LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35 Instrument :
Operator : CG/JU BNA_M

Sample : M1648-09 ClientSampleld :
Misc : COMP2-30802:05

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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@29134.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.758 126 131 138 rVB 26195 33605 2.04% 0.353%
2 5.193 369 375 378 rBvV 103025 145351 8.83% 1.525%
3 5.228 378 381 391 rVB 51810 98691 6.00% 1.036%
4 5.604 439 445 453 rVB 90589 129270 7.85% 1.356%
5 6.081 521 526 533 rVvB 21334 28190 1.71% 0.296%
6 6.575 604 610 618 rBB 107399 156079 9.48% 1.638%
7 6.693 623 630 635 rVW 500055 708574 43.06%  7.435%
8 6.751 635 640 646 rVW 199238 284537 17.29%  2.986%
9 6.828 646 653 662 rvB2 255204 417430 25.36% 4.380%
10 6.993 674 681 688 rVB 210409 309024 18.78%  3.243%
11 7.257 718 726 732 rBV 810398 1149993 69.88% 12.067%
12 7.616 782 787 795 rBV2 30748 50736 3.08% 0.532%
13 7.716 795 804 811 rVB 95480 146164 8.88% 1.534%
14 7.975 842 848 856 rBB 27964 40682 2.47% 0.427%
15 8.710 966 973 980 rBV2 41844 73373  4.46% 0.770%
16 8.793 980 987 998 rvVB 121331 196230 11.92% 2.059%
17 9.857 1163 1168 1176 rVV 38059 70290 4.27% ©.738%
18 9.934 1176 1181 1188 rVV2 21326 42673 2.59% 0.448%
19 10.004 1188 1193 1200 rVB 24113 38125 2.32% 0.400%
20 10.122 1206 1213 1221 rBV 170464 272679 16.57% 2.861%
21 10.345 1244 1251 1256 rBV 119353 185580 11.28% 1.947%
22 10.404 1256 1261 1266 rVV 40902 66071 4.01% 0.693%
23 10.451 1266 1269 1275 rVB 11695 17615 1.07% 0.185%
24 10.975 1352 1358 1364 rBV2 15354 34868 2.12% 0.366%
25 11.034 1364 1368 1377 rVV3 8701 19369 1.18% 0.203%
26 11.128 1377 1384 1399 rVB2 27322 76082 4.62% 0.798%
27 11.410 1423 1432 1445 rBv4 15223 40284  2.45% 0.423%
28 11.816 1492 1501 1508 rVB 36876 64821 3.94% 0.680%
29 12.451 1604 1609 1611 rBV2 13878 22543 1.37% 0.237%
30 12.610 1630 1636 1642 rBV 11218 19005 1.15% 0.199%
31 12.898 1676 1685 1692 rBV 294593 429959 26.13% 4.512%
32 13.086 1710 1717 1729 rBV 26513 50677 3.08% 0.532%
33 14.045 1875 1880 1884 rBV 37952 55211 3.35% 0.579%
34 14.204 1897 1907 1912 rBV 53997 82231 5.00% 0.863%
35 14.286 1916 1921 1927 rVB 62702 90652 5.51% ©.951%

36 15.786 2170 2176 2186 rVB 238784 329789 20.04%  3.460%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

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 M\Methods\8270-BM022321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.033 2384 2388 2394 rVB 70568 98120 5.96% 1.030%
38 17.957 2536 2545 2564 rBV 444899 726340 44.14% 7.621%
39 19.074 2731 2735 2737 rBv2 24539 32075 1.95% 0.337%
40 19.104 2737 2740 2752 rVWJ3 47112 92745 5.64% 0.973%

41 19.245 2755 2764 2780 rVV 973023 1645708 100.00% 17.268%

42 19.668 2830 2836 2841 rBV 528333 608218 36.96% 6.382%
43 20.304 2940 2944 2949 rBV2 14806 20914 1.27% 0.219%
44 20.939 3048 3052 3059 rVB2 50505 72013 4.38% 0.756%
45 21.215 3095 3099 3110 rBV 92250 116320 7.07% 1.221%
46 22.686 3346 3349 3353 rVB2 16858 20679 1.26% 0.217%
47 23.215 3435 3439 3445 rVB3 12739 20214  1.23% 0.212%

48 23.356 3457 3463 3469 rVB2 57994 le0470 6.10% 1.054%

Sum of corrected areas: 9530269
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Mar 2021 17:35
: CG/JU
: M1648-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
BM029134.D

