LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 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-BM092719MA .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 3.034 6 8 21 rVB 41980 77160 1.70% 0.161%
2 3.252 42 45 55 rvB 31276 50464 1.11% 0.105%
3 3.940 156 162 175 rvv4 61094 153169 3.38% 0.319%
4 4.128 190 194 205 rBvV 90963 179554 3.96% 0.374%
5 4.663 272 285 296 rvV 94554 184967 4.08% 0.385%
6 4.763 296 302 304 rvv 32373 50982 1.12% 0.106%
7 4.793 304 307 316 rVB 41927 63091 1.39% 0.131%
8 5.228 373 381 389 rBV 58085 176251 3.89% 0.367%
9 5.304 390 394 399 rvB4 22944 44294 0.98% 0.092%
10 6.104 524 530 536 rBV 47745 92674 2.04% 0.193%
11 6.287 557 561 568 rvVv 26153 42400 0.93% 0.088%

12 6.722 597 635 640 rBvV 760947 4535740 100.00% 9.439%
13 6.792 641 647 654 rVB 223966 371224 8.18% 0.773%
14 6.940 666 672 682 rvB3 167115 363438 8.01% 0.756%
15 7.104 693 700 713 rBV2 447367 865273 19.08% 1.801%

16 7.304 727 734 741 rVV 496436 816356 18.00% 1.699%

17 7.551 771 776 784 rVvv4 39630 98148 2.16% 0.204%
18 7.622 784 788 792 rvv2 26295 45699 1.01% 0.095%
19 7.687 792 799 806 rVB3 36707 75333 1.66% 0.157%

20 7.769 806 813 821 rBV 479136 782581 17.25% 1.629%

21 8.004 840 853 859 rBv4 105136 296962 6.55% 0.618%
22 8.057 859 862 870 rVvB5 22572 43652 0.96% 0.091%
23 8.192 878 885 892 rBvV8 46753 103270 2.28% 0.215%
24 8.469 922 932 937 rBV2 434897 908771 20.04% 1.891%
25 8.510 937 939 946 rvVvB2 98887 168137 3.71% 0.350%

26 8.586 946 952 958 rVB6 25328 51687 1.14% 0.108%
27 8.922 997 1009 1016 rBV 511932 924868 20.39% 1.925%
28 9.069 1025 1034 1039 rBv4 57307 115623 2.55% 0.241%
29 9.128 1039 1044 1047 rVV5 31096 65861 1.45% 0.137%
30 9.175 1048 1052 1065 rVB5 62783 156013 3.44% 0.325%

31 9.304 1067 1074 1079 rBv4 35847 70197 1.55% 0.146%
32 9.357 1079 1083 1088 rVB3 23041 36325 0.80% 0.076%
33 9.463 1096 1101 1110 rBV9 33000 83189 1.83% 0.173%

34 9.639 1125 1131 1140 rVB 447952 762075 16.80% 1.586%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 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-BM092719MA_M
= SVOA CALIBRATION

35 9.739 1140 1148 1153 rBV7 43561 115239 2.54% 0.240%

36 9.822 1158 1162 1172 rVB4 49535 116500 2.57% 0.242%

37 9.916 1172 1178 1182 rBV3 51764 89132 1.97% 0.185%
38 9.969 1182 1187 1195 rVB6 41379 81694 1.80% 0.170%
39 10.063 1195 1203 1206 rBV6 39915 112076 2.47% 0.233%
40 10.098 1206 1209 1215 rVB5 35394 64548 1.42% 0.134%

41 10.180 1215 1223 1228 rBVY 688638 1190832 26.25% 2.478%
42 10.380 1248 1257 1265 rVB5 36921 108494 2.39% 0.226%
43 10.469 1265 1272 1277 rBVS8 45947 112349 2.48% 0.234%
44 10.557 1281 1287 1296 rVB 604690 1064596 23.47% 2.216%
45 10.710 1306 1313 1320 rVB4 89361 182362 4.02% 0.380%

46 10.851 1332 1337 1344 rVB 99168 170687 3.76% 0.355%
47 10.975 1354 1358 1368 rVBS8 42041 115552 2.55% 0.240%

48 11.057 1368 1372 1376 rBV4 29751 38813 0.86% 0.081%
49 11.110 1376 1381 1389 rVB3 54324 122550 2.70% 0.255%
50 11.192 1390 1395 1404 rBV3 33638 96994 2.14% 0.202%

51 11.286 1405 1411 1418 rBV2 57174 111856 2.47% 0.233%
52 11.380 1419 1427 1430 rBV5 60469 168500 3.71% 0.351%
53 11.433 1430 1436 1442 rVB3 197025 366209 8.07% 0.762%
54 11.545 1450 1455 1469 rVB3 43352 106661 2.35% 0.222%
55 11.775 1490 1494 1496 rBV3 32960 46974 1.04% 0.098%

