LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc :

ALS Vvial : 24 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-BG121421.M
Title : SVOA CALIBRATION

Signal : TIC: BGO51818.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.573 106 14 22 rBV5 25652 58307 0.16% 0.064%
2 4.031 88 92 106 rBV3 37534 83316 0.23% 0.091%
3 7.403 658 666 676 rBv4d 60971 178932 0.49% 0.196%
4 7.579 688 696 701 rBV 145214 258577 ©.70%  0.283%
5 7.797 727 733 740 rVB 159989 281727 ©.76% 0.308%
6 8.272 805 814 820 rBV 134830 237193 0.64% 0.260%
7 8.877 911 917 924 rVB2 74030 111086 ©.30% 0.122%
8 8.966 924 932 939 rVB 127305 224293 0.61% 0.246%
9 9.441 1006 1013 1021 rVB 206038 381103 1.03% 0.417%
106 9.571 1028 1035 1048 rBV2 57203 138267 ©.38% 0.151%
11 9.864 1080 1085 1091 rBvV2 29227 44303 0.12% ©0.049%
12 10.170 1131 1137 1145 rVB 178650 339982 0.92% 0.372%
13 10.716 1223 1230 1239 rVB 245608 455997 1.24% 0.499%
14 11.110 1287 1297 1304 rBV 170054 328079 ©.89% 0.359%
15 11.233 1311 1318 1327 rBV2 77313 167762 ©0.46% 0.184%
16 11.621 1379 1384 1390 rBV5 17065 42720 0.12% 0.047%
17 11.756 1402 1407 1416 rBV3 16364 41675 0.11% 0.046%
18 12.737 1568 1574 1584 rBV3 27570 66371 0.18% 0.073%
19 13.724 1732 1742 1745 rBV3 30491 66318 0.18% 0.073%
20 13.788 1745 1753 1760 rVV2 218530 425568 1.16% 0.466%
21 14.247 1826 1831 1834 rBV4 24643 37143 0.10% 0.041%
22 14.300 1834 1840 1846 rVV 448591 687737 1.87% 0.753%
23 14.358 1846 1850 1858 rVB4 25457 53462 0.15% 0.059%
24 14.546 1877 1882 1886 rBV5 37673 64298 0.17% ©0.070%
25 14.605 1886 1892 1899 rVB 509090 825092 2.24%  0.903%
26 14.787 1919 1923 1927 rBV 36271 48397 0.13% 0.053%
27 14.905 1937 1943 1950 rVB 274871 452705 1.23% 0.496%
28 15.075 1968 1972 1978 rVB3 36862 63058 0.17% 0.069%
29 15.228 1993 1998 2003 rVB6 28380 48009 0.13% 0.053%
30 15.298 2003 2010 2020 rBV2 61665 121280 ©.33% 0.133%
31 15.615 2059 2064 2068 rBV7 22527 42208 0.11% ©0.046%
32 15.733 2080 2084 2088 rVB3 55308 71261 0.19% 0.078%
33 15.839 2098 2102 2106 rVB2 68457 101915 0.28% 0.112%
34 15.897 2106 2112 2117 rBV 776748 1353416 3.67% 1.482%
35 15.997 2124 2129 2140 rVB 190673 343345 ©.93% 0.376%

36 16.226 2163 2168 2172 rBV3 129479 210159 0.57% 0.230%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc :

ALS Vvial : 24 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-BG121421.M
Title : SVOA CALIBRATION
37 16.279 2172 2177 2180 rVV3 290338 531744 1.44% 0.582%
38 16.309 2180 2182 2189 rVB 211877 291467 ©.79% 0.319%
39 16.467 2205 2209 2213 rBV2 117986 174988 0.48% 0.192%
40 16.544 2219 2222 2225 rVB3 59460 62885 0.17% 0.069%
41 16.591 2228 2230 2233 rBV2 43326 41709 0.11% 0.046%
42 17.055 2302 2309 2316 rBV 1210443 2233009 6.06% 2.445%
43 17.389 2363 2366 2369 rBV 79323 94634 0.26% 0.104%
44 17.478 2378 2381 2389 rVB2 136438 225721 0.61% 0.247%
45 17.660 2405 2412 2416 rBV2 617858 1496067 4.06% 1.638%
46 17.713 2416 2421 2425 rVV3 840101 2227957 6.05% 2.440%
47 17.771 2425 2431 2440 rVV4 1508308 4067984 11.04%  4.454%
48 17.848 2440 2444 2448 rVV2 275392 438690 1.19% 0.480%
49 17.895 2448 2452 2453 rVV3 186354 280609 0.76% 0.307%
50 17.948 2454 2461 2465 rVV 1297613 2612084 7.09% 2.860%

51 17.995 2465 2469 2482 rVB2 802411 1562767 .24%  1.711%
52 18.159 2494 2497 2502 rVB 221749 311204 .84%  0.341%
53 18.341 2525 2528 2537 rVB2 132795 184783 ©0.50% 0.202%
54 18.629 2558 2577 2599 rBV 10629405 36834756 100.00% 40.333%
55 18.934 2626 2629 2635 rVB3 120942 194375 0.53% 0.213%

[

56 19.404 2706 2709 2713 rBV2 173791 203667 0.55% ©.223%
57 19.704 2756 2760 2761 rBV3 370240 462999 1.26% ©.507%
58 19.833 2775 2782 2788 rBV 3587425 5809986 15.77% 6.362%
59 20.039 2812 2817 2822 rBV 865526 1380253 3.75% 1.511%
60 21.590 3077 3081 3093 rVB4 204250 427774 1.16% 0.468%
61 21.842 3120 3124 3133 rVB 591130 903888  2.45% 0.990%
62 21.983 3143 3148 3159 rVB2 302217 555947 1.51% 0.609%
63 22.171 3177 3180 3185 rVB2 109379 147327 ©0.40% 0.161%
64 22.829 3288 3292 3298 rVB2 121475 211274 0.57% 0.231%
65 23.593 3417 3422 3430 rVB 147822 300208 0.82% ©.329%
66 24.480 3568 3573 3583 rVB 115852 266068 ©0.72%  0.291%
67 25.249 3696 3704 3716 rVB2 315238 972781 2.64% 1.065%
68 25.490 3737 3745 3761 rVB3 161984 762689 2.07% ©0.835%
69 29.755 4454 4471 4503 rVB3 626562 3845182 10.44% 4.210%
70 30.196 4532 4546 4566 rBV6 467874 2606407 7.08%  2.854%

71 31.500 4739 4768 4801 rBv4 1435485 10147114 27.55% 11.111%

Sum of corrected areas: 91326058
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG051818.D\data.ms

1le+07
8000000
6000000
4000000

2000000

573 4.031 7.40379/97 8272 8986 9$479.86-170 10.710011B3 116256 12.737

"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\T'W—F\\‘\\\\|\\\\‘\\\\T\ﬁ_r ‘v_v_y—v*‘v_v_r L L L L

Time--> 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG051818.D\data.ms
18.629

o

le+07

8000000

6000000

19.833
4000000

2000000

14.3 21590153 :
oL 1872881 e A fRreonn 8 is0 % 71 228

BN
\\‘\\\\‘\\\\‘\\\\‘\F\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG051818.D\data.ms

1le+07
8000000
6000000
4000000

2000000 31.500

29.75530.196

25, .

. 23.593 24.480 22@{90
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\

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
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Glycerol triethyl ether Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
8.877 9.37 ng/ul 111086 1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Glycerol triethyl ether 176 CSH2003 162614-45-1 64
2 L-Cysteine, S-methyl-N-trifluoro... 245 C7H10F3NO3S 1000452-89-7 36
3 Ethanethiol, 2-(diethylboryloxy)- 146 C6H15BOS 1000163-05-6 32
4 2,2-Dimethyl-1-diisopropylsilylo... 202 C11H260Si 1000279-17-4 23
5 Diglycerol 166 C6H1405 000627-82-7 10

Abundance Scan 917 (8.877 min): BG051818.D\data.ms (-911) (-) m/z 61.15 100.00%

61.1
5000
. A RARmEE s
‘ 117.1 8.60 8.80 9.00 9.20
H\‘HHi‘muwuh‘ul”\‘\‘LM\“\Hi“u‘u‘uu‘\\\\‘\\\\2‘0\\7\.\4‘\\\\‘\\\ m/Z 73.15 29.25%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #51496: Glycerol triethyl ether
61.0
5000 /\/\\\M\‘\\\\‘\\\\‘\\\\’\\\\
29,0 8.60 8.80 9.00 9.20
: 89.0 1170 m/z 89.65 20.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #129759: L-Cysteine, S-methyl-N-trifluoroacetyl-, methyl
61.0
\\\‘\\\\‘\\\\‘\\A\\’\\\\
132.0 8.60 8.80 9.00 9.20
5000 m/z 45.15  16.20%
89.0
186.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #25315: Ethanethiol, 2-(diethylboryloxy)-
61.0 8.60 8.80 9.00 9.20
m/z 43.10 14.29%
5000
21.0 117.0
m‘\M“mMm‘u'u‘m1“”u‘\m‘\m‘\m‘\m‘\m‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Hexanoic acid, 2-ethyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
9.571 11.66 ng/ul 138267 1,4-Dichlorobenzene-d4 8.272

