LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc :

ALS Vvial : 15 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO59748.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.779 397 407 414 rBV 1602224 2635483 7.39% 1.662%
2 5.931 423 433 445 rVB 13298741 35683392 100.00% 22.498%
3  6.307 487 497 505 rBV 12002462 19184133 53.76% 12.096%
4 6.772 569 576 582 rBV 220001 363425 1.02% 0.229%
5 7.389 673 681 687 rVW 5107860 8323926 23.33% 5.248%
6 7.453 687 692 698 rVW 2681865 4031391 11.30% 2.542%
7 7.524 698 704 711 rVB 2639743 4108082 11.51% 2.590%
8 7.700 722 734 740 rBV 2562088 4162791 11.67% 2.625%
9 7.976 7706 781 789 rBV 12677973 20951507 58.72% 13.210%
10 8.346 835 844 850 rBV3 218285 381588 1.07% 0.241%
11 8.440 850 860 867 rVB 3355265 5413606 15.17% 3.413%
12 8.716 898 907 915 rBV 2449319 4061456 11.38% 2.561%
13 8.799 915 921 926 rVV2 321905 532303 1.49% 0.336%
14 8.863 926 932 941 rVV2 507287 1322899 3.71% 0.834%
15 8.951 941 947 953 rVV2 820770 1492840 4.18% 0.941%
16 9.122 966 976 982 rVB 201020 394118 1.10% 0.248%
17  9.269 993 1001 1006 rBV 568775 983649 2.76% 0.620%
18 9.327 1006 1011 1017 rVB 402344 673777 1.89% 0.425%
19 9.427 1022 1028 1037 rVV3 925518 1856092 5.20% 1.170%
20 9.527 1037 1045 1056 rVB3 684933 1648490 4.62% 1.039%
21 9.768 1080 1086 1098 rBV 269779 509386 1.43% 0.321%
22 9.956 1112 1118 1123 rBV 534913 856090 2.40% 0.540%
23 10.021 1123 1129 1136 rVB 727353 1239257 3.47% 0.781%
24 10.403 1189 1194 1201 rVB 608508 1038571 2.91% 0.655%
25 10.550 1212 1219 1231 rBV 1349755 2565609 7.19% 1.618%
26 11.255 1332 1339 1347 rVB 3550847 6206325 17.39% 3.913%
27 11.366 1352 1358 1365 rVB2 255241 489168 1.37% ©0.308%
28 11.684 1403 1412 1418 rBV5 146845 389606 1.09%  0.246%
29 12.571 1557 1563 1571 rVB 473780 865169 2.42% 0.545%
30 12.823 1599 1606 1612 rBV 977926 1682067 4.71% 1.061%
31 13.041 1631 1643 1649 rBV2 1148509 2541180 7.12% 1.602%
32 13.123 1649 1657 1663 rVV2 409269 1357815 3.81% 0.856%
33 13.188 1664 1668 1675 rVB2 454253 790705  2.22%  0.499%
34 13.399 1694 1704 1707 rBV 484470 955720 2.68% 0.603%
35 13.593 1731 1737 1743 rVB 1134169 1740900 4.88% 1.098%
36 13.793 1759 1771 1778 rBV5 276237 800220 2.24% 0.505%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc :

ALS Vvial : 15 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-BG111623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.993 1793 1805 1812 rBV4 591530 1546502 4.33% 0.975%
38 14.063 1812 1817 1822 rBV3 213676 386221 1.08% 0.244%
39 14.463 1878 1885 1892 rVv3 235150 597322 1.67% 0.377%
40 14.604 1904 1909 1914 rVB2 291337 483408 1.35% 0.305%
41 14.903 1948 1960 1964 rBV7 188382 453530 1.27% 0.286%
42 15.144 1996 2001 2008 rVB4 222516 403320 1.13% 0.254%
43 15.262 2015 2021 2026 rBV 253044 441026 1.24% 0.278%
44 15.467 2049 2056 2065 rVV 311978 521310 1.46% 0.329%
45 16.454 2217 2224 2233 rBV2 1047757 1685188 4.72% 1.063%
46 17.718 2431 2439 2445 rVB 267969 442667 1.24% 0.279%
47 20.297 2872 2878 2883 rBV 2366514 3088631 8.66% 1.947%
48 22.042 3169 3175 3181 rBV 241317 406204 1.14% 0.256%
49 22.571 3260 3265 3273 rVB2 278239 503828 1.41% 0.318%
50 23.470 3411 3418 3427 rBV2 381831 824527 2.31% 0.520%
51 24.551 3593 3602 3618 rVB2 403769 1126661 3.16% 0.710%
52 25.620 3775 3784 3795 rBvV2 131461 413613 1.16% 0.261%
53 25.890 3817 3830 3843 rBV4 360908 1215921 3.41% 0.767%
54 27.536 4100 4110 4111 rBV 239456 450869 1.26% 0.284%
55 29.639 4448 4468 4488 rBV8 157408 977122 2.74% 0.616%

56 32.301 4903 4921 4925 rBV8 75365 403057 1.13% 0.254%

Sum of corrected areas: 158603663
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\

BGO59748.D
: 18 Nov 2023 3:04
: MA/JU
: 05331-02
: 15  Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P

Abundance

1.2e+07

le+07

8000000

6000000

4000000

2000000

Time-->

0

TIC: BG059748.D\data.ms

5.931 7.976

6.307

7.389
8.440 11.255

458400 8.716

5.77¢ 10.550

AR J%@MM

8.346
L L I L B I ﬂ_y_‘v_r/\\ I I | 1 [ FTTT T A1 (R T T T 1T LA I L B I Y
350 4.00 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10. 50 11. 00 11. 50 12.00 12.50

6.772

Abundance

1.2e+07

1le+07

8000000

6000000

4000000

2000000

TIC: BG059748.D\data.ms

20.297

16.454

593
1859 3 22.042 22,571

8&34146@4 aEEI 4667 17.718

Time-->

L s e mann

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

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

Time-->

TIC: BG059748.D\data.ms

23.470

24.551

25629890

27.536

29.639

32.301

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\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04

Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.M
: 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 4 Benzene, 1l-ethyl-3-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
7.389 436.28 ng 8323930 1,4-Dichlorobenzene-d4 8.340
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 93
4 Mesitylene 120 C9H12 000108-67-8 91
5 2,4-Nonadiyne 120 CS9H12 063621-15-8 90

Abundance Scan 681 (7.389 min): BG059748.D\data.ms (-673) (-) m/z 105.10 100.00%
105.1
5000 /\
R R R
39.1 “ ‘ | \ 7.00 7.20 7.40 7.60 7.80
o bbbl 225.9289.13488 4473 544 /7 120.16  29.96%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 (LN R R R R
7.00 7.20 7.40 7.60 7.80
m/z 91.10 23.08%
39.0 ‘
O‘\\“\I\iL\“\'h\J‘J\“\‘\\’\\H‘H\\‘\\\\‘\\H‘H\\‘\\\\‘\\H‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
7.00 7.20 7.40 7.60 7.80
5000 ITI/Z 77.10 19.59%
39.0 ‘
o"M;\u‘hln“m‘,"HW"_"Wm_ww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10726: Benzene, 1-ethyl-4-methyl- R AR RN
105.0 7.00 7.20 7.40 7.60 7.80
m/z 79.05 14.27%
5000
39.0 ‘
o‘HM;HH“\WH,"H‘H"_"w"H_m‘wwww_ REEEERUAVANS & S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.00 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Benzene, 1,2,3-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
7.524 215.32 ng 4108080 1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Mesitylene 120 C9H12 000108-67-8 91
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 704 (7.524 min): BG059748.D\data.ms (-698) (-) m/z 105.10 100.00%
105.1

>

g

SESED LAY YA G
39.1 ‘
wah

7.20 7.40 7.60 7.80
238.0296.6 354.8 454.7 518.1 m/z 120.10 35.67%

N

0 e e T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0

>

Ja)

