LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

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-BM052622.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@35281.D\data.ms

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

# min  scan scan scan TY height area % max. total

1 3.604 83 88 97 rVB2 601300 949560 1.35% 0.148%
2 4.069 161 167 172 rBV 1353109 2004964 2.85% 0.313%
3 4.322 202 210 216 rBV 1155601 1682219 2.39% 0.263%
4 4,387 216 221 232 rVB 1245508 2115628 3.01% 0.331%
5 5.404 385 394 401 rBV 23119022 39631663 56.40% 6.193%
6 5.475 401 406 410 rBV 1020593 1570518 2.23%  0.245%
7 5.551 410 419 421 rBV 25977777 60209546 85.68% 9.408%
8 5.910 470 480 487 rBV 21929123 37101761 52.80% 5.797%
9 6.375 551 559 570 rBvV 1915212 2982904 4.24% 0.466%
106 6.863 635 642 650 rBV 5669894 8897431 12.66%  1.390%
11 6.981 652 662 666 rVV 7114552 11531489 16.41% 1.802%
12 7.039 666 672 679 rVV 9649546 15593204 22.19% 2.436%
13 7.116 679 685 697 rVB 11332058 17330272 24.66% 2.708%
14 7.287 705 714 727 rBV 14359844 23575212 33.55% 3.684%
15 7.569 739 762 766 rBV2 28619769 70273423 100.00% 10.980%
16 7.886 809 816 820 rBV 526852 874985 1.25% 0.137%
17 7.934 820 824 829 rVW 519961 797926 1.14% 0.125%
18 8.010 829 837 844 rVB 12478951 20522337 29.20% 3.207%
19 8.269 873 881 888 rVV 14899261 25319915 36.03% 3.956%
20 8.381 888 900 904 rVV 2822006 4446647 6.33% 0.695%
21 8.433 904 909 916 rVV2 2684031 5074179 7.22% 0.793%
22 8.528 918 925 931 rVV 6083237 9600512 13.66% 1.500%
23 8.581 931 934 943 rVB 651456 917878 1.31% 0.143%
24 8.692 943 953 961 rBV 1806497 2866074 4.08%  0.448%
25 8.845 972 979 983 rBV 4760070 7538286 10.73% 1.178%
26 8.898 983 988 995 rVV 4205127 6992140 9.95% 1.093%
27 9.004 998 1006 1010 rVV 9317813 16635587 23.67% 2.599%
28 9.075 1010 1018 1029 rVB3 5303957 12571702 17.89% 1.964%
29 9.239 1039 1046 1054 rVB4 305049 705311 1.00% 0.110%
30 9.328 1054 1061 1067 rBV 1617147 2771826 3.94% 0.433%
31 9.522 1078 1094 1099 rBV 5003962 8298881 11.81% 1.297%
32 9.580 1099 1104 1111 rVV 6935819 10909183 15.52% 1.705%
33 9.686 1111 1122 1127 rVV3 258167 763358 1.09% 0.119%
34 9.780 1127 1138 1142 rVV 478002 1085343 1.54% 0.170%
35 9.828 1142 1146 1150 rVV 485508 741600 1.06% 0.116%

36 9.898 1150 1158 1159 rVWw4 646776 1375145 1.96% 0.215%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

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-BM052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 9.939 1159 1165 1178 rVB 5956043 10131109 14.42%  1.583%
38 10.092 1178 1191 1199 rBV2 11285531 22711633 32.32% 3.549%

39 10.157 1199 1202 1205 rVV2 847988 1535801 2.19% 0.240%
40 10.186 1205 1207 1219 rVvVv2 959523 2985396 4.25%  0.466%
41 10.275 1219 1222 1225 rVV2 486051 748459 1.07% ©0.117%
42 10.322 1225 1230 1236 rVB 946685 1555046 2.21% 0.243%
43 10.392 1236 1242 1253 rBV 572170 1061426 1.51% ©0.166%
44 10.575 1263 1273 1276 rBv4 318993 816865 1.16% ©.128%
45 10.616 1276 1280 1283 rVV 514360 932735 1.33% ©0.146%

