LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc :

ALS Vvial : 51 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-BG112321.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51393.D\data.ms

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

# min  scan scan scan TY height area % max. total
1  3.919 62 73 77 rBV2 50368 158419 2.73% 0.350%
2 3.966 77 81 94 rVB 42736 99995 1.72% 0.221%
3 4.301 132 138 147 rVB 143565 243029 4.18% 0.537%
4 5.653 361 368 376 rVB 882478 1430240 24.60% 3.158%
5 5.788 383 391 406 rVB 2013312 4257670 73.24% 9.401%
6 6.164 446 455 471 rVB 812088 1391996 23.95% 3.074%
7 6.646 531 537 543 rW 85633 138312 2.38% 0.305%
8 7.145 616 622 628 rBvV 67821 114768 1.97% 0.253%
9 7.251 633 640 646 rBv 260353 442182 7.61% 0.976%
106 7.315 646 651 655 rVv2 111919 208194 3.58% 0.460%
11 7.380 655 662 675 rVB2 953986 1809343 31.13%  3.995%
12 7.503 677 683 688 rBv 104081 177347 3.05% 0.392%
13 7.556 688 692 697 rVB 94368 142361 2.45% 0.314%
14 7.721 714 720 726 rVB 91858 157939 2.72% 0.349%
15 7.821 731 737 746 rW 463633 791424 13.61% 1.747%
16 7.903 746 751 760 rVB 60463 124230 2.14% 0.274%
17 8.185 792 799 809 rBV2 116377 238731 4.11% 0.527%
18 8.297 809 818 828 rVB 179456 354721 6.10% 0.783%
19 8.555 854 862 869 rBvV 218704 403332 6.94% 0.891%
20 8.637 869 876 884 rVW 150119 275649 4.74%  0.609%
21 8.725 884 891 899 rVB 117993 222210 3.82% 0.491%
22 8.814 899 906 912 rBV2 59301 107497 1.85% 0.237%
23 8.902 912 921 927 rW 87397 187820 3.23% 0.415%
24  8.972 927 933 937 rVW 186253 389564 6.70%  0.860%
25 9.019 937 941 947 rVW 141519 268649 4.62%  0.593%
26 9.090 947 953 965 rVB 270595 546863 9.41% 1.207%
27 9.290 976 987 990 rBvV2 51217 93251 1.60% 0.206%
28 9.337 990 995 997 rW 99907 174184 3.00%  0.385%
29 9.366 997 1000 1010 rVB 152891 262887 4.52% 0.580%
30 9.671 1018 1052 1060 rBvV2 426689 2719928 46.79% 6.006%
31 9.742 1061 1064 1071 rVV5 38068 86327 1.49% 0.191%
32 9.812 1072 1076 1081 rVV 33043 59389 1.02% 0.131%
33 9.877 1081 1087 1093 rwW 50668 107430 1.85% 0.237%
34 9.971 1096 1103 1108 rVB3 46726 95580 1.64% 0.211%
35 10.036 1108 1114 1118 rBV 50655 93470 1.61% 0.206%

36 10.094 1118 1124 1132 rVB2 115914 236556 4.07% 0.522%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc :

ALS Vvial : 51 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-BG112321.M
Title : SVOA CALIBRATION
37 10.177 1132 1138 1158 rVvB2 199218 542561 9.33% 1.198%
38 10.424 1168 1180 1188 rBV7 244028 1007917 17.34%  2.226%
39 10.488 1188 1191 1201 rVV 114800 199591 3.43% 0.441%
40 10.641 1211 1217 1224 rBV 191518 362383 6.23% 0.800%
41 10.770 1233 1239 1253 rBV3 49819 133187 2.29% 0.294%
42 10.882 1253 1258 1263 rBV 72960 131454 2.26% 0.290%
43 11.017 1276 1281 1284 rVV 153035 282494 4.86% 0.624%
44 11.070 1284 1290 1299 rVB 1169164 2191585 37.70% 4.839%
45 11.187 1300 1310 1319 rVB2 55755 152212 2.62% 0.336%
46 11.364 1334 1340 1348 rBV2 35337 78658 1.35% 0.174%
47 11.434 1348 1352 1364 rVB5 25379 70073 1.21% ©.155%
48 11.546 1364 1371 1377 rBV 50190 101913 1.75% 0.225%
49 11.834 1413 1420 1430 rBV3 102050 220283 3.79% 0.486%
50 12.028 1447 1453 1458 rVWVW2 36984 78537 1.35% 0.173%
51 12.086 1458 1463 1475 rVV6 39291 128892 2.22% 0.285%
52 12.192 1476 1481 1491 rVBS8 24532 68897 1.19% 0.152%
53 12.392 1510 1515 1526 rVB2 84954 164098 2.82% 0.362%
54 12.556 1531 1543 1548 rBV4 38597 89093 1.53% 0.197%
55 12.662 1554 1561 1574 rVB 1330018 2283404 39.28% 5.042%
56 12.780 1574 1581 1588 rBV3 40196 94817 1.63% 0.209%
57 12.879 1589 1598 1606 rVB 607322 1060267 18.24% 2.341%
58 13.038 1617 1625 1630 rBV4 26323 61252 1.05% ©.135%
59 13.267 1656 1664 1679 rVB 163779 327258 5.63% 0.723%
60 13.655 1724 1730 1733 rVV 269848 453993  7.81% 1.002%
61 13.684 1733 1735 1741 rVV 120149 182797 3.14% 0.404%
62 13.849 1758 1763 1773 rVB3 47664 106860 1.84% 0.236%
63 13.996 1777 1788 1798 rBV3 83897 250072 4.30% 0.552%
64 14.137 1803 1812 1817 rVV 95827 207378 3.57% 0.458%
65 14.213 1817 1825 1829 rVV 358976 648816 11.16% 1.433%
66 14.260 1829 1833 1839 rVV 198681 287150 4.94%  0.634%
67 14.378 1847 1853 1861 rVV2 42267 83710 1.44% 0.185%
68 14.519 1870 1877 1886 rVB 351706 633913 10.91% 1.400%
69 14.818 1924 1928 1934 rVV 258148 417856 7.19% 0.923%
70 14.889 1934 1940 1946 rVB 118663 199006 3.42% 0.439%
71 15.218 1985 1996 2003 rBV2 199334 354160 6.09% 0.782%
72 15.612 2059 2063 2072 rVB 177644 268996 4.63% 0.594%
73 15.811 2086 2097 2103 rBvV2 501021 806616 13.88% 1.781%
74 15.870 2103 2107 2114 rVB2 76010 116958 2.01% 0.258%
75 15.952 2116 2121 2125 rBV 112861 182226  3.13% 0.402%

76 16.064 2136 2140 2146 rVB 98900 144949 2.49% 0.320%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc :

ALS Vvial : 51 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-BG112321.M
Title : SVOA CALIBRATION

77 16.675 2239 2244 2252 rVW7 35682 71368 1.23% ©.158%
78 16.904 2279 2283 2288 rBvV2 38027 61533 1.06% 0.136%
79 17.174 2325 2329 2334 rVB 53818 68911 1.19% 0.152%
80 17.574 2390 2397 2401 rVV 308406 488926 8.41% 1.080%
81 17.668 2408 2413 2424 rVB2 493884 796858 13.71% 1.759%
82 17.821 2434 2439 2443 rBV 40662 57881 1.00% 0.128%
83 17.926 2450 2457 2463 rBV2 72857 134997 2.32% 0.298%
84 18.197 2498 2503 2506 rBV 49506 72177 1.24% 0.159%
85 18.420 2537 2541 2549 rVW3 26535 53293 0.92% 0.118%
86 18.502 2550 2555 2560 rVB 139431 178131 3.06% 0.393%
87 18.808 2603 2607 2615 rVB3 56010 99690 1.71% 0.220%
88 19.354 2696 2700 2709 rVB2 142056 196276  3.38% 0.433%
89 19.489 2718 2723 2727 rBV2 72935 113063 1.95% 0.250%
90 19.589 2736 2740 2748 rVB2 93315 150972 2.60% 0.333%
91 19.954 2795 2802 2812 rVV 605205 1053689 18.13% 2.327%

