121.1
77.0
5000
51.0 R L R aaa
‘ ‘ ‘ 137.0 8.20 8.40 8.60 8.80
(| ‘w A ““ w ot ,“‘w ML e m/z 121,10 94.85%
miz--> 20 40 80 100 120 140
Abundance #18893: 3,4—D|methy|benzy| alcohol
136.0
93.0
5000
770 8.20 8.40 8.60 8.80
m/z 91.10 90.20%
‘ 119.0
O \]-\5\0‘\‘\ T ‘ T \“\ i \ \ T \“ T 1‘\ ’M‘} \‘H‘“\ T \‘H‘ L
m/z--> 20 100 120 140
Abundance
136.0
91.0 USL AR A e Ja L
8.20 8.40 8.60 8.80
5000 m/z 136.05 70.54%
39.0 65.0
0 15.0 107.0
R L e L
miz--> 20 40 60 80 100 120 140
Abundance #18833: 2,4-Dimethylanisole - Wﬁ/‘\ﬁ A RAaEN
121.0 8.20 8.40 8.60 8.80
m/z 77.05 59.34%
91.0
5000
150 9 650 137.0
0 L - N‘i“ A, p“‘ - 1 PN A
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Meth
Quant Titl

TIC Librar
TIC Integr

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
BF128763.D

: 10 Jun 2022 17:17

: CG\JU

: N3286-02

: 10 Sample Multiplier: 1

od : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.M
e : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

y : C:\Database\NIST20.L

ation 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 20 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
8.681 25.06 ng 931465 Naphthalene-d8 8.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 97
2 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 70
3 1,3,5,7-Cyclooctatetraene 104 C8H8 000629-20-9 64
4 Styrene 104 C8H8 000100-42-5 64
5 4,7-Methano-1H-indene-1,8-dione,... 160 C10H802 000826-65-3 64
Abundance Scan 1087 (8.681 min): BF128763.D\data.ms (-1082) (-) m/z 104.10 100.00%
104.1
132.0
5000 78.0
51.1
A
‘ ‘ 8.40 8.60 8.80 9.00
0ol 180 s 130 00 83.16%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16680: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 780 L L B B LR
51.0 8.40 8.60 8.80 9.00
m/z 103.10 54.93%
27.0 ‘
0 \\\‘\“\\\“‘i\\‘l\““{‘\\‘ “\\‘\\‘U'U\\\’\\\‘\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160
Abundance
104.0
8.40 8.60 8.80 9.00
5000 78.0 m/z 78.05 45.05%
51.0
27.0
L
m/z--> 20 40 60 80 100 120 140 160
Abundance #5500: 1,3,5,7-Cyclooctatetraene
104.0 8.40 8.60 8.80 9.00
m/z 77.05 32.02%
5000 8.0
51.0
m/z--> 20 60 80 100 120 140 160 8.40 8.60 8.80 9.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF061022\
Data File : BF128763.D

Acqg On : 10 Jun 2022 17:17
Operator : CG\JU

Sample : N3286-02

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF060222.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|
Benzene, 1-ethy... 6.334 173.6 ng 4128910 1 6.804 475565 20.0
Benzene, 1l-ethy... 6.363 84.2 ng 2002590 1 6.804 475565 20.0
Mesitylene 6.404 95.3 ng 2266430 1 6.804 475565 20.0
Benzene, 1,2,3-... 6.640 323.1 ng 7682580 1 6.804 475565 20.0
Benzene, 1,2,4-... 6.863 142.0 ng 3377380 1 6.804 475565 20.0
Indane 6.987 111.2 ng 2644630 1 6.804 475565 20.0
Benzene, 1,2-di... 7.051 23.6 ng 560304 1 6.804 475565 20.0
Benzene, 1-meth... 7.075 12.1 ng 288684 1 6.804 475565 20.0
o-Cymene 7.122 21.7 ng 516339 1 6.804 475565 20.0
Benzene, 2-ethy... 7.263 12.2 ng 291115 1 6.804 475565 20.0
p-Cymene 7.292 11.1 ng 264252 1 6.804 475565 20.0
Benzene, 1,2,4,... 7.598 12.9 ng 480390 2 8.086 743412 20.0
Phenol, 2-ethyl- 7.669 16.7 ng 619420 2 8.086 743412 20.0
3-Methylbenzyl ... 7.692 21.8 ng 810193 2 8.086 743412 20.0
Indan, 1-methyl- 7.822 27.6 ng 1024140 2 8.086 743412 20.0
unknown8.357 8.357 12.6 ng 466571 2 8.086 743412 20.0
3,4-Dimethylben... 8.510 9.3 ng 344670 2 8.086 743412 20.0
1H-Inden-1-one,... 8.681 25.1 ng 931465 2 8.086 743412 20.0
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