46 10.680 1283 1291 1295 rVV2 2212805 4960099 7.06% 0.775%
47 10.757 1295 1304 1309 rVV 19654055 41623687 59.23% 6.504%
48 10.804 1309 1312 1316 rVV 1136736 1707153 2.43%  0.267%

49 10.857 1316 1321 1326 rVV 1629953 2727790 3.88% 0.426%
50 11.345 1400 1404 1409 rVB 931479 1452511 2.07% 0.227%
51 11.604 1442 1448 1457 rVB 1143407 1934720 2.75% ©.302%
52 11.792 1472 1486 1485 rBV 1052145 2008923 2.86% 0.314%
53 11.874 1490 1494 1503 rVB 578598 1081234 1.54% 0.169%
54 12.016 1509 1518 1522 rBV2 385996 724855 1.03% 0.113%
55 12.074 1522 1528 1537 rVB2 769340 1396494 1.99% 0.218%
56 12.233 1550 1555 1563 rVB2 794644 1470182 2.09% 0.230%
57 12.351 1565 1575 1588 rBV 9889557 16982306 24.17%  2.654%
58 12.569 1600 1612 1618 rBV 8559623 14853095 21.14% 2.321%
59 12.733 1632 1640 1646 rVB3 756481 1778096 2.53% 0.278%
60 13.145 1704 1710 1716 rBV 5863379 8532121 12.14% 1.333%
61 13.357 1734 1746 1748 rBV2 1061004 2786261 3.96% ©.435%
62 13.386 1749 1751 1754 rVV2 806853 1070750 1.52% 0.167%
63 13.421 1754 1757 1762 rVB 1011768 1540688 2.19% 0.241%
64 13.551 1775 1779 1796 rVB2 500692 1213718 1.73% ©.190%
65 13.686 1791 1802 1803 rBv4 798202 1807936 2.57% ©.282%
66 13.792 1816 1820 1823 rBV 553336 708373 1.01% ©0.111%
67 13.845 1823 1829 1834 rVV2 1416926 2831897 4.03%  0.442%
68 13.898 1834 1838 1847 rVB2 911159 1582690 2.25% ©.247%
69 14.186 1882 1887 1892 rVB 593343 896369 1.28% 0.140%
70 14.245 1892 1897 1903 rBV2 402496 744131 1.06% 0.116%
71 14.521 1936 1944 1951 rBV2 1698298 2973199 4.23%  0.465%
72 14.733 1975 1980 1990 rVB4 741580 1776665 2.53% 0.278%
73 15.062 2027 2036 2043 rVB2 1112382 2572950 3.66% 0.402%
74 15.457 2099 2103 2112 rVB3 790843 1391390 1.98% 0.217%
75 16.009 2191 2197 2204 rVB 5201593 7383593 10.51% 1.154%
76 16.268 2233 2241 2251 rVB5 921613 2162680 3.08% ©.338%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

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-BM052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 17.262 2405 2410 2414 rBV 1753252 2504884  3.56% 0.391%
78 18.174 2561 2565 2578 rVB2 1092324 1659308 2.36% 0.259%
79 19.445 2777 2781 2789 rBV 707501 938219 1.34% 0.147%
80 19.892 2851 2857 2864 rVB 10118199 12977027 18.47% 2.028%

81 21.162 3069 3073 3078 rBV 766126 852485 1.21% ©.133%
82 21.444 3116 3121 3127 rBV 2365732 2913829 4.15% 0.455%
83 23.815 3517 3524 3533 rVB2 1362104 2725748 3.88% 0.426%

Sum of corrected areas: 639985135
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 May 2022 23:06
: CG/IU
: N3@33-09

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
BM@35281.D

: 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

2.5e+07

2e+07

1.5e+07
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o
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8.010

6.9
6.8 8.528
40693397 MS 6.375 .69 .
agoa *fo%e Pl 7 J\/b]-g%gih

y AVau i\
L B B L s e I B B By B B B B By B B B I B O B

Time-->
Abundance

2.5e+07

2e+07

1.5e+07

1e+07

5000000

350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
TIC: BM035281.D\data.ms

12.351 19.892

5 4%].73335-06215.457
AN A\

0
Time-->
Abundance

2.5e+07

2e+07

1.5e+07

le+07

5000000

A TaN AN
R L L L L L L I L ) I A T

12.00 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
TIC: BM035281.D\data.ms

