LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc :

ALS Vvial : 16 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127128.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.546 28 44 55 rBV3 194082 610164 3.10% 0.419%
2 2.775 75 83 92 rVB4 150507 362904 1.84% 0.249%
3 3.010 113 123 124 rBv4 104336 224165 1.14% 0.154%
4 3,052 125 130 138 rVB 340723 680882 3.46% 0.467%
5 3.669 229 235 241 rVB 346243 552245 2.81% 0.379%
6 3.746 241 248 258 rBV3 160361 372509 1.89% 0.256%
7 3.975 275 287 292 rBV 604991 856406 4.35% 0.588%
8 4.034 292 297 302 rVB 355186 459197 2.33% 0.315%
9 4.422 357 363 366 rVV2 422546 580193 2.95% 0.398%
106 4.504 371 377 381 rBV 399890 463534  2.36% ©0.318%
11  4.651 396 402 406 rBv2 293021 367594 1.87% 0.252%
12 5.387 521 527 530 rVB 6199298 7132981 36.26% 4.895%
13 5.522 539 550 553 rBV 9059744 19673520 100.00% 13.502%
14 5.751 583 589 592 rBV 5784815 6287227 31.96% 4.315%
15 6.057 638 641 648 rVB 189457 197320 1.00% 0.135%
16 6.422 698 703 705 rBV 5324770 5081401 25.83% 3.487%
17 6.451 705 708 711 rVV 4855716 4356169 22.14%  2.990%
18 6.498 711 716 718 rVV 3863020 3483062 17.70%  2.390%
19 6.522 718 720 725 rVB 943386 824196 4.19% 0.566%
20 6.581 725 730 733 rBV 5840795 5578685 28.36% 3.829%
21 6.728 749 755 758 rVB 8847513 9808764 49.86% 6.732%
22 6.892 779 783 785 rBvV 637523 518015 2.63% 0.356%
23 6.922 785 788 789 rVW 385459 305804 1.55% 0.210%
24 6.957 789 794 797 rVB 5934318 6143407 31.23% 4.216%
25 7.075 810 814 817 rVB 5544367 5206122 26.46% 3.573%
26 7.134 821 824 826 rBV 1168790 1030192 5.24% 0.707%
27 7.163 826 829 832 rVB2 1044882 961131 4.89% 0.660%
28 7.204 832 836 839 rBV 1959907 1660477 8.44% 1.140%
29 7.281 845 849 856 rVB 898358 743042 3.78% 0.510%
30 7.351 857 861 863 rBV 1454385 1258309 6.40% 0.864%
31 7.375 863 865 869 rVV 1250735 1049700 5.34% 0.720%
32 7.428 869 874 876 rVV 3102491 3029098 15.40% 2.079%
33 7.463 876 880 883 rVB 3678376 3570749 18.15% 2.451%
34 7.534 888 892 895 rBV2 185899 209611 1.07% 0.144%
35 7.569 895 898 901 rBV 906945 755432  3.84% 0.518%

36 7.657 909 913 915 rBV 1785430 1513175 7.69% 1.038%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc :

ALS Vvial : 16 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_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 7.687 915 918 921 rVB 2515741 2099234 10.67% 1.441%
38 7.734 921 926 929 rBV 290131 263283 1.34% 0.181%
39 7.775 929 933 938 rVV2 915809 1225054 6.23% 0.841%
40 7.828 938 942 943 rVV2 1021925 1139559 5.79% 0.782%
41 7.845 943 945 950 rVB 2213795 1798093 9.14%  1.234%
42 7.910 950 956 959 rBV 4160198 4301264 21.86% 2.952%
43  7.939 959 961 962 rVW 438165 382845 1.95% 0.263%
44  7.957 962 964 968 rVv2 352278 570078 2.90% 0.391%
45 8.916 971 974 977 rVV2 956202 1132509 5.76% 0.777%
46 8.122 987 992 994 rVV 544298 551514 2.80% 0.378%
47  8.163 995 999 1001 rVV 884609 1279977 6.51% ©0.878%
48 8.204 1001 1006 1011 rVV 5950780 7870379 40.00% 5.401%
49 8.251 1011 1014 1018 rVB2 460273 434731 2.21% 0.298%
50 8.363 1029 1033 1036 rVvVv3 321370 340580 1.73% 0.234%
51 8.439 1036 1046 1053 rVV2 706675 1492179 7.58% 1.024%
52 8.557 1057 1066 1069 rBV2 723469 1061914 5.40% 0.729%
53 8.592 1069 1072 1076 rVV 1104626 1419417 7.21% 0.974%
54 8.639 1078 1080 1084 rVV 432552 457199  2.32% 0.314%
55 8.675 1084 1086 1088 rVV 464609 385429 1.96% 0.265%
56 8.769 1098 1102 1105 rVB2 561544 641267 3.26% 0.440%
57 8.839 1109 1114 1117 rVB3 339267 408723 2.08% 0.280%
58 8.892 1117 1123 1126 rBV 3493869 3068885 15.60% 2.106%
59 8.992 1135 1140 1142 rBV 2780932 2656879 13.50% 1.823%
60 9.057 1148 1151 1156 rVB5 196177 245220 1.25% 0.168%
61 9.251 1179 1184 1187 rVB 3745726 3013489 15.32% 2.068%
62 9.357 1193 1202 1206 rBV 459773 855195 4.35% 0.587%
63 9.445 1215 1217 1221 rBV 264324 268064 1.36% 0.184%
64 9.516 1224 1229 1233 rBV2 550995 778345 3.96% 0.534%
65 9.586 1238 1241 1244 rVV 793873 817667 4.16% 0.561%
66 9.616 1244 1246 1249 rVB 516457 372735 1.89% 0.256%
67 9.704 1258 1261 1266 rBV 337770 380730 1.94% 0.261%
68 9.786 1270 1275 1278 rBV 191347 201975 1.03% 0.139%
69 9.833 1279 1283 1289 rVB4 173721 207017 1.05% 0.142%
70  9.933 1296 1300 1303 rBV 963392 854509 4.34%  0.586%
71 10.028 1312 1316 1322 rVB4 141055 208591 1.06% 0.143%
72 10.545 1399 1404 1407 rBV 161681 200127 1.02% 0.137%
73 10.728 1430 1435 1438 rBV 2299912 2102894 10.69% 1.443%
74 10.833 1447 1453 1461 rVB8 71234 202508 1.03% 0.139%
75 11.422 1550 1553 1556 rBV 898753 735593 3.74% 0.505%

76 13.010 1819 1823 1826 rBV 2897682 2477727 12.59% 1.700%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS Vvial : 16 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_F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 14.068 1999 2003 2007 rVB 444663 410905 2.09% 0.282%
78 15.562 2252 2257 2266 rVB 383613 491767 2.50% 0.337%

Sum of corrected areas: 145713432
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

: 01 Mar 2022 20:57
¢ CG\JU
: N1689-11

. 16

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030122\
BF127128.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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TIC: BF127128.D\data.ms
5.522

6.728

5.38
6.581

6.422
6/451

5.751

498

N

3850 33"&%4 4 &h651

2.5462.775 3102 6 6.057

.910

N
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF127128.D\data.ms

8.204

10.545
I\

T T T A T T
10.50 11.00 11.50 12.00 12.50 13.00

TIC: BF127128.D\data.ms

T
10.00

14.068 15.562
A A

13.50

‘ T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T
14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 1 2-Hexyne, 4-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
2.546  23.56 ng 610164 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Hexyne, 4-methyl- 96 C7H12 020198-49-6 86
2 3,5-Dimethylcyclopentene 96 C7H12 007459-71-4 83
3 Furan, 2-ethyl- 96 C6H80 003208-16-0 76
4 Cyclopentene, 1,5-dimethyl- 96 C7H12 016491-15-9 74
5 Bicyclo[2.1.0]pentane, 1,4-dimet... 96 C7H12 017065-18-8 64
Abundance  Scan 44 (2.546 min): BF127128.D\data.ms (-28) (-) m/z 81.10 100.00%

81.1
5000
41.1
550 691

‘ ‘ 961 L L L L L L L B B
‘\\JW\ N

240 260 2.80

o"‘m""‘WH‘_""‘H""H‘mwlm_m‘_m m/z 41.10  34.94%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3219: 2-Hexyne, 4-methyl-
81.0
67.0
5000 41.0 L B e o

240 2.60 2.80
27.0 53.0 ‘ 96.0 m/z 79.10 27.28%
\

\\‘]\-\5\(\)‘\\\‘H‘\\\1l}\\\N\‘\‘\\‘H\\\‘\\\\‘1\\\‘\\‘!\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3253: 3,5-Dimethylcyclopentene
81.0