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 80
2 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
3 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 78
4 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64
5 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 64

Abundance Scan 1035 (9.571 min): BG051818.D\data.ms (-1028) (-) m/z 73.10 100.00%
3.1

5000 M1
57.1
101.1 T T
U 1 e 20
e L e L0z ss.1e 82.90%
miz--> 20 40 60 80 100 120 140
Abundance #24093: Hexanoic acid, 2-ethyl-
73.0
5000 —r :
41.0 57.0 9.50
101.0 m/z 41.15 41.43%
T T ‘.QH\ \‘i“\‘\ “‘ T \“\‘\ T “\ \]-\]‘.47‘.()\ T \1‘4\4"\0\
miz--> 20 40 60 80 100 120 140
Abundance #24099: Hexanoic acid, 2-ethyl-
73.0
Moy :
9.50
5000 m/z 55.10  28.42%
57.0
410 ‘ 116.0
\\M“M\
miz--> 20 80 100 120 140
Abundance #24100.Hexanok:add,Z%ﬂhyL
88.0 9.50
m/z 57.15 26.95%
5000 41.0
57.0
‘ 116.0
““““‘J“:“‘Mu‘“u“y“w““““‘
miz--> 60 80 100 120 140 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07

Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 3 Cyclopentasiloxane, decamet... Concentration Rank 33

R.T. EstConc Area Relative to ISTD R.T.

9.864 2.70 ng/ul 44303 Naphthalene-d8 11.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentasiloxane, decamethyl- 370 C10H3005Si5 000541-02-6 72
2 Acridone, TMS derivative 267 C16H17NOSi 1000478-16-0 38
3 4-(4-Fluorophenyl)-2,3-dihydro-1... 267 C12H14FNOSSi  1010501-61-0 38
4 2-Aminonicotinic acid, N, O di-TMS 282 C12H22N202Si2 1000472-36-3 38
5 2,5-Dihydroxybenzaldehyde, 2TMS ... 282 C13H2203Si2 056114-69-3 38

Abundance Scan 1085 (9.864 min): BG051818.D\data.ms (-1080) (-) m/z 73.10 100.00%
266.9
5000 355.1
pe et
192.9 9.50 10.00
\\\\“““\\‘\\}%4.\8\\‘\\‘\\” bt ‘J“\‘\\\‘\\\\‘h“\\ m/Z 266.90 62.78%
miz--> 50 100 150 200 250 300 350
Abundance #278394: Cyclopentasiloxane, decamethyl-
73.0
5000 — ——
267.0 3550 9.50 10.00
m/z 355.05 38.43%
28.0, , | 111.0 154.0193.0 | 3000 |
\\\\‘\\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #156901: Acridone, TMS derivative
73.0
267.0 — S
9.50 10.00
5000 m/z 267.90  15.72%
118.0 222.0
2o 0 L 3 L
m/z--> 50 100 150 200 250 300 350
Abundance #156392: 4-(4-Fluorophenyl)-2,3-dihydro-1,3-thiazol-2-on P —
73.0 267.0 9.50 10.00
m/z 356.15 14.41%
5000
152.0
‘ 193.0
2 P . Y AN NN 1 — S—
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 Diglycolic acid, 2-acetylph... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.621 2.60 ng/ul 42720  Naphthalene-d8 11.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diglycolic acid, 2-acetylphenyl ... 434 C25H3806 1000382-72-9 64
2 Benzene, 2-ethyl-1,3-dimethyl- 134 C10H14 002870-04-4 64
3 Benzene, 1l-ethyl-2,4-dimethyl- 134 C10H14 000874-41-9 64
4 1-Piperidinecarbothioic acid, S-... 263 C15H21NOS 061432-55-1 64
5 1,3,5-Cycloheptatriene, 3,7,7-tr... 134 C10H14 003479-89-8 64

Abundance Scan 1384 (11.621 min): BG051818.D\data.ms (-1379) (- m/z 119.15 100.00%

119.2
5000
e M
391 77‘-0 | 1521 11.50 12.00
S r TP I I it m/z 91.15  47.31%
miz--> 50 100 150 200 250 300
Abundance #319710: Diglycolic acid, 2-acetylphenyl tridecy! ester
119.0
5000
11.50 12.00
m/z 117.15 17.33%
57.0
18.0 0y i)l H‘ . 183.0 227.0 271.0 316.
LI ‘ T ‘ T T ‘ L ‘ T T T 7T ‘ T T T T ‘ L
miz--> 50 100 150 200 250 300
Abundance #17076: Benzene, 2-ethyl-1,3-dimethyl- W
119.0
LT Y
11.50 12.00
5000 m/z 120.15  15.11%
77.0
miz--> 50 100 150 200 250 300
Abundance #17078: Benzene, 1-ethyl-2,4-dimethyl- —— ——
119.0 11.50 12.00
m/z 77.05 14.73%
5000
77.0
39.0 ‘
T
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 5-Aza-2H-indazole Concentration Rank 36
R.T. EstConc Area Relative to ISTD R.T.
11.756 2.54 ng/ul 41675 Naphthalene-d8 11.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Aza-2H-indazole 119 C6H5N3 000271-50-1 53
2 Diglycolic acid, 2-acetylphenyl ... 336 C18H2406 1000382-72-1 50
3 Diglycolic acid, 2-acetylphenyl ... 294 C15H1806 1010382-71-7 47
4 Diglycolic acid, 2-acetylphenyl ... 322 C17H2206 1000382-72-0 47
5 Diglycolic acid, 2-acetylphenyl ... 364 C20H2806 1000382-72-4 47
Abundance Scan 1407 (11.756 min): BG051818.D\data.ms (-1402) (-  m/z 119.15 100.00%
119.2
5000
pe e
65.3
h 163.1 11.50 12.00
A m/z 91.85  38.79%
miz--> 50 100 150 200 250 300
Abundance #10334: 5-Aza-2H-indazole
119.0
5000 i L
11.50 12.00
m/z 135.05 17.27%
65.0
\2\8\.%“‘\“““‘\\\“‘\1\\‘\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250 300
Abundance #243668: Diglycolic acid, 2-acetylphenyl isohexyl ester
119.0 m
— —
11.50 12.00
5000 m/z 115.05 16.51%
59,830, | | 1730 2180 336.
e e e e e
m/z--> 50 100 150 200 250 300
Abundance #191112: Diglycolic acid, 2-acetylphenyl propyl ester
119.0 11.50 12.00
m/z 117.05 15.79%
5000
SO 80 2370 2040 MVW\ I
m/z--> 50 100 150 200 250 300 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 Benzene, (2-bromocyclopropyl)- Concentration Rank 25

R.T. EstConc Area Relative to ISTD R.T.
12.737 4.05 ng/ul 66371 Naphthalene-d8 11.110
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 53
2 Benzene, (2-bromocyclopropyl)- 196 C9H9Br 036617-02-4 47
3 Cyclopropane, 1-methyl-1-phenyl- 132 C1eH12 002214-14-4 45
4 Bicyclo[4.2.1]nona-2,4,7-triene,... 274 C15H14Se 072065-43-1 45
5 (E)-1-Phenyl-1-butene 132 C10H12 001005-64-7 45

Abundance Scan 1574 (12.737 min): BG051818.D\data.ms (-1568) (-  m/z 117.15 100.00%
117.2
5000
1 730 rcpa gl S
‘ ﬂ53 M 150.2 12.50 13.00
\\\\‘\\\\“m\\h\‘\“““\‘\‘\h\h“‘\‘\\\“\\\‘\‘\H”\‘H‘H‘HH‘HH‘H m/Z 115.00 57.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72304: Benzene, (2-bromocyclopropyl)-
117.0
5000 by,
12.50 13.00
91.0 m/z 45.10 30.59%
39.0
63.0 ‘
T . \“ T \“1 \““‘\‘\ \‘\“‘ T \‘\ T “r T 1“ T ‘]\-5\2\?\1\7\4‘0\]\-\9\6‘9\
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #72305: Benzene, (2-bromocyclopropyl)-
117.0
il et
12.50 13.00
5000 m/z 73.00 25.33%
91.0
51.0
STV U N =Y -1
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #16147: Cyclopropane, 1-methyl-1-phenyl-
117.0 12.50 13.00
m/z 116.15 18.31%
5000
91.0
51.0
70 i |
‘H"Jm‘«MMUMMHNM‘M‘NMH!M‘MM“H“‘H“‘H“‘
m/z--> 20 40 60 80 100 120 140 160 180 200 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 30
R.T. EstConc Area Relative to ISTD R.T.
13.724 2.93 ng/ul 66318  Acenaphthene-di0 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 80
2 Hexadecane 226 C16H34 000544-76-3 74
3 Tetradecane 198 C14H30 000629-59-4 72
4 Tetradecane 198 C14H30 000629-59-4 72
5 Nonadecane 268 C19H40 000629-92-5 64

