LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 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_ P\Methods\8270E-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@5154.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.687 98 102 109 rVB2 11367 16204 1.20% 0.143%
2 3.787 113 119 123 rBV3 13995 23566 1.74% 0.208%
3 5.228 360 364 370 rVB 51227 69589 5.14% 0.616%
4 5.299 370 376 383 rBV 476128 667860 49.31% 5.909%
5 5.722 441 448 455 rVB6 7513 14258 1.05% 0.126%
6 6.199 524 529 535 rVB2 12216 20303 1.50% ©0.180%
7 6.687 601 612 619 rBVv2 55788 96977 7.16% ©.858%
8 6.881 635 645 661 rVB 452463 728364 53.77% 6.444%
9 7.093 677 681 688 rVB 11848 18852 1.39% 0.167%
10 7.352 716 725 730 rVB3 8388 17661 1.30% 0.156%
11 7.699 776 784 791 rBV 116055 191224 14.12% 1.692%
12 7.816 800 804 811 rVB3 8152 13848 1.02% 0.123%
13 7.928 818 823 830 rBv2 10421 16286 1.20% 0.144%
14 8.069 841 847 855 rBV 71029 110245 8.14% 0.975%
15 8.193 862 868 872 rBV 40222 64626 4.77% ©.572%
16 8.234 872 875 880 rvB4 10390 17119 1.26% 0.151%
17 8.346 888 894 900 rBV3 40962 83117 6.14% ©.735%
18 8.499 916 920 929 rVB 27657 44578  3.29% 0.394%
19 8.805 965 972 976 rBV 144949 224319 16.56% 1.985%
20 8.863 976 982 990 rVB2 269579 488573 36.07% 4.323%
21 9.046 1004 1013 1021 rBV6 11299 23898 1.76% 0.211%
22 9.322 1055 1060 1067 rVB 90787 139976 10.33% 1.238%
23 9.581 1098 1104 1109 rBV 21435 35055 2.59% 0.310%
24  9.687 1116 1122 1126 rBV6 10397 20220 1.49% 0.179%
25 9.740 1126 1131 1136 rBV 55473 89108 6.58% ©0.788%
26 9.893 1150 1157 1166 rBv2 121059 221499 16.35% 1.960%
27  9.969 1166 1170 1175 rVB 14174 20559 1.52% 0.182%
28 10.075 1183 1188 1193 rVV2 21984 34881 2.58% 0.309%
29 10.193 1202 1208 1216 rVB 29694 49680 3.67% 0.440%
30 10.410 1240 1245 1248 rBV 11641 16820 1.24% 0.149%
31 10.487 1248 1258 1263 rvv2 159191 343860 25.39% 3.042%
32 10.540 1263 1267 1274 rVV2 222526 360485 26.61% 3.189%
33 10.604 1274 1278 1283 rVB 23520 34980 2.58% 0.309%
34 10.710 1291 1296 1301 rVB 20485 29597 2.19% 0.262%
35 11.110 1359 1364 1367 rBV4 7394 13928 1.03% 0.123%
36 11.151 1367 1371 1375 rVV2 22074 33695 2.49% 0.298%

