LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG050998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc :

ALS Vvial : 37 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: BGO50998.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.525 3 6 17 rVB 1774893 2578896 100.00% 17.634%
2 3.613 17 21 28 rvB3 12453 25407 0.99% 0.174%
3  3.895 64 69 70 rBV5 3899 5078 ©.20% 0.035%
4 3.936 72 76 84 rVB2 8846 19532 0.76% 0.134%
5 4.065 93 98 110 rVB 100120 174833 6.78% 1.195%
6 4.300 128 138 146 rBV 39327 106802 4.14% 0.730%
7 4.441 158 162 167 rVB 6039 10092 0.39% 0.069%
8 4.564 178 183 184 rBV5S 3298 3966 0.15% 0.027%
9 5.093 264 273 282 rVB5 8974 24339 0.94% 0.166%
10 5.217 289 294 300 rBV6 4192 8779 0.34% 0.060%
11 5.281 300 305 307 rBv4 4433 6875 0.27% 0.047%
12 5.334 309 314 320 rVV 25301 39050 1.51% 0.267%
13 5.546 347 350 354 rVB4 3169 4970 0.19% 0.034%
14 5.634 359 365 369 rBV3 9564 17406 0.67% 0.119%
15 6.010 424 429 433 rVB5S 7296 10651 0.41% 0.973%
16 6.074 433 440 445 rBV6 10431 26482 1.03% 0.181%
17 6.163 451 455 459 rVB4 8817 11786 ©0.46% 0.081%
18 6.210 459 463 473 rVB5 21340 40364 1.57% 0.276%
19 6.292 473 477 487 rVBS 5639 12288 0.48% 0.084%
20 6.480 501 509 510 rBV5S 12721 22763 0.88% 0.156%
21 6.586 523 527 536 rVBl1e 6165 14352 0.56% ©.098%
22 6.756 552 556 561 rVB 18795 29025 1.13% 0.198%
23  6.809 561 565 566 rBv3 4844 5922 0.23% 0.040%
24 6.856 568 573 581 rVB5 22331 53063 2.06% 0.363%
25 6.968 588 592 596 rVB3 9406 14050 0.54% 0.096%
26 7.032 599 603 604 rBv4d 6504 7233 0.28% 0.049%
27 7.085 607 612 613 rBV3 5326 7352 0.29% 0.050%
28 7.103 613 615 621 rVB4 6791 8726 ©.34% 0.060%
29 7.191 621 630 635 rBV3 32949 80439 3.12% 0.550%
30 7.250 636 640 645 rVB3 23421 37726 1.46% 0.258%
31 7.314 645 651 654 rvB6 8398 13330 0.52% 0.091%
32 7.420 654 669 679 rVB2 671237 1487017 57.66% 10.168%
33 7.508 679 684 686 rBV5 3830 6053 0.23% 0.041%
34 7.555 686 692 698 rBV 95478 167464 6.49%  1.145%
35 7.667 708 711 714 rVWV4 9760 13935 0.54% 0.095%
36 7.708 714 718 722 rW 16572 27334 1.06% 0.187%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG050998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc :

ALS Vvial : 37 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 7.772 722 729 735 rVW 135838 246246  9.55% 1.684%
38 7.831 735 739 745 rVW 120650 182167 7.06%  1.246%
39 7.878 745 747 754 rVB2 10290 16374 0.63% 0.112%
40 7.943 754 758 763 rVB4 10899 18356 0.71% 0.126%
41 8.002 763 768 772 rBv8 4978 10342 0.40% 0.971%
42 8.043 772 775 780 rVB6 7579 9057 0.35% 0.062%
43  8.131 787 790 794 rVV5 4902 8369 0.32% 0.057%
44 8.1990 794 800 804 rVV2 34937 59989 2.33% 0.410%
45 8.242 804 809 823 rVB 126021 235350 9.13% 1.609%
46  8.354 823 828 832 rBV5 10558 21127 ©.82% 0.144%
47  8.407 833 837 843 rVWV6 8466 17350 0.67% 0.119%
48 8.466 844 847 851 rvvs 6912 10607 0.41% 0.073%
49 8.519 851 856 862 rvv3 26425 45013 1.75% 0.308%
50 8.566 862 864 870 rvVB6 6631 10935 0.42% 0.075%
51 8.677 874 883 889 rBV2 57987 103674 4.02% 0.709%
52 8.748 889 895 899 rBVS5 13111 29221 1.13% 0.200%
53 8.807 901 905 911 rVB3 16459 31068 1.20% 0.212%
54 8.877 911 917 921 rBV3 21808 37685 1.46% 0.258%
55 8.942 921 928 942 rVB 163702 315314 12.23%  2.156%
56 9.083 947 952 956 rBV5 9215 15317 ©.59% 0.105%
57 9.247 978 980 986 rvB5 5818 7828 0.30% 0.054%
58 9.306 986 990 992 rBV4 6055 9017 0.35% 0.062%
59 9.347 992 997 1002 rVB5 10122 17602 0.68% 0.120%
60 9.418 1002 1009 1012 rBvV 129517 245660 9.53% 1.680%
61 9.535 1020 1029 1030 rBVS8 6385 14005 0.54% 0.096%
62 9.547 1030 1031 1036 rVV5 7929 13397 0.52% 0.092%
63 9.594 1036 1039 1046 rVB7 7117 14769 0.57% 0.101%
64 9.700 1051 1057 1064 rVBS8 5934 12194 0.47% 0.083%
65 9.870 1082 1086 1093 rVB7 6021 11959 0.46% 0.082%
66 9.935 1093 1097 1101 rBV5 4260 7423 0.29% 0.051%
67 9.976 1101 1104 1108 rVB4 3381 5039 0.20% 0.034%
68 10.146 1125 1133 1143 rVB 116212 227410 8.82%  1.555%
69 10.234 1143 1148 1152 rBVS5S 3570 6641 0.26% 0.045%
70 10.375 1165 1172 1174 rBV6 2683 4030 0.16% 0.028%
71 10.446 1180 1184 1191 rBV7 6069 11231 0.44% 0.977%
72 10.687 1217 1225 1233 rVB 167346 304551 11.81% 2.082%
73 10.834 1245 1250 1259 rBV 51446 99089 3.84% 0.678%
74 10.998 1274 1278 1283 rBV5 6680 10258 0.40% 0.070%
75 11.074 1283 1291 1303 rBV 180965 345050 13.38%  2.359%