5000 SN AVAVA NS |
7.20 7.40 7.60 7.80

m/z 77.05 18.22%

39.0
O‘\\\\L#“\‘“\“\WK]JWU\‘\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10695: Mesitylene
105.0
7.20 7.40 7.60 7.80
5000 ITI/Z 91.05 17.89%
39.0
T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 79.10 10.57%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.700 218.18 ng 4162790 1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 97
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 97
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 95
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 90
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
Abundance Scan 734 (7.700 min): BG059748.D\data.ms (-722) (-) m/z 105.05 100.00%
105.1
5000

e
7.40 7.60 7.80 8.00
160.2 246.7 3309 418.8 489. m/z 120.10 27.00%

24l

|

O) o bbb P BT PR R TR
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0

>

Jad

5000 “w“‘w‘/\“u““‘u
7.40 7.60 7.80 8.00

m/z 91.10 21.09%

51.0 ‘ ‘
0 \\‘\1i\‘\“\“’\‘\““\h\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10726: Benzene, 1-ethyl-4-methyl-
105.0
7.40 7.60 7.80 8.00
5000 ITI/Z 77.10 19.70%
51.0 ‘
0 ‘m‘\u“n‘lm“mwHH_m_m_m_m‘Hu_m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0 7.40 7.60 7.80 8.00
m/z 79.10 15.35%
5000
51.0 ‘ ‘
N —
m/z--> 0 50 100 150 200 250 300 350 400 450 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 1,3-Cyclopentadiene, 5-(1-m... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
7.976 1098.12 ng 20951500 1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
3 1,3-Cyclopentadiene, 5-(1-methyl... 120 C9H12 003141-02-4 90
4 2,3-Heptadien-5-yne, 2,4-dimethyl- 120 C9H12 041898-89-9 90
5 Mesitylene 120 CS9H12 000108-67-8 87
Abundance Scan 781 (7.976 min): BG059748.D\data.ms (-770) (-) m/z 105.10 100.00%
105.1

-

5000
51.1“ \ ‘ ‘ 7.60 7.80 8.00 8.20
bkl dy 164.0  254.7 325.2 386.9 4564 ;n/z 120.16  50.24%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
5000 A‘\A\‘\\\\‘\\\\‘\\\\‘/\\
7.60 7.80 8.00 8.20
39.0 m/z 91.05  24.77%
O‘\\‘\‘LJI‘\“\“‘\‘\“‘\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0
7.60 7.80 8.00 8.20
5000 m/z 77.05 22.98%
28.0
o‘M“M"JM“‘W‘M‘_m‘Hu_uwmwm_‘H_m,‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10761: 1,3-Cyclopentadiene, 5-(1-methylpropylidene)-

105.0 7.60 7.80 8.00 8.20
m/z 79.05 15.62%

5000

39.0

-

0 ‘\\ Al H‘ iy

m/z--> 0 50 100 150 200 250 300 350 400 450 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 5
R.T. EstConc Area Relative to ISTD R.T.
8.440 283.74 ng 5413610 1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 93
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 91
5 2,4-Nonadiyne 120 CS9H12 063621-15-8 90
Abundance Scan 860 (8.440 min): BG059748.D\data.ms (-850) (-) m/z 105.10 100.00%
105.1
5000
A
39.1 ‘ \ i 8.20 8.40 8.60 8.80
Ofrbbbdd i, 1982 2539 850.6 4705 ;156 10 33.57%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10725: Benzene, 1-ethyl-3-methyl-
105.0
5000 L L L I I LR B

8.20 8.40 8.60 8.80
m/z 91.10 17.90%

o
O‘\\“\\i"\‘u\”‘\‘\““\“\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
8.20 8.40 8.60 8.80
5000 ITI/Z 77.10 17.57%
39.0 ‘
o"‘J“L‘;"«‘M“‘Wuwuwm‘_m‘mWm_m,‘m
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #10695: Mesitylene R AREARERNEE
105.0 8.20 8.40 8.60 8.80
m/z 103.10 11.95%
5000
39.0 ¥
Ay TD S ) |1 R | W
m/z--> 0 50 100 150 200 250 300 350 400 450 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 1Indane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.716 212.87 ng 4061460 1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H1e 1000191-13-7 76
3 Benzene, 1-propenyl- 118 C9H10 000637-50-3 72
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 64
5 7-Methylenecycloocta-1,3,5-triene 118 C9H10 002570-13-0 58