8270E-BP032321.M Mon Apr 05 ©5:34:05 2021 Pa 1



LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 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_ P\Methods\8270E-BP©32321.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.404 1409 1414 1421 rBV 33661 55703 4.11% 0.493%
38 11.598 1442 1447 1453 rVB 18198 28405 2.10% 0.251%
39 11.687 1458 1462 1465 rBv3 9139 15718 1.16% 0.139%
40 11.828 1481 1486 1490 rVB 8441 13797 1.02% 0.122%
41 11.887 1490 1496 1505 rBV3 13253 29692 2.19% 0.263%
42 12.163 1533 1543 1550 rVB 186005 295981 21.85% 2.619%
43 12.381 1572 15860 1592 rVB 92029 154015 11.37% 1.363%
44 12.975 1673 1681 1687 rBV 658213 934202 68.97% 8.265%
45 13.381 1745 1750 1764 rVB2 7779 17296 1.28% 0.153%
46 13.528 1764 1775 1782 rBV4 12292 35265 2.60% 0.312%
47 13.675 1790 1800 1805 rBV3 15313 28325 2.09% 0.251%
48 13.816 1820 1824 1833 rVB 21211 31226 2.31% 0.276%
49 14.357 1910 1916 1922 rBV 236093 337725 24.93% 2.988%
50 15.192 2050 2058 2067 rVB4 6336 14491 1.07% 0.128%
51 15.857 2163 2171 2180 rBV 511843 714756 52.77%  6.324%
52 17.122 2379 2386 2390 rBV 267153 392021 28.94% 3.468%
53 17.157 2390 2392 2398 rVB 21446 26582 1.96% 0.235%
54 18.022 2531 2539 2547 rBV 152407 214676 15.85%  1.899%
55 18.092 2547 2551 2555 rVB 8566 13945 1.03% 0.123%
56 18.180 2562 2566 2577 rVB7 8238 18476 1.36% 0.163%
57 19.139 2722 2729 2734 rBV2 40247 58759 4.34% 0.520%
58 19.257 2745 2749 2761 rVWV 71258 101912 7.52% 0.902%
59 19.492 2784 2789 2797 rVB 34497 51869 3.83% 0.459%
60 19.698 2818 2824 2829 rBV 1095477 1354498 100.00% 11.984%
61 19.969 2867 2870 2873 rBv4 20827 29726  2.19% 0.263%
62 19.998 2873 2875 2880 rVB2 22634 23787 1.76% 0.210%
63 20.933 3030 3034 3042 rVB2 200563 291869 21.55%  2.582%
64 20.998 3042 3045 3054 rVB 67215 85001 6.28% ©.752%
65 21.133 3065 3068 3074 rBV3 13342 19524 1.44% 0.173%
66 21.216 3077 3082 3086 rBV 372459 474317 35.02% 4.196%
67 21.363 3105 3107 3112 rVB4 18521 21379 1.58% 0.189%
68 21.821 3179 3185 3193 rVB3 123681 217470 16.06%  1.924%
69 22.798 3347 3351 3355 rBV3 54256 90972 6.72% 0.805%
70 22.845 3356 3359 3368 rVB3 77027 132633 9.79% 1.173%
71 23.498 3464 3470 3477 rVB2 235025 429235 31.69% 3.798%

72 24.151 3577 3581 3592 rVB5 63372 151946 11.22% 1.344%

Sum of corrected areas: 11303004
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: 02 Apr 2021 12:10
: CG/JU
: M1836-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
BP005154.D

: 7 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\DATABASE\NIST11.L
tion Parameters: LSCINT.P

TIC: BP005154.D\data.ms

5.299 6.881
8.863
s ol 7.699 9. 322
397 % o 6100 5% 7008352 1, mzm 0. OJ 9.0%

Time-->
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TIC: BP005154.D\data.ms
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0
Time-->
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0
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TIC: BP005154.D\data.ms
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Time-->

8270E-BP@3232
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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, propyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.687 10.14 ng 96977 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 C9H12 000103-65-1 90
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 78
3 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
4 n-Butylbenzylamine 163 C11H17N 002403-22-7 64

5 Propanenitrile, 3-[(phenylmethyl... 160 C10H12N2

Abundance Scan 612 (6.687 min): BP0O05154.D\data.ms (-601) (-)

000706-03-6 64

m/z 91.10 100.00%

91.1
5000
N RARREREE RS SRR S
6.40 6.60 6.80 7.00
Obillidil 2071 28408420 4534 548. ., 129,19  24.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9407: Benzene, propyl-
91.0
5000 /'\H\‘HH‘HH‘/\\\J\\\‘HH
6.40 6.60 6.80 7.00
m/z 92.10 12.77%
O‘\ZZ\'P“‘\‘J\L"IH‘H‘HH‘HH‘\H\‘\H\‘\H\‘\H\‘H\\‘H\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #70356: N-Benzyl-2-phenethylamine
91.0
R R R AR A
6.40 6.60 6.80 7.00
5000 m/z 65.10 12.26%
0270 ] | 209.0
R B S R AL R R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #24997: Ethanol, 2-[(phenylmethyl)amino]- ““H““‘H“‘H““
91.0 6.40 6.60 6.80 7.00
m/z 57.10 7.36%
5000
ZSQIIIL\ 1510
O b e o T T e e e