Abundance Scan 1742 (13.724 min): BG051818.D\data.ms (-1732) (- m/z 57.15 100.00%

571
5000
85.2
— —
‘ H ‘ H’ 140.2 13.50 14.00
H‘_‘mdum‘mhwwwﬁ‘mw_wu,u‘w‘u‘_u‘w‘u‘u‘w“ m/z 43.15  72.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane
57.0
5000 e =
85.0 13.50 14.00
29.0 m/z 71.10 53.24%
\‘ | h | | 41301410169, 240.(
H\‘\H\‘HH‘\H\‘H\\‘HH‘\\H’\H\‘HH‘\H\’\H\‘HH‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107220: Hexadecane
—— —
13.50 14.00
5000 85.0 m/z 41.15 43.21%
29.0
11
kL M30141,01600 1070 2260
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #74006: Tetradecane T —
57.0 13.50 14.00
m/z 85.15 36.84%
5000
85.0
29.0
/1301410 1600 196.0 ‘ e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-01 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
13.789 18.80 ng/ul 425568  Acenaphthene-d10 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5,5-Diethyl-1,3-oxazinane-2,4-dione 171 C8H13NO3 000702-54-5 35
2 Pentanoic acid, 4-methyl-, methy... 130 C7H1402 002412-80-8 14
3 Cyclohexane, (1-methylpropyl)- 140 CleH20 007058-01-7 14
4 Cyclohexanethiol 116 C6H12S 001569-69-3 14
5 Cyclohexanethiol 116 C6H12S 001569-69-3 14
Abundance Scan 1753 (13.788 min): BG051818.D\data.ms (-1745) (- m/z 55.15 100.00%
55.1
87.0 143.2
5000
ey —
35 ‘116.1 176.1 13.50 14.00
, 1‘\‘\‘\‘”‘H‘HH‘H‘H\‘,\H1]\ m/z 41.15 82.96%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46776: 5,5-Diethyl-1,3-oxazinane-2,4-dione
143.0
5000 o s
55.0 83.0 13.50 14.00
m/z 87.05 68.16%
20.0 ‘ ‘ 112.0
\\\‘\M\\‘i‘”\‘\”!“\‘\M}\‘!\\\“‘\\!\‘\1\\‘1\\\’\\\.\‘\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #15558: Pentanoic acid, 4-methyl-, methyl ester
43.0 74.0
— —
13.50 14.00
5000 15.0 ITI/Z 143.15 66.31%
99.0
Y Y-S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #20735: Cyclohexane, (1-methylpropyl)- e Ty
55.0 83.0 13.50 14.00
m/z 56.15 59.10%
5000
29.0 111.0
‘ 140.0
‘H“h‘WNM‘m"UH\M"W‘HN““Hl““,H““ e s
m/z--> 20 40 60 80 100 120 140 160 180 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-02 Concentration Rank 31
R.T. EstConc Area Relative to ISTD R.T.
14.546 2.84 ng/ul 64298 Acenaphthene-die 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Undecanol 172 C11H240 000112-42-5 27
2 1-Dodecene 168 C12H24 000112-41-4 27
3 (S)-(+)-6-Methyl-1-octanol 144 C9H200 110453-78-6 27
4 5-Hydroxy-4,4,6-trimethyl-7-oxab... 170 C9H1403 201733-12-2 27
5 Dodecyl acrylate 240 C15H2802 002156-97-0 27

Abundance Scan 1882 (14.546 min): BG051818.D\data.ms (-1877) (- m/z 41.15 100.00%

41.1
85.0
5000
174.2
131.2 1 T
M ?5 1101 14.50
“w““‘wwhm; m/z 55.15  71.79%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #47360: 1-Undecano
55.0
5000 — :
83.0 14.50
29.0 m/z 85.05 67.26%
‘ \H It ‘\“ M0 13501540
TT T rirror [T TT \\‘\\\f\\\\\\\\\\\\\\\\\
miz--> 20 40 60 80 100 120 140 160 180
Abundance #43464: 1-Dodecene
41,0
T \
14.50
5000 69.0 ITI/Z 69.10 57.29%
97.0
‘\‘\ “\ , 126.0 168.0
R e SIS
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #24442: (S)-(+)-6-Methyl-1-octanol — ‘
55.0 970 14.50
' m/z 43.10 51.55%
5000
29.0 ‘
NN Y1 W O B o
m/z--> 20 40 60 80 100 120 140 160 180 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 11 (DEL) Alkane: Straight-Chai... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
14.787 2.14 ng/ul 48397  Acenaphthene-d10 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 76
2 Pentadecane 212 C15H32 000629-62-9 68
3 Octane, 3,4,5,6-tetramethyl- 170 C12H26 062185-21-1 64
4 Pentadecane 212 C15H32 000629-62-9 60
5 Tetradecane 198 C14H30 000629-59-4 59

Abundance Scan 1923 (14.787 min): BG051818.D\data.ms (-1919) (- m/z 57.15 100.00%

57.1
JL 150 1500
112.3 . .
136.9 182.2 212.1
H\‘H\thilUM\NN\MJHW‘wwﬁw\\w\\u‘u\\w\\w m/z 43.15  91.94%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90189: Pentadecane
57.0
5000 — ——
85.0 14.50 15.00
29.0 m/z 71.15 69.73%
1130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90193: Pentadecane
57.0
e —
14.50 15.00
=000 m/z 41.15 52.25%
85.0
29.0 212.0
113.0 '
S O A LR YR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45518: Octane, 3,4,5,6-tetramethyl- —— ——
57.0 14.50 15.00
m/z 85.15 48.29%
50001 90 8.0 uAWMJKxMWJkWWMWJ\wﬁJ
Ll L \‘ % 1390 168.0
H“H‘W“H,‘H‘_“W"H,H“_“W‘H“H“_‘H‘ — —
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 Dodecanoic acid Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.

15.298 5.36 ng/ul 121280  Acenaphthene-di10 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 n-Decanoic acid 172 C10H2002 000334-48-5 83
3 Undecanoic acid 186 C11H2202 000112-37-8 72
4 Dodecanoic acid 200 C12H2402 000143-07-7 72
5 n-Decanoic acid 172 C10H2002 000334-48-5 53

Abundance Scan 2010 (15.298 min): BG051818.D\data.ms (-2003) (-  m/z 73.00 100.00%

41.1 73.0
5000
129.1 157.2
— —
‘ ‘ ‘ 97.1 ‘ 200.3 15.00 15.50
H“H“»‘l‘M‘MWJMmW‘Wkuuuﬂhuuq‘ﬂ“u“_“‘ m/z 60.10  91.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #75716: Dodecanoic acid
60.0
5000 LESHNS st
650 129.0 1570 15.00 15.50
29.0 ‘ ' m/z 41.15 89.28%

200.0
hb
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #46966: n-Decanoic acid

