LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample 1 M4917-13

Misc :

ALS Vvial : 19 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 M\Methods\8270-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@33302.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.654 50 54 63 rBv2 80434 125424 1.36%  0.235%
2 4.119 128 133 144 rVB 212600 318015 3.45% 0.596%
3 5.048 286 291 300 rBV 177757 257885 2.80% 0.484%
4 5.437 350 357 364 rBV 892436 1329261 14.43% 2.492%
5 5.513 364 370 375 rVV 1435069 2170203 23.56% 4.069%
6 5.590 375 383 391 rVB 693656 1603142 17.40% 3.006%
7 5.937 434 442 448 rBV 515209 800180 8.69%  1.500%
8 6.119 468 473 479 rVB 62817 92555 1.00% 0.174%
9 7.007 620 624 630 rVB 71203 105701 1.15% 0.198%
106 7.107 636 641 652 rVB 841690 1474638 16.01% 2.765%
11 7.313 671 676 688 rVB 107319 191790 2.08% 0.360%
12 7.572 709 720 728 rVB 330618 542229 5.89% 1.017%
13 7.925 767 780 787 rBV 590421 973455 10.57% 1.825%
14 8.036 793 799 808 rVB3 142768 331856 3.60% 0.622%
15 8.166 813 821 826 rBV 88710 168939 1.83% 0.317%
16 8.295 837 843 852 rBV 108135 198141  2.15% 0.371%
17 8.866 929 940 941 rBV3 47483 101411 1.10% 0.190%
18 8.907 942 947 952 rVWW2 119257 257849 2.80% 0.483%
19 8.972 952 958 962 rVvVv 210778 416697 4.52% 0.781%
20 9.019 962 966 971 rVV2 196424 321024 3.48% 0.602%

21 9.089 971 978 986 rVB 2094481 3504564 38.04%
22 9.213 992 999 1010 rVB3 48006 117651 1.28%
23 10.225 1162 1171 1181 rBVS8 30147 92685 1.01%
24 10.495 1211 1217 1228 rBV 112836 215515 2.34%

NOOO®OO
=
N
N
3R

25 10.725 1248 1256 1261 rBV 707522 1250440 13.57% 344%
26 10.772 1261 1264 1272 rVB 135563 216219 2.35% ©0.405%
27 11.377 1361 1367 1380 rVB 77320 174593 1.90% ©.327%
28 11.736 1423 1428 1439 rVB5 55090 134395 1.46% ©.252%
29 12.595 1566 1574 1586 rBV5 123196 381774 4.14% 0.716%
30 13.171 1662 1672 1679 rBV 4495792 6800040 73.82% 12.749%
31 13.283 1685 1691 1697 rBV2 136542 218269 2.37% ©.409%
32 13.560 1734 1738 1750 rVB6 37168 94390 1.02% 0.177%
33 14.183 1837 1844 1850 rVB7 53068 109238 1.19% ©0.205%
34 14.548 1900 1906 1915 rVB 1055470 1599757 17.37%  2.999%
35 15.271 2024 2029 2036 rBV2 84039 165965 1.80% ©.311%

36 16.036 2153 2159 2166 rBV 3545278 4990706 54.18%  9.357%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample 1 M4917-13

Misc

ALS Vvial : 19 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 M\Methods\8270-BM112421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 16.236 2186 2193 2204 rBV2 181237 342979 3.72% 0.643%
38 17.089 2334 2338 2343 rVB 63077 95160 1.03% ©0.178%
39 17.289 2366 2372 2378 rBV 1229247 1804194 19.59%  3.383%
40 17.565 2415 2419 2429 rBV 53710 92578 1.00% 0.174%
41 17.948 2480 2484 2489 rVB 85423 106600 1.16% ©0.200%
42 18.171 2518 2522 2528 rBV 133123 208092 2.26%  ©.390%
43 18.518 2577 2581 2591 rBV 102096 195115 2.12% 0.366%
44 19.718 2779 2785 2803 rVB 2221232 3487030 37.85% 6.538%
45 19.895 2810 2815 2821 rBV 7264604 9211898 100.00% 17.271%
46 21.142 3024 3027 3034 rVB2 325508 395722 4.30% 0.742%
47 21.447 3074 3079 3084 rBV 1577012 2043252 22.18% 3.831%
48 22.518 3257 3261 3268 rVB 650595 879888 9.55% 1.650%
49 22.647 3280 3283 3291 rVB 363349 495388 5.38% 0.929%
50 23.777 3469 3475 3487 rVB2 1081554 2131741 23.14% 3.997%