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 1Indane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
8.069 11.53 ng 110245 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 94
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 81
3 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 74
4 Benzene, 1-propenyl- 118 C9H1e 000637-50-3 74
5 (Z)-1-Phenylpropene 118 C9H1e 000766-90-5 74

Abundance Scan 847 (8.069 min): BP005154.D\data.ms (-841) (-) m/z 117.20 100.00%

117.2
5000
58.0 7.80 8.00 8.20 8.40
bl ) 19202533 32623886 4564 5451 /7 118.85  53.63%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8951: Indane
117.0
5000 UL L L I A R BN
7.80 8.00 8.20 8.40
m/z 115.05 33.43%
39.0\
O‘\\l\\\’”\‘\\h\l\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #8973: Benzene, 1-ethenyl-2-methyl-
117.0
e RRARAREEE AL
7.80 8.00 8.20 8.40
5000 m/z 91.05 17.38%
39.0
S —

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

Abundance #8982: Tetracyclo[3.3.1.0(2,8).0(4,6)]-non-2-ene NN e RAEE
117.0 7.80 8.00 8.20 8.40

m/z 116.05 9.52%

5000

39.0

ol J NN

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.80 8.00 8.20 8.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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, 1,2-diethyl-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.193 6.76 ng 64626 1,4-Dichlorobenzene-d4 7.705
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2-diethyl- 134 C10H14 000135-01-3 94
2 Benzene, 1,4-diethyl- 134 CleH14 000105-05-5 94
3 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 94
4 Benzene, l-ethyl-3,5-dimethyl- 134 C1eH14 000934-74-7 87
5 o-Cymene 134 C10H14 000527-84-4 87

Abundance Scan 868 (8.193 min): BP005154.D\data.ms (-862) (-)
119.2

m/z 119.20 100.00%

Ll

5000
39.0 ’ 7.80 8.00 8.20 8.40 8.60
o_ﬂ'w“wlm_” 1 182.02465 3254 4290 5408 /7 105.10  95.69%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14842: Benzene, 1,2-diethyl-
119.0
5000 [TT T T[T T[Tt
7.80 8.00 8.20 8.40 8.60
m/z 134.20 47.43%
39.0
O‘\\L\uih‘fu\[%wj\\f\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14841: Benzene, 1,4-diethyl-
119.0
R
780800820840860
41.0 1
ot e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14844: Benzene, 1,3-diethyl- ‘H“‘H“‘H“‘H“,H
119.0 7.80 8.00 8.20 8.40 8.60
m/z 77.10 19.37%
5000
39.0 H
ob il R L i L L

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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, butyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
8.346 8.69 ng 83117 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, butyl- 134 C10H14 000104-51-8 64
2 Benzenepropanal 134 C9H1e0 000104-53-0 58
3 Benzene, (2-methylpropyl)- 134 CleH14 000538-93-2 52

4 Benzene, (2-methoxyethenyl)- 134 C9H1e0 004747-15-3 38
5 1,3,5-Cycloheptatriene 92 C7H8 000544-25-2 38

Abundance Scan 894 (8.346 min): BP005154.D\data.ms (-888) (-) m/z 91.10 100.00%

91.1
5000

SVAR LV SN SR VRAl
I ’ 8.00 8.20 8.40 8.60
Wuldd gl | 207.2267.1 3402 4173477.35369  n/; 92.10  47.85%

O phbet
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14828: Benzene, butyl-
91.0
5000 \‘/\\\\J‘\\\\\‘\j\\\\‘\\\\}:’\\

8.00 8.20 8.40 8.60
m/z 105.10 38.99%

2191,
[ i L
‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15280: Benzenepropanal /\
91.0