240 2.60 2.80

o

27.0 39.0 0 96.0
15.0 M 67.0 |
0 ‘w““_“h,w“‘ H‘;HMH“MJW“J‘J““HM“‘H‘
miz--> 10 20 30 40 50 60 70 80 90 100 N\/\
Abundance #3142: Furan, 2-ethyl- R
81.0 240 260 2.80

m/z 55.05 21.93%

5000 96.0

53.0

27.0 390 67.0

N1 P O S O TN |
miz--> 10 20 30 40 50 60 70 80 90 100 240 2.60 2.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Cyclohexane, methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
3.052  26.29 ng 680882 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, methyl- 98 C7H14 000108-87-2 91
2 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 80
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 74
4 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 74
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 72
Abundance Scan 130 (3.052 min): BF127128.D\data.ms (-125) (-) m/z 83.10 100.00%
55.1 1
5000
41.1 98.1
. SN S
H | 67'1 | 2.80 3.00 3.20 3.40
bbb~ m/z 55.10 81.84%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3754 Cyclohexane, methyl-
550 83.0
5000
41.0 98.0 2.80 3.00 3.20 3.40
69.0 ' m/z 41.10 39.49%
il N
0\\’\\\\‘\\\‘}“\\\\‘i\‘\\\‘\w\‘\‘\\\‘11\\\\‘!}\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3814: 2-Pentene, 4,4-dimethyl-, (2)-
55.0 83.0
 AREERREEEMATSS S
2.80 3.00 3.20 3.40
5000 41.0 m/z 98.10  35.61%
98.0
2.0 ‘ 69.0
o",HH‘H‘m‘HH;1“‘w1“_‘““iw_:”_ww
miz--> 10 20 30 40 50 60 70 80 90 100 \MV\
Abundance #3811: 2-Pentene, 3,4-dimethyl-, (E)- REaaaEE R
55.0 83.0 2.80 3.00 3.20 3.40
m/z 39.10  24.59%
5000 41.0 98.0
21.0 69.0
NENEE S Yy S O N 4 W OO W
m/z--> 10 20 30 40 50 60 70 80 90 100 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 3
R.T. EstConc Area Relative to ISTD R.T.
5.751 242.74 ng 6287230 1,4-Dichlorobenzene-d4 6.892

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 91
5 Ethylbenzene 106 C8H10 000100-41-4 87
Abundance Scan 589 (5.751 min): BF127128.D\data.ms (-583) (-) m/z 91.05 100.00%
91.0
5000 106.1
A
39.0 51.0 5.1 /70 5.40 5.60 5.80 6.00
0 ‘_HWHMHH;‘suH‘:M“W“!‘_Hu_‘wmw“‘1‘2‘3"-‘1‘“ m/z 106.10  44.85%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5749: Benzene, 1,3-dimethyl-
91.0
5000 106.0 N REESEEEEEs e

5.40 5.60 5.80 6.00
m/z 105.10  19.25%

39.0 77.0
27.0 ‘ 510 650 ‘ ‘
0\‘\\\‘\‘\\\}‘\\\\}M‘\\\‘H\‘\\‘\\\H‘\\\\“l\\\‘\H\‘\‘\\\\‘\\\\‘\
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5724 p-Xylene
91.0 A
A e
5.40 5.60 5.80 6.00
5000 106.0 m/z 77.05 13.14%
27.0 39.0 51.0 65.0 77.0 ‘
0 “m“m1“”H}‘lhHM‘HW“H_m“lH““m,uu,uu,‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #5727: o-Xylene R RARAEEEEEE

91.0 5.40 5.60 5.80 6.00
m/z 51.05 10.22%

5000 106.0
970 390 510 g5 77.0
0 \ I Y I Lo

m/z--> 20 30 40 50 60 70 80 90 100 110 120 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 6 Benzene, 1-ethyl-2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
6.422 196.19 ng 5081400 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 95
3 Mesitylene 120 C9H12 000108-67-8 91
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 703 (6.422 min): BF127128.D\data.ms (-698) (-) m/z 105.05 100.00%
105.1
5000
120.1
e e
391 631 77‘-1 91‘-1 6.00 6.20 6.40 6.60 6.80
Obrrreprere oot b ol m/z 120,10 31.02%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 B LA LR B R
120.0 6.00 6.20 6.40 6.60 6.80
m/z 91.10 13.81%
39.0 77.0 91.0
0 \\‘HH‘2\\5\-‘\0‘H\\“‘HHi‘{‘ui‘e‘%\"\ow‘u\‘H‘H\\|‘1H\‘\‘11\‘\\‘\\“‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0
6.00 6.20 6.40 6.60 6.80
5000 m/z 77.10 13.74%
120.0
77.0 91.0
oL, 180, 0 030 ..
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10695: Mesitylene R
105.0 6.00 6.20 6.40 6.60 6.80
m/z 79.05 11.30%
120.0
5000
39.0 77.0 91.0
0 H‘H‘W‘m‘m““Hui‘;w?%f‘g“m“H‘“‘1m‘“11“”“““‘””“”
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.00 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 7 Benzene, 1-ethyl-4-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
6.451 168.19 ng 4356170 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 95
2 Benzene, 1l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
3 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Mesitylene 120 CS9H12 000108-67-8 91
Abundance Scan 708 (6.451 min): BF127128.D\data.ms (-705) (-) m/z 105.10 100.00%
105.1
5000
120.1
e e
51.0 711911 6.20 6.40 6.60 6.80
O 70 Ml nz 120010 28.41%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L B I L L I L B
120.0 6.20 6.40 6.60 6.80
m/z 77.10 12.93%
39.0 77.0 91.0
0 \\‘HH‘2\\5\-‘\0‘H\\“‘HHi‘{‘u1‘6‘:\3‘\"\0\‘H\‘H“H\“M\\|\‘11\‘H‘H“‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10727: Benzene, 1-ethyl-4-methyl-
105.0
A e e
6.20 6.40 6.60 6.80
5000 m/z 91.10 12.39%
120.0
79.0
39.0 65.0 H L ‘
Ol prrrr e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10718: Benzene, 1,2,4-trimethyl- AR B
105.0 6.20 6.40 6.60 6.80
m/z 79.10 11.06%
120.0
5000
51.0 77.0 91.0
S e VAN PSS NN RPN
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.20 6.40 6.60 6.80