COMP2-30802:05

: 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

800000

600000

400000

200000

o

TIC: BM029134.D\data.ms

7.257

6.693

.828
.993
i 10.122

8.793 10.345

5.193 5604 6.5 7.716
oo Sgtadfys
W 19@5@& 410

3.758 Sﬁ% 6.081 {\ 7.6%6 7.975
A I T T T I\ - /\ /\

LU L L L B B BB O L L s O L B O B B \,\\\\\\-v‘\‘\\

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10. 00 10.50 11.00 11.50

Abundance

800000

600000

400000

200000

e

Time-->
Abundance

800000

600000

400000

200000

TIC: BM029134.D\data.ms
19.245

19.668
17.957

12.898
15.786

17.033
6 1¢

816 1248610 3.086 14: 20.304

L L B B B B B B B

12.00 12.50 13.00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
TIC: BM029134.D\data.ms

21.215
23.356
20.939 22.686 23.2

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 25.50 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\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Benzene, 1,3-dimethyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
5.604 50.96 ng 129270 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-dimethyl- 106 C8H10 000108-38-3 97
2 p-Xylene 106 C8H10 000106-42-3 97
3 o-Xylene 106 C8H10 000095-47-6 97
4 Ethylbenzene 106 C8H10 000100-41-4 91
5 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H1@ 002175-91-9 90
Abundance Scan 445 (5.604 min): BM029134.D\data.ms (-439) (-) m/z 91.10 100.00%
91.1
5000 106.1

\‘\\\\‘\\\\’\\\\‘\\\\‘\\

39.0 51‘-0 65.0 770 5.20 5.40 5.60 5.80 6.00
o‘wH_H‘,"‘;“u‘H}Jmw:UH‘m‘l‘_Hu‘luw‘mm m/z 106.10  42.69%

m/z--> 10 20 30 40 50 60 70 80 90 100 110

Abundance #5100: Benzene, 1,3-dimethyl-

91.0
106.0
5000 | B AL B R
5.20 5.40 5.60 5.80 6.00
m/z 105.10 18.65%
39.0 51.0 g50 77.0
O\\‘]\_\5\.\0‘\2\Z\-(’)\\\\“\\\\H\“\\\‘}‘\‘\\‘\\‘\‘U‘\\\\“1\\\‘\‘\‘\‘\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5081: p-Xylene
91.0 /\
R A RARRE
5.20 5.40 5.60 5.80 6.00
5000 106.0 m/z 51.00 14.83%
27.0 39"0 51"0 65.0 77"0 ‘
o) SR SO S S
miz--> 10 20 30 40 50 60 70 80 90 100 110 /\
Abundance #5083: o-Xylene ! B R
91.0 5.20 5.40 5.60 5.80 6.00
m/z 77.00 12.96%
5000 106.0
270 39‘.0 51‘.0 65.0 77‘.0 /\
o S NS /AP MU | A/ BSSP| NS. e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 5.20 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Benzene, propyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
6.575 61.53 ng 156079 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 94
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
4 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
5 Benzeneacetaldehyde 120 C8H80 000122-78-1 62
Abundance Scan 610 (6.575 min): BM029134.D\data.ms (-604) (-) m/z 91.10 100.00%
91.1
5000
1201 ALVt
65.0 T T I 1
39.0 6.20 6.40 6.60 6.80
S N P R m/z 120.10  23.68%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9407: Benzene, propyl-
91.0
5000 LI L LA L BN BN R B
6.20 6.40 6.60 6.80
65.0 120.0 m/z 65.00 13.70%
O\\\‘\\\\‘\\‘\\“\‘\\\‘\\!\‘\‘\\\“\\\\‘\\\\’\\\\’\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70358: N-Benzyl-2-phenethylamine
91.0
“H‘W‘H“H‘W‘H‘,
6.20 6.40 6.60 6.80
5000 120.0 m/z 92.00  10.98%
65.0
oL15. 39.0 | 209.0
A T B o R A o
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #24997: Ethanol, 2-[(phenylmethyl)amino]- “‘H““H““WA“‘,
91.0 6.20 6.40 6.60 6.80

m/z 39.00 7.88%

5000
120.0
65.0
o150 390 151.0

m/z--> 20 40 60 80 100 120 140 160 180 200 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Benzene, 1-ethyl-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
6.693 279.32 ng 708574 1,4-Dichlorobenzene-d4 7.616
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 630 (6.693 min): BM029134.D\data.ms (-623) (-) m/z 105.10 100.00%
105.1
5000
120.1

AR o

390  g30 (1° 91‘-1 6.40 6.60 6.80 7.00
oH_m_m‘HH“mH;Muwmw“1‘_”@:‘H_‘m‘ww‘m m/z 120.10  31.05%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120

