LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BGO50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_G\Methods\SFAM-EPA-BG110321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO50995.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.526 3 6 26 rVB 6996448 12074258 10.43% 2.760%
2 5.276 298 304 310 rBV2 120191 233397 0.20% 0.053%
3 5.629 359 364 374 rVB2 365064 811622 ©.70% 0.186%
4 5.764 380 387 394 rVB 152405 269593 0.23% 0.062%
5 6.005 418 428 433 rBV 230884 413819 0.36% 0.095%
6 6.070 433 439 444 rVV2 462105 802580 0.69% 0.183%
7 6.158 450 454 458 rVW 406014 667742 ©.58% 0.153%
8 6.211 458 463 472 rVB2 1363615 2421789 2.09% 0.554%
9 6.481 500 509 522 rBV5 504310 1894363 1.64% 0.433%
106 6.587 522 527 535 rVB2 207653 412927 0.36% 0.094%
11 6.71@ 535 548 551 rBv4 235129 793039 0.68% 0.181%
12 6.757 551 556 560 rvv 824278 1280212 1.11% 0.293%
13 6.810 560 565 566 rVv2 187827 252701 ©0.22% 0.058%
14 6.851 566 572 580 rVB4 1102779 2580167 2.23%  0.590%
15 6.963 586 591 597 rVB2 382235 625281 ©.54% 0.143%
16 7.033 597 603 607 rBV3 196501 386406 ©.33% 0.088%
17 7.098 607 614 619 rVW2 332470 819640 0.71% 0.187%
18 7.157 619 624 626 rVV2 293954 464183 0.40% 0.106%
19 7.198 626 631 635 rVV 1101859 1906647 1.65% 0.436%
20 7.251 635 640 645 rVV 1058203 1645193 1.42% 0.376%
21  7.309 645 650 654 rVW3 471693 826941 0.71% 0.189%
22 7.362 654 659 664 rvv2 1667229 3303377 2.85% 0.755%
23 7.632 664 705 709 rVV2 12051648 115795749 100.00% 26.473%
24 7.674 709 712 715 rVWW2 629197 1168545 1.01% 0.267%
25 7.715 715 719 722 rVV2 1029770 1993817 1.72% 0.456%
26 7.750 722 725 729 rVWW 1760399 2760495 2.38% 0.631%
27 7.791 729 732 735 rVW 592206 1030961 0.89% 0.236%
28 7.856 735 743 747 rVV 5482392 10376109 8.96% 2.372%
29 7.915 747 753 757 rVW2 771099 1797300 1.55% 0.411%
30 7.956 757 760 765 rVV2 532493 888789 0.77% 0.203%
31 8.008 765 769 773 rVV3 294032 582075 ©0.50% 0.133%
32 8.050 773 776 780 rVV3 299139 497260 0.43% 0.114%
33 8.144 780 792 795 rVV5 449396 1455348 1.26% ©0.333%
34 8.197 796 801 809 rVV 1933544 3485299 3.01% 0.797%
35 8.285 809 816 823 rVvv4 435519 1081190 ©.93% 0.247%

36 8.367 823 830 834 rVW3 543733 1336125 1.15% ©0.305%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BGO50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_G\Methods\SFAM-EPA-BG110321.M
Title : SVOA CALIBRATION
37 8.408 834 837 844 rVV4 574409 1404449 1.21% 0.321%
38 8.473 844 848 851 rVvVv2 549053 904580 0.78% 0.207%
39 8.520 851 856 861 rVvV2 1483943 2693928 2.33% 0.616%
40 8.573 861 865 871 rVB2 350130 653201 0.56% 0.149%
41 8.643 871 877 879 rBV5 157944 288837 ©.25% 0.066%
42 8.672 879 882 887 rVvV3 212672 344875 0.30% 0.079%
43 8.743 887 894 897 rVW2 717268 1430848 1.24% 0.327%
44  8.790 897 902 911 rVB4 1071350 3002749 2.59% 0.686%
45 8.878 911 917 924 rBV3 1208028 2120693 1.83% 0.485%
46  8.984 929 935 943 rVV2 762250 1885880 1.63% 0.431%
47 9.084 947 952 966 rVB3 669855 1775099 1.53% 0.406%
48 9.248 977 980 985 rVB 300074 465965 0.40% 0.107%
49 9.301 985 989 991 rBV2 285142 422680 0.37% 0.097%
50 9.342 991 996 1006 rVV3 657252 1608923 1.39% 0.368%
51 9.454 1006 1015 1020 rVV 3665171 7057869 6.10% 1.614%
52 9.554 1026 1032 1034 rVV4 222027 433099 0.37% 0.099%
53 9.595 1035 1039 1046 rVB4 337113 686038 ©.59% 0.157%
54 9.695 1046 1056 1064 rBV5 259683 661174 ©.57% 0.151%
55 9.795 1066 1073 1079 rBV6 89985 279400 0.24% 0.064%
56 9.865 1080 1085 1092 rVB3 302959 594514 ©.51% 0.136%
57 9.930 1092 1096 1100 rBV 185760 318254 0.27% 0.073%
58 9.971 1100 1103 1117 rVB4 189933 420912 0.36% 0.096%
59 10.159 1127 1135 1143 rVB3 331967 661648 0.57% 0.151%
60 10.229 1143 1147 1151 rBV3 124847 219799 0.19% 0.050%
61 10.447 1178 1184 1197 rVV6 241282 581320 ©0.50% 0.133%
62 10.993 1269 1277 1284 rBV2 472244 823322 0.71% 0.188%
63 11.064 1284 1289 1294 rW 180737 330429 0.29% 0.076%
64 11.634 1375 1386 1401 rBV 1846938 3826048 3.30% 0.875%
65 11.851 1407 1423 1438 rBV2 3640624 16549550 14.29%  3.783%
66 12.074 1444 1461 1485 rVB3 761209 5358146 4.63% 1.225%
67 12.397 1506 1516 1526 rBV 710564 1266787 1.09%  0.290%
68 13.244 1645 1660 1677 rVB 1114878 2759841 2.38% 0.631%
69 13.561 1701 1714 1732 rBV 1038418 2737928 2.36% 0.626%
70 14.554 1877 1883 1894 rVB 160868 271211 0.23% 0.062%
71 14.859 1927 1935 1944 rVB 302442 498513 0.43% 0.114%
72 15.841 2094 2102 2115 rBV2 1055954 1656803 1.43% 0.379%
73 17.603 2396 2402 2408 rVB 335648 530573 0.46% 0.121%
74 17.697 2412 2418 2427 rBV 202175 325439 0.28% 0.074%
75 18.214 2502 2506 2512 rVB 173565 273204 0.24% 0.062%

76 18.473 2544 2550 2559 rBV 300943 486790 0.42% 0.111%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BGO50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % 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_G\Methods\SFAM-EPA-BG110321.M
Title : SVOA CALIBRATION

77 18.772 2592 2601 2610 rVV 3693185 6461017 5.58% 1.477%
78 19.060 2630 2650 2672 rVB 13969430 54980880 47.48% 12.569%
79 19.319 2688 2694 2700 rBvV2 735387 1373649 1.19% 0.314%
80 19.477 2702 2721 2729 rVV 13601226 50402867 43.53% 11.523%

81 19.642 2741 2749 2760 rVV 344463 799005 0.69% 0.183%
82 19.795 2770 2775 2786 rVB2 212792 534120 0.46% 0.122%
83 19.983 2802 2807 2811 rBV 263070 411957 0.36% 0.094%
84 20.147 2832 2835 2844 rVB3 148287 233477 0.20% ©.053%
85 20.494 2889 2894 2902 rVB2 1187645 1657658 1.43% ©.379%
86 20.570 2902 2907 2917 rBV2 264559 849519 ©@.73%  0.194%
87 20.653 2917 2921 2933 rVB2 215050 552203 0.48% 0.126%
88 20.823 2944 2950 2954 rBV3 180106 342673 0.30% ©0.078%
89 20.923 2961 2967 2974 rBV5 105656 309150 0.27% 0.071%
90 21.557 3050 3075 3080 rBV3 13346305 58671677 50.67% 13.413%
91 21.692 3094 3098 3104 rVB 518664 1079055 0.93% 0.247%
92 21.910 3130 3135 3143 rVB 267189 559994 0.48% 0.128%
93 22.116 3164 3170 3184 rBV 476350 1386875 1.20% ©.317%
94 22.738 3271 3276 3280 rBvV2 112408 260312 0.22% ©.060%
95 22.803 3281 3287 3295 rVV 783664 1740018 1.50% ©.398%
96 25.312 3707 3714 3724 rVB2 169028 524682 ©0.45% 0.120%
97 25.447 3730 3737 3747 rVB 92052 248910 0.21% ©.057%
98 26.463 3897 3910 3934 rBV2 559292 2482987 2.14%  ©.568%
99 26.875 3970 3980 4002 rVB2 298663 1207594 1.04% 0.276%
100 27.544 4079 4094 4114 rBV3 551527 2600520 2.25% ©.595%

Sum of corrected areas: 437417056
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA CALIBRATION

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

Abundance :
u1.4e+07 TIC: BG050995.D\data.ms

7.632

1.2e+07
1le+07
8000000
526

6000000

4000000 9.454 11.851

11.63
2.074.397

2000000 6.211 § R af
5. 2765 §2A6RRIPS ¢ Blsrduama0°" IBSESIBRay T T hibrsomnem 5907 10:°08

v

A g
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG050995.D\data.ms
1.4e+07 19.069

477 21.557

1.2e+07

le+07

8000000

6000000

4000000 18.77

2000000

244.561 15.841

o 14.584.859 | 116687 18.241473
DUV R R S B SUR BN BU SN BN BN BN SN B SUR R B SR B

Time--> 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abugcl{a(_}qrcoe7 TIC: BG050995.D\data.ms