92 20.212 2842 2846 2851 rVB 44873 60130 1.03% 0.133%
93 20.852 2947 2955 2959 rVV 4005309 5812961 100.00% 12.835%

94 21.469 3055 3060 3070 rVB4 45371 126967 2.18% 0.280%
95 21.763 3104 3110 3116 rBV7 24366 62281 1.07% 0.138%
96 21.875 3123 3129 3137 rVB 278221 473600 8.15% 1.046%
97 22.562 3240 3246 3254 rBV2 24600 52310 0.90% 0.116%
98 25.042 3656 3668 3678 rBV2 267704 796900 13.71% 1.760%
99 25.271 3698 3707 3719 rVB3 148668 465531 8.01% 1.028%
100 26.393 3890 3898 3906 rVB6 16920 52759 0.91% 0.116%
Sum of corrected areas: 45288973
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

TIC Integration Parameters:

Abundance
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3000000
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1500000
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500000

0

: CG/JU
. M4870-01

: 51

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
BGO51393.D
7 Dec 2021 22:04

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.M
: SVOA CALIBRATION

¢ C:\DATABASE\NIST20.L
LSCINT.P

TIC: BG051393.D\data.ms

5.788

12.662

11.070

7.380
5653 5.164

2.879
7.821

s .
Boet-301 6.646 7.1 ‘,,

v 03¢
\\\\‘\\J\\\‘\\\\‘\\\\‘\\\T“T—r\\\‘\\\\‘\T\\‘\\\\‘\\\\|\\\\|\\\\\\\\‘\\\\‘\\/T\‘\\\\‘ T

Time-->
Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

3.50 4.00 4.50

500 550 6.00 650 7.00 750 8.00 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00

TIC: BG051393.D\data.ms

20.852

15.811 17 668 19.954

14.2135
R 5 20 w1 arm s 15 400 T

O

Time-->
Abundance
4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

21.469.763 22.562
H‘HH“H“‘H“‘H“HH‘HH‘HH‘HH‘HH‘HH

13.50 14.00 14.50 15.00 15.50 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
TIC: BG051393.D\data.ms

25&%71

26.393

0
Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, (1-methylethyl)- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
6.646 11.59 ng/ul 138312 1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 95
2 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
3 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 94
4 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 91
5 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 91
Abundance Scan 537 (6.646 min): BG051393.D\data.ms (-531) (-) m/z 104.95 100.00%
105.0
5000
770 1201 LI B N B L B
Oy 380 839 L T L mz 120.10  24.39%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10706: Benzene, (1-methylethyl)-
105.0
5000 LB B L B I R AN B
6.40 6.60 6.80 7.00
120.0 o
510 770 m/z 77.00 18.16%
210 | | -
O\\‘\\\\‘\\\‘\‘\\\\“\\\\i‘\\\\‘\‘\‘\\‘\\\\‘\\\\‘\\\\‘\}\\‘\\\\“\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10713: Benzene, (1-methylethyl)-
105.0
R R RN
6.40 6.60 6.80 7.00
5000 m/z 79.00 16.05%
120.0
77.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10711: Benzene, (1-methylethyl)- B RRREEE AR
105.0 6.40 6.60 6.80 7.00
m/z 103.00 11.96%
5000
120.0
27.0 51.0 77.0 91.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, propyl- Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
7.145 9.61 ng/ul 114768 1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, propyl- 120 CSH12 000103-65-1 68
2 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 64
3 Benzene, propyl- 120 C9H12 000103-65-1 64
4 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59
5 N-Benzyl-2-phenethylamine 211 C15H17N 003647-71-0 59
Abundance Scan 622 (7.145 min): BG051393.D\data.ms (-616) (-) m/z 91.00 100.00%
91.0
5000
AN
120.1 \‘\\\\‘\\\\‘\\\\’\\\\‘\
390 650 6.80 7.00 7.20 7.40

Ol oottt by ey m/z 120,10 17.19%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10701: Benzene, propyl-
91.0

5000 SRESEESEPAS A L A
6.80 7.00 7.20 7.40

120.0 m/z 65.00 11.53%

39.0 65‘0 |
L il I "
\\\‘\\\\‘\\\\‘\\\\‘\\1\’\\\\’\\\\’\\\\’\\\\’\\\\’\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #88773: N-Benzyl-2-phenethylamine
91.0
120.0

6.80 7.00 7.20 7.40

o

5000 m/z 92.00 9.60%
65.0
30 | | 165.0  209.0
P e T
m/z--> 20 40 60 80 100 120 140 160 180 200 /\ J\
Abundance #10700: Benzene, propyl- ‘ “““_““HA‘,H“‘
91.0 6.80 7.00 7.20 7.40