56 11.886 1508 1513 1522 rBV3 56387 123500 2.72% 0.257%
57 11.986 1522 1530 1536 rVV5 68887 178447 3.93% 0.371%

58 12.045 1537 1540 1546 rVB6 33772 51146 1.13% 0.106%
59 12.133 1551 1555 1562 rVB6 35344 82284 1.81% 0.171%
60 12.263 1572 1577 1579 rBV5 22956 43395 0.96% 0.090%
61 12.380 1592 1597 1601 rBV5 48349 92775 2.05% 0.193%

62 12.480 1610 1614 1619 rVV2 136234 191089 4.21% 0.398%
63 12.533 1619 1623 1632 rVB6 86515 184229 4._.06% 0.383%
64 12.610 1632 1636 1643 rVBS8 56681 106392 2.35% 0.221%
65 12.798 1664 1668 1671 rBV3 69821 122047 2.69% 0.254%

66 12.998 1697 1702 1706 rBV2 159022 258377 5.70% 0.538%
67 13.157 1721 1729 1734 rBV7 61576 202418 4._46% 0.421%
68 13.533 1788 1793 1797 rBvV4 69498 131928 2.91% 0.275%
69 13.639 1807 1811 1815 rBV4 103377 152244 3.36% 0.317%
70 13.780 1830 1835 1836 rBV3 67063 105470 2.33% 0.219%

71 13.816 1836 1841 1846 rVV 1162230 1516929 33.44% 3.157%

SOM-EPA-BM092719MA_.M Thu Oct 10 18:16:44 2019 Page: 2



LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 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-BM092719MA_M
= SVOA CALIBRATION

72 13.863 1846 1849 1853 rVV 141331 165737 3.65% 0.345%
73 14.039 1875 1879 1883 rBV 190370 290620 6.41% 0.605%
74 14.098 1883 1889 1897 rVV 1281951 1996877 44.03% 4._.156%
75 14.168 1898 1901 1905 rVB2 72457 93812 2.07% 0.195%

76 14.227 1906 1911 1917 rVB2 227947 358670 7.91% 0.746%
77 14.304 1920 1924 1932 rVV2 128234 253938 5.60% 0.528%
78 14.404 1936 1941 1950 rVB 921960 1435217 31.64% 2.987%
79 14.604 1972 1975 1981 rVB 136522 196465 4_.33% 0.409%
80 14.763 1999 2002 2007 rVB2 140535 187452 4._.13% 0.390%

81 15.221 2077 2080 2084 rVB 123740 158051 3.48% 0.329%
82 15.398 2105 2110 2115 rVB 1674498 2365724 52.16% 4.923%
83 15.515 2125 2130 2135 rBV 575787 803877 17.72% 1.673%
84 15.951 2200 2204 2214 rVB 323287 501690 11.06% 1.044%
85 16.439 2284 2287 2291 rVB3 132646 152389 3.36% 0.317%

86 17.145 2402 2407 2418 rBV2 954871 1391871 30.69% 2.897%
87 17.245 2419 2424 2435 rVB 1750275 2545364 56.12% 5.297%
88 17.939 2538 2542 2546 rBV 184808 288074 6.35% 0.600%
89 18.056 2557 2562 2573 rBV 1219224 1690576 37.27% 3.518%
90 19.333 2776 2779 2792 rVB 256297 427704 9.43% 0.890%

91 19.539 2809 2814 2819 rBV 2141799 2909020 64.14% 6.054%
92 19.586 2819 2822 2827 rVB 155187 195483 4_.31% 0.407%
93 21.039 3064 3069 3079 rBV2 655065 1206977 26.61% 2.512%
94 21.333 3114 3119 3123 rBV 1203019 1524162 33.60% 3.172%
95 21.492 3143 3146 3150 rBV 108617 114953 2.53% 0.239%

96 21.927 3217 3220 3225 rVB 141703 177409 3.91% 0.369%
97 22.391 3296 3299 3303 rVB 178103 208303 4_59% 0.434%
98 22.897 3383 3385 3391 rVB 188097 244032 5.38% 0.508%
99 23.438 3470 3477 3489 rVB 1725848 3474328 76.60% 7.230%
100 23.580 3495 3501 3512 rVB 926060 1711824 37.74% 3.562%

Sum of corrected areas: 48051315

SOM-EPA-BM092719MA_.M Thu Oct 10 18:16:44 2019 Page: 3



Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BM100819\

BM023114.D

10 Oct 2019 13:54

Ju

K5058-09

31 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
SVOA CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BM023114.D