76 11.204 1305 1313 1323 rBV 118400 237310 9.20% 1.623%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG050998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc :

ALS Vvial : 37 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 11.345 1330 1337 1345 rBV 34785 61627 2.39% 0.421%
78 12.067 1451 1460 1473 rBV 101128 192210 7.45% 1.314%
79 12.432 1520 1522 1529 rVB6 3943 7169 0.28% 0.049%
80 12.573 1542 1546 1553 rBV6 6434 12045 0.47% 0.082%
81 12.643 1553 1558 1560 rBV4 2889 4343  0.17% 0.030%
82 13.013 1613 1621 1636 rVVv4 22934 61349 2.38% 0.419%
83 13.207 1648 1654 1659 rBV3 8168 17304 0.67% 0.118%
84 13.266 1659 1664 1675 rVB 84493 137761 5.34% 0.942%
85 13.666 1727 1732 1736 rVBS8 2425 3902 0.15% 0.927%
86 13.906 1771 1773 1779 rBV6 2643 4516 0.18% 0.031%
87 14.094 1800 1805 1811 rBvV2 11391 18437 0.71% 0.126%
88 14.265 1827 1834 1841 rBV 283691 425745 16.51% 2.911%
89 14.565 1879 1885 1892 rVB 321603 526110 20.40% 3.597%
90 14.805 1924 1926 1930 rBV5 3692 5576 0.22% 0.038%
91 14.870 1930 1937 1945 rVV 289984 460877 17.87%  3.151%
92 15.058 1963 1969 1977 rBV 128228 214661 8.32% 1.468%
93 15.158 1981 1986 1992 rVB 26698 46089 1.79% 0.315%
94 15.223 1993 1997 2002 rVB6 10317 15683 0.61% 0.107%
95 15.857 2099 2105 2112 rBV 380876 593311 23.01% 4.057%
96 15.975 2120 2125 2131 rBV 112252 165560 6.42% 1.132%
97 17.620 2399 2405 2413 rVB 290099 457085 17.72%  3.125%
98 17.714 2416 2421 2428 rVV2 352981 559849 21.71%  3.828%
99 19.993 2805 2809 2815 rVB 394717 570370 22.12% 3.900%
100 21.521 3064 3069 3080 rVB 865571 1911789 74.13% 13.072%

Sum of corrected areas: 14624712
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 TIC: BG050998.D\data.ms
525

1500000

1000000

7.420

500000

L
8.942 o, 418 10.146 1068244050 12.067
A ST S " 345 |\ 121226353 043

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\‘\\\\‘.\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

Time--> 350 400 450 500 550 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
Abundance TIC: BG050998.D\data.ms

1500000

1000000

500000 15 857
14.264-582.870

266

B e e A S

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
Abundance TIC: BG050998.D\data.ms

1500000

1000000

500000

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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 1
R.T. EstConc Area Relative to ISTD R.T.
3.525 219.15 ng/ul 2578900 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 83
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 78
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 74
4 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 64
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
Abundance Scan 6 (3.525 min): BG050998.D\data.ms (-3) (-) m/z 43.00 100.00%
43.0
5000
101.0 \H‘\H\‘HH‘HH’\\H‘\
‘ 3.603.703.803.90
Ol e 730 L 1851 1808 n/z 57.85  64.80%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
5000 LR L B R B A
3.603.703.803.90
m/z 41.00 42.20%
‘ 101.0
\\\\‘\‘\‘\\“H\\‘\“‘\\\\i\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9307: Acetic acid, 1,1-dimethylethyl ester
43.0
R RREAAamammsEEs SRR
3.603.703.803.90
5000 m/z 59.00 38.09%
101.0
15.0 ‘
miz--> 20 40 60 80 100 120 140 160 180
Abundance #9312: Acetic acid, 1,1-dimethylethyl ester R A REmEaREEESEE S
43.0 3.603.703.803.90
m/z 56.00 28.07%
5000
101.0
15.0 “
||
e R AREasaREEEE IR
m/z--> 20 40 60 80 100 120 140 160 180 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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 Butanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
4.300 9.08 ng/ul 106802 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 91
2 Butanoic acid 88 (C4H802 000107-92-6 80
3 Butanoic acid 88 (C4H802 000107-92-6 64
4 Butanoic acid 88 (C4H802 000107-92-6 64
5 5-Hexenoic acid 114 C6H1002 001577-22-6 40
Abundance Scan 138 (4.300 min): BG050998.D\data.ms (-128) (-) m/z 60.00 100.00%
60.0
5000 /k
7
42-0 30 \\\‘\\\\‘\\\\‘\\\\‘\\\\
| H‘ ‘ 650 1080 4.00 4.20 4.40 4.60
H‘H‘wu‘w‘mu‘m‘_wmu‘mwuu‘uuﬂ‘uw‘u‘pu‘_‘u m/z 73.00 31.59%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2273: Butanoic acid
60.0
5000 AH/\\\““\MH‘HH‘HH‘HH
270 730 4.00 4.20 4.40 4.60
41.0 ' m/z 42.00 24.62%
S e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2274: Butanoic acid
60.0
4.00 4.20 4.40 4.60
5000 m/z 41.00 23.79%
27.0 41.0 73.0
ol 8.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2275: Butanoic acid R maa e AR
60.0 4.00 4.20 4.40 4.60
m/z 45.00 21.70%
5000
73.0
27.0 41.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 unknown-01 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
5.093 2.07 ng/ul 24339  1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(1,1-dimethylethoxy)- 118 C6H1402 007580-85-0 40
2 Ethanol, 2-(1,1-dimethylethoxy)- 118 C6H1402 007580-85-0 33
3 1-Propanol 60 C3H80 000071-23-8 9
4 Propane, 2,2'-[methylenebis(oxy)... 160 C9H2002 002568-93-6 9
5 2-Propanol, 1-(2-methoxy-1-methy... 148 C7H1603 020324-32-7 9