m/z 39.00 6.40%

5000
65.0 120.0
0 1, \‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, 1-ethyl-2-methyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
7.251  37.04 ng/ul 442182  1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-3-methyl- 120 C9H12 000620-14-4 93
3 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 87
4 Mesitylene 120 C9H12 000108-67-8 87
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 87
Abundance Scan 640 (7.251 min): BG051393.D\data.ms (-633) (-) m/z 105.10 100.00%
105.1
5000
120.1
R RamEAE L
39.0 60‘0 77‘0 91"0 7.00 7.20 7.40 7.60
Obrrperrrpererpreetbe il el b m/z 120,10 31.29%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
5000 L L L L B
120.0 7.00 7.20 7.40 7.60
m/z 91.00 15.86%
39.0 77.0 91.0
0H‘\\\\‘2\\5\‘\()‘\H\“\\Hi‘\H\6‘:\3‘\‘(\)\‘\H‘H‘\\\\‘\\H‘\‘\l\‘\\‘\\“‘\\\\‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10720: Benzene, 1-ethyl-3-methyl-
105.0 /L
 AAREEEELE SR
7.00 7.20 7.40 7.60
5000 m/z 77.00 13.93%
120.0
77.0 91.0
0L, 280 00 L 080 il
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10715: Benzene, 1,2,3-trimethyl- “H““‘_““H““‘
105.0 7.00 7.20 7.40 7.60
m/z 60.00 13.66%
120.0
5000
39.0  ggo /10 910
o‘Wm_‘H"m‘puH“m‘_uhw‘H‘:‘_"w“m_‘:!“w“ww A
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzene, 1l-ethyl-3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
7.556 11.93 ng/ul 142361 1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 94
2 Benzene, 1-ethyl-2-methyl- 120 C9H12 000611-14-3 94
3 Benzene, 1-ethyl-3-methyl- 120 CO9H12 000620-14-4 94
4 Benzene, l-ethyl-4-methyl- 120 C9H12 000622-96-8 93
5 Benzene, 1l-ethyl-2-methyl- 120 CSH12 000611-14-3 91
Abundance Scan 692 (7.556 min): BG051393.D\data.ms (-688) (-) m/z 105.00 100.00%
105.0
5000
120.1
e
510 77‘-0 91"0 7.20 7.40 7.60 7.80
Ol 280 L840 b ML e m/z 120,05 29.09%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10722: Benzene, 1-ethyl-2-methyl-
105.0
120.0 7.20 7.40 7.60 7.80
m/z 91.05 14.59%
39.0 77.0 91.0
OH‘\\H‘\2\6\\0‘\\\\“‘\\Hi‘\‘ui‘s‘:\g‘\"?\‘u\‘H‘HH“MH‘\Hl\‘u‘u“‘uu‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10724: Benzene, 1-ethyl-2-methyl-
105.0
7.20 7.40 7.60 7.80
5000 m/z 77.00 13.59%
120.0
77.0 91.0
PN . O Y
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #10725: Benzene, 1-ethyl-3-methyl- T e
105.0 7.20 7.40 7.60 7.80
m/z 78.95 11.14%
5000
120.0
510 77.0 91.0 ‘
S BOWl.J  OOY S  RD 111| w A
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 9 Benzene, 1,2,3-trimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.821 66.30 ng/ul 791424  1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
2 Benzene, 1,2,3-trimethyl- 120 C9H12 000526-73-8 97
3 Mesitylene 120 CO9H12 000108-67-8 97
4 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
5 Benzene, 1,2,4-trimethyl- 120 C9H12 000095-63-6 94
Abundance Scan 737 (7.821 min): BG051393.D\data.ms (-731) (-) m/z 105.00 100.00%
105.0
5000 120.1 ﬂ /\ f\
R e
2.0 510 77‘-0 91.0 7.40 7.60 7.80 8.00 8.20
Obrperrrrrrr 389 L 880 Wl w/z 120.05  41.76%
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10707: Benzene, 1,2,3-trimethyl-
105.0
: 7.40 7.60 7.80 8.00 8.20
770 m/z 77.00 14.23%
39.0 YV 91.0
0 \\’J\-\S\.\O’\\\“W’H\\“‘\H\N{‘\\\6‘%\.‘(\)\‘\Hm‘\\H“H\\‘\‘\1\‘\\‘\‘\“‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110 120
Abundance #10715: Benzene, 1,2,3-trimethyl-
105.0 /\
REEas
120.0 7.40 7.60 7.80 8.00 8.20
5000 m/z 91.05 12.11%
39.0 77.0 91.0
LT . Y W
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 /\ /\ A
Abundance #10692: Mesitylene K“‘H“‘H“‘H“‘H“‘
105.0 7.40 7.60 7.80 8.00 8.20
m/z 119.10 11.26%
5000 1200
77.0
51.0 91.0 A A/\
P NURRNN L O e O TSRO SOOY1 UYL Y | BT NS LV
m/z--> 10 20 30 40 50 60 70 80 90 100110 120 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzofuran Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
7.903 10.41 ng/ul 124230 1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzofuran 118 C8H60 000271-89-6 95
2 Benzofuran 118 C8H60 000271-89-6 91
3 Benzofuran 118 C8H60 000271-89-6 90
4 Benzofuran 118 C8H60 000271-89-6 90
5 3-Hydroxyphenylacetylene 118 C8H60 010401-11-3 87
Abundance Scan 751 (7.903 min): BG051393.D\data.ms (-746) (-) m/z 118.00 100.00%
118.0
89.0
5000
63.0 /\
R B R RA R
39.0 51.0 50 7.60 7.80 8.00 8.20
Ob et alll 780wz 89.ee  61.55%
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10175: Benzofuran
118.0
5000 \/\\T\\\\‘\\\\‘\\\\‘\\[\\\‘
90.0 7.60 7.80 8.00 8.20
63.0 m/z 90.00 45.96%
39.0
0 ’26.051'0’\r[ “HH‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120
Abundance #10174: Benzofuran
118.0
AP
7.60 7.80 8.00 8.20
5000 m/z 63.00 28.43%
90.0
63.0
39.0
0 27"\0 w‘ | \5:\1\"0 | \“\ 75.0 i
R e e RARRN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 J\\ /\
Abundance #10173: Benzofuran e e
118.0 7.60 7.80 8.00 8.20
m/z 62.00 12.34%
5000
63.0 90.0
o 39050 560 | 1050 il )
PP e e e e e e e R AREmamEEEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 1Indane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
8.555 33.79 ng/ul 403332  1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indane 118 C9H10 000496-11-7 95
2 Indane 118 C9H10 000496-11-7 93
3 Indane 118 C9H1e 000496-11-7 89
4 Benzeneethanol, .beta.-ethenyl- 148 C10H120 006052-63-7 86
5 Deltacyclene 118 C9H1e 007785-10-6 68
Abundance Scan 862 (8.555 min): BG051393.D\data.ms (-854) (-) m/z 117.00 100.00%
11y7.0
5000
910 L L L L L I L B
39.0 630 ‘ 145.9 8.20 8.40 8.60 8.80
Ol e Ll el L m/z 118,10 53.91%
miz--> 20 40 60 80 100 120 140
Abundance #10178: Indane
117.0
5000 L L B L L I BN B

8.20 8.40 8.60 8.80
m/z 115.00 34.12%

390 580 91.0
O\\\\‘\\\\“\\“\ \““\‘\\\W‘\\“\\“\\\!“\\\\‘\\\\
miz--> 20 40 60 80 100 120 140
Abundance #10179: Indane
117.0
8.20 8.40 8.60 8.80
5000 m/z 91.00  18.22%
39.0 5gp 91.0 ‘
olsow\h\m
miz--> 20 40 60 100 120 140 Aw
Abundance #10181.Indane w““‘u““‘u““w‘
117.0 8.20 8.40 8.60 8.80

m/z 63.00 9.22%

5000 N\
91.0
39.0 63.0 /\/\
0 15.0 | i \‘ ‘ |

\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \‘\\\\‘\V\\‘\\\\‘\\\\‘\

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\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 1-Propyne, 3-phenyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
8.725 18.62 ng/ul 222210 1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propyne, 3-phenyl- 116 CSH8 010147-11-2 94
2 Benzene, 1-propynyl- 116 C9H8 000673-32-5 93
3 Indene 116 C9H8 000095-13-6 93
4 Benzene, l-ethynyl-4-methyl- 116 CO9H8 000766-97-2 87
5 Indene 116 C9H8 000095-13-6 87
Abundance Scan 891 (8.725 min): BG051393.D\data.ms (-884) (-) m/z 115.00 100.00%
115.0
5000
300 30 89‘-0 134.1 8.40 8.60 8.80 9.00
Obprrrr ettt el L m/z 116.00 90.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9545: 1-Propyne, 3-phenyl-
115.0
5000 UL L B R LA B L
8.40 8.60 8.80 9.00
89.0 m/z 105.00  45.95%
390 | 63“.0 : |
O \\‘HH‘H\\‘HH“H\\}H\‘\‘}\‘H‘\}‘\\‘HMi\H\‘HH‘\‘}H‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #9546: Benzene, 1-propynyl-
115.0
8.40 8.60 8.80 9.00
5000 m/z 63.00 15.96%
63.0
390 | 89.0
Ot et e et e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 /\
Abundance #9542: Indene R BAR anans LRI
116.0 8.40 8.60 8.80 9.00
m/z 89.00  13.85%
5000
39.0 63.0 89.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 14 Benzene, 1-methyl-3-(1-meth... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
8.814 9.01 ng/ul 107497 1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1-methyl-3-(1-methyleth... 134 C10H14 000535-77-3 95
2 p-Cymene 134 C1oH14 000099-87-6 93
3 Benzene, 1-methyl-3-(1-methyleth... 134 Cl1leH14 000535-77-3 93
4 o-Cymene 134 C10H14 000527-84-4 91
5 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 91

Abundance Scan 906 (8.814 min): BG051393.D\data.ms (-899) (-) m/z 119.10 100.00%

110.1
5000
91.0 134.1 /L /\

390 650 | | 8.40 8.60 8.80 9.00 9.20
ceprerrrrreprrebfrersbe e bbbl m/z 105,00 46.29%

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17105: Benzene, 1-methyl-3-(1-methylethyl)-
119.0
5000

8.40 8.60 8.80 9.00 9.20
134.0 m/z 134.05 37.95%

91.0 ‘
41 65 0
15.0 0 N

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140

Abundance #16995: p-Cymene
119.0 /\
\

8.40 8.60 8.80 9.00 9.20
5000 m/z 91.00 34.21%

91.0 134.0
41.0 650
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17103: Benzene, 1-methyl-3-(1-methylethyl)-
119.0