6.72

1000000

500000

16.44

A 19.33
18

0325 39413 4G 5@
04 A e VA SN
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BM023114.D
2500000 1954
17.24
2000000 15.40
18.06
1500000 14.10
17.14

o] e

Time-->  12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BM023114.D

2500000

23.44
2000000
21.33
1500000 P3.58
1000000
21.93 22.39 22.90
1.49

500000

Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-01 Concentration Rank 15

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

3.94 3.91 ng/ul 153169 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 exo-Norbornvl propionate 168 C10H1602 1000245-87-0 42
2 4-Pentenenitrile. 2-methvlene- 93 C6H7N 028769-50-8 35
3 1-Buten-3-vne. 2-methvl- 66 C5H6 000078-80-8 25
4 1-Buten-3-vne. 2-methvl- 66 C5H6 000078-80-8 25
5 1-Buten-3-yne, 2-methyl- 66 C5H6 000078-80-8 25

Abundance Scan 162 (3.940 min): BM023114.D (-156) (-) m/z 94.00 100.00%
W
66
5000
39
wl Il 7 360 380 400 4.20
e 2 | m/z 66.00 64.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36354: exo-Norbornyl propionate
79 %
28 67
5000 41
5 3.60 3.80 4.00 4.20
m/z 39.05 33.61%
L 111
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2512: 4-Pentenenitrile, 2-methylene-
66
39 360 380 400 4.20
5000 m/z 41.10 32.22%
27 93
53
s | ) ) s
'”IJl”““JhI”h”\"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #382: 1-Buten-3-yne, 2-methyl- R EEa A e ma
66 3.60 3.80 4.00 4.20
m/z 45.00 26 .64%
5000 39
51
28 ‘
“"|A“Nl“t'M”"|”"|”"|“"|“"|“"|“"|”"
m/z--> 20 40 60 80 100 120 140 160 180 200 3.60 3.80 4.00 4.20

SOM-EPA-BM092719MA_M Thu Oct 10 18:16:45 2019 Page: 5



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-02 Concentration Rank 11

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

4.13 4_.59 ng/ul 179554 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethane(dithioic) acid 92 C2H4S2 000594-03-6 45
2 3-Pentanol. 2-methvl- 102 C6H140 000565-67-3 40
3 Silane. ethvildimethvl- 88 C4H12Si 000758-21-4 28
4 Butane. 2-methoxv- 88 C5H120 006795-87-5 9
5 Silane, ethyldimethyl- 88 C4H12Si 000758-21-4 9

Abundance Scan 194 (4.128 min): BM023114.D (-190) (-) m/z 59.00 100.00%
59
92
5000
45 77 . 380 4.00 420 440
MR N SRR MM MMM MM L m/z 92.00 65.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2397: Ethane(dithioic) acid
59
5000 SRS AR RAREE RS
3.80 4.00 4.20 4.40

m/z 58.00 31.23%

45 92
ST | VI
R L S B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4462: 3-Pentanol, 2-methy!-
i A

r
LI L B L L L L B

3.80 4.00 4.20 4.40

5000 & m/z 57.00 13.72%
41
27

15 9] \M\ L 85 101

e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #1999: Silane, ethyldimethyl-

59 3.80 4.00 4.20 4.40

m/z 45.00 11.01%
5000
45 73
‘ 87

Al

31 “

m/z--> 20 40 60 80 100 120 140 160 180 200 3.80 4.00 4.20 4.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 Butanoic acid, 3-methyl- Concentration Rank 10

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

4._.66 4.73 ng/ul 184967 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 90
2 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 64
3 Butanoic acid. 3-methvl- 102 C5H1002 000503-74-2 56
4 Formic acid hvdrazide 60 CH4N20 000624-84-0 50
5 Hexanoic acid 116 C6H1202 000142-62-1 43

Abundance Scan 284 (4.657 min): BM023114.D (-272) (-) m/z 60.00 100.00%
ep

-

5000 43
87
||| | 207 440 4.60 4.80 5.00
L B B W L B m/z 43.05 40.00%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4275: Butanoic acid, 3-methyl-
60
5000 LA L L L L L L L
43 440 4.60 4.80 5.00
g7 m/z 41.05 36.59%
27
15 II | | T |74 | 101
I i o o o B NI B S B o e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4286: Butanoic acid, 3-methyl-
60
T T T T
440 4.60 4.80 5.00
5000 a1 m/z 45.00 23.60%
27
‘ 87
S .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4287: Butanoic acid, 3-methyl-

60 4.40 4.60 4.80 5.00
m/z 39.05 19.84%

5000
41

27 87
15 L Wl 74 102

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00

:
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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-03 Concentration Rank 12

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

5.23 4_.50 ng/ul 176251 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.3-Diazabicvclol3.2.0lhept-2-en... 176 C7H7F3N2 1000258-92-2 9
2 Ethvl Chloride 64 C2H5CI 000075-00-3 4
3 Furan. 2-(3-imino-3-ethoxvprop-1... 165 C9H11NO2 036878-63-4 4
4 Ethvl Chloride 64 C2H5CI 000075-00-3 3
5 Sulfur dioxide 64 02S 007446-09-5 3