8270-BF021622.M Wed Mar 02 13:21:39 2022 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 8 Mesitylene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.728 378.71 ng 9808760 1,4-Dichlorobenzene-d4 6.892

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-4-methyl- 120 C9H12 000622-96-8 91
5 Benzene, 1l-ethyl-3-methyl- 120 CSH12 000620-14-4 91
Abundance Scan 755 (6.728 min): BF127128.D\data.ms (-749) (-) m/z 105.05 100.00%
105.1
5000 120.1
o 011 A |
51.0 -+ 9l1 6.40 6.60 6.80 7.00
Obeprerrreree 3 bl Ml w2 120010 45.47%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
6.40 6.60 6.80 7.00
70 m/z 77.10 13.66%
51.0 7 91.0
O H’\H\‘%\7\.‘()\H\“\H\i‘}‘\\M\‘\‘\\‘\H‘U‘HH“HH‘\Ml\‘\\‘\‘\“‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 6.40 6.60 6.80 7.00
5000 m/z 119.10 12.36%
39.0 77.0 91.0
2 N S N N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10717: Benzene, 1,2,4-trimethyl-
105.0 6.40 6.60 6.80 7.00
m/z 91.10 11.56%
120.0
5000
27.0 51.0 770 910
0“M‘H‘HM‘H‘WMH‘WMMWmhWH‘M‘H‘N‘H‘MEWHWLMH‘_‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

8270-BF021622.M Wed Mar 02 13:21:48 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzene, 1,2,3-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.957 237.19 ng 6143410 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 94
3 Benzene, 1-ethyl-2-methyl- 120 CO9H12 000611-14-3 91
4 Benzene, l-ethyl-3-methyl- 120 C9H12 000620-14-4 91
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 91
Abundance Scan 794 (6.957 min): BF127128.D\data.ms (-789) (-) m/z 105.05 100.00%
106.1
5000 120.1
771 911 6.60 6.80 7.00 7.20
a7y >0 Ll
Ol et i m/z 120010 40.12%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0
120.0 m ]l
5000 \‘\\\\‘\\\\’\\\\‘\\\\‘/\\
6.60 6.80 7.00 7.20
m/z 77.10 12.87%
39.0 77.0 91.0
O \\‘H\.\‘H\‘\‘HH“‘HHi‘i‘\\\6‘%\"\0\‘\\\‘}“\H\“HH‘\M!\‘H‘\‘\“HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10692: Mesitylene
105.0
6.60 6.80 7.00 7.20
5000 120.0 m/z 91.18 10.57%
77.0
51.0 91.0
N2 R NPT ' | P S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0 6.60 6.80 7.00 7.20
m/z 79.10 9.81%
5000
120.0
39.0 77.0 91.0
Y- Y MR O O R N N
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.60 6.80 7.00 7.20

8270-BF021622.M Wed Mar 02 13:21:50 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 10 Indane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.075 201.00 ng 5206120 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H1e 000496-11-7 90
2 Benzene, 1l-ethenyl-2-methyl- 118 C9H10 000611-15-4 74
3 Benzene, cyclopropyl- 118 C9H1e 000873-49-4 64
4 Benzene, 2-propenyl- 118 C9H1e 000300-57-2 55
5 Benzaldehyde, 4-(1-phenyl-2-prop... 238 C16H1402 1000277-56-1 50
Abundance Scan 814 (7.075 min): BF127128.D\data.ms (-810) (-) m/z 117.10 100.00%
117.1
5000
91.1 RARERanE RS
30.1 63 0 ‘ 6.80 7.00 7.20 7.40

o‘W‘HW‘HW‘HM‘HqhuusmW‘HQ‘HM‘HW‘HW‘JW‘HW‘H m/z 118.05  56.80%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130