8.40 8.60 8.80 9.00 9.20
m/z 77.00 16.96%

5000
134.0
91.0 ‘
oL1s0 410 650 il

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 8.40 8.60 8.80 9.00 9.20

o

o

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzaldehyde, 2-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
9.090 45.81 ng/ul 546863 1,4-Dichlorobenzene-d4 8.191

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 96
2 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 96
3 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 96
4 Benzaldehyde, 2-methyl- 120 C8H80 000529-20-4 96
5 Benzaldehyde, 3-methyl- 120 C8H80 000620-23-5 95
Abundance Scan 953 (9.090 min): BG051393.D\data.ms (-947) (-) m/z 91.00 100.00%
91.0
119.0
5000
65.0
39 0 ‘ ‘ 106.0 8.80 9.00 9.20 9.40

oH_m_m‘wwwu]”pluwﬁﬁ’m‘;“‘HW!“_WMM m/z 119.00  69.07%

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

Abundance #10674: Benzaldehyde, 2-methyl-

91.0
120.0
5000 L L B I L LI L
65.0 8.80 9.00 9.20 9.40
39.0 m/z 120.00  68.52%
. o | 5@0‘\\‘ 780 || 1050
H‘\H\‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘HH‘HH‘HH HH‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #10672: Benzaldehyde, 3-methyl-
91.0 119.0
R RARREEE RS
8.80 9.00 9.20 9.40
5000 m/z 65.00 26.96%
65.0
O 520

m/z--> 10 20 30 40 50 60 70 80 90 100 110120

Abundance #10670: Benzaldehyde, 3-methyl-

91.0 119.0 8.80 9.00 9.20 9.40

m/z 63.00 16.04%

5000
0 | 520 | 780 | 1050

m/z--> 10 20 30 40 50 60 70 80 90 100110120 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 16 Benzene, 4-ethyl-1,2-dimethyl- Concentration Rank 28

R.T. EstConc Area Relative to ISTD R.T.
9.290 7.81 ng/ul 93251  1,4-Dichlorobenzene-d4 8.191
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 4-ethyl-1,2-dimethyl- 134 C1oH14 000934-80-5 94
2 o-Cymene 134 C10H14 000527-84-4 94
3 Benzene, 1l-ethyl-2,3-dimethyl- 134 C10H14 000933-98-2 94
4 Benzene, 1-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 94
5 Benzene, 2-ethyl-1,3-dimethyl- 134 C1oH14 002870-04-4 94
Abundance Scan 987 (9.290 min): BG051393.D\data.ms (-976) (-) m/z 119.10 100.00%
119.1
5000
910 134.1 /L
RRAREEEEL S
47'0 65.0 ‘ ‘ ‘ 9.00 9.20 9.40 9.60
Oerpermrpr by ool et Ml myz 134.05  29.20%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17085: Benzene, 4-ethyl-1,2-dimethyl-
119.0
5000 /\M/\A’

010 134.0 9.00 9.20 9.40 9.60
' m/z 91.00 25.19%

65.0 ‘
\\‘]_\\5\9\\H‘\ﬁ\g’\C)\Hi‘\‘\\\’\‘\‘H‘\H‘“‘H\\’\\H‘\H‘\\’H‘\‘\l\\\\‘\\‘\\‘\\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #16997: o-Cymene
119.0

9.00 9.20 9.40 9.60

o

5000 ITI/Z 117.00 19.87%
134.0
91.0
41.0 65.0 ‘ ‘

Obreprerrprrderrrher ety e redtereeterr e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17077: Benzene, 1-ethyl-2,3-dimethyl-

119.0 9.00 9.20 9.40 9.60

m/z 43.00 16.27%

5000
91.0 134.0
39.0 65.0 ‘ ‘
15.0 | N u 1] ‘H \‘\‘ H ‘

m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 9.00 9.20 9.40 9.60

o

SFAM-EPA-BG112321.M Mon Dec 13 06:51:05 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Hexanoic acid, 2-ethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
9.671 192.57 ng/ul 2719930  Naphthalene-d8 11.017

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 86
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72

Abundance Scan 1052 (9.671 min): BG051393.D\data.ms (-1018) (-) m/z 73.00 100.00%

73.0
5000
41.0 579
. -

101.0 !
131.0 9.50 10.00

SR WJJHJ:W‘mAH‘HL“““H““ 8L m/z 88.00 74.43%

m/z--> 20 40 60 80 100 120 140
Abundance #24100: Hexanoic acid, 2-ethyl-
88.0
41.0 w w T

5000 ‘ ‘
57.0 9.50 10.00
41.05  35.52%

116.0
\]_\5\()‘\ } L ‘\‘\ \‘} ’ T \“\‘ ‘ \“\ T “\ T \‘! ‘ UL ‘ T T T
miz--> 60 80 100 120 140
Abundance #24098. Hexanoic acid, 2-ethyl-
73.0

o

o

9.50 10.00
5000 41.0 570 ITI/Z 57.05 31.25%
101.0
ol 180 I ‘ | 1170 1440
o A A e B A e
m/z--> 20 40 60 80 100 120 140
Abundance #24099: Hexanoic acid, 2-ethyl- — e
73.0 9.50 10.00
m/z 55.00 22.00%
5000
57.0
41.0 116.0
SN T . 0 Y
m/z--> 20 40 60 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 unknown-01 Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
9.742 6.11 ng/ul 86327 Naphthalene-d8 11.017

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl 2-(hydroxymethyl)acrylate 116 C5H803 015484-46-5 32
2 Butanoic acid, 3-methyl-, hexyl ... 186 C11H2202 010032-13-0 10
3 Butanoic acid, 2-methyl-, 2-meth... 186 C11H2202 083783-88-4 10
4 2-Oxepanone, 7-hexyl- 198 C12H2202 016429-21-3 10
5 2-Propenoic acid, 2-methyl-, hex... 170 C10H1802 000142-09-6 10

Abundance Scan 1064 (9 742 min): BG051393.D\data.ms (-1061) (-) m/z 41.05 100.00%
41.0

87.0

5000 131.0
fﬁ o =
9.50 10.00
(o} m/z 87.00 59.81%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9112: Methyl 2-(hydroxymethyl)acrylate /L
‘

5000 1 i
9.50 10.00
m/z 69.00 58.75%
| 1150
O\\\‘\ ‘\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 100 120 140 160 180
Abundance #60808. Butanoic acid, 3-methyl-, hexyl ester
85.0
43.0

——

%

e
9.50 10.00
5000 m/z 85.10 54.44%
o 180\‘ ‘ M | 1050 1290 1560 186.0
“w““_“‘_““““H““H“‘H““H““
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #60857: Butanoic acid, 2-methyl-, 2-methylpentyl ester Lo ——
85.0 9.50 10.00
57.0 m/z 43.00 46.36%
5000
29.0
o Lol L L ‘1140 158.0
\\\‘\\\\‘\\\\‘\\\\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T ‘\ T ‘\
m/z--> 20 40 60 80 100 120 140 160 180 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On 7 Dec 2021 22:04

Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 20 Benzene, 1,2,4,5-tetramethyl- Concentration Rank 29

R.T. EstConc Area Relative to ISTD R.T.
9.877 7.61 ng/ul 107430 Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, 1,2,4,5-tetramethyl- 134 C10H14 000095-93-2 96
2 Benzene, 1,2,3,5-tetramethyl- 134 C1leH14 000527-53-7 95
3 1,3-Cyclopentadiene, 1,2,3,4-tet... 134 Cl1l0OH14 076089-59-3 94
4 Benzene, 1,2,4,5-tetramethyl- 134 C1eH14 000095-93-2 94
5 Benzene, 1,2,3,5-tetramethyl- 134 C10H14 000527-53-7 94