Sum of corrected areas: 53336233
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Dec 2021 00:37
: CG/JU
: M4917-13

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
BM@33302.D

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM033302.D\data.ms

9.089

5.513

7.107
890 o5, 2,025 10.725

3.654 4119 5.048 lp.119 7.04@13'?72 803805 SREE13 10236498772 113721736

N\ A S ekl —

Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BM033302.D\data.ms
19.895

13.171
16.036
19.718
17.289

14.548

12.595 ]J.Z&%.SGO 14.183 15.271 6.236 17.089| 17.56517.9481718.518 LM»

0
Time-->
Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
TIC: BM033302.D\data.ms

21.447
23.777
22.518
.647

21.142 I

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
5.048 5.30 ng 257885 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 40
4 3-Octanol 130 C8H180 000589-98-0 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 291 (5.048 min): BM033302.D\data.ms (-286) (-) m/z 43.05 100.00%
3.0
5000
101.1 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ 3 4.80 5.00 5.20 5.40
Ot e S e 205, m/Z 59.85  58.65%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L B I L B
4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.13%
O \\\‘\‘\“H“h\\\w \\H“\\H“H\\‘H\\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
P
4.80 5.00 5.20 5.40
5000 m/z 58.10 13.56%
29.0‘ 101.0
N ——
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9479: 2-Hexanol, 2-methyl- AR AR ST e e
59.0 4.80 5.00 5.20 5.40
m/z 41.05 8.45%
5000
101.0
27.0m \
O v e R RRARRRERAREREEREES
m/z--> 20 40 60 80 100120140160180200220240260280 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzene, 1-ethyl-2-methyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.313 3.94 ng 191790 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 93
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 90
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 90
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 676 (7.313 min): BM033302.D\data.ms (-671) (-) m/z 105.10 100.00%
105.
5000
120.1
391 430 77‘-0 91"0 7.00 7.20 7.40 7.60
Ol prrrrprrrpreedib s el ol e m/z 120,10 29.39%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 /\H‘/‘\\/\\A‘\/\\\‘HH‘HH‘
120.0 7.00 7.20 7.40 7.60
m/z 91.05 14.19%
39.0 63.0 77.0 91.0
OH‘H\\‘H\.\‘HH‘[‘r\HHV\H“\‘\.‘H‘\\\‘H‘\\\\“1\\\‘\‘11\‘\\‘\\“‘\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl-
105.0
120.0 7.00 7.20 7.40 7.60
5000 m/z 77.05 13.73%