21.444 03815
21.162 :
i A A

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 Di-sec-Butyl ether Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
4.387 48.36 ng 2115630 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Di-sec-Butyl ether 130 C8H180 006863-58-7 91
2 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 56
3 Sulfurous acid, isobutyl 2-methy... 238 C10H2204S 1000309-20-3 42
4 Fructofuranose, 2,6-anhydro-1,3,... 204 C9H1605 004451-11-0 36
5 Boronic acid, ethyl-, diethyl ester 130 C6H15B02 053907-92-9 34

Abundance Scan 221 (4.387 min): BM035281.D\data.ms (-216) (-) m/z 57.10 100.00%

57.1
5000 101.1

4.00 4.20 4.40 4.60 4.80

ol M Lol 1909 2804 7 4505  94.81%
miz--> 50 100 150 200 250
Abundance #15680: Di-sec-Butyl ether
453.0
5000 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
101.0 4.00 4.20 4.40 4.60 4.80

m/z 41.10 49.26%
I \‘ L

O 1\5'\0“‘\‘ ‘ “ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #15775: Butane, 1-(1-methylpropoxy)-
57.0

4.00 4.20 4.40 4.60 4.80

5000 m/z 101.10  45.47%
101.0
27,0 ‘ ‘
ol b o -
miz--> 50 100 150 200 250
Abundance #120147: Sulfurous acid, isobutyl 2-methyl-4-methoxybut R R R ARRRRRS
45.0 4.00 4.20 4.40 4.60 4.80

m/z 59.05 29.32%

101.0
5000
0 \‘ ‘m H‘\ il \“ I . 165.0

m/z--> 50 100 150 200 250 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 5 Benzene, 1,3-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
5.910 848.05 ng 37101800 1,4-Dichlorobenzene-d4 7.886

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 1,3-Cyclopentadiene, 5-(1-methyl... 106 C8H10 002175-91-9 90
5 Ethylbenzene 106 C8H10 000100-41-4 87
Abundance Scan 480 (5.910 min): BM035281.D\data.ms (-470) (-) m/z 91.05 100.00%
91.0
5000 /\
e ABAmES
51.0 ‘ ‘ 5.60 5.80 6.00 6.20
Ol ol 111230152.0 11930 28LC 4, 106,10 47.19%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5747: Benzene, 1,3-dimethyl-
91.0
5000 L L LR B B
5.60 5.80 6.00 6.20
m/z 105.05 21.39%
51.0 ‘
O]\-ﬁ‘()H\\“H‘h‘\"u\H‘H‘\\‘1\““\\\‘HH‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5726 p-Xylene
91.0 \
R EARRREEESEEEE
5.60 5.80 6.00 6.20
5000 m/z 77.05 13.94%
51.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #5719: o-Xylene
91.0 5.60 5.80 6.00 6.20
m/z 51.05 10.28%
5000
51.0 ‘
o580 | |41l

m/z--> 20 40 60 80 100120140160180200220240260280 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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-methylethyl)- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
6.375 68.18 ng 2982900 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
3 Mesitylene 120 C9H12 000108-67-8 87
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 83
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 83
Abundance Scan 559 (6.375 min): BM035281.D\data.ms (-551) (-) m/z 105.05 100.00%
105.1
5000
1201 \‘\\\\‘\\\\‘\\\\‘\\\\’\
51.0 77“0 91.1 6.00 6.20 6.40 6.60
0o S e iore b il b m/z 126.10 25.72%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 L L N DAL BN R B
6.00 6.20 6.40 6.60
120.0 9
770 m/z 76.95 16.34%
51.0
270 | I %50 )
OH‘HH‘\H‘\‘HH“\\H“\H‘\‘\‘\\‘HH‘\H\‘HH‘\M\‘HH“HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0
BRSNS\
6.00 6.20 6.40 6.60
5000 120.0 m/z 79.05 14.30%
39.0
77.0
630 | 91.0
o‘w"H_‘r""mU""}‘U"mUH‘m‘!“"‘u“:‘H_‘:Mmu“mw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene ‘_“‘_“A_“‘_“‘W
105.0 6.00 6.20 6.40 6.60
m/z 103.10 11.66%
5000 120.0
77.0
51.0 91.0
o‘w"H_2”7(?"H“""Hu‘w“u‘H“1“""“"w‘:lwm“mw Y A S——
m/z--> 10 20 30 40 50 60 70 80 90 100110 120130 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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, propyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
6.863 203.37 ng 8897430 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 94
2 Benzyl-L-glycine, methyl ester 179 C10H13NO02 1000467-89-6 72
3 Phenethylamine, N-benzyl-p-chloro- 245 C15H16CIN 013622-43-0 72
4 Ethanol, 2-[(phenylmethyl)amino]- 151 C9H13NO 000104-63-2 72
5 1,2-Ethanediamine, N,N'-bis(phen... 240 C16H20N2 000140-28-3 64