Abundance Scan 1087 (9.877 min): BG051393.D\data.ms (-1081) (-)
119.1

m/z 119.10 100.00%

5000 134.0 I\ J\/\
91.0 \_‘ w/‘\/‘\‘/
43.0 g0.0 ‘ 9.50 10.00
O Wbl TS0 Wl gz 134.00  42.92%
miz--> 20 40 60 80 100 120 140
Abundance #17068: Benzene, 1,2,4,5-tetramethyl-
119.0
5000 134.0 \_/\‘ ! ‘/‘\‘N
9.50 10.00
91.0 m/z 91.00  19.84%
39.0 65.0
0 \1\5\.0’ T \“‘\ \“i‘\ “‘\“\ T \““ T \‘i T ‘W\ \m" itk T
miz--> 20 40 80 100 120 140
Abundance #17062: Benzene, 1,2,3,5-tetramethyl-
T
Mg o VLAY
9.50 10.00
5000 134.0 m/z 77.e0 11.83%
39.0 65.0 91.0
Ot ﬂ“‘hh TR ‘$\“L “W“H‘l“‘M‘
miz--> 20 40 80 100 120 140 M /\
Abundance #17138: 1,3-Cyclopentadiene, 1,2,3,4-tetramethyl-5-meth e AT
119.0 9.50 10.00
m/z 43.00 10.44%
5000 134.0
41.0 91.0
' 65.0
o“‘,2‘6‘10”““u‘:‘ww‘wMH;u‘wm‘:“,‘”w‘_ — —
m/z--> 20 40 80 100 120 140 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 21 Phenol, 2-ethyl- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
9.971 6.77 ng/ul 95580 Naphthalene-d8 11.017

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl- 122 C8H100 000090-00-6 97
2 Phenol, 2-ethyl- 122 C8H100 000090-00-6 97
3 Phenol, 2-ethyl- 122 C8H100 000090-00-6 91
4 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91
5 Phenol, 3-ethyl- 122 C8H100 000620-17-7 91
Abundance Scan 1103 (9.971 min): BG051393.D\data.ms (-1096) (-) m/z 107.00 100.00%
107.0
5000
77.0 122.0
51.0 10.00
o) RSN Y TN “‘, M%Qm bl ‘1‘4“1:1‘ m/z 122.00  37.05%
miz--> 20 40 60 80 100 120 140
Abundance #11305: Phenol, 2-ethyl-
107.0
A A
5000 1 1
122.0 10.00
7o m/z 76.95 32.71%
O \1\5\.()‘ \‘\ T \“.\ \“}‘\6‘2‘.\p\ T \“’ T \‘\ T “\ 1 L ‘H\ 1T ‘ L
miz-> 20 40 60 80 100 120 140
Abundance #11293: Phenol, 2-ethyl-
107.0
10.00
m/z 79.00 12.82%
5000 122.0
77.0
39.0
o180 . L 020 | o0 |
m/z--> 20 40 60 80 100 120 140 MJ\\M j\
Abundance #11303: Phenol, 2-ethyl- e ALY
107.0 10.00
m/z 91.00 9.18%
5000 122.0
77.0
39.0
okl 220 L 920 W0 ASivivia
m/z--> 20 60 80 100 120 140 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 o-Chloroaniline Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
10.036 6.62 ng/ul 93470  Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 o-Chloroaniline 127 C6H6CIN 000095-51-2 97
2 p-Chloroaniline 127 C6H6CIN 000106-47-8 97
3 m-Chloroaniline 127 C6H6CIN 000108-42-9 95
4 p-Chloroaniline 127 C6H6CIN 000106-47-8 95
5 m-Chloroaniline 127 C6H6CIN 000108-42-9 95
Abundance Scan 1114 (10.036 min): BG051393.D\data.ms (-1108) (-  m/z 126.95 100.00%
127.0
5000
65.0
92.0 1 T
39.0 H ‘ 10.00
Obrprrerprrre et ilodie el e m/z 65.00  32.87%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13435: o-Chloroaniline
127.0
5000 J\\M L .
10.00
. 65.0 920 m/z 129.00 31.88%
0 H‘\\\-\‘\H\‘\H‘H“H‘\\M\H[‘!‘H‘H‘\H\‘\\Hi‘\\H‘}‘\q‘\]\.eg\’\\\l’\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13442: p-Chloroaniline
127.0
L LAY
10.00
5000 m/z 92.00 17.93%
65.0
92.0
39.0
0‘w‘Hwu‘wumwuuw‘HMN‘NMW‘HWW‘whu‘HHV‘qu‘_
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M
Abundance #13430: m-Chloroaniline A ‘ AA‘N‘ ‘ —
127.0 10.00
m/z 64.00 15.03%
5000
65.0
92.0
39.0 ‘ /\V\
1 Y RSP PRGN 1 102 S S AT N 0 T T
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Benzenemethanol, .alpha.-me... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.424 71.36 ng/ul 1007920  Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2-ethyl- 122 C8H100 000090-00-6 60
2 Benzenemethanol, .alpha.-methyl- 122 C8H100 000098-85-1 58
3 Phenol, 3-ethyl- 122 C8H100 000620-17-7 50
4 Phenol, 4-ethyl- 122 C8H100 000123-07-9 50
5 Phenol, 4-ethyl- 122 C8H100 000123-07-9 50

Abundance Scan 1180 (10.424 min): BG051393.D\data.ms (-1168) (-  m/z 107.00 100.00%
107.0

5000 %00 770 1220
43.1
Il
O b rererprrreperstibh Al b RO L Ll msz ee.ee  54.16%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #11304: Phenol, 2-ethyl-
107.0
5000 122.0 _—
10.50
77.0 m/z 122.00 50.93%
O H‘\\\\‘\\\\‘\ﬁ?‘\()\\\ﬁ\s\\o‘\\\\‘\\\‘\“\\\9’2\\0\\‘\\\1’\\\\“\‘\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #11391: Benzenemethanol, .alpha.-methyl-
79.0 107.0
122.0 10.50
5000 43.0 m/z 76.95 48.00%
27.0 | ‘
0 H""me""‘}1‘”‘pm""‘WH,H"‘H“l,w“mmw
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 j\
Abundance #11301: Phenol, 3-ethyl- T
107.0 10.50
m/z 73.00 39.06%
122.0
5000
77.0
39.0
o RO N OO RN NP OUUON NSOOOONS -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 24 Phenol, 2,3-dimethyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.488 14.13 ng/ul 199591 Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 87
2 Phenol, 2,3-dimethyl- 122 C8H100 000526-75-0 87
3 Phenol, 2,4-dimethyl- 122 C8H100 000105-67-9 87
4 Phenol, 3,5-dimethyl- 122 C8H100 000108-68-9 87
5 Phenol, 2,6-dimethyl- 122 C8H100 000576-26-1 86

Abundance Scan 1191 (10.488 min): BG051393.D\data.ms (-1188) (- m/z 122.00 100.00%

107.0 1280
5000
79.0
39.0
A
Obrrprrrrprrrr et el e B et e m/z 107.00  84.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11323: Phenol, 2,3-dimethyl-
107.0
122.0
5000
77.0 10.50
91.0 m/z 121.00 58.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11316: Phenol, 2,3-dimethyl-
107.0 122.0 ﬁk
S
10.50
5000 ITI/Z 79.00 26.55%
77.0
39.0 60 91.0
0H‘\]\-ﬁ.‘c\)u‘\‘H\}‘i‘\‘u\}ﬁ\“uH‘\‘M‘H\!‘i\H\“MH‘\H‘\MHH"H\‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 W
Abundance #11330: Phenol, 2,4-dimethyl- B LA s
107.0 122.0 10.50
m/z 77.00 26.44%
5000
77.0
91.0
270 51.0 ‘
0‘WH‘WHZQH‘Wm‘meyﬂh‘uﬂhuu‘MH_WJM‘u‘M‘_H‘ —
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 25 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
10.770 9.43 ng/ul 133187 Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 64
3 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 59
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 59
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 53

Abundance Scan 1239 (10.770 min): BG051393.D\data.ms (-1233) (- m/z 45.00 100.00%