1.2e+07
1le+07
8000000
6000000
4000000

2000000
o 26.46%g g75  27.544

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\|\\\\|\\\\|\\\\‘\\\\‘\

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 Acetic acid, 1,1-dimethylet... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
3.526 223.35 ng/ul 12074300 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 72
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 64
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 64
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 64
5 Thiocyanic acid, propyl ester 101 C4H7NS 004251-16-5 38
Abundance Scan 6 (3.526 min): BG050995.D\data.ms (-3) (-) m/z 57.10 100.00%
57.1
5000 101.0 /\
R RaRRa e A RARAR S
‘ 3.603.703.803.90
ol gy 1880 8020 47 43,05 81.44%
miz--> 50 100 150 200 250 300
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
5000
3.603.703.803.90
m/z 41.10 77.78%
‘ 101.0
T T ‘\‘ ‘\“M\‘ T T T " T L T ‘ T T T T ‘ L T T ‘ T T T T ‘ T
miz-> 50 100 150 200 250 300
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester
43.0
R RRRRa e ARRRR RS o
3.603.703.803.90
5000 ITI/Z 59.05 68.80%
101.0
miz--> 50 100 150 200 250 300
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester R aRRa e ARARE RS o
43.0 3.603.703.803.90
m/z 56.10 47.35%
5000
101.0
\‘\“\“\““\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\ \\\‘\\\\’\\\\’\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 3.603.703.803.90
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Cyclic5.276 Concentration Rank 79
R.T. EstConc Area Relative to ISTD R.T.
5.276 4.32 ng/ul 233397 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 91
2 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 90
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 87
4 Cyclohexane, 1,3,5-trimethyl- 126 C9H18 001839-63-0 76
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 76
Abundance Scan 304 (5.276 min): BG050995.D\data.ms (-298) (-) m/z 69.00 100.00%
69.0 1111
55.0
5000
41.0
126.1 \\\‘\\\\‘\\\\‘\\\\‘\\\\
0 80w | 5.005.20 5.405.60
e e e et e m/z 111.10 86.01%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13261: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
55.0
5000 UL L B I O B L I LA
5.00 5.20 5.40 5.60
41.0 126.0 m/z 55.60  55.80%
27” ‘ H | “ | ‘ 83\.0 97\.0 ‘ !
\H’HH‘H\\‘HH‘\\H‘HH‘HH’HH‘HH‘HH‘HH‘HH’HH’\H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13257: Cyclohexane, 1,3,5-trimethyl-
69.0 111.0
R B AR
55.0 5.00 5.20 5.40 5.60
5000 41.0 m/z 41.80  35.36%
27.0 126.0
H ‘ L) 830670 |
e e et e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. T T T
69.0 111.0 5.00 5.20 5.40 5.60
55.0 m/z 126.10  17.37%
41.0
5000
21.0 126.0
83.0
,,970,, SNBSS N EVGD S
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 3 (DEL) Alkane: Cyclic5.629 Concentration Rank 53
R.T. EstConc Area Relative to ISTD R.T.
5.629 15.01 ng/ul 811622 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 90
2 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-26-2 83
3 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 72
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 52
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 52
Abundance Scan 364 (5.629 min): BG050995.D\data.ms ( 359) () m/z 69.00 100.00%
69.0 111.
55.0
41.0
5000
84.0 126.1
‘ ‘ H 5.40 5.60 5.80 6.00
HW‘HW‘HWH‘WH‘WHH‘HM,HH_LH_‘m_u‘ﬂu‘wuw‘u m/z 111.10  96.50%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13298: Cyclohexane, 1,2,4-trimethyl-, (1.alpha.,2.beta.
69.0 111.0
55.0
41.0
5000 UL L L I LN L
27.0 126.0 5.40 5.60 5.80 6.00
' m/z 55.05 72.69%
L ]
H\’\H\‘\H\‘HH‘\\H“\‘\H‘H\M’H\\N‘!H‘H\‘\‘\H\‘l\\\’\\\\’\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13303: Cyclohexane, 1,3,5-trimethyl-, (1. alpha ,3.alpha.
69.0 1.0
55.0
41.0 5.40 5.60 5.80 6.00
5000 m/z 43.00 55.19%
21.0 126.0
83.0
<K RN 1O AP . G O
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13305: Cyclohexane, 1,3,5-trimethyl-, (1.alpha.,3.alpha. R R BRLRRRERR RS
69.0 111.0 5.40 5.60 5.80 6.00
55.0 m/z 41.00 54.10%
5000 41.0
27.0 126.0
| mowo |
HWH‘WHHM‘H_Hw‘HWHH,HH_H‘_HWH‘WHHW‘HWH DO e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 4 (DEL) Alkane: Straight-Chai... Concentration Rank 77
R.T. EstConc Area Relative to ISTD R.T.
5.764 4.99 ng/ul 269593 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 3-methyl- 128 C9H20 002216-33-3 90
2 Octane, 3-methyl- 128 C9H20 002216-33-3 87
3 Octane, 3-methyl- 128 C9H20 002216-33-3 74
4 Undecane, 6-methyl- 170 C12H26 017302-33-9 59
5 Heptane, 4-(1-methylethyl)- 142 C10H22 052896-87-4 59
Abundance Scan 387 (5.764 min): BG050995.D\data.ms (-380) (-) m/z 57.05 100.00%
57.0
5000 J
41.0
‘ ‘ 98.1 5.40 5.60 5.80 6.00
T \‘i‘\ T \“\“ T \‘H\ \8’2\0\ T \h‘ T T ‘1\2\8.\1\ ’1\47\2\ m/Z 41.00 39.45%
miz-> 20 40 60 80 100 120 140
Abundance #14538: Octane, 3-methyl-
57.0
5000
5.40 5.60 5.80 6.00
470 m/z 43.00 27.02%
98.0
miz-> 20 40 60 80 100 120 140
Abundance #14528: Octane, 3-methyl-
57.0
S A DN N
5.40 5.60 5.80 6.00
5000 m/z 56.00 22.79%
41)0
[
X | O N . N
miz--> 20 40 60 80 100 120 140
Abundance #14537: Octane, 3-methyl-
57.0 5.40 5.60 5.80 6.00
m/z 98.10 10.67%
5000
41,0
‘ ‘ 98.0
SR ST U NN UMDY A S Ve
m/z--> 20 40 60 80 100 120 140 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Cyclic6.005 Concentration Rank 73
R.T. EstConc Area Relative to ISTD R.T.
6.005 7.65 ng/ul 413819 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 90
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
3 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
4 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 81
5 Cyclohexane, 1,2,4-trimethyl-, (... 126 C9H18 007667-60-9 81
Abundance Scan 428 (6.005 min): BG050995.D\data.ms (-418) (-) m/z 69.00 100.00%
69.0
55.0 111.1
41.0
5000
83.1 126.1
‘ H M 97.1 5.60 5.80 6.00 6.20 6.40
H‘\H\‘HH‘\H\iHH“\‘\‘\‘\‘H‘\‘M‘H\‘\“‘\‘\‘\\‘H\‘}‘HH‘E\H‘\H‘\‘H\ m/z 55.06 79.95%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13252: Cyclohexane, 1,1,2-trimethyl-
69.0
41.0
550
111.0
5000
27.0 5.60 5.80 6.00 6.20 6.40
‘ 83.0 126.0 m/z 111.10 76.24%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
R A RAEmEE TR
41.0 111.0 5.60 5.80 6.00 6.20 6.40
5000 ' m/z 41.00 54.85%
270 97.0 126.0
) P
H‘HH‘H‘Mh‘w‘HWNMM_HHﬂ‘umhu‘uu‘u‘wh‘w‘uw‘u
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13246: Cyclohexane, 1,2,4-trimethyl-
69.0 5.60 5.80 6.00 6.20 6.40
1110 m/z 56.00  41.87%
55.0
5000 41.0
126.0
H‘HH‘HJhu‘qHHWJHM_HMM‘HNNH‘HN‘H‘WM‘W‘HM‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.60 5.80 6.00 6.20 6.40

SFAM-EPA-BG110321.M Tue Nov 16 13:10:08 2021 Page: 9



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Cyclic6.070 Concentration Rank 54
R.T. EstConc Area Relative to ISTD R.T.
6.070 14.85 ng/ul 802580 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 97
2 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 90
3 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 70
4 Cyclopentane, propyl- 112 C8H16 002040-96-2 70
5 Cyclohexane, 1,1,2-trimethyl- 126 C9H18 007094-26-0 62
Abundance Scan 439 (6.070 min): BG050995.D\data.ms (-433) (-) m/z 69.00 100.00%
55.0 69.0
111.1
41.0
5000
830 97 0 126.1
‘ H 5.80 6.00 6.20 6.40
\\‘HH‘\H\}\H\“\M\‘\‘\\‘\M‘\H‘\“‘HH‘\\H’\H\‘l\\\‘\\‘\\’\\\ m/z 55.06 92.47%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13254: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
41.0 111.0
5000
5.80 6.00 6.20 6.40
27 0 84.0 97.0 126.0 m/z 111.85  69.37%
[![1’1’
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13256: Cyclohexane, 1,2,4-trimethyl-
55.0 69.0
111.0 e e
41.0 5.80 6.00 6.20 6.40
5000 m/z 41.00 57.71%
126.0
84.0 97.0
S /B
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13252: Cyclohexane, 1,1,2-trimethyl-
69.0 5.80 6.00 6.20 6.40
410 54 m/z 56.00 42.12%
111.0
5000
27.0
83.0 126.0
A O
il
HM‘HM‘H‘HH‘HH‘H‘WH‘WH‘W‘HW‘HW‘H‘_H‘WH
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 58
R.T. EstConc Area Relative to ISTD R.T.
6.158 12.35 ng/ul 667742 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Ethyl-4-methylcyclohexane 126 CSH18 003728-56-1 87
2 Cyclohexane, 1-ethyl-1-methyl- 126 C9H18 004926-90-3 78
3 Sulfurous acid, cyclohexylmethyl... 234 C11H2203S 1000309-21-3 72
4 Cyclohexane, 1-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 72
5 Cyclohexane, 1l-ethyl-1-methyl- 126 CSH18 004926-90-3 64

Abundance Scan 454 (6.158 min): BG050995.D\data.ms (-450) (-) m/z 97.10 100.00%

55.0 97.1
5000
AR
39‘.0 | 810 126.1 5.80 6.00 6.20 6.40
H\‘HH‘HH‘HHH‘\H‘\u1\‘\\\‘\‘\\\\‘\\\\‘\\\\“HH‘HH‘\H‘\‘HH‘\ m/z 55.06 89.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13239: 1- Ethyl4|nethWCydohexane
55.0 97.0
5000
5.80 6.00 6.20 6.40
126.0 m/z 41.00 25.06%
\\\‘H\\%ﬂ\q\‘\\H“H\H‘\\!\‘HH‘HH“HH‘H\1‘\\\\“HH‘\H‘\‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13268: Cyclohexane, 1-ethyl-1-methyl-
55.0 97.0
5.80 6.00 6.20 6.40
5000 m/z 69.05 14.97%
27.0
70.0 ‘
aze | L L 700 | wzowro
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #115564: Sulfurous acid, cyclohexylmethyl isobutyl ester
97.0 5.80 6.00 6.20 6.40
m/z 96.10 14.64%
55.0
5000
29.0
810
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
6.211 44.80 ng/ul 2421790 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane 128 C9H20 000111-84-2 91
2 Nonane 128 C9H20 000111-84-2 91
3 Nonane 128 C9H20 000111-84-2 90
4 Octane 114 C8H18 000111-65-9 64
5 Octane 114 C8H18 000111-65-9 64
Abundance Scan 463 (6.211 min): BG050995.D\data.ms (-458) (-) m/z 43.05 100.00%
43.0
57.1
5000
710 851 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
l M 991 1280 5.80 6.00 6.20 6.40 6.60

H_H‘_H‘_HW‘HW‘HW‘HWH‘WH‘WH‘WHH,HH‘HH_‘H m/z 57.10  80.94%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14520: Nonane
43.0
57.0
5000

5.80 6.00 6.20 6.40 6.60
29.0 71.0 85.0 m/z 41.00 50.11%

990
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14523: Nonane
43.0
57.0

5.80 6.00 6.20 6.40 6.60

5000 m/z 85.10  30.49%
29.0
71.0 85.0
o L L, 0 20
T e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 /\W\
Abundance #14521: Nonane REaEmEEEEILESEE S S
43.0 5.80 6.00 6.20 6.40 6.60

m/z 71.05 24.36%

57.0
5000
29.0
710 850
128.0
9901130

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 9 (DEL) Alkane: Cyclic6.481 Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.
6.481  35.04 ng/ul 1894360  1,4-Dichlorobenzene-d4  8.261
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CoH18 003728-54-9 68

004926-78-7 68

2 Cyclohexane,

1-ethyl-4-methyl-, ... 126 C9H18

3 Cyclohexane, 1,4-dimethyl-, cis- 112 C8H16 000624-29-3 64
4 Cyclohexane, 1,3-dimethyl- 112 C8H16 000591-21-9 64
5 Cyclohexane, 1-ethyl-2-methyl-, 126 CSH18 004923-78-8 58

Abundance Scan 509 (6.481 mi

n): BG050995.D\data.ms (-500) (-)
.0 97.1

m/z 55.00 100.00%

55
5000
39 70.0
‘ ‘ ‘ | 126.1 6.20 6.40 6.60 6.80
\\‘\\\\‘\\\\‘\\H“\‘\\\“\M \‘\\‘\M“\\\‘\“‘\“U\\‘\H\“\\\\"H\\‘\\‘!\‘\\\\‘\\ m/z 97.16 91.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 91.0
5000 L L L I L B B L B
6.20 6.40 6.60 6.80
39l m/z 41.00 45.05%
P 7‘#,0 ‘ 126.0
\\‘\\\\‘\\\‘\“\\H‘f!”\\\‘\‘H‘\‘\\\H}\\H“\H\\‘\H1‘\\\\’\\\\‘\\1\‘\\\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #13286: Cyclohexane, 1-ethyl-4-methyl-, cis-
58.0 97.0
R KRaies REC R,
6.20 6.40 6.60 6.80
5000 ITI/Z 69.00 41.81%
39.0
‘ 81.0 ‘ 126.0
H‘HH‘H‘WH‘WHHWJHMMHHM‘Hﬂuu‘uﬁ‘u‘wu‘w‘ﬂw‘u‘_‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #7674: Cyclohexane, 1,4-dimethyl-, cis- R e AR REES
55.0 97.0 6.20 6.40 6.60 6.80
m/z 56.00 26.14%
5000
112.0
39,0
I e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80

SFAM-EPA-BG110321.M Tue Nov 16 13:10:10 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 74
R.T. EstConc Area Relative to ISTD R.T.
6.587 7.64 ng/ul 412927 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 4-methyl- 142 C1eH22 017301-94-9 59
2 Nonane, 4-methyl- 142 C10H22 017301-94-9 59
3 Heptane, 2,3,4-trimethyl- 142 C1eH22 052896-95-4 59
4 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 53
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 50
Abundance Scan 527 (6.587 min): BG050995.D\data.ms (-522) (-) m/z 57.10 100.00%
57.1
5000 41,0
97.1
‘ ‘ 81 ‘ 6.20 6.40 6.60 6.80 7.00
SR “i‘; BRI 1123 1420 04 s 3.0
miz-> 20 40 60 80 100 120 140
Abundance #22076: Nonane, 4-methyl-
57.0
5000 LR B B
a1l 6.20 6.40 6.60 6.80 7.00
98.0 m/z 41.00 48.03%
1T ‘Z\G‘Rb\ \“‘} T \M“ \?}.(\)‘ \“\ T \]\.1}:‘3\.()‘ T \]\_4“2\0\\
miz-> 20 40 60 80 100 120 140
Abundance #22082: Nonane, 4-methyl-
57.0
e
6.20 6.40 6.60 6.80 7.00
5000 m/z 71.10 47.49%
41)0 98.0
142.0
bl o7go || mso T
miz--> 20 40 60 80 100 120 140
Abundance #22118: Heptane, 2,3,4-trimethyl- R AR
57.0 6.20 6.40 6.60 6.80 7.00
m/z 55.00 38.17%
5000
4110
99.0
260 . li 7RO
m/z--> 20 40 60 80 100 120 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Cyclic6.710 Concentration Rank 55
R.T. EstConc Area Relative to ISTD R.T.
6.710 14.67 ng/ul 793039 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 53
2 7-Methylbicyclo[4.2.8]octane 124 C9H16 1000210-90-2 53
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 47
4 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 43
5 Cyclopropane, (1-methylethylidene)- 82 C6H10 004741-86-0 43

Abundance Scan 548 (6.710 min): BG050995.D\data.ms (-535) (-) m/z 82.00 100.00%

67.0 83.0
41.0
5000
105.0
‘ H “ | ‘ 126.1 6.40 6.60 6.80 7.00
H‘\H\‘HH‘\H\‘H\Hm\l‘\‘\\u\‘\\\“ H\‘H‘H‘\H\‘HH}\H‘\‘H\ m/z 67.06 86.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0
5000 LB L B B B B |
410 6.40 6.60 6.80 7.00
m/z 55.00 80.57%
27.0 6f.0 126.0 /
H‘\H\‘H\‘\“\H\“l‘\H‘\‘H‘\‘HH“HH“ 1\\‘9\7\.9\1\-\]-‘]\-;\0\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #12191: 7-Methylbicyclo[4.2.0]octane
67.0 82.0
6.40 6.60 6.80 7.00
5000 m/z 83.05 78.69%
27 0
96.0
H‘w?nooﬂ“’
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13259: Cyclohexane, (1-methylethyl)- o ARREERESERE
55.0 82.0 6.40 6.60 6.80 7.00
' m/z 41.05 52.51%
5000 41.0
27.0 126.0
SOOI O OO (-0 N VO A\ o AT
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 6.40 6.60 6.80 7.00