Abundance Scan 273 (5.093 min): BG050998.D\data.ms (-264) (-) m/z 57.00 100.00%

57.0
5000 41.0
 RARERAEEEE L
‘ | ‘ 87.0 103.1 132.9 4.80 5.00 5.20 5.40
\\\‘\H\‘\\\\‘H\\}\\H‘\\M\“HH‘\\\\"‘H\‘\‘\\\\’\\H“HH‘HH‘\‘\H‘\ m/z 59.06 62.51%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10080: Ethanol, 2-(1,1-dimethylethoxy)-
57.0
41.0 4.80 5.00 5.20 5.40
103.0 m/z 41.00 40.92%
\\\‘\H\‘\zﬁh\b\\\\‘f!“\‘\\‘\\‘!\"\\\\7‘2\.\0\\’?7\.‘()\\H’HH‘HH‘HH‘HH‘\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #10084: Ethanol, 2-(1,1-dimethylethoxy)-
57.0
e ARAREEEE T
4.80 5.00 5.20 5.40
5000 m/z 60.00 27.98%
41.0
103.0
180 | ‘ I, 87.0 | 1180
T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 M M
Abundance #335: 1-Propanol “W““,H“JH““H‘
31.0 4.80 5.00 5.20 5.40
m/z 44.90  25.57%
5000
59.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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

SFAM-EPA-BG110321.M Tue

Nov 16 13:12:55 2021

Peak Number 4 1,2-Ethanediol, monoacetate Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
5.334 3.32 ng/ul 39050 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Ethanediol, monoacetate 104 C4H803 000542-59-6 56
2 1,2-Epoxy-3-propyl acetate 116 C5H803 006387-89-9 9
3 2-Propanone, 1-hydroxy- 74 C3H602 000116-09-6 7
4 1-Propanol, 2-methyl- 74 C4H1e0 000078-83-1 7
5 1-Propanol, 2-methyl- 74 C4H100 000078-83-1 7

Abundance Scan 314 (5.334 min): BG050998.D\data.ms (-309) (-) m/z 43.00 100.00%

43.0
e A ERESEER S
610 74"0 010 5.00 5.20 5.40 5.60
\H’HH‘HH’HH‘H‘\\’HH“HH‘\‘\H‘HH‘\.\H‘\H\‘\\]-\2\9.\()\\ m/z 74.09 14.78%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #5297: 1,2-Ethanediol, monoacetate
43.0
5000 \\‘\\\\‘/\’\\\\\\‘\\\\‘\\\\‘
5.00 5.20 5.40 5.60
740 m/z 73.00 10.10%
61.0
\\\’]\_5\.(\)‘\\2\‘\9".‘\0\\\‘”‘\\’HH“HH‘\‘!\\‘\8\\7\.?\\\\‘\\\\‘HH‘\H\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9105: 1,2-Epoxy-3-propyl acetate
43.0
SRS RN S NN W |
5.00 5.20 5.40 5.60
5000 m/z 44.00 8.03%
28.0 56.0
' 73.0 86.0
SNSRIk SN LT
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #944: 2-Propanone, 1-hydroxy-
43.0 5.00 5.20 5.40 5.60
m/z 42.00 5.81%
5000
29.0 74.0
1 [y -
e R e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.00 5.20 5.40 5.60

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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: Cyclic6.074 Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
6.074 2.25 ng/ul 26482 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, 1,2,4-trimethyl- 126 C9H18 002234-75-5 93
2 Cyclohexane, 1,2,3-trimethyl-, (... 126 C9H18 001678-81-5 58
3 2-Hexenal, (E)- 98 C6H100 006728-26-3 43
4 1-Pentene, 3-methyl- 84 C6H12 000760-20-3 41
5 trans-7-Methyl-3-octene 126 CSH18 1000113-52-8 30
Abundance Scan 440 (6.074 min): BG050998.D\data.ms (-433) (-) m/z 55.00 100.00%
55.0 69.1
41.0
5000 831 1111
97.0
126.0 PO
“ H ‘ ‘ H ‘ ‘ 5.80 6.00 6.20 6.40
et i myz 69.10 88.02%
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 \\\f‘{hu\‘uu‘uu’uu
5.80 6.00 6.20 6.40
21.0 ‘ 84.0 97.0 126.0 m/z 40.95 57.27%
”11‘
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13302: Cyclohexane, 1,2,3-trimethyl-, (1.alpha.,2.beta.,’
41.0 55.0 69.0
1110 UL L B I LA BN
5.80 6.00 6.20 6.40
5000 27.0 m/z 111.05 51.18%
83.0 126.0
970
W‘:1_m}‘H‘,u‘:“‘,"u‘:“”w“‘WH‘:_wlwmwm
miz--> 20 30 40 50 60 70 80 90 100 110 120 130 J’\ M
Abundance #3571: 2-Hexenal, (E)- ‘H“‘H“‘H“nu,“u
41.0 5.80 6.00 6.20 6.40
55.0 m/z 56.00 44..04%
69.0
5000
83.0
‘ 98.0
‘_m_‘ull‘m,‘u‘!!‘,"u:lmu}w‘ml_wwwwm
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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 unknown-02 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
6.210 3.43 ng/ul 40364 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isohexyl pentyl ester 244 C13H2404 1000309-32-8 43
2 Hexadecane 226 C1l6H34 000544-76-3 42
3 Octane 114 C8H18 000111-65-9 40
4 Oxalic acid, allyl nonyl ester 256 C14H2404 1000309-23-7 40
5 Hexane, 2,4-dimethyl- 114 C8H18 000589-43-5 40

Abundance Scan 463 (6.210 min): BG050998.D\data.ms (-459) (-) m/z 43.00 100.00%

3.0
5000
85.1
R ARREmmaaEEEE S
H H ‘ 1211 5.80 6.00 6.20 6.40 6.600
‘\\\\‘\\\\‘\\\\“\H\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\ m/z 57.06 81.494
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #127948: Oxalic acid, isohexyl pentyl ester
43.0
5000 (B LA B BB B
5.80 6.00 6.20 6.40 6.60
85.0 m/z 41.e0 51.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
R e o
5.80 6.00 6.20 6.40 6.60
5000 m/z 85.10 31.96%
85.0
29.0
\‘ H‘ | | 1130 1410 169.0 226.0
‘H“_“w“u“u“u“_“w“H“H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8621: Octane
43.0 5.80 6.00 6.20 6.40 6.60
m/z 56.05 18.49%
5000
85.0
A
‘H“_“w“u“u“u“_“w“H“H“H“_“w“u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 20
R.T. EstConc Area Relative to ISTD R.T.
6.756 2.47 ng/ul 29025 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 3-methyl- 142 C1eH22 005911-04-6 78
2 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 78
3 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 72
4 Octane, 3,6-dimethyl- 142 C1eH22 015869-94-0 72
5 Nonane, 3-methyl- 142 C1eH22 005911-04-6 72