45.0
5000
75.0 105.0 133.1
‘ L H 10,50 11.00
ol “p‘!u“;‘m“ bl il bt v m/z 57.05  98.34%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10 50 11 00
75.0 m/z 41.00  34.57%
O LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \]-\Oﬁ)\()\ T ‘ \]_\312\()‘ L ‘ LI
miz--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
10 50 11 00
5000 ITI/Z 75.00 23.45%
29.0 75.0
| M‘ [0 1m0
0 e Bl B L
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)- —— =
57.0 10.50 11.00
m/z 133.05 22.28%
5000
29.0 75.0
100.0
0 u‘\ W““‘ L0 aese L //v

m/z--> 20 40 60 80 100 120 140 160 10. 50 ll 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 26 Phenol, 3,4-dimethyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
10.882 9.31 ng/ul 131454  Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 95
2 Phenol, 3,4-dimethyl- 122 C8H1e0 000095-65-8 94
3 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 93
4 Phenol, 2-ethyl- 122 C8H100 000090-00-6 93
5 Phenol, 3,4-dimethyl- 122 C8H100 000095-65-8 91
Abundance Scan 1258 (10.882 min): BG051393.D\data.ms (-1253) (- m/z 107.00 100.00%
107.0
5000
77.0
ol u“u AL, sl w‘u“‘u AMVE B S T m/z 122.05  59.55%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11328: Phenol, 3,4-dimethyl-
107.0
5000 = AN
10.50 11.00
77.0 m/z 121.00 34.55%
70 %0 ||
0 \\\‘\‘\\\“\\w‘\i“\‘\\\“\\;H\“r‘\\\“\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11329: Phenol, 3,4-dimethyl-
107.0 /\ /\
R ey
10.50 11.00
5000 m/z 77.00 30.68%
77.0
270 210 ‘ \
o S SRS VTSN P Y N —
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #11317: Phenol, 3,4-dimethyl- o s
107.0 10.50 11.00
m/z 91.00 17.55%
5000
77.0
39.0
o280 by W Lo M - e
m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Phenol, 4-ethyl-3-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
11.546 7.22 ng/ul 101913  Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-ethyl-3-methyl- 136 CS9H120 001123-94-0 94
2 Phenol, 2-ethyl-6-methyl- 136 CS9H120 001687-64-5 94
3 Phenol, 4-ethyl-2-methyl- 136 C9H120 002219-73-0 91
4 Phenol, 2-ethyl-5-methyl- 136 C9H120 001687-61-2 91
5 p-Cumenol 136 C9H120 000099-89-8 91

Abundance Scan 1371 (11.546 min): BG051393.D\data.ms (-1364) (- m/z 121.00 100.00%
.0

121
5000
136.1 A
77.0 91.0 ‘ LN ‘
51.0 | 1070 11.50
0"H‘WH‘ﬂm‘WmeuMW‘HM‘HW;H‘WmMMm‘JH‘_mMMH m/z 136.05 29.14%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18876: Phenol, 4-ethyl-3-methyl-
121.0
5000 /\\/\J\/\ : :
136.0 11.50
’ m/z 91.00 16.48%
39.0 77.0 91.0
530 \ 1070
O\‘H\\‘HHi‘\‘u\W\‘\\‘\‘\‘H‘\H“‘\\H‘i‘u\‘\‘\‘\‘\‘H‘Hiu‘u‘u‘u‘\u
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18875: Phenol, 2-ethyl-6-methyl-
121.0
U
11.50
5000 ITI/Z 77 .00 15.03%
136.0
77.0 91.
39.0 910
5f-° | ‘ 107.0
o) S R WA SRR/ S NS
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #18877: Phenol, 4-ethyl-2-methyl- Pl ‘
121.0 11.50
m/z 122.00 10.55%
5000
136.0
39.0 77.0 o1,
‘ 53.0 ‘ 91.0 107.0 ‘ m A /\
0“HJM‘HHMH‘UMHMUM‘H‘Mu‘qhu‘wuhw‘uw‘u‘uwwu‘ AL ‘
m/z--> 20 30 40 50 60 70 80 90 100110120130140 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 30 Phenol, 3-propyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
11.834 15.60 ng/ul 220283  Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 3-propyl- 136 CS9H120 000621-27-2 58
2 Phenol, 2-propyl- 136 CS9H120 000644-35-9 52
3 Phenol, 2-propyl- 136 C9H120 000644-35-9 52
4 Phenol, 2-propyl- 136 C9H120 000644-35-9 49
5 2,5-Norbornadiene 92 C7H8 000121-46-0 25
Abundance Scan 1420 (11.834 min): BG051393.D\data.ms (-1413) (- m/z 107.00 100.00%
91.0 107Y.0
5000 136.1
e ey
390 630 11.50 12.00
o u“‘u iy ‘,“1““““““1 ot L m/z 91.00 90.23%
miz--> 20 40 60 80 100 120 140
Abundance #18814: Phenol, 3-propyl-
107.0
5000 P e
770 136.0 11.50 12.00

m/z 121.00  63.42%

51.0
0 T \“i“\ \‘m‘\ "w“\ T ‘\Mi‘ T %%{(\) T e "‘\ S T
miz-> 20 40 60 80 100 120 140
Abundance #18820: Phenol, 2-propyl-
107.0 NL\
T L

11.50 12.00
5000 ITI/Z 136.05 47 .69%
136.0
77.0
390 620 ‘
b L Je20
m/z--> 20 40 60 80 100 120 140 ]\
Abundance #18821: Phenol, 2-propyl- /\ ‘ T
107.0 11.50 12.00
m/z 92.05 41.03%
5000 136.0
77.0
51.0 ‘
ol 2O b0 L sl
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\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Phenol, 2,3,6-trimethyl- Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
12.086 9.13 ng/ul 128892  Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 2,3,6-trimethyl- 136 C9H120 002416-94-6 76
2 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 70
3 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 70
4 Phenol, 2,3,5-trimethyl- 136 C9H120 000697-82-5 70
5 Phenol, 2,4,6-trimethyl- 136 C9H120 000527-60-6 64
Abundance Scan 1463 (12.086 min): BG051393.D\data.ms (-1458) (-  m/z 121.05 100.00%
121.1
5000
57.0 910 v [
46.0 207.0 12.00
(o} m/z 136.00  59.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18850: Phenol, 2,3,6-trimethyl-
121.0
5000 /\“*ﬂ . :
91.0 12.00
m/z 131.05 31.12%

o

39.0 650‘
\]-\5\‘0\‘\\\“H\\“M‘\“\‘H\\\“\\}\“\H\\‘\"‘\\\“\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18866: Phenol, 2,3,5-trimethyl-
136.0

12.00
5000 ITI z 91.00 29.59%
91.0
390 650
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #18859: Phenol, 2,4,6-trimethyl- T ‘
121.0 12.00

m/z 57.05 25.75%

5000
91.0
39.0 650‘
'l

m/z--> 20 40 60 80 100 120 140 160 180 200 12 OO

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On 7 Dec 2021 22:04

Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 34 1H-Inden-1-one, 2,3-dihydro- Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
12.392 11.62 ng/ul 164098 Naphthalene-d8 11.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 94
2 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 94
3 1H-Inden-1-one, 2,3-dihydro- 132 C9H80 000083-33-0 94
4 N-Ethylbenzimidoyl bromide 211 C9H1eBrN 041182-87-0 64
5 Styrene 104 C8H8 000100-42-5 64