A Nl

O e Pt prreer sttt
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10721: Benzene, 1-ethyl-4-methyl- R e RRRERLT R
105.0 7.00 7.20 7.40 7.60
m/z 106.10  10.04%
5000
120.0
77.0 91.0
o150 20 620 Iy )
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 5
R.T. EstConc Area Relative to ISTD R.T.
7.572  11.14 ng 542229 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Mesitylene 120 C9H12 000108-67-8 97
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 95
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 720 (7.572 min): BM033302.D\data.ms (-709) (-) m/z 105.10 100.00%
105.1
5000
51.1 77‘-0 7.20 7.40 7.60 7.80
Ol oottt bl 2970 sz 126,16 41.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.20 7.40 7.60 7.80
m/z 77.05 13.50%
39.0 77.0
0\1\5\.9\‘\\\“‘\\“i‘\“\‘\\\““\\‘\\‘H‘\\‘\““\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10692: Mesitylene
105.0
R e
7.20 7.40 7.60 7.80
5000 m/z 119.10 11.69%
77.0
51.0
0 "“2‘7"9“_H‘;u”““u“”_“‘“‘1‘”‘“““m“m‘mwuwm‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10717: Benzene, 1,2,4-trimethyl- /\W‘*H,HHWHWH,‘
105.0 7.20 7.40 7.60 7.80
m/z 91.05 11.32%
5000
270 510 770
m/z--> 20 40 60 80 100 120 140 160 180 200 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 8
R.T. EstConc Area Relative to ISTD R.T.
8.036 6.82 ng 331856 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-2-methyl- 120 C9H12 000611-14-3 90
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 90
Abundance Scan 799 (8.036 min): BM033302.D\data.ms (-793) (-) m/z 105.05 100.00%
105.1
5000 1201
A REmEEEEEE
411 571 71loa1a 7.80 8.00 8.20 8.40
0 wHW_‘H“‘m‘;‘euuh‘,mm‘l‘_um“mwc‘s“‘,m‘u”wm m/z 120.10  37.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000 L L L L L B B
120.0 7.80 8.00 8.20 8.40
770 m/z 77.10 12.93%
39.0 U 91.0
0 \\‘17\5\-\0‘\\\”‘\\\\“‘\\\\N{‘Hﬁ%\.‘(\)\‘H\M“HH“\H\‘\‘\1\’\\‘\‘\“‘\\\\‘\\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
PR R T R
7.80 8.00 8.20 8.40
5000 120.0 m/z 91.18  10.25%
77.0
51.0 91.0
0 H‘HH‘%‘?"RH“_H‘{‘ml‘,““wm‘l“uH“m““1!‘,”““““”Wm
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10705: Benzene, 1,2,4-trimethyl- e A AARBRARE RS
105.0 7.80 8.00 8.20 8.40
m/z 119.10 10.19%
5000 120.0
. 28.0 51.0 77.0 91.0 /\
0 H‘lﬁmm‘!_‘H‘pm‘Hm,;mmmwH“‘mW‘H‘,m“m‘_m Y. VAW W.V
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Hexanoic acid, 2,2-dimethyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.166 3.47 ng 168939 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2,2-dimethyl- 144 C8H1602 000813-72-9 59
2 Methyl (R)-(-)-3-hydroxy-2-methy... 118 C5H1003 072657-23-9 43
3 Methyl L-(+)-.beta.-hydroxyisobu... 118 C5H1003 080657-57-4 43
4 Urea, ethyl- 88 C3H8N20 000625-52-5 43
5 3-Furanol, tetrahydro- 88 C4H802 000453-20-3 43
Abundance Scan 821 (8.166 min): BM033302.D\data.ms (-813) (-) m/z 57.10 100.00%
57.1
88.1
5000
S S
‘ ‘ 128.9 102.9 7.80 8.00 8.20 8.40

0! ;H”m“ b T e e m/z 88,10 78.57%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #24143: Hexanoic acid, 2,2-dimethyl-
57.0
88.0
5000 L R R B B
7.80 8.00 8.20 8.40
29.0 m/z 41.05 56.60%
O T \H\ \“}H‘ T \”\‘\ “\“\ 1150 \:\L‘4§9\ EERRNERRERRERE
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #9926: Methyl (R)-(-)-3-hydroxy-2-methyl-propionate
88.0