73.0

— —
15.00 15.50

129.0
5000 m/z 43.15 80.87%
43.0
0 i I 2
H“H“_‘w“wuw R R R ARSERE NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60689: Undecanoic acid T —
60.0 15.00 15.50
m/z 55.15 60.81%
5000
29.0 85.0 129.0
186.0
157.
079 W broirr N
m/z--> 20 40 60 80 100 120 140 160 180 200 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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: Straight-Chai... Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
15.733 3.15 ng/ul 71261  Acenaphthene-d1e 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 53
2 1-Decene, 4-methyl- 154 C11H22 013151-29-6 53
3 Tridecane, 4-methyl- 198 C14H30 026730-12-1 53
4 Dodecane, 4-methyl- 184 C13H28 006117-97-1 50
5 Nonane, 2,6-dimethyl- 156 C11H24 017302-28-2 50
Abundance Scan 2084 (15.733 min): BG051818.D\data.ms (-2080) (-  m/z 57.15 100.00%
57.1
5000 85.2 MM
—— —
112.1
| il 1433 1741962 15.50 1600
e : ‘HJ“MH‘ s et m/z 43.15 84.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59063: Undecane, 4,6-dimethyl-
57.0
5000 — ——
15.50 16.00
29.0 85.0 m/z 71.25 83.06%
113.0
\\‘\‘\\\“‘\\\H‘\\‘\\‘1‘\\\’\\\\‘\\\]-\4.“]-\(\)\\‘\\\]\-‘8\4.\0\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31422: 1-Decene, 4-methyl-
57.0
— —
15.50 16.00
5000 m/z 41.15 56.97%
29.0
112.0
‘ ‘ 84.0 ‘
A s
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #74016: Tridecane, 4-methyl- T T
43.0 15.50 16.00
m/z 55.15 38.26%
5000
T J\MNWMAJA/AﬂkMWAj
990 1260 1850 130 S
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-03 Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
15.839 4.50 ng/ul 101915  Acenaphthene-di10 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Tetradecen-3-yne, (Z)- 192 C14H24 074744-47-1 47
2 3-Methylenecyclopentene 80 C6H8 000930-26-7 43
3 3-Tridecen-1-yne, (Z)- 178 C13H22 037981-62-7 42
4 1-Dodecen-3-yne 164 C12H20 074744-36-8 42
5 1-Decen-3-yne 136 C10H16 033622-26-3 42

Abundance Scan 2102 (15.839 min): BG051818.D\data.ms (-2098) (-  m/z 79.15 100.00%

79.2
5000
196.2
T 125.1 15.50 16.00
167.2 : :
‘05"‘2‘“mHum‘uw_m‘w“_m m/z 81.15 47.45%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66975: 5-Tetradecen-3-yne, (2)-
79.0
5000 41.0 T ]
15.50 16.00
107.0 m/z 67.15 40.26%
|, |185.0 163.0 1920
I
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1244: 3-Methylenecyclopentene
79.0
— —
15.50 16.00
5000 ITI/Z 80.15 39.86%
39.0
,
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #52967: 3-Tridecen-1-yne, (2)- it —
43.0 79.0 15.50 16.00
m/z 196.15 36.20%
5000
107.0
135.0
P R P NN (PO A o
m/z--> 20 40 60 80 100 120 140 160 180 200 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07

Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 16 Lilac alcohol A Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
16.226 9.28 ng/ul 210159  Acenaphthene-die 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Lilac alcohol A 170 C10H1802 033081-34-4 55
2 Lilac alcohol B 170 C10H1802 033081-35-5 55
3 Lilac alcohol D 170 C10eH1802 033081-37-7 55
4 Lilac alcohol C 170 C1eH1802 033081-36-6 49
5 Spiro[2.4]heptane-5-methanol, 5-... 142 C8H1402 109532-58-3 43

Abundance Scan 2168 (16.226 mln) BGO051818.D\data.ms (-2163) - m/z 93.10 100.00%

5000
141.1
— —
1711 202.0224.3 16.00 16.50
m/z 111.15 93.91%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #44948: Lilac alcohol A
558.0
93.0
5000 — ——
16.00 16.50
m/z 43.15 84.05%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #44949: Lilac alcohol B
55.0
93.0 T ]
16.00 16.50
5000 ITI/Z 41.15 71.47%
155.0
ol 2280
SN O R
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #44951.: Lilac alcohol D T —
55.0 16.00 16.50
m/z 72.15 67.07%
93.0
5000
‘ ‘ 155.0
O
m/z--> 40 60 80 100 120 140 160 180 200 220 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.279  23.49 ng/ul 531744  Acenaphthene-d10 14.911
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(5H)-Furanone, 5-ethyl-3-hydrox... 142 C7H1003 000698-10-2 22
2 Ethyl 1,2,4-oxadiazole-3-carboxy... 142 C5H6N203 039512-59-9 14
3 2-Thiopheneacetic acid 142 C6H602S 001918-77-0 14
4 2,2-Dichloroethanol, chlorodiflu... 226 C4H3C13F202 1000376-21-1 14
5 Benzene, 1-chloro-3-methoxy- 142 C7H7C10 002845-89-8 11
Abundance Scan 2177 (16.279 min): BG051818.D\data.ms (-2172) (- m/z 97.05 100.00%
97.0
142.2 202.2
5000
P e
16.00 16.50
0 m/z 142.15 71.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22479: 2(5H)-Furanone, 5-ethyl-3-hydroxy-4-methyl-
97.0
57.0 A
5000 O o
142.0 16.00 16.50
m/z 202.15  70.79%
m
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22273: Ethyl 1,2,4-oxadiazole-3-carboxylate
97.0
e o
45.0 16.00 16.50
5000 70.0 m/z 41.15 61.87%
142.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22362: 2-Thiopheneacetic acid —— —
97.0 16.00 16.50
m/z 87.05 51.72%
5000
45.0 142.0 fwARAMNWN/\JMfAMVwA
69.0
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 18 unknown-@5 Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
16.309 3.90 ng/ul 291467  Phenanthrene-di10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2(5H)-Furanone, 5-ethyl-3-hydrox... 142 C7H1003 000698-10-2 38
2 3-Thiopheneacetic acid 142 C6H602S 006964-21-2 35
3 2-Thiopheneacetic acid 142 C6H602S 001918-77-0 35
4 (3-Hydroxy-1H-pyrazol-4-yl)aceti... 142 C5H6N203 1000435-10-9 35
5 (5-Hydroxy-2H-pyrazol-3-yl)aceti... 142 C5H6N203 1000443-54-2 25

Abundance Scan 2182 (16.309 min): BG051818.D\data.ms (-2180) (-  m/z 97.05 100.00%
97.0

5000 142.2
45.1
202.2 T L —
‘ H 74.0 ‘ L ‘ 16.00 16.50
w,w“_w M‘W“Hﬂ“u‘“m‘h‘w“‘mwmi?ﬁﬁw,ww m/z 142.15  43.61%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22479: 2(5H)-Furanone, 5-ethyl-3-hydroxy-4-methyl-
97.0
57.0
5000 o o
142.0 16.00 16.50
m/z 87.10  38.70%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22363: 3-Thiopheneacetic acid
97.0
= —r—
16.00 16.50
5000 ITI/Z 141.05 37.54%
45.0 142.0
69.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22362: 2-Thiopheneacetic acid o e
97.0 16.00 16.50
m/z 45.15 33.29%
5000
45.0 142.0 U\/W\—‘N
690
m/z--> 20 40 60 80 100 120 140 160 180 200 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 20 Tetradecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

17.055 29.85 ng/ul 2233010  Phenanthrene-d10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Dodecanoic acid 200 C12H2402 000143-07-7 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 80

Abundance Scan 2309 (17. 055 min): BG051818.D\data.ms (-2302) (- m/z 73.10 100.00%

e
43.1 3
5000
129.1 185.1
—T \
228.3 17.00
15
0‘H‘H‘MwWMJWWMHﬁhmiwm‘ﬂ‘HM‘M‘mH\H‘Wﬂ‘W‘H‘ m/z 60.15 87.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109282: Tetradecanoic acid
43.0 |73.0
5000 129.0 228.0 1T I
17.00
185.0 m/z 43.15 82.25%
15.0 i \Mi‘\ ? ‘ \H\‘\ T “\ \\5\“ \w‘\ T ‘ T \ T \“ TTTT ‘ T \‘\ T ‘ TTT1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109281: Tetradecanoic acid
73.0
— T \
43.0 17.00
5000 m/z 41.15 80.29%
129.0
185.0 228.0
?570
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109284: Tetradecanoic acid —— ‘
73.0 17.00
129.0 m/z 55.15 66.19%
5000 43.0
185.0 2280
1
L, =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-06 Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
17.478 3.02 ng/ul 225721  Phenanthrene-di10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Methyl-3,3-diphenylurea 226 C14H14N20 013114-72-2 38
2 1-Methyl-3,3-diphenylurea 226 C14H14N20 013114-72-2 38
3 3,3,6,6-Tetramethoxy-1,4-cyclohe... 200 C10H1604 015791-03-4 35
4 N-(4-Nitro-1,8-naphthalimido)-4-... 379 C19H10FN305 300690-90-8 22
5 Acetamide, N,N-diphenyl- 211 C14H13NO 000519-87-9 22

Abundance Scan 2381 (17.478 min): BG051818.D\data.ms (-2378) (- m/z 123.05 100.00%

