LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM102319MA.M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 4.287 218 221 229 rVB2 175329 264514 2.26% 0.166%
2 4 _.957 330 335 344 rVB 958955 1450356 12.40% 0.910%
3 5.093 354 358 366 rVB 206694 319004 2.73% 0.200%
4 6.610 613 616 624 rVB3 95036 154942 1.32% 0.097%
5 6.787 641 646 657 rVB 373404 630905 5.39% 0.396%
6 6.946 668 673 690 rVB 1116366 1861821 15.92% 1.169%
7 7.140 700 706 717 rVB 1317745 2094938 17.91% 1.315%
8 7.604 779 785 795 rBV2 1183954 2116106 18.09% 1.328%
9 7.975 845 848 856 rVB 106472 165574 1.42% 0.104%
10 8.169 876 881 888 rVB 120017 192407 1.64% 0.121%

11 8.316 899 906 917 rvVB 1006387 1641311 14.03% 1.030%
12 8.587 947 952 960 rVB2 194996 321513 2.75% 0.202%
13 8.751 974 980 992 rVB 1495512 2473599 21.15% 1.553%
14 8.934 1006 1011 1021 rVB4 42667 99250 0.85% 0.062%
15 9.469 1095 1102 1114 rBV 1163181 1914310 16.36% 1.202%

16 9.645 1128 1132 1145 rVB3 47346 143010 1.22% 0.090%
17 9.804 1152 1159 1167 rBV 370796 632900 5.41% 0.397%
18 10.010 1187 1194 1207 rBV 1739273 2995733 25.61% 1.881%
19 10.381 1250 1257 1264 rVV 1587711 2650809 22.66% 1.664%
20 10.445 1264 1268 1274 rVB5 56762 100283 0.86% 0.063%

21 10.528 1274 1282 1292 rVB 94823 224667 1.92% 0.141%
22 11.410 1427 1432 1439 rVB 90702 152025 1.30% 0.095%
23 11.739 1478 1488 1502 rBV 493322 908846 7.77% 0.571%
24 12.369 1589 1595 1600 rVV2 184354 297544 2.54% 0.187%
25 12.498 1612 1617 1627 rBvV4 76236 140773 1.20% 0.088%

26 12.669 1641 1646 1652 rVB2 92373 154660 1.32% 0.097%
27 12.828 1663 1673 1679 rBV2 4428739 8080946 69.08% 5.073%
28 12.886 1681 1683 1689 rVB 93897 140258 1.20% 0.088%

29 13.098 1716 1719 1727 rVB5 42665 76877 0.66% 0.048%
30 13.180 1727 1733 1737 rBV7 39687 89527 0.77% 0.056%
31 13.227 1737 1741 1746 rVB4 40948 64469 0.55% 0.040%
32 13.310 1750 1755 1760 rVB3 40255 64382 0.55% 0.040%
33 13.486 1781 1785 1789 rBV3 55397 76590 0.65% 0.048%

34 13.669 1810 1816 1830 rBV2 3572148 6682137 57.12% 4_.195%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
SVOA CALIBRATION

35 13.810 1835 1840 1847 rBV 2488812 3169876 27.10% 1.990%

36 13.939 1854 1862 1871 rBV 3957785 6186426 52.88% 3.884%
37 14.033 1872 1878 1891 rVB 1323984 1921214 16.42% 1.206%
38 14.251 1908 1915 1919 rBV 2833625 4280377 36.59% 2.687%
39 14.298 1919 1923 1933 rVB 4699579 6277118 53.66% 3.941%
40 14.474 1945 1953 1957 rBVY 253780 491263 4._.20% 0.308%

41 14.522 1957 1961 1967 rVV 336174 524473 4.48% 0.329%
42 14.616 1971 1977 1987 rVvV 903655 1561146 13.35% 0.980%
43 14.704 1988 1992 2003 rVV 617003 893687 7.64% 0.561%
44 14.798 2003 2008 2016 rVB 155492 241148 2.06% 0.151%
45 14.927 2026 2030 2033 rBVY 96069 130730 1.12% 0.082%

46 15.016 2040 2045 2050 rVvB 138919 196965 1.68% 0.124%
47 15.151 2061 2068 2078 rBV4 183646 341173 2.92% 0.214%
48 15.251 2078 2085 2098 rBV 5423286 7762443 66.36% 4.873%
49 15.374 2101 2106 2114 rBV 1471618 2102337 17.97% 1.320%
50 15.504 2122 2128 2129 rBV2 325301 422550 3.61% 0.265%

51 15.527 2129 2132 2136 rVB 485327 635777 5.43% 0.399%
52 15.716 2160 2164 2167 rBV 62349 78894 0.67% 0.050%
53 15.769 2167 2173 2178 rVV 271201 398692 3.41% 0.250%
54 15.886 2188 2193 2196 rBV2 125860 183759 1.57% 0.115%
55 15.933 2196 2201 2208 rVB 883960 1299355 11.11% 0.816%

56 16.163 2235 2240 2241 rBV3 86061 116118 0.99% 0.073%
57 16.192 2242 2245 2249 rVB 205547 282367 2.41% 0.177%
58 16.274 2255 2259 2264 rBV2 164211 252066 2.15% 0.158%
59 16.421 2279 2284 2291 rBV4 109199 227312 1.94% 0.143%
60 16.616 2313 2317 2325 rVB 156015 223240 1.91% 0.140%

61 16.780 2341 2345 2357 rVB 65606 166209 1.42% 0.104%
62 16.886 2357 2363 2368 rBV5 55935 123589 1.06% 0.078%
63 16.998 2376 2382 2389 rVB 3110908 4430766 37.88% 2.782%
64 17.098 2393 2399 2410 rBV 6916342 9441794 80.71% 5.927%
65 17.280 2421 2430 2435 rBV6 135734 347177 2.97% 0.218%

66 17.374 2442 2446 2448 rBV4 58405 82757 0.71% 0.052%
67 17.492 2462 2466 2473 rBV 144805 251508 2.15% 0.158%
68 17.686 2492 2499 2504 rBV 3559373 5174924 44 _.24% 3.249%
69 17.733 2504 2507 2518 rVB2 389990 668629 5.72% 0.420%
70 17.833 2519 2524 2534 rVB 292745 445329 3.81% 0.280%

71 17.921 2534 2539 2543 rBV 332704 473596 4._.05% 0.297%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_.M
= SVOA CALIBRATION

72 18.045 2554 2560 2568 rBV 2120481 2836120 24.24% 1.780%
73 18.145 2572 2577 2580 rVV 1851852 2556710 21.86% 1.605%
74 18.198 2580 2586 2600 rVB 3289912 5601979 47.89% 3.517%
75 18.404 2618 2621 2626 rVB 64690 93392 0.80% 0.059%