Abundance #9425: Benzene, 1-ethyl-2-methyl-

105.0
120.0 6.40 6.60 6.80 7.00
m/z 91.10 13.71%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘e‘%\"\ow‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 A
R RE L RARAR
6.40 6.60 6.80 7.00
5000 m/z 77.00 12.85%
120.0
77.0 91.0
39.0
Obrrr 80 et M bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9414: Benzene, 1,2,3-trimethyl- A RARE B
105.0 6.40 6.60 6.80 7.00
m/z 79.10 9.48%
5000 120.0
39.0
77.0
63.0 ‘ 91.0
o‘w‘H‘E?bwulﬁ‘HWMuwmu‘m‘mu‘qh‘wﬂﬂw‘mﬁwu“ NS RV LS R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Benzene, 1-ethyl-4-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.751 112.16 ng 284537 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 640 (6.751 min): BM029134.D\data.ms (-635) (-) m/z 105.05 100.00%
105.1
5000
120.1
Emma A REARARE
51. 77.0 91.0 6.40 6.60 6.80 7.00
O prrrrrrre 3 ibhen e bl e myz 120,10 29.80%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0 j\/\
120.0 6.40 6.60 6.80 7.00
m/z 91.05 12.91%
39.0 77.0 91.0
0 H‘HH‘2\\5\.‘\0‘\\\\“‘H\\i‘{‘\\1‘6‘?\.‘(\)\‘H\‘H‘H\\“MH‘\M\‘H‘H“‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9430: Benzene, 1-ethyl-4-methyl-
105.0 A /\
mmma s R AR
6.40 6.60 6.80 7.00
5000 m/z 77.00 12.55%
120.0
77.0 91.0
ol ds0 L e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\ j\
Abundance #9401: Mesitylene R R RaE s R
105.0 6.40 6.60 6.80 7.00
m/z 79.00 9.33%
120.0
5000
77.0
39.0 91.0 /\ /\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Benzene, 1-ethyl-3-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
6.993 121.82 ng 309024  1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 91
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Mesitylene 120 C9H12 000108-67-8 91
Abundance Scan 681 (6.993 min): BM029134.D\data.ms (-674) (-) m/z 105.10 100.00%
105.1
5000
120.1
391 g3 70 91‘-0 6.60 6.80 7.00 7.20 7.40
oH_m_m‘HH“mH;Mmmw“1‘_”@:‘H‘;‘s!ww‘uw m/z 120.10  30.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9425: Benzene, 1-ethyl-2-methyl-
105.0
1200 6.60 6.80 7.00 7.20 7.40
m/z 91.00 13.27%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘e‘%\"\ow‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9423: Benzene, 1-ethyl-3-methyl-
105.0 A /\
R
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.00 12.98%
120.0
77.0 91.0
39.0
Obrrr 80 et M bl
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #9418: Benzene, 1,2,3-trimethyl- R
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.10 10.83%
120.0
5000
77.0
150 %90 es0 0O
O A RAAaEa S e e A R R SRR PRRRE
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.60 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35
Operator : CG/JU

Sample : M1648-09

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.257 453.32 ng 1149990 1,4-Dichlorobenzene-d4 7.616

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 94
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 91
Abundance Scan 726 (7.257 min): BM029134.D\data.ms (-718) (-) m/z 105.10 100.00%
105.1
5000 120.1
39.1 630 |0 911 7.00 7.20 7.40 7.60
O et el b gz 12010 42.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9418: Benzene, 1,2,3-trimethyl-
105.0
120.0 /\
5000 \\\\\/‘\\\\\‘\\\\’\\\\‘\\/\\
7.00 7.20 7.40 7.60
m/z 77.00 12.77%
39.0 630 (0 910 ‘
OH‘\H‘\‘\H‘\‘\\H“‘\\Hi“\‘\\\‘\‘\"\\‘\\\‘H‘HH“HH‘\Ml\‘\\‘\‘\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9402: Mesitylene
105.0 /\ /\
120.0 7.00 7.20 7.40 7.60
5000 m/z 119.10 11.97%
39.0 3 77.0 91.0 ‘
Ol e ettt e e e
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 /\
Abundance #9421: Benzene, 1,2,4-trimethyl- e ARERREREE SV
105.0 7.00 7.20 7.40 7.60
m/z 91.10 11.09%
120.0
5000
77.0 91.0
0150 . 38050640 I T L \/\/\,A
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.00 7.20 7.40 7.60

8270-BM022321.M Tue Mar 16 05:17:45 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Benzene, 1,2,4-trimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.716 57.62 ng 146164 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 94
2 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
3 Mesitylene 120 CO9H12 000108-67-8 90
4 Benzene, 1l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 87
Abundance Scan 804 (7.716 min): BM029134.D\data.ms (-795) (-) m/z 105.10 100.00%
105.1
5000 120.1
AEEmETEE T
39.0 63.0 77.0 91.0 7.40 7.60 7.80 8.00
Obrrerreprerrpeerefivo ool bl il m/z 120.10 38.28%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #9412: Benzene, 1,2,3-trimethyl-
105.0
5000 1200 \\‘\\\\‘\\/\\\‘\\\\’\\\\‘