Abundance Scan 1515 (12.392 min): BG051393.D\data.ms (-1510) (-  m/z 104.05 100.00%
104.1 132.0
5000 78.0
51.0
S W
‘ ‘ H | 150.1 12.00 12.50
) SR VIR [ H_MHHwm‘u_uu'w m/z 132.00  95.35%
miz--> 20 40 60 8 100 120 140
Abundance #16677: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0
5000 — A
78.0 12.00 1250
51.0 m/z 103.0 56.38%
SN T A
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\ \‘\\\\
m/z--> 20 40 80 100 120 140
Abundance #16680.1H4nden4:one,23—dMydr0—
104.0
132.0 ‘
1200 1250
78.0 78.05  44.79%
5000 m/z
51.0
27.0 ‘ ‘
0 ‘H“ﬁ‘ﬂh‘ﬂjwwuw“\‘ﬂ‘wmt‘““““‘H
m/z--> 20 40 60 80 100 120 140
Abundance #16682: 1H-Inden-1-one, 2,3-dihydro-
104.0 132.0 12.00 12.50
m/z 77.00 35.19%
5000
51.0 78.0
20 ||
om_m_m‘m“_m“m_“‘_m — ~
m/z--> 20 40 60 100 120 140 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 38 Benzenamine, 2,3-dichloro- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
13.267 15.66 ng/ul 327258 Acenaphthene-d10 14.824
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenamine, 2,3-dichloro- 161 C6H5C12N 000608-27-5 98
2 Benzenamine, 2,6-dichloro- 161 C6H5C12N 000608-31-1 97
3 Benzenamine, 2,6-dichloro- 161 C6H5C12N 000608-31-1 97
4 Benzenamine, 2,5-dichloro- 161 C6H5C12N 000095-82-9 97
5 Benzenamine, 2,5-dichloro- 161 C6H5C12N 000095-82-9 97

Abundance Scan 1664 (13.267 min): BG051393.D\data.ms (-1656) (-  m/z 161.00 100.00%
161.0

5000
90.0
63.0 —A ——
38.0 126.0 13.00 13.50
o S e DO | TR T ““10713 [ m/z 163.00  63.19%
miz--> 20 40 60 80 100 120 140 160
Abundance #37258: Benzenamine, 2,3-dichloro-
161.0
5000 T ‘j\\ T T T
90.0 13.00 13.50
63.0 126.0 m/z 90.00 35.08%
44.0
o mm— ‘2“5‘0‘ ‘m‘\\ e ‘\JLJ \\u }‘M“\ ‘u‘ﬂ-‘ 2 ‘ ‘\‘u I Frve
miz--> 20 40 60 80 100 120 140 160
Abundance #37247: Benzenamine, 2,6-dichloro-
161.0
T ‘/\ T T ‘ \/\\
13.00 13.50
5000 90.0 ITI/Z 63.00 22.71%
63.0
125.0
o230 ”‘ " T u“;h — L, r
m/z--> 20 40 60 80 100 120 140 160 ]L
Abundance #37262: Benzenamine, 2,6-dichloro- e L
161.0 13.00 13.50
m/z 99.00 15.68%
5000 90.0
63.0
38.0 126.0
ob 0% M TRt J M J\

m/z--> 20 40 60 80 100 120 140 160 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 40 Naphthalene, 1,7-dimethyl- Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.996 11.97 ng/ul 250072  Acenaphthene-di10 14.824
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
4 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96
5 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96

Abundance Scan 1788 (13.996 min): BG051393.D\data.ms (-1777) (- m/z 156.10 100.00%
156.

1
5000 /\
115.1 /\ P
510 76.0 a5 14.00
o M e m/z 141.00 74.48%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33134: Naphthalene, 1,7-dimethyl-
156.0
5000 i4bd
115.0 m/z 155.10  38.21%
5.0 /70 ‘
27.0 ‘
Ot ‘\‘\ T \“ T \“\ \“‘M‘\‘\‘L“J‘ i “\ 71 T \“\}1\3]‘9\M‘ T
miz--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0 A\
L ;
14.00
5000 m/z 115.10 21.58%
770 115.0
51.0 :
27.0 3
NI oW O R = |
m/z--> 20 40 60 80 100 120 140 160
Abundance #33166: Naphthalene, 1,5-dimethyl- [e8 A :
156.0 14.00
m/z 128.00 17.65%
5000
76.0 115.0
51.0
ol 20 0 | sl
m/z--> 20 40 60 80 100 120 140 160 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 Naphthalene, 2,3-dimethyl- Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
14.137 9.93 ng/ul 207378  Acenaphthene-di10 14.824
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 98
3 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 97
4 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 97
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96

Abundance Scan 1812 (14.137 min): BG051393.D\data.ms (-1803) (- m/z 156.10 100.00%

156.1
5000 /\
115.0 ‘/\‘_H_
s10 80 ‘ 1390 | 14.00 14.50
ob b 870 L L nyz 141,00 85.90%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
5000 T /\
14.00 14.50
115.0 m/z 155.10  32.25%
s1.0 60 ‘
Ot ‘2\7‘\-(\)\“ T \“\ \“‘M‘\‘\‘LUJ‘ T “\ 71 T \“‘\‘ T \“‘\ T 8.0
miz--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl-
156.0
RAULINNLY
14.00 14.50
5000 ITI/Z 115.00 20.46%
115.0
s70 510 710 ‘ 139.0
TV N PR N
miz--> 20 40 60 80 100 120 140 160 J\
Abundance #33162: Naphthalene, 1,6-dimethyl- T b
156.0 14.00 14.50
m/z 128.00 15.92%
5000
77.0 115.0
51.0 139.0
Oberr 280 LT
m/z--> 20 40 60 80 100 120 140 160 14.00 14.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\

Library Search Compound Report

Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 51 10-Octadecenoic acid, methy... Concentration Rank 27

R.T. EstConc Area Relative to ISTD R.T.
19.354 8.03 ng/ul 196276  Phenanthrene-di10 17.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
2 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 93
3 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 91
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 91
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 91

Abundance Scan 2700 (19.354 min): BG051393.D\data.ms (-2696) (-  m/z 55.00 100.00%

55.0
5000
P e
| ‘ ‘ H 19.00 19.50
ok “‘ Ll m/z 69.05 68.82%
miz--> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0
5000 i —
8. 19.00 19.50
264.0 m/z 41.10 65.14%
230 .
I 180.0 2220 | 206¢
0 Lo \ u‘u\ ally \HU\ T SN M
miz--> 50 150 200 250 300
Abundance #194440: 9—Octadecen0ic acid (2)-, methyl ester
55.0
P P
19.00 19.50
5000 87.0 m/z 73.95 58.88%
230
‘ | oo 2220 264.0 0,
0 2‘5“0“ L m ‘ u‘ I MH\H u\”\h \H\ ol “ - M — | e "
miz--> 50 150 200 250 300
Abundance #176294 Cydopropaneomanou:add,2—hexwarneﬂwles - L
55.0 19.00 19.50
m/z 43.05 51.29%
- If MJMW
H m 166.0 2080 250.0
0 ‘ ‘ ‘u“ X ‘H u\ ‘n\ ‘\mu‘\\\u‘h 1 “‘ e ‘\\‘ —— h R — ——
m/z--> 100 150 200 250 300 19.00 19.50

SFAM-EPA-BG112321.M Mon Dec 13 06:51:15 2021 Page: 32



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 53 2-Amino-5-isopropyl-3,8-dim... Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
19.589 6.18 ng/ul 150972  Phenanthrene-di10 17.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Amino-5-isopropyl-3,8-dimethyl... 238 C16H18N2 093018-84-9 78
2 N-(4-Ethylphenyl)-1,3-benzoxazol... 238 C15H14N20 770710-42-4 60
3 3-(N,N-Diethylamino)carbazole 238 C16H18N2 054994-31-9 60
4 1,3-Diethyl-5-(1-phenylethyl)ben... 238 C18H22 1000482-32-6 55
5 4,4'-Diisopropylbiphenyl 238 C18H22 018970-30-4 55

Abundance Scan 2740 (19.589 min): BG051393.D\data.ms (-2736) (-  m/z 223.05 100.00%