76 18.462 2626 2631 2639 rBV 447068 613434 5.24% 0.385%
77 18.739 2674 2678 2686 rVB2 498650 631316 5.40% 0.396%
78 18.880 2697 2702 2709 rVB 225711 309932 2.65% 0.195%
79 18.980 2714 2719 2725 rBV 420197 593927 5.08% 0.373%
80 19.033 2725 2728 2731 rVB 83957 98805 0.84% 0.062%

81 19.145 2743 2747 2753 rVB 835882 1011064 8.64% 0.635%
82 19.209 2755 2758 2764 rVV5 106653 128831 1.10% 0.081%
83 19.321 2774 2777 2781 rBV3 76750 98861 0.85% 0.062%
84 19.398 2784 2790 2796 rVV 7589105 10726408 91.69% 6.734%
85 19.456 2796 2800 2811 rVB 351863 542789 4.64% 0.341%

86 19.621 2824 2828 2837 rVB 657382 829450 7.09% 0.521%
87 19.704 2837 2842 2852 rVB 706626 1024023 8.75% 0.643%
88 19.815 2857 2861 2865 rBV 1088206 1460313 12.48% 0.917%
89 19.862 2865 2869 2875 rVB 1497162 1929597 16.50% 1.211%
90 19.945 2877 2883 2884 rBV3 285285 485559 4._.15% 0.305%

91 20.015 2891 2895 2904 rVB 202905 283286 2.42% 0.178%
92 20.209 2925 2928 2939 rBV5 257629 436088 3.73% 0.274%
93 20.315 2942 2946 2954 rBV 188696 302497 2.59% 0.190%
94 20.456 2967 2970 2976 rBv4 188249 258647 2.21% 0.162%
95 20.574 2987 2990 2998 rVB3 502100 633625 5.42% 0.398%

96 20.939 3048 3052 3057 rBV 685221 1032743 8.83% 0.648%
97 21.198 3091 3096 3106 rBV 4201597 5701334 48.74% 3.579%
98 21.374 3123 3126 3130 rBv4 281031 332910 2.85% 0.209%
99 23.244 3438 3444 3451 rBV 6506035 11698061 100.00% 7.344%
100 23.386 3462 3468 3479 rVB2 3128755 5858580 50.08% 3.678%

Sum of corrected areas: 159294051
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM023580.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 1,3-Oxathiolane Concentration Rank 27

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

4.29 2.50 ng/ul 264514 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Oxathiolane 90 C3H60S 002094-97-5 94
2 Hvdrazinecarboxvlic acid. methvl... 90 C2H6N202 006294-89-9 59
3 Acrolein. 2-chloro- 90 C3H3CIO 000683-51-2 38
4 3-Thietanol 90 C3H60S 010304-16-2 33
5 1,3-Oxathiolane 90 C3H60S 002094-97-5 22

Abundance Scan 222 (4.293 min): BM023580.D (-218) (-) m/z 60.00 100.00%

] 0
5000 a»

4.00 420 440 460

73 107
o o 078 191 209 57 90.00 91.86%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2279: 1,3-Oxathiolane
60 90
5000 45 LA L L L L L LB
4.00 4.20 4.40 4.60
o7 m/z 59.00 56.02%
o SN SN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2233: Hydrazinecarboxylic acid, methyl ester
31 90
A e
45 4.00 4.20 4.40 4.60
5000 59 m/z 45.00 51.94%
15
I |
Ottt e b e o e
T T T T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2246: Acrolein, 2-chloro- RN e s
9 4.00 4.20 440 460
m/z 61.00 23.28%
5000 62
0 I li N
L B L L B L A R
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Benzene, chloro- Concentration Rank 5

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

4.96 13.71 ng/ul 1450360 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. chloro- 112 C6H5CI 000108-90-7 94
2 Benzene. chloro- 112 C6H5CI 000108-90-7 94
3 Benzene. chloro- 112 C6H5CI 000108-90-7 93
4 Benzene. chloro- 112 C6H5CI 000108-90-7 90
5 Phenol, 3-fluoro- 112 C6H5FO0 000372-20-3 30

Abundance Scan 335 (4.957 min): BM023580.D (-330) (-) m/z 112.00 100.00%
112
77
5000
o 450 4k 500 sho
37 : : : :
0 Sl 209 281 m/z 77.05 62.13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6348: Benzene, chloro-
112
77
5000 I N R L
460 4.80 5.00 5.20
51 m/z 114.00 32.39%
oL1s 3 97
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #6345: Benzene, chloro-
112
460 480 500 520
5000 77 m/z 51.05 20.39%
51
0 37 H | I 97
m/z--> ﬁo Jo éo éo 160 150 150 1é0 180 200 220 240 2éo 2éo
Abundance #6347: Benzene, chloro-  ERE L S L SR
112 460 4.80 5.00 5.20
m/z 50.00 19.41%
5000 v
51
oL18 87 | o7
m/z--> ﬁo Jo éo éo 100 120 150 1éo 180 200 220 240 2éo 2éo 4%0 4%0 560 550
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 Ether, hexyl t-butyl Concentration Rank 21

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

5.09 3.02 ng/ul 319004 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ether. hexvl t-butvl 158 C10H220 069775-79-7 64
2 Acetic acid. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 43
3 3-Methvl-6-ethvl--2.4-dioxadecane 188 C11H2402 1000334-83-2 40
4 2-Butanol. 3-methoxv- 104 C5H1202 053778-72-6 39
5 Pentane, 2-methoxy- 102 C6H140 006795-88-6 38

Abundance Scan 358 (5.093 min): BM023580.D (-354) (-) m/z 59.10 100.00%
5o
5000 /\_
a 480 500 520 540
115 - - -
- A N < - NN .10 B oy S T R T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #29624: Ether, hexyl t-butyl
59
5000
43 4.80 5.00 520 5.40
m/z 41.10 16.32%
0 ZIZ | I| 8|5 100 e
m/z--> 20 45 60 80 100 120 140 160 180 200 220 240 260
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester
59
480 500 520 540
5000 M m/z 43.00 13.01%
o 73 126 142
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #51531: 3-Methyl-6-ethyl--2,4-dioxadecane R e
59 4.80 5.00 5.20 5.40
m/z 56.10 9.86%
5000
43
oL15 290 | 758 112 128141 157 173
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 4 unknown-01 Concentration Rank 19