Abundance Scan 381 (5.228 min): BM023114.D (-373) (-) m/z 64.00 100.00%
a4
5000 98 /\\\\\u\_~_~__
TTTTTTTT T T T T T T T T T
4.80 5.00 520 5.40 5.60
e e 84 2 m/Z 97.90 47.75%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #42898: 2,3-Diazabicyclo[3.2.0]hept-2-ene, 1,6,6,-trifluor...

ga ¥

51

-

JANEVAN
SIS LA L L N

480 5.00 520 540 5.60
m/z 65.00 41.67%

5000

-

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #351: Ethyl Chloride
R  ARRE pEE TS L
480 5.00 520 5.40 5.60
5000 m/z 65.90 13.55%
49
..1.5,....,....,...,....,....,....,....,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34706: Furan, 2-(3-imino-3-ethoxyprop-1-enyl)-
39 65 480 5.00 520 5.40 5.60
m/z 99.90 6.47%
5000 93 108119
80 165
Pl A b T
 ERREE a“ﬁ“‘l‘.“ﬂ“. M‘a. allh .“.“l RTINS | A .‘,.1‘.18.. R i e e
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-04 Concentration Rank 32

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

6.10 2.37 ng/ul 92674 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 S-Methvl methanethiosulfinate 110 C2H60S2 013882-12-7 47
2 S-Methvl methanethiosulfinate 110 C2H60S2 013882-12-7 38
3 2.3-Diazabicvclol3.2.01lhept-2-en... 176 C7H7F3N2 1000258-92-2 27
4 Propanoic acid. 2-chloro- 108 C3H5CI102 000598-78-7 23
5 (S)-(-)-2-Chloropropionic acid 108 C3H5CI02 029617-66-1 23

Abundance Scan 529 (6.098 min): BM023114.D (-524) (-) m/z 111.90 100.00%
112
47 64
5000 79
7| 580 6.00 6.20 640
I L B L T m/z 47.00 63.18%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5626: S-Methyl methanethiosulfinate
7 64
5000
110 5.80 6.00 6.20 6.40
95 m/z 63.95 61.19%
15 32 L 7
miz--> 20 40 60 80 100 120 140 160 180
Abundance #5625: S-Methyl methanethiosulfinate
64
ar HRAR RS LR L
110 5.80 6.00 6.20 6.40
0,
5000 - o m/z 79.00 51.84%
"'I""I""I"7?""I""I""I'"'I""I'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42898: 2,3-Diazabicyclo[3.2.0]hept-2-ene, 1,6,6,-trifluor...
39 5.80 6.00 6.20 6.40
o as Y m/z 45.00 49.04%
64 127
5000
bl e
N J.JrﬁmwlmhﬂUw“Hh‘pu‘W.‘Mwhﬁb.m}$ 436 %ﬁ7}$§ . }?ﬁ .
m/z--> 20 40 60 80 100 120 140 160 180 5.80 6.00 6.20 6.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 2-Mercaptopropanoic acid Concentration Rank 1

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

6.72 115.92 ng/ul 4535740 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Mercaptopropanoic acid 106 C3H602S 000079-42-5 91
2 2-Mercaptopropanoic acid 106 C3H602S 000079-42-5 90
3 2-Mercaptopropanoic acid 106 C3H602S 000079-42-5 70
4 Ervthritol 122 C4H1004 000149-32-6 33
5 Erythritol 122 C4H1004 000149-32-6 33

Abundance Scan 635 (6.722 min): BM023114.D (-597) (-) m/z 61.00 100.00%
a1
5000 106
45
AR S LR
88 6.40 6.60 6.80 7.00
o e X0 m/z 106.00  42.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4957: 2-Mercaptopropanoic acid
61
5000 L I L UL IR
i 106 6.40 6.60 6.80 7.00
27 m/z 45.00 28.79%
15 73 88
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4959: 2-Mercaptopropanoic acid
61
6.40 6.60 6.80 7.00
5000 m/z 60.00 17.23%
27 106
‘ 45 o3
"}?wakHM'M$”?%I'”'I"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4960: 2-Mercaptopropanoic acid
61 6.40 6.60 6.80 7.00
m/z 59.00 13.26%
106
5000
45
27
'"w'“ﬂ|"Jw“]qlﬁg'l“"w"w"'w"”l"“l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
= SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 2-Thiophenethiol Concentration Rank 4

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

6.79 9.49 ng/ul 371224 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenethiol 116 C4H4S2 007774-74-5 97
2 2-Thiophenethiol 116 C4H4S2 007774-74-5 90
3 3-Thiophenethiol 116 C4H4S2 007774-73-4 87
4 4-1Imidazolidinone. 2-thioxo- 116 C3H4N20S 000503-87-7 43
5 2-(Dimethyl)amino-2-methylpropan... 161 C8H19NO2 1000378-70-9 28

