LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acqg On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 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-BG070921.M
Title : SVOA CALIBRATION

Signal : TIC: BGO49283.D

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

# min  scan scan scan TY height area % max. total
1 3.113 8 13 24 rBV3 98859 269526 5.28% ©0.876%
2 3.196 24 27 40 rVB2 36665 69435 1.36% 0.226%
3 3.789 113 128 133 rBvV2 30249 82723 1.62% 0.269%
4 4.148 177 189 196 rBV2 41626 105253  2.06% ©.342%
5 4.958 312 327 328 rBV 60931 170320 3.34% ©.554%
6 5.123 340 355 360 rBV3 51434 146659 2.87% 0.477%
7 5.552 417 428 435 rVV3 35821 91496 1.79% 0.297%
8 5.940 489 494 503 rVB3 26215 47702 0.93% 0.155%
9 7.156 696 701 706 rVv2 26381 41079 0.80% 0.133%
10 7.250 713 717 721 rW 42210 79299 1.55% 0.258%
11 7.397 734 742 746 rBV2 21523 38545 0.76% 0.125%
12 7.602 772 777 783 rBvV2 27756 49029 0.96% 0.159%
13 7.720 791 797 805 rVB 45100 80402 1.57% 0.261%
14 8.072 849 857 872 rBV 120610 221395 4.34% 0.719%
15 8.302 885 896 906 rBV5 28764 67326 1.32% 0.219%
16 8.777 972 977 981 rWws3 24022 44555 0.87% 0.145%
17 8.836 981 987 990 rVW 126451 225075 4.41% 0.731%
18 8.866 9990 992 1000 rVB 76751 104859 2.05% ©.341%
19 9.236 1049 1055 1062 rBv3 29965 56486 1.11% 0.184%
20 9.624 1115 1121 1131 rBvV2 24015 47935 0.94% 0.156%
21 9.964 1171 1179 1184 rBV3 20584 38131 ©.75% 0.124%
22 10.199 1198 1219 1228 rBV3 85977 365036 7.15% 1.186%
23 10.358 1239 1246 1259 rVB4 16022 43032 0.84% 0.140%
24 10.511 1267 1272 1283 rVB2 34996 67270 1.32% 0.219%
25 10.652 1288 1296 1304 rBV2 63999 115320 2.26% ©.375%
26 10.893 1324 1337 1344 rBV 157506 307290 6.02% 0.999%
27 11.028 1353 1360 1371 rBV5 24971 61754 1.21% 0.201%
28 11.239 1390 1396 1410 rBV 163127 311030 6.09% 1.011%
29 11.486 1423 1438 1446 rBV 188684 575182 11.27% 1.869%
30 11.627 1456 1462 1470 rBV 222263 411898 8.07% 1.339%
31 12.291 1567 1575 1583 rBV6 54772 137265 2.69% 0.446%
32 12.379 1583 1590 1598 rVV 138503 241154 4.72% 0.784%
33 12.696 1639 1644 1654 rVB3 21169 39760 0.78% 0.129%
34 13.002 1688 1696 1704 rVV5 19274 40079 0.79% 0.130%
35 13.119 1711 1716 1723 rVV3 43286 85277 1.67% 0.277%
36 13.948 1852 1857 1863 rVB4 31019 51376 1.01% 0.167%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acqg On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 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-BG070921.M
Title : SVOA CALIBRATION
37 14.112 1879 1885 1889 rWw 78848 126062 2.47%  ©0.410%
38 14.159 1889 1893 1901 rVV 201639 298100 5.84% ©.969%
39 14.347 1920 1925 1931 rBV3 43977 87286 1.71% 0.284%
40 14.412 1931 1936 1943 rVB 80062 130888 2.56% 0.425%
41 14.676 1973 1981 1983 rVWV 38514 70651 1.38% ©.230%
42 14.718 1983 1988 1994 rVV 253498 404125 7.92%  1.313%
43 14.964 2026 2030 2033 rVV4 23550 43260 0.85% 0.141%
44 15.000 2033 2036 2045 rVVe 23450 43463 0.85% 0.141%
45 15.099 2046 2053 2068 rVB3 346707 619777 12.14%  2.014%
46 15.499 2114 2121 2128 rBV 1049261 1587136 31.09% 5.158%
47 15.710 2151 2157 2160 rVV 102113 159719 3.13% ©.519%
48 15.740 2160 2162 2167 rVB2 49375 62494  1.22% 0.203%
49 16.239 2242 2247 2253 rBV 40254 63351 1.24% 0.206%
50 16.380 2267 2271 2275 rVW2 33283 43034 0.84% 0.140%
51 16.498 2284 2291 2293 rWw2 54454 115181 2.26% ©.374%
52 16.527 2293 2296 2303 rVB2 57324 91392 1.79% 0.297%
53 16.639 2310 2315 2322 rW2 59276 112740 2.21% 0.366%
54 16.703 2322 2326 2331 rVB2 41862 60863 1.19% ©.198%
55 16.850 2346 2351 2360 rvv4 109259 197121 3.86% ©0.641%
56 16.927 2360 2364 2373 rVB5 21296 41030 ©0.80% 0.133%
57 17.079 2385 2390 2399 rVB2 96746 168622 3.30% ©.548%
58 17.203 2405 2411 2418 rVB5 23289 44190 0.87% 0.144%
59 17.467 2450 2456 2463 rBV = 321241 496569 9.73% 1.614%
60 17.561 2467 2472 2479 rVB2 113542 185496 3.63% 0.603%
61 17.620 2479 2482 2490 rVB4 39691 61109 1.20% ©.199%
62 17.767 2500 2507 2513 rBV 190439 287430 5.63% 0.934%
63 17.837 2514 2519 2525 rBV 60881 90510 1.77% 0.294%
64 18.237 2580 2587 2596 rBV3 72685 178013 3.49% ©.579%
65 18.372 2601 2610 2623 rBV 1766240 3238341 63.43% 10.524%
66 18.689 2660 2664 2668 rBV 59091 90870 1.78% 0.295%
67 18.836 2686 2689 2695 rVB3 35987 50591 0.99% 0.164%
68 19.012 2715 2719 2724 rBV5 32398 50830 1.00% ©.165%
69 19.112 2732 2736 2741 rW 47847 61984 1.21% 0.201%
70 19.195 2744 2750 2759 rVB2 217094 352115 6.90%  1.144%
71 19.506 2794 2803 2804 rBv4 121267 200294  3.92% ©.651%
72 19.541 2805 2809 2818 rVV3 218240 383732  7.52%  1.247%
73 19.629 2818 2824 2835 rVV 1265512 1829251 35.83% 5.945%
74 19.853 2857 2862 2869 rVB 137310 211571 4.14% ©.688%
75 19.947 2875 2878 2883 rVB7 32070 45317 0.89% 0.147%
76 20.340 2941 2945 2950 rBV7 24960 43436 0.85% 0.141%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acqg On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 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-BG070921.M

Title : SVOA CALIBRATION

77 20.693 3002 3005 3012 rVB4 52245 89475 1.75% 0.291%
78 20.840 3026 3030 3039 rVB8 22213 55543 1.09% 0.181%
79 20.969 3048 3052 3060 rVB2 57776 92684 1.82% 0.301%
80 21.333 3108 3114 3118 rBV2 349954 551276 10.80% 1.792%
81 21.374 3118 3121 3130 rVV 340390 565775 11.08% 1.839%
82 21.445 3130 3133 3139 rVB3 43912 71549 1.40% 0.233%
83 21.651 3161 3168 3173 rBv2 128978 238793 4.68% 0.776%
84 21.709 3174 3178 3180 rVV4 73956 106491 2.09% 0.346%
85 21.750 3180 3185 3192 rVB 299502 537433 10.53% 1.747%
86 23.049 3401 3406 3412 rVB9 29293 63786 1.25% 0.207%
87 23.466 3471 3477 3486 rVB 267863 545731 10.69% 1.773%
88 24.641 3671 3677 3684 rVB8 53270 128971 2.53% 0.419%
89 24.759 3687 3697 3703 rBV5 85606 267841 5.25% 0.870%
990 25.041 3735 3745 3760 rBV3 191257 626884 12.28% 2.037%
91 25.716 3854 3860 3869 rVB3 17893 37537 0.74% 0.122%
92 25.863 3879 3885 3892 rVB8 30638 83504 1.64% 0.271%
93 26.374 3963 3972 3985 rBV5 49316 191025 3.74% 0.621%
94 26.850 4039 4053 4075 rBV5 662862 2859707 56.02% 9.293%
95 27.162 4099 4106 4115 rVB5 33405 109872 2.15% 0.357%
96 27.332 4119 4135 4157 rBv2 1135601 5105252 100.00% 16.591%
97 28.954 4400 4411 4412 rBV2 39570 95333 1.87% 0.310%
98 29.359 4469 4480 4493 rVB2 55660 235886 4.62% 0.767%
99 29.870 4554 4567 4582 rBV7 96288 482975 9.46% 1.570%
100 30.517 4668 4677 4679 rBVv6 108989 270206 5.29% 0.878%