SFAM-EPA-BG110321.M Tue Nov 16 13:10:12 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
6.757 23.68 ng/ul 1280210 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 87
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 86
3 Octane, 3,6-dimethyl- 142 C1OH22 015869-94-0 86

4 Nonane, 3-methyl- 142 C1OH22 005911-04-6 83
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 78

Abundance Scan 556 (6.757 min): BG050995.D\data.ms (-551) (-) m/z 57.05 100.00%

57.0

=

5000 2100
‘ 85.0 113.1 6.40 6.60 6.80 7.00
e e L1428 s 7110 e4.10%
m/z--> 20 40 60 80 100 120 140
Abundance #22077: Nonane, 3-methyl-
57.0
5000 L LA B L LN B
6.40 6.60 6.80 7.00
41)0

1120 m/z 43.10 59.09%
85.0 '
1T ‘2\6‘-\5\ T \‘\“ T \‘H T “f“\ T ‘ L H\ ‘].\27\.\01\-4‘.2\.0\\
miz--> 20 40 60 80 100 120 140
Abundance #22091: Octane, 2,6-dimethyl-
57.0
6.40 6.60 6.80 7.00
5000 ITI/Z 41.00 40.99%
410
113.0
85.0
B2 | | | e s N 2 1:3
m/z--> 20 40 60 80 100 120 140
Abundance #22095: Octane, 3,6-dimethyl- R A BAARamaEES R
57.0 6.40 6.60 6.80 7.00
m/z 56.05 32.74%
5000
41.0
113.0
26-L85-°142-0
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 78
R.T. EstConc Area Relative to ISTD R.T.
6.810 4.67 ng/ul 252701 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexane, 3-methyl- 100 C7H16 000589-34-4 49
2 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 49
3 Hexane, 3,3,4-trimethyl- 128 C9H20 016747-31-2 47
4 Hexane, 2,4,4-trimethyl- 128 C9H20 016747-30-1 47
5 Heptane, 3,3-dimethyl- 128 C9H20 004032-86-4 47
Abundance Scan 565 (6.810 min): BG050995.D\data.ms (-560) (-) m/z 43.05 100.00%
43.0 71.1
5000
97.1
T
125.1 6.40 6.60 6.80 7.00 7.20
140.1
m/Z 57.10 91.43%
miz--> 20 40 60 80 100 120 140
Abundance #4465: Hexane, 3-methyl-
43.0
71.0
5000
6.40 6.60 6.80 7.00 7.20
m/z 71.10 85.89%
27,0
\\\‘\\\\“M\\‘\“\\‘}\‘\‘\\1\()?'\0\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #13218: 2,4,4-Trimethyl-1-hexene
43.0 71.0
AR e
6.40 6.60 6.80 7.00 7.20
5000 ITI/Z 55.00 73.46%
27.0 ‘ 97.0
el el T 1260
miz--> 20 40 60 80 100 120 140
Abundance #14575: Hexane, 3,3,4-trimethyl- TR
43.0 71.0 6.40 6.60 6.80 7.00 7.20
m/z 70.05 63.75%
5000
270
‘ ‘ 99.0
m/z--> 20 40 60 80 100 120 140 6.40 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58

Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
: SVOA 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 (DEL) Alkane: Cyclic6.851 Concentration Rank 24

R.T. EstConc Area Relative to ISTD R.T.
6.851 47.73 ng/ul 2580170 1,4-Dichlorobenzene-d4 8.261
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 81
2 Cyclohexane, propyl- 126 C9H18 001678-92-8 72
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 64
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 64
5 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 59

Abundance Scan 572 (6.851 min): BG050995.D\data.ms (-566) (-)

m/z 55.00 100.00%

55.0 83.0
5000
39,0 o6 LA e Y
M ‘ M 98.1 i 6.60 6.80 7.00 7.20
"wm‘;‘Hu”wu“mplms‘_m_ml‘}zczw m/z 83.05 94.41%
m/z--> 20 40 60 80 100 120 140
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000
6.60 6.80 7.00 7.20
126.0 9
29.0 m/z 41.00 59.07%
\\\‘\H\\MH\\\M!“\‘!‘“\\[‘1\\9\8.‘0\\\\‘\‘\\\‘\\\
m/z--> 20 40 60 80 100 120 140
Abundance #13200: Cyclohexane, propyl-
55.0 83.0
T T T
6.60 6.80 7.00 7.20
5000 ITI/Z 82.05 50.97%
270 126.0
S I T N A
m/z--> 20 80 100 120 140
Abundance #13202: Cyclohexane, propyl-
83.0 6.60 6.80 7.00 7.20
m/z 56.10 29.81%
55.0
5000
3900 126.0
50 4y o b ) eso | AV MR ALY
m/z--> 20 40 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Cyclic6.963 Concentration Rank 61
R.T. EstConc Area Relative to ISTD R.T.
6.963 11.57 ng/ul 625281 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 2-ethyl-1,3-dimethyl- 140 C10H20 007045-67-2 93
2 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 87
3 Cyclohexane, 1-ethyl-2,3-dimethyl- 140 C10H20 007058-05-1 87
4 Cyclooctane, butyl- 168 C12H24 016538-93-5 64
5 3-Hexene, 2,5-dimethyl- 112 C8H16 015910-22-2 53

Abundance Scan 591 (6.963 min): BG050995.D\data.ms (-586) (-) m/z 69.00 100.00%

69.0
1111
5000 41.0
R AREEARE wEsS SR
| ‘ ‘ 84.0 140.1 6.60 6.80 7.00 7.20
\\\,\\\\i”\\\“\“\“\‘\\”‘“\‘\\‘\“\\‘1\‘\‘\\\l\\ m/Z 111.10 68.54%
miz--> 20 40 60 80 100 120 140
Abundance #20756: Cyclohexane, 2-ethyl-1,3-dimethyl-
69.0
111.0
5000 ﬁ/\\‘\\\\‘\\\\’u\\‘\u\‘\
41.0 6.60 6.80 7.00 7.20
m/z 55.00 64.89%
. 140.0
T T ’Z\G‘T\b\ \““\ T \M“\ \?ﬁ(\)\‘\“ T \‘1 T ‘ L } T
miz--> 20 40 60 80 100 120 140
Abundance #13248: Cyclohexane, 1,1,3-trimethyl-
69.0 111.0
E  EREARE RS
6.60 6.80 7.00 7.20
5000 410 m/z 41.0  38.71%
w0 | i s e
miz--> 20 40 60 80 100 120 140
Abundance #20757: Cyclohexane, 1-ethyl-2,3-dimethyl- T
69.0 6.60 6.80 7.00 7.20
111.0 m/z 56.00  24.28%
5000
41.0
140.0
84.0
e ,Z‘G‘KD‘ ‘w ‘ “!“ “1“‘ ‘ ‘ﬂ R - l — R e LN EEE LR ae
m/z--> 20 40 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Cyclic7.033 Concentration Rank 75
R.T. EstConc Area Relative to ISTD R.T.
7.033 7.15 ng/ul 386406 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,1,3,5-tetramethyl... 140 C10H20 050876-32-9 47
2 Cyclooctane, 1-methyl-3-propyl- 168 C12H24 255885-37-1 43
3 4-Nonene, 2,3,3-trimethyl-, (Z)- 168 C12H24 063830-68-2 35
4 Cyclopentanecarboxylic acid, eth... 140 C8H1202 016523-06-1 30
5 trans-7-Methyl-3-octene 126 CSH18 1000113-52-8 27

Abundance Scan 603 (7.033 min): BG050995.D\data.ms (-597) (-) m/z 69.00 100.00%

69.0
41.0 125.1
5000 95.1
R R
| ‘ | | 6.80 7.00 7.20 7.40
el e m/z 55.00  88.86%
miz--> 20 40 60 80 100 120 140 160
Abundance #20770: Cyclohexane, 1,1,3,5-tetramethyl-, cis-
69.0 125.0
41.0
5000 L B B I LA B
6.80 7.00 7.20 7.40
m/z 41.00 63.80%
24H> T ‘\ \‘\““‘ \‘H\ \““1 \\97.‘0\ T \‘\ LB L e
miz--> 20 40 60 80 100 120 140 160
Abundance #43584: Cyclooctane, 1-methyl-3-propyl-
69.0
AR S s R
6.80 7.00 7.20 7.40
5000 m/z 125.10 62.34%
41.0 125.0
H 97.0
w‘““WL‘N"ﬂh‘ﬂﬂ“$“u‘w‘h““““‘H‘
miz--> 20 40 60 80 100 120 140 160
Abundance #43589: 4-Nonene, 2,3,3-trimethyl-, (2)- ‘ f/‘\ VA e e
69.0 6.80 7.00 7.20 7.40
m/z 83.05 43.87%
5000
41.0
125.0
el leso L aeso
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 52
R.T. EstConc Area Relative to ISTD R.T.
7.098 15.16 ng/ul 819640 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 59
2 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 58
3 Heptane, 3-ethyl-2-methyl- 142 C10H22 014676-29-0 52
4 Nonane 128 C9H20 000111-84-2 50
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 50
Abundance Scan 614 (7.098 min): BG050995.D\data.ms (-607) (-) m/z 57.00 100.00%
57.0
98.1 A EARERRRES
‘ o1 ﬁ) ‘ 6.80 7.00 7.20 7.40
WM B L 1881, 43.00  81.57%
miz--> 20 40 60 80 100 120 140
Abundance #22101: Octane, 2,3-dimethyl-
57.0
5000 41.0 e N R A R RE R
98.0 6.80 7.00 7.20 7.40
m/z 41.00 40.43%
140 || || h“ \H77.o“ \ 142.0
\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz--> 20 40 60 80 100 120 140
Abundance #22093: Octane, 2,3-dimethyl-
57.0
A R ARRamaRE T
6.80 7.00 7.20 7.40
5000 m/z 56.00 28.17%
4100 98.0
~150 L m“h - J“??-Pm A 142:0
miz--> 20 40 60 80 100 120 140
Abundance #22130: Heptane, 3-ethyl-2-methyl- AR e
57.0 6.80 7.00 7.20 7.40
m/z 71.10 21.48%
5000 4110
98.0
15.0 H LN 22 “ 1140 142.0
e SO
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 69
R.T. EstConc Area Relative to ISTD R.T.
7.157 8.59 ng/ul 464183 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 5-methyl- 142 C1eH22 015869-85-9 90
2 Heptane, 3,4,5-trimethyl- 142 C10H22 020278-89-1 86
3 Nonane, 5-methyl- 142 C1OH22 015869-85-9 78
4 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 72
5 Pentane, 3-ethyl-2,4-dimethyl- 128 C9H20 001068-87-7 72
Abundance Scan 624 (7.157 min): BG050995.D\data.ms (-619) (-) m/z 43.05 100.00%
43.0
85.1
5000
R EAEmamaEEt
H‘ 67-0 1254 1491 6.80 7.00 7.20 7.40
obr el D e 2070 STRS 1420 sz 8s.10 58.91%
m/z--> 20 40 60 80 100 120 140
Abundance #22079: Nonane, 5-methyl-
43.0
85.0
5000 /\\‘\\\\‘\\\\‘\\\\‘\\\\’\
6.80 7.00 7.20 7.40
m/z 84.10 33.22%
27.0
Lol see | mzonoie20
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 20 40 60 80 100 120 140
Abundance #22121: Heptane, 3,4,5-trimethyl-
43.0
e
85.0 6.80 7.00 7.20 7.40
5000 m/z 41.00 31.53%
69.0
270 || % 1130 1420
et
miz--> 20 40 60 80 100 120 140
Abundance #22075: Nonane, 5-methyl- T
43.0 6.80 7.00 7.20 7.40
m/z 57.00 27.38%
85.0
5000
27
0 “_ ‘\‘ 69,0 112.0127.0142.0
e N RS S
m/z--> 20 40 60 80 100 120 140 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 (DEL) Alkane: Straight-Chai... Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
7.198 35.27 ng/ul 1906650 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentane, 2,2,3,3-tetramethyl- 128 C9H20 007154-79-2 59
2 Undecane, 4,5-dimethyl- 184 C13H28 017312-79-7 59
3 Heptane, 2,3,4-trimethyl- 142 C1leH22 052896-95-4 59
4 Oxalic acid, isobutyl pentyl ester 216 C11H2004 1000309-37-0 50
5 Nonane, 4-methyl- 142 C1eH22 017301-94-9 50

Abundance Scan 631 (7.198 min): BG050995.D\data.ms (-626) (-) m/z 57.10 100.00%

57.1
5000
4110
P 6.5 700 7.20 740 .60
120.1 . : ’ : ’
— m‘!u LIS ‘ “\ 42l m/z 43.e5  63.03%
m/z--> 20 40 60 80 100 120 140 160
Abundance #14599: Pentane, 2,2,3,3-tetramethyl-
57.0
5000 L L L B
4110 6.80 7.00 7.20 7.40 7.60
m/z 71.05 43.31%
4) 99.0
\\‘2\5l1\\“‘i\\‘M“\\‘i\8‘3‘\"9\\“\\\‘\’\\'\\’\\\\’\
miz--> 20 40 60 80 100 120 140 160
Abundance #59060: Undecane, 4,5-dimethyl-
57.0
RaEE e R
6.80 7.00 7.20 7.40 7.60
5000 m/z 70.00 34.26%
410
112.0
83.0
T O W . I
miz--> 20 40 60 80 100 120 140 160
Abundance #22118: Heptane, 2,3,4-trimethyl- R A RANaE RRA S S
57.0 6.80 7.00 7.20 7.40 7.60
m/z 41.00 34.24%
5000
41.0
‘ 99.0
s W Jso i UGN
m/z--> 20 40 60 80 100 120 140 160 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
: SVOA CALIBRATION