128.1 169.1
5000 226.2
——
411 77.2 ‘ 17.50
. H\ ayl HwH . H\‘\ ‘H R ‘u T ol — 280.¢ m/z 169.05 92.47%
miz--> 50 100 150 200 250
Abundance #106816: 1-Methyl-3,3-diphenylurea
169.0
5000 T
17.50
226.0 m/Z 226.15 48.97%
390, " uso | |
T T T \ ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #106814: 1-Methyl-3,3-diphenylurea
169.0
T
17.50
5000 ITI/Z 167.15 35.65%
51.0
226.0
1so_ |jgotso | 7T
miz--> 50 100 150 200 250
Abundance  #75343: 3,3,6,6-Tetramethoxy-1,4-cyclohexadiene ——
169.0 17.50
m/z 97.15 22.12%
138.0
5000
95.0
41.0 ‘
: ‘\\‘\ \“ \Hmmu Ly M‘\‘ ‘\‘ ‘ \‘ | \! “2‘0‘0'9‘ e ——
miz--> 50 100 150 200 250 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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 22 Pentadecanoic acid Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
17.848 5.86 ng/ul 438690  Phenanthrene-d10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 53
2 Pentadecanoic acid 242 C15H3002 001002-84-2 35
3 Tetradecanoic acid 228 C14H2802 000544-63-8 35
4 4-Methylcyclohexaneacetic acid (... 156 C9H1602 1000453-59-2 25
5 Formamide, cyano-N,N-bis(1-methy... 154 C8H14N20 034282-81-0 18

Abundance Scan 2444 (17.848 min): BG051818.D\data.ms (-2440) (- m/z 97.05 100.00%

41.1 97.0
5000 153.1
199.2228-2 — =
17.50 18.00
2581 m/z 41.15  87.24%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126199: Pentadecanoic acid
43.0 73.0
5000 129.0 T T
17.50 18.00
199.0 2420 m/z 73.10 85.55%
15 T
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #126202: Pentadecanoic acid
43.0 73.0
— ——
17.50 18.00
5000 ITI/Z 55.15 68.07%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #109280: Tetradecanoic acid — —
73.0 17.50 18.00
m/z 43.15 66.72%
- m

— —
m/z--> 20 40 60 80 100120140160180200220240260280 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.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 23 unknown-07 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
17.895 3.75 ng/ul 280609  Phenanthrene-die 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexaneethanol, .beta.-methy... 140 C9H160 007697-55-4 14
2 1-Cyclohexyl-1-pentyne 150 C11H18 067886-53-7 12
3 5,10-Undecadienoic acid, 2-methy... 208 C13H2002 051788-60-4 11
4 Cyclopentanecarboxylic acid, 2-h... 184 C10H1603 107364-02-3 11
5 1,6,11-Dodecatriene, (Z)- 164 C12H20 096165-45-6 10

Abundance Scan 2452 (17.895 min): BG051818.D\data.ms (-2448) (- m/z 67.15 100.00%
67.2

5000 39

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #21611: Cyclohexaneethanol, .beta.-methylene-

=

— —
17.50 18.00

m/z 41.15 90.16%

=

67.0
5000 [ aln
3900 109.0 17.50 18.00
m/z 79.15 76.24%
1140'0
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260
Abundance #27734: 1-Cyclohexyl-1-pentyne
67.0
— —
17.50 18.00
5000 ITI/Z 85.15 69.92%
390 109.0
_‘N‘MHNUH 1360
m/z--> 20 40 60 80 100120 140 160 180 200 220 240 260

Abundance #85100: 5,10-Undecadienoic acid, 2-methylene-, methyl ¢ == ——
67.0 17.50 18.00
m/z 111.05 66.87%
5000

109.0

29.0

‘ 176.0 208.0
——— — —r
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.50 18.00

148.0

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 unknown-08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.948 34.92 ng/ul 2612080  Phenanthrene-d10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Hexen-3-o0l, 2,5-dimethyl- 128 C8H160 060703-31-3 11
2 Methacrylamide 85 C4H7NO 000079-39-0 11
3 5-Methyl-1-nitropyrazole 127 CAH5N302 031163-85-6 11
4 2-Ethyl-tetrahydropyran 114 C7H140 1000386-40-1 11
5 Cyclohexanedicarboxylic acid, 3-... 184 C11H2002 027392-18-3 10

Abundance Scan 2461 (17.948 min): BG051818.D\data.ms (-2454) (-  m/z 85.05 100.00%

83.0
127.1
5000 41.1 230.2
170.2 1800
18.00
0,20112‘5,0-3 m/z 127.05  60.41%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #14459: 4-Hexen-3-0l, 2,5-dimethyl-
83.0
5000 T
18.00
41.0 m/z 41.15 44.68%
\H\’\‘\‘H“HH\‘\H‘\‘\”\\‘\‘H‘\‘l\]\-\\?\”(\)\\\’\\\\‘HH‘HH‘HH‘HH‘HH’\H
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #1734: Methacrylamide
83.0
41.0
——
18.00
5000 ITI/Z 230.15 43.66%
120 b
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #13333: 5-Methyl-1-nitropyrazole T
127.0 18.00
97.0 m/z 145.05 42.04%
T JL
S VR R S O — SRR
m/z--> 20 40 60 80 100120140160180200220 240260 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 25 unknown-09 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.

17.994 20.89 ng/ul 1562770  Phenanthrene-d10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bromochlorodifluoromethane 164 CBrClF2 000353-59-3 38
2 1-Acetyl-4-[(4-bromophenyl)sulfo... 346 C12H15BrN203S 486422-26-8 35
3 Dichlorodifluoromethane 120 CC12F2 000075-71-8 27
4 2,4-Dimethylpentan-3-yl 2-methyl... 200 C12H2402 1000372-73-2 25
5 6-Thiabicyclo[3.2.1]octane 128 C7H12S 000279-91-4 22

Abundance Scan 2469 (17.995 min): BG051818.D\data.ms (-2465) (- m/z 85.05 100.00%
8!:

5.0
127.1
5000 41.1
230.2
—r—
‘ ‘ 187.2 18.00
b Ly g 2843 m/z 127.05  58.62%
miz--> 50 100 150 200 250 300
Abundance #40440: Bromochlorodifluoromethane
85.0
5000 T
18.00
31.0 129.0 m/z 41.15 46.60%
\‘ T \“‘\ ‘1 \‘\ H T ‘ T H \“%?6\.9 T ‘ T T T ‘ L ‘ L
miz--> 50 100 150 200 250 300
Abundance #254749: 1-Acetyl-4-[(4-bromophenyl)sulfonyl]piperazine
85.0 127.0
—r
18.00
5000 ITI/Z 145.05 37.76%
43
‘ M L 171.0 221.0 303.0 346.(
el e e e T
miz--> 50 100 150 200 250 300
Abundance #10766: Dichlorodifluoromethane T
85.0 18.00
m/z 230.15 37.05%
5000
3.0, | 1220
T L e e T B B A o
m/z--> 50 100 150 200 250 300 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 26 unknown-10 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
18.159 4.16 ng/ul 311204  Phenanthrene-d10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 2,4-dimethyl- 112 C6H8S 000638-00-6 35
2 Thiophene, 2,5-dimethyl- 112 C6H8S 000638-02-8 35
3 Thiophene, 3,4-dimethyl- 112 C6H8S 000632-15-5 35
4 2-Thiophenecarboxylic acid, isop... 170 C8H1002S 111160-47-5 35
5 Thiophene, 2,5-dimethyl- 112 C6H8S 000638-02-8 35

Abundance Scan 2497 (18.159 min): BG051818.D\data.ms (-2494) (- m/z 111.05 100.00%

111.1
55.1
5000
157.1 228.2 — —
‘ ‘ b ‘ 623 3 18.00 18.50
sl f292ln 2623 327, L, o qs g6.14%
miz--> 50 100 150 200 250 300
Abundance #7295: Thiophene, 2,4-dimethyl-
111.0
5000 e —
18.00 18.50
450 m/z 112.05 60.97%
S L I e B B
m/z--> 50 100 150 200 250 300
Abundance #7296: Thiophene, 2,5-dimethyl-
111.0
— s
18.00 18.50
5000 ITI/Z 113.15 41.75%
59.0
so ol L4
miz-> 50 100 150 200 250 300
Abundance #7297: Thiophene, 3,4-dimethyl- e ==
111.0 18.00 18.50
m/z 128.05 39.93%
5000
45.0
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\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 27 unknown-11 Concentration Rank 37
R.T. EstConc Area Relative to ISTD R.T.
18.341 2.47 ng/ul 184783  Phenanthrene-di10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Thiophene, 3,4-dimethyl- 112 C6H8S 000632-15-5 43
2 Thiophene, 3,4-dimethyl- 112 C6H8S 000632-15-5 43
3 Thiophene, 2,4-dimethyl- 112 C6H8S 000638-00-6 38
4 Thiophene, 2,5-dimethyl- 112 C6H8S 000638-02-8 38
5 Thiophene, 2,5-dimethyl- 112 C6H8S 000638-02-8 38