-

31.0 7.80 8.00 8.20 8.40
5000 ITI/Z 43.10 50.46%
57.0
o Ll g 170
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9913: Methyl L-(+)-.beta.-hydroxyisobutyrate A A RARaaREE o
88.0 7.80 8.00 8.20 8.40
m/z 73.10 35.11%
31.0
5000
57.0
Ol ey e e TETD AR RABAL VABALURAR
m/z--> 20 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 15
R.T. EstConc Area Relative to ISTD R.T.
8.295 4.07 ng 198141 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 93
2 Benzene, cyclopropyl- 118 C9H10 000873-49-4 81
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 81
4 Benzene, l-ethenyl-2-methyl- 118 C9H10 000611-15-4 58
5 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
Abundance Scan 843 (8.295 min): BM033302.D\data.ms (-837) (-) m/z 117.10 100.00%
11y.1
5000
911 R Eam e e
39.1 631 ¢ ‘ 8.00 8.20 8.40 8.60
Oberrerreprerprretieried bt el m/z 118.10 58.25%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10179: Indane
117.0
5000 UL L B I A BN
8.00 8.20 8.40 8.60
390 g 91.0 m/z 115.10  34.60%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #10197: Benzene, cyclopropyl-
117.0
R RAREAmEREE S
8.00 8.20 8.40 8.60
m/z 91.10 16.63%
5000 91.0
510 650
0 "‘,m‘,‘2“7‘?“H‘,‘ml“H\,“H“,‘xﬁ,‘H“;:ﬁ(ﬂﬁno,m,w
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance  #10214: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene e e e
117.0 8.00 8.20 8.40 8.60
m/z 63.10 10.60%
5000 91.0
39.0 65.0 78.0
by 289 520, T T 080 ||
m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown8.907 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.907 5.30 ng 257849 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Hexanol, 4,4-dimethyl- 130 C8H180 019550-09-5 38
2 Pentane, 2,2'-oxybis- 158 C10H220 056762-00-6 38
3 1-Butanol, 2,2-dimethyl- 102 C6H140 001185-33-7 35
4 2,3'-Bifuran, octahydro- 142 C8H1402 073373-15-6 35
5 3-Methyl-2-butenoic acid, 2-tetr... 184 C10H1603 1010279-23-1 35
Abundance Scan 947 (8.907 min): BM033302.D\data.ms (-942) (-) m/z 71.10 100.00%
431 711
5000
8.60 8.80 9.00 9.20 |
99.0 124.1 . : : :

0! b e S 20T m/z 43,10 98.19%

m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #15740: 3-Hexanol, 4,4-dimethyl-

59.0
5000 L B R L B
29.0 8.60 8.80 9.00 9.20
' 83.0 m/z 59.10 55.43%
. “ 1120
N \‘\‘\\\“\\}\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34632: Pentane, 2,2'-oxybis-
43.0 71.0
e ARRERENEEEES
8.60 8.80 9.00 9.20
5000 m/z 74.05 48.28%
115.0
ol-210, | 1430
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #5042: 1-Butanol, 2,2-dimethyl- AR EARRRNERES
43.0 8.60 8.80 9.00 9.20
710 m/z 55.10 44.89%
- /JMM
0 I — A e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 unknown8.972 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.972 8.56 ng 416697 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 4-ethoxy-, methyl... 146 C7H1403 029006-04-0 43
2 Butane, 2-ethoxy-2-methyl- 116 C7H160 000919-94-8 38
3 3,3-Dimethyldihydro-2,5-furandione 128 C6H803 017347-61-4 38
4 2,2-Dimethylbutanedioic acid 146 C6H1004 000597-43-3 37
5 3-Pentadecanol 228 C15H320 053346-71-7 35
Abundance Scan 958 (8.972 min): BM033302.D\data.ms (-952) (-) m/z 59.10 100.00%
59.1
87.1
5000
R e R Ra o
. ‘ 111.1 8.60 8.80 9.00 9.20
ol S8Rl e 2072, 43,10 89.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #25414: Butanoic acid, 4-ethoxy-, methyl ester
59.0
87.0
5000 L L N B LN R B
117.0 8.60 8.80 9.00 9.20
m/z 41.10 67.40%
0 [T ‘\‘\H‘”\N‘\‘\H‘HiHH\“i"\H\‘HH‘HH‘HH’HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9532: Butane, 2-ethoxy-2-methyl-
59.0
87.0 Mo
8.60 8.80 9.00 9.20
5000 m/z 87.10 56.58%
29.0 ‘ ‘
L |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13927: 3,3-Dimethyldihydro-2,5-furandione A e R R
59.0 8.60 8.80 9.00 9.20
m/z 55.10 45.51%
87.0
5000
29.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 unknown9.019 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.019 6.60 ng 321024 1,4-Dichlorobenzene-d4 7.925