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 (DEL) Alkane: Straight-Chai... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
7.251  30.43 ng/ul 1645190 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octane, 2,7-dimethyl- 142 C10H22 001072-16-8 72
2 Octane, 2-methyl- 128 C9H20 003221-61-2 72
3 Hexadecane 226 C16H34 000544-76-3 64
4 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 64
5 Tridecane, 6-methyl- 198 C14H30 013287-21-3 59

Abundance Scan 640 (7.251 min): BG050995.D\data.ms (-635) (-) m/z 43.05 100.00%
3.0

 ERmasnasnstMU
H 98‘-0 1971 7.00 7.20 7.40 7.60
\‘\\\\i}\\‘\“\\H{\“\\\\“\\\\‘\“\;\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 57.05 98.09%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22098: Octane, 2,7-dimethyl-
43.0
5000 L L I L L R L R R
7.00 7.20 7.40 7.60
71.0 99.0
m/z 41.00 52.32%
127.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #14530: Octane, 2-methyl-
43.0
e ARaEaanEEE R
7.00 7.20 7.40 7.60
5000 m/z 71.10 42.14%
71.0
PRI
ettt
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane ARELEa s et
57.0 7.00 7.20 7.40 7.60
m/z 42.10 27.89%
5000
85.0
29.0
‘\ ““ L ‘ ,113.0 141.0 169.0 197.0 226.0
e e e e e T T R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 22 unknown-01 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
7.362 61.11 ng/ul 3303380 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3-[(ethenyloxy)methyl]- 156 C10H200 000103-44-6 47
2 Carbonic acid, octyl vinyl ester 200 C11H2003 1000383-25-5 43
3 Nonane, 3-methyl- 142 C1leH22 005911-04-6 43
4 1-Decene, 3,4-dimethyl- 168 C12H24 050871-03-9 43
5 Octane, 3-ethyl- 142 C1eH22 005881-17-4 43

Abundance Scan 659 (7.362 min): BG050995.D\data.ms (-654) (-) m/z 57.05 100.00%

57.0
5000
39(0
‘ 83.0 105 12?1 7.00 7.20 7.40 7.60
IS e bl 2421 myz 71,10 67.40%
m/z--> 20 40 60 80 100 120 140 160
Abundance #32956: Heptane, 3-[(ethenyloxy)methyl]-
57.0
5000
26.0 7.00 7.20 7.40 7.60
‘ m/z 41.00 66.86%
“ ‘ “ﬂ “ 83‘-0 1120 1410
L Ll P |
\\\‘\\f\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #75515: Carbonic acid, octyl vinyl ester
57.0
 RRARSEE AL SR
7.00 7.20 7.40 7.60
5000 m/z 43.05 56.94%
29.0 ‘ ‘ 830 1120
— A, Al !u u:‘: : ‘H L 1200  157.0
miz--> 20 40 60 80 100 120 140 160
Abundance #22081: Nonane, 3-methyl-
57.0 7.00 7.20 7.40 7.60
m/z 56.10 46.91%
5000
29.0
112.0
e 820 T 1420 ACVAVATIWA S St
m/z--> 20 40 60 80 100 120 140 160 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\

Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M

Quant Title : SVOA 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 23 1,3,5-Triazine, hexahydro-1...

Concentration Rank 20

R.T. EstConc Area Relative to ISTD R.T.
7.750  51.06 ng/ul 2760500 1,4-Dichlorobenzene-d4 8.261
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,3,5-Triazine, hexahydro-1,3,5-... 129 C6H15N3 000108-74-7 86
2 1,3,5-Triazine, hexahydro-1,3,5-... 129 C6H15N3 000108-74-7 47
3 Piperazine 86 C4H1ON2 000110-85-0 9
4 Piperazine 86 C4H1ON2 000110-85-0 9

5 Barbituric acid 128 C4HAN203 000067-52-7 7

Abundance Scan 725 (7.750 min): BG050995.D\data.ms (-722) (-)

m/z 44.10 100.00%

44.1
5000
86.0
128.1 NS LV
‘ ‘ 7.40 7.60 7.80 8.00
el LT L A123 L m/z 42.00  57.28%
miz--> 20 40 60 80 100 120 140
Abundance  #14810: 1,3,5-Triazine, hexahydro-1,3,5-trimethyl-
44.0
5000 \‘\\\\‘\\\\‘\\\\‘\\\\‘\
7.40 7.60 7.80 8.00
86.0 m/z 86.85  35.68%
128.0
T T T ‘2\‘81.‘\0\ i‘ ‘\ T \“ \7\1\0\ ‘ \ T T T ‘ \1\1\2.\0‘ T “\ T ’ T T
miz--> 20 40 60 80 100 120 140
Abundance  #14811: 1,3,5-Triazine, hexahydro-1,3,5-trimethyl-
44.0
e
7.40 7.60 7.80 8.00
5000 m/z 128.05  21.20%
86.0 128.0
280 |l | ‘ 103.0 ‘\
N B L e e
miz--> 20 40 60 80 100 120 140
Abundance #1811: Piperazine N EEEam RS I
44.0 7.40 7.60 7.80 8.00
m/z 43.10 19.90%
5000 280
86.0
el JLO — ‘ S NSV} WSO\
m/z--> 20 40 60 80 100 120 140 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58

Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
: SVOA 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 24 Benzene, 1,2,3-trimethyl- Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
7.915  33.25 ng/ul 1797300 1,4-Dichlorobenzene-d4 8.261
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 95
2 Mesitylene 120 C9H12 000108-67-8 95
3 Benzene, 1,2,4-trimethyl- 120 CO9H12 000095-63-6 94
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 93
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 92

Abundance Scan 753 (7.915 min): BG050995.D\data.ms (-747) (-) m/z 105.00 100.00%
105.0

5000
69.0 1201 \ A \
39.0 ‘ 7.60 7.80 8.00 8.20
140.1
N R PR 11 “““‘?9{0‘ Al MO 7 126,05 39.61%
miz--> 20 40 60 80 100 120 140
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
5000
120.0 7.60 7.80 8.00 8.20
m/z 69.00 34.15%
39.0 77.0
T \]_\5\.0‘ \M T \"‘\ \““ \6‘2“.\p\ T \M‘ T \‘\ T “\‘\ \‘f““\ T T ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #10692: Mesitylene
105.0
AR A RRRRR
7.60 7.80 8.00 8.20
5000 120.0 m/z 111.10  21.84%
77.0
51.0
S £ NN Y| Y
miz--> 20 40 60 80 100 120 140
Abundance #10716: Benzene, 1,2,4-trimethyl- AR AR
105.0 7.60 7.80 8.00 8.20
m/z 77.00 14.07%
120.0
5000
39.0 77.0
15.0
m/z--> 20 40 60 80 100 120 140 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 29 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
8.197 64.47 ng/ul 3485300 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 91
2 Decane, 4-methyl- 156 C11H24 002847-72-5 83
3 Decane, 4-methyl- 156 C1l1H24 002847-72-5 83
4 Octane, 3,3-dimethyl- 142 C1eH22 004110-44-5 78
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 72
Abundance Scan 801 (8.197 min): BG050995.D\data.ms (-796) (-) m/z 43.05 100.00%
43.0 71.1
5000

‘ ‘ h 96.0 113.1 7.80 8.00 8.20 8.40 8.60
el ee0 a2 ) 1e oa.10%

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

Abundance #33093: Nonane, 2,6-dimethyl-

43.0
71.0
5000
7.80 8.00 8.20 8.40 8.60
m/z 57.10 74.54%
113.0
T \\‘ \.@\ T \H“ T \“} T ‘ }9\1\.\ ‘ T H\ ‘ T \174‘1\.0\\\ ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #33089: Decane, 4-methyl-
43.0
71.0
7.80 8.00 8.20 8.40 8.60
5000 m/z 41.00 46.66%
112.0
B BT N :
miz--> 20 40 60 80 100 120 140 160
Abundance #33082: Decane, 4-methyl- R LANRRESS R e o
430 710 7.80 8.00 8.20 8.40 8.60
m/z 70.10 36.41%
5000
‘ ‘ 112.0
so | Wb oy s AL b
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 49
R.T. EstConc Area Relative to ISTD R.T.
8.473 16.73 ng/ul 904580 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,9-dimethyl- 184 C13H28 017301-26-7 64
2 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 59
3 Dodecane, 3-methyl- 184 C13H28 017312-57-1 59
4 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 53
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 50
Abundance Scan 848 (8.473 min): BG050995.D\data.ms (-844) (-) m/z 57.05 100.00%
57.0
R AR
‘ 127.1 8.20 8.40 8.60 8.80
380 ) 12080 | 1561 o 7110 64.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59059: Undecane, 2,9-dimethyl-
57.0
5000 LB L L B I BN L
8.20 8.40 8.60 8.80
0.0 82.0 m/z 41.00 50.17%
155.0
\1\1\3\?\\\\‘\\\“\‘\\\\1’8\4\()\
miz--> 60 80 100 120 140 160 180
Abundance #45518: Octane, 3,4,5,6-tetramethyl-
57.0
 RREREEREEE
8.20 8.40 8.60 8.80
m/z 43.05 47.52%
5000 290 85.0
‘ 113.0
el L T 1390 1680
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59042: Dodecane, 3-methyl- S ARRREREEETE L
57.0 8.20 8.40 8.60 8.80
m/z 85.10 44.65%
5000
29.0 85.0
“ | 1130 1550
l I
‘_“““‘“‘“‘H“““w““‘u“““w“‘ R R S RN
m/z--> 20 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58

Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
: SVOA 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 33 (DEL) Alkane: Cyclic8.520 Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
8.520  49.83 ng/ul 2693930 1,4-Dichlorobenzene-d4 8.261
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 90
2 Cyclohexane, butyl- 140 C10H20 001678-93-9 74
3 Cyclohexane, (1-methylethyl)- 126 C9H18 000696-29-7 64
4 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 53
5 Cyclopentane, 1-ethyl-1-methyl- 112 C8H16 016747-50-5 52
Abundance Scan 856 (8.520 min): BG050995.D\data.ms (-851) (-) m/z 83.05 100.00%
55.0 T
5000
39lo AT TR
‘ ‘ m 1121 140.1 8.20 8.40 8.60 8.80
S N N VT~ S W m/z 55.00  79.91%
m/z--> 20 40 60 80 100 120 140
Abundance #20675: Cyclohexane, butyl-
83.0
55.0
5000 UL L B R B L BB
8.20 8.40 8.60 8.80
m/z 82.05 58.89%
29.0 140.0
\\\’\H\ \“H\ T \“!“ \‘}M\ T ‘ 1 T \“\]_]\-l\\o‘ L ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #20678: Cyclohexane, butyl-
83.0
55.0 T T T T
8.20 8.40 8.60 8.80
5000 m/z 41.00 42.49%
29.0 140.0
S O -
miz--> 20 40 60 80 100 120 140
Abundance #13251: Cyclohexane, (1-methylethyl)- R AR T
55.0 83.0 8.20 8.40 8.60 8.80
m/z 67.00  24.32%
5000
27.0
‘ ‘ ‘ ‘ 126.0
m/z--> 20 40 60 80 100 120 140 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 34 (DEL) Alkane: Cyclic8.573 Concentration Rank 60
R.T. EstConc Area Relative to ISTD R.T.
8.573 12.08 ng/ul 653201 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1-ethyl-2-methyl- 126 CSH18 003728-54-9 59
2 Cyclohexane, 1-ethyl-4-methyl-, ... 126 C9H18 006236-88-0 59
3 cis-1-Ethyl-3-methyl-cyclohexane 126 CO9H18 019489-10-2 53
4 1-Ethyl-4-methylcyclohexane 126 C9H18 003728-56-1 53
5 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-78-8 52
Abundance Scan 865 (8.573 min): BG050995.D\data.ms (-861) (-) m/z 97.10 100.00%
55.0 97.1
o wmw
810 L LA L L L RN
39 ‘ | 1061 1541 8.20 8.40 8.60 8.80
‘\\\\“"\\\M\‘\‘\‘\ \“‘\\\‘ ‘\\‘”\‘\‘\”\-\\‘\\\‘\‘\ m/Z 55.00 99.17%
m/z--> 20 40 60 80 100 120 140 160
Abundance #13267: Cyclohexane, 1-ethyl-2-methyl-
55.0 91.0
5000 L L AL B I BN B
8.20 8.40 8.60 8.80
39lo m/z 70.05 36.94%
‘ | ‘ 810 126.0
‘\H\\“’H\\\‘\“\H‘\\“"}\\“\\\\‘\‘\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #13289: Cyclohexane, 1-ethyl-4-methyl-, trans-
55.0 97.0
R S R
8.20 8.40 8.60 8.80
5000 m/z 56.05 35.65%
27.0
126.0
[ -
‘u\“;w‘qu O
miz--> 20 40 60 80 100 120 140 160
Abundance #13274: cis-1-Ethyl-3-methyl-cyclohexane R
55.0 7.0 8.20 8.40 8.60 8.80
m/z 41.00 35.05%
5000
126.0
39‘0 ‘ 810 ‘
‘WW‘WN“JE‘Jw“ﬂ“‘ﬂ“‘u““““““‘ R BN
m/z--> 20 40 60 80 100 120 140 160 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 35 (DEL) Alkane: Straight-Chai... Concentration Rank 76
R.T. EstConc Area Relative to ISTD R.T.
8.643 5.34 ng/ul 288837 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl-5-propyl- 184 C13H28 031081-18-2 59
2 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 59
3 1-Undecene, 4-methyl- 168 C12H24 074630-39-0 53
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 50
5 Decane, 4-ethyl- 170 C12H26 001636-44-8 50
Abundance Scan 877 (8.643 min): BG050995.D\data.ms (-871) (-) m/z 43.05 100.00%
43.0
71.1
5000
1111 UL UL LR B R B
‘ ‘ ‘ 1.0 ‘ 138.1 8.40 8.60 8.80 9.00
‘_“‘ww‘Jq‘;M‘pme“MWMNW"(“‘W“““H m/z 71.10 71.83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59108: Nonane, 3-methyl-5-propyl-
57.0
5000 LB B B L I IR LR L
85.0 8.40 8.60 8.80 9.00
20.0 m/z 57.00 62.85%
112.0 141.0
\‘\‘\‘\ \“‘\ T \,‘1‘\ T \“‘ T \‘1‘\ T \“\ T i‘\ T \\\1‘8\4\0\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #59107: Nonane, 2-methyl-5-propyl-
57.0
R A LAREEEEE N
8.40 8.60 8.80 9.00
5000 m/z 85.10 45.,28%
85.0
Tl ) o o
LIL 1 | N l I Il IL
et e e e
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43505: 1-Undecene, 4-methyl- T S
43.0 8.40 8.60 8.80 9.00
m/z 41.00 42.08%
71.0
: M
126.0
97.0
2;4-\%«H‘Uw“;H_,wm‘_‘H,H\W“‘lﬁsxqw
m/z--> 20 40 60 80 100 120 140 160 180 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 36 unknown-02 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.790  55.55 ng/ul 3002750 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tolyloxirane 134 C9H1e0 002783-26-8 38
2 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 38
3 Benzene, 1-methyl-4-propyl- 134 C1eH14 001074-55-1 38
4 Benzene, 1l-methyl-2-propyl- 134 C10H14 001074-17-5 30
5 Benzene, 1-methyl-3-propyl- 134 C1oH14 001074-43-7 30