Abundance Scan 2528 (18.341 min): BG051818.D\data.ms (-2525) (-  m/z 111.15 100.00%

111.2 ' '
55.1
5000
157.1 228.1 — — T
‘ ‘ | ‘ Jn 2541 18.00 18.50
iy sk b ] A 2681 m/z 55.15 80.67%
miz--> 50 100 150 200 250
Abundance #7303: Thiophene, 3,4-dimethyl-
111.0
5000 = =
450 18.00 18.50
770 m/z 112.05 55.80%
L \“\HHM‘H ‘h‘\‘ ] “\‘ R B B
miz--> 00 150 200 250
Abundance #7304.Thmphene,3A~dhneﬂwk
111.0
— =
18.00 18.50
5000 m/z 41.15 51.39%
45.0
‘ 77.0
“ m uy H\HH ‘h - \‘ “\ ; — — —
miz--> 50 100 150 200 250
Abundance #7295: Thiophene, 2,4-dimethyl- = =
111.0 18.00 18.50
m/z 97.15 43.83%
5000
45.0
15.0 “ 77.0
T L T \ “\ ‘H “\HH\‘ ‘h\ T h‘ \“ T T ‘ T T ‘ T T ‘ T ‘ T T ‘ T
miz--> 50 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 28 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.629 492.42 ng/ul 36834800 Phenanthrene-d1e 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
4 Pentadecanoic acid 242 C15H3002 001002-84-2 95
5 Tridecanoic acid 214 C13H2602 000638-53-9 94

Abundance Scan 2577 (18.629 min): BG051818.D\data.ms (-2558) (-  m/z 73.15 100.00%

5000 129.2

213.2

—

256 3 18.50 19.00

171.2
1 “hh bt ULl 1 209 3551401 s 4315 gs.eax

OMH

100 150 200 250 300 350 400
#143508: n-Hexadecanoic acid

73.2
256.0
5000 — -
129.0 18.50 19.00
213.0 m/z 60.15 84.22%
‘ 171.0 ‘
- H hh\u\u‘m ‘\“‘ ““‘u\‘ ‘\H“HH‘HH‘HH“

m/z-->
Abundance

ﬁ:

100 150 200 250 300 350 400
#143510: n-Hexadecanoic acid

m/z-->
Abundance

— ‘ ‘
18.50 19.00

5000 129.0 m/z 41.15 83.54%

171.0213.0256.0

HH‘\ \\h”\ \u
m/z--> 5 lOO 150 200 250 300 350 400

%

Abundance #143509: n-Hexadecanoic acid
43.0 18.50 19.00
m/z 55.15 78.68%
5000 256.0
129.0

3.0 213.0

RN
B P R N S—
m/z--> 5 100 150 200 250 300 350 400 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 29 unknown-12 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
18.934 2.60 ng/ul 194375  Phenanthrene-di10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzamide, 4-fluoro-N-(2-butyl)-... 223 C13H18FNO 1000463-95-0 38
2 Benzamide, 4-fluoro-N-(2-pentyl)... 237 C14H20FNO 1000489-40-2 35
3 2-Fluorobenzoic acid, 4-pentadec... 350 C22H35F02 1000280-61-7 35
4 Tetracosyl benzoate 458 (C31H5402 103569-99-9 27
5 Benzoic acid, tridecyl ester 304 C20H3202 1010340-22-6 27

Abundance Scan 2629 (18.934 min): BG051818.D\data.ms (-2626) (-  m/z 123.05 100.00%
1

28.1
183.1
5000
254.2
411 —
‘ 83.2 ‘ 19.00
b bl 12173 L2891 e a5 66.16%
miz--> 50 100 150 200 250 300
Abundance  #102993: Benzamide, 4-fluoro-N-(2-butyl)-N-ethyl-
123.0
5000 T
19.00
194.0 m/z 181.15  57.41%
290 75.0 ‘ ‘
\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300
Abundance  #119748: Benzamide, 4-fluoro-N-(2-pentyl)-N-ethyl-
123.0
—r
19.00
5000 ITI/Z 254.15 28.95%
194.0
290 700 ‘ 2810
L
miz--> 50 100 150 200 250 300
Abundance  #259874: 2-Fluorobenzoic acid, 4-pentadecyl ester ooty
123.0 19.00
m/z 194.15 26.56%
5000
43.0
H ‘ 83.0 ‘ 210.0
i Lo paero ST 2ss0 IS
m/z--> 50 100 150 200 250 300 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 30 unknown-13 Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
19.404 2.72 ng/ul 203667  Phenanthrene-di10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentanoic acid, 4-hexadecyl ester 326 C21H4202 1000282-86-4 22
2 1,3-Dimethyl-4,8-dioxatricyclo[5... 172 C8H1204 1000186-19-0 20
3 2-(8-Chloro-3,7-dimethyl-octa-2,... 272 C15H25C102 118197-64-1 20
4 cis-1-Methoxy-3-methyl-1-butene 100 C6H120 1000139-44-1 18
5 1-[(4-Nitrophenyl)sulfonyl]piper... 313 C12H15N305S 1000486-45-1 18

Abundance Scan 2709 (19.404 min): BG051818.D\data.ms (-2706) (-  m/z 85.15 100.00%

85.2
1.1 127.1
5000
258.1
——
i 224.1 306.334 1950
ol bl ) 2248 L 806:33404 0 107 65 61.58%
miz--> 50 100 150 200 250 300
Abundance #232243: Pentanoic acid, 4-hexadecyl ester
85.0
5000 I
19.50
43.0 i m/z 41.15 59.37%
. 224.0
\“‘\ \H“‘M “‘U \““\“““ 1“ e “\ T T \‘\ ™ \2\8\3\0‘ T T T
miz--> 50 100 150 200 250 300
Abundance #47854: 1,3-Dimethyl-4,8-dioxatricyclo[5.1.0.0(3,5)]octan:
85.0
——
19.50
5000 ITI/Z 145.05 51.79%
43.
Whlddyy w0
miz-> 50 100 150 200 250 300
Abundance #163231: 2-(8-Chloro-3,7-dimethyl-octa-2,6-dienyloxy)teti e
85.0 19.50
m/z 55.15 51.01%
5000
41.0
135.0171.0
) 10 00 om0 -~
m/z--> 50 100 150 200 250 300 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 31 +trans-13-Octadecenoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
19.704 6.19 ng/ul 462999  Phenanthrene-d10 17.654
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid 282 C18H3402 000693-71-0 91
2 cis-Vaccenic acid 282 C18H3402 000506-17-2 86
3 1-Dodecanethiol 202 C12H26S 000112-55-0 72
4 4-Isopropyldicyclohexylmethane 222 C16H30 054965-61-6 60
5 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 50

Abundance Scan 2760 (19.704 min): BG051818.D\data.ms (-2756) (-  m/z 55.15 100.00%

5!:
5000 97.2
264.2 19.50 20.00
202.1 4. : :
1169.2
w“”‘u bl e b 3021 s 4005 75.76%
miz--> 50 100 150 200 250 300
Abundance #176229: trans-13-Octadecenoic acid
55.0
5000 — —
97.0 19.50 20.00
m/z 69.15 64.78%
264.0
15.0, u“ I L1370 1800 2220 280
miz--> 50 100 150 200 250 300
Abundance #176209: cis-Vaccenic acid
55.0
—— —
19.50 20.00
5000 970 m/z 43.15  60.90%
7.0 264.0
150 | | Ll L BT, 1800 2220 60
miz-> 50 100 150 200 250 300
Abundance #77847: 1-Dodecanethiol T —
55.0 19.50 20.00
m/z 83.15 52.78%
97.0
5000
168.0 202.0
bk S
m/z--> 50 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 32 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.833 209.01 ng/ul 5809990 Chrysene-d12 21.983
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 98
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90

Abundance Scan 2782 (19.833 min): BG051818.D\data.ms (-2775) (- m/z 43.15 100.00%

43.1
5000 3.2 129.2
1852 2412 — ——
‘ ‘ ‘ 284.3 19.50 20.00
(- 0 N T L 2203 m/z 73.15  94.21%
miz--> 100 150 200 250 300 350
Abundance #179091: Octadecanoic acid
5000 129.0 — —
19.50 20.00
1850 549 o 2840 m/z 60.15 82.72%
MM M “‘\‘ “““‘\‘\‘
miz-> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
= T

100 150 200 250 300 350
Abundance #179090: Octadecanoic acid

%

19.50 20.00
m/z 55.15 79.80%

5000

129.0
‘ 284.0

3.0
18‘5 0 2410
- | \ I ‘ I

mlz--> 100 150 200 250 300 350 19.50 20.00

19.50 20.00
5000 129.0 m/z 41.15 80.50%
29.0 1850 410 284.0
, ‘\“ \H‘ H“H u‘ﬂ“ W \ - \‘ - ‘L‘ — ““ R
m/z-->