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

8.59 3.04 ng/ul 321513 1,4-Dichlorobenzene-d4 7.60
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Hvdroxvmethvlene-2.6-dimethvl-_.. 182 C11H1802 1000186-81-5 37
2 N-Acetvlpvrrolidone 127 C6HONO2 000932-17-2 30
3 5.6-Dihvdropvran-2-one. 5-acetox... 212 C10H1205 069651-04-3 23
4 Formamide. N-(5-amino-2H-1.2.3-t... 127 C3H5N50 328977-78-2 22
5 1H-Imidazole, 2-methyl-4-nitro- 127 C4H5N302 000696-23-1 22

Abundance Scan 953 (8.592 min): BM023580.D (-947) (-) m/z 43.10 100.00%
43
5000 69 97 127
55 A AN M
| 81 114 142 209 8.20 8.40 8.60 8.80 9.00
Ob el m/z 41.10 48_.67%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47021: 4-Hydroxymethylene-2,6-dimethyl-oct-7-en-3-one
43
71
5000 RS RN S R
8.20 8.40 8.60 8.80 9.00
27 55 m/z 127.10 40.51%
o |, |\| . 141 154164 182
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #11762: N-Acetylpyrrolidone
43
820 8.40 860 8.80 9.00
5000 127 m/z 97.10 38.37%
86 99
?ﬁ l 5? 69 | | 112
e L S I S S WL B SIS B S

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #70598: 5,6-Dihydropyran-2-one, 5-acetoxy-6-(1,2-epoxypropyl)

43 8.20 8.40 8.60 8.80 9.00
84 m/z 69.10 34 .34%
5000 97 127
55 41
o M Lo o L 118 139151 170180 193 208
S o T et o e e e R
m/z--> 20 40 60 80 100 120 140 160 180 200 8.20 8.40 8.60 8.80 9.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 2,4,6-Cycloheptatrien-1-one Concentration Rank 14

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

9.80 4.78 ng/ul 632900 Naphthalene-d8 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.6-Cvcloheptatrien-1-one 106 C7H60 000539-80-0 87
2 2.4.6-Cvcloheptatrien-1-one 106 C7H60 000539-80-0 83
3 2.5-Pvrrolidinedione. 1-I(3-pvri... 220 C10H8N204 078348-28-4 72
4 Benzene 78 C6H6 000071-43-2 64
5 Benzene 78 C6H6 000071-43-2 64

Abundance Scan 1158 (9.798 min): BM023580.D (-1152) (-) m/z 78.05 100.00%
78
106
5000 136 /\_
51 N o T
39 | 63 92 9.40 9.60 9.80 10.00 10.20
ol 2+ | m/Z 106.00 51.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5073: 2,4,6-Cycloheptatrien-1-one
78
106
5000 LR I I SN
51 940 9.60 9.80 10.00 10.20
m/z 136.00 37 .38%
| 63
Ot et el e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #5072: 2,4,6-Cycloheptatrien-1-one
78

9.40 9.60 9.80 10.00 10.20
5000 106 m/z 50.95  21.22%

51
39
ok .??,??. A ??..wh,.99., N —
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance : idinedi S

#76895: 2,5-Pyrrolidinedione, 1-[(3-pyridinylcarbonyl)oxy]- i i e e o
106 940 960 980 10.00 10.20

m/z 77.00 19.04%

78
5000 51
Ll 66 | o5 | 123 155 220
e L S ST

m/z--> 200 40 60 80 100 120 140 160 180 200 220 9.40 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 Phenol, p-tert-butyl- Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
11.74 6.86 ng/ul 908846 Naphthalene-d8 10.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 96
2 Phenol. p-tert-butvl- 150 C10H140 000098-54-4 94
3 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 93
4 Phenol. m-tert-butvl- 150 C10H140 000585-34-2 91
5 Phenol, m-tert-butyl- 150 C10H140 000585-34-2 91

Abundance Scan 1488 (11.739 min): BM023580.D (-1478) (-) m/z 135.10 100.00%
5000 107 /\
150 e o S Rama
4 o es 77 119 103 11.40 11.60 11.80 12.00
Ob v e bt i b b 7 A8 /7710700 42.46%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23712: Phenol, p-tert-butyl-
135
5000
107 11.40 11.60 11.80 12.00
a1 150 m/z 150.10 19.21%
65 77 95
ol 15 27 | St P ] | 19
miz--> 20 40 60 80 100 120 140 160 180
Abundance #23714: Phenol, p-tert-butyl-
135
11.40 11,60 11.80 12.00
5000 m/z 95.00 13.93%
a1 107
150
27 || 51 65 77 | 119
U I S I W WL I I I
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23717: Phenol, m-tert-butyl-
135 11.40 11.60 11.80 12.00
m/z 41.05 12.07%
5000
107 150
41 7 9
oL 27 [ st 6 ' | | 119 |
m/z--> 20 40 60 80 100 120 140 160 180 ' 1140 11.60 11.80 12.00