8.00 8.20 8.40 8.60
5000 m/z 119.15 33.47%

Bkl .\}

o

O b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14850: Benzene, (2-methylpropyl)-
91.0 8.00 8.20 8.40 8.60
m/z 134.20 31.17%
5000
279 . N
o_uﬁ,‘w_m_m_mw“mWuwuwwmw ‘WHWH_A‘_M,‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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-methyl-2-propyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.499 4.66 ng 44578 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-2-propyl- 134 C10H14 001074-17-5 91
2 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
3 2-Tolyloxirane 134 C9H100 002783-26-8 90

4 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 87
5 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 87

Abundance Scan 920 (8.499 min): BP005154.D\data.ms (-916) (-) m/z 105.10 100.00%

105.1
5000

8.20 8.40 8.60 8.80

39.0 \ -
ob 22011, 163.2221.3280.93458 4432 5422 ;134 50 21.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14855: Benzene, 1-methyl-2-propyl-
105.0
5000 HA\J\\/‘\\/\H‘HH‘HH
8.20 8.40 8.60 8.80
m/z 77.00 13.35%
39.0 Ll
O‘\\‘\l\“‘\“\\1[J\l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14857: Benzene, 1-methyl-4-propyl-
105.0
8.20 8.40 8.60 8.80
5000 m/z 79.00 11.28%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15278: 2-Tolyloxirane
105.0 8.20 8.40 8.60 8.80
m/z 91.10 10.53%
5000
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 o-Cymene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
8.805 23.46 ng 224319 1,4-Dichlorobenzene-d4 7.705

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C10H14 000527-84-4 93
2 p-Cymene 134 C10H14 000099-87-6 91
3 Benzene, 1-ethyl-2,4-dimethyl- 134 C1eH14 000874-41-9 91
4 Benzene, 1l-methyl-3-(1-methyleth... 134 CleH14 000535-77-3 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 90
Abundance Scan 972 (8.805 min): BP005154.D\data.ms (-965) (-) m/z 119.20 100.00%
119.2
5000
51.9 ‘ ‘ \ 8.40 8.60 8.80 9.00 9.20
Ol 2071 315.4 385244365031 /5 134,15  27.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14811: 0o-Cymene
119.0
5000 ‘\\\\‘\\\\’\\\\‘\\\\‘\\}
8.40 8.60 8.80 9.00 9.20
m/z 91.10  21.36%
41.0 \
O‘\\‘\J\“L“\A\L\l\“"\\ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14808: p-Cymene
119.0
8.40 8.60 8.80 9.00 9.20
5000 m/z 117.10 17.62%
39.0 l
O‘mMMWAMWdH‘H‘W‘H‘_‘H‘H‘W‘H‘V‘H,H‘W‘H‘“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14881: Benzene, 1-ethyl-2,4-dimethyl- e
119.0 8.40 8.60 8.80 9.00 9.20
m/z 77.05 11.25%
5000
10,
Ol e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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, 1,2,4,5-tetramethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.322 8.14 ng 139976 Naphthalene-d8 10.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 93
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 91
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 91
4 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 91
5 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91

Abundance Scan 1060 (9.322 min): BP005154.D\data.ms (-1055) (-) m/z 119.15 100.00%

119.2
5000
S L N V'S
39.0 9.00 9.20 9.40 9.60
bbb L 207.2  295.0353.9415.2 482.9544.5  m/z 134.15  42.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14872: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 L/\H‘HH‘HH‘HH‘HH’
9.00 9.20 9.40 9.60
m/z 91.10 18.28%
39.0
O‘\\J\uihf”l\h\f‘“\u\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14869: Benzene, 1,2,3,4-tetramethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 120.10 10.30%
o —
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #14870: Benzene, 1,2,3,5-tetramethyl- kAH“‘H“‘H“‘H“$J¥

119.0 9.00 9.20 9.40 9.60
m/z 133.15 9.17%

5000

39.0
0 | “ Ll ‘ il

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_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
9.740 5.18 ng 89108 Naphthalene-d8 10.493

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C10H12 002039-89-6 92
2 1H-Indene, 2,3-dihydro-5-methyl- 132 C10H12 000874-35-1 91
3 Benzene, (1-methyl-1-propenyl)-,... 132 C1OH12 000768-00-3 91
4 1H-Indene, 2,3-dihydro-2-methyl- 132 C1OH12 000824-63-5 91
5 Benzene, 1-methyl-2-(2-propenyl)- 132 C10H12 001587-04-8 91