Abundance Scan 556 (6.756 min): BG050998.D\data.ms (-552) (-) m/z 57.00 100.00%

57.0
1130 LI LA L L L L LN L I
‘ BT'Q ‘ 6.40 6.60 6.80 7.00
HH‘HH‘M\‘\“H‘M\“1\‘\\“\M\‘\H\‘HH‘HH‘HH‘HH’HH‘H m/Z 71.00 72.14%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22080: Nonane, 3-methyl-
57.0
5000
290 6.40 6.60 6.80 7.00
m/z 43.05 67.10%
113.0
H\‘\‘\1\\‘i‘}H““H‘Mﬁ?-\(\)\‘\\l‘\‘\\J\-\4.‘2\.\0H‘HH‘\H\‘HH’\H\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #22104: Octane, 2,6-dimethyl-
57.0
T
6.40 6.60 6.80 7.00
5000 m/z 41.00 39.77%
113.0
27.0 85.0
S T .-
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #318981: Sulfurous acid, 2-ethylhexyl heptadecyl ester T
57.0 6.40 6.60 6.80 7.00
m/z 56.00 28.34%
5000
113.0
85.0
20 | \
I 0 =Y. 1 0 T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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: Cyclic6.856 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
6.856 4.51 ng/ul 53063 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, propyl- 126 C9H18 001678-92-8 62
2 Cyclohexane, propyl- 126 CSH18 001678-92-8 52
3 Cyclohexane, propyl- 126 CO9H18 001678-92-8 52
4 Cyclohexane, propyl- 126 C9H18 001678-92-8 50
5 Cyclohexane, propyl- 126 CSH18 001678-92-8 50
Abundance Scan 573 (6.856 min): BG050998.D\data.ms (-568) (-) m/z 55.00 100.00%
55.0 83.0
41.0
5000
97.0
69.0 \\\\‘\\\\‘\\\\‘\\\\‘\\\
‘ ‘ H‘ 126.1 6.60 6.80 7.00 7.20
H‘\H\‘HH‘\H\}!iH“‘\‘!\\‘HHUH\‘\“‘\M\\‘H\‘!“HH“HH“\H‘\‘H\ m/z 83.06 89.48%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13201: Cyclohexane, propyl-
83.0
55.0
5000
41.0 6.60 6.80 7.00 7.20
70 126.0 m/z 41.00  60.64%
| 69.0
H‘\H\‘H\H‘\H\‘i“\\\‘\‘l!‘\‘\\\ﬁ}HH“\1\\‘?Z\.‘()H]\.\]-‘]\-?(\)\‘\H‘\‘H\
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13203: Cyclohexane, propyl-
3.0
55.0
A RARANEAREE
6.60 6.80 7.00 7.20
5000 41.0 m/z 82.05 48.65%
126.0
27.0 69.0
S O W I
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #13202: Cyclohexane, propyl-
83.0 6.60 6.80 7.00 7.20
m/z 97.00 34.11%
55.0
5000
41.0
126.0
27.0 69.0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 9 Ethanol, 2,2'-oxybis- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
7.191 6.84 ng/ul 80439 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 53
2 3-Ethyl-2-heptanol 144 C9H200 019780-39-3 50
3 2-Hexanol, 3-methyl- 116 C7H160 002313-65-7 47
4 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 42
5 Ethanol, 2,2'-oxybis- 106 C4H1003 000111-46-6 42
Abundance Scan 630 (7.191 min): BG050998.D\data.ms (-621) (-) m/z 45.00 100.00%
45.0
5000
75.0
e e ANRE
98.0 6.80 7.00 7.20 7.40 7.60

H‘HH‘HH‘\H\i\H\‘HH‘HH‘\H\‘HH’H\M\HHHH’HH‘HH ITIZ 43.00 46. 55/

m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5614: Ethanol, 2,2'-oxybis-
45.0

5000 R
6.80 7.00 7.20 7.40 7.60

75.0 m/z 57.00 44.17%

31.0
150 | || 610 |
H‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘\H\‘\\H’HH‘HH‘HH’HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #24393: 3-Ethyl-2-heptanol
45.0

R R S AR A
6.80 7.00 7.20 7.40 7.60

5000 m/z 75.68  27.68%
98.0
29.0 70.0
R e R RARRZas=EESARTE
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9486: 2-Hexanol, 3-methyl- e e
45.0 6.80 7.00 7.20 7.40 7.60

m/z 71.05 19.03%

5000

70.0

230 ‘h‘\ o ‘ 84.0 101.01150

m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 15
R.T. EstConc Area Relative to ISTD R.T.
7.250 3.21 ng/ul 37726 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2-methyl- 142 C1eH22 000871-83-0 50
2 Decane 142 C1leH22 000124-18-5 50
3 1-Iodo-2-methylundecane 296 C12H25I 073105-67-6 47
4 Octane, 2-methyl- 128 C9H20 003221-61-2 47
5 Octane, 2,2,6-trimethyl- 156 C11H24 062016-28-8 43
Abundance Scan 640 (7.250 min): BG050998.D\data.ms (-636) (-) m/z 57.10 100.00%
57.1
A AR Eaaw ARy
| m | ‘98"0 1471 7.00 7.20 7.40 7.60
L m/z 43.00 92.37%
miz--> 50 100 150 200 250
Abundance #22074: Nonane, 2-methyl-
43.0
5000 UL L B I IR L L
7.00 7.20 7.40 7.60
85.0 m/z 41.00 63.06%
IEEL
T T ‘\ }"“\ ‘1 T T “ T \‘\ T ‘ T T T T ’ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #22069: Decane
43.0
A Ramae R o
7.00 7.20 7.40 7.60
5000 m/z 71.00 40.79%
85.0
142.0
‘ ‘u,“‘h o £ B
miz--> 50 100 150 200 250 e
Abundance #193304: 1-lodo-2-methylundecane e S e
57.0 7.00 7.20 7.40 7.60
m/z 42.00 40.21%
5000
99.0
LU 1600 e 296.!
e B B ERAH RIS S e
mlz--> 50 100 150 200 250 7.00 7.20 7.40 7.60

SFAM-EPA-BG110321.M Tue Nov 16 13:12:59 2021 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 Oxalic acid, cyclohexylmeth... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
7.708 2.32 ng/ul 27334 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, cyclohexylmethyl is... 270 C15H2604 1000309-68-3 72
2 Oxalic acid, cyclohexylmethyl pr... 228 C12H2004 1010309-68-1 72
3 Cyclohexane, 1-methyl-2-propyl- 140 C1eH20 004291-79-6 72
4 Cyclohexane, 1-methyl-3-propyl- 140 C10H20 004291-80-9 72
5 Cyclopentane, 1,1'-ethylidenebis- 166 C12H22 004413-21-2 64

Abundance Scan 718 (7.708 min): BG050998.D\data.ms (-714) (-) m/z 97.05 100.00%

97.0

55.0

5000

%

1400 7.40 7.60 7.80 8.00

, m/z 55.00 78.45%
miz--> 20 40 60 80 100 120 140 160 180 200 220

Abundance #160709: Oxalic acid, cyclohexylmethyl isohexyl ester
55.0 97.0

?