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2,3,4-Trimethylpentanoic acid 144 C8H1602 090435-18-0 38
2 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 38
3 N-Isobutyrylglycine 145 C6H11NO3 015926-18-8 38
4 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 35
5 Methyl valerate 116 C6H1202 000624-24-8 27
Abundance Scan 966 (9.019 min): BM033302.D\data.ms (-962) (-) m/z 71.15 100.00%
431 712
5000 119.1
‘ ‘ ‘ 6 1931 8.60 8.80 9.00 9.20 9.40
obrr el s 11989l J2470 1931 o0 16 95.20%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24159: 2,3,4-Trimethylpentanoic acid
74.0
5000 [T T T T T T T
8.60 8.80 9.00 9.20 9.40
m/z 43.10 89.56%
43.0 101.0
0 \H‘H\\“‘\\\‘M\\M“\“\i\\|H‘\\\\%\2?\.9‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15421: Hexanoic acid, 2-methyl-
74.0
S RAAREmasE R T
8.60 8.80 9.00 9.20 9.40
5000 m/z 87.10 54.85%
43.0
01250 |, m,\m U 100 aa00
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24640: N-Isobutyrylglycine SRR S
43.0 8.60 8.80 9.00 9.20 9.40
m/z 41.10 46.91%
74.0
5000
100.0 145.0
ool b b Ao b b L e T W
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.495 3.45 ng 215515 Naphthalene-d8 10.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-butoxyethoxy)et... 206 C10H2204 000143-22-6 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 56
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 53

Abundance Scan 1217 (10.495 min): BM033302.D\data.ms (-1211) (- m/z 45.10 100.00%

45.1
5000
75.0 L
‘ ‘ 1311 280.¢ 10.50
bbbl g SEL B0 sz 57,10 91.49%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 T
10.50
270 m/z 41.05 36.37%
O\\\‘\H\\‘H‘H H\\‘l“\‘\“\‘H}‘H\\‘\3\\\‘0\\\\’\\H‘HH‘H\\‘\H\’\H\’\\H‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
—r
10.50
5000 ITI/Z 56.10 17.82%
87.0
27.0
I 0 O 1 N
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #81996: Ethanol, 2-[2-(2-butoxyethoxy)ethoxy]- e
45.0 10.50
m/z 43.00 16.82%
5000
89.0
oSO L e .
m/z--> 20 40 60 80 100120140160180200220240260280 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 1-Methylindan-2-one Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
12.595 6.11 ng 381774  Naphthalene-d8 10.725
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methylindan-2-one 146 C10H1e0 035587-60-1 64
2 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 001680-51-9 50
3 1H-Inden-1-one, 2,3-dihydro-2-me... 146 C10H100 017496-14-9 49
4 3-Buten-2-one, 4-phenyl-, (E)- 146 C10H1e0 001896-62-4 46
5 Naphthalene, 1,2,3,4-tetrahydro-... 146 C11H14 002809-64-5 46
Abundance Scan 1574 (12.595 min): BM033302.D\data.ms (-1566) (-  m/z 131.05 100.00%
131.1
5000 770 1031
51.0 /\4
/\ T T ‘ T ‘ ,j
‘ ‘ ‘ ‘ 2071 12.50
0! : m“ Al 22RS m/z 146.05  70.85%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24910: 1-Methylindan-2-one
131.0
5000 ‘A‘ ‘ NA
103.0 12.50
510 70 m/z 142.05 61.88%
O\‘zﬁ;(\)\“u“h“‘\‘\\Hl“‘Hh‘\\‘wuw‘\}‘!\‘\“\H‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #25049: Naphthalene, 1,2,3,4-tetrahydro-6-methyl-
131.0
T \
12.50
5000 m/z 141.05 53.24%
105.0
39.0 77.0 H‘
0’ A
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24958: 1H-Inden-1-one, 2,3-dihydro-2-methyl-
131.0 12.50
m/z 103.10  49.15%
5000
103.0
39.0 77.0 ‘ ‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 2(3H)-Benzothiazolone Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
16.236 3.80 ng 342979  Phenanthrene-d10 17.289
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 95
2 1,2-Benzisothiazol-3(2H)-one 151 C7H5NOS 002634-33-5 59
3 Thieno[3,2-b]pyridin-7-o0l 151 C7H5NOS 107818-20-2 52
4 6-Methyl-7-ox0-4,7-dihydro-triaz... 151 CS5H5N50 057250-39-2 43
5 Thieno[3,2-b]pyridin-7-0l, Ac de... 193 C9H7NO2S 1000496-74-7 38

Abundance Scan 2193 (16.236 min): BM033302.D\data.ms (-2186) (-  m/z 151.00 100.00%