Abundance Scan 902 (8.790 min): BG050995.D\data.ms (-897) (-) m/z 105.00 100.00%
105.

05.0
5000
711 122.0
‘m'o ‘ ‘ H ‘ ‘ ‘ 154.1 8.40 8.60 8.80 9.00 9.20
S—— 1 N M“\‘ﬁs‘,p‘ M“J‘w‘ b m/z 71.10 35.15%
miz--> 20 40 60 80 100 120 140 160
Abundance #17529: 2-Tolyloxirane
105.0
5000 RN R R B
134.0 8.40 8.60 8.80 9.00 9.20
m/z 121.00 31.48%
77.0
270 51O | ) ]
\\\’\\\\’\\\\‘\\\1‘\\\\‘\\\‘\\\\‘\\\\‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #17053: Benzene, 1-methyl-3-propyl-
105.0
R A e
8.40 8.60 8.80 9.00 9.20
5000 m/z 122.00 31.19%
134.0
39.0 77.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #17052: Benzene, 1-methyl-4-propyl- Rmaas A RRR S o
105.0 8.40 8.60 8.80 9.00 9.20
m/z 69.10 25.38%
5000
134.0
77.0
270 | 51\0 Ll ‘\‘ “ ‘\‘ I |
T B R R ERREEE
m/z--> 20 40 60 80 100 120 140 160 8.40 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 37 (DEL) Alkane: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
8.878 39.23 ng/ul 2120690 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2-methyl- 156 C11H24 006975-98-0 49
2 Decane, 2-methyl- 156 C11H24 006975-98-0 46
3 Decane, 2,9-dimethyl- 170 C12H26 001002-17-1 43
4 Nonane, 2,6-dimethyl- 156 C1l1H24 017302-28-2 41
5 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 38
Abundance Scan 917 (8.878 min): BG050995.D\data.ms (-911) (-) m/z 43.05 100.00%
43.0
71.1
5000
91.0 119.0
REamEEEEE I o
‘ ‘ ‘ Jl 8.60 8.80 9.00 9.20
0 ““““11NJ"“d‘““‘l““"Mw““ﬁ¥%““ m/z 57.10 85.77%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33083: Decane, 2-methyl-
57.0
5000 L L I L BN LR
85.0 8.60 8.80 9.00 9.20
29.0 : %
‘ 112.0 m/z 71.10 60.26%
\\\‘\‘\\\ }\\h“‘\\‘M\‘H\\\“\\!‘\‘\\\]-\4‘1\.0\\\‘\
miz--> 40 60 80 100 120 140 160
Abundance #33088: Decane, 2-methyl-
43.0
I ERREEEEE AL
8.60 8.80 9.00 9.20
5000 71.0 m/z 41.00 51.12%
113.0
L SR S
miz--> 60 80 100 120 140 160
Abundance #45503:Decane,ZA}dhnethyL A AEEmaa R
43.0 8.60 8.80 9.00 9.20
m/z 119.00 32.64%
5000 71.0
H““‘““““““““““‘““““““ A “w“u‘u“_“
m/z--> 60 80 100 120 140 160 8 0 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 39 (DEL) Alkane: Straight-Chai... Concentration Rank 72
R.T. EstConc Area Relative to ISTD R.T.
9.301 7.82 ng/ul 422680 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Undecene, (E)- 154 C11H22 001002-68-2 64
2 Cyclotetradecane 196 C14H28 000295-17-0 64
3 Cyclopentane, 1-ethyl-2-methyl- 112 C8H16 003726-46-3 62
4 4-Heptafluorobutyryloxyhexadecane 438 C20H33F702 1010282-97-2 62
5 3-Undecene, (Z)- 154 C11H22 000821-97-6 60

Abundance Scan 989 (9.301 min): BG050995.D\data.ms (-985) (-) m/z 55.00 100.00%

55.0
83.0
5000
A RAREE B e
H‘ H‘ 1111 g3 1541 9.00 9.20 9.40 9.60
\‘\\\\i\\‘\ \\“‘\‘\\‘H‘\\“‘\‘\‘Hr\\\.‘\\\‘\‘\\\\‘\\\\‘\ m/Z 83.05 71.15%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31410: 3-Undecene, (E)-
41.0
69.0
5000 U B L R
9.00 9.20 9.40 9.60
m/z 41.00 62.84%
‘ 97.0 154.0
\\“‘!‘\‘\\h‘\\‘{\]-‘2\6\.\()\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #71732: Cyclotetradecane
55.0
B AaRmmas R
83.0 9.00 9.20 9.40 9.60
5000 m/z 69.00 56.49%
29.0
111.0
|, 1390 1680 1960
R e e AR A e et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7662: Cyclopentane, 1-ethyl-2-methyl- AR
55.0 9.00 9.20 9.40 9.60
83.0 m/z 56.00 49.21%
5000
27.0
L
S 1 A A S—— VAV A
m/z--> 20 40 60 80 100 120 140 160 180 200 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58

Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
: SVOA 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 40 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 38

R.T. EstConc Area Relative to ISTD R.T.
9.342  29.76 ng/ul 1608920 1,4-Dichlorobenzene-d4 8.261
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 78
2 Benzene, 1l-ethyl-2,3-dimethyl- 134 C1oH14 000933-98-2 78
3 p-Cymene 134 C10H14 000099-87-6 78
4 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 78
5 Benzene, 1l-ethyl-2,4-dimethyl- 134 C1oH14 000874-41-9 74

Abundance Scan 996 (9.342 min): BG050995.D\data.ms (-991) (-) m/z 97.10 100.00%

55.0
119.0
5000
T T T T T T T T T
L 70 | 1541 9.00 9.20 9.40 9.60
\H‘\\\37\1"\\“\“1“‘\“”‘\ \‘M“\H ‘H\“\‘\MH\“W‘\‘\H‘\‘HH m/Z 55.00 81.60%
miz--> 20 40 60 80 100 120 140 160
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 L L L R B B B
9.00 9.20 9.40 9.60
91.0 m/z 119.00  65.08%
\1\5\.(‘)\‘\ \3\9"70\ \“\‘\‘63.\0\ \‘H‘ T T “H“\ \‘M L B B B
miz--> 20 40 60 80 100 120 140 160
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-
119.0
9.00 9.20 9.40 9.60
5000 m/z 69.05 33.30%
91.0
65.0
‘1‘5{?“‘ ‘3‘9‘,;0““1“ ey ““‘ e “‘1“‘ ‘M e
miz--> 20 40 60 80 100 120 140 160
Abundance #16994: p-Cymene R A RARRRES
119.0 9.00 9.20 9.40 9.60
m/z 41.00 27.36%
5000
91.0
39.0
m/z--> 20 40 60 80 100 120 140 160 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 41 (DEL) Alkane: Cyclic9.554 Concentration Rank 71
R.T. EstConc Area Relative to ISTD R.T.
9.554 8.01 ng/ul 433099 1,4-Dichlorobenzene-d4 8.261

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 50
2 Cyclohexane, 1,4-dimethyl- 112 C8H16 000589-90-2 47
3 Cyclohexane, 1l-ethyl-2-methyl-, ... 126 C9H18 004923-77-7 46
4 Oxalic acid, cyclohexylmethyl et... 214 C11H1804 1000309-68-0 43
5 Cyclohexane, (2-methylpropyl)- 140 C1oH20 001678-98-4 43

Abundance Scan 1032 (9.554 min): BG050995.D\data.ms (-1026) (-) m/z 55.00 100.00%

55.0
97.0
5000
154.1 ‘9150‘ |
79 127.1 ' '
37,““ MHH“HJ!MHm_‘m_”“_ m/z 97.05 77.07%
miz--> 20 40 60 80 100 120 140 160
Abundance #20733: Cyclohexane, (2-methylpropyl)-
55.0
83.0
5000 S :
9.50
27.0 m/z 83.10 66.77%
| ‘ uh ‘ | \‘ 14po
il 1
\\\‘\\\\’\\1‘\ \‘\\\‘\\\\‘\\\\‘\\\\‘\
miz-> 60 80 100 120 140 160
Abundance #7609 Cyclohexane, 1,4-dimethyl-
55.0 97.0
T
9.50
5000 ITI/Z 41.00 52.03%
27.0
L e s
miz--> 20 40 60 80 100 120 140 160
Abundance #13284: Cyclohexane, 1eﬁw|2rnemyL cis- 7 ‘
55.0 97. 9.50
m/z 82.00 39.76%
h MM
126.0
I T LA

m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 43 (DEL) Alkane: Straight-Chai... Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
9.695 40.02 ng/ul 661174  Naphthalene-d8 11.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 42
2 Undecane, 5-methyl- 170 C12H26 001632-70-8 41
3 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 38
4 Undecane, 5-methyl- 170 C12H26 001632-70-8 38
5 Octane, 2-methyl- 128 C9H20 003221-61-2 38

Abundance Scan 1056 (9.695 min): BG050995.D\data.ms (-1046) (-) m/z 57.00 100.00%

57.0
119.0
5000
85.1
3910

9.50 10.00
153 1
T ‘i ‘1 \“\ ‘l\‘%‘” ‘1‘ } et ‘1 ‘\ T hy ’%7\0\ \2’ m z 43.00 99. 29/
m/z--> 20 40 60 80 100 120 140 160
Abundance #45512: Decane, 3,8-dimethyl-
57.0
85.0 T ‘ T T ‘

5000 ‘
9.50 10.00

m/z 41.00 64.48%

‘ \L 1130 141.0
ARERRRRAR M‘M‘\““J\HMM\““J‘H‘I%ZQQv
m/z--> 20 40 60 80 100 120 140 160
Abundance #45495: Undecane, 5-methyl-

43.0

950 10 00
5000 71.0 m/z 71.05 59.44%
112.0
26\-% [ - H | 1400  170.0
i s s B Ao
miz--> 20 40 60 80 100 120 140 160

Abundance #45518: Octane, 3,4,5,6-tetramethyl- ;
57.0 9.50 10.00

m/z 119.00  55.64%

5000 290 85.0

[ I ey 1680 /k/\ A

m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
9.865 35.98 ng/ul 594514  Naphthalene-d8 11.064

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 60
2 Undecane, 4-methyl- 170 C12H26 002980-69-0 46
3 Octane, 3-ethyl- 142 C1leH22 005881-17-4 43
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 38
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 35

Abundance Scan 1085 (9.865 min): BG050995.D\data.ms (-1080) (-) m/z 43.00 100.00%

43.0 71.0
5000 119.0
= —
‘ L 1‘-0 *41.1 9.50 10.00
el sl A T 2700 s 7105 90.62%
m/z--> 20 40 60 80 100 120 140 160
Abundance #45501: Decane, 3,7-dimethyl-
43.0
71.0
5000 — —
9.50 10.00
L m/z 57.10 85.59%
127.0
m/z--> 20 40 60 80 100 120 140 160
Abundance #45496: Undecane, 4-methyl-
43.0
— :
710 9.50 10.00
5000 ITI/Z 85.05 50.80%
A R
m/z--> 20 40 60 80 100 120 140 160
Abundance #22070: Octane, 3-ethyl- = ——
43.0 9.50 10.00
71.0 m/z 41.00 50.51%
5000
‘ 112.0
L T P S - N e
m/z--> 20 40 60 80 100 120 140 160 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 49 o-Cymene Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
10.447  35.19 ng/ul 581320 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Cymene 134 C1oH14 000527-84-4 50
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 46
3 o-Cymene 134 C10H14 000527-84-4 46
4 Benzene, 1,2,3,5-tetramethyl- 134 C1eH14 000527-53-7 46
5 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 46

Abundance Scan 1184 (10.447 min): BG050995. D\data ms (-1178) (- m/z 119.00 100.00%