5000 R o e
7.40 7.60 7.80 8.00

m/z 69.00 23.82%
29.0 M ﬂ\\\ H‘ | 1410 227.0

‘\\\\‘\\\\‘\\\\[!\\ ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #108783: Oxalic acid, cyclohexylmethyl propyl ester

-

55.0 97.0
L Sk
7.40 7.60 7.80 8.00
5000 m/z 96.85  23.22%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20743: Cyclohexane, 1-methyl-2-propyl-
97.0 7.40 7.60 7.80 8.00
55.0 m/z 41.00 16.68%
5000
290 ‘ 140.0
I T Ot oo /A I WV U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 7.40 7.60 7.80 8.00

SFAM-EPA-BG110321.M Tue Nov 16 13:12:59 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 3
R.T. EstConc Area Relative to ISTD R.T.
7.831 15.48 ng/ul 182167 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 87
2 Decane 142 C10H22 000124-18-5 83
3 Nonane 128 C9H20 000111-84-2 83
4 Carbonic acid, prop-1l-en-2-yl te... 298 C18H3403 1000382-90-9 78
5 Heptane, 2,4-dimethyl- 128 C9H20 002213-23-2 72

Abundance Scan 739 (7.831 min): BG050998.D\data.ms (-735) (-) m/z 43.00 100.00%

43.0
5000
s JL/L
RERNEEESE SRy SR
7.60 7.80 8.00 8.20
99.1 142.1
ol ‘N: : w”‘, A Al ST 2290 T myz 57.00 94.94%
m/z--> 20 40 60 80 100 120 140
Abundance #22068: Decane
43.0
5000 j\*\\u‘uu‘uu‘uu‘\u
71.0 7.60 7.80 8.00 8.20
m/z 41.00 47.63%
27‘0 ‘ 99.0
\\\‘\‘} T \“‘} T \‘!" T \“\ T ‘ 1 L \M"\ T \‘\ ‘ L \J\-4“2\.(\)\
miz-> 20 40 60 80 100 120 140
Abundance #22067: Decane
43.0
T
7.60 7.80 8.00 8.20
5000 m/z 71.00 36.40%
27,0 710
142.0
_— “: B | R E X i
miz--> 20 40 60 80 100 120 140 va/h
Abundance #14523: Nonane e RN
43.0 7.60 7.80 8.00 8.20
m/z 85.05 25.87%
5000
270 85.0
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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 9
R.T. EstConc Area Relative to ISTD R.T.
8.190 5.10 ng/ul 59989 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 90
2 Heptane, 3,3,5-trimethyl- 142 C1eH22 007154-80-5 78
3 Heptane, 2,5,5-trimethyl- 142 C10H22 001189-99-7 72
4 Sulfurous acid, 2-ethylhexyl pen... 264 C13H2803S 1000309-18-9 64
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 64

Abundance Scan 800 (8.190 min): BG050998.D\data.ms (-794) (-) m/z 43.05 100.00%

43.0 71.1
5000
RERENEREE S e
‘ ‘ 96.1 113.1 7.80 8.00 8.20 8.40 8.60
““““Mk‘ww“ﬂi“ﬁ“w“‘U““H“““‘ m/z 71.10 98.69%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33093: Nonane, 2,6-dimethyl-
43.0
71.0
5000 L UL R B N
7.80 8.00 8.20 8.40 8.60
m/z 57.00 80.10%
113.0
T \2‘4\.[\$\ \“M T \H“ T \‘} T ‘ }B\l\'o\‘ T H\ ‘ T \1\4"1\.0\\ T ‘\
miz--> 20 40 60 80 100 120 140 160
Abundance #22125: Heptane, 3,3,5-trimethyl-
71.0
RN R
7.80 8.00 8.20 8.40 8.60
5000 43.0 m/z 41.00 41.31%
113.0
a0 | 1L oswe
miz--> 20 40 60 80 100 120 140 160
Abundance #22112: Heptane, 2,5,5-trimethyl- R AR EaaE R oo
43.0 71.0 7.80 8.00 8.20 8.40 8.60
m/z 70.10 33.36%
5000
113.0
m/z--> 20 40 60 80 100 120 140 160 7.80 8.00 8.20 8.40 8.60

SFAM-EPA-BG110321.M Tue Nov 16 13:13:01 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 14 (DEL) Alkane: Cyclic8.519 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
8.519 3.83 ng/ul 45013 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, butyl- 140 C10H20 001678-93-9 78
2 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72
3 Cyclohexane, butyl- 140 C1eH20 001678-93-9 72
4 Cyclohexane, undecyl- 238 C17H34 054105-66-7 72
5 Cyclohexane, 1,1'-(1,4-butanediy... 222 C16H30 006165-44-2 72

Abundance Scan 856 (8.519 min): BG050998.D\data.ms (-851) (-) m/z 83.05 100.00%
.0