7.40 7.60 7.80 8.00
m/z 77.00 12.03%

39.0 77.0 91.0
O \\’]\-\5\.\0’\\\“1’1\\1"‘11\\"“1‘1\1??1“?\‘\\\M“\\\\“\\\\‘\‘\1\‘\\‘\‘\“‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9410: Benzene, 1,2,4-trimethyl-
105.0
e e
7.40 7.60 7.80 8.00
5000 120.0 m/z 39.00 10.88%
28.0 77.0 91.0
N N T Y A v
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #9402: Mesitylene aREEs /‘\‘ REREARRRRS
105.0 7.40 7.60 7.80 8.00
m/z 91.00 10.75%
120.0
5000
39.0 77.0 91.0
0 ",‘m,‘Hﬁ,m“,Mm‘,‘m‘\?%‘9“1‘1“‘m“mH“‘:!“mh“‘m“ DN | W .
m/z--> 10 20 30 40 50 60 70 80 90 100110120 7.40 7.60 7.80 8.00

8270-BM022321.M Tue Mar 16 05:17:46 2021 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Indane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
7.975 16.04 ng 40682 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 93
2 Benzene, 2-propenyl- 118 C9H10 000300-57-2 81
3 Benzene, 1-ethenyl-2-methyl- 118 C9H1e 000611-15-4 74
4 (Z)-1-Phenylpropene 118 C9H1e0 000766-90-5 64
5 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
Abundance Scan 848 (7.975 min): BM029134.D\data.ms (-842) (-) m/z 117.10 100.00%
11y.1
5000
91.0 “/\H/‘\“HH‘HHWH,‘
39.0 63.0 ‘ 7.60 7.80 8.00 8.20
Obrerrrerprrrepre et i b il myz 118.00  56.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8949: Indane
11y7.0
5000 e
7.60 7.80 8.00 8.20
390 g 91.0 m/z 115.00  34.44%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8961: Benzene, 2-propenyl-
117.0
A
7.60 7.80 8.00 8.20
m/z 91.00 19.21%
5000 910 /
39.0 65.0
O 00 .
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 /\
Abundance #8974: Benzene, 1-ethenyl-2-methyl- V“A‘H“‘H“Nﬂ‘u“,
117.0 7.60 7.80 8.00 8.20
m/z 39.00 11.46%
5000
91.0
39.0
58.0 770
Obrrrgrrrr 280 b Ll b 190 L
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 unknown8.71 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.710  28.92 ng 73373 1,4-Dichlorobenzene-d4 7.616

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-tert-Butylsulfanyl-2,3-difluor... 177 C7H9F2NS 1000275-70-8 47
2 Propane, 2-bromo-2-methyl- 136 C4H9Br 000507-19-7 37
3 Trichloroacetic acid butyl ester 218 C6H9C1302 003657-07-6 36

4 Diazene, bis(1,1-dimethylethyl)- 142 C8H18N2 000927-83-3 32
5 Propane, 2-methyl-2-nitro- 103 C4H9NO2 000594-70-7 32

Abundance Scan 973 (8.710 min): BM029134.D\data.ms (-966) (-) m/z 57.10 100.00%

57.1
5000
390 \\‘\\\\‘\\\\’\\\\‘\\\\‘
‘ | 28.9 119.1 8.40 8.60 8.80 9.00
O el “‘u . m/z 41.10  74.42%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #43446: 3-tert-Butylsulfanyl-2,3-difluoro-acrylonitrile
57.0
5000 L I R R B B
8.40 8.60 8.80 9.00
39,0 m/z 39.00 24.18%
76.0
O\ ‘ L \"‘\ T \“\“‘ ‘\ \‘\ ‘\ ‘ T \]_\o‘l\o\ \].\2‘0.\()\ \]\-4‘.2\.(\)\]\_6‘2\\0\ T ‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15971: Propane, 2-bromo-2-methyl-
57.0
VR W L V. S NN
8.40 8.60 8.80 9.00
m/z 43.00 14.66%
5000{ g o /
0 \‘\ \‘u 1l 79.0 105-0123'0
B e T A e e e e
m/fz--> 20 40 60 80 100 120 140 160 180
Abundance #76054: Trichloroacetic acid butyl ester A mmi L S
57.0 8.40 8.60 8.80 9.00
20.0 m/z 119.10  12.35%
5000
82.0 117.0 /\ A
o B T S S SMENN & SR NN | B
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 Methyl m-tolyl carbinol Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.857 21.28 ng 70290 Naphthalene-d8 10.404