Abundance #10181: Indane

117.0
5000 R N RNRRRRSGRY

6.80 7.00 7.20 7.40
m/z 115.05 34.29%

91.0
63.0
O\\‘]\_\5\(\)‘\\\\‘\\:3\?‘\()\\\i‘\\\\“‘\‘\\‘ZT\RH\“H\\‘\‘\H‘H!\‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10206: Benzene, 1-ethenyl-2-methyl-
117.0
680700720740
91.0
39.0 g 770
) AN Y " N O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10195: Benzene, cyclopropyl-
117.0 6.80 7.00 7.20 7.40

m/z 63.05 9.76%

5000
91.0
51.0 65.0 ‘ ‘
0 270 ekl
rrprrrep e e et

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.80 7.00 7.20 7.40

8270-BF021622.M Wed Mar 02 13:21:55 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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, 1,3-diethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
7.134  39.77 ng 1030190 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,3-diethyl- 134 C10H14 000141-93-5 96
2 Benzene, 1,4-diethyl- 134 C1eH14 000105-05-5 95
3 Benzene, 1,2-diethyl- 134 C1eH14 000135-01-3 95
4 Benzene, 1-ethyl-3,5-dimethyl- 134 C10H14 000934-74-7 91
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 87
Abundance Scan 824 (7.134 min): BF127128.D\data.ms (-821) (-) m/z 105.05 100.00%
106.1
5000 134.1
170 | TS NN
51.0 ‘ 6.80 7.00 7.20 7.40
o380 b ML nz 119.05  96.51%
miz-> 20 40 60 80 100 120 140
Abundance #17034: Benzene, 1,3-diethyl-
119.0
5000 134.0
6.80 7.00 7.20 7.40
91.0 m/z 134.05 43.16%
39.0 65.0 ‘ ‘
0 \\\‘\‘\‘\\“‘\\““\”“i‘\\\”‘\\‘i\“‘H\\M“l\\\‘\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
6.80 7.00 7.20 7.40
5000 134.0 m/z 91.10 31.06%

41.0 65.0
MY O
m/z--> 20 40 60 80 100 120 140
Abundance #17032: Benzene, 1,2-diethyl-

o
©
P
o

119.0 6.80 7.00 7.20 7.40
m/z 77.05 18.73%
5000 134.0
91.0
39.0 65.0
P X TN v MR | N
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40

3

8270-BF021622.M Wed Mar 02 13:22:00 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-methyl-4-propyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
7.163 37.11 ng 961131 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-4-propyl- 134 C1oH14 001074-55-1 91
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 91
3 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 91
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 90
5 2-Tolyloxirane 134 C9H1e0 002783-26-8 86
Abundance Scan 829 (7.163 min): BF127128.D\data.ms (-826) (-) m/z 105.10 100.00%
105.1
5000
134.1 S L 1 S
77.1 6.80 7.00 7.20 7.40
391 573 ||| :
O et e e e e m/z 134.05 22.67%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
6.80 7.00 7.20 7.40
134.0 m/z 106.10  14.07%
77.0
O\\‘HH‘%Z\.‘()H\\“\\?%!‘\()H’\‘\‘H’H\m‘\\\\“iH\‘\M!\‘H‘\‘\‘HH‘H‘H‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17048: Benzene, 1-methyl-3-propyl-
105.0
6.80 7.00 7.20 7.40
5000 ITI/Z 77.10 11.20%
134.0
77.0
N - LN SO UYWAY
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17046: Benzene, (1-methylpropyl)-
105.0 6.80 7.00 7.20 7.40
m/z 91.10 10.55%
5000
134.0
270 510 710
Olrrrrrrpresirerrireee e e Mo e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40

8270-BF021622.M Wed Mar 02 13:22:04 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 13 Benzene, 1,4-diethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
7.204 64.11 ng 1660480 1,4-Dichlorobenzene-d4 6.892