83
55.0
5000
R
‘ m‘ 140.1 8.20 8.40 8.60 8.80
‘H‘H‘WMuN‘L‘wﬂ‘H‘H‘W‘H‘}H‘W‘H‘_“W‘H‘_‘ m/z 82.00  79.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20677: Cyclohexane, butyl-
55.0 83.0
5000
8.20 8.40 8.60 8.80
29.0 140.0 m/z 55.00 77.25%
\\\‘\H\\‘i”\\\M“\‘1“\\“‘\\\\“]-\J\-]\-;O‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102198: Cyclohexane, 1,1'-(1,4-butanediyl)bis-
83.0
55.0 R AR RR R
8.20 8.40 8.60 8.80
5000 ITI/Z 41.00 56.66%
29.0 139.0
e S 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #20675: Cyclohexane, butyl- e EmmanEEE
83.0 8.20 8.40 8.60 8.80
m/z 67.00 28.58%
55.0
5000
29.0 140.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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: Straight-Chai... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
8.748 2.48 ng/ul 29221 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 4-ethyl- 128 C9H20 002216-32-2 27
2 Heptane, 4-ethyl- 128 C9H20 002216-32-2 22
3 Hexane, 1-(hexyloxy)-2-methyl- 200 C13H280 074421-17-3 14
4 Ether, heptyl hexyl 200 C13H280 007289-40-9 12
5 Undecane, 5-methyl- 170 C12H26 001632-70-8 12
Abundance Scan 895 (8.748 min): BG050998.D\data.ms (-889) (-) m/z 43.00 100.00%
43.0 57.0
5000 85.0 WM
I dwekeken
- 408608605
H’\\H‘\\H‘\H\“\H\‘\‘\H\‘HH\M\H\‘HH‘\MHH\L‘\‘\\ﬁ\\\\“\\\\‘\\\\ m/z 57.05 96.77%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14525: Heptane, 4-ethyl-
3
43.0 57.0
5000 L L L R B BN I
85.0 8.40 8.60 8.80 9.00
m/z 41.05 48.24%
29.0 ‘ 99.0
H’\\H‘\H‘\“\H\“1}\\‘\\H\‘\H\ﬂ.\?\‘HH‘HH“HH‘HH‘\]-\ZHS‘RH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #14535: Heptane, 4-ethyl-
43.0 57.0
R ERREEEEEEEEREEE
8.40 8.60 8.80 9.00
5000 m/z 85.00 43.86%
85.0
29.0
99.0
S N . I e SN -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #76048: Hexane, 1-(hexyloxy)-2-methyl- U AR Y AU .
43.0 8.40 8.60 8.80 9.00
m/z 84.00 37.49%
57.0 85.0
5000
29.0 ‘
99.0
el Ll 7a0 |, 930 150
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
8.807 2.64 ng/ul 31068 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 64
2 Octane, 3,3-dimethyl- 142 C10H22 004110-44-5 64
3 Heptane, 2,5,5-trimethyl- 142 C1leH22 001189-99-7 64
4 Heptane, 2,5,5-trimethyl- 142 C1eH22 001189-99-7 64
5 Heptane, 3,3,5-trimethyl- 142 C10H22 007154-80-5 59

Abundance Scan 905 (8.807 min): BG050998.D\data.ms (-901) (-) m/z 71.05 100.00%

43.0 71.0
5000
| | 050 11‘2-0 8.40 8.60 8.80 9.00 9.20
el 980 L wyz 43.00 84.98%
miz--> 20 40 60 80 100 120 140
Abundance #22124: Heptane, 3,3,5-trimethyl-
71.0
43.0
5000 (LR L B R
8.40 8.60 8.80 9.00 9.20
2710 113.0 m/z 57.00 59.94%
\\\‘\‘} T \“H T \“1“ T \‘1 T “\‘\\9?.‘0\ T }‘\ ’1\2\8.\0\ ’ T
miz--> 20 40 60 80 100 120 140
Abundance #22109: Octane, 3,3-dimethyl-
71.0
e
43.0 8.40 8.60 8.80 9.00 9.20
5000 ITI/Z 70.05 30.32%
113.0
LEC L L eso [ aso
miz--> 20 40 60 80 100 120 140 MJ\
Abundance #22112: Heptane, 2,5,5-trimethyl- Baamamnee ,Mﬂ‘
43.0 71.0 8.40 8.60 8.80 9.00 9.20
m/z 41.00 18.44%
5000
210 113.0
SN S 1 X e T N
m/z--> 20 40 60 80 100 120 140 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@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 16
R.T. EstConc Area Relative to ISTD R.T.
8.877 3.20 ng/ul 37685 1,4-Dichlorobenzene-d4 8.242

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 47
2 Hexadecane 226 C16H34 000544-76-3 43
3 Octane, 3-ethyl-2,7-dimethyl- 170 C12H26 062183-55-5 43
4 1-Iodo-2-methylnonane 268 C10OH21I 1000101-47-9 43
5 Sulfurous acid, dodecyl 2-propyl... 292 C15H3203S 1000309-12-3 43

Abundance Scan 917 (8.877 min): BG050998.D\data.ms (-911) (-) m/z 43.00 100.00%

43.0
71.0
5000
119.0
A RAREEEEREY
‘ ‘ 8.60 8.80 9.00 9.20
‘ | M bl ‘H I

et e L m/Z 56.95  96.43%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
5000 LIRS B
8.60 8.80 9.00 9.20
290 85.0 m/z 71.00 70.35%
Ll ‘ 1130 1410 169.0 197.0
\\‘\\\\‘\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107216: Hexadecane /\/\M
57.0
8.60 8.80 9.00 9.20
m/z 41.00 60.06%
5000 85.0
29.0
L) }30 1610 1600 1070 2260
R o A N R a L RARARRN
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #45519: Octane, 3-ethyl-2,7-dimethyl- AR RN AR
43.0 8.60 8.80 9.00 9.20
m/z 91.00 35.77%
5000 71.0

L mo s ey

m/z--> 20 40 60 80 100 120 140 160 180 200 220 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@50998.D

Acqg On : 12 Nov 2021 13:01

Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 18 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
10.834 5.74 ng/ul 99089 Naphthalene-d8 11.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
4 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 78
5 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 74

Abundance Scan 1250 (10.834 min): BG050998.D\data.ms (-1245) (-

m/z 45.00 100.00%

5000 A\
75.0
101.0 10. 50 11. 00
R m“‘m““‘““““1‘3‘2‘1‘””_” m/z 57.00  92.28%
miz--> 20 40 60 80 100 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000
29.0 10. 50 11 00
75.0 m/z 41.00  33.49%
LI ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘1‘ \]-\()‘O\()\ T ‘ \].?WZ\C)‘ L ‘ LI
miz--> 20 40 60 80 100 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
Fo e
10.50 11.00
5000 ITI/Z 75.00 21.14%
29.0 75.0
100.0
- i R M D e O]
miz--> 20 40 60 80 100 120 140 160
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)- — ——
57.0 10.50 11.00
m/z 87.00 13.46%
5000
29.0 75.0
0 O /\
SRR 1 M“J“‘U“““w\“““““ —
m/z--> 20 40 60 100 120 140 160 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01

Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 19 2-Ethoxybenzyl alcohol Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.345 3.57 ng/ul 61627 Naphthalene-d8 11.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Ethoxybenzyl a

lcohol 152 C9H1202

071672-75-8 83

2 Salicyl alcohol 124 C7H802 000090-01-7 64
3 Salicyl alcohol 124 C7H802 000090-01-7 50
4 Salicyl alcohol 124 C7H802 000090-01-7 50
5 Benzene 78 C6H6 000071-43-2 38

Abundance Scan 1337 (11.345 min): BG050998.D\data.ms (-1330) (-

m/z 78.00 100.00%

78.0
5000 106.0 j\
1520 Ll
51.0 ‘ 11.00 11.50
“"‘“HMWHWWVW"wﬁﬁ‘wh‘wl“w“““‘J“ m/z 106.00  50.13%
m/z--> 20 60 80 100 120 140
Abundance #30140: 2-Ethoxybenzyl alcoho
78.0 106.0
152.0 [\
5000 = /\ T
123.0 11.00 11.50
m/z 77.00 34.91%
990 510 ‘ ‘
T ‘ \H\ \‘i‘\‘\“l”\ “\‘H\ T }“ T \‘\Hi ‘ T } T \““1 T \“‘\ ‘ T \‘\‘\‘
miz--> 20 40 60 80 100 120 140
Abundance #11908: Salicyl alcoho
78.0
11.00 11.50
5000 ITI/Z 152.00 28.54%
106.0
510 124.0
27.0 ‘ ‘
S W T D S
m/z--> 20 40 60 80 100 120 140
Abundance #11907: Salicyl alcohol “ —
78.0 11.00 11.50
m/z 107.00  24.34%
5000
106.0
124.0
51.0 ‘
N R O N S SR
m/z--> 20 60 80 100 120 140 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01

Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 20 Salicyl alcohol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
12.067 11.14 ng/ul 192210 Naphthalene-ds 11.075
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 salicyl alcohol 124 c7Hso2 000090-01-7 97

2 Salicyl alcohol 124 C7H802 000090-01-7 91
3 Salicyl alcohol 124 C7H802 000090-01-7 91
4 2,4,6-Cycloheptatrien-1-one 106 C7H60 000539-80-0 87
5 1,2-Benzenediol, 3-methyl- 124 C7H802 000488-17-5 78

Abundance Scan 1460 (12.067 min): BG050998.D\data.ms (-1451) (- m/z 78.00 100.00%
78.0
5000 106.0 J\
124.0 T T
| 51‘-0 12.00
\‘\\\\‘\\\\“”\\w‘\ ‘”‘\‘“\\‘}“\\\‘\’\H\\\“\‘\\ m/Z 106.00 41.56%
miz--> 20 40 60 80 100 120
Abundance #11907: Salicyl alcoho
78.0
5000 — |
106.0 12.00
124.0 m/z 77.00 32.30%
51.0 /
\‘\\\\‘?%‘9\“‘\\‘“‘\“‘\“\\‘}“\\\‘\’\‘\\\‘\\\
m/z--> 0 20 40 60 80 100 120
Abundance #11906: Salicyl alcoho
78.0
BT \
12.00
5000 ITI/Z 124.00 19.46%
106.0 124.0
39.0 ‘
S 1 NSV N A S S
m/z--> 0 20 40 60 80 100 120
Abundance #11908: Salicyl alcohol 1t ‘
78.0 12.00
m/z 51.00 14.31%
5000
106.0
510 124.0
27.0 " ‘
m/z--> 0 20 40 60 80 100 120 12.00

SFAM-EPA-BG110321.M Tue Nov 16 13:13:06 2021

Page:

24



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 21 Benzenemethanol, 4-hydroxy- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.013 2.66 ng/ul 61349  Acenaphthene-die 14.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzenemethanol, 4-hydroxy- 124 C7H802 000623-05-2 96
2 Benzenemethanol, 4-hydroxy- 124 C7H802 000623-05-2 96
3 Benzenemethanol, 3-hydroxy- 124 C7H802 000620-24-6 81
4 Benzenemethanol, 4-hydroxy- 124 C7H802 000623-05-2 62
5 Benzenemethanol, 3-hydroxy- 124 C7H802 000620-24-6 53
Abundance Scan 1621 (13.013 min): BG050998.D\data.ms (-1613) (- m/z 77.00 100.00%
71.0 950
124.0
5000
39.0
\ \
T ‘ ]J 13.00
H\‘\H\‘HH‘H\‘HM\H’H\‘H“\‘\“\“\‘H\“HH“\“H‘\‘\ng‘.\\q\\“\\‘\\‘\\ m/z 94.95 87.43%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11934: Benzenemethanol, 4-hydroxy-
77.0 95.0 124.0
5000 39.0
13.00
m/z 124.00  73.96%
”(T]-Jgo ‘H‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11942: Benzenemethanol, 4-hydroxy-
77.0 124.0
950 AT -
13.00
5000 m/z 123.00 62.12%
39.0
63.0
m_m_m‘Hu:,‘wl‘l“‘”pl‘ul“_m‘_wllwl_wh -
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #11936: Benzenemethanol, 3-hydroxy- M
77.0 95.0 124.0 13.00
m/z 78.00 48.51%
5000 39.0
150,,?]Jg90
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 Phenol, 4-(ethoxymethyl)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.266 5.98 ng/ul 137761  Acenaphthene-di10 14.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenol, 4-(ethoxymethyl)- 152 C9H1202 057726-26-8 95
2 Phenol, 4-(ethoxymethyl)- 152 C9H1202 057726-26-8 94
3 Phenol, 4-(ethoxymethyl)- 152 C9H1202 057726-26-8 91
4 Benzeneacetic acid, 3-hydroxy- 152 C8H803 000621-37-4 74
5 Benzeneacetic acid, 3-hydroxy- 152 C8H803 000621-37-4 59

Abundance Scan 1664 (13.266 min): BG050998.D\data.ms (-1659) (-  m/z 107.00 100.00%