Abundance Scan 907 (8.716 min): BG059748.D\data.ms (-898) (-) m/z 117.10 100.00%

1171
5000

8.40 8.60 8.80 9.00

ol tslil 21028383481 4173 s01a L Tigho 4g oa
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10181: Indane
117.0
5000 UL L L I R BRI

8.40 8.60 8.80 9.00
m/z 115.10 37.68%

39.0
‘\\\\\"‘\“\HJ\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene
117.0

8.40 8.60 8.80 9.00

o

5000 m/z 91.10 27.12%
39.0
o“ml&inﬁu"‘H"_"w“‘w“u“‘u“u“u“‘u“_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #10194: Benzene, 1-propenyl- R
117.0 8.40 8.60 8.80 9.00

m/z 63.10 15.52%

5000
39.0
o“ul4mi‘Jm"‘H"_"w“‘w“u“‘u“u“u“‘u“_

m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 12
R.T. EstConc Area Relative to ISTD R.T.
8.863 69.34 ng 1322900 1,4-Dichlorobenzene-d4 8.340

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 76
2 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 62
3 2-Indanol 134 C9H100 004254-29-9 59
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 53
5 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 50
Abundance Scan 932 (8.863 min): BG059748.D\data.ms (-926) (-) m/z 105.05 100.00%
105.1
5000

391, 8.60 8.80 9.00 9.20
L 2026 297.0 4063 4824549 . 134 95 27.01%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17051: Benzene, 1-methyl-3-propyl-

J

5000 s VAL AN
8.60 8.80 9.00 9.20

m/z 77.10  21.32%

o

30 /.

(L LA LA L L O L L L L I B L L IR O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17624: Benzeneacetaldehyde, .alpha.-methyl-

o

105.0
8.60 8.80 9.00 9.20
5000 m/z 91.00 21.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17523: 2-Indanol R AR
105.0 8.60 8.80 9.00 9.20

m/z 115.00  18.64%

5000
39.0 |
O RN R R RRRE

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 11 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
8.951 78.24 ng 1492840  1,4-Dichlorobenzene-d4 8.340
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 91
2 o-Cymene 134 C10H14 000527-84-4 91
3 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
4 p-Cymene 134 C10H14 000099-87-6 90
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 90
Abundance Scan 947 (8.951 min): BG059748.D\data.ms (-941) (-) m/z 119.10 100.00%
119.1

=

5000
390 } | 8.60 8.80 9.00 9.20
o bbbl tll 2389 3089 4033 5360 ., 1p5.10 47.43%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.05 43.87%
51.0 ‘ 1 l
O‘\\Jlg‘ih\”\“\‘"’[\\ f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #16997: o-Cymene
119.0
R e S
8.60 8.80 9.00 9.20
5000 m/z 134.05 36.37%
41.0 ‘
L S S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 /\
Abundance #17066: Benzene, 1,2,3,5-tetramethyl- A R
119.0 8.60 8.80 9.00 9.20
m/z 77.10 23.01%
5000
4LO\‘ |
o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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, 1l-ethyl-2,3-dimethyl- Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
9.269 51.56 ng 983649 1,4-Dichlorobenzene-d4 8.340
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 91
4 p-Cymene 134 C10H14 000099-87-6 91
5 o-Cymene 134 C1oH14 000527-84-4 91

Abundance Scan 1001 (9.269 min): BG059748.D\data.ms (-993) (-) m/z 119.10 100.00%

119.1
5000
39.0 { 9.00 9.20 9.40 9.60
o pblilll  zeoe w222 402 4134 nsorle 5o
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
9.00 9.20 9.40 9.60
m/z 134.05  28.48%
Ol!‘\\?““l f
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 105.10 19.29%

‘umn?wH

3

O bl
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17104: Benzene, 1-methyl-3-(1-methylethyl)-
119.0 9.00 9.20 9.40 9.60
m/z 77.10 15.89%
5000
Witnl ]
0“MW$JﬂHHL"w"“_‘“‘H““H““H““w““_‘ M S e e,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 10