SOM-EPA-BM102319MA_.M Tue Nov 05 00:18:19 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 7 unknown-02 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.83 37.76 ng/ul 8080950 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Dimethvl-T1.21dithiolane 1.1... 166 C5H1002S2 1000185-07-5 35
2 1.3-Oxathiolane 90 C3H60S 002094-97-5 27
3 (SY-(-)-2-Chloropropionic acid 108 C3H5CI02 029617-66-1 25
4 Propanoic acid. 2-chloro- 108 C3H5CI02 000598-78-7 17
5 1,3-Oxathiolane, 2,2-dimethyl- 118 C5H100S 005684-31-1 14
Abundance Scan 1673 (12.828 min): BM023580.D (-1663) (-) m/z 60.00 100.00%
60
166
92
5000
45 122
78 S 1 G
136 12.60 12.80 13.00 13.20
ol e Ll sl 188 s 966.00 72.40%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #35291: 3,5-Dimethyl-[1,2]dithiolane 1,1-dioxide
60
5000 41 R B SO BN B
12.60 12.80 13.00 13.20
27 4 87 102 166 m/z 92.00 62 .25%
o N N W - S N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #2279: 1,3-Oxathiolane
60 90
"' 12160 1280 13.00 13.20
5000 45 m/z 64.00 50.05%
27 ‘
0:|||||‘|‘|“||lh|||“|||||||“l|||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5225: (S)-(-)-2-Chloropropionic acid S L N B
28 12.60 12.80 13.00 13.20
m/z 45.00 40.20%
5000 P
55
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 8 Phosphoric acid, dipropyl o... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.81 14.81 ng/ul 3169880 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphoric acid. dipropvl octvl ... 294 C14H3104P 1000308-96-4 56
2 Phosphoric acid. dipropvl nonvl ... 308 C15H3304P 1000309-01-0 40
3 Tripropvl phosphate 224 C9H2104P 000513-08-6 38
4 Spiroll.3-dioxolane-2.2"(1"H)-na... 196 C12H2002 006857-86-9 33
5 n-Butyl methylphosphonofluoridate 154 C5H12F02P 000352-63-6 33
Abundance Scan 1840 (13.810 min): BM023580.D (-1835) (-) m/z 99.00 100.00%
99
5000
43 15| 1340 13160 1380 14,00 14120
82 183197 : : : : :
ol 82 .1.%?,'.'...'~i|..1.5.?.1??.,.... L2 Tm/z 141.00  21.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #139155: Phosphoric acid, dipropyl octyl ester
99
5000 141 NSRS SR SR B
183 13140 13.60 13.80 14.00 14.20
m/z 43.05 16.85%
43
ol 27 | 57 71 g4 | 112125 155169 209 253
m/z--> 25 45 60 80 100 120 140 160 180 200 220 240 2é0
Abundance #150971: Phosphoric acid, dipropyl nonyl ester
99
13.40 13.60 13.80 14.00 14.20
5000 m/z 41.05 16.67%
141
183
0 H \H ‘H \ 112125 155169 ‘ 267
m/z--> 20 40 60 85 100 150 140 160 180 200 220 240 260
Abundance #81477: Tripropyl phosphate
99 13.40 13.60 13.80 14.00 14.20
m/z 125.00 8.84%
5000
43 141
123 183
ol 27 | 5o 8 |l 155 7|7 209224
IIII""I"''I""I""I""I""IIIII RS SREN SE S A N R AR AL AL N
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 9 Benzene, 3-cyclohexen-1-yl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.03 8.98 ng/ul 1921210 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 3-cvclohexen-1-vl- 158 C12H14 004994-16-5 78
2 Stvrene 104 C8HS8 000100-42-5 74
3 Butanedioic acid. phenvl- 194 C10H1004 000635-51-8 64
4 Stvrene 104 C8HS8 000100-42-5 64
5 Benzene, 3-cyclohexen-1-yl- 158 C12H14 004994-16-5 59
Abundance Scan 1877 (14.027 min): BM023580.D (-1872) (-) m/z 104.05 100.00%
4
5000
A
51 g5 1 129 ~13.80 14.00 14.20 14.40
39 51 63 91 [ 115 129949 157 179 208 103.10  15.

owﬁﬁiw%-ﬁw,,,,, m/z 103.10 15.58%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29713: Benz(bene, 3-cyclohexen-1-yl-

104

5000
13.80 14.00 14.20 14.40

8 of s 158 m/z 78.00 15.42%
129141

27 39 51 65 |

01 e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4874: Styrene
104
13.80 14.00 14.20 14.40
5000 m/z 77.00 9.61%
27 3\9 \‘\ 63 m“ 89 il
R o L o o e i B LN A B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #55716: Butanedioic acid, phenyl-
104 13.80 14.00 14.20 14.40
m/z 105.10 8.66%
5000
51 78
L2739 | e | g | 176
I o e e L o o e o L B i A S b e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.80 14.00 14.20 14.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 10 Benzeneethanol, .alpha.,.al... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.62 7.29 ng/ul 1561150 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzeneethanol. .alpha...alpha.-... 162 C11H140 025982-72-3 64
2 2-Methvlbenzvl cvanide 131 COHON 022364-68-7 64
3 Benzene. 3-cvclohexen-1-vl- 158 C12H14 004994-16-5 53
4 AH-Pvran-4-one 2.3-dihvdro-2-phe... 174 C11H1002 1000163-21-2 53
5 2,5-Pyrrolidinedione, 3-phenyl- 175 C10H9NO2 003464-18-4 50
Abundance Scan 1978 %4.622 min): BM023580.D (-1971) (-) m/z 104.05 100.00%
104
5000
o 8 131 147 S REEmam
14.40 14.60 14.80 15.00
ol 3 161176 193207 281 m/z 147.00 20.81%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #32218: Benzeneedt)hanol, .alpha.,.alpha.-dimethyl-.beta.-me...
104
5000 59

14.40 14.60 14.80 15.00
m/z 131.05 19.83%

27 a3 7 19 Mieo
O e et e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #14001: 2-Methylbenzyl cyanide
104
A BAEEE s
14.40 14.60 14.80 15.00
5000 131 m/z 103.10 18.35%
77
2 % L1
Ottt e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #29718: Benzene, 3-cyclohexen-1-yl-

14.40 14.60 14.80 15.00
m/z 78.05 14.96%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 11 Tributyl phosphate Concentration Rank 15

R.T. EstConc Area Relative to ISTD R.T.
14.70 4.18 ng/ul 893687 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tributvl phosphate
2 Tributvl phosphate
3 Tributvl phosphate

266 C12H2704P
266 C12H2704P
266 C12H2704P

000126-73-8 64
000126-73-8 64
000126-73-8 50

000126-73-8 42
1000298-93-9 38

4 Tributvl phosphate 266 C12H2704P
5 Phosphoric acid, dibutyl 1,1-dim... 352 C13H25F404P

Abundance Scan 1991 (14.698 min): BM023580.D (-1988) (-) m/z 99.00 100.00%
99
5000
41 141 LB L e
57
12577155 197 14.40 14.60 14.80 15.00
82
B R il Mo .1??.1,5.‘?.. .2.1.1. 2ok m/z 41.10  18.06%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #115148: Tributyl phosphate
99
5000
14.40 14.60 14.80 15.00
a1 57 155 m/z 140.95 14 _.57%
125 211
ok 21 | | 82 139 | 169183 [ 237
.”.P.”,”.q.”...”,”.w.“......”...“ T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #115149: Tributyl phosphate
99
14.40 14.60 14.80 15.00
5000] 59 m/z 57.05 11.39%
> 125 19 211
ol e 19 | ass 7

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #115152: Tributyl phosphate
99 14.40 14.60 14.80 15.00
m/z 43.05 9.17%
5000
41 57 125 155 211
0 27 || 82 ~139 169183196 |