Sum of corrected areas: 30771426
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 11 Jul 2021  3:19
: CG/IU
: M2914-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
BG049283.D

: 54  Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 (DEL) Alkane: Cyclic3.11 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
3.110  24.35 ng/ul 269526 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane 84 C6H12 000110-82-7 81
2 Cyclohexane 84 C6H12 000110-82-7 76
3 Cyclohexane 84 C6H12 000110-82-7 76
4 1-Pentene, 2-methyl- 84 C6H12 000763-29-1 72
5 Cyclohexane 84 C6H12 000110-82-7 72
Abundance  Scan 13 (3.113 min): BG049283.D\data.ms (-8) (-) m/z 56.15 100.00%
56.1
5000 84.2 Jk
RamaEE e R
3.103.203.303.403.50
Ll 208.5 o
ot et m/z 41.05 60.66%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1455: Cyclohexane
560 84.0
5000 [TT T T TR T
3.103.203.303.403.50
m/z 84.15 49.57%
27.0
O\‘\\\\‘\‘”\\ ‘\u\\“\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1457 Cyclohexane
56.0
840 [T T T T[T T T[T T[T T[T
3.103.203.303.403.50
5000 m/z 55.20 44 .,85%
27.0
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #1456: Cyclohexane BasasnsERECRTEIREASE A
56.0 3.103.203.303.403.50
84.0 m/z 39.05 26.81%
5000
27.0

m/z--> 20 40 60 80 100 120 140 160 180 200 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Propanoic acid, 2-methyl- Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
3.790 7.47 ng/ul 82723 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 59
2 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 58
3 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 53
4 Propanoic acid, 2-methyl- 88 C4H802 000079-31-2 36
5 Isobutyl acetate 116 C6H1202 000110-19-0 25
Abundance Scan 128 (3.789 min): BG049283.D\data.ms (-113) (-) m/z 43.20 100.00%
5000
73.1
‘ | ‘ 55.1 88.0 3.40 3.60 3.80 4.00 4.20
O b et e e m/z 41.20 50.75%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2060: Propanoic acid, 2-methyl-
43.0
5000
271.0 3.40 3.60 3.80 4.00 4.20
3.0 m/z 73.10  31.36%
‘ 55.0 88.0
O\\\’\\\\‘\\\\“\\\‘}i!}‘\\‘\\‘\\‘\\\\“\\\\‘\\\‘\‘\\\\
miz--> 10 20 30 40 50 60 70 80 90
Abundance #2059: Propanoic acid, 2-methyl-
43.0
3.40 3.60 3.80 4.00 4.20
5000 270 m/z 45.10 24.65%
73.0
‘ ‘ 55.0 88.0
0H‘,HH‘HH‘_Hu!lu‘H‘HiHH‘HH_HMHH
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2056: Propanoic acid, 2-methyl-
43.0 3.40 3.60 3.80 4.00 4.20
m/z 39.10 20.59%
5000
27.0 73.0
ol 150 |l sso |
e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 3.40 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS vial : 54

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Butanoic acid Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
4.150 9.51 ng/ul 105253 1,4-Dichlorobenzene-d4 8.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid 88 C4H802 000107-92-6 64
2 Butanoic acid 88 C4H802 000107-92-6 58
3 Silver butanoate 194 C4H7Ag02 005076-24-4 56
4 Hydrazine, 1,1-dimethyl- 60 C2H8N2 000057-14-7 9
5 Pentanoic acid, 3-methyl- 116 C6H1202 000105-43-1 9

Abundance Scan 189 (4.148 min): BG049283.D\data.ms (-177) (-) m/z 60.10 100.00%

60.1
5000
a E  ERRREEE
”H | 207 3 3.80 4.00 4.20 4.40
0“H“‘uu‘u“_“‘wl‘w“u“u“‘H“H“_“w‘ m/z 73.10 31.54%
m/z--> 0 100 150 200 250 300 350 400 450 500
Abundance #2020: Butanoic acid
60.0
5000
3.80 4.00 4.20 4.40
m/z 41.10 24.54%
O‘\\UL”“‘ \‘\“\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

-

Abundance #2016: Butanoic acid
60.0
3.80 4.00 4.20 4.40
5000 m/z 42.05 24.03%
o_‘“w"“‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #56567: Silver butanoate
60.0 3.80 4.00 4.20 4.40
m/z 45.10 20.24%
5000
303.0
216.0
oL, 1a00 | ss0a5.0499.
e e e e e e e e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 Butanoic acid, 3-methyl- Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
4.960 15.39 ng/ul 170320 1,4-Dichlorobenzene-d4 8.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
2 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 78
3 Butanoic acid, 3-methyl- 102 C5H1002 000503-74-2 72

4 Pentanoic acid 102 C5H1002 000109-52-4 45
5 Pentanoic acid 102 C5H1002 000109-52-4 39

Abundance Scan 327 (4.958 min): BG049283.D\data.ms (-312) (-) m/z 60.10 100.00%

60.1
5000 41.2 /L
R B RARER
‘ | ‘ 8.l 4.60 4.80 5.00 5.20
L e e o L B B m/z 41.20  42.23%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4287: Butanoic acid, 3-methyl-
60.0
5000
41.0 4.60 4.80 5.00 5.20
270 87.0 m/z 43.20  41.50%
0 15.0 ‘ \ ‘ | ‘ wili174.0 102.0
\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4275: Butanoic acid, 3-methyl-
60.0
4.60 4.80 5.00 5.20
5000 m/z 39.20 24.83%
43.0
87.0
27.0 ‘
ol 180 1l 780 | 1010
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4286: Butanoic acid, 3-methyl-
60.0 4.60 4.80 5.00 5.20
m/z 45.10 24.13%
5000
41.0
27.0
87.0
oot i 730, L2000
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Butanoic acid, 2-methyl- Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
5.120  13.25 ng/ul 146659 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
2 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 72
3 Pentanoic acid, 2-methyl- 116 C6H1202 000097-61-0 64
4 Hexanoic acid, 2-methyl- 130 C7H1402 004536-23-6 53
5 Butanoic acid, 2-methyl- 102 C5H1002 000116-53-0 53
Abundance Scan 355 (5.123 min): BG049283.D\data.ms (-340) (-) m/z 74.10 100.00%
74.1
41.1 572
5000
87.2
CEp e e
‘ ‘ H ‘ ‘ 4.80 5.00 5.20 5.40
bt ol L m/z 41,15 68.85%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #4289: Butanoic acid, 2-methyl-
74.0
29.0 57.0
5000
4.80 5.00 5.20 5.40
87.0 m/z 57.20 63.04%
O %'O.
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #4278: Butanoic acid, 2-methyl-
74.0
P A A TP
29.0 57.0 4.80 5.00 5.20 5.40
5000 m/z 87.15 26.83%
87.0
P R O N . .
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8128: Pentanoic acid, 2-methyl- cpe i MA,
74.0 4.80 5.00 5.20 5.40
m/z 39.10 23.34%
5000 43.0
87.0
27.0 ‘ 5?0 | ‘
0 \H‘HH‘H\miuH‘M\‘\\‘\‘\!‘\“HH“‘\ ‘H‘\H\‘H]\.\O“:I\"\c\)\‘:lw-\l\?.‘(\)\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Hexanoic acid Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
5.550 8.27 ng/ul 91496 1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Hexanoic acid 116 C6H1202 000142-62-1 72