Abundance Scan 647 (6.792 min): BM023114.D (-641) (-) m/z 116.00 100.00%
116
71
5000
45 58 82 o1 207 6.40 6.60 6.80 7.00 7.20
s R mm L e m/z 71.00 73.05%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200
Abundance #7948: 2-Thiophenethiol
116
71
5000
6.40 6.60 6.80 7.00 7.20
45 m/z 45.00 15.29%
58
32 82 101
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #7949: 2-Thiophenethiol
7 116
6.40 6.60 6.80 7.00 7.20
5000 45 m/z 69.00 13.58%
58
112 32| | || 8 101 |
m/z--> ' 20 45 éo 80 100 120 140 160 180 200
Abundance #7947: 3-Thiophenethiol
n 116 6.40 6.60 6.80 7.00 7.20
m/z 72.00 11.49%
5000
45
88
.|....|..3.2.‘|....|..H‘““‘.101.ml............l....l....
m/z--> 20 40 60 80 100 120 140 160 180 200 6.40 6.60 6.80 7.00 7.20

SOM-EPA-BM092719MA_M Thu Oct 10 18:16:48 2019

Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 Dihydro-2(3H)-thiophenone Concentration Rank 31

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

7.55 2.51 ng/ul 98148 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihvdro-2(3H)-thiophenone 102 C4H60S 001003-10-7 64
2 Dihvdro-2(3H)-thiophenone 102 C4H60S 001003-10-7 52
3 Dihvdro-2(3H)-thiophenone 102 C4H60S 001003-10-7 49
4 2-Imidazolidinethione 102 C3H6N2S 000096-45-7 43
5 2-Imidazolidinethione 102 C3H6N2S 000096-45-7 43

Abundance Scan 776 (7.551 min): BM023114.D (-77&) ) m/z 102.00 100.00%
102
55
5000
42 74
| || o | 88 11 126 7.20 7.40 7.60 7.80
gl Bl L Tm/z 55.00  49.73%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4240: Dihydro-2(3H)-thiophenone N
102
55
5000 42 A NI L IR L

7.20 7.40 7.60 7.80
m/z 42.05  40.14%

27

“ “n52 69 76 85

1]
R R R R o e R SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4241: Dihydro-2(3H)-thiophenone
102
7.20 7.40 7.60 7.80
m/z 41.05 37.30%
5000 42 55
27
15 | 3/l | 6269 76 85 ‘
B BN A R o o e e e e RRAREEEE SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4242: Dihydro-2(3H)-thiophenone A
102 7.20 7.40 7.60 7.80
55 m/z 74.10 32.52%

5000

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 7.20 7.40 7.60 7.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-05 Concentration Rank 5

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

8.00 7.59 ng/ul 296962 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Silanol. dimethvl(l.1.2-trimethy... 160 C8H200Si 055644-10-5 43
2 Silanol. trimethvl- 90 C3H100Si1 001066-40-6 38
3 Acetic acid. mercapto-. ethyl ester 120 C4H802S 000623-51-8 37
4 Triethvisilanol 132 C6H160Si 000597-52-4 37
5 Ethane, 1,1-bis(methylthio)- 122 C4H10S2 007379-30-8 37

Abundance Scan 852 (7.998 min): BM023114.D (-840) (-) m/z 75.00 100.00%
41 wn

5000

_f?>

|

7.60 7.80 8.00 8.20 8.40
m/z 41.05 86.15%

m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #31363: Silanol, dimethyl(1,1,2-trimethylpropyl)-
%
5000 LA L L L L L L L L LY LB
760 780 8.00 8.20 8.40
m/z 45.00 64 .05%
27 fﬁ 61| |, E? 101 115 145 160
R e e o o Ll B et e S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #2245 Silanol, trimethy!-
%
R e A REEEE S
7.60 7.80 8.00 8.20 8.40
5000 m/z 47.00 54 _.74%
45
‘ 59 89
S| S
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #9212: Acetic acid, mercapto-, ethyl ester
a7 7.60 7.80 8.00 8.20 8.40
m/z 120.00 50.43%
29
5000 74 120
92
61 ‘
m/z--> 60 80 100 120 140 160 180 200 760 780 800 8.20 8.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-06 Concentration Rank 28

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

8.19 2.64 ng/ul 103270 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene. 2-(methvithio)- 130 C5H6S2 005780-36-9 38
2 2.4-Dimethvl-2-thiazoline 115 C5HONS 006114-40-5 27
3 Acetamide. N-methvl-2-(methvlami... 132 C4H8N20S 038762-37-7 27
4 3(2H)-Thiophenone. 2-ethvldihvdro- 130 C6H100S 052662-38-1 22
5 2-Thiazoline, 2-amino-4-imino- 115 C3H5N3S 026246-29-7 22