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,4-diethyl- 134 C10H14 000105-05-5 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 95
3 o-Cymene 134 C1eH14 000527-84-4 94
4 Benzene, 1,3-diethyl- 134 C1eH14 000141-93-5 93
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 91
Abundance Scan 836 (7.204 min): BF127128.D\data.ms (-832) (-) m/z 119.10 100.00%
119.1
5000 1341
91.0
39.1 65.1 | ‘ 6.80 7.00 7.20 7.40 7.60
Obrprerrrrereorre s el i bl m/z 105.10 60.08%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17031: Benzene, 1,4-diethyl-
119.0
5000 134.0 ‘HH‘H\AA{\‘J\\H‘\HWH
91.0 6.80 7.00 7.20 7.40 7.60
m/z 134.05 38.89%
41.0 65.0
O H‘HH‘%ﬁ“\?\\H“‘HHi‘H\\‘\‘\‘H‘\Hm‘\H\“}‘H\‘\‘H\‘H‘i‘{l\\\\‘\\‘\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
6.80 7.00 7.20 7.40 7.60
5000 m/z 91.05 26.42%
91.0 134.0
39.0 65.0 ‘
0 ‘“1”5(‘0‘”m‘H‘““H‘q‘mH‘“\“"‘H‘l“‘Hw‘1H"1‘1‘1‘W‘MHHMH_H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: 0o-Cymene
119.0 6.80 7.00 7.20 7.40 7.60
m/z 77.10 15.90%
5000
134.0
91.0
41.0 65.0 ‘
0 \\‘H\\‘H\‘\‘H\\“‘H\\“H\‘}‘\‘\‘\\‘\H‘V‘\H\‘1‘\\\‘\W\\‘Hw?luu‘u‘u‘\u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.80 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:22:06 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-methyl-2-propyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.281 28.69 ng 743042  1,4-Dichlorobenzene-d4 6.892

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 Benzeneacetaldehyde, .alpha.-met... 134 C9H100 000093-53-8 91
4 Benzene, (1-methylpropyl)- 134 CleH14 000135-98-8 90
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 90
Abundance Scan 849 (7.281 min): BF127128.D\data.ms (-845) (-) m/z 105.10 100.00%
105.1
5000
134.1 “““AAAwA“m“““‘
39.1 77.0 7.00 7.20 7.40 7.60
o .620 | g
ottt m/z 134.05 22.01%
miz-> 20 40 60 80 100 120 140
Abundance #17052: Benzene, 1-methyl-4-propyl-
105.0
5000
7.00 7.20 7.40 7.60
134.0 m/z 77.05  11.79%
77.0
O L ‘2\7\'0\ \“ \5\17\.()\ “\‘\ T \M‘ T \‘i T ‘h‘\ \‘\“ T \‘\ ‘ 1
m/z--> 20 40 60 80 100 120 140
Abundance #17050: Benzene, 1-methyl-2-propyl-
105.0
7.00 7.20 7.40 7.60
5000 ITI/Z 79.05 10.08%
134.0
77.0
olds0 . 380 820 i ol
miz--> 20 40 60 80 100 120 140
Abundance #17622: Benzeneacetaldehyde, .alpha.-methyl-
105.0 7.00 7.20 7.40 7.60
m/z 106.10 9.61%
5000
77.0
134.0
70 S
Ot e e e e
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:22:10 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzene, 2-ethyl-1,4-dimethyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
7.351 48.58 ng 1258310 1,4-Dichlorobenzene-d4 6.892
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethyl-1,4-dimethyl- 134 C1oH14 001758-88-9 96
2 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 96
3 o-Cymene 134 C1leH14 000527-84-4 95
4 p-Cymene 134 CleH14 000099-87-6 95
5 Benzene, 1-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 95
Abundance Scan 861 (7.351 min): BF127128.D\data.ms (-857) (-) m/z 119.05 100.00%
119.1
5000
91.1
510 ‘ | 7.00 7.20 7.40 7.60
Ol i 2870 ny7 134,05 29.63%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17087: Benzene, 2-ethyl-1,4-dimethyl-
119.0
5000
7.00 7.20 7.40 7.60
9L.0 m/z 91.10 21.21%
51.0
015.’0”’
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
7.00 7.20 7.40 7.60
5000 m/z 105.10 15.01%
91.0
51.0 ‘
m/z--> 20 40 60 80 100120140160180200220240260 M
Abundance #16998: 0-Cymene “H“%Aw‘ﬁ“‘_“‘w
119.0 7.00 7.20 7.40 7.60
m/z 77.10 10.63%
5000
91.0
41.0 ‘ I
O et pbrrber e e
m/z--> 20 40 60 80 100120140160180200220240260 7.00 7.20 7.40 7.60

8270-BF021622.M Wed Mar 02 13:22:11 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 o-Cymene Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
7.375 40.53 ng 1049700 1,4-Dichlorobenzene-d4 6.892