Abundance Scan 642 (6.863 min): BM035281.D\data.ms (-635) (-) m/z 91.05 100.00%

91.0
5000
120.1
39.0 ' 6.60 6.80 7.00 7.20
ol b 2820 120,10 23.93%
miz-> 50 100 150 200 250
Abundance #10702: Benzene, propyl-
91.0
5000
6.60 6.80 7.00 7.20
120.0 m/z 65.05 12.07%
39.0
O\\‘\‘\‘i‘\“\“\‘\“‘\\‘\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #53677: Benzyl-L-glycine, methyl ester
91.0
o EAREEEEEE S R
6.60 6.80 7.00 7.20
5000 m/z 92.10 11.11%
120.0
39\T0\ L L L Ly L 1790
e L E E Eaa e —
miz--> 50 100 150 200 250
Abundance #129554: Phenethylamine, N-benzyl-p-chloro-
91.0 6.60 6.80 7.00 7.20
m/z 78.10 6.55%
120.0
5000
ol 410 | | | 1640
i e ——
m/z--> 50 100 150 200 250 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
6.981 263.58 ng 11531500 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 95
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 95
3 Benzene, 1-ethyl-4-methyl- 120 CO9H12 000622-96-8 91
4 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 662 (6.981 min): BM035281.D\data.ms (-652) (-) m/z 105.10 100.00%
105.1
5000 m
A
390 70 | 6.60 6.80 7.00 7.20 7.40
Ot 2210 ) 106010 31.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
5000
6.60 6.80 7.00 7.20 7.40
m/z 91.05 13.41%
77.0
39.0
0 :\L\S\.“J\‘H\"‘H‘H“‘\‘\HM‘\\‘}\“1‘\\‘\““\\\\‘HH‘HH“H\‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
6.60 6.80 7.00 7.20 7.40
5000 m/z 77.05 12.60%
39.0 77.0
0 m‘“u‘,m‘\u”“uH“‘“m‘mw‘mwuH“m,uw‘mw
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10728: Benzene, 1-ethyl-4-methyl-
105.0 6.60 6.80 7.00 7.20 7.40
m/z 79.05 9.95%
5000
77.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 6.60 6.80 7.00 7.20 7.40

8270-BM052622.M Fri May 27 17:55:34 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 Mesitylene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.116 396.13 ng 17330300 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 90
5 Benzene, 1l-ethyl-4-methyl- 120 CSH12 000622-96-8 90
Abundance Scan 685 (7.116 min): BM035281.D\data.ms (-679) (-) m/z 105.10 100.00%
105.1
5000 /k
R a e ARESERREE
390 , 6.80 7.00 7.20 7.40
0 m_m\uuhu,mﬂ‘u“:‘mu“nwm,w%??f-“?m_HWW%‘?&:‘ m/z 120.10  45.09%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10692: Mesitylene
105.0
5000
6.80 7.00 7.20 7.40
m/z 77.05 13.02%
51.0
O \H‘HH“H“P\H"\‘\H‘H‘H‘H‘h\\‘\““HH‘\H\’HH’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
6.80 7.00 7.20 7.40
5000 m/z 119.05 12.56%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10718: Benzene, 1,2,4-trimethyl- A
105.0 6.80 7.00 7.20 7.40
m/z 91.05 11.26%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 6.80 7.00 7.20 7.40