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl m-tolyl carbinol 136 C9H120 1000342-29-9 97
2 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 89
3 .gamma.-Terpinene 136 C10H16 000099-85-4 72
4 Benzenemethanol, 4-methyl-.alpha... 176 C12H160 083173-76-6 53
5 2-Carene 136 C10H16 000554-61-0 47

Abundance Scan 1168 (9.857 min): BM029134.D\data.ms (-1163) (-) m/z 93.10 100.00%

93.1
121.0
5000 43.0 77.0
136.0
‘ ‘ GOH 950 10 00
o e ille Ll L m/z 91.60 76.19%
miz--> 20 40 60 80 100 120 140
Abundance #16402: Methyl m-tolyl carbinol
93.0
121.0
43.0
5000 77.0 £ ‘/\‘A‘ ‘
' 136.0 9.50 10.00
m/z 121.00  69.29%
27.0 GOH
0 \]\-2\'9‘ \‘\‘\ \“i‘ i‘ \‘“\ }H“\ \”\“‘ T \‘ ‘\ T T \‘\‘H\ T \“ T
m/z--> 20 40 60 80 100 120 140
Abundance #16518: Benzenemethanol, .alpha.,4-dimethyl-
93.0 121.0
950 10.00
43.0
77.0 136.0
27.0 ‘ H
Y o Y O 1
m/z--> 20 40 60 80 100 120 140 ﬁ
Abundance #15711: .gamma.-Terpinene
93.0 950 10 00
m/z 43.00 39.60%
5000 77.0
121.0136.0
Tl | |
A ‘U\‘ T
m/z--> 20 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 4-(2-Hydroxymethyl-benzylox... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.934 12.92 ng 42673 Naphthalene-d8 10.404

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-(2-Hydroxymethyl-benzyloxy)-ph... 264 C16H12N202 1000295-96-7 72
2 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 49
3 Pyridine, 4-propyl- 121 C8H11N 001122-81-2 47
4 Benzene, 1l-methyl-2-nitroso- 121 C7H7NO 000611-23-4 43
5 Camphene 136 C10H16 000079-92-5 42

Abundance Scan 1181 (9.934 min): BM029134.D\data.ms (-1176) (-) m/z 121.00 100.00%

93.0 121.0
5000 43.0
WLl
bl Ll Wz 93.05  87.61%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #114025: 4-(2-Hydroxymethyl-benzyloxy)-phthalonitrile
93.0 121.0
5000 ‘ ‘
10.00
65.0 m/z 91.05 81.86%
0l i‘$‘w N \W ’l5?0 %90921?0 : 2?41
\HHHHHHH’HHHHHHHHHHHHHHHHHH\H
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #16519: Benzenemethanol, .alpha.,4-dimethyl-
121.0
VN
93.0 T
10.00
5000 43.0 m/z 77.00 50.56%
0 m_m‘w‘m‘“m,”wm“_m,uH‘mWm,w_www
m/z--> 20 40 60 80 100120140160 180200220240260 A
Abundance #9566: Pyridine, 4-propyl- I
93.0 121.0 10.00
m/z 43.00 46.59%
5000
65.0
O,, —r=
m/z--> 20 40 60 80 100120140160 180200220 240260 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Ethanone, 1-(3-methylphenyl)- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
10.122 82.54 ng 272679 Naphthalene-d8 10.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(3-methylphenyl)- 134 C9H100 000585-74-0 95
2 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 95
3 Ethanone, 1-(2-methylphenyl)- 134 C9H1e0 000577-16-2 87
4 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 72
5 2-Methylbenzoyl isothiocyanate 177 C9H7NOS 028115-85-7 64