2 Pentanoic acid 102 C5H1002 000109-52-4 72

3 Hexanoic acid 116 C6H1202 000142-62-1 72

4 Butanoic acid 88 (C4H802 000107-92-6 56

5 Propanedioic acid, propyl- 146 C6H1004 000616-62-6 50

Abundance Scan 428 (5.552 min): BG049283.D\data.ms (-417) (-) m/z 60.10 100.00%
60.1

5000

>

73.1
41.1
R RRRmEE
HH M g5.2 5.20 5.40 5.60 5.80 ]
O et e e e e e m/z 73.10 39.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8071: Hexanoic acid
6Q.0
5000 73.0 R ERRAREER R
5.20 5.40 5.60 5.80
41.0 o
m/z 41.15 31.71%
27.0 87.0
O\\‘\\\.\‘\\\“\“\\\\MH\‘\\‘\‘\‘H\"\\\\‘i\l\\‘\\\\‘\\?\g‘-o\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4246: Pentanoic acid
60.0
5.20 5.40 5.60 5.80
5000 m/z 43.15 21.20%
73.0
270 41.0
o350 ULl o0
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #8070: Hexanoic acid

60.0 5.20 5.40 5.60 5.80
m/z 55.10 21.07%

5000 270 41.0 73.0

‘ 87.0
| — 99.0

m/z--> 10 20 30 40 50 60 70 80 90 100 5.20 5.40 5.60 5.80

-

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Cyclohexanol Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
5.940 4.31 ng/ul 47702  1,4-Dichlorobenzene-d4 8.072

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanol 100 C6H120 000108-93-0 59
2 Cyclohexanol 100 C6H120 000108-93-0 53
3 2-Hexen-1-o0l, (Z)- 100 C6H120 000928-94-9 53
4 Cyclohexanol 100 C6H120 000108-93-0 53
5 Cyclohexanol 100 C6H120 000108-93-0 50
Abundance Scan 494 (5.940 min): BG049283.D\data.ms (-489) (-) m/z 57.10 100.00%
57.1
5000
441 82.2
‘ ‘ ‘ ‘ 68.0 979 5.60 5.80 6.00 6.20
0 H‘HH‘HH_He‘,uhuJM1‘mmuu‘mwm_w m/z 82.20  30.38%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3796: Cyclohexanol
57.0
5000 82.0 \"\‘uu‘uu‘uu‘ﬂ\M
5.60 5.80 6.00 6.20
44.0 m/z 44.10 24.67%
29.0 “ FlD
O \\‘]\_\5\.\0‘\\\M“‘\\\\“’H\‘\\‘\‘U!1‘\\\\‘M\\\“\‘\\\‘\\l\\o?\.(\)\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3798: Cyclohexanol
57.0
5.60 5.80 6.00 6.20
5000 82.0 m/z 67.10  21.29%
44.0
27.0 ‘ ‘ 1.0
e e 2 1 Y T A
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3824 2-Hexen-1-0l, (Z)- S M — 8
57.0 5.60 5.80 6.00 6.20
m/z 54.10 15.13%
41.0
5000
27.0 82.0
PSS | O T
m/z--> 10 20 30 40 50 60 70 80 90 100 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 13 Benzoic acid Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
10.200 23.76 ng/ul 365036 Naphthalene-d8 10.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid 122 C7H602 000065-85-0 96
2 Benzoic acid 122 C7H602 000065-85-0 96
3 Benzoic acid 122 C7H602 000065-85-0 95
4 Heptanediamide, N,N'-di-benzoyloxy- 398 C21H22N206 1000253-26-4 91
5 Methanol, oxo-, benzoate 150 C8H603 1000305-65-2 83

Abundance Scan 1219 (10.199 min): BG049283.D\data.ms (-1198) (-  m/z 105.10 100.00%
1

05.1
5000 511
—— =
‘ ‘ 10.00 10.50
ol bbbt by 388 sz 77.10 77.66%
m/z--> 50 100 150 200 250 300
Abundance #9883: Benzoic acid
105.0
5000 - s,
51.0 10.00 10.50
m/z 122.10 70.41%
O\\\‘“\“l‘\“\“‘”\\“‘\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #9886: Benzoic acid
105.0
—— ey
10.00 10.50
5000 ITI/Z 51.10 46.58%
51.0
oH‘w‘!wu“”‘w“”h‘_H‘_H‘_‘H_H‘
m/z--> 50 100 150 200 250 300
Abundance #9885: Benzoic acid sy o e
105.0 10.00 10.50
m/z 50.10 29.50%
5000
51.0
of6Q o 4 YV e pualis i
m/z--> 50 100 150 200 250 300 10.00 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 15 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
10.650 7.51 ng/ul 115320 Naphthalene-d8 10.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
2 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 83
3 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 50
4 2-Hexanol, 5-methyl- 116 C7H160 000627-59-8 50
5 Ethylene glycol diglycidyl ether 174 C8H1404 002224-15-9 50
Abundance Scan 1296 (10.652 min): BG049283.D\data.ms (-1288) (- m/z 45.10 100.00%
45.1
5000
D e -
' 10.50 11.00
101.1
ol Ml O 1813 57 50 92.05%
miz-> 20 40 60 80 100 120 140
Abundance #32652: Ethanol, 2-(2-butoxyethoxy)-
45.0
5000 29.0 L — w/\'?‘“"‘ T
10.50 11.00
750 m/z 41.15 44.33%
©|100.0
0 ‘1\’%{9‘ ‘\‘ T “‘H‘\ \‘!‘”H\ \‘M\“ \“\‘\ T "‘\ T \1\312.\0‘ T
miz-> 20 40 60 80 100 120 140
Abundance #32656: Ethanol, 2-(2-butoxyethoxy)-
57.0 M
G dlde
10.50 11.00
5000 m/z 56.20 17.62%
41.0
75.0
100.0
oL 230 L Ly n Al A1601320
Miz-> 20 40 60 80 100 120 140 r/J\ /\
Abundance #32655: Ethanol, 2-(2-butoxyethoxy)- R 11 T AT ol ‘/\M
57.0 10.50 11.00
m/z 43.10 15.55%
5000
29.0
75.0
oLl | bl 119000601320 v h
m/z--> 20 40 60 80 100 120 140 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 16 Ethanol, 2-phenoxy- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.240 20.24 ng/ul 311030 Naphthalene-d8 10.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 97
2 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 94
3 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 58
4 Acetic acid, phenyl ester 136 C8H802 000122-79-2 53
5 Phenol 94 C6H60 000108-95-2 52

Abundance Scan 1396 (11.239 min): BG049283.D\data.ms (-1390) (-  m/z 94.10 100.00%

94.1
5000
77.2 K
51.1 138.2
‘ H | ‘ 11.00 1150
omWmw‘m‘w”‘_m_ll‘q'?‘muw m/z 77.15  36.45%
m/z--> 20 100 120 140
Abundance #17281. Ethanol, 2-phenoxy-
94.0
5000 ll 00 I;./\‘;d
77.0 138.0 .
m/z 138.20 25.33%
27.0
O\\\‘\“ \MH “‘\‘\“\ \ “\“\ T \ ‘ T \‘\ ‘ \‘\ \]-q-g‘\o\ T ‘ T
m/z--> 20 100 120 140
Abundance #17282. Ethanol, 2-phenoxy-
94.0
Py
11.00 11.50
m/z 66.20 21.27%
5000 138.0
77.0
45
ol 210 /T 619 ‘ 11190
& Al
miz--> 20 40 60 80 100 120 140
Abundance #17283: Ethanol, 2-phenoxy- /Af ;
94.0 11 00 11.50
m/z 51.10 19.72%
5000
77.0 138.0
51.0 ‘
omwm_HH_HH‘WH_MHWH‘W