8270-BM052622.M Fri May 27 17:55:35 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Benzene, 1l-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.287 538.87 ng 23575200 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-4-methyl- 120 C9H12 000622-96-8 94
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 714 (7.287 min): BM035281.D\data.ms (-705) (-) m/z 105.05 100.00%
105.1
5000 ﬂ
e
390 77‘-0 | 7.00 7.20 7.40 7.60
Ok et A L 3260 1930 17 170.10  31.78%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000
7.00 7.20 7.40 7.60
m/z 77.05 13.33%
39.0 77.0
0\‘\‘\H“‘\\“V\”“\‘\H““H‘M“1‘\\‘\“‘\\\\’\\H’HH’HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
7.00 7.20 7.40 7.60
5000 m/z 91.05 13.28%
79.0
=0 1
O b e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10710: Benzene, 1,2,3-trimethyl-
105.0 7.00 7.20 7.40 7.60
m/z 79.10 11.80%
5000
390 770
0 “mi“ “‘UupU‘mm_u‘m“:‘Hw“uW,HH,HH,HH_m
m/z--> 20 40 60 80 100 120 140 160 180 200 7.00 7.20 7.40 7.60

8270-BM052622.M Fri May 27 17:55:37 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 Benzene, 1,2,3-trimethyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
7.569 1606.28 ng 70273400 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 762 (7.569 min): BM035281.D\data.ms (-739) (-) m/z 105.05 100.00%
105.1
5000 A /\
R
51.0 ‘ ‘ ‘ 7.20 7.40 7.60 7.80
(

Olrprerdbodbophol e L 4135:1 1671 2071 280 n/; 126,15 56.45%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #10692: Mesitylene

105.0
7.20 7.40 7.60 7.80
m/z 119.10 17.05%
51.0
O \H‘\H\“H“P\H"\‘\H‘H‘H‘H‘HH‘\““\H\‘HH’\\H‘HH‘HH‘HH‘HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 77.05 15.98%
39.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 7.20 7.40 7.60 7.80
m/z 91.05 14.68%
5000
51.0
m/z--> 20 40 60 80 100120140160180200220240260280 7.20 7.40 7.60 7.80

8270-BM052622.M Fri May 27 17:55:38 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 Benzene, 1,2,4-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
8.010 469.09 ng 20522300 1,4-Dichlorobenzene-d4 7.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Mesitylene 120 CSH12 000108-67-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94

4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91

Abundance Scan 837 (8.010 min): BM035281.D\data.ms (-829) (-) m/z 105.10 100.00%

105.1
5000
R AR
390 , ~ 7.607.80 8.00 8.20 8.40
oL A 40 | 1350 2069 28L.  n/; 129.05  39.80%
miz-> 50 100 150 200 250
Abundance #10692: Mesitylene
105.0
5000 DL B AL L I

7.60 7.80 8.00 8.20 8.40
m/z 77.05 12.71%

51.0
O T T T ‘\ i‘” H\H T ‘H\ \‘ ‘H T H‘\‘ T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
7.60 7.80 8.00 8.20 8.40
5000 m/z 91.05 10.94%
39.0
ol bp 2oL
m/z--> 50 100 150 200 250
Abundance #10705: Benzene, 1,2,4-trimethyl-
105.0 7.60 7.80 8.00 8.20 8.40
m/z 119.10 10.39%
5000
28.0
‘ 65.0 ‘
obod e L0
m/z--> 50 100 150 200 250 7.60 7.80 8.00 8.20 8.40

8270-BM052622.M Fri May 27 17:55:40 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06

Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM052622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Indane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
8.269 578.75 ng 25319900 1,4-Dichlorobenzene-d4 7.886
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 74
3 Benzene, 2-propenyl- 118 C9H10 000300-57-2 74
4 Tetracyclo[3.3.1.0(2,8).0(4,6)]-... 118 C9H10 1000191-13-7 64
5 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 53
Abundance Scan 881 (8.269 min): BM035281.D\data.ms (-873) (-) m/z 117.10 100.00%
117.1
5000 /\
91'1 \\\‘\\\\‘\\\\‘\\\\’\\\\
39.0 63.0 ‘ L 8.00 8.20 8.40 8.60
Ol bl el 1928 myz 118,05 55.62%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10181: Indane
117.0
5000 L B L B LR B
8.00 8.20 8.40 8.60
m/z 115.05 34.77%
39.0 63.0 91.0
O-\1\5\-(‘)\‘\\\“.\\HH““\‘.H\“‘H“H“‘\H [T T T T [T T T T[T T T T[T TTTTTT
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
8.00 8.20 8.40 8.60
5000 m/z 91.10 17.55%
91.0
39.0 )
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10192: Benzene, 2-propenyl-
117.0 8.00 8.20 8.40 8.60
m/z 63.00 8.26%
5000 91.0
39.0 65.0
m/z--> 20 40 60 80 100 120 140 160 180 200 8.00 8.20 8.40 8.60

8270-BM052622.M Fri May 27 17:55:41 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 Benzene, 1,3-diethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.381 101.64 ng 4446650 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 97
2 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 96
3 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 o-Cymene 134 C1oH14 000527-84-4 81
Abundance Scan 900 (8.381 min): BM035281.D\data.ms (-888) (-) m/z 119.05 100.00%
119.1
5000 ﬁ
77.0
39.0 ‘ ‘ 8.00 8.20 8.40 8.60 8.80
ol A o U b 28LC ) 65,05 97.27%
miz-> 50 100 150 200 250
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000
8.00 8.20 8.40 8.60 8.80
m/z 134.05 47.55%
39.0 77-0‘
0 \“\ ‘\‘ i‘””\m\ ‘H\ e “H\H‘! \‘\ L L B B B By B B B
miz-> 50 100 150 200 250
Abundance #17032: Benzene, 1,2-diethyl-
119.0
8.00 8.20 8.40 8.60 8.80
5000 m/z 91.05 28.58%
39.0 77.0
oL wau‘m‘ﬂﬂhw}‘y S
miz--> 50 100 150 200 250
Abundance #17031: Benzene, 1,4-diethyl-
119.0 8.00 8.20 8.40 8.60 8.80
m/z 76.95 17.63%
5000
41.0 77.0 ‘
obs i bbbl v
m/z--> 50 100 150 200 250 8.00 8.20 8.40 8.60 8.80

8270-BM052622.M Fri May 27 17:55:42 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 15 2-Indanol

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
8.433 115.98 ng 5074180 1,4-Dichlorobenzene-d4 7.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Indanol 134 C9H100 004254-29-9 83
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 81
3 Benzene, 1-methyl-2-propyl- 134 C1eH14 001074-17-5 81
4 Benzene, 1l-methyl-4-propyl- 134 C10H14 001074-55-1 76

5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100

Abundance Scan 909 (8.433 min): BM035281.D\data.ms (-904) (-)

105.1
5000
134.1
77.0
39.1
Oberrir s Al L L 2070
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17523: 2-Indano|
105.0
5000 134.0
970 510 77.0‘ ‘
O\\\‘\‘\\\“\\“\\“\‘\\\M‘\\‘i\“}\\H"\\\“\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17051: Benzene, 1-methyl-3-propyl-
105.0
5000
77.0 134.0
39.0
o230, 3% y W L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
5000
134.0
77.0
R S AN
m/z--> 20 40 60 80 100 120 140 160 180 200

8270-BM052622.M Fri May 27 17:55:43 2022

000093-53-8 58

m/z 105.10 100.00%

3

8.20 8.40 8.60 8.80
m/z 134.05 25.29%

=

8.20 8.40 8.60 8.80
m/z 106.10  14.10%

3

8.20 8.40 8.60 8.80
m/z 115.10  13.56%

-

8.20 8.40 8.60 8.80
m/z 77.00 12.07%

3

8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 Benzene, 1,4-diethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.528 219.44 ng 9600510 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 95
2 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 95
3 Benzene, 2-ethyl-1,4-dimethyl- 134 C1eH14 001758-88-9 94
4 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 94
Abundance Scan 925 (8.528 min): BM035281.D\data.ms (-918) (-) m/z 119.05 100.00%
119.1
5000
39.0 77"0 8.20 8.40 8.60 8.80
(