Abundance Scan 1213 (10.122 min): BM029134.D\data.ms (-1206) (- m/z 119.00 100.00%
91.1 119.0
5000
65.0 134.0
o e
‘ ‘ ‘ 10.00 10.50
0 H‘WHH‘H‘:,mH}‘:m,‘l‘:wmum‘,‘!hH_m,m:}mww m/z 91.10 94.10%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15334: Ethanone, 1-(3-methylphenyl)-
91.0 119.0
5000 Lo 7
134.0 10.00 10.50
430 650 m/z 134.00  28.18%
27,0 ‘ ‘ - I |
O H‘HH‘HH‘H\}"\\‘H}\H\"}\\\‘HH‘HH"HH‘HH’HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15339: Ethanone, 1-(4-methylphenyl)-
119.0
91.0 10.00 10.50
5000 m/z 65.00 28.16%
134.0
65.0
39.0 ‘
O eve bbb
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15336: Ethanone, 1-(2-methylphenyl)-
91.0 119.0 10 00 10 50
m/z 43.00 19.18%
134.0
5000
430 650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 lO 00 10 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k 3k sk sk >k 3k 5k 5k 3k sk sk sk sk >k 3k 3k 5k sk 3k sk sk sk sk 3k 3k 5k 3k sk 5k 3k 3k sk sk >k >k 3k 3k ok 3k sk sk sk >k 3k 3k 5k 5k 3k 3k sk sk sk 3k ok 3k ok sk sk sk sk sk sk sk kkok
Peak Number 14 Ethanone, 1-(4-methylphenyl)- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
10.345 56.18 ng 185580 Naphthalene-d8 10.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(4-methylphenyl)- 134 C9H100 000122-00-9 97
2 Ethanone, 1-(3-methylphenyl)- 134 C9H1e0 000585-74-0 93
3 o-Cymene 134 C1leH14 000527-84-4 80
4 Benzoyl chloride, 4-methyl- 154 C8H7C10 000874-60-2 80
5 4-Methylbenzoyl isothiocyanate 177 C9H7NOS 016794-68-6 80

Abundance Scan 1251 (10.345 min): BM029134.D\data.ms (-1244) (-  m/z 119.00 100.00%

119.0
91.0
5000
65.0 134.1 —
39”’ ‘ ‘ 10.00 10.50
Obrrprrreprrrrpreetiter el el m/z 91,00 71.00%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15330: Ethanone, 1-(4-methylphenyl)-
91.0 119.0
5000 Aoy
134.0 10.00 1050
6.0 m/z 65.00  23.46%
39.0
O\\‘]-\\5\\0‘\\\\‘H\\“\‘\\\UH\\‘1‘\\\‘\H\‘\H\“1\\\‘\\H‘\\H‘\\H‘\\‘H‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #15334: Ethanone, 1-(3-methylphenyl)-
91.0 119.0
w L
10.00 10.50
5000 m/z 134.05  22.89%
134.0
43.0
0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14806: o-Cymene T T
119.0 10.00 10.50
m/z 39.00 13.39%
5000 91.0
134.0
39.0 65.0 ‘
o"‘1”5”0‘”"‘H‘““H";‘H"‘:““"‘H‘M‘HJ‘:m"“1‘”_M‘}www ,\/\4‘ : O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\

Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST11.L
LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Benzyl alcohol, 2,3-dimethyl- Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.128 23.03 ng 76082 Naphthalene-d8 10.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzyl alcohol, 2,3-dimethyl- 136 C9H120 013651-14-4 90
2 Benzenemethanol, 2,5-dimethyl- 136 C9H120 053957-33-8 70
3 Benzenemethanol, 3,5-dimethyl- 136 C9H120 027129-87-9 55
4 3-Phenylpropanol 136 C9H120 000122-97-4 43
5 .alpha.-Methylstyrene 118 C9H10 000098-83-9 35