R.T. EstConc Area Relative to ISTD R.T.
9.427 97.28 ng 1856090 1,4-Dichlorobenzene-d4 8.340
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 97
2 Benzene, 2-ethyl-1,4-dimethyl- 134 C10H14 001758-88-9 97
3 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 97
4 Benzene, 1-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 97
5 p-Cymene 134 C1oH14 000099-87-6 94

Abundance Scan 1028 (9.427 min): BG059748.D\data.ms (-1022) (-) | m/z 119.10 100.00%
119.1

=

5000
65. H‘ 9.20 9.40 9.60 9.80
Ol bbb bbbl 2076 2788 3522 4293486. .., 91 .95 37.97%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000

9.20 9.40 9.60 9.80
m/z 134.05 30.90%

Eon

O\\‘\\‘\\\\‘\f‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
9.20 9.40 9.60 9.80
5000 m/z 117.05 15.78%

50

-

O
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl-
119.0 9.20 9.40 9.60 9.80
m/z 77.00 15.01%
- M\J\/LA
il
m/z--> 0 50 100 150 200 250 300 350 400 450 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Benzeneacetic acid, .alpha.... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
13.123 59.88 ng 1357820  Acenaphthene-d10 14.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, .alpha.-meth... 150 C9H1002 007782-26-5 72
2 m-Tolylacetic acid 150 C9H1002 000621-36-3 64
3 Benzoic acid, 3,5-dimethyl- 150 C9H1002 000499-06-9 64
4 p-Tolylacetic acid 150 C9H1002 000622-47-9 59
5 Benzeneacetic acid, .alpha.-methyl- 156 C9H1002 000492-37-5 59
Abundance Scan 1657 (13.123 min): BG059748.D\data.ms (-1649) (- | m/z 105.10 100.00%
105.1
5000
< =4
45.1 ‘ | L 13.00 13.50
bt i) 1621 2523 3220 4487 524 m/z 77.10  34.20%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance  #28425: Benzeneacetic acid, .alpha.-methyl-, (R)-
105.0
5000 A ]
13.00 13.50
m/z 150.00  27.89%
o]
O‘\\l\l\‘}?\‘h\‘\‘l“‘\\\\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28267: m-Tolylacetic acid
105.0
L —
13.00 13.50
5000 m/z 79.10 19.96%
WAl
0“Nﬂww‘m¢u‘u R
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28326: Benzoic acid, 3,5-dimethyl- —— —
105.0 13.00 13.50
m/z 78.10  19.38%
5000
39.0 (
YV el MUY Vo
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 2-Methoxy-4-vinylphenol Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.399 42.15 ng 955720  Acenaphthene-dile 14.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methoxy-4-vinylphenol 150 CS9H1e02 007786-61-0 50
2 4-Ethylbenzoic acid 150 C9H1002 000619-64-7 49
3 Ethanone, 1-phenyl-, oxime 135 C8HINO 000613-91-2 46
4 Benzene, nitroso- 107 C6H5NO 000586-96-9 43
5 4-Methyl-2-nitrobenzoic acid 181 C8H7NO4 027329-27-7 38

Abundance Scan 1704 (13.399 min): BG059748.D\data.ms (-1694) (- | m/z 105.10 100.00%

105.1
5000

H‘ [162.0  260.5 471.6531. 1300 1350
ol Millld 1620 2605 387.6 ATLESSL: . 167.16  92.17%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #28294: 2-Methoxy-4-vinylphenol
135.0
77.0
5000
13.00 1350
15.0 m/z 77.5  75.97%

O

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #28280: 4-Ethylbenzoic acid
105.0