43.0 119
L
Lol s o o
““H““w;‘w‘MMWN\M‘JMunn LT 2998 m/z 43,05 88.38%
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #16991: o-Cymene
119.0
5000 T
91.0 10.50
m/z 57.00 78.27%
39.0 650 ‘
\‘\\]_\5\‘0\‘\\\“‘\\“\\“‘\‘\\f‘\\‘}‘\ ‘H‘\ \‘f‘l\\\‘\ ‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160
Abundance #17070: Benzene, 2-ethyl-1,3-dimethyl-
119.0
e
10.50
5000 ITI/Z 41.00 52.18%
91.0
S PR O
miz--> 0 20 40 60 80 100 120 140 160
Abundance #16996: 0o-Cymene —
119.0 10.50
m/z 71.05 49.73%
5000
91.0
15\0\39\\0 650\ ‘ Ll ‘
Lyl (T
o e e —
m/z--> 0 20 40 60 80 100 120 140 160 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 50 (DEL) Alkane: Straight-Chai... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
10.993 49.83 ng/ul 823322  Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 49
2 Decane, 3,6-dimethyl- 170 C12H26 017312-53-7 49
3 Dodecane 170 C12H26 000112-40-3 49
4 Undecane, 4-methyl- 170 C12H26 002980-69-0 49
5 Tridecane 184 C13H28 000629-50-5 47

Abundance Scan 1277 (10.993 min): BG050995.D\data.ms (-1269) (-  m/z 57.05 100.00%
57.0

5000
850 133.0 L
T
MWMM‘wMH‘W‘w‘o‘w_‘H_MHWWW m/z 43.05 91.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107218: Hexadecane
57.0
5000 L R
11.00
85.0

290‘ m/z 71.85 56.85%

‘\ | ‘ ,113.0 141.0 169.0 197.0 226.0
H\‘H\\‘\H\‘HH‘H\\‘\\H‘HH‘HH‘H\\‘\\H‘HH‘\H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45506: Decane, 3,6-dimethyl-
57.0

1100
m/z 41.00 49.39%
5000 85.0
29'0‘ 113.0
141.0
B O i < T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45480: Dodecane
57.0 1100

m/z 85.05 30.45%

5000
85.0
29.0
L0 L] L 1120 149 1700

m/z--> 20 40 60 80 100 120 140 160 180 200 220 1100
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 51 Benzenamine, N,N,2-trimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.634 231.58 ng/ul 3826050 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, N,N,2-trimethyl- 135 C9H13N 000609-72-3 83
2 N-(2-Hydroxybenzylidene)methylamine 135 C8HINO 1000433-53-5 81
3 Benzenamine, N,N,2-trimethyl- 135 C9H13N 000609-72-3 64
4 Benzenamine, N,N,3-trimethyl- 135 C9H13N 000121-72-2 53
5 6,7-Dihydro-5H-cyclopenta[d]pyri... 135 C7H9N3 026979-06-6 53

Abundance Scan 1386 (11.634 min): BG050995.D\data.ms (-1375) (- m/z 134.00 100.00%

134.0
5000
420 77.0 107.0
‘ ‘ &k ‘ ‘ ‘ 11.50 12.00
Ol “\“‘GH : me b “w‘: e myz 135,00 97.00%
miz--> 20 40 60 80 100 120 140
Abundance #17921: Benzenamine, N,N,2-trimethyl- /\\
135.0
5000 —— =
91.0 11.50 12.000
sao 650 118.0 m/z 119.95 74.59%
‘1‘5\"?” : ‘w e ‘\“\‘ : ‘\h‘ ey !h‘ : ‘\‘\‘\‘ il SN
miz—-> 20 40 60 80 100 120 140
Abundance #17855: N-(2-Hydroxybenzylidene)methylamine
135.0
11.‘50 12.‘00
5000 m/z 41.95 30.88%
42.0 118.0
77.0
e
SRS 1 S VIO
miz-> 20 40 60 80 100 120 140
Abundance #17931: Benzenamine, N,N,2-trimethyl- T —
135.0 11.50 12.00
m/z 76.95 26.44%
5000 91.0
118.0
65.0
42.0 ‘
R VY Y O M ] — — VIS
m/z--> 20 40 60 80 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58

Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
: SVOA CALIBRATION

TIC Library
TIC Integration Parameters:

¢ C:\DATABASE\NIST20.L
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 52 Methenamine Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.851 1001.70 ng/ul 16549600 Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Methenamine
2 Methenamine
3 Methenamine
4 Methenamine
5 Methenamine

140 C6H12N4
140 C6H12N4
140 C6H12N4
140 C6H12N4
140 C6H12N4

Abundance Scan 1423 (11.851 min): BG050995.D\data.ms (-1407) (-

000100-97-0 94
000100-97-0 93
000100-97-0 76
000100-97-0 76
000100-97-0 59

m/z 42.05 100.00%

42.0
5000 140.1
78.0
‘ 06,0 1121 H 11.50 12,00
bl 580 L [ 980 T L L nyz 14e.05  43.80%
m/z--> 20 40 60 80 100 120 140
Abundance #20930: Methenamine
42.0
140.0
5000
1150 1200
85.0 m/z 78.00 20.76%
: 112.0
\]_\5\.(‘)\\\\“‘\\\\‘\6%‘\0\‘\‘\\\‘\\‘1\‘\\\\“\\\\
m/z--> 20 40 60 80 100 120 140
Abundance #20931: Methenamine
42.0
1150 1200
5000 140.0 ITI/Z 148.05 14.56%
e T LT
m/z--> 20 40 60 80 100 120 140
Abundance #20929: Methenamine
42.0 1150 1200
m/z 149.05 14.05%
5000
140.0
85.0 .
260 | 690 %50 1120 |
L e L A
m/z--> 20 60 80 100 120 140 1150 1200
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 53 4(1H)-Pyrimidinone, 6-methyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.074 324.32 ng/ul 5358150  Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4(1H)-Pyrimidinone, 6-methyl- 110 C5HEN20 003524-87-6 59
2 4(1H)-Pyrimidinone, 1-methyl- 110 CS5HEN20 002228-30-0 58
3 1-Methylimidazole-4-carboxaldehyde 110 C5H6N20 017289-26-8 53
4 Hydroquinone 110 C6H602 000123-31-9 50
5 Methenamine 140 C6H12N4 000100-97-0 46

Abundance Scan 1461 (12.074 min): BG050995.D\data.ms (-1444) (-  m/z 110.00 100.00%

110.0
42.0
5000 810
140.1
—

“630 12.00
‘“ Al “ S N m/z 42.60  78.02%

m/z--> 20 100 120 140
Abundance #6453.4(1H}Pynnndmone,64nemyh
110.0
42.0

5000 ’ \
82.0 12 00

‘ m/z 81.00 37.66%

“ ‘ 1
T ‘ T T ‘ L ‘ L ‘ L ‘ L ‘ L ‘ L
miz--> 20 40 60 80 100 120 140
Abundance #6448: 4(1H)-Pyrimidinone, 1-methyl-
42.0 110.0

o

12.00
5000 82.0 m/z 140.05  28.62%
_ m‘ o0 | L /L
miz--> 20 40 60 80 100 120 140
Abundance #6461: 1-Methylimidazole-4-carboxaldehyde —r— ‘
42.0 11p.0 12.00

m/z 53.00 27.66%

5000 82.0
eyl \H‘\ 1 ‘ |

m/z--> 20 40 60 80 100 120 140 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 54 Phenol, p-tert-butyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.398 76.68 ng/ul 1266790  Naphthalene-d8 11.064
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 97
2 Phenol, p-tert-butyl- 150 C1eH140 000098-54-4 95
3 Phenol, p-tert-butyl- 150 C1@H140 000098-54-4 93
4 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91
5 Phenol, p-tert-butyl- 150 C10H140 000098-54-4 91

Abundance Scan 1516 (12.397 min): BG050995.D\data.ms (-1506) (-  m/z 135.00 100.00%

135.0
5000 107.0
&
41.0 , 77‘-0 | 15‘10 12.00 12:50
SR ““‘ Aoy Al IS0 167,00 48.15%
miz--> 20 60 80 100 120 140
Abundance #27481: Phenol, p-tert-butyl-
135.0
5000 M
107.0 12.00 12 50
m/z 150.05 18.52%
\\\‘\\\\4’1-\0\\\‘6?\0\\‘\9\1‘-\'\‘\}\\‘\\\!‘\]_?]\_\0‘
miz--> 20 40 60 80 100 120 140
Abundance #27474: Phenol, p-tert-butyl-
135.0
[
12.00 12 50
5000 m/z 95.00 15.17%
107.0
41.0
65 0 91. ‘
SR < B SRR L
m/z--> 20 60 80 100 120 140
Abundance #27475:PhenoLp4en—mﬂyL
135.0 12. OO 12 50
m/z 77.00 13.17%
5000
41.0 107.0
77.0 ‘
SIS B

m/z--> 60 80 100 120 140 12. 00 12 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 55 Benzaldehyde, 4-hydroxy- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
13.244 110.72 ng/ul 2759840 Acenaphthene-dio 14.859
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 4-hydroxy- 122 c7He02 000123-08-0 97

2 Benzaldehyde, 4-hydroxy- 122 C7H602 000123-08-0 96
3 Benzaldehyde, 4-hydroxy- 122 C7H602 000123-08-0 95
4 Benzaldehyde, 3-hydroxy- 122 C7H602 000100-83-4 94
5 Benzaldehyde, 4-hydroxy- 122 C7H602 000123-08-0 94

Abundance Scan 1660 (13.244 min): BG050995.D\data.ms (-1645) (-  m/z 121.00 100.00%

121.0
5000 65.0 93.0
39.0

13.00 1350
el i 1830 7 122,00 82.23%

m/z--> 0 20 40 60 80 100 120 140 160
Abundance #11270: Benzaldehyde, 4-hydroxy-
121.0
65.0

5000 39.0 93.0 T
13 00 13.50
m/z 65.00 49.45%
\‘;4R‘J“‘wa ARSI SEASSSRRENEAREn
miz--> 0 20 40 60 80 100 120 140 160
Abundance #11274: Benzaldehyde, 4»hydroxy—
. L
13 OO 13.‘50
5000 m/z 93.00  41.99%
390 650 930 A
17.0
Nkl N R Y PO N N
miz--> 0 20 40 60 80 100 120 140 160
Abundance #11273: Benzaldehyde, 4-hydroxy- /\r~r
121.0 13 OO 13.50

m/z 39.00 31.75%

5000 650 93.0
39.0
18.0 Il il | | /\\\

m/z--> 0 20 40 60 80 100 120 140 160
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 56 Benzenamine, N,N,3-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.561 109.84 ng/ul 2737930  Acenaphthene-d10 14.859
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, N,N,3-trimethyl- 135 C9H13N 000121-72-2 83
2 2-Ethyl-3,5-dimethylpyridine 135 CSH13N 001123-96-2 72
3 Pyridine, 2-ethyl-4,6-dimethyl- 135 CY9H13N 001124-35-2 72
4 Pyridine, 2,6-diethyl- 135 C9H13N 000935-28-4 72
5 Benzenamine, N,N,4-trimethyl- 135 C9H13N 000099-97-8 72

Abundance Scan 1714 (13.561 min): BG050995.D\data.ms (-1701) (-  m/z 134.00 100.00%

134.0
5000
42.0 107.0 T
‘ BEO ‘ 13.50
m_m‘hm et L L L 1810 h/; 135.00  60.63%
m/z--> 20 60 80 100 120 140 160 180
Abundance #17925. Benzenamine, N,N,3-trimethyl-
134.0
5000 —
91.0 13.50
m/z 106.95 18.08%
390 650 /
\\\‘\\\\““‘\\“h\“‘\“‘\\‘\\‘1‘\‘\1\%5\‘\&\il‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17905: 2-Ethyl-3,5-dimethylpyridine
134.0 J
R
13.50
5000 ITI/Z 42.00 17.31%
107.0
‘1‘5;?“Hhmwr’?;?m‘u
miz--> 20 40 60 80 100 120 140 160 180
Abundance #17959: Pyridine, 2-ethyl-4,6-dimethyl- — ‘
134.0 13.50
m/z 65.00 16.20%
5000
39.0 270 107.0 /L
m/z--> 20 40 60 80 100 120 140 160 180 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 59 Phenol, 2,2'-methylenebis- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.772 243.55 ng/ul 6461020  Phenanthrene-d10 17.603
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,2'-methylenebis- 200 C13H1202 002467-02-9 97
2 Phenol, 2,2'-methylenebis- 200 C13H1202 002467-02-9 96
3 Phenol, 2,2'-methylenebis- 200 C13H1202 002467-02-9 93
4 Phenol, 2,2'-methylenebis- 200 C13H1202 002467-02-9 90
5 Phenol, 2-[(4-hydroxyphenyl)meth... 200 C13H1202 002467-03-0 81

Abundance Scan 2601 (18.772 min): BG050995.D\data.ms (-2592) (-  m/z 107.00 100.00%

107.0
200.1
5000
.o 152.0 — A
39.0 ‘ ‘ ‘ 18.50 19.00
om_m“AMM‘LMu“u!“wmm"h‘ww_WWWZ““??W m/z 200.05 67.92%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #75907: Phenol, 2,2'-methylenebis-
107.0
5000
2000 18.50 19.00
770 152.0 m/z 94.00 41.86%
90 | |
T L
\H‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\H\‘\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #75902: Phenol, 2,2'-methylenebis-
107.0
200.0 18.50 19.00
5000 m/z 77.00  26.38%
152.0
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #75905: Phenol, 2,2'-methylenebis- — —
107.0 18.50 19.00
m/z 181.00 24.85%
200.0
5000
360 77‘ 0 1520 |
T RV A I
L E R B R R RRTRRRRERAs
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260 18.50 19.00

SFAM-EPA-BG110321.M Tue Nov 16 13:10:41 2021 Page: 48



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 60 Phenol, 2-[(4-hydroxyphenyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
19.060 2072.51 ng/ul 54980900 Phenanthrene-d1e 17.603
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,2'-methylenebis- 200 C13H1202 002467-02-9 90
2 Phenol, 2-[(4-hydroxyphenyl)meth... 200 C13H1202 002467-03-0 83
3 Phenol, 4,4'-methylenebis- 200 C13H1202 000620-92-8 62
4 Phenol, 2-[(4-hydroxyphenyl)meth... 200 C13H1202 002467-03-0 60
5 Phenol, 2,2'-methylenebis- 200 C13H1202 002467-02-9 60
Abundance Scan 2650 (19.060 min): BG050995.D\data.ms (-2630) (- 107.05 100.00%
10f.1 200.1
5000 770
152.0
39.0
‘ ‘ ‘ ‘ 19.00
o bl w”“ TS ““ A 2281 myz 200.10  89.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75906: Phenol, 2,2'-methylenebis-
107.0
200.0
5000 \
19 00
152.0

m/z 94.05 60.74%

77.0 ‘
‘\\\\‘5\\]-\\0‘\\\\““\\\\‘\\\\‘\‘1‘\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75934: Phenol, 2-[(4-hydroxyphenyl)methyl]- /L
107.0

19 OO
5000 200.0 77 .05 37.71%
77.0 152.0
51.0 ‘ ‘
bt bbb
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #75908: Phenol, 4,4'-methylenebis-
107.0 19.00
200.0 m/z 181.05 30.72%
5000
77.0
39.0 152.0
‘HH“H‘\H\‘H\\‘M‘HH\‘\‘\}\‘\‘\‘1‘\\‘\\“\‘\‘\H\\M\H“HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19 OO
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 61 10,18-Bisnorabieta-8,11,13-... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.