223.1
5000 115.0
D pegnd N :
‘ ‘ 19.50
o mm m/z 238.10  70.61%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #121266: 2-Amino-5-isopropyl-3,8-dimethyl-1-azulenecar
238.0
5000 A ‘J\ T /K ' I
19.50
208.0 m/z 115.00  49.36%
0 28.0 63.0 91 0 119.0 153 OM \h \H\ \\“ ‘ “
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\1\\‘\\\\‘\\\\’\\\\‘1\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance  #120973: N-(4-Ethylphenyl)-1,3-benzoxazol-2-amine
2238.0
— ‘
19.50
5000 ITI/Z 116.10 31.32%
77.0
ol 280,k byl o BEOT L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 M/\/\W WM
Abundance #121252: 3-(N,N-Diethylamino)carbazole AR i
223.0 19.50
m/z 212.10 29.81%
5000
167.0 194.0
29.0 139.0
oL 630 1110
B R R AR Co
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 55 Heptadecyl heptafluorobutyrate Concentration Rank 40

R.T. EstConc Area Relative to ISTD R.T.
21.469 5.36 ng/ul 126967  Chrysene-di12 21.875
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 87
2 Cyclotetradecane 196 C14H28 000295-17-0 86
3 Cyclododecane 168 C12H24 000294-62-2 76
4 Cycloundecane, (1-methylethyl)- 196 C14H28 062338-56-1 70
5 Cyclotetradecane 196 C14H28 000295-17-0 64

Abundance Scan 3060 (21.469 min): BG051393.D\data.ms (-3055) (-  m/z 43.00 100.00%

43.0, [83.0
5000
—
‘ ‘ 1300 48902230  ,go1 21.50
ol \“ ! | ‘Hh“‘ !‘\““H‘“H\h M‘H Ay \‘ MH h‘ ‘\‘ . \‘ . m/z 69.00 99.73%
miz--> 50 100 150 200 250
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
97.0
5000 LN
21.50
m/z 83.05  95.49%
39.0169.0 238.0
0 \2\7“\0 ““\ H\‘ ‘1“ \‘}ﬂ-\ ‘W ‘”\ ‘\ f \20‘29\ T ‘\ T \28\3\(
miz--> 50 100 150 200 250
Abundance #71733: Cyclotetradecane
55.0
—
21.50
5000 9r.0 m/z 55.85 93.67%
196.0
0 ‘2‘5\.‘0\;“‘\\” \H ;‘\ “\‘3?-(" S NWJ\WW/L
miz--> 50 100 150 200 250
Abundance #43471: Cyclododecane 7
55.0 21.50
m/z 73.00 86.81%
5000 97.0
L] o
AL T o e E— .
miz--> 50 100 150 200 250 21.50

SFAM-EPA-BG112321.M Mon Dec 13 06:51:16 2021 Page: 34



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BG@51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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 58 (DEL) Alkane: Straight-Chai... Concentration Rank 56
R.T. EstConc Area Relative to ISTD R.T.
26.393 2.27 ng/ul 52759  Perylene-d12 25.271
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triacontane 422 C30H62 000638-68-6 53
2 Nonacosane 408 C29H60 000630-03-5 53
3 Octadecane, 1-iodo- 380 C18H37I 000629-93-6 53
4 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 53
5 Tetracontane 563 C40H82 004181-95-7 53

Abundance Scan 3898 (26.393 min): BG051393.D\data.ms (-3890) - m/z 57.10 100.00%

5000 /\MJLW
207.0
— ——
| ‘ 1250 26.00 26.50
om“‘u ‘M“‘H“"H‘_‘m_m_m‘mwm m/z 71.85 76.10%
m/z--> 50 100 150 200 250 300 350 400
Abundance #314331: Triacontane
57.0
5000 — ——
26.00 26.50
m/z 43.05 52.59%
0 Il ‘\ hwl‘ h\ n‘ ‘ \6\90 2250 2810 3370 422(
\\\\‘WT\\‘\\\\‘\\\\‘T\\W[\\\\‘\\\\‘\\1\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #307031: Nonacosane
57.0
— ——
26.00 26.50
5000 ITI/Z 85.10 50.85%
0 | L m u h n‘ ‘ \ I \0\2\2759 2810 337.0 408.0
i s e B i Lo B e,
m/z--> 50 100 150 200 250 300 350 400
Abundance #287349: Octadecane, 1-iodo- . —
57.0 26.00 26.50
m/z 207.00 30.91%
5000
“ | 130 1600 2530
0 HM““mq“MJ‘H““‘H‘u““u“““w“‘ — ——
m/z--> 50 100 150 200 250 300 350 400 26.00 26.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG120621\
Data File : BGO51393.D

Acqg On : 7 Dec 2021 22:04
Operator : CG/JU

Sample : M4870-01

Misc :

ALS vial : 51 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG112321.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|
Benzene, (1-met... 6.646 11.6 ng/ul 138312 1 8.191 238731 20.0
Benzene, propyl- 7.145 9.6 ng/ul 114768 1 8.191 238731 20.0
Benzene, 1l-ethy... 7.251 37.0 ng/ul 442182 1 8.191 238731 20.0
Benzene, 1l-ethy... 7.556 11.9 ng/ul 142361 1 8.191 238731 20.0
Benzene, 1,2,3-... 7.821 66.3 ng/ul 791424 1 8.191 238731 20.0
Benzofuran 7.903 10.4 ng/ul 124230 1 8.191 238731 20.0
Indane 8.555 33.8 ng/ul 403332 1 8.191 238731 120.0
1-Propyne, 3-ph... 8.725 18.6 ng/ul 222210 1 8.191 238731 20.0
Benzene, 1-meth... 8.814 9.0 ng/ul 107497 1 8.191 238731 20.0
Benzaldehyde, 2... 9.090 45.8 ng/ul 546863 1 8.191 238731 20.0
Benzene, 4-ethy... 9.290 7.8 ng/ul 93251 1 8.191 238731 120.0
Hexanoic acid, 9.671 192.6 ng/ul 2719930 2 11.017 282494 20.0
unknown-01 9.742 6.1 ng/ul 86327 2 11.017 282494 20.0
Benzene, 1,2,4,... 9.877 7.6 ng/ul 107430 2 11.017 282494 20.0
Phenol, 2-ethyl- 9.971 6.8 ng/ul 95580 2 11.017 282494 20.0
o-Chloroaniline 10.036 6.6 ng/ul 93470 2 11.017 282494 20.0
Benzenemethanol... 10.424 71.4 ng/ul 1007920 2 11.017 282494 20.0
Phenol, 2,3-dim... 10.488 14.1 ng/ul 199591 2 11.017 282494 20.0
Ethanol, 2-(2-b... 10.770 9.4 ng/ul 133187 2 11.017 282494 20.0
Phenol, 3,4-dim... 10.882 9.3 ng/ul 131454 2 11.017 282494 20.0
Phenol, 4-ethyl... 11.546 7.2 ng/ul 101913 2 11.017 282494 20.0
Phenol, 3-propyl- 11.834 15.6 ng/ul 220283 2 11.017 282494 20.0
Phenol, 2,3,6-t... 12.086 9.1 ng/ul 128892 2 11.017 282494 20.0
1H-Inden-1-one,... 12.392 11.6 ng/ul 164098 2 11.017 282494 20.0
Benzenamine, 2,... 13.267 15.7 ng/ul 327258 3 14.824 417856 20.0
Naphthalene, 1,... 13.996 12.0 ng/ul 250072 3 14.824 417856 20.0
Naphthalene, 2,... 14.137 9.9 ng/ul 207378 3 14.824 417856 20.0
10-Octadecenoic... 19.354 8.0 ng/ul 196276 4 17.574 488926 20.0
2-Amino-5-isopr... 19.589 6.2 ng/ul 150972 4 17.574 488926 20.0
Heptadecyl hept... 21.469 5.4 ng/ul 126967 5 21.875 473600 20.0
(DEL) Alkane: S... 26.393 2.3 ng/ul 52759 6 25.271 465531 20.0
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