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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 33 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.590  15.39 ng/ul 427774  Chrysene-d12 21.983
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cetene 224 C16H32 000629-73-2 98
2 1-Hexadecanethiol 258 C16H34S 002917-26-2 93
3 Octadecane, 1-(ethenyloxy)- 296 C20H400 000930-02-9 93
4 1-Hexadecanol, 2-methyl- 256 C17H360 002490-48-4 93

5 Pentadecafluorooctanoic acid, he... 638 C24H33F1502 1000406-04-6 91

Abundance Scan 3081 (21.590 min): BG051818.D\data.ms (-3077) (- m/z 57.15 100.00%

57.1
5000
7.2
s
139.2 183.1221.1 2771 :
_— H I “‘ R atteent 2lnd 334y, 43,15 95.83%
m/z--> 50 100 150 200 250 300
Abundance #104591: Cetene
41.0
83.0
5000 —
21.50
m/z 55.15 73.02%
\\\‘\\\\\ ‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300
Abundance #146041: 1-Hexadecanethiol
55.0
97.0 — ‘
21.50
5000 ITI/Z 71.15 68.85%
224.0
40.0
1‘5‘q‘ ‘u“\ }H ‘H“ “M L T H H %82(\) . ‘Z‘GPO b
m/z--> 50 100 150 200 250 300
Abundance #194562: Octadecane, 1-(ethenyloxy)- 7 ‘
57.0 21.50
m/z 41.15 53.73%
5000
970
18-9}9‘ \‘h | 1380 1800 2220 2810

7
m/z--> 50 100 150 200 250 300 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 34 Bis(2-ethylhexyl) phthalate Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.

21.842  32.52 ng/ul 903888  Chrysene-di2 21.983

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 83
2 Phthalic acid, 2-ethylhexyl isoh... 362 C22H3404 1000308-98-5 80
3 Bis(2-ethylhexyl) phthalate 390 C24H3804 000117-81-7 80
4 Phthalic acid, decyl 2-ethylhexy... 418 C26H4204 1000309-00-0 64
5 Phthalic acid, di(2-methylbutyl)... 306 C18H2604 1000322-82-5 59

Abundance Scan 3124 (21.842 min): BG051818.D\data.ms (-3120) (-  m/z 149.05 100.00%
149.1

5000
57.1

— ——
104.1 ‘ 21.50 22.00
279.1
“‘N‘MJW‘HN“‘ 2208 T 3418 m/z 57.15 35.52%
miz--> 0 100 150 200 250 300 350
Abundance #295612: Bis(2-ethylhexyl) phthalate
149.0

o

%

5000 — ——
21.50 22.00
m/z 167.05  26.40%

57.0
27
quidu 1030 2070 2170 390.(

m/z--> 0 50 100 150 200 250 300 350
Abundance  #271865: Phthalic acid, 2-ethylhexyl isohexyl ester

%

149.0
21.50 22.00
5000 ITI/Z 41.15 21.31%
43.0 g5.0 251.0
3830
m/z--> 0 50 100 150 200 250 300 350
Abundance #295611: Bis(2-ethylhexyl) phthalate — ——
149.0 21.50 22.00
m/z 43.15 21.08%
5000
57.0
Lo
| L L
H““““““ e e P e
m/z--> 0 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\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07

Operator : CG/JU

Sample : M5193-09

Misc

ALS vial : 24

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
: SVOA CALIBRATION

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 35

(DEL) Alkane: Straight-Chai...

Concentration Rank 22

R.T. EstConc Area Relative to ISTD R.T.
22.171 5.30 ng/ul 147327  Chrysene-di12 21.983
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 C28H58 000630-02-4 87
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 80
3 Docosane, 7-butyl- 366 C26H54 055282-15-0 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 74

Abundance Scan 3180 (22.171 min): BG051818.D\data.ms (-3177) (- m/z 57.15 100.00%

57.1
5000
2200 2250
147.1 192.1 237.1 309.3 - :
“WW‘MﬂwLvakww\“““““‘u““g??}“‘ m/z 43.15 82.87%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 — ——
22.00 22.50
m/z 71.15 60.96%

| h‘hu A141018302250 281.0 337.0 394.

miz--> 50 100 150 200 250 300 350

?

Abundance #262017: Heptadecane, 9-octyl-
57.0
22.00 22.50
5000 ITI/Z 85.15 48.98%
239.0
LT w00 28103230 AMW\J\MW
L e B e e
m/z--> 50 100 150 200 250 300 350
Abundance #275541: Docosane, 7-butyl- 7 —
43.0 22.00 22.50
m/z 41.15 36.38%
o I LM
154.0 309.0
by ez 3990 I
m/z--> 50 100 150 200 250 300 350 22.00 22.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 36 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
22.829 7.60 ng/ul 211274  Chrysene-di12 21.983
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 91
2 Eicosane 282 C20H42 000112-95-8 90
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 87
4 Eicosane 282 C20H42 000112-95-8 86
5 Dodecane, 4-methyl- 184 C13H28 006117-97-1 83
Abundance Scan 3292 (22.829 min): BG051818.D\data.ms (-3288) (- m/z 57.15 100.00%
57.1
5000
22%6 é3bd
69.2 249.1 ' :
‘Hu““wﬁ‘ﬁhm} SR 3238 420 40 43,15 88.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158602: Tridecane, 7-hexyl-
57.0
5000 — ——
22.50 23.00
182.0 m/z 71.15 81.21%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176385: Eicosane
57.0
— —
22.50 23.00
5000 m/z 85.15 43.73%
LLL 138D 1690 2250 2620
\\\\“\\\“\‘\\“\‘\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #132769: 2-Bromo dodecane — —
57.0 22.50 23.00
m/z 41.15 40.10%
5000
13.0 169.0
T T e
m/z--> 50 100 150 200 250 300 350 400 22.50 23.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 37 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
23.593 10.80 ng/ul 300208 Chrysene-d12 21.983
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 90
2 Pentadecane 212 C15H32 000629-62-9 87
3 Pentadecane 212 C15H32 000629-62-9 83
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
5 Octacosane 394 C28H58 000630-02-4 83
Abundance Scan 3422 (23.593 min): BG051818.D\data.ms (-3417) (- m/z 57.15 100.00%
57.1
5000 wﬂy_/\wmﬁ
‘ b92 2350 |
1552 197.1 :
S LA “‘ L i 0l 2383 2800318 0 43,15 78.33%
mlz--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl-
57.0
5000 — :
23.50
9.0 141.0 m/z 71.15 69.95%
L\s.\q‘\ ‘ “ “‘ “h h‘ \“‘ T ‘\ “ :!-8\4\()‘ L ’ T T T ‘ L ‘ 1
miz--> 50 100 150 200 250 300 350
Abundance #90190: Pentadecane
57.0
T
23.50
5000 m/z 85.15 43.74%
9.0
. ‘\“ \““‘\‘ ‘!‘ }g “ | \1\4\1‘0\ T ‘2‘1‘2‘0‘ T T T T WMNJNW
m/z--> 50 100 150 200 250 300 350
Abundance #90193: Pentadecane 7
57.0 23.50
m/z 55.15 31.01%
20 WM/\V\MW
212.0
m/z--> 100 150 200 250 300 350 23.50

SFAM-EPA-BG121421.M Tue Jan 11 01:17:03 2022 Page: 37



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 38 (DEL) Alkane: Straight-Chai... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

24.480 6.98 ng/ul 266068 Perylene-d12 25.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 91
2 Nonadecane 268 C19H40 000629-92-5 83
3 Tetracosane 338 C24H50 000646-31-1 80
4 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80
5 Nonadecane 268 C19H40 000629-92-5 80

Abundance Scan 3573 (24.480 min): BG051818.D\data.ms (-3568) (-  m/z 57.15 100.00%
57.1