151.0
96.1
5000
— —
SH‘ 1020 . 16.00 16.50
ol il d J ) 1920 88L o619 81.19%
miz--> 50 100 150 200 250 300
Abundance #28647: 2(3H)-Benzothiazolone
151.0
96.0
5000 e =
16.00 16.50
m/z 123.05 64.87%
45.0
0 \‘\ ‘“\H“”\H‘h‘”\‘ \“h“\ \‘h\ T “\ L e B e
miz--> 50 100 150 200 250 300
Abundance #28654: 1,2-Benzisothiazol-3(2H)-one
151.0
psm =
16.00 16.50
5000 ITI/Z 69.00 22.01%
96.0
50.0
bl
miz-> 50 100 150 200 250 300
Abundance #28649: Thieno[3,2-b]pyridin-7-ol —— ——
151.0 16.00 16.50
m/z 57.10 15.23%
5000
96.0
45.0 ‘ ‘
ol sl g b S
m/z--> 50 100 150 200 250 300 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 Phenol, 4,4'-(1-methylethyl... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.718 34.13 ng 3487030  Chrysene-d12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-(1-methylethylidene... 228 C15H1602 000080-05-7 98
2 3,4'-Isopropylidenediphenol 228 C15H1602 046765-25-7 78
3 4,4'-(1,3-Dimethylbutylidene)bis... 270 C18H2202 006807-17-6 74
4 2H,8H-Benzo[1,2-b:5,4-b']dipyran... 228 C14H1203 000553-19-5 50
5 3-Cyano-4-ethyl-6-methylcoumarin 213 C13H11NO2 025937-11-5 50

Abundance Scan 2785 (19.718 min): BM033302.D\data.ms (-2779) (- m/z 213.10 100.00%

218.1
5000
119.1
65.1 | ‘ 651 10.50 20.00
obrrbpd bt S | 2679 3421 415, p/; 119, 21.16%
mlz--> 50 100 150 200 250 300 350 400
Abundance #109421: Phenol, 4,4'-(1-methylethylidene)bis-
218.0
5000 ]
19. 50 20 00
119.0 m/z 228. 16.43%
oL B0y | 1650
\\\\‘\\\\‘\}\\“\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #109402: 3,4'-Isopropylidenediphenol
213.0
T
19 50 20 00
m/z 214.10 15.15%
5000 119.0 /
65.0 165.0
o8y bbb L4
m/z--> 50 100 150 200 250 300 350 400
Abundance #161285: 4,4'-(1,3-Dimethylbutylidene)bisphenol — ——
218.0 19. 50 20.00
m/z 13.86%
5000
119.0
0 65.0 L 165.0 270.0
e
m/z--> 50 100 150 200 250 300 350 400 19 50 20 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 1-Heneicosyl formate Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
21.142 3.87 ng 395722  Chrysene-d12 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 1-Heneicosanol 312 C21H440 015594-90-8 94
4 Behenic alcohol 326 C22H460 000661-19-8 91
5 Bromoacetic acid, hexadecyl ester 362 C18H35Br02 005454-48-8 91

Abundance Scan 3027 (21.142 min): BM033302.D\data.ms (-3024) - m/z 55.10 100.00%
BH 1

111.1
—— —
21.00 21.50
167.1 2671
Ofrrety w“‘\““‘% L 2oL 4162 4752y 57 10 97.41%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #248981: 1-Heneicosyl formate
57.0
5000 — ——
1.0 21.00 21.50
m/z 43.10 95.59%
294.0
0\\\‘\\1\“‘!“\“\”%‘93\9‘2\2\2\\0‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #264236: n-Tetracosanol-1
57.0
—— —
21.00 21.50
5000 1.0 m/z 83.10 84.72%
0 {02220 3080
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #215083: 1-Heneicosanol T —
55.0 21.00 21.50
m/z 69.10 75.83%
5000 111.0 JMMM&%MMMﬂVWNNVanA
0 llﬁﬂﬁ?O%GO S
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 9-Octadecenamide, (Z)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

22.518 8.61 ng 879888  Chrysene-di2 21.447
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 95
2 13-Docosenamide, (Z)- 337 C22H43NO 000112-84-5 91
3 Decanamide- 171 C1@H21NO 002319-29-1 64
4 Palmitoleamide 253 C16H31NO 106010-22-4 64
5 Octadecanamide 283 C18H37NO 000124-26-5 59