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\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 17 Benzeneacetic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.490 37.44 ng/ul 575182 Naphthalene-d8 10.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid 136 C8H802 000103-82-2 95
2 Benzeneacetic acid 136 C8H802 000103-82-2 94
3 Benzeneacetic acid 136 C8H802 000103-82-2 87
4 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 86
5 Propanedioic acid, phenyl- 180 C9H804 002613-89-0 72
Abundance Scan 1438 (11.486 min): BG049283.D\data.ms (-1423) (- m/z 91.20 100.00%
91.2
5000
136.2
=
39.1 ‘ ‘ 11.50
|
obdup bl 4 3% m/z 136.20  26.01%
mlz--> 50 100 150 200 250 300 350
Abundance #16277: Benzeneacetic acid
91.0
5000 T
11.50
136.0 m/z 65.20 20.67%
39.0 ‘ ‘
O\\‘r‘f‘!“‘\‘\"\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #16280: Benzeneacetic acid
91.0
—= ey
11.50
5000 m/z 92.10 18.69%
136.0
51W
O L R I T T R I I S S RS I
miz--> 50 100 150 200 250 300 350
Abundance #16279: Benzeneacetic acid T
91.0 11.50
m/z 39.15 9.52%
5000
136.0
39.0
o e L
m/z--> 50 100 150 200 250 300 350 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 18 1-Phenoxypropan-2-ol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.630 26.81 ng/ul 411898 Naphthalene-d8 10.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 81
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 72
4 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 50
5 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 50
Abundance Scan 1462 (11.627 min): BG049283.D\data.ms (-1456) (-  m/z 94.05 100.00%
94.0
5000
77.1
51.1 152.2 —— —
TiNTR e
0l sl m/z 77.18  34.50%
miz-> 20 40 60 80 100 120 140
Abundance #25942: 1-Phenoxypropan-2-0
94.0
5000 ) s
11.50 12.00
77.0 o
‘ 1520 m/Z 78 . 26 22 . 764
O\\l\s\c‘)\\\\““‘\‘\“\\‘(m\\\“’\\\‘\‘\!\l:\l_g‘\()\\\‘\\!‘\‘
m/z--> 100 120 140
Abundance #25948 1- Phenoxypropan 2-ol
94.0 A
e o
11.50 12.00
5000 m/z 51.10 19.72%
45.0 77.0 152.0
BN -
miz--> 20 100 120 140
Abundance #25961.1—PropanoL3—phenoxy— o= ot
94.0 11.50 12.00
m/z 152.20  19.51%
5000
77.0 152.0
210 1Ll e |
oH‘w‘m‘”‘w‘m,‘m_m‘mwmu‘ —— e
m/z--> 20 100 120 140 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 19 4,7-Methano-1H-indenol, hex... Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
12.290 8.93 ng/ul 137265 Naphthalene-d8 10.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4,7-Methano-1H-indenol, hexahydro- 150 C10H140 037275-49-3 93
2 4,7-Methano-1H-indenol, hexahydro- 150 C10H140 037275-49-3 87
3 Tricyclo[5.2.1.0(2,6)]dec-3-en-1... 150 C1@H140 039852-87-4 83
4 Bicyclo[3.2.0]hept-2-ene, 7-meth... 106 C8H10 075960-14-4 72
5 1,2,4-Metheno-1H-cyclobuta[cd]pe... 148 C1@H120 015776-05-3 64
Abundance Scan 1575 (12.291 min): BG049283.D\data.ms (-1567) (- m/z 66.20 100.00%
66.2
91.2
5000 2112
117.2 e
150.1 1 T
| “ 221.1 12.00 12.50
0! L e e RRRRR AR m/z 43.10 77.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23789: 4,7-Methano-1H-indenol, hexahydro-
66.0
5000 W\W L a s
91.0 1170 12.00 12.50
150.0 m/z 57.20 71.92%
39.0 ‘
OHH‘HHL’“\\WH‘\M\ \U”\"!H”\‘\‘\”“H‘!\‘H‘\\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23792: 4,7-Methano-1H-indenol, hexahydro-
66.0
12.00 12.50
5000 m/z 91.20 52.67%
39.0 910 4470
150.0
Olsﬂ,um,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #23808: Tricyclo[5.2.1.0(2,6)]dec-3-en-10-ol T —T
66.0 12.00 12.50
m/z 41.20 40.57%
5000
91.0
39.0 117.0
T
0“H‘HM¢MJMML‘M¢m‘pm‘q‘ﬂu_ﬂu‘u“_‘u‘u‘w“ AL L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 20 Indole Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
12.380 15.70 ng/ul 241154 Naphthalene-d8 10.893
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Indole 117 C8H7N 000120-72-9 94
2 Indole 117 C8H7N 000120-72-9 94
3 Benzyl nitrile 117 C8H7N 000140-29-4 91
4 Indolizine 117 C8H7N 000274-40-8 91
5 Benzonitrile, 3-methyl- 117 C8H7N 000620-22-4 91
Abundance Scan 1590 (12.379 min): BG049283.D\data.ms (-1583) (-  m/z 117.10 100.00%
117.1
5000 90.1
631 T T T T T
39.1 61 12.00 12.50
Obrrrperrrprerr et i el b m/z 90,10 45.13%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8576: Indole
117.0
5000 — e
90.0 12.00 12.50
m/z 89.10 38.08%
63.0
0 5()\\0 M‘\ 76.0 min H
H\‘H\\‘\H\‘\H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8573: Indole
117.0
— .
12.00 12.50
5000 m/z 63.10 17.63%
90.0
63.0
Obr 200 20 o0 L
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #8584: Benzyl nitrile “ wova i
117.0 12.00 12.50
m/z 62.10 9.05%
5000 90.0
63.0
50.0
77.0
obotso 3o L Ao
m/z--> 10 20 30 40 50 60 70 80 90 100110120 12.00 12.50
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Data Path :

Data File : BG@49283.D

Acq On : 11 Jul 2021 3:
Operator : CG/JU

Sample : M2914-15

Misc :

ALS vial : 54 Sample Mul

Quant Method
Quant Title

TIC Library : C:\DATABASE
TIC Integration Parameters:

19

tiplier: 1

\NIST11.L
LSCINT.P

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 25 Cyclohexanone, 2-cyclohexyl...

R.T. EstConc
15.100 30.67 ng/ul
Hit# of 5 Tentative ID

619777

Concentration Rank 7

Relative to ISTD R.T.

Acenaphthene-d10

1 Cyclohexanone, 2-cyclohe
2 2-(1-Cyclohexenyl)cycloh
3 Cyclohexanone, 2-cyclohe
4 3-Undecen-5-yne, (E)-
5 3-Undecen-5-yne, (Z)-

xylidene-
exanone
xylidene-

178 C12H180
178 C12H180
178 C12H180
150 C11H18
150 C11H18

Abundance Scan 2053 (15.099 min): BG049283.D\data.ms (-2046) (-

79.2

5000 41.1

o 0,

m/z--> 20 40 60 80
Abundance

81.0
41.0
5000

63

O,
m/z--> 20 40 60 80
Abundance

107.2
ngJ

149.2

178.2

100 120 140

160 180

#44014: Cyclohexanone, 2-cyclohexylidene-

149.0

107.0
st

178.0

100 120 140

160 180

#44004: 2-(1-Cyclohexenyl)cyclohexanone

149.0
178.0
5000
81.0
b 107.0 ‘
0 ‘HH\“‘“\\“6‘3‘1“”‘\ ‘m‘ M‘H \\“\H\“‘ 1‘\\‘\”%“‘”
m/z--> 20 40 60 80 100 120 140 160 180

Abundance

79.0
5000

m/z--> 20 40 60 80

#44015: Cyclohexanone, 2-cyclohexylidene-

149.0

107.0
“‘131
L

178.0

001011-12-7 91
001502-22-3 91
001011-12-7 70
074744-29-9 43
074744-27-7 43

m/z 149.20 100.00%

1 —
15.00 15.50
m/z 79.20 93.41%

A

15.00 15.50
m/z 81.20 54.89%
ot )
15.00 15.50
m/z 67.20 48.65%
ol o)
15.00 15.50

91.15 47.21%

T.L

100 120 140

160 180

SFAM-EPA-BGO70921.M Mon Jul 12 13:42:55 2021

1500 1550

Page:

19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 26 N-Cyclohexyl-2-pyrrolidone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.500 78.55 ng/ul 1587140  Acenaphthene-d10 14.717
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 N-Cyclohexyl-2-pyrrolidone 167 C1OH17NO 006837-24-7 94
2 N-Cyclohexyl-2-pyrrolidone 167 C10H17NO 006837-24-7 90
3 4H-Pyran-4-one, 3,5-dimethyl- 124 C7H802 019083-61-5 35
4 11-Azabicyclo[4.4.1]undecane, 11... 167 C11H21N 072101-37-2 32
5 4(1H)-Pyrimidinone, 2,6-dimethyl- 124 C6H8N20 006622-92-0 30
Abundance Scan 2121 (15.499 min): BG049283.D\data.ms (-2114) (- m/z 86.15 100.00%
86.2
5000
412 167.2
—
‘ ‘ 15.50
0 Al 299 yz 1240200 77.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #35882: N-Cyclohexyl-2-pyrrolidone
846.0
5000 T
167.0 15.50
m/z 41.20 38.57%
41.0
O ‘\“‘[“‘\h“ ‘\w\“““ 1“\“\‘\ f o L
m/z--> 50 100 150 200 250 300 350 400
Abundance #35879: N-Cyclohexyl-2-pyrrolidone
86.0
—
15.50
5000 m/z 167.20 33.95%
41.0 167.0
AV U 1O P
miz--> 50 100 150 200 250 300 350 400
Abundance #10451: 4H-Pyran-4-one, 3,5-dimethyl- ——
124.0 15.50
m/z 56.15  28.92%
5000 56.0
m/z--> 50 100 150 200 250 300 350 400 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 32 Tetradecanoic acid Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
16.850 7.94 ng/ul 197121  Phenanthrene-die 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 70
2 11-Bromoundecanoic acid 264 C11H21Bro02 002834-05-1 47
3 Tetradecanoic acid 228 C14H2802 000544-63-8 46
4 Tetradecanoic acid 228 C14H2802 000544-63-8 46
5 12-Bromododecanoic acid 278 C12H23Bro02 073367-80-3 43

Abundance Scan 2351 (16.850 min): BG049283.D\data.ms (-2346) (- m/z 60.10 100.00%

60.1
105.1
5000
163.2
‘ 1199_3 319 16.50 17.00
0 Db LU 81 s 4115 se.e2%
miz--> 50 100 150 200 250 300
Abundance #84454: Tetradecanoic acid
73.0
5000{ g 129.0 228.0 T T
’ 16.50 17.00
185.0 m/z 43.15  79.00%
O' ‘H“H\‘ \\‘H‘L {M‘“H} “ ‘ \‘\h“ u \‘ — “ T
miz--> 50 100 150 200 250 300
Abundance #113452: 11-Bromoundecanoic acid
60.0
— ——
16.50 17.00
5000 m/Z 73.10 78.13%
27.0 185.0
129.0 ‘
.0
0 DAl gt | 22O 2640
miz--> 50 100 150 200 250 300
Abundance #84455: Tetradecanoic acid
73.0 16.50 17.00
m/z 55.15 68.71%
5000 129.0
185.0
228.0
0 Ligdp ol 1 e
m/z--> 50 100 150 200 250 300 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 35 Caffeine Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
17.776  11.58 ng/ul 287430  Phenanthrene-die 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caffeine 194 C8H10N402 000058-08-2 96
2 Caffeine 194 C8H10N402 000058-08-2 96
3 Caffeine 194 C8H10N402 000058-08-2 94
4 Caffeine 194 C8H10N402 000058-08-2 90
5 Caffeine 194 C8H10N402 000058-08-2 64

Abundance Scan 2507 (17.767 min): BG049283.D\data.ms (-2500) (-  m/z 194.20 100.00%

194.2
5000 67.1 109.2

402 136.1 165.2 243.3 1750 18.00
Ot b b L TTT L m/z 109.20 47.15%
miz--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #56739: Caffeine A
194.0
5000 109.0 ey ——
670 17.50 18.00

m/z 67.10 45.77%

4\\\ \‘\ I \‘ i 13\6016\50 “
Jll N I |
\H‘\\H‘\H\‘\H\‘\H\‘HH‘\H\‘HH‘\H\‘\H\‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #56738: Caffeine
194.0

o

109.0 17 50 18 00
5000 67.0 ITI z 55.10 35.49%
280‘ ‘ 136.0165.0 |
0 ‘H‘m‘}“‘1“1“‘1“‘1“”““‘“H‘mwmW‘m_m‘mwm‘mwu
m/z--> 20 40 60 80 100120140160 180200 220240260
Abundance #56735: Caffeine
194.0 17 50 18 00
109.0 m/z 82.20 32.18%
5000 55.0
82.0
137.0165.0
o1‘?_‘H}“":“1_‘M‘“‘HM_1“"mU‘_m‘“HWH“wwwww oL R
m/z--> 20 40 60 80 100120140160 180200 220 240 260 17.50 18 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 36 (DEL) Alkane: Cyclicl7.84 Concentration Rank 48
R.T. EstConc Area Relative to ISTD R.T.
17.840 3.65 ng/ul 90510  Phenanthrene-d10 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclotetradecane 196 C14H28 000295-17-0 95
2 1-Tetradecene 196 C14H28 001120-36-1 93
3 1-Tetradecanol 214 C14H300 000112-72-1 91
4 Pentafluoropropionic acid, tride... 346 C16H27F502 959261-22-4 91
5 Acetic acid, trifluoro-, undecyl... 268 C13H23F302 053800-01-4 91

Abundance Scan 2519 (17.837 min): BG049283.D\data.ms (-2514) (-  m/z 55.15 100.00%

55.1
5000 83.2
111.2
= T
17.50 18.00
160.2 193.3 254
Ot o 2208 SRS m/z 43.10  77.51%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #58279: Cyclotetradecane
55.0
83.0
5000 — —
17.50 18.00
27,0 111.0 m/z 57.15 62.57%
HH‘HH‘\H‘H\\‘\\\\‘\H\‘H\\‘\\\\‘\H\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #58276: 1-Tetradecene
43.0
— T
17.50 18.00
83.0 o
5000 ITI/Z 69.15 59.44%
1110
H | [ | | | 40016801960
ow_mw"_m_ml"1‘JM"_"‘,‘Hww_m,www
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #72852: 1-Tetradecanol — —
43.0 17.50 18.00
83.0 m/z 41.20 56.02%
5000
1110
oasoll )|
H‘wuu‘m"HH_‘H_H‘_H‘_HW‘HWH‘MH‘WHH‘HHM 7 S
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 38 Tridecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.370 130.43 ng/ul 3238340 Phenanthrene-d10 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 92
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 80
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2610 (18.372 min): BG049283.D\data.ms (-2601) (- m/z 43.15 100.00%

5000
129.2
213.3 — —
‘ 1713 ‘ 256.4 18.00 18.50
ol b L b 82 7301 04,90k
m/z--> 100 150 200 250 300
Abundance #72643: Tridecanoic acid
5000 129.0 — ——
18.00 18.50
29. 171.0 m/z 60.10  93.31%
‘ ‘ 214.0
04 \L\ \“‘H‘“ 1‘“‘\“1 \‘ ““\ 5 \‘\ T \‘\ L B B B B
m/z--> 50 100 150 200 250 300
Abundance #95851: Pentadecanoic acid
73.0
— P
18.00 18.50
5000 129.0 m/Z 41.15 88.06%
29.
199.0 242.0
ok i m\h\\\ u‘\ il ‘1630‘ ‘ L ““ .
m/z--> 50 100 150 200 250 300
Abundance #107548: n-Hexadecanoic acid — e
43.0 18.00 18.50
m/z 55.15 87.44%
5000 256.0
129.0
83.0
‘ ‘ 1710
ol N 1 P A S L
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 43 Formic acid, 2-methoxypheny... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.190 14.18 ng/ul 352115 Phenanthrene-d10 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Formic acid, 2-methoxyphenyl ester 152 C8H803 1000368-70-7 59
2 1,2,4,4-Tetramethylcyclopentene 124 C9H16 065378-76-9 58
3 3-Fluoro-o-xylene 124 C8H9F 000443-82-3 52
4 Ketone, isopropylidenecyclopropy... 124 C8H120 029765-67-1 52
5 2,6-Dimethylfluorobenzene 124 C8H9F 000443-88-9 50

Abundance Scan 2750 (19.195 min): BG049283.D\data.ms (-2744) (-  m/z 109.15 100.00%