14. 40 14. 60 14. 80 15. OO

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

SOM-EPA-BM102319MA_.M Tue Nov 05 00:18:21 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 12 Phenol, 4,6-di(1,1-dimethyl.._. Concentration Rank 22
R.T. EstConc Area Relative to ISTD R.T.
15.53 2.97 ng/ul 635777 Acenaphthene-d10 14.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 4.6-di(l.1-dimethvlethvl... 220 C15H240 000616-55-7 97
2 Phenol. 4.6-di(l.1-dimethvlethvl... 220 C15H240 000616-55-7 91
3 Phenol. 2.4.6-tris(l-methvlethvl)- 220 C15H240 002934-07-8 87
4 4.6-di-tert-Butvl-m-cresol 220 C15H240 000497-39-2 80
5 Propanoic acid, 2-methyl-3-[4-t-... 220 C14H2002 1000131-87-0 74
Abundance Scan 2132 (15.527 min): BM023580.D $2129) ) m/z 205.10 100.00%
205
5000
S 20 15.20 15.40 15.60 15.80
791 115 177 : : : :
o3 L T7 O MR8 aoealTaon | L om 556 50 16, 46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77579: Phenol, 4,6—di(1,1—dimethy|ethy|2b—2 methyl-
205
5000 L SURRR RS BURLL UL
15.20 15.40 15.60 15.80
57 220 m/z 57.10 15.65%
0 2741 | 8l 105121135149 175189 .
m/z--> 20 40 60 80 160 120 140 160 1§0 200 220 240 260 280
Abundance #77580: Phenol, 4,6-di(1,1- dlmethylethyl()D 2-methyl-
205
15.20 15.40 15.60 15.80
5000 . m/z 206.20 14 .51%
220
41 81 ‘
ol 27 95 121135149 175189 | |,
m/z--> 20 40 60 80 160 120 140 160 180 200 220 240 260 280
Abundance #77572: Phenol, 2,4,6-tris(1-methylethy!)- R e L A mamy
205 15.20 15.40 15.60 15.80
m/z 91.10 4._.64%
5000
220
43 177
| 27 63 77 91 117131145 1637|191
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.20 15.40 15.60 15.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 13 2(3H)-Benzothiazolone Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
15.93 5.87 ng/ul 1299360 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 93
2 2(3H)-Benzothiazolone 151 C7H5NOS 000934-34-9 50
3 Benzooxazole-2-thiol 151 C7H5NOS 1000318-31-6 35
4 t-Butvlhvdroauinone 166 C10H1402 001948-33-0 18
5 Benzoic acid, 3-amino-, methyl e... 151 C8H9NO2 004518-10-9 14
Abundance Scan 2200 (15.927 min): BM023580.D (-2196) (-) m/z 151.00 100.00%
96 14
45 60 123
5000
o 210 SUUNIGISHISY A S —
166180 15,60 15.80 16.00 16.20
o a7 281 h/z 95.95  78.78%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24724: 2(3H)-Benzothiazolone
151
96
123
5000 R U AR AR PR U

15.60 15.80 16.00 16.20
m/z 123.00 64.43%

o8 69
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24723: 2(3H)-Benzothiazolone
151

15.60 15.80 16.00 16.20

5000 9% 123 m/z 60.00 61.56%
0....,?7.w?§..pﬁﬁu,.”.,..”,h...“.b.,.”.,........ S —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24721: Benzooxazole-2-thiol B e e
151 15. 60 15. 80 16. 00 16. 20

m/z 45.00 60.23%

5000
91
64
39 106 122

0 P

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15. 60 15. 80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 14 unknown-03 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.69 23.36 ng/ul 5174920 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mandelic acid. 4-hvdroxv-3-methoxv- 198 C9H1005 000055-10-7 25
2 3-Buten-2-one. 4-(2-furanvl)- 136 C8H802 000623-15-4 16
3 1-Acetvilcvclopentadiene 108 C7H80 060032-12-4 12
4 Benzene. 1-methvl-2-nitroso- 121 C7H7NO 000611-23-4 10
5 Cyclopropane, 1,1-dichloro-2-eth... 136 C5H6CI2 000694-33-7 10
Abundance Scan 2500 (17.692 min): BM023580.D (-2492) (-) 93.00 100.00%
93
201
65
5000
109
17.40 17.60 17.80 18.00
o 79 217 235250 267281 m/z 44.05 97_.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #60218: Mandelic acid, 4-hydroxy-3-methoxy-
93
65
153
5000 R BARAR BN AR AR
25 17.40 17.60 17. 80 18 00
m/z 201.00 70.43%
oL 31 !
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #16321: 3-Buten-2-one, 4-(2-furanyl)-
65 121

17.40 17.60 17.80 18.00
m/z 65.05 59.31%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 A\
Abundance #5383: 1-Acetylcyclopentadiene S mE e RRE R
65 17. 40 17. 60 17. 80 18 00
108 m/z 157.00 58.02%
43
5000 93
27 79
o PSS R S -,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 16 unknown-04 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
17.83 2.01 ng/ul 445329 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butvlthiophosphonamidic acid. S-... 167 C5H14NOPS 1000306-05-3 38
2 1.3-Dioxane. 5.5-difluoro- 124 C4H6F202 036301-44-7 35
3 Pentafluorochlorodimethvl trisul... 250 C2CIF5S3 1000226-65-9 28
4 Tetrazololl.5-blpvridazine. 6-ch... 155 C4H2CIN5 021413-15-0 25
5 Cyclic octaatomic sulfur 256 S8 010544-50-0 25
Abundance Scan 2523 (17.827 min): BM023580.D (-2519) (-) m/z 60.00 100.00%
92
5000 140 230
122
4 | 166 186 57 17.60 17.80 18.00 18.20
o -,lJ'. oty RO 0T 280 281 385 TUEE o5 88.87%
m/z--> 50 100 150 200 250 300 350
Abundance #35974: Butylthiophosphonamidic acid, S-methy! ester
64
5000 R B SO SN B
120 17.60 17.80 18.00 18.20
0
a1 | 152 m/z 91.95 67.96%
ok, ..Jm“n..gl,!:L. .
m/z--> 50 100 150 200 250 300 350
Abundance #10296: 1,3-Dioxane, 5,5-difluoro-
64
17.60 17.80 18.00 18.20
s000] 31 123 m/z 59.00 62 .86%
94
0'“J”'M"”"| UL LY UL UL UL B
m/z--> 50 100 150 200 250 300 350
Abundance #102613: Pentafluorochlorodimethy! trisulfide I EEasE R e
64 17.60 17.80 18.00 18.20
m/z 61.00 54 _.83%
85
5000
133
. L H 114 | 151 215 250
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 17 n-Hexadecanoic acid Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.