Abundance Scan 885 (8.192 min): BM023114.D (-878) (-) m/z 41.10 100.00%
115 130
5000
207 780 8.00 8.0 840 8.60
L m/z 114.90 97 .53%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #13218: Thiophene, 2- (methylthlo)
115 130
5000 71 IR R L L
7.80 8.00 8.20 8.40 8.60
m/z 130.00 97 .41%
miz--> 4 60 80 100 120 140 160 180 200
Abundance #7777: 2,4-Dimethyl-2-thiazoline
4 74
115
7.80 8.00 8.20 8.40 8.60
5000 59 m/z 42.10 88.48%
. ?}.,....,....,.. ,??9 S
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #14177: Acetamide, N-methyl-2-(methylamino)-2-thioxo-
42 7.80 8.00 8.20 8.40 8.60
m/z 45.00 85.92%
5000
74
‘ ‘ 132
""I“""I" ‘ gq'}q3'}}?"l' [rrr oy AR SRR RN LR L
m/z--> 40 60 80 100 120 140 160 180 200 7.80 8.00 8.20 8.40 8.60

SOM-EPA-BM092719MA_M Thu Oct 10 18:16:49 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-07 Concentration Rank 22

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

9.07 2.95 ng/ul 115623 1,4-Dichlorobenzene-d4 7.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 N.N"-Diisopropoxvurea 176 C7H16N203 1000305-90-2 27
2 Methvlcarbamothioic acid. O-butv... 147 C6H13NOS 006884-86-2 23
3 2-(Diethvl-phosphinovl)-acetamide 163 C6H14NO2P 013298-22-1 17
4 (CH3)2CHSC(0)0CH3 134 C5H1002S 038103-97-8 12
5 Urea, butyl- 116 C5H12N20 000592-31-4 9

Abundance Scan 1034 (9.069 min): BM023114.D (-1025) (-) m/z 92.00 100.00%
92
5000 43 55 74
116 134
106 207 8.80 9.00 9.20 9.40

m/z 43.05 41.59%
miz-> 20 40 60 80 100 120 140 160 180 200

Abundance #42825: N,N'-Diisopropoxyurea
92
43
5000 LA I L L L L L L
8.80 9.00 9.20 9.40
76 134 m/z 55.10 40.72%
%8 102 119 161 176
R B B B e B s B e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #22404: Methylcarbamothioic acid, O-butyl ester
] 92
S EEE EE e R RS
8.80 9.00 9.20 9.40
5000 m/z 41.10 40.00%
29 41 74
147

T "l |‘|||‘|||
m/z--> 20 40 6!

Ly
I
0 80 100 120 140 160 180 200

Abundance #33011: 2-(Diethyl-phosphinoyl)-acetamide R e e RN ma

92 8.80 9.00 9.20 9.40
m/z 74.00 38.13%

5000
64
134
42 77 105 120 ‘
L A e D S
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-08 Concentration Rank 23

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

9.17 2.93 ng/ul 156013 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 1-(ethenvlthio)- 116 C6H12S 004789-70-2 27
2 Propvl octanoate 186 C11H2202 000624-13-5 25
3 2-Butanone. 4-(acetvloxv)- 130 C6H1003 010150-87-5 14
4 Crotonaldehvde. semicarbazone 127 C5H9N30 005316-14-3 11
5 1-[N-Aziridyl]propane-2-thiol 117 C5H11NS 1000255-07-5 10

Abundance Scan 1051 (9.169 min): BM023114.D (-1048) (-) 60.00 100.00%
41
73 87
e m
116 127 S W Ny .
101 880 9.00 9.0 9.40 9.60
At | m/z 41.05 73.16%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #8231: Butane, 1-(ethenylthio)-
116
5000 SRR RN RARRE RN
a1 73 8.80 9.00 9.20 9.40 9.60
101 m/z 43.10 68.61%
27 | | 87
"|'I'|"'i"l'5'1 R R e e S S
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #50056: Propyl octanoate
7 M4
61 8.80 9.00 9.20 9.40 9.60
5000 m/z 55.05 64 .35%
73 127 145
87 102
— ] .,:‘F}l”,.n“w.,‘:w. el I%{SIIL — J..l?f. e 287
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13250: 2-Butanone, 4-(acetyloxy)- L B o
43 8.80 9.00 9.20 9.40 9.60
m/z 87.00 63.20%
5000
55
”I""H'”'N'Jh'lw"l"yﬁP"'l"'W'"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 13 unknown-09 Concentration Rank 40

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

9.74 2.16 ng/ul 115239 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Morpholine. 4-(2-methvl-1-propen... 141 C8H15NO 002403-55-6 46
2 Morpholine. 4-(2-methvl-1-propen... 141 C8H15NO 002403-55-6 38
3 Cvclohexanethiol 116 C6H12S 001569-69-3 35
4 6-Hvdroxvhexahvdrocvclopentalblf... 142 C7H1003 1000210-24-8 35
5 2,4(1H,3H)-Pyrimidinedione, 6-am... 141 C5H7N302 002434-53-9 27