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 p-Cymene 134 C1eH14 000099-87-6 97
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 94
5 Benzene, 1,2,3,4-tetramethyl- 134 C10H14 000488-23-3 91
Abundance Scan 865 (7.375 min): BF127128.D\data.ms (-863) (-) m/z 119.10 100.00%
119.1
5000
911 134.1
391 65.0 ‘ 7.00 7.20 7.40 7.60
b el b WL gz 134,05 25.26%
miz-> 20 40 60 80 100 120 140
Abundance #16996: o-Cymene
119.0
5000
7.00 7.20 7.40 7.60
91.0 134.0 m/z 91.10 18.29%
150 390 450
O\\\‘\ T \‘\ T “\ \“\‘\“‘\‘\ T \‘”‘ T T ‘W\ \‘\w T T
miz-> 20 40 60 80 100 120 140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
7.00 7.20 7.40 7.60
5000 m/z 120.10 10.48%
134.0
91.0
41.0 65.0
o250 e el L
miz--> 20 40 60 80 100 120 140
Abundance #16995: p-Cymene
119.0 7.00 7.20 7.40 7.60
m/z 77.05 8.95%
5000
91.0 134.0
41.0 65.0
ol 280 W7, 3T 0 Lol L
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 17 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
7.657  23.64 ng 1513180 Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C1oH14 000095-93-2 97
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
4 Benzene, 4-ethyl-1,2-dimethyl- 134 C10H14 000934-80-5 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 91
Abundance Scan 913 (7.657 min): BF127128.D\data.ms (-909) (-) m/z 119.10 100.00%
119.1
5000 134.0 P
91.1
390 650 7.40 7.60 7.80 8.00
Ol bl b e W /7 134,00 41.72%
miz-> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0
7.40 7.60 7.80 8.00
91.0 m/z 91.10 18.55%
65.0
0\]_\5\()‘\‘\\\“‘\\‘\\“\‘\\\"\\‘\\"\‘\\Hl\\\“\‘\\
miz-> 20 60 80 100 120 140
Abundance #17066. Benzene, 1,2,3,5-tetramethyl-
119.0
134.0 7.40 7.60 7.80 8.00
5000 ’ m/z 120.05 9.83%
91.0
) T E s i PR AR ‘Wl“ﬂﬁ“
miz--> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 117.05 8.50%
5000 134.0
91.0
15.0 39.0 65.0 ‘
) it W S R YRS PR T WWl“JM“
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF021622.M Wed Mar 02 13:22:15 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 18 Benzene, 1,2,3,4-tetramethyl- Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
7.687 32.80 ng 2099230 Naphthalene-d8 8.181
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 97
2 Benzene, 1,2,3,4-tetramethyl- 134 C1leH14 000488-23-3 95
3 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 95
4 o-Cymene 134 C1eH14 000527-84-4 95
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 918 (7.687 min): BF127128.D\data.ms (-915) (-) m/z 119.10 100.00%
119.1
5000
ot 7.40 7.60 7.80 8.00
39.0 65.0 ' : : '
bbb e L 18621522 /7 134,05 39.73%
m/z--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000
7.40 7.60 7.80 8.00
91.0 m/z 91.10 17.94%
39.0 65.0
0 \1\5\-0‘\‘\ T \“‘\ \“i‘\ “1“\ T \““ T \‘i T ‘W\ \ml T \l\ \6.‘0\ T
miz-> 20 40 60 80 100 120 140
Abundance #17059: Benzene, 1,2,3,4-tetramethyl-
119.0
7.40 7.60 7.80 8.00
5000 m/z 120.10 9.56%
91.0
39.0 65.0
0 \1\5‘\'(‘)\‘\ S NN RS Y \‘”‘ \ \‘\ i \M i 5"0\ Fr
miz--> 20 40 60 80 100 120 140
Abundance #17066: Benzene, 1,2,3,5-tetramethyl-
119.0 7.40 7.60 7.80 8.00
m/z 117.10 8.53%
5000
91.0
41.0 63.0
0 “"N“‘J‘wﬂ‘pﬁ“m““‘ﬁﬂ“ﬂl"M““‘
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00