17.92 2.14 ng/ul 473596 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74

Abundance Scan 2539 (17.921 min): BM023580.D (-2534) (-) m/z 73.00 100.00%

4 3
57
5000 129
13

157171]_85 2 256 LI L L L L N B
199
01

17. 60 17. 80 18. 00 18 20
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80

282 m/z 43.10 90.49%
5000 129 LI L L L L L LB L

17.60 17.80 18.00 18.20

143

0
J‘“ elST171185, 713 m/z 60.00 82.85%
01
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107548: n-Hexadecanoic acid
43 73
57
17.60 17.80 18.00 18.20
5000 29 256 m/z 57.05 79.60%
21
) ‘ I i{ 143157171185, oo
m/z--> 2|0 4|0 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72648: Tridecanoic acid B B
73 17.60 17.80 18.00 18.20
m/z 55.10 73.15%
43 57
5000
129
29 ‘ 115 171185 214
o35 el Mmm g || e ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18. 00 18 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 18 2-[1-(4-Cyano-1,2,3,4-tetra... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
18.04 12.80 ng/ul 2836120 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 2-I1-(4-Cvano-1.2.3.4-tetrahvdro... 210 C14H14N2 057964-39-3 78

2 lIsoauinoline 129 C9H7N 000119-65-3 40
3 Benzeneacetonitrile. _alpha.-met... 129 C9H7N 000495-10-3 38
4 l1soaquinoline 129 COH7N 000119-65-3 38
5 Quinoline 129 COH7N 000091-22-5 38
Abundance Scan 2559 (18.039 min): BM023580.D (-2554) (-) m/z 129.05 100.00%
129
5000
00 a0 " 17.80 18.00 18.20 18.40
51 77 102 : ' : :
Ol iy pd g 182 | 267 34 m/z 128.05 18.80%
m/z--> 50 100 150 200 250 300 350
Abundance #69480: 2-[1-(4-Cyano-1,2,3,4-tetrahydronaphthyl)]propanen...
129
5000 156
210 17.80 18.00 18.20 18.40
m/z 156.10 18.79%
51 77 102 \
o 180
—
m/z--> 50 100 150 200 250 300 350
Abundance #13075: Isoquinoline
129
Ry e
17.80 18.00 18.20 18.40
5000 m/z 130.05 12.53%
51 102
N
R N —
m/z--> 50 100 150 200 250 300 350
Abundance #13081: Benzeneacetonitrile, .alpha.-methylene-
129 17.80 18.00 18.20 18.40
m/z 127.10 12.37%
5000
102
51
74
m/z--> 50 100 150 200 250 300 350 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 19 Isoquinoline Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.14 11.54 ng/ul 2556710 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Isoaquinoline 129 C9H7N 000119-65-3 52
2 Benzeneacetonitrile. .alpha.-met... 129 C9H7N 000495-10-3 50
3 4.5-Dimethvithiazole S-oxide 129 C5H7NOS 1000112-53-4 47
3-I1-(4-Cvano-1.2.3.4-tetrahvdro... 210 C14H14N2 057964-40-6 42
5 Quinoline 129 C9H7N 000091-22-5 40
Abundance Scan 2576 (18.139 min): BM023580.D (-2572) (-) m/z 129.10 100.00%

129
5000
156

17. 80 18. OO 18 20 18. 40

51 77 102
Ol Lyl 186 210 285 281 84 Th77156.05  25.90%
m/z--> 50 100 150 200 250 300
Abundance #13075: Isoquinoline
129
5000 lllllllllllllllll
17. 80 18. OO 18 20 18. 40
51 102 m/z 128.10 17.82%
0 27 al || A lll L
— eyt
m/z--> 50 100 150 200 250 300
Abundance #13081: Benzeneacetonitrile, .alpha.-methylene-
129
e .”. P
17. 80 18. 00 18.20 18.40
5000 m/z 130.10 12.25%
102
o2, *"W. h A
m/z--> 100 150 200 250 300
Abundance #12833: 4,5-Dimethylthiazole S-oxide
129 17.80 18.00 18.20 18.40

m/z 127.10 10.68%

45
5000 101
82
0 \ | I

T T
m/z--> 50 100 150 200 250 300 17. 80 18. OO 18 20 18. 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 21 1(2H)-Naphthalenone, 3,4-di... Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
18.46 2.77 ng/ul 613434 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1(2H)-Naphthalenone. 3.4-dihvdro... 222 C16H140 1000337-94-1 94
2 9-EthvIfluorene 194 C15H14 002294-82-8 91
3 1H-Indene-1.2-dione. 3-phenvl-2.... 222 C15H1002 092438-99-8 89
4 9-EthvIfluorene 194 C15H14 002294-82-8 78
5 9-Ethylfluorene 194 C15H14 002294-82-8 60
Abundance Scan 2631 (18.462 min): BM023580.D (-2626) (-) m/z 165.10 100.00%
165
194
222
5000
T nsm \ 18.20 18.40 18.60 18.80
51 . . . .
Ot ".'l."l‘."". g Al |"|' ! I 265283 — |3‘|"1I : m/z 194.05 74 .15%
m/z--> 50 100 150 200 250 300 350
Abundance #79540: 1(2H)-Naphthalenone, 3,4-dihydro-4-phenyl-
165 292
194
5000 82 A BN SR A
18.20 18.40 18.60 18.80
115 m/z 222.10 64.41%
39 63 | 139 |
o S VPR O " P 1 S
m/z--> 50 100 150 200 250 300 350
Abundance #56522: 9-Ethylfluorene
165
18.20 18.40 18.60 18.80
5000 m/z 193.05 34.92%
194
0 40 6.3 813 1:!'5 1?9 I
m/z--> " s0 100 150 200 250 300 350
Abundance #79328: 1H-Indene-1,2-dione, 3-phenyl-2,3-dihydro- AT T T
165 18.20 18.40 18.60 18.80
194 5o m/z 180.05 31.77%
5000
83
oL 39 6 | 115187
m/z--> " s0 100 150 200 250 300 350 18.20 18.40 18.60 18.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 22 3-[1-(4-Cyano-1,2,3,4-tetra... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
18.74 2.85 ng/ul 631316 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-T1-(4-Cvano-1.2.3.4-tetrahvdro... 210 C14H14N2 057964-40-6 60
2 Isoquinoline 129 C9H7N 000119-65-3 52
3 Isoquinoline 129 C9H7N 000119-65-3 50
4 Acetamide. N-(5-methvl-3-isoxazo... 253 C9H11N502S 351061-88-6 40
5 2-Propenenitrile, 3-phenyl-, (E)- 129 CO9H7N 001885-38-7 40
Abundance Scan 2678 (18.739 min): BM023580.D (-2674) (-) m/z 129.05 100.00%
129
5000 b
156
51 77 10| 183 210 2352‘73 - - 1840 18.60 18.80 19.00
O L e B Lo m/z 156.10 26 .66%
m/z--> 50 100 150 200 250 300 350
Abundance #69481: 3-[1-(4-Cyano-1,2,3,4-tetrahydronaphthyl)]propanen...
129
156
5000 AU IR
18.40 18.60 18.80 19.00
210 m/z 128.05 18.84%
51 77 102 183
0:::':‘:'::':'":':'::‘::':|||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #13075: Isoquinoline
129
18.40 18.60 18.80 19.00
5000 m/z 115.05 15.12%
51 102
e
0::27|‘|J||“|“'| 1l ‘|||||||||||||||||||||
m/z--> 50 100 150 200 250 300 350
Abundance #13074: Isoquinoline R
129 18.40 18.60 18.80 19.00
m/z 253.20 13.55%
5000
102
51 ‘
o2 ﬁ..N..‘ N, SN | S & W_—
m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 23 Phenol, 2-(1,1-dimethylethy... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
18.98 2.68 ng/ul 593927 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-(1.1-dimethvlethvl)-4-__._. 268 C19H240 056187-92-9 80
2 1H-Inden-5-0l. 2.3-dihvdro-3-(4-... 268 C18H2002 010527-11-4 59
3 Indolol2.3-alauinolizin-4(12H)-o0... 268 C17H20N20 020156-09-6 59
4 Phthalic acid. 3.5-dimethvilphenv... 376 C23H2005 1000315-68-2 53
5 Phthalic acid, 3,5-dimethylpheny... 374 C23H1805 1000315-73-8 50
Abundance Scan 2719 (18.980 min): BM023580.D (-2714) (-) m/z 253.20 100.00%
253
5000
105
41 77 147 175 18.60 18.80 19.00 19.20
- R T - A - =LA .I'.z.?.l...,....?.??.,.?ﬁ?. m/z 105.05  34.90%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #117634: Phenol, 2-(1,1-dimethylethyl)-4-(1-methyl-1-pheny...
283
5000
18.60 18.80 19.00 19.20
57 105 m/z 268.15 21.22%
o 77 | | h2s1a7165 19108205 270
m/z--> 40 60 80 1(')0 12'0 140 160 180 200 220 240 260 280 300 320 340
Abundance #117584: 1H-Inden-5-ol, 2,3-dihydro-3-(4-hydroxyphenyl)-1,...
253
18.60 18.80 19.00 19.20
5000 m/z 254.20 19.00%
107 159
0 77 | 181 194 223
izs a8 b 100 120 140 160 156 200 230 24D 250 550 6 0 A5 A
Abundance #117455: Indolo[2,3-a]quinolizin-4(12H)-one, 1,2,3,6,7,12b... L e e e )
253 18.60 18.80 19.00 19.20
m/z 91.00 7.90%
5000
J A7 gg105 127 154 18 pogo5 | g
m/z--> 46&%ﬁmhmmmmmnmmmwm®ﬁﬁol 18,60 18.80 19.00 19.20