Abundance Scan 1131 (9.740 min): BP005154.D\data.ms (-1126) (-) m/z 117.10 100.00%
117.1

5000
. 1 O G
51.0 9.50 10.00
Oboiibhda Ll 2072 2811 3881 46555269 127135 20  37.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl-
117.0
5000 —— et
9.50 10.00
51.0 m/z 115.05 27.28%
0|WAi4#HL,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14076: 1H-Indene, 2,3-dihydro-5-methyl- jj\
117.0 A
e N T A
9.50 10.00
5000 ITI/Z 131.20 18.91%
39.0
0\HLHJAAW““\H‘w‘H‘w‘wa‘w‘H‘w‘H\HH\H‘w‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14096: Benzene, (1-methyl-1-propenyl)-, (E)- ‘ 4»‘ ‘Aﬁmﬂﬁ
117.0 9.50 10.00

m/z 116.05 13.76%

5000
51.0 NA
0 \‘\Hllh ‘,/‘\ !
9.50

‘\\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 1-Phenyl-1-butene

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
9.893 12.88 ng 221499 Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenyl-1-butene 132 C10H12 000824-90-8 95
2 2,4-Dimethylstyrene 132 C1eH12 002234-20-0 87
3 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 87
4 Benzene, 2-ethenyl-1,3-dimethyl- 132 C1OH12 002039-90-9 76
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 76

Abundance Scan 1157 (9.893 min): BP005154.D\data.ms (-1150) (-)
117.1

m/z 117.10 100.00%

5000
— P
51.0 ’ ‘l 9.50 10.00
Ol rtbbid il 1988 2050 38464460 5293 ., 19920  49.33%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14034: 1-Phenyl-1-butene
117.0
5000
9.50 10.00
m/z 132.15 32.18%
51.0
O‘Hh\l\l#“\‘“\‘“\g[lll\\‘l\l\’\\\\‘\H\‘HH‘\H\‘\H\‘H\\‘HH‘\\H‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14041: 2,4-Dimethylstyrene
117.0
T \ ‘A\/\\
9.50 10.00
5000 m/z 115.10 31.45%
39.0
OWM,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #14074: Benzene, 2-ethenyl-1,4-dimethyl- —) e
117.0 9.50 10.00
m/z 91.10 24.19%
5000
51.0
0 \HIHHJH i L

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

8270E-BP032321.M Mon Apr 05 05:34:09 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 1H-Indene, 2,3-dihydro-4,7-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.404 3.24 ng 55703 Naphthalene-d8 10.493
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, 2,3-dihydro-4,7-dimet... 146 C11H14 006682-71-9 95
2 1H-Indene, 2,3-dihydro-5,6-dimet... 146 C11H14 001075-22-5 93
3 Benzene, (1-methyl-1-butenyl)- 146 C11H14 053172-84-2 90
4 2,2-Dimethylindene, 2,3-dihydro- 146 C11H14 020836-11-7 90
5 Benzene, (2-methyl-1-butenyl)- 146 C11H14 056253-64-6 90
Abundance Scan 1414 (11.404 min): BP0O05154.D\data.ms (-1409) (- m/z 131.15 100.00%
131.2
5000 W\/J\
- —
71.]1 ‘ { 11.50
ol bk} 2072 2048 40184631 5371 ., 146,20  27.35%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21653: 1H-Indene, 2,3-dihydro-4,7-dimethyl-
131.0
5000
11.50
m/z 115.10 17.63%
27.0
O ‘\‘\J\L"h\i“\\“HI}HJ1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21649: 1H-Indene, 2,3-dihydro-5,6-dimethyl-
131.0
e
11.50
5000 m/z 145.15 14.15%
39.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #21623: Benzene, (1-methyl-1-butenyl)- —f—
131.0 11.50
m/z 91.05 12.97%
5000
51.0
ok.\l,‘mm L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50