Ol rrrredl b MM 1931 2806 n7 105.05  61.70%

m/z--> 20 40 60 80 100120140160180200220240260280

Abundance #17031: Benzene, 1,4-diethyl-

119.0
5000
8.20 8.40 8.60 8.80
m/z 134.00  44.15%
a10 70
O H\‘\‘\‘\\“‘\'\“\\"\‘\HM‘\H‘\““H‘M\H‘\‘HH’\\H‘HH‘HH‘HH’HH’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17034: Benzene, 1,3-diethyl-
119.0
8.20 8.40 8.60 8.80
5000 m/z 91.05 35.38%
390 /7.0
‘\ M \‘u Ll ‘H \“ \M H‘ I
Ottt e Mol e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17073: Benzene, 2-ethyl-1,4-dimethyl-
119.0 8.20 8.40 8.60 8.80
m/z 77.00 15.06%
5000
m/z--> 20 40 60 80 100120140160180200220240260280 8.20 8.40 8.60 8.80

8270-BM052622.M Fri May 27 17:55:44 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 Benzene, 1-methyl-4-propyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.692 65.51 ng 2866070 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 95
2 Benzene, 1-methyl-2-propyl- 134 C1oH14 001074-17-5 94
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-3-propyl- 134 C10H14 001074-43-7 91
5 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 86
Abundance Scan 953 (8.692 min): BM035281.D\data.ms (-943) (-) m/z 105.05 100.00%
105.1
5000
134.1
39.0 7.0 8.40 8.60 8.80 9.00
e 206.9 g
o+t e m/z 134.05 23.56%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
8.40 8.60 8.80 9.00
134.0 m/z 77.05 11.93%
77.0
O \\\‘2\7‘\.\()\“\5\]7\.(\)“\‘\\\M‘\!‘i\‘h‘\\‘\“\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
8.40 8.60 8.80 9.00
5000 m/z 106.10 9.55%
134.0
77.0
olts0 20 b
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #17046: Benzene, (1-methylpropyl)-
105.0 8.40 8.60 8.80 9.00
m/z 79.05 9.30%
5000
134.0
2050 ) )]
0 bbb e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 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@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 18 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
8.845 172.31 ng 7538290 1,4-Dichlorobenzene-d4 7.886
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 97
2 o-Cymene 134 C10H14 000527-84-4 95
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1loH14 000933-98-2 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 93
Abundance Scan 979 (8.845 min): BM035281.D\data.ms (-972) (-) m/z 119.05 100.00%
119.1
5000
91.0
51.0 ‘ ‘ 8.60 8.80 9.00 9.20
Obrrrprerterbepbe b il 292:92211 2670 /7 134,00 31.65%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17086: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.05 19.08%
39.0 91.0
0\H\‘HH‘H\\“}‘\“\‘\H‘\\‘\\“}‘\\‘\‘l\\\”\‘\\\\‘HH‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #16998: o-Cymene
119.0
8.60 8.80 9.00 9.20
5000 m/z 105.05 13.92%
91.0
41.0 ‘ I
O bty b e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 120.05 9.76%
5000
91.0
51
LI
m/z--> 20 40 60 80 100120140160180200220240260 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 o-Cymene Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
8.898 159.82 ng 6992140 1,4-Dichlorobenzene-d4 7.886

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 97
2 Benzene, 1-methyl-3-(1-methyleth... 134 C1@H14 000535-77-3 97
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 94
5 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 94