1300 1350
5000 ITI/Z 150.00 56.47%
39. J
Ol e A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #17826: Ethanone, 1-phenyl-, oxime — —
77.0 13.00 13.50
135.0 m/z 135.00  54.90%
5000
O‘MJ\'I‘\\”L'«"‘L“me‘u\\,\\\\‘\m‘\m‘\m‘\m‘uu P ‘ ‘”’T”MA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 16 Benzoic acid, 2,4,6-trimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
13.993 68.20 ng 1546500  Acenaphthene-d10 14.968
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 2,4,6-trimethyl- 164 C10H1202 000480-63-7 58
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 56
3 Benzeneacetaldehyde, .alpha.-eth... 146 C10H100 004411-89-6 35
4 4-(1,3-0Oxazol-5-yl)pyridine 146 C8H6N20 070380-75-5 35
5 1H-Indole, 2,3-dihydro-5-nitro- 164 C8H8N202 032692-19-6 30

Abundance Scan 1805 (13. 993 min): BG059748.D\data.ms (-1793) (- | m/z 146.05 100.00%
46.1
5000 J\
) ]
gt
o w ML LA J)103.1 2620 3402 4136 ./, 91,05 63.98%
mlz--> 100 150 200 250 300 350 400
Abundance #39303. Benzoic acid, 2,4,6-trimethyl-
164.0
5000 T
14.00
117.0 m/z 164.10 61.40%
51.0 l
O‘\\‘\J\“LH‘\”‘\“”!‘\‘“\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #10186: Benzene, 2-propenyl-
117.0
bl 1
14.00
5000 m/z 117.05 52.31%
39.0
ol
m/z--> 0 50 100 150 200 250 300 350 400
Abundance  #24960: Benzeneacetaldehyde, .alpha.-ethylidene- e
117.0 14.00
m/z 118.05 47 .80%
5000
39.0
m/z--> 0 50 100 150 200 250 300 350 400 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Cyclononasiloxane, octadeca... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.

23.476 4060 ng 824527 Chrysene-d12 22.042

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 87

2 benzoic acid, 2,4,5-trimethyl-, ... 236 C13H2002Si 1000396-43-7 38

3 Mercaptoacetic acid, 2TMS deriva... 236 C8H2002SSi2 006398-62-5 38

4 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 38

5 4,5-Dibromothiophene-2-carbohydr... 442 C11H20Br2N20SSi2 1000513-43-2 32

Abundance Scan 3418 (23.470 min): BG059748.D\data.ms (-3411) (- | m/z 73.05 100.00%
73.0
147.0
5000 221.1
355.0
429 1 23 50
l \‘H i 503.0 5
0L prrrrprbrrprrsek e wwwwm‘»m,meww‘ m/z 147.60  77.32%
m/z--> 0 50 100150200250300350400450500550600650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000
23 50
m/z 221.10 50.46%
O fff65l'
m/z--> 0 50 100150200250300350400450500550600650
Abundance #118323: benzoic acid, 2,4,5-trimethyl-, trimethylsilyl este
147.0
221.0
23 50
5000 ITI/Z 281.05 28.64%
7301 ‘
N 8
m/z--> 0 50 100150200250300350400450500550600650
Abundance #119062: Mercaptoacetic acid, 2TMS derivative
73.0 23 50
147.0 m/z 355.00  23.99%
5000
221.0
S )ty gt
m/z--> 0 50 100150200250300350400450500550600650 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 Hexasiloxane, tetradecamethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
24.551 54.48 ng 1126660  Perylene-d12 25.620
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 74
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 62
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 38
4 Pentasiloxane, dodecamethyl- 384 C12H3604Si5 000141-63-9 32

5 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 32

Abundance Scan 3602 (24.551 min): BG059748.D\data.ms (-3593) (- | m/z 73.05 100.00%
73.0 147.0
221.1
5000 355.1
428.9 54%6
503.1 .
o‘Hwwwww\‘\H‘_ml“l‘HJ-‘M#H‘-"‘LWprwwuw m/z 147.00  88.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 =
24.50
m/z 221.10 59.67%
O\\\\‘\\‘\\‘\\\\ \\\\‘\ \\‘\‘\\\“\\“\\“‘\\\\“\‘\ \‘\‘\‘\\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
P
24.50
m/z 280.95 40.06%
5000 355.0
443.0
ST S Y 0 | Y R E—
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide i Pt ‘
147.0 24.50
m/z 355.10 38.12%
5000 281.0
77.P
0 et b e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04

Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 19 unknown25.890 Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
25.890 58.80 ng 1215920  Perylene-di12 25.620
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 40
3 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 32
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 30

5 N-[4-(Aminosulfonyl)phenyl]propa... 444 C18H36N203SSi3 1000500-82-8 25

Abundance Scan 3830 (25.890 min): BG059748.D\data.ms (-3817) (- | m/z 147.00 100.00%
73.0 147.0
221.1
5000
5.1
428.9 - —
h ” || sozs 25.50 26.00 ]
0 bbb b M L m/z 73.05  85.83%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 = s
25.50 26.00
m/z 221.05 73.27%
O\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
= e
25.50 26.00
m/z 281.00 33.49%
5000 355.0
443.0
o) SR SN UV S 1 NN S R
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #342011: Heptasiloxane, hexadecamethyl- e —
73.0 221.0 25.50 26.00
m/z 355.10 31.96%
5000 1470
295.0
\ ‘ \lL L} 429.0 Slrc
Ot e A e e e e pliopeiafeoct
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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 20 unknown29.639 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
29.639 47.25 ng 977122  Perylene-di2 25.620
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 91
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 80
3 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 27
4 benzenamine, N-[bis(2,4,6-trimet... 341 C24H28BN 1000398-20-2 18

5 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 16

Abundance Scan 4468 (29.639 min): BG059748.D\data.ms (-4448) (- | m/z 73.05 100.00%
73.0 147.0221.1
5000 355.0
429.1 AL i
‘ ' \ 503.1 29.50 30.00
O bbb AU kb myz 147,00 93.42%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 hew Aoy
29.50 30.00
m/z 221.10 90.15%
O\\\\‘\\‘\\‘\\\\\\\\‘\\\‘\‘\\\“\\“\\“‘\\\\“\‘\\‘\‘\‘\‘\‘\\\\‘\\\\‘\?5\“]_\.\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
39 4702210
e ril
29.50 30.00
m/z 355.00 42 .84%
5000 355.0
‘ 443.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #174862: N-Benzyl-N-ethyl-p-isopropylbenzamide el iy L Ay
147.0 29.50 30.00
m/z 281.10 40.04%
5000 281.0
77.P
0 et b e e AL =
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 29.50 30.00

8270-BG111623.M Mon Nov 20 11:38:11 2023 Page: 20



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111723\
Data File : BG@59748.D

Acqg On : 18 Nov 2023 3:04
Operator : MA/JU

Sample : 05331-02

Misc :

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG111623.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... 7.389 436.3 ng 8323930 1 8.340 381588 20.0
Benzene, 1,2,3-... 7.524 215.3 ng 4108080 1 8.340 381588 20.0
Benzene, 1l-ethy... 7.700 218.2 ng 4162790 1 8.340 381588 20.0
1,3-Cyclopentad... 7.976 1098.1 ng 20951500 1 8.340 381588 20.0
Mesitylene 8.440 283.7 ng 5413610 1 8.340 381588 20.0
Indane 8.716 212.9 ng 4061460 1 8.340 381588 20.0
Benzene, 1-meth... 8.863 69.3 ng 1322900 1 8.340 381588 20.0
Benzene, 2-ethy... 8.951 78.2 ng 1492840 1 8.340 381588 20.0
Benzene, 1-ethy... 9.269 51.6 ng 983649 1 8.340 381588 20.0
Benzene, 4-ethy... 9.427 97.3 ng 1856090 1  8.340 381588 20.0
Benzeneacetic a... 13.123 59.9 ng 1357820 3 14.968 453530 20.0
2-Methoxy-4-vin... 13.399 42.1 ng 955720 3 14.968 453530 20.0
Benzoic acid, 2... 13.993 68.2 ng 1546500 3 14.968 453530 20.0
Cyclononasiloxa... 23.470 40.6 ng 824527 5 22.042 406204 20.0
Hexasiloxane, t... 24.551 54.5 ng 1126660 6 25.620 413613 20.0
unknown25.890 25.890 58.8 ng 1215920 6 25.620 413613 20.0
unknown29.639 29.639 47.3 ng 977122 6 25.620 413613 20.0
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