Abundance Scan 1148 (9.739 min): BM023114.D (-1140) (-) m/z 55.05 100.00%
Sp 141
41 67 82
5000
114
e I ||| ‘|||| T | 940 950 650 100
SN 1 1 A ...,....,....,....,. m/z 141.10  83.45%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19081: Morpholine, 4-(2-methyl-1-propenyl)-
141
82
5000 68 T ﬂ.----.----.----ﬁ
126 9.40 9.60 9.80 1000
% m/z 82.10 74 .54Y%
|| |-
“.”'”.me..”w,”.h B RRAMAASE A LeRA LASRaNAR S SRS ERAREY
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #19079: Morpholine, 4-(2-methyl-1-propenyl)-
8p 141
68 9.40 9.60 9.80 10.00
5000 M 126 m/z 67.10  72.72%
27 55
‘ ‘ 96 112
'w'“ﬂb'“i“'wJHtw'““ ﬁ‘L'V'Ll“'wl“'w'“l”'wl“'v
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8228: Cyclohexanethiol . e
55 940 960 980 1000
41 m/z 41.05 71.45%
67 83
5000 27 116 ‘/\NNJ«A\/]\d/kﬂ\JmA\fJ\jM«
"v"M|$ ‘”‘48 MINL"'IZﬂ'\MI""g?l“"l'”ul"'ﬂ""l”"I' AR SR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 9.40 9.60 9.80 10.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 Benzoic acid Concentration Rank 38

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

9.82 2.19 ng/ul 116500 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzoic acid 122 C7H602 000065-85-0 95
2 Benzoic acid 122 C7H602 000065-85-0 91
3 Benzoic acid 122 C7H602 000065-85-0 90
4 Benzoic acid. silver(1+) salt 228 C7H5A002 000532-31-0 90
5 Benzoic acid 122 C7H602 000065-85-0 87

Abundance Scan 1162 (9.822 min): BM023114.D (-1158) (-) m/z 105.05 100.00%
105 122
77
5000
51 =
37 ‘ 60 67 94 113 9.60 9.80 10.00 10.20
..,....,....,....,.4.4..!....i...'.,.'!'!!l-ﬁ“..,.:..-,..!.,.'...,'...,. m/z 122.00 93.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9886: Benzoic acid
105 122
77
5000 e R A S
51 9.60 9.80 10.00 10.20
m/z 77.00 73.04%
44 J. 65 1 94 |
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9883: Benzoic acid
105 122
& 9.60 9.80 10.00 10.20
5000 m/z 51.00 28.54Y%
51
27 %g ‘\ 65 [l 94 | |
miz-> 10 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #9885: Benzoic acid WW....,....,....,....,...
105 199 9.60 9.80 10.00 10.20
77 m/z 50.00 19.31%
5000 51
..,...1a8,..%?,...?‘?..‘..‘ll...,.(??.,.l‘ll,.f.‘?.,.%él..,..l.,....,.‘...,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 15 unknown-10 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
10.06 2.11 ng/ul 112076 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexanecarboxvlic acid. 4-me... 156 C9H1602 051181-40-9 22
2 Pentvl octanoate 214 C13H2602 000638-25-5 14
3 trans-1.2-Diethvl cvclopentane 126 C9H18 000932-40-1 14
4 2-Methylene cvclopentanol 98 C6H100 020461-31-8 11
5 Cyclohexanecarboxylic acid, meth... 142 C8H1402 004630-82-4 11

Abundance Scan 1203 (10.063 min): BM023114.D (-1195) (-) m/z 55.10 100.00%

5000

9.80 10.00 10.20 10.40
m/z 70.10 53.64%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29124: Cyclohexanecarboxylic acid, 4-methyl-, methyl ester