109.2
5000
81.2 152.2 T T
| 55"1 “ | | ‘ 17012052 24‘8-4 19.00 19.50
Obrrrrrertbo e b b g L ATO1205.2 L s, 81,15 21.90%
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #25871: Formic acid, 2-methoxyphenyl ester
109.0
81.0
5000 T T T T T T
19.00 19.50
520 152.0 m/z 152.20 20.50%
O \\\‘\\Y\\“\\H!‘\‘U\\WH‘\\\\‘\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #10708: 1,2,4,4-Tetramethylcyclopentene
109.0
- SN
19.00 19.50
5000 67.0 m/z 55.10  16.42%
41.0
0 ‘H‘w:u‘Uh‘u‘“‘MM‘”‘““m"“"‘!H""""ww_ww_w
m/z--> 20 40 60 80 100120 140 160 180 200 220 240
Abundance #10598: 3-Fluoro-o-xylene = =
109.0 19.00 19.50
m/z 41.20 15.65%
5000
77.0
LK VIRV I —— N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 44 Octadec-9-enoic acid Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
19.510 8.07 ng/ul 200294  Phenanthrene-die 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadec-9-enoic acid 282 C18H3402 1000190-13-7 97
2 6-Octadecenoic acid, (Z)- 282 C18H3402 000593-39-5 96
3 Oleic Acid 282 C18H3402 000112-80-1 93
4 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 93
5 Oleic Acid 282 C18H3402 000112-80-1 83

Abundance Scan 2803 (19.506 min): BG049283.D\data.ms (-2794) (- m/z 55.20 100.00%
558.2

5000

-

=
19.50

m/z 41.10 76.95%

0,
m/z--> 50 100 150 200 250 300 350 400
Abundance #129341: Octadec-9-enoic acid

]
13:1
o

5000 T

19.50
m/z 43.20 57.39%

L

l
"
m/z--> 50 100 150 200 250 300 350 400

o
°)
o
o

Abundance #129348: 6-Octadecenoic acid, (2)-
T \
19.50
5000 m/z 69.20 51.67%
11.0 264.0
H 180.0
[ M \‘\!‘u‘\
miz-> 50 100 150 200 250 300 350 400
Abundance #129335: Oleic Acid = ‘
41.0 19.50
m/z 83.15 45.83%
5000
T7.0
264.0
ol (oL, 2200700 J
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS vial : 54

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 45 Oleic Acid Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
19.540 15.46 ng/ul 383732  Phenanthrene-d10 17.467
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oleic Acid 282 C18H3402 000112-80-1 93
2 9-Octadecenoic acid, (E)- 282 (C18H3402 000112-79-8 93
3 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 89
4 Oleic Acid 282 C18H3402 000112-80-1 89
5 Oleic Acid 282 C18H3402 000112-80-1 72

Abundance Scan 2809 (19.541 min): BG049283.D\data.ms (-2805) (-  m/z 55.20 100.00%
558.2

B

5000
=1 T
264.4 19.50
166.3 213, !
0 35 S212 4181 /7 €9.20  59.65%
mlz--> 50 100 150 200 250 300 350 400
Abundance #129338: Oleic Acid
553.0
5000 N :
11.0 19.50
' 264.0 m/z 41.15 58.65%
n\“\ Mmu 650 220.0
O T s “\M\hh\“h‘} “‘h‘\‘h‘\ 4 \“‘\ 1“ Ty T T L ANLAL
m/z--> 50 100 150 200 250 300 350 400
Abundance #129353: 9-Octadecenoic acid, (E)-
55.0

T [
19.50

5000 m/z 83.20 33.77%

B

0
miz--> 50 100 150 200 250 300 350 400
Abundance #129357: trans-13-Octadecenoic acid =T
55.0 19.50
m/z 43.15 29.72%
5000
‘ jhll'o 264.0
ol wM“u“‘w‘;“‘!‘Mwmuwl‘“‘??'f"3?9:9‘m\‘_m_m_“ 7
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 46 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.630 68.07 ng/ul 1829250 Chrysene-d12 21.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81

Abundance Scan 2824 (19.629 min): BG049283.D\data.ms (-2818) (-  m/z 43.15 100.00%

43.1
5000
129.2
3.2
185.3 2414 == e
‘ 284.5 19.50 20.00
0 b L b L 36 s 6e.10  81.48%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
73.0
5000 129.0 — ——
19.50 20.00
185.0 241.0 284.0 ITI/Z 73.10 80.36%
0L “ “1““‘\“‘1“\“‘\ \‘ \“\ “‘\‘\‘\ \“ "\ T \‘L\ L
m/z--> 50 100 150 200 250 300 350
Abundance #131262: Octadecanoic acid
73.0
— —
19.50 20.00
129.0
500058 0 284.0 m/z 55.20  78.80%
185.0 241.0
0 w‘u‘\““m bk L1 \‘ TV I
m/z--> 50 100 150 200 250 300 350
Abundance #131260: Octadecanoic acid = e
43.0 19.50 20.00
m/z 41.15 74.36%
5000
129.0
3.0 284.0
185.0 241.0
0 mh\‘w‘“‘w g J““‘ g = o
m/z--> 50 100 150 200 250 300 350 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 50 unknown-01 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.330 20.52 ng/ul 551276 Chrysene-d12 21.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Nitrobenzofuran-2-one 179 C8H5NO4 021997-23-9 25
2 2,3-Dimethyl-1,4-pentadiene 96 C7H12 000758-86-1 22
3 4-Butylbenzoic acid, pentadecyl ... 388 C26H4402 1000292-32-8 22
4 2-n-Octylfuran 180 C12H200 004179-38-8 18
5 2-n-Octylfuran 180 C12H200 004179-38-8 14

Abundance Scan 3114 (21.333 min): BG049283.D\data.ms (-3108) (-  m/z 81.15 100.00%

81.2 178.2
5000
[ T
0brr ““L‘H‘\L mﬂl fisd ul, m 2?§4 LoMA 4730 m/z 178.15  90.38%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #44970: 5-Nitrobenzofuran-2-one
179.0
65.0
5000 I T I T w’[\?"T‘
21.00 21.50
m/z 179.25 84.29%
O‘\\\\““M‘“\“‘T‘!‘?“\T\P\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #2912: 2,3-Dimethyl-1,4-pentadiene
81.0
= P
21.00 21.50
5000 ITI/Z 55.15 58.23%
0 JM A e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #206821: 4-Butylbenzoic acid, pentadecyl ester . 7
179.0 21.00 21.50
m/z 41.10 42.96%
91.0 ‘
ob e b b 3880 i o
m/z--> 0 50 100 150 200 250 300 350 400 450 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 51 (DEL) Alkane: Straight-Chai... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

21.370 21.05 ng/ul 565775 Chrysene-d12 21.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 95
2 1-Docosene 308 C22H44 001599-67-3 95
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
5 Cyclotetracosane 336 C24H48 000297-03-0 93

Abundance Scan 3121 (21.374 min): BG049283.D\data.ms (-3118) (-  m/z 55.15 100.00%

55,1
7.2
5000
— —r
| ‘H H 18222203 2805 3413 21.00 2150
ot R Mw : 3 2805 S4LS /7 57.20  98.47%
mlz--> 50 100 150 200 250 300 350
Abundance #127771: 3-Eicosene, (E)-
57.9
7.0
5000 e B
21.00 21.50
m/z 43.20 95.32%
O T ‘ “ T ‘“ [ “ } h 9\178\2\0 212\4\0\ ‘ 28\0\ ‘ L ’ T
miz--> 50 100 150 200 250 300 350
Abundance #151537: 1-Docosene
57.0 97.0
— — T
21.00 21.50
5000 m/z 83.20  75.48%
308.0
0]-5-0 ‘\ “ “ “\ \‘ \h\ \h \h‘ H u‘ “‘2‘%0‘ 266? ‘\‘ T
miz--> 50 100 150 200 250 300 350
Abundance #175127: Trifluoroacetoxy hexadecane = T
57.0 21.00 21.50
97.0 m/z 69.15 73.29%
h kaWwvaJJ\MNWMMWJWM
o153, H | | 1390 1960 2690 3200
S ““‘ e A A o oo e —r
m/z--> 50 100 150 200 250 300 350 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 53 unknown-02 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
21.650 8.89 ng/ul 238793  Chrysene-d12 21.750
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Anthracenamine 193 C14H11N 000610-49-1 43
2 3-Ethoxyphenylacetone hydroxyoxime 193 C11H15NO2 319914-15-3 43
3 [1,1'-Biphenyl]-4-acetonitrile 193 C14H11N 031603-77-7 38
4 Benzo[f]quinoline, 2-methyl- 193 C14H11N 039258-30-5 38
5 1H-Indole, 2-phenyl- 193 C14H11N 000948-65-2 30