5000 JW\/\
92 2450
141.3 207.1 :
e ‘“ M‘, e 2922011 3383 0 43015 71.42%
m/z--> 50 100 150 200 250 300 350
Abundance #158600: Nonadecane
57.0
5000 T
24.50
m/z 71.15 67.72%
\‘ | “\ [ u‘ I 1‘410 183.0 268.0
\\‘\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350
Abundance #158597: Nonadecane
57.0
—
24.50
5000 ITI/Z 85.15 48.57%
9.0
L ) 141.0183.0 225.0 268.0
gl P
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane —
57.0 24.50
m/z 41.15 33.88%
- »WWJ\WW
9.0
L, 141.01830225.0267.0  338.0
A e ——
m/z--> 50 100 150 200 250 300 350 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 39 Campesterol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
29.755 100.83 ng/ul 3845180  Perylene-di12 25.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Campesterol 400 (C28H480 000474-62-4 97
2 Campesterol 400 C28H480 000474-62-4 87
3 Campesterol 400 C28H480 000474-62-4 78
4 5-Cholestene-3-0l1, 24-methyl- 400 C28H480 290299-12-6 70
5 Ergost-5-en-3-0l, (3.beta.)- 400 C28H480 004651-51-8 45
Abundance Scan 4471 (29.755 min): BG051818.D\data.ms (-4454) (-  m/z 43.15 100.00%
5000
105.1 2132
—— —
29.50 30.00
iy m/z 55.15 47.89%
mlz--> 50 100 150 200 250 300 350 400
Abundance #302693: Campesterol
43.0
5000 — —
T 145.0 400.0 2950 30.00
2130 289.0 ' m/z 105.10  40.37%
: ‘L“ | ‘h“ ‘ \M\‘u ‘\\M‘ ly \im“hﬂ‘ \“Jh “.“L‘J “\.‘ \‘} ’ “\‘3‘410"9‘\‘ M‘ B
m/z--> 50 100 150 200 250 300 350 400
Abundance #302694: Campesterol
43.0
— —
29.50 30.00
5000 105.0 ITI/Z 91.10 35.22%
400.0
59.0 213.0 289.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #302695: Campesterol T —
43.0 29.50 30.00
m/z 79.15 35.15%
5000
107.0 400.0
59.0 2130 315.0
L H 261.0
e

m/z--> 50 100 150 200 250 300 350 400 29.50 30.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 40 Stigmasterol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

30.196  68.35 ng/ul 2606410  Perylene-d12 25.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Stigmasterol 412 C29H480 000083-48-7 94
2 Stigmasterol 412 C29H480 000083-48-7 89
3 Stigmasterol 412 C29H480 000083-48-7 66
4 Cholesta-6,22,24-triene, 4,4-dim... 394 C29H46 1000128-66-9 64
5 Chondrillasterol 412 C29H480 000481-17-4 42

Abundance Scan 4546 (30.196 min): BG051818.D\data.ms (-4532) (-  m/z 55.15 100.00%

55.1
5000
—— —
| 300.3 351.3 412« 30.00 30.50
_— m/z 81.15 59.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance #309443: Stigmasterol
55.0
5000 133.0 T U
4120 30.00 30.50
255.0 300.0 ' m/z 69.15  53.94%
hbeze, LU0 =
; ‘\\‘ o ’I H M ‘m\\‘H\‘ Jh H uh o ‘MM‘ H‘\ m H N - “ - ‘ ‘\‘
m/z--> 50 100 150 200 250 300 350 400
Abundance #309446: Stigmasterol
55.0
—— —
255.0 30.00 30.50
5000 m/z 83.15 51.25%
‘ \‘\‘ bl
m/z--> 50 100 150 200 250 300 350 400
Abundance #309444: Stigmasterol T —
55.0 30.00 30.50
m/z 43.15 43.58%
5000
107. 0 412
WALl a0 0 a0 7
H 11T PP PR L
e LRIV NN N AR SR B —— —
m/z--> 50 100 150 200 250 300 350 400 30.00 30.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 41 .gamma.-Sitosterol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
31.500 266.09 ng/ul 10147100  Perylene-di12 25.490
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 .gamma.-Sitosterol 414 C29H500 000083-47-6 99
2 .beta.-Sitosterol 414 C29H500 000083-46-5 90
3 (3s,8S,95,10R,13R,14S,17R)-17-((... 414 C29H500 029365-29-5 81
4 .beta.-Sitosterol 414 C29H500 000083-46-5 66
5 Campesterol 400 C28H480 000474-62-4 20

Abundance Scan 4768 (31.500 min): BG051818.D\data.ms (-4739) (- m/z 43.15 100.00%

43.1
5000 105.2
) T ‘ T
M 31.50
“‘Nw; m/z 55.15 54.50%
mlz--> 50 100 150 200 250 300 350 400
Abundance #310597: .gamma.-Sitosterol
43.0
5000 T
31.50
m/z 57.15 52.11%
‘\l | ’\w .
m/z--> 50 100 150 200 250 300 350 400
Abundance #310596: .beta.-Sitosterol
43.0
——
31.50
5000 m/z 105.15 42.69%
107.0 414.(
161.0
213.0 303.0
A H 257. 354.0
i
m/z--> 50 100 150 200 250 300 350 400
Abundance #310626: (3S,85,9S,10R,13R,14S,17R)-17-((2R,5R)-5,6- —
43.0 31.50
m/z 91.15 41.91%
5000 91.0 1450 382.0 JL\
’ —
m/z--> 50 100 150 200 250 300 350 400 31.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG-2021\BG-DEC-21\BG122721\
Data File : BG@51818.D

Acqg On : 28 Dec 2021 2:07
Operator : CG/JU

Sample : M5193-09

Misc :

ALS Vvial : 24 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG121421.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|
Glycerol trieth... 8.877 9.4 ng/ul 111086 1 8.272 237193 20.0
Hexanoic acid, ... 9.571 11.7 ng/ul 138267 1 8.272 237193 20.0
Cyclopentasilox... 9.864 2.7 ng/ul 44303 2 11.110 328079 20.0
Diglycolic acid... 11.621 2.6 ng/ul 42720 2 11.110 328079 20.0
5-Aza-2H-indazole 11.756 2.5 ng/ul 41675 2 11.110 328079 20.0
Benzene, (2-bro... 12.737 4.0 ng/ul 66371 2 11.110 328079 20.0
(DEL) Alkane: S... 13.724 2.9 ng/ul 66318 3 14.911 452705 20.0
unknown-01 13.789 18.8 ng/ul 425568 3 14.911 452705 20.0
unknown-02 14.546 2.8 ng/ul 64298 3 14.911 452705 20.0
(DEL) Alkane: S... 14.787 2.1 ng/ul 48397 3 14.911 452705 20.0
Dodecanoic acid 15.298 5.4 ng/ul 121280 3 14.911 452705 20.0
(DEL) Alkane: S... 15.733 3.1 ng/ul 71261 3 14.911 452705 20.0
unknown-03 15.839 4.5 ng/ul 101915 3 14.911 452705 20.0
Lilac alcohol A 16.226 9.3 ng/ul 210159 3 14.911 452705 20.0
unknown-04 16.279 23.5 ng/ul 531744 3 14.911 452705 20.0
unknown-05 16.309 3.9 ng/ul 291467 4 17.654 1496070 20.0
Tetradecanoic acid 17.055 29.9 ng/ul 2233010 4 17.654 1496070 20.0
unknown-06 17.478 3.0 ng/ul 225721 4 17.654 1496070 20.0
Pentadecanoic acid 17.848 5.9 ng/ul 438690 4 17.654 1496070 20.0
unknown-07 17.895 3.8 ng/ul 280609 4 17.654 1496070 20.0
unknown-08 17.948 34.9 ng/ul 2612080 4 17.654 1496070 20.0
unknown-09 17.994 20.9 ng/ul 1562770 4 17.654 1496070 20.0
unknown-10 18.159 4.2 ng/ul 311204 4 17.654 1496070 20.0
unknown-11 18.341 2.5 ng/ul 184783 4 17.654 1496070 20.0
n-Hexadecanoic ... 18.629 492.4 ng/ul 36834800 4 17.654 1496070 20.0
unknown-12 18.934 2.6 ng/ul 194375 4 17.654 1496070 20.0
unknown-13 19.404 2.7 ng/ul 203667 4 17.654 1496070 20.0
trans-13-Octade... 19.704 6.2 ng/ul 462999 4 17.654 1496070 20.0
Octadecanoic acid 19.833 209.0 ng/ul 5809990 5 21.983 555947 20.0
(DEL) Alkane: S... 21.590 15.4 ng/ul 427774 5 21.983 555947 20.0
Bis(2-ethylhexy... 21.842 32.5 ng/ul 903888 5 21.983 555947 20.0
(DEL) Alkane: S... 22.171 5.3 ng/ul 147327 5 21.983 555947 20.0
(DEL) Alkane: S 22.829 7.6 ng/ul 211274 5 21.983 555947 20.0
(DEL) Alkane: S 23.593 10.8 ng/ul 300208 5 21.983 555947 20.0
(DEL) Alkane: S... 24.480 7.0 ng/ul 266068 6 25.490 762689 20.0
Campesterol 29.755 100.8 ng/ul 3845180 6 25.490 762689 20.0
Stigmasterol 30.196 68.3 ng/ul 2606410 6 25.490 762689 20.0
.gamma.-Sitosterol 31.500 266.1 ng/ul 10147100 6 25.490 762689 20.0
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