19.319 51.78 ng/ul 1373650  Phenanthrene-d10 17.603
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10,18-Bisnorabieta-8,11,13-triene 242 C18H26 032624-67-2 94
2 Dicyclopenta[a,d]benzene, 4,8-di... 242 C18H26 1000156-41-6 60
3 s-Indacene-1,7-dione, 2,3,5,6-te... 242 C16H1802 055591-17-8 49
4 Lapachol 242 C15H1403 000084-79-7 49

5 benzenesulfonamide, 4-[(diethyla... 242 C11H18N202S 1000396-54-0 46

Abundance Scan 2694 (19.319 min): BG050995.D\data.ms (-2688) (-  m/z 227.15 100.00%
227.2

5000 143.0

T
108

41.0 ‘ 171.11 199.1 . 19.00 19.50

o | \ o \ 258

bt b e bl L L1298 7 143,00 42.40%

m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #126423: 10,18-Bisnorabieta-8,11,13-triene
227.0
—— —=

o

5000
19.00 19.50
m/z 242.20  27.24%
‘ 115. q‘ i ‘171 .0199.0
SENISEN——E “\‘\‘ ‘n‘h‘ ‘ ‘m‘ NI ‘\‘\‘ al ol e “i SV N
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #126430: Dicyclopenta[a,d]oenzene, 4,8-diethyl-1,5-dime
227.0
19f00 19f50
5000 m/z 228.20 19.60%
157.
Lo oo o U0 ||
m/z--> 20 40 60 80 100120140 160 180200 220 240 260
Abundance #126334: s-Indacene-1,7-dione, 2,3,5,6-tetrahydro-3,3,5,! — ——
227.0 19.00 19.50

m/z 128.00  19.05%

5000
115.0
1? OM I \ 0 79 0 L \H14\n3 9‘171 0199 O ‘
[ L —

m/z--> 20 40 60 80 100120140160 180200220 240 260 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58

Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
: SVOA 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 62 Phenol, 4,4'-methylenebis- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
19.477 1899.94 ng/ul 50402900 Phenanthrene-d1e 17.603
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4,4'-methylenebis- 200 C13H1202 000620-92-8 95
2 Phenol, 4,4'-methylenebis- 200 C13H1202 000620-92-8 93
3 Phenol, 4,4'-methylenebis- 200 C13H1202 000620-92-8 81
4 Phenol, 2-[(4-hydroxyphenyl)meth... 200 C13H1202 002467-03-0 68
5 Phenol, 4,4'-methylenebis- 200 C13H1202 000620-92-8 59

Abundance Scan 2721 (19.477 min): BG050995.D\data.ms (-2702) (-  m/z 200.05 100.00%
10y.1 200.1
5000
77.0
39.0 152.0 ——
i Lk )
ok \W}MNWWWM”N\Mw‘W M‘M L‘M‘ ?351 ??{1“ ‘ m/z 107.05 96.49%
m/z--> 50 100 150 200 250 300
Abundance #75908: Phenol, 4,4'-methylenebis-
107.0
200.0
5000 1
o /z 199 13550 62.66%
30,0 152.0 m/z . . 0
H\LJWHWLWMW\\MJ HNWLM“\\\ e
miz-> 50 100 150 200 250 300
Abundance #75909: Phenol, 4,4'-methylenebis-
107.0 /1
‘ —
2000 19.50
5000 ITI z 77.05 36.95%
77.0
390 ‘ ‘ 152.0 ‘
_— L M ‘\M‘ \L‘ " ‘h“ L‘ \“\ w‘h \h\ Ly ‘n‘ \‘ R
miz--> 50 100 150 200 250 300
Abundance #75903: Phenol, 4,4'-methylenebis-
200.0 1950
107.0 m/z 183.05  34.00%
5000
GLT N i A
Lol e gl | H TV |
bl e ‘ —
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 63 Oleic Acid Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
19.642 30.12 ng/ul 799005  Phenanthrene-di10 17.603
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 99
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 94
3 cis-13-Octadecenoic acid 282 C18H3402 013126-39-1 92
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 91
5 Palmitoleic acid 254 C16H3002 000373-49-9 91

Abundance Scan 2749 (19 642 min): BG050995.D\data.ms (-2741) (-~  m/z 55.00 100.00%

ol . .
5000 97.0
1050  20.00
37.1 264.1 . .
180.1 222.2
: ‘:‘Ww h N it e m/z 41.85 72.88%
m/z--> 50 100 50 200 250
Abundance #176205: Oleic Acid
41.0
5000 — ——
83.0 19.50 20.00
m/z 69.05 68.64%
264.0
| M‘u‘ M\\H 220, 1660 2200 /7
m/z--> 50 100 150 200 250
Abundance #176209: cis-Vaccenic acid
55.0
—— —
19.50 20.00
5000 97.0 ITI/Z 43.00 57.45%
37.0 264.0
sl | LI L L1370 1s00 2220 2%
m/z--> 50 100 150 200 250
Abundance #176218: cis-13-Octadecenoic acid — T
55.0 19.50 20.00
m/z 83.05 54.09%
5000 97.0
37.0 264.0
so LULLLL #7000 2o 200 U
m/z--> 50 100 150 200 250 19.50 20.00

SFAM-EPA-BG110321.M Tue Nov 16 13:10:44 2021 Page: 52



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 66 3-Tridecylphenol Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
20.494  59.20 ng/ul 1657660  Chrysene-d12 21.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Tridecylphenol 276 C19H320 072424-02-3 93
2 Phenol, 3-pentadecyl- 304 C21H360 000501-24-6 64
3 Phenol, 3-nonyl- 220 C15H240 000139-84-4 64
4 Phenol, 3-undecyl- 248 C17H280 020056-72-8 64

5 Acetic acid, 4-methylphenyl ester 150 C9H1002 000140-39-6 53

Abundance Scan 2894 (20.494 min): BG050995.D\data.ms (-2889) (-  m/z 108.00 100.00%

108.0 '
5000
241.1 IR
41.0 147.0 20.50
ol bu b 1ee1 2781 80 167 00 39.35%
m/z--> 50 100 150 200 250 300 350
Abundance #168888: 3-Tridecylphenol
108.0
5000 LN
20.50
m/z 241.10 18.11%
276.0
430 11490 19202340 |
\\\\‘\\f\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #204954: Phenol, 3-pentadecyl-
108.0 M
]
20.50
5000 ITI/Z 147 .00 14.09%
43.0
| uH Dok | 1901020 26103040
m/z--> 50 100 150 200 250 300 350
Abundance #99163: Phenol, 3-nonyl- T
108.0 20.50
m/z 41.00 11.05%
5000
220.0
4%0 | ‘1490
\\\\‘\\‘\\“\\\‘\\\\‘\\‘\\‘\\\\‘\\\\‘\ \‘\
m/z--> 50 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58

Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
: SVOA 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 67 2-(4-Methylphenyl)benzoic acid Concentration Rank 36

R.T. EstConc Area Relative to ISTD R.T.
20.570  30.34 ng/ul 849519 Chryseme-di2 21.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-(4-Methylphenyl)benzoic acid 212 ClaW1202 1000305-27-8 64

2 Naphtho[1,8-bc]pyran-7,8-dione, ... 240

C15H1203

005090-88-0 58

3 Pinosylvin 212 C14H1202 022139-77-1 55
4 2,4'-Dihydroxy-stilbene 212 C14H1202 1000147-73-5 55
5 9H-Xanthen-9-one, 2-hydroxy- 212 C13H803 001915-98-6 47

Abundance Scan 2907 (20.570 min): BG050995 D\data.ms (-2902) (-

m/z 212.05 100.00%

212.
5000
770 165.0
"7 115.0 P ‘
L) e
bbbl 0] | 2841 3411 035710 45 a7y
m/z--> 50 100 150 200 250 300 350
Abundance #89969: 2-(4-Methylphenyl)benzoic acid
212.0
5000 165.0 - . ‘
20.50
m/z 211.05 42.28%
L “6:\3‘ \OH\‘ %0"‘5\‘0\‘\ ‘\‘ “ \““‘\ T \H‘ T T ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #123528: Naphtho[1,8-bc]pyran-7,8-dione, 3,6,9-trimethy
212.0
U T
20.50
5000 m/z 195.00  36.61%
141.0
570 9
N TY EYN O
miz--> 50 100 150 200 250 300 350
Abundance #89934: Pinosylvin 3 ‘
212.0 20.50
m/z 165.00 35.24%
165.0
5000
128T
— \‘q“\‘u‘u\‘\‘w‘\\M‘ “‘\‘ h H\“\\‘MH‘H “M T T T
m/z--> 5 100 150 200 250 300 350 20.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 71 (Z)-3-(pentadec-8-en-1-yl)p... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.557 2095.44 ng/ul 58671700  Chrysene-d12 21.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-3-(pentadec-8-en-1-yl)phenol 302 C21H340 000501-26-8 53
2 Phenol, 2-methyl- 108 C7H80 000095-48-7 52
3 Phenol, 2-methyl- 108 C7H80 000095-48-7 52
4 p-Cresol 108 C7H80 000106-44-5 52
5 Phenol, 3-methyl- 108 C7H80 000108-39-4 52

Abundance Scan 3075 (21.557 min): BG050995.D\data.ms (-3050) (-  m/z 108.05 100.00%

108.1
5000
41.0
147.0 e ]
302.3 21.50
2062
0 | “u ol i 2501 | 8410 /7 107.05  80.82%
mlz--> 50 100 150 200 250 300 350
Abundance #202435: (2)-3-(pentadec-8-en-1-yl)phenol
108.0
5000 A
21.50
m/z 120.10 43.01%
55.0
L \h“\“\ “\ \M ‘\ \ \]“-?‘7\‘0\ T \2?6\9\ \2‘5\9\()\3\0‘2.\0\ T ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #6069: Phenol, 2-methyl-
108.0
T T
21.50
5000 ITI/Z 41.05 31.60%
39.0 H‘
N
miz--> 50 100 150 200 250 300 350
Abundance #6073: Phenol, 2-methyl- =
108.0 21.50
m/z 55.05 31.03%
5000
39.0 H‘
m/z--> 5 100 150 200 250 300 350 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M

Quant Title : SVOA 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 72 Benzamide, 4-propyl-N-(hept... Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

21.692 38.54 ng/ul 1079666 Chrysene-di2 21.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzamide, 4-propyl-N-(hept-2-yl)- 261 C17H27NO
2 Benzene, 1,2,4-trimethyl-5-(1-me... 162 C12H18
3 Benzene, 1-(1,1-dimethylethyl)-3... 162 C12H18
4 Pentanoic acid, 5-oxo-5-[(5,6,7,... 261 C15H19NO3

1000439-17-0 64
010222-95-4 59
000098-19-1 59
1000337-45-4 50

5 2,2-Dibromo-1-(2,4,6-trimethylph... 318 C11H12Br20 329349-15-7 45
Abundance Scan 3098 (21.692 min): BG050995.D\data.ms (-3094) (-  m/z 147.00 100.00%
147.0
5000
2150 22,00
430 910 217.2 261.1 395 3 ' :
0L st TR SRS 395 sz 148,00 11.88%
mlz--> 50 100 150 200 250 300 350
Abundance #149541: Benzamide, 4-propyl-N-(hept-2-yl)-
147.0
5000 ~ — jk
21.50 22.00
m/z 261.15 7.71%
91.0 190.0
R I
\\\\“\r\‘\‘\‘r\\‘\\\\“\\\‘\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance  #38007: Benzene, 1,2,4-trimethyl-5-(1-methylethyl)-
147.0 /\
R e
21.50 22.00
5000 ITI/Z 245.20 6.48%
41.0 91.0
B P Y
miz--> 50 100 150 200 250 300 350 s
Abundance #38013: Benzene, 1-(1,1-dimethylethyl)-3,5-dimethyl- P =
147.0 21.50 22.00
m/z 43.05 5.62%
5000
107.
41.0 ‘
S N Y S e — . —
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 73 Benzoic acid, 4-propyl-, 4-... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.