Abundance Scan 3168 (21.651 min): BG049283.D\data.ms (-3161) (-  m/z 193.20 100.00%

198.2
5000
e e
51.2 89.1 152# ‘ 254.2 21.50 22.00
Obrileabd el b AL L Lo 3980 nyz 180,20 50.80%
mlz--> 50 100 150 200 250 300 350
Abundance #55487: 1-Anthracenamine
193.0
5000 L s, -
21.50 22.00
m/z 194.20 38.13%
200 820 1390 |
O\\\‘\\\h\“\\\‘\‘\“\\1“\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #55293: 3-Ethoxyphenylacetone hydroxyoxime
198.0
107.0 146.0 21.50 22.00
5000 42.0 m/z 167.20 22.33%
:
miz--> 50 100 150 200 250 300 350
Abundance #55509: [1,1'-Biphenyl]-4-acetonitrile
198.0 21.50 22.00
m/z 182.20 22.13%
5000
82.0 152-43
m/z--> 50 100 150 200 250 300 350 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 55 Squalene Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.470 17.41 ng/ul 545731 Perylene-di2 25.041
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Squalene 410 C30H50 000111-02-4 78
3 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N 006006-01-5 72
4 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 72
5 2,6-Octadiene, 4-methyl- 124 CSH16 074498-94-5 53

Abundance Scan 3477 (23.466 min): BG049283.D\data.ms (-3471) (- m/z 69.20 100.00%

69.2
5000
=
121.2 1912 23.50
obrbt bl ay 1912 2491206.33413 415 ., g 15 47.14%
mlz--> 50 100 150 200 250 300 350 400
Abundance #215932: Squalene
69.0
5000 U
23.50
m/z 41.20 29.39%
‘ 137.0
Ot ‘H\‘ ‘M‘ \“M‘“M\ ‘\M \““\ “‘ 1 \1\9\1‘0\ T ‘2\7\3\.0\‘ T \3\4\1‘0\ L
m/z--> 50 100 150 200 250 300 350 400
Abundance #215929: Squalene
69.0
——
23.50
5000 ITI/Z 68.15 12.60%
137.0
OZZHJM\MLMH ), 1910 273.0 3410  410.C
e e e
miz--> 50 100 150 200 250 300 350 400
Abundance  #86903: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- B g
69.0 23.50
m/z 67.10 11.98%
5000
136.0
7.0 |1, | 188.02310
obb el e ——
m/z--> 50 100 150 200 250 300 350 400 23.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 57 unknown-03 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.

24.760 8.55 ng/ul 267841  Perylene-d12 25.041
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, (3-bromoprop-... 372 C19H33Br02 157336-02-2 43
2 Benz[c]acridine, 5,10-dimethyl- 257 C19H15N 003518-04-5 37
3 1,1,1-Trifluoroheptadecen-2-one 308 C17H31F30 141022-99-3 25
4 2,6-Methano-3-benzazocin-8-0l, 1... 257 C17H23NO 007619-35-4 22
5 Octadecane, 3-methyl- 268 C19H40 006561-44-0 22

Abundance Scan 3697 (24.759 min): BG049283.D\data.ms (-3687) (- m/z 57.20 100.00%
57.2

257.4
5000
e o
| “\ 356.3402.5 24.50 25.00
ol M m/z 43.15 80.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #197985: Hexadecanoic acid, (3-bromoprop-2-ynyl) ester
43.0
5000 — e
24.50 25.00
m/z 257.40 58.70%
‘ 176.0 239.0
O \” “‘M “ h ““ \m\ “‘\ \H\ ‘\‘ ‘ T “ ’ T \2\9\3‘.0\\ T ‘3\7\2\-9’ T
m/z--> 100 150 200 250 300 350 400
Abundance #108389: Benz|[c]acridine, 5,10-dimethyl-
257.0
R
24.50 25.00
5000 m/z 55.15 56.89%
126.0
miz--> 50 100 150 200 250 300 350 400
Abundance #151185: 1,1,1-Trifluoroheptadecen-2-one —— —
43.0 24.50 25.00
m/z 41.20 55.82%
5000
0 239.0
1L 500 | om0
oL “m“‘“‘“"HMMMH_m,‘kum_m,ww —— ——
m/z--> 50 100 150 200 250 300 350 400 24.50 25.00
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Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70921\
Data File : BG@49283.D

Acq On : 11 Jul 2021 3:19

Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Library Search Compound Report

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M

: SVOA CALIBRATION

¢ C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 60 Cholestan-3-o0l, (3.beta.,5.... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
26.850 91.24 ng/ul 2859710 Perylene-di2 25.041
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Cholestan-3-o0l, (3.beta.,5.beta.)- 388 C27H480 000360-68-9 94
2 Cholestan-3-0l, (3.beta.,5.beta.)- 388 C27H480 000360-68-9 76
3 Cholestanol 388 C27H480 000080-97-7 59
4 Cholestan-3-ol 388 C27H480 027409-41-2 50
5 Cholestan-3-o0l, (3.alpha.,5.beta.)- 388 C27H480 000516-92-7 47

Abundance Scan 4053 (26.850 min): BG049283.D\data.ms (-4039) (-  m/z 43.20 100.00%

T 215.3
5000
P e
26.50 27.00
[ — m/z 215.30  81.55%
mlz--> 50 100 150 200 250 300 350
Abundance #206844: Cholestan-3-ol, (3.beta.,5.beta.)-
43.0 215.0
95.0
149.0
5000 373.0 T ]
26.50 27.00
m/z 55.15 67.99%
‘ H 2570 3310
oLl ‘V \\“ ‘\1‘\
m/z--> 50 100 150 200 250 300 350
Abundance #206845: Cholestan-3-ol, (3.beta.,5.beta.)-
43.0
P e
26.50 27.00
5000 107.0 233.0 m/Z 93.15 61.12%
149.0 388
331.0
o) - \‘\ ’ \;‘u\h‘:\lm‘gh\‘o"\o‘ “\‘ 1“‘\ - ‘2‘8§‘0‘ L ‘L‘ }\L‘ |
miz-> 50 100 150 200 250 300 350
Abundance #206830: Cholestanol P —
215.0 26.50 27.00
81.0 m/z 81.20 59.22%
165.0
5000
250 388.(
29.
262.0 3150 ‘
o! \‘Mﬂh‘ H\‘iw‘\m\‘ “ U ‘\“ \“\‘ . A “\‘ H‘ L | = P
m/z--> 50 100 150 200 250 300 350 26.50 27.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 62 17-(1,5-Dimethylhexyl)-10,1... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
27.330 162.88 ng/ul 5105250 Perylene-di2 25.041
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 17-(1,5-Dimethylhexyl)-10,13-dim... 386 C27H460 1000210-38-4 99
2 26-Nor-5-cholesten-3.beta.-01-25... 386 C26H4202 007494-34-0 99
3 Cholesterol 386 C27H460 000057-88-5 98
4 26-Nor-5-cholesten-3.beta.-0l1-25... 386 C26H4202 007494-34-0 97
5 Cholesterol 386 C27H460 000057-88-5 96

Abundance Scan 4135 (27.332 min): BG049283.D\data.ms (-4119) (-  m/z 43.15 100.00%

43.1
105.2
353.5 . —
H ‘ ‘ ‘ ‘ | ‘ 27.00 27.50
0b— M‘L\\‘H; u\‘“m‘w‘hl\ I \““ L ” : ‘\ ey e ‘ L | m/z 105.15 60.32%
miz--> 50 150 200 250 300 350
Abundance #205911: 17 (1 5-Dimethylhexyl)-10,13-dimethyl-2,3,4,7,¢
43.0
386.( k
5000 95.0 275.0 B .
145.0 2130 27.00 27.50
’ m/z 55.20 58.69%
bl d oL L
oL— ‘H\“\}‘ \‘H\ M H\h \Hh H\ " ‘\ L “ ‘\‘h\‘ ' ‘ A ‘
m/z--> 50 100 150 200 250 300 350
Abundance #205838: 26-Nor-5-cholesten-3.beta.-ol-25-one
43.0
— —
27 00 27.50
105.0
1450 2130 759 386.(
o“‘Mme 326.0
miz--> 50 100 150 200 250 300 350
Abundance #205847: Cholesterol
43.0 27. OO 27 50
105.0 386.C m/z 41.20 52.11%
145.0
5000 275.0
213.0
‘ ‘ 326.0
olyw LA T T
m/z--> 50 100 150 200 250 300 350 27.00 27.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BGO49283.D

Acq On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 65 unknown-04 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.