Abundance Scan 1384 (11.128 min): BM029134.D\data.ms (-1377) (-

m/z 118.10 100.00%

91.0 118.1
5000 136.0
39.0
65.0 A /\/\
‘ ‘ H 11.00 11.50
I TN 1 ‘ ol L wyz 91.e8 98.90%
miz--> 20 40 60 80 100 120 140
Abundance #16479: Benzyl alcohol, 2,3-dimethyl-
118.0
91.0
5000 136.0 AT ‘/\0 ; ‘
1100 1150
39.0 65.0 ‘ m/z 77.00 52.64%
O\\\‘\\\\“\\““\“\‘\\\H[\\\\‘H\\\‘\\\\“\
miz--> 20 40 80 100 120 140
Abundance #16486: Benzenemethanol, 2,5-dimethyl-
118.0
‘ N
1100 1150
5000 91.0 m/z 121.00  48.89%
136.0
L Ll
o140 L, “‘M w‘:‘u‘h“ : ““ - “ ‘ : ‘ R .
miz--> 20 80 100 120 140
Abundance #16489: Benzenemethanol, 3,5-dimethyl-
91.0 1100 1150
121.0136.0 m/z 117.10  48.77%
5000 39.0
65.0
Lol kol o
onHH M‘“‘“HMH‘H‘MHMH‘HH‘_ IR /MN‘
m/z--> 20 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.816 19.62 ng 64821 Naphthalene-d8 10.404
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 98
2 N-Ethylbenzimidoyl bromide 211 CSH1eBrN 041182-87-0 64
3 2H-Inden-2-one, 1,3-dihydro- 132 C9H80 000615-13-4 64
4 1H-Indenol 132 C9H80 056631-57-3 53
5 Bicyclo[4.2.0]octa-1,3,5-triene 104 C8H8 000694-87-1 53
Abundance Scan 1501 (11.816 min): BM029134.D\data.ms (-1492) (-  m/z 104.00 100.00%
104.0 132.0
5000 78.0
51.1
P P
‘ ‘ H 11.50 12.00
Oberrreeeprrrereethib el g W nyz 132.00  99.81%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14545: 1H-Inden-1-one, 2,3-dihydro-
104.0
132.0
5000 8.0 — —
51.0 11.50 12.00
m/z 103.00 56.19%
27.0 ‘ ‘
O H‘HH‘HH‘\\\‘1“\\\\‘1\\\“1‘}‘\\‘\“H‘HH’HH‘!‘H’HH‘HH‘\‘H\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #70475: N-Ethylbenzimidoyl bromide
104.0
132.0 M o T
11.50 12.00
5000 m/z 78.00 45.86%
77.0
51.0
27.0 ‘
o ST A SR | OO
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #14546: 2H-Inden-2-one, 1,3-dihydro- O —
104.0 11.50 12.00
m/z 51.10 34.25%
5000 132.0
51.0 78.0
O‘w‘HWHH‘HJMHWMHWWHMMM_HWHH e A\J‘“‘ ——L
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 1(3H)-Isobenzofuranone, 5-m... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
14.204 18.14 ng 82231  Acenaphthene-die 14.286
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1(3H)-Isobenzofuranone, 5-methyl- 148 C9H802 054120-64-8 98
2 4-Methylphthalaldehyde 148 C9H802 015158-36-8 95
3 Propiophenone, 2'-methyl- 148 C10H120 002040-14-4 64
4 Benzene, 1l-methyl-4-(1-methylpro... 148 C11H16 001595-16-0 64
5 3,4-Dihydro-2-quinoxalinol 148 C8H8N20 1000332-36-8 64
Abundance Scan 1907 (14.204 min): BM029134.D\data.ms (-1897) (-  m/z 119.00 100.00%
119.0
5000 91.0
148.0
63.0 — ——
39.0 ‘ ‘ 14.00 14.50
O‘“H‘“HM“‘Hw‘u“wul‘“Hu‘lum‘““u m/z 91.00 43.80%
m/z--> 20 40 80 100 120 140
Abundance #23278.1(3H)450benzoﬂuanone,54neﬂwb
119.0
5000 T
9L.0 148.0 14.00 14.50
39.0 63.0 m/z 148.00  31.52%
O\\‘\\\\““\\}\“‘H\\m\“\\}\‘\\\\‘l\\\\‘\‘\‘\\
m/z--> 20 80 100 120 140
Abundance #23251. 4-Methylphthalaldehyde
119.0
——
91.0 14.00 14.50
5000 148.0 m/z 63.00 17.37%
39.0 65.0
Jzon L)
m/z--> 20 40 60 80 100 120 140
Abundance #22660: Propiophenone, 2'-methyl- T —
119.0 14.00 14.50
m/z 65.00 14.60%
91.0
5000
65.0 148.0
39.0 |
ottt —
m/z--> 20 40 60 80 100 120 140 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.957 148.05 ng 726340  Phenanthrene-die 17.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Undecanoic acid 186 C11H2202 000112-37-8 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2545 (17.957 min): BM029134.D\data.ms (-2536) (-  m/z 43.05 100.00%

43.0
73.0
5000
129.1
213.2
‘ ‘ H ? 157.1185.1 ‘ 256.1 18.00
oww‘_‘””!w wu‘m”m‘mmmm‘_“H‘“wwmwm‘_ m/z 41.18  85.46%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 ‘ ‘
18.00
157.01g5 2130  256.0 m/z 59.95 80.93%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #72643: Tridecanoic acid
73.
43.0 0
=
18.00
5000 129.0 ITI/Z 73.00 77 .44%
171.0
214.0
0150?
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #95851: Pentadecanoic acid T
43.0 73.0 18.00
m/z 55.05 73.85%
5000 129.0
199.0
s ) e T
O%?Rk“JWNWwWWAWWMMMWHJMJHJHWH‘WHHMH‘_ _—
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 1-Dodecanethiol Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.104 18.90 ng 92745  Phenanthrene-d10 17.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecanethiol 202 C12H26S 000112-55-0 86
2 Oleic Acid 282 C18H3402 000112-80-1 83
3 2-Propenoic acid, pentadecyl ester 282 C18H3402 043080-23-5 72
4 cis-Vaccenic acid 282 C18H3402 000506-17-2 72
5 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 68

Abundance Scan 2740 (19.104 min): BM029134.D\data.ms (-2737) (- m/z 55.05 100.00%