22.116  49.53 ng/ul 1386880  Chrysene-d12 21.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 4-propyl-, 4-metho... 270 C17H1803 050649-61-1 72
2 Benzoic acid, 2,4,6-trimethyl-, ... 282 C19H2202 001504-38-7 64
3 Pentanoic acid, 5-oxo-5-[(5,6,7,... 261 C15H19NO3 1000337-45-4 64
4 1,3-dithiolan-2-one, 4-(iodometh... 274 C5H7I0S2 1010397-03-4 53

5 DL-Nornicotine, N-pentafluoropro... 294 C12H11F5N20 1000448-18-4 50

Abundance Scan 3170 (22.116 min): BG050995.D\data.ms (-3164) (-  m/z 147.00 100.00%
.0

14y
5000
2200 2250
41.0 107.0 . .
Ol et b b 20402411 3021 365, 148 00  11.67%
mlz--> 50 100 150 200 250 300 350
Abundance #161071: Benzoic acid, 4-propyl-, 4-methoxyphenyl ester
147.0
5000 ], S
22.00 22.50
m/z 107.00 6.90%
91.0 270.0
41.0 -
T ‘ T T 0 ‘ T T ’ L ‘ T T T ‘ T T ’ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #176327: Benzoic acid, 2,4,6-trimethyl-, 2,4,6-trimethylph
147.0
—— —
22.00 22.50
5000 ITI/Z 41.00 5.29%
91.0
410 | 282.0
et e e e
miz--> 50 100 150 200 250 300 350
Abundance #149384: Pentanoic acid, 5-oxo-5-[(5,6,7,8-tetrahydro-2-r == —
147.0 22.00 22.50
m/z 43.10 4.45%
5000
261.0
480 90 |, | 189.02240 |
e e e e = —=
m/z--> 50 100 150 200 250 300 350 22.00 22.50

SFAM-EPA-BG110321.M Tue Nov 16 13:10:48 2021 Page: 57



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 75 (Z)-3-(Heptadec-10-en-1-yl)... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

22.803 62.14 ng/ul 1740020 Chrysene-d12 21.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-3-(Heptadec-10-en-1-yl)phenol 330 C23H380 111047-33-7 95
2 (Z)-3-(Pentadec-10-en-1-yl)pheny... 372 C25H40802 454464-13-2 91
3 Phenol, 3-pentadecyl- 304 C21H360 000501-24-6 72
4 (Z)-3-(pentadec-8-en-1-yl)phenol 302 C21H340 000501-26-8 72
5 Phenol, 2-methyl- 108 C7H80 000095-48-7 59

Abundance Scan 3287 (22.803 min): BG050995.D\data.ms (-3281) (-  m/z 108.00 100.00%

108.0 ' '
5000
230 22:50 23.00
147.0 330.3 : :
ol m i h‘ L4 1901234.2 28705905 47 107.00  49.40%
mlz--> 50 100 150 200 250 300 350
Abundance #237245: (2)-3-(Heptadec-10-en-1-yl)phenol
108.0
5000 — S
22.50 23.00
m/z 120.00 18.70%
55.0 330.0
LI \“"\“\‘\ \ ‘ h \1(4\.{\0\1-\8\9’0\2\3\4\0‘ T \2\87\‘0\ T ! T ’ L
miz--> 50 100 150 200 250 300 350
Abundance #281627: (Z)-3-(Pentadec-10-en-1-yl)phenyl acetate
108.0
= —
22.50 23.00
5000 330.0 m/z 55.00 17.83%
580 147.0
H “ I h b by 189.0 23\40 287.0 ‘ 37?(
I T T e A
miz--> 50 100 150 200 250 300 350
Abundance #204954: Phenol, 3-pentadecyl- “ —
108.0 22.50 23.00
m/z 41.00 16.06%
5000
43.0
|l 1180190 26103040
i e T e — ——
m/z--> 50 100 150 200 250 300 350 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 78 1-(4-Methoxyphenyl)-2-(4-py... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
26.875 46.03 ng/ul 1207590  Perylene-di12 25.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Methoxyphenyl)-2-(4-pyrimid... 212 C13H12N20 163011-00-5 52
2 phenol, 2-amino-4-[2-phenylethen... 211 C14H13NO 1000396-15-8 47
3 Pyrimidine, 2-(4-butylphenyl)-5-... 254 C17H22N2 123740-94-3 38
4 Alnusone 294 C19H1803 052330-11-7 37
5 1H-Benzo[d,E]phthalazine, 6-meth... 226 C14H14N20 078378-22-0 37

Abundance Scan 3980 (26.875 min): BG050995.D\data.ms (-3970) (- m/z 211.10 100.00%

211.1
5000
= —r
10‘70 165.0 806.1 2650 27.00
2 L 2571 | 365 ) 195,00 35.75%
mlz--> 50 100 150 200 250 300 350
Abundance #89766: 1-(4-Methoxyphenyl)-2-(4-pyrimidinyl)ethylene (E
211.0
5000 T T
26.50 27.00
m/z 212.00 29.41%
63.0 11?0 h
Ll | L I
1T ‘ L ‘ LI \ L ‘ LI ‘ L ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #88736: phenol, 2-amino-4-[2-phenylethenyl]-
211.0
— —r
26.50 27.00
5000 165.0 m/z 366.10  15.35%
83.0
‘?9\?‘\‘\\\‘\\\\ HJT‘ 1 \‘\ L u“ lu h L R e e e
miz--> 50 100 150 200 250 300 350
Abundance #140994: Pyrimidine, 2-(4-butylphenyl)-5-propyl- — —
211.0 26.50 27.00
m/z 107.00 13.92%
5000
254.0
116.0
\39‘\.0 ‘ 1550 ‘ ‘ L
T R T T R T R — —r—
m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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 79 unknown-03 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
27.544  99.13 ng/ul 2600520  Perylene-d12 25.312
Hit# of 5 Tentative ID MW MolForm CASH# Qual
11,1':3',1'"'-Terphenyl, 5'-phenyl- 306 C24H18 000612-71-5 25
2 4,4'-Ethylidenediphenol 214 C14H1402 002081-08-5 25
31,1':3'",1"'"'-Terphenyl, 5'-phenyl- 306 C24H18 000612-71-5 25
4 Phenol, 3-ethyl- 122 C8H100 000620-17-7 15
51,1,2,2-Tetrakis(4-hydroxyphenyl... 398 C26H2204 007727-33-5 15

Abundance Scan 4094 (27.544 min): BG050995.D\data.ms (-4079) (-  m/z 199.10 100.00%

199.1
107.0 306.1
5000

‘ 152.0 27.50 |
_ ‘mm«m‘ﬂm\MMmMMM‘hm‘¢?§9p““““‘$§5- m/z 107.00 77.18%
mlz--> 50 100 150 200 250 300 350
Abundance #207460: 1,1":3',1"-Terphenyl, 5'-phenyl-

306.0

%

5000
27.50
m/z 306.10 74.56%
39.0 77.0 115.0153.0191. 022”8 02650\“
L ‘ T T T ‘ L ‘ L T T ’ T L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #92231: 4,4'-Ethylidenediphenol
199.0
~ ‘
27.50
5000 m/z 213.05 43.51%
390 910 1520 ‘
S PP VA R N R —
miz--> 50 100 150 200 250 300 350
Abundance #207467: 1,1':3',1"-Terphenyl, 5'-phenyl- =
306. 27.50
m/z 211.05 33.68%
5000

228.0
27.0 77.0 115,0153.0191. 0 4 2650},

m/z--> 50 100 150 200 250 300 350 2150

%
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BGO@50995.D

Acqg On : 12 Nov 2021 10:58
Operator : CG/JU

Sample : M4615-05

Misc :

ALS Vvial : 34 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG110321.M
Quant Title : SVOA 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|
Acetic acid, 1,... 3.526 223.3 ng/ul 12074300 1 8.261 1081190 20.0
(DEL) Alkane: C.. 5.276 4.3 ng/ul 233397 1 8.261 1081190 20.0
(DEL) Alkane: C.. 5.629 15.0 ng/ul 811622 1 8.261 1081190 20.0
(DEL) Alkane: S.. 5.764 5.0 ng/ul 269593 1 8.261 1081190 20.0
(DEL) Alkane: C.. 6.005 7.7 ng/ul 413819 1 8.261 1081190 20.0
(DEL) Alkane: C.. 6.070 14.9 ng/ul 802580 1 8.261 1081190 20.0
(DEL) Alkane: S.. 6.158 12.4 ng/ul 667742 1 8.261 1081190 20.0
(DEL) Alkane: S.. 6.211 44.8 ng/ul 2421790 1 8.261 1081190 20.0
(DEL) Alkane: C.. 6.481 35.0 ng/ul 1894360 1 8.261 1081190 20.0
(DEL) Alkane: S.. 6.587 7.6 ng/ul 412927 1 8.261 1081190 20.0
(DEL) Alkane: C.. 6.710 14.7 ng/ul 793039 1 8.261 1081190 20.0
(DEL) Alkane: S.. 6.757 23.7 ng/ul 1280210 1 8.261 1081190 20.0
(DEL) Alkane: S.. 6.810 4.7 ng/ul 252701 1 8.261 1081190 20.0
(DEL) Alkane: C.. 6.851 47.7 ng/ul 2580170 1 8.261 1081190 20.0
(DEL) Alkane: C.. 6.963 11.6 ng/ul 625281 1 8.261 1081190 20.0
(DEL) Alkane: C.. 7.033 7.2 ng/ul 386406 1 8.261 1081190 20.0
(DEL) Alkane: S.. 7.098 15.2 ng/ul 819640 1 8.261 1081190 20.0
(DEL) Alkane: S.. 7.157 8.6 ng/ul 464183 1 8.261 1081190 20.0
(DEL) Alkane: S.. 7.198 35.3 ng/ul 1906650 1 8.261 1081190 20.0
(DEL) Alkane: S.. 7.251 30.4 ng/ul 1645190 1 8.261 1081190 20.0
unknown-01 7.362 61.1 ng/ul 3303380 1 8.261 1081190 20.0
1,3,5-Triazine,... 7.750 51.1 ng/ul 2760500 1 8.261 1081190 20.0
Benzene, 1,2,3-... 7.915 33.3 ng/ul 1797300 1 8.261 1081190 20.0
(DEL) Alkane: S.. 8.197 64.5 ng/ul 3485300 1 8.261 1081190 20.0
(DEL) Alkane: S.. 8.473 16.7 ng/ul 904580 1 8.261 1081190 20.0
(DEL) Alkane: C.. 8.520 49.8 ng/ul 2693930 1 8.261 1081190 20.0
(DEL) Alkane: C.. 8.573 12.1 ng/ul 653201 1 8.261 1081190 20.0
(DEL) Alkane: S.. 8.643 5.3 ng/ul 288837 1 8.261 1081190 20.0
unknown-02 8.790 55.5 ng/ul 3002750 1 8.261 1081190 20.0
(DEL) Alkane: S... 8.878 39.2 ng/ul 2120690 1 8.261 1081190 20.0
(DEL) Alkane: S... 9.301 7.8 ng/ul 422680 1 8.261 1081190 20.0
Benzene, 4-ethy... 9.342 29.8 ng/ul 1608920 1 8.261 1081190 20.0
(DEL) Alkane: C... 9.554 8.0 ng/ul 433099 1 8.261 1081190 20.0
(DEL) Alkane: S... 9.695 40.0 ng/ul 661174 2 11.064 330429 20.0
(DEL) Alkane: S... 9.865 36.0 ng/ul 594514 2 11.064 330429 20.0
o-Cymene 10.447 35.2 ng/ul 581320 2 11.064 330429 20.0
(DEL) Alkane: S... 10.993 49.8 ng/ul 823322 2 11.064 330429 20.0
Benzenamine, N,... 11.634 231.6 ng/ul 3826050 2 11.064 330429 20.0
Methenamine 11.851 1001.7 ng/ul 16549600 2 11.064 330429 20.0
4(1H)-Pyrimidin... 12.074 324.3 ng/ul 5358150 2 11.064 330429 20.0
Phenol, p-tert-... 12.398 76.7 ng/ul 1266790 2 11.064 330429 20.0
Benzaldehyde, 4... 13.244 110.7 ng/ul 2759840 3 14.859 498513 20.0
Benzenamine, N,... 13.561 109.8 ng/ul 2737930 3 14.859 498513 20.0
Phenol, 2,2'-me... 18.772 243.6 ng/ul 6461020 4 17.603 530573 20.0
Phenol, 2-[(4-h... 19.060 2072.5 ng/ul 54980900 4 17.603 530573 20.0
10,18-Bisnorabi... 19.319 51.8 ng/ul 1373650 4 17.603 530573 20.0
Phenol, 4,4'-me... 19.477 1899.9 ng/ul 50402900 4 17.603 530573 20.0
Oleic Acid 19.642 30.1 ng/ul 799005 4 17.603 530573 20.0
3-Tridecylphenol 20.494 59.2 ng/ul 1657660 5 21.910 559994 20.0
2-(4-Methylphen... 20.570 30.3 ng/ul 849519 5 21.910 559994 20.0
(z2)-3-(pentadec... 21.557 2095.4 ng/ul 58671700 5 21.910 559994 20.0
Benzamide, 4-pr... 21.692 38.5 ng/ul 1079060 5 21.910 559994 20.0
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Benzoic acid, 4... 22.116
(Z)-3-(Heptadec... 22.803
1-(4-Methoxyphe... 26.875
unknown-03 27.544

ng/ul
ng/ul
ng/ul
ng/ul

1386880
1740020
1207590
2600520
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[e) N )RRV, RNV,

21.910
21.910
25.312
25.312

559994
559994
524682
524682
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