SOM-EPA-BM102319MA_.M Tue Nov 05 00:18:26 2019 Page: 25



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 24 unknown-05 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
19.14 3.55 ng/ul 1011060 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propanol. 1-(2-methvlpropoxv)- 132 C7H1602 023436-19-3 38
2 1H-Pvrimidine-2.4-dione. 1-(2-et... 232 C9H13FN204 1000310-13-7 37
3 Di-sec-butvl ether 130 C8H180 006863-58-7 35
4 2-T2-I2-r2-1r2-12-1r2-(2-Methoxvet... 384 C17H3609 1000352-04-2 27
5 2-[2-[2-[2-[2-[2-[2-[2-[2-[2-(2-... 516 C23H48012 1000352-04-4 27
Abundance Scan 2746 (19.139 min): BM023580.D (-2743) (-) m/z 57.10 100.00%
5000 103 J\A_
e e R
5 18.80 19.00 19.20 19.40
3 161
ol I3, 777183 207 237 282 385 7y 4505  73.72%
m/z--> 50 100 150 200 250 300 350
Abundance #14458: 2-Propanol, 1-(2-methylpropoxy)-
5000
18.80 19.00 19.20 19.40
29 87 m/z 103.05 51.49%
ol S e —
m/z--> 50 100 150 200 250 300 350
Abundance #87946: 1H-Pyrimidine-2,4-dione, 1-(2-ethoxyethoxymethyl)-...
45
103
18.80 19.00 19.20 19.40
5000 m/z 59.05 33.57%
73
143
0 1L “‘\ 125 | 161 187 232
m/z--> 50 100 150 200 250 300 350
Abundance #13657: Di-sec-butyl ether
45 18.80 19.00 19.20 19.40
m/z 41.10 32.08%
5000
ZT 101
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 26 1,4-Ethanonaphthalene, 1,2,... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.70 3.59 ng/ul 1024020 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.4-Ethanonaphthalene. 1.2.3.4-t... 158 C12H14 004175-52-4 59
2 Benzene. (methvlenecvclopropvl)- 130 C10H10 029817-09-2 49
3 Naphthalene. 1.2-dihvdro- 130 C10H10 000447-53-0 43
4 3-Methvlindene-2-carboxvlic acid 174 C11H1002 034225-81-5 38
5 1,4-Dihydronaphthalene 130 C10H10 000612-17-9 38
Abundance Scan 2841 (19.698 min): BM023580.D (-2837) (-) m/z 129.05 100.00%
149
5000
¥ q 156 18° 19.40 19.60 19.80 20.00
o prieal [ 207228253 282 327355 429 | "7z 131.10 66.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #29745: 1,4-Ethanonaphthalene, 1,2,3,4-tetrahydro-
129
5000 158
19.40 19.60 19.80 20.00
m/z 130.10 57 .84%
0 27I5111|7l7 |1(|)2
mz-> 50 100 150 200 250 300 350 400
Abundance #13109: Benzene, (methylenecyclopropyl)-
129
19.40 19.60 19.80 20.00
5000 m/z 128.00 36.53%
51 77
27 i )
0 '“'le"kﬁ" LR DAL SR WAL SURLELEL SR
m/z--> 50 100 150 200 250 300 350 400
Abundance #13103: Naphthalene, 1,2-dihydro-
130 19.40 19.60 19.80 20.00
m/z 115.00 23.16%
5000
oL27 5?1 77 102
mz-> 50 100 150 200 250 300 350 400 19.40 19,60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 27 Benzene, 1,3-hexadienyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.82 5.12 ng/ul 1460310 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 50
2 Benzene. 1.3-hexadienvl- 158 C12H14 041635-77-2 45
3 1.4-Ethanonaphthalene. 1.2.3.4-t... 158 C12H14 004175-52-4 43
4 2(1H)-Isoaquinolinecarboxvlic aci... 228 C13H12N202 017954-22-2 38
5 1-Naphthalenecarbonitrile, 5,6,7... 157 C11H11N 029809-13-0 38
Abundance Scan 2862 (19.821 min): BM023580.D (-2857) (-) m/z 129.10 100.00%
129
5000
157
56 183
91 228 19.60 19.80 20.00 20.20
ob— 3Byl 74 AU L] I 254 28 84 m/z 128.00  35.37%
m/z--> 50 100 150 200 250 300 350
Abundance #29712: Benzene, 1,3-hexadienyl-
1‘9
5000
158 19.60 19.80 20.00 20.20
m/z 157.10 34 .56%
39 65 A 4
bbb FR M
m/z--> 50 100 150 200 250 300 350
Abundance #29711: Benzene, 1,3-hexadienyl-
129
19,60 19.80 20.00 20.20
5000 m/z 130.10 26.37%
158
39 65 91
0.“.‘Ji".”.“.‘.‘}q%HJJ‘l‘.... ——r— ——r— ———
m/z--> 50 100 150 200 250 300 350
Abundance #29745: 1,4-Ethanonaphthalene, 1,2,3,4-tetrahydro-
129 19.60 19.80 20.00 20.20
m/z 131.10 21.07%
5000 158
027\5\‘1 I 7\]\\1‘?2\ J I |
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 29 unknown-06 Concentration Rank 28
R.T. EstConc Area Relative to ISTD R.T.
20.57 2.22 ng/ul 633625 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Oxathiolane 90 C3H60S 002094-97-5 35
2 2-Methvl-1.3-oxathiolane 104 C4H80S 017642-74-9 30
3 Dialvcolic acid 134 C4H605 000110-99-6 25
4 2.3-Butanedithiol 122 C4H10S2 004532-64-3 22
5 10-Undecenoic acid, propyl ester 226 C14H2602 094230-80-5 22