107.0
5000
77.0
152.0 e e
39.0 | b “ 12‘3-0 ‘ 13.00 13.50
e SRR 920 L myz 77.00 36.12%
miz--> 20 40 60 80 100 120 140
Abundance #30157: Phenol, 4-(ethoxymethyl)-
107.0
5000
13.00 13.50
77.0 152.0 m/z 152.00 22.24%
39.0 ‘ 123.0
\’\\\\“\\ﬁp\o"\‘\\W“\\\‘\‘\H\\“\\\\‘\\‘\‘\‘
miz--> 20 100 120 140
Abundance #30156. Phenol, 4-(ethoxymethyl)-
107.0
|
13 00 13.50
5000 m/Z 108.00 21.88%
7o 152.0
123.0
39.0
‘,‘hw““\“6,“9‘“‘_H“_‘ H“‘Hw_wu‘
miz--> 20 40 80 100 120 140
Abundance #30154.Phen0L 4-(ethoxymethyl)- — —
107.0 13.00 13.50
m/z 95.00 18.46%
5000
77.0 152.0
390 ‘ 123.0
m/z--> 20 40 80 100 120 140 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 1H-Benzotriazole, 5-methyl- Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
15.158 2.00 ng/ul 46089  Acenaphthene-d10 14.870
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 94
2 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 93
3 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 91
4 1H-Benzotriazole, 5-methyl- 133 C7H7N3 000136-85-6 91
5 1H-Benzotriazole, 4-methyl- 133 C7H7N3 029878-31-7 90

Abundance Scan 1986 (15.158 min): BG050998.D\data.ms (-1981) (-  m/z 104.00 100.00%

104.0
133.0
5000 78.0
51.0 il

1511 15.00 15.50
L B “M\H\”N‘!“M‘\\‘1““\‘\\“\‘\!‘ \\5\.\‘ m/Z 133.00 54.90%

HH‘\\‘ ‘\‘H‘ \‘ ™
m/z--> 20 40 60 80 100 120 140
Abundance #16857: 1H-Benzotriazole, 5-methyl-
104.0
133.0
77.0 it

5000 51.0 ) i

27.0
\\\\‘\‘M‘\\‘Mi\\‘ “\\M\H\\!\‘HH““H‘H!\“HH
m/z--> 20 40 60 80 100 120 140
Abundance #16858: 1H-Benzotriazole, 5-methyl-
104.0

133.0 15.00 15.50
5000 ITI/Z 77 .00 39.98%
77.0
51.0
m/z--> 20 40 60 80 100 120 140
Abundance #16851: 1H-Benzotriazole, 4-methyl- i T
104.0 15.00 15.50
133.0 m/z 105.00  23.32%
5000
77.0
51.0
m/z--> 20 40 60 80 100 120 140 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG@50998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc

ALS vial : 37 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 24 (Z)-3-(pentadec-8-en-1-yl)p... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

21.521 20.00 ng/ul 1911796  Chrysene-d12 21.921
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (Z)-3-(pentadec-8-en-1-yl)phenol 302 C21H340 000501-26-8 97
2 Phenol, 3-(8-pentadecenyl)-, ace... 344 C23H3602 111047-34-8 90
3 Phenol, 3-nonyl- 220 C15H240 000139-84-4 64
4 Acetic acid, 4-methylphenyl ester 150 C9H1002 000140-39-6 53
5 .beta.-Alanine, N-benzyloxycarbo... 363 C21H33NO4 1000328-66-2 53

Abundance Scan 3069 (21.521 min): BG050998.D\data.ms (-3064) (-  m/z 108.00 100.00%

108.0
5000
a 2150 |
ob L4kl } L47512310 9923 4034 LT ;107,00  54.21%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #202435: (2)-3-(pentadec-8-en-1-yl)phenol
108.0
5000 — ‘
21.50
m/z 120.00 23.82%
41. 302.0
11\?”"“}"\"206.0’
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #253746: Phenol, 3-(8-pentadecenyl)-, acetate, (Z)-
108.0
T :
21.50
5000 302.0 m/z 41.00 17.71%
43.0
‘ 206.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #99163: Phenol, 3-nonyl- T
108.0 21.50
m/z 55.00 16.75%
220.0
4L0‘
e T e e e T ——
m/z--> 50 100 150 200 250 300 350 400 450 500 21.50

SFAM-EPA-BG110321.M Tue Nov 16 13:13:08 2021 Page: 28



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111121\
Data File : BG050998.D

Acqg On : 12 Nov 2021 13:01
Operator : CG/JU

Sample : M4615-06

Misc :

ALS Vvial : 37 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,... 3.525 219.2 ng/ul 2578900 1 8.242 235350 20.0
Butanoic acid 4.300 9.1 ng/ul 106802 1 8.242 235350 20.0
unknown-01 5.093 2.1 ng/ul 24339 1 8.242 235350 20.0
1,2-Ethanediol,... 5.334 3.3 ng/ul 39050 1 8.242 235350 20.0
(DEL) Alkane: C... 6.074 2.3 ng/ul 26482 1 8.242 235350 20.0
unknown-02 6.210 3.4 ng/ul 40364 1  8.242 235350 20.0
(DEL) Alkane: S... 6.756 2.5 ng/ul 29025 1 8.242 235350 20.0
(DEL) Alkane: C... 6.856 4.5 ng/ul 53063 1 8.242 235350 20.0
Ethanol, 2,2'-0... 7.191 6.8 ng/ul 80439 1 8.242 235350 20.0
(DEL) Alkane: S... 7.250 3.2 ng/ul 37726 1 8.242 235350 20.0
Oxalic acid, cy... 7.708 2.3 ng/ul 27334 1 8.242 235350 20.0
(DEL) Alkane: S... 7.831 15.5 ng/ul 182167 1 8.242 235350 20.0
(DEL) Alkane: S.. 8.190 5.1 ng/ul 59989 1 8.242 235350 20.0
(DEL) Alkane: C.. 8.519 3.8 ng/ul 45013 1 8.242 235350 20.0
(DEL) Alkane: S.. 8.748 2.5 ng/ul 29221 1 8.242 235350 20.0
(DEL) Alkane: S.. 8.807 2.6 ng/ul 31068 1 8.242 235350 20.0
(DEL) Alkane: S... 8.877 3.2 ng/ul 37685 1 8.242 235350 20.0
Ethanol, 2-(2-b... 10.834 5.7 ng/ul 99089 2 11.075 345050 20.0
2-Ethoxybenzyl ... 11.345 3.6 ng/ul 61627 2 11.075 345050 20.0
Salicyl alcohol 12.067 11.1 ng/ul 192210 2 11.075 345050 20.0
Benzenemethanol... 13.013 2.7 ng/ul 61349 3 14.870 460877 20.0
Phenol, 4-(etho... 13.266 6.0 ng/ul 137761 3 14.870 460877 20.0
1H-Benzotriazol... 15.158 2.0 ng/ul 46089 3 14.870 460877 20.0
(Z)-3-(pentadec... 21.521 20.0 ng/ul 1911790 5 21.921 1911790 20.0
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