8270E-BP032321.M Mon Apr 05 05:34:10 2021 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.022 10.95 ng 214676  Phenanthrene-die 17.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tetradecanoic acid 228 C14H2802 000544-63-8 70
3 Pentadecanoic acid 242 C15H3002 001002-84-2 62
4 Dodecanoic acid 200 C12H2402 000143-07-7 58
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2539 (18.022 min): BP005154.D\data.ms (-2531) (-  m/z 73.05 100.00%

T

5000
213.3
[izrea] | 100
0l il me Ly 28213411 4508 8491  m/z ee.05  73.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 T T

18.00
m/z 41.10 61.32%

” 213.0
l‘"\“\“}\“‘lf!\‘\\\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84453: Tetradecanoic acid

73.0

o

18.00
5000 m/z 43.10 58.87%
L 228.0
oA,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95851: Pentadecanoic acid R
73.0 18.00

m/z 55.05 58.25%

5000

199.0

dsollllliso

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00

-

8270E-BP032321.M Mon Apr 05 05:34:10 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 14 Octadecanoic acid Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.257 4.30 ng 101912 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 95
2 Pentadecanoic acid 242 C15H3002 001002-84-2 89
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86
4 Tridecanoic acid 214 C13H2602 000638-53-9 64
5 n-Decanoic acid 172 C10H2002 000334-48-5 58

Abundance Scan 2749 (19.257 min): BP005154.D\data.ms (-2745) (-  m/z 73.05 100.00%

> me“
— —
H ‘ ‘ 284.4 19.00 19.50
0 b MM b L 3“4%‘3”“"1‘2‘?“”53‘1‘1;“““ m/z 60.05 82.01%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #131258: Octadecanoic acid
43.0
5000 1290 U U
19.00 19.50
’ 284.0 m/z 55.05 74.09%
O‘\\"\ " Hh“hl\“W\“““
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #95855: Pentadecanoic acid
73.0
— —
19.00 19.50
5000 ITI/Z 57.10 68.96%
( } i 24T0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es e —
43.0 19.00 19.50
m/z 43.10 68.07%
5000 284.0
‘ 129.0
ol... ,HHMMFH‘SPOHH el WP
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 15 E-14-Hexadecenal Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.933 12.31 ng 291869 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 E-14-Hexadecenal 238 C16H300 330207-53-9 96
2 1-Heneicosanol 312 C21H440 015594-90-8 93
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 93
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 93
5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
Abundance Scan 3034 (20.933 min): BP005154.D\data.ms (-3030) (-  m/z 57.10 100.00%
7.1
5000
2 21.00
207.2 2811 -
ol AL, 200 2811 356.04153475.35336 1/, 5310 o160
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92510: E-14-Hexadecena
43.0
5000 T
21.00
1.0 m/z 97.15  85.30%
0 | M 18002380
‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #155046: 1-Heneicosano
55.0
—=
21.00
5000 m/z 69.05 78.61%
125.0
ohllul%omo
m/z--> 0 50 lOO 150 200 250 300 350 400 450 500 550
Abundance #127770: 9-Eicosene, (E)- T
57.0 21.00
m/z 55.10 78.06%
5000
ol ”m.weo 280.0
e A A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Diethylene glycol dibenzoate Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
20.998 3.58 ng 85001 Chrysene-d12 21.216
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethylene glycol dibenzoate 314 C18H1805 000120-55-8 86
2 2-(2-(2-Methoxyethoxy)ethoxy)eth... 268 C14H2005 1000366-99-1 78
3 Benzoic acid, 2-(2-chlorophenoxy... 276 C15H13C103 1000368-25-9 78
4 Benzoic acid, 2-(4-nitrophenoxy)... 287 C15H13NO5 1000368-92-7 72
5 1,3-Dioxolane, 2-(methoxymethyl)... 194 C11H1403 1000156-71-2 56

Abundance Scan 3045 (20.998 min): BP005154.D\data.ms (-3042) (-  m/z 105.10 100.00%
105.1