Abundance Scan 2989 (20.568 min): BM023580.D (-2987) (-) m/z 60.00 100.00%

6p

241
5000 92

_?—

20.20 20.40 20.60 20.80
4 267 300
o 320 37 AL "m/z 61.00 78.62%
m/z--> 50 100 150 200 250 300 350 400
Abundance #2279: 1,3-Oxathiolane
60 90
5000 LI L L R L L L L L
20.20 20.40 20.60 20.80
27 m/z 59.00 53.31%
0..kth —
m/z--> 50 100 150 200 250 300 350 400
Abundance #4733: 2-Methyl-1,3-oxathiolane
60
T T T
104 20.20 20.40 20.60 20.80
5000 m/z 241.10 53.20%
27 ‘
O.HMU' T T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #14973: Diglycolic acid T T T
60 20.20 20.40 20.60 20.80
m/z 45.00 52.91%
5000
89 116
0 ....,‘. nt,.k%3§,....,. e T e
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM110419\
Data File : BM023580.D

Aca On : 04 Nov 2019 14:37

Operator :© JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
Quant Title : SVOA CALIBRATION

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

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 30 (DEL) Alkane: Cyclic20.94 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.

20.94 3.62 ng/ul 1032740 Chrysene-di12 21.20
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexadecane 224 C16H32 000295-65-8 94
2 1-Nonadecene 266 C19H38 018435-45-5 93
3 Octacosanol 410 C28H580 000557-61-9 93
4 n-Tetracosanol-1 354 C24H500 000506-51-4 93
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
Abundance Scan 3052 (20.939 min): BM023580.D (-3048) (-) m/z 57.10 100.00%

g7
83
5000
NV AR AR

20.60 20.80 21.00 21.20

o 208 249 283 341369 401429 461489 n/z 4305 89 190

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

Abundance #81246: Cyclohexadecane
55 g3
5000 LA I L L L L L |
29 11 20.60 20.80 21.00 21.20
m/z 55.10 81.62%
111139 167 196 2?4
Ot A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #115904: 1-Nonadecene
57 83
LA R S S
20.60 20.80 21.00 21.20
5000 111 m/z 83.05 73.11%
29
139 266
l | 167196 238
O
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215904: Octacosanol S ABEEREEat
57 20.60 20.80 21.00 21.20
97 m/z 69.05 68.63%
5000
125
29
o1l l 153181 209236264292 322 364392
e e e e e e R R EAERRREE
m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM110419\
Data File : BM023580.D

Acq On : 04 Nov 2019 14:37

Operator : JU

Sample : K5511-14

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102319MA_M
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]
1,3-Oxathiolane 4.29 2.5 ng/ul 264514 1 7.60 2116110 20.0
Benzene, chloro- 4.96 13.7 ng/ul 1450360 1 7.60 2116110 20.0
Ether, hexyl t-butyl 5.09 3.0 ng/ul 319004 1 7.60 2116110 20.0
unknown-01 8.59 3.0 ng/ul 321513 1 7.60 2116110 20.0
2,4,6-Cycloheptat. .. 9.80 4.8 ng/ul 632900 2 10.38 2650810 20.0
Phenol, p-tert-bu... 11.74 6.9 ng/ul 908846 2 10.38 2650810 20.0
unknown-02 12.83 37.8 ng/ul 8080950 3 14.25 4280380 20.0
Phosphoric acid, ... 13.81 14.8 ng/ul 3169880 3 14.25 4280380 20.0
Benzene, 3-cycloh... 14.03 9.0 ng/ul 1921210 3 14.25 4280380 20.0
Benzeneethanol, .... 14.62 7.3 ng/ul 1561150 3 14.25 4280380 20.0
Tributyl phosphate 14.70 4.2 ng/ul 893687 3 14.25 4280380 20.0
Phenol, 4,6-di(1,... 15.53 3.0 ng/ul 635777 3 14.25 4280380 20.0
2(3H)-Benzothiazo... 15.93 5.9 ng/ul 1299360 4 17.00 4430770 20.0
unknown-03 17.69 23.4 ng/ul 5174920 4 17.00 4430770 20.0
unknown-04 17.83 2.0 ng/ul 445329 4 17.00 4430770 20.0
n-Hexadecanoic acid 17.92 2.1 ng/ul 473596 4 17.00 4430770 20.0
2-[1-(4-Cyano-1,2... 18.04 12.8 ng/ul 2836120 4 17.00 4430770 20.0
Isoquinoline 18.14 11.5 ng/ul 2556710 4 17.00 4430770 20.0
1(2H)-Naphthaleno... 18.46 2.8 ng/ul 613434 4 17.00 4430770 20.0
3-[1-(4-Cyano-1,2... 18.74 2.9 ng/ul 631316 4 17.00 4430770 20.0
Phenol, 2-(1,1-di... 18.98 2.7 ng/ul 593927 4 17.00 4430770 20.0
unknown-05 19.14 3.5 ng/ul 1011060 5 21.20 5701330 20.0
1,4-Ethanonaphtha... 19.70 3.6 ng/ul 1024020 5 21.20 5701330 20.0
Benzene, 1,3-hexa... 19.82 5.1 ng/ul 1460310 5 21.20 5701330 20.0
unknown-06 20.57 2.2 ng/ul 633625 5 21.20 5701330 20.0
(DEL) Alkane: Cyc... 20.94 3.6 ng/ul 1032740 5 21.20 5701330 20.0
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