8270-BF021622.M Wed Mar 02 13:22:18 2022 Page: 20



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Benzene, 2-ethenyl-1,4-dime... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.910 67.21 ng 4301260 Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 2-ethenyl-1,4-dimethyl- 132 C1eH12 002039-89-6 95
2 1-Phenyl-1-butene 132 C1eH12 000824-90-8 87
3 Benzene, 1l-methyl-2-(2-propenyl)- 132 C1eH12 001587-04-8 83
4 1H-Indene, 2,3-dihydro-4-methyl- 132 C1eH12 000824-22-6 83
5 Benzene, 2-butenyl- 132 C10H12 001560-06-1 81
Abundance Scan 956 (7.910 min): BF127128.D\data.ms (-950) (-) m/z 117.05 100.00%
117.1
5000
91.0
5.0 _, 1341 7.60 7.80 8.00 8.20
o S O VO T R 80l m/z 119.05  35.88%
m/z--> 20 40 60 80 100 120 140 160
Abundance #16149: Benzene, 2-ethenyl-1,4-dimethyl-
11y.0
5000
91.0 7.60 7.80 8.00 8.20
51.0 m/z 132.05 34.36%
27.0 '
Ot T \‘\ T \“i‘\ \“U \““!‘\7\4“}& T \H T ‘m\‘\ T \JH\H\..‘O\ T
miz--> 20 40 60 80 100 120 140 160
Abundance #16107: 1-Phenyl-1-butene
117.0 J\
S A S
7.60 7.80 8.00 8.20
5000 m/z 115.05 31.08%
91.0
L T N 0
miz--> 20 40 60 80 100 120 140 160
Abundance #16167: Benzene, 1-methyl-2-(2-propenyl)-
117.0 7.60 7.80 8.00 8.20
m/z 91.05 21.59%
5000
91.0
39.0 650 ‘
AN O PR . A
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20

8270-BF021622.M Wed Mar 02 13:22:21 2022 Page: 21



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Phenol, 2,3,6-trimethyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
8.439  23.32 ng 1492180  Naphthalene-d8 8.181

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 62
2 2,4-Dimethylanisole 136 C9H120 006738-23-4 60
3 p-Cumenol 136 C9H120 000099-89-8 58
4 Phenol, 2-ethyl-6-methyl- 136 C9H120 001687-64-5 58
5 Benzenemethanol, .alpha.,4-dimet... 136 C9H120 000536-50-5 55

Abundance Scan 1046 (8.439 min): BF127128.D\data.ms (-1036) (-) m/z 121.10 100.00%

124.1
5000 911
511 ‘ ‘ 46.1 8.20 8.40 8.60 8.80
Obrrrrrerebtedbdhed e LT 2070y 9110 39.46%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18850: Phenol, 2,3,6-trimethyl-
121.0
5000 L L LI B LA BN B B
91.0 8.20 8.40 8.60 8.80
m/z 136.05  37.48%
39.0 65.0
15.0 ) bl o |
O\\\‘\\\\‘H\\w‘\“\”\\\‘\\}\‘\H\\‘\’\\\’\\\\’\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance #18833: 2,4-Dimethylanisole
o M

8.20 8.40 8.60 8.80

91.0
5000 m/z 133.05 35.55%
15.0 39.0 65.0
0 HL‘HuWﬂJMWM‘H\ w‘ﬂh‘wh“,‘u‘,u“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18802: p-Cumenol
121.0 8.20 8.40 8.60 8.80
m/z 117.10  30.34%
5000
91.0
39.0 650‘ ‘
0 %ﬁ?m‘Mmhwm\u"H‘,“m,w,w_ww
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@30122\
Data File : BF127128.D

Acqg On : 01 Mar 2022 20:57
Operator : CG\JU

Sample : N1689-11

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Hexyne, 4-met... 2.546 23.6 ng 610164 1 6.892 518015 20.0
Cyclohexane, me... 3.052 26.3 ng 680882 1 6.892 518015 20.0
Benzene, 1,3-di... 5.751 242.7 ng 6287230 1 6.892 518015 20.0
Benzene, 1-ethy... 6.422 196.2 ng 5081400 1 6.892 518015 20.0
Benzene, 1-ethy... 6.451 168.2 ng 43561706 1 6.892 518015 20.0
Mesitylene 6.728 378.7 ng 9808760 1 6.892 518015 20.0
Benzene, 1,2,3-... 6.957 237.2 ng 6143410 1 6.892 518015 20.0
Indane 7.075 201.0 ng 5206120 1 6.892 518015 20.0
Benzene, 1,3-di... 7.134 39.8 ng 1030199 1 6.892 518015 20.0
Benzene, 1-meth... 7.163 37.1 ng 961131 1 6.892 518015 20.0
Benzene, 1,4-di... 7.204 64.1 ng 1660480 1 6.892 518015 20.0
Benzene, 1-meth... 7.281 28.7 ng 743042 1 6.892 518015 20.0
Benzene, 2-ethy... 7.351 48.6 ng 1258310 1 6.892 518015 20.0
o-Cymene 7.375 40.5 ng 1049700 1 6.892 518015 20.0
Benzene, 1,2,4,... 7.657 23.6 ng 1513180 2 8.181 1279980 20.0
Benzene, 1,2,3,... 7.687 32.8 ng 2099230 2 8.181 1279980 20.0
Benzene, 2-ethe... 7.910 67.2 ng 4301260 2 8.181 1279980 20.0
Phenol, 2,3,6-t... 8.439 23.3 ng 1492180 2 8.181 1279980 20.0

8270-BF021622.M Wed Mar 02 13:22:23 2022 Pag 23