-

5000
—
207.2 282.1 21.00
040 kS04, 2821 S57.0 4611 549 n; 149.15  74.57%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #156211: Diethylene glycol dibenzoate
105.0
5000 =
21.00
m/z 77.10 47.78%
450, |, 1630 2380 3140
O‘\\\\’W\WY[\\\\[W\W\‘1!\\[\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #117026: 2-(2-(2-Methoxyethoxy)ethoxy)ethyl benzoate
105.0

o

T
21.00

5000 m/z 51.00 8.58%

45,
| J“ gl 1179.0

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

Abundance #124187: Benzoic acid, 2-(2-chlorophenoxy)ethyl ester —
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Cyclotetracosane Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
22.845 6.18 ng 132633 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 90
2 1-Tricosene 322 C23H46 018835-32-0 87
3 1-Octadecanol 270 C18H380 000112-92-5 83
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 83
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81

Abundance Scan 3359 (22.845 min): BP005154.D\data.ms (-3356) (-  m/z 83.10 100.00%

3358 . .
5000
207.2 - —
7.1 22.50 23.00
279.1 355.3 |
o,Hw'%ﬂl-ml“41524754549 m/z 57.10 97.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #174180: Cyclotetracosane
83.0
5000 336.0 T U
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O‘\\"\\’\‘\\\“\\\F\kf‘]\“\\l\"‘l\\“\‘\‘l\\'\\‘11\\‘L‘\\\\‘\\\\‘\\\\‘\\\\‘\
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Abundance #163016: 1-Tricosene
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— ——
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okl | Ul poso zag®™0
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Abundance #119523: 1-Octadecanol “ T
55.0 22.50 23.00
m/z 55.05 72.83%
5000
125.0
UL 2200
O‘m,m‘_m‘MH‘_m_H“mWuwm‘uwmw — ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP@@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP032321.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 Dichloroacetic acid, heptad... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
24.151 7.08 ng 151946 Perylene-di2 23.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
2 1-Hexacosanol 382 C26H540 000506-52-5 86
3 9-Tricosene, (Z)- 322 C23H46 027519-02-4 80
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 80
5 1-Docosene 308 C22H44 001599-67-3 78

Abundance Scan 3581 (24.151 min): BP005154.D\data.ms (-3577) (-  m/z 97.20 100.00%
97.2

5000

=

I \ 208.2 281.1 35524151 4802 24.00 24.50
M s, 23224151 4892547 /0 g3 19 99.61%
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #194133: Dichloroacetic acid, heptadecyl ester
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Abundance #163019: 9-Tricosene, (2)- — —
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP040221\
Data File : BP0@5154.D

Acqg On : 02 Apr 2021 12:10
Operator : CG/JU

Sample : M1836-15

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP©32321.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, propyl- 6.687 10.1 ng 96977 1 7.705 191224 20.0
Indane 8.069 11.5 ng 110245 1 7.705 191224 20.0
Benzene, 1,2-di... 8.193 6.8 ng 64626 1 7.705 191224 20.0
Benzene, butyl- 8.346 8.7 ng 83117 1 7.705 191224 20.0
Benzene, 1-meth... 8.499 4.7 ng 44578 1 7.705 191224 20.0
o-Cymene 8.805 23.5 ng 224319 1 7.705 191224 20.0
Benzene, 1,2,4,... 9.322 8.1 ng 139976 2 10.493 343860 20.0
Benzene, 2-ethe... 9.740 5.2 ng 89108 2 10.493 343860 20.0
1-Phenyl-1-butene 9.893 12.9 ng 221499 2 10.493 343860 20.0
1H-Indene, 2,3-... 11.404 3.2 ng 55703 2 10.493 343860 20.0
n-Hexadecanoic ... 18.022 10.9 ng 214676 4 17.122 392021 20.0
Octadecanoic acid  19.257 4.3 ng 101912 5 21.216 474317 20.0
E-14-Hexadecenal 20.933 12.3 ng 291869 5 21.216 474317 20.0
Diethylene glyc... 20.998 3.6 ng 85001 5 21.216 474317 20.0
Cyclotetracosane 22.845 6.2 ng 132633 6 23.498 429235 20.0
Dichloroacetic ... 24.151 7.1 ng 151946 6 23.498 429235 20.0
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