55.0
5000
97.0

202.0
139.0 264.1 19 00 19 50
— AN/TOF ETIN | BRI m/z 41.05 77.68%

miz--> 50 100 150 200 250
Abundance #62648: 1-Dodecanethio
58.0
97.0

5000 T ‘ T T 1
19.00 19.50
168.0 505 o m/z 43.85  60.21%

0 18\# “\ H“\ M‘ ‘ ‘\‘\ 127'q — ‘\r — ‘\‘\ T
miz--> 50 100 150 200 250
Abundance #129338: Oleic Acid
55.0
—— —

97.0 19.00 19.50
5000 m/z 69.00 51.51%
37.0 264.0
o UL D as0 2220 1 J
miz--> 50 100 150 200 250
Abundance #129372: 2-Propenoic acid, pentadecyl ester T ; ‘
55.0 19.00 19.50

m/z 83.05 44.55%

5000
97.0
‘ 7.0
0 HH \Lm \\H‘ \H\ \M\ i 166.0, 2100

m/z--> 50 100 150 200 250 19 00 19 50

8270-BM022321.M Tue Mar 16 05:17:51 2021 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35

Operator : CG/JU

Sample : M1648-09

Misc : COMP2-30802:05

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM022321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Octadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.245 282.96 ng 1645710 Chrysene-d12 21.215
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68

Abundance Scan 2764 (19.245 min): BM029134.D\data.ms (-2755) (-  m/z 43.05 100.00%

4’2
5000
129.1
185.1 T T
H ‘ | 24‘1 2 2843 19.00 19.50
oH‘ M bbb L b L w/z 6e.00  77.55%
miz--> 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
’.1
129.0
5000p8.0 284.0 U N
1850 241.0 19.00 19.50
m/z 41.05 76.94%
0 ‘\‘!‘H\ m‘u‘\ i “‘\‘ ‘L‘\‘ “ ‘\“‘ ‘\‘\‘ : “‘ R
m/z--> 5 100 150 200 250 300 350
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es
43.0
" —
19.00 19.50
m/z 73.00 75.43%
5000 284.0 /
3.0 1290
Il 1850 2410
fo) \‘\M u‘H M\ it \‘\‘ ‘\ “‘ \‘ ‘\‘\‘ “ - “‘ [ ‘3‘7‘2"
miz-> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid —— —
60.0 19.00 19.50
m/z 55.05 73.53%
5000 129.0
H 171.0 213.0 256.0
0! H‘m\h”\u‘\h\‘\“‘““‘\““\‘“‘HH‘HH“H " e
m/z--> 50 100 150 200 250 300 350 19.00 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@31521\
Data File : BM@29134.D

Acqg On : 15 Mar 2021 17:35
Operator : CG/JU

Sample : M1648-09

Misc :

ALS Vvial : 10 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@22321.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
Benzene, 1,3-di... 5.604 51.0 ng 129270 1 7.616 50736 20.0
Benzene, propyl- 6.575 61.5 ng 156079 1 7.616 50736 20.0
Benzene, 1-ethy... 6.693 279.3 ng 708574 1 7.616 50736 20.0
Benzene, 1-ethy... 6.751 112.2 ng 284537 1 7.616 50736 20.0
Benzene, 1-ethy... 6.993 121.8 ng 309024 1 7.616 50736 20.0
Benzene, 1,2,3-... 7.257 453.3 ng 1149990 1 7.616 50736 20.0
Benzene, 1,2,4-... 7.716 57.6 ng 146164 1 7.616 50736 20.0
Indane 7.975 16.0 ng 40682 1 7.616 50736 20.0
unknown8.71 8.710 28.9 ng 73373 1 7.616 50736 20.0
Methyl m-tolyl ... 9.857 21.3 ng 70290 2 10.404 66071 20.0
4-(2-Hydroxymet... 9.934 12.9 ng 42673 2 10.404 66071 20.0
Ethanone, 1-(3-... 10.122 82.5 ng 272679 2 10.404 66071 20.0
Ethanone, 1-(4-... 10.345 56.2 ng 185580 2 10.404 66071 20.0
Benzyl alcohol,... 11.128 23.0 ng 76082 2 10.404 66071 20.0
1H-Inden-1-one,... 11.816 19.6 ng 64821 2 10.404 66071 20.0
1(3H)-Isobenzof... 14.204 18.1 ng 82231 3 14.286 90652 20.0
n-Hexadecanoic ... 17.957 148.1 ng 726340 4 17.033 98120 20.0
1-Dodecanethiol 19.104 18.9 ng 92745 4 17.033 98120 20.0
Octadecanoic acid 19.245 283.0 ng 1645710 5 21.215 116320 20.0
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