29.870 15.41 ng/ul 482975 Perylene-di2 25.041
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenimine, 3-(1-cyclohexenyl... 233 C15H23NO 1000185-85-5 45
2 Ergostanol 402 C28H500 006538-02-9 43
3 Stigmastanol 416 C29H520 019466-47-8 30
4 2-[(1R,3S)-3-Hydroxycyclohexyl]5... 318 C21H3402 070434-82-1 27
5 5-(2-Methyloctan-2-y1)-3-(1R,3R-... 332 C22H3602 070434-92-3 27

Abundance Scan 4567 (29.870 min): BG049283.D\data.ms (-4554) (-  m/z 43.20 100.00%

43.2
2153
5000 107.1

61.3 401.6

290.5 3447 ‘ } 2950 3000
- ot 1L myz 550200 69.77%
mlz--> 50 100 150 200 250 300 350 400
Abundance #88377: 2-Propenimine, 3-(1-cyclohexenyl)-N-cyclohexyl-
58.0
134.0
5000

233.0 29,50 30,00

m/z 215.30  68.35%

188.
ok, ‘W‘ L‘\ ‘h‘ ‘ l“ 4 } il ‘?‘n | ‘M‘ R o e i o e ol
m/z--> 50 100 150 200 250 300 350 400
Abundance #213187: Ergostano
215.0
165.0 29.50 30.00
5000 wro m/z 233.40  55.92%
402.0
43 0
76.0 ‘
0 —t ‘H ‘H ‘ HL ’ “hi ‘M h‘“ M\I M‘\ L\\ ‘\ \““ “ \‘ “‘ . ‘ . ‘3"4‘.5‘ ‘0“ - ‘\‘ —
miz--> 50 100 150 200 250 300 350 400
Abundance #218095: Stigmastanol R LU ST
2338.0 29.50 30.00
m/z 107.10 49.28%
416.(
5000 43.0 107.0 165.0
290.0
0! ‘h‘\l\ MEI‘ “\\n‘\ ‘1 Jl‘ L‘nu‘\‘ I‘hw ‘u‘h\“\wlw ‘w\wh\‘ 4 h e ﬁ ‘W‘ A - —r
m/z--> 50 100 150 200 250 300 350 400 29.50 30.00
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Data Path :
Data File :
Acqg On

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
BG049283.D
: 11 Jul 2021  3:19

Operator : CG/JU

Sample
Misc

ALS vial : 54

Quant Method
Quant Title

TIC Library

: M2914-15

Sample Multiplier: 1

¢ C:\DATABASE\NIST11.L

: Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 66 .gamma.-Sitosterol Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
30.520 8.62 ng/ul 270206  Perylene-di12 25.041
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 74
2 .gamma.-Sitosterol 414 C29H500 000083-47-6 46
3 .beta.-Sitosterol 414 C29H500 000083-46-5 38
4 .beta.-Sitosterol 414 C29H500 000083-46-5 38
5 22,26-0xido-4,17-cholestadien-3.... 414 C27H4203 1000252-80-4 11

Abundance Scan 4677 (30.517 min): BG049283.D\data.ms (-4668) (- m/z 43.20 100.00%
3.2

-

5000
105.2 159.2 2133 3295
381.6 LN 1
| i e
] m/z 55.15 50.31%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217435: .gamma.-Sitosterol
43.0
5000 L ‘
1070 / 4130i590 43.35%
m/z . .35%
161.0
m 213.0 573 329.0
O “H\‘\

miz—> 0 50 100 150 200 250 300 350 400

N
wW
o

Abundance #217434: .gamma.-Sitosterol
U \
30.50
5000 5.0 m/z 57.10 42.84%
145.0 414.(
213.0 303.0
0= ‘\“ | ‘h“ \
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #217433: .beta.-Sitosterol T ‘
43.0 30.50
m/z 69.10  38.33%
h W/\MJ\
0 ‘\“ |“ J ‘H\‘ \ —r
m/z--> 0 50 100 150 200 250 300 350 400 30.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG070921\
Data File : BG049283.D

Acqg On : 11 Jul 2021 3:19
Operator : CG/JU

Sample : M2914-15

Misc :

ALS Vvial : 54 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SFAM-EPA-BG070921.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
(DEL) Alkane: C... 3.110 24.4 ng/ul 269526 1 8.072 221395 20.0
Propanoic acid,... 3.790 7.5 ng/ul 82723 1 8.072 221395 20.0
Butanoic acid 4.150 9.5 ng/ul 105253 1 8.072 221395 20.0
Butanoic acid, 4.960 15.4 ng/ul 170320 1 8.072 221395 20.90
Butanoic acid, 5.120 13.3 ng/ul 146659 1 8.072 221395 20.0
Hexanoic acid 5.550 8.3 ng/ul 91496 1 8.072 221395 20.0
Cyclohexanol 5.940 4.3 ng/ul 47702 1  8.072 221395 20.0
Benzoic acid 10.200 23.8 ng/ul 365036 2 10.893 307290 20.0
Ethanol, 2-(2-b... 10.650 7.5 ng/ul 115320 2 10.893 307290 20.0
Ethanol, 2-phen... 11.240 20.2 ng/ul 311030 2 10.893 307290 20.0
Benzeneacetic acid 11.490 37.4 ng/ul 575182 2 10.893 307290 20.0
1-Phenoxypropan... 11.630 26.8 ng/ul 411898 2 10.893 307290 20.90
4,7-Methano-1H-... 12.290 8.9 ng/ul 137265 2 10.893 307290 20.0
Indole 12.380 15.7 ng/ul 241154 2 10.893 307290 20.0
Cyclohexanone, ... 15.100 30.7 ng/ul 619777 3 14.717 404125 20.0
N-Cyclohexyl-2-... 15.500 78.5 ng/ul 1587140 3 14.717 404125 20.0
Tetradecanoic acid 16.850 7.9 ng/ul 197121 4 17.467 496569 20.0
Caffeine 17.770 11.6 ng/ul 287430 4 17.467 496569 20.0
(DEL) Alkane: C... 17.849 3.6 ng/ul 90510 4 17.467 496569 20.0
Tridecanoic acid 18.370  130.4 ng/ul 3238340 4 17.467 496569 20.0
Formic acid, 2-... 19.190 14.2 ng/ul 352115 4 17.467 496569 20.0
Octadec-9-enoic... 19.510 8.1 ng/ul 200294 4 17.467 496569 20.0
Oleic Acid 19.540 15.5 ng/ul 383732 4 17.467 496569 20.0
Octadecanoic acid 19.630 68.1 ng/ul 1829250 5 21.750 537433 20.0
unknown-01 21.330 20.5 ng/ul 551276 5 21.750 537433 20.0
(DEL) Alkane: S... 21.370 21.1 ng/ul 565775 5 21.750 537433 20.0
unknown-02 21.650 8.9 ng/ul 238793 5 21.750 537433 20.0
Squalene 23.470 17.4 ng/ul 545731 6 25.041 626884 20.90
unknown-03 24.760 8.6 ng/ul 267841 6 25.041 626884 20.0
Cholestan-3-o0l,... 26.850 91.2 ng/ul 2859710 6 25.041 626884 20.0
17-(1,5-Dimethy... 27.330 162.9 ng/ul 5105250 6 25.041 626884 20.0
unknown-04 29.870 15.4 ng/ul 482975 6 25.041 626884 20.90
.gamma.-Sitosterol 30.520 8.6 ng/ul 270206 6 25.041 626884 20.0
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