Abundance Scan 3261 (22.518 min): BM033302.D\data.ms (-3257) (- m/z 59.10 100.00%

59.1
5000
T T \
‘H 209.1 265.1320.3 22:50
ol AL it H‘H‘ w2 26513203 4291 490 4,7 72.10  65.86%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #174776: 9-Octadecenamide, (Z)-
59.0
5000 = ‘
22.50
‘ 126.0 m/z 55.10 53.16%
281.0
O \\\\“ }\m”“dﬂIMZOJ”
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #245083: 13-Docosenamide, (2)-
59.0
T T \
22.50
5000 ITI/Z 43.10 38.85%
337.0
0 H‘Lgu( nl‘m\nnnm.‘u‘..‘.l‘lf%‘%?"“‘2‘7‘5)‘0,“1MW,W_M
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #46293: Decanamide- T ‘
59.0 22.50
m/z 41.10 34.25%
- JJL
‘ 128.0
0 HWMWN‘M_M\‘_A‘w“‘w“‘w“u“‘u,‘u“‘u“ —
m/z--> 0 50 100 150 200 250 300 350 400 450 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample : M4917-13

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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 4,9,13,17-Tetramethyl-4,8,1... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.647 4.65 ng 495388  Perylene-di12 23.777
Hit# of 5 Tentative ID MW MolForm CASH# Qual
14,9,13,17-Tetramethyl-4,8,12,16-... 316 C22H360 056882-09-8 83
2 Squalene 410 C30H50 000111-02-4 83
3 Farnesol isomer a 222 C15H260 1000108-92-4 72
4 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 59
5 4-0xo0-.beta.-damascone 206 C13H1802 053398-08-6 59

Abundance Scan 3283 (22.647 min): BM033302.D\data.ms (-3280) - m/z 69.10 100.00%

69.1
5000
s e
1374, 22.50 23.00
ol btbil L1 2031 2811 355.1 4311 8033 ./, g1.1p  48.44%

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

Abundance #220173: 4,9,13,17-Tetramethyl-4,8,12,16-octadecatetra
69.0

%

5000
22.50 23.00
137.0 m/z 41.10  23.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308260: Squalene
69.0
7 —
22.50 23.00
5000 ITI/Z 95.10 12.29%
137.0
bbbl 230 21303030 w100
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #101957: Farnesol isomer a T —
69.0 22.50 23.00
m/z 68.10 11.05%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM120321\
Data File : BM@33302.D

Acqg On : 04 Dec 2021 00:37
Operator : CG/JU

Sample 1 M4917-13

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM112421.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|
2-Pentanone, 4-... 5.048 5.3 ng 257885 1 7.925 973455 20.0
Benzene, 1-ethy... 7.313 3.9 ng 191790 1 7.925 973455 20.0
Benzene, 1,2,3-... 7.572 11.1 ng 542229 1 7.925 973455 20.0
Mesitylene 8.036 6.8 ng 331856 1 7.925 973455 20.0
Hexanoic acid, 8.166 3.5 ng 168939 1  7.925 973455 20.0
Indane 8.295 4.1 ng 198141 1 7.925 973455 20.0
unknown8.907 8.907 5.3 ng 257849 1 7.925 973455 20.0
unknown8.972 8.972 8.6 ng 416697 1 7.925 973455 20.0
unknown9.019 9.019 6.6 ng 321024 1 7.925 973455 20.0
Ethanol, 2-(2-b... 10.495 3.5 ng 215515 2 10.725 1250440 20.0
1-Methylindan-2... 12.595 6.1 ng 381774 2 10.725 1250440 20.0
2(3H)-Benzothia... 16.236 3.8 ng 342979 4 17.289 1804190 20.0
Phenol, 4,4'-(1... 19.718 34.1 ng 3487030 5 21.447 2043250 20.0
1-Heneicosyl fo... 21.142 3.9 ng 395722 5 21.447 2043250 20.0
9-Octadecenamid... 22.518 8.6 ng 879888 5 21.447 2043250 20.0
4,9,13,17-Tetra... 22.647 4.7 ng 495388 6 23.777 2131740 20.0
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