Abundance Scan 988 (8.898 min): BM035281.D\data.ms (-983) (-) m/z 119.10 100.00%

119.1
5000
390 77.0 8.60 8.80 9.00 9.20
Olrrrprresie et el e 22052 e 285 m/z 134.05  26.68%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #16998: o-Cymene
119.0
5000
8.60 8.80 9.00 9.20
m/z 91.10 16.57%
41.0 77.0 I
0 \H‘\‘\\\“‘\\‘\\”"\‘\H‘”‘\\i‘\‘W\\‘\‘H\‘\‘\H\’\H\’\\H‘HH‘HH‘HH‘HH’H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
8.60 8.80 9.00 9.20
5000 m/z 120.10 9.95%
41.0 77.0 |
0 \u‘m\\“‘\\‘\\“,H‘\u‘”‘\\M‘i‘\\‘\‘u\‘\‘\u\,\u\,\\u‘uu‘\m‘\m‘\m,u
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17074: Benzene, 1-ethyl-2,4-dimethyl-
119.0 8.60 8.80 9.00 9.20
m/z 77.00 8.27%
5000
39.0 7T0‘ ‘
0 \um\\“‘\\‘\\,‘\‘\u““\\u“i‘\\‘\“uH\‘\u\,\u\,\\u‘uu‘\m‘\m‘\m,u
m/z--> 20 40 60 80 100120140160180200220240260280 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
10.092 91.58 ng 22711600 Naphthalene-d8 10.686
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 91
2 Benzene, (1-methyl-1-propenyl)-,... 132 C10H12 000768-00-3 81
3 3-Phenylbut-1-ene 132 C10H12 000934-10-1 81
4 Benzene, l-ethenyl-4-ethyl- 132 C10H12 003454-07-7 76
5 1H-Indene, 2,3-dihydro-5-methyl- 132 C1eH12 000874-35-1 74

Abundance Scan 1191 (10.092 min): BM035281.D\data.ms (-1178) (-  m/z 117.10 100.00%

117.1
5000 j{

B 0L
i A

' 1000
ol A ddu llipas2 2070 2810 ;137,05  35.68%
miz--> 50 100 150 200 250
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
117.0 Jk
5000
1000

m/z 119.05  32.54%

51.0 ‘
15 0‘ ‘ “HHH‘ M \h “‘ \H“‘ A e e e e
miz--> 50 100 150 200 250
Abundance #16172: Benzene, (1-methyl-1-propenyl)-, (E)-
117.0

o

10.00
5000 m/z 115.05 31.75%
51.0 ‘ ‘
oL—+ “ i‘m‘\\“ ﬁ?;p“m””‘ ‘H;\‘ o P C
m/z--> 50 100 150 200 250
Abundance #16106: 3-Phenylbut-1-ene
117.0 1000
m/z 91.05 19.44%
5000
39.0 770‘ ‘
ol ibpad g
m/z--> 50 100 150 200 250 10.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@52622\
Data File : BM@35281.D

Acqg On : 26 May 2022 23:06
Operator : CG/JU

Sample : N3033-09

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@52622.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|
Di-sec-Butyl ether 4.387 48.4 ng 2115630 1 7.886 874985 20.0
Benzene, 1,3-di... 5.910 848.0 ng 37101800 1 7.886 874985 20.0
Benzene, (1-met... 6.375 68.2 ng 2982900 1 7.886 874985 20.0
Benzene, propyl- 6.863 203.4 ng 8897430 1 7.886 874985 20.0
Benzene, 1l-ethy... 6.981 263.6 ng 11531500 1 7.886 874985 20.0
Mesitylene 7.116 396.1 ng 17330300 1 7.886 874985 20.0
Benzene, 1l-ethy... 7.287 538.9 ng 23575200 1 7.886 874985 20.0
Benzene, 1,2,3-... 7.569 1606.3 ng 70273400 1 7.886 874985 20.0
Benzene, 1,2,4-... 8.010 469.1 ng 20522300 1 7.886 874985 20.0
Indane 8.269 578.8 ng 25319900 1 7.886 874985 20.0
Benzene, 1,3-di... 8.381 101.6 ng 4446650 1 7.886 874985 20.0
2-Indanol 8.433 116.0 ng 5074180 1 7.886 874985 20.0
Benzene, 1,4-di... 8.528 219.4 ng 9600510 1 7.886 874985 20.0
Benzene, 1-meth... 8.692 65.5 ng 2866070 1 7.886 874985 20.0
Benzene, 2-ethy... 8.845 172.3 ng 7538290 1 7.886 874985 20.0
o-Cymene 8.898 159.8 ng 6992140 1 7.886 874985 20.0
Benzene, 2-ethe... 10.092 91.6 ng 22711600 2 10.686 4960100 20.0
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