9.80 10.00 10.20 10.40
97 m/z 97.00 46.71%
113124 41 156

5000

15 27 59

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #72644: Pentyl octanoate
70
43 IIIIIIIIIIIIIIIIIIIIIII
9.80 10.00 10.20 10.40
5000 57 145 m/z 73.05 44 _96%
29 127
89 101 ‘
S O el T N 0
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #11601: trans-1,2-Diethyl cyclopentane i A
56 97 9.80 10.00 10.20 10.40
m/z 41.10 35.41%
5000
41 70
‘ 126
. N WV - S — ) R ¥4 4 il e
m/z--> 20 40 60 80 100 120 140 160 180 200 9. 80 10 00 10. 20 10.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 3-Thiophenecarboxylic acid Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
10.38 2.04 ng/ul 108494 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Thiophenecarboxvlic acid 128 C5H402S 000088-13-1 81
2 2-Thiophenecarboxvlic acid 128 C5H402S 000527-72-0 81
3 2-Thiophenecarboxvlic acid 128 C5H402S 000527-72-0 81
4 3-Thiophenecarboxvlic acid 128 C5H402S 000088-13-1 68
5 2-Thiophenecarboxylic acid, 3-me... 198 C10H1402S 035250-80-7 59
Abundance Scan 1257 (10.380 min): BM023114.D (-1248) (-) m/z 111.00 100.00%
111
128
5000
39 57
| | 50 ‘ 66 74 83 98 10.00 10.20 10.40 10.60
RN 1N SR S Y VRN ¥ RN m/z 128.00 72.66%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12007: 3-Thiophenecarboxylic acid
111
128
5000
39 10.00 10.20 10.40 10.60
83 m/z 57.10 30.54%
18 28 n‘ | 5|0 5I? 69 76 |I|. 100 il 1y
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12008: 2-Thiophenecarboxylic acid
111
128 NSRRI BUSR SUNERE I
10.00 10.20 10.40 10.60
5000 m/z 39.05 23 .34%
39 5
25 32 “ 50 ‘\ 69 ?3 100 1 n
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #12012: 2-Thiophenecarboxylic acid A B o
111 128 10.00 10.20 10.40 10.60
m/z 45.00 13.83%
5000 39
83
18 28 5{ 69 76 | 100 |, L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 10,00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-11 Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
10.47 2.11 ng/ul 112349 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentenoic acid. 4-methvl-. eth... 142 C8H1402 015790-85-9 25
2 Trichloroacetic acid. 1-cvclopen... 258 C9H13CI1302 1000282-57-1 22
3 trans-4-Methvlcvclohexanol. chlo... 226 C9H13CIF202 1000376-26-1 22
4 trans-2-Methvlcvclohexanol. pent... 260 C10H13F502 1000364-13-4 12
5 cis-2-Methylcyclohexanol, pentaf... 260 C10H13F502 1000364-12-4 12
Abundance Scan 1272 (10.469 min): BM023114.D (-1265) (-) m/z 87.00 100.00%
127

5000

10.20 10.40 10.60 10.80
m/z 127.10  94.35%

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #19846: 2-Pentenoic acid, 4-methyl-, ethyl ester, (2)-
69 97
43 114
5000
5 142 10.20 10.40 10.60 10.80
‘ m/z 81.10 92.39%
I | 127
...,”..,”..,”..,”. T T T
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #109501: Trlchloroacetlc acid, 1-cyclopentylethyl ester
81 97
55
R N RERE SRR R R R
10.20 10.40 10.60 10.80
5000 m/z 41.05 79.40%
M 67 117
2 u\u I ‘\ de H‘lzs 148 173 190201 223
L B I e e e o B I BEEE R RS ST s S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83224: trans-4-Methylcyclohexanol, chlorodifluoroacetate L e NLLELELE m e e
55 8l 10.20 10.40 10.60 10.80
m/z 55.05 70.64%
96
5000
41 67
P
15 1 by “ Il il 112 131143 157169

m/z--> 20 40 60 80 100 120 140 160 180 200 220 10 20 10. 40 10 60 10 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-12 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
10.71 3.43 ng/ul 182362 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Propen-1-one. 1l-cvclopropvl- 96 C6H80 059819-62-4 38
2 2-Pentenoic acid. 2-methvl-. (E)- 114 C6H1002 016957-70-3 30
3 2-Octen-1-ol. 3.7-dimethvl- 156 C10H200 040607-48-5 27
4 6-Octenal. 3.7-dimethvl-. (R)- 154 C10H180 002385-77-5 27
5 2,3,6-Trimethylhept-3-en-1-ol 156 C10H200 1000111-56-8 25
Abundance Scan 1313 (10.710 min): BM023114.D (-1306) (-) m/z 69.10 100.00%
55 &
41
5000

10.40 10.60 10.80 11.00
m/z 55.10 78.48%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #2819: 2-Propen-1-one, 1-cyclopropyl-
27 41 55 69
5000 96 LA L L L L L LB L L |
10.40 10.60 10.80 11.00
m/z 41.05 55.46%
SN | VY OV .
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #7273: 2-Pentenoic acid, 2-methyl-, (E)-
69
41 IIIIIIIIIIIIIIIIIIIIIII
10.40 10.60 10.80 11.00
5000 m/z 96.05 49 _.22%
114
27 53
99
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #28296: 2-Octen-1-ol, 3,7-dimethyl- A B
1 69 10.40 10.60 10.80 11.00
m/z 95.10 45 .83%
55 31
5000 95
123
109
T O O A
il ol
.q”upuquupn.uupnq”upuqu”p”quupuq”upuqu”p”. R AR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 10.40 10.60 10 80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 Furan, 2-methyl-5-(methylth... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.85 3.21 ng/ul 170687 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Furan. 2-methvl-5-(methvithio)- 128 C6H80S 013678-59-6 50
2 Silane. azidotriethvl- 157 C6H15N3Si 005599-32-6 43
3 2-Amino-4.5-dimethvlthiazole 128 C5H8N2S 002289-75-0 35
4 1.3-Dimethvl-3.4.5.6-tetrahvdro-... 128 C6H12N20 007226-23-5 30
5 4-Formyl-1,3(2H)-dihydroimidazol... 128 C4H4N20S 013953-95-2 30
Abundance Scan 1337 (10.851 min): BM023114.D (-1332) (-) m/z 128.00 100.00%
5000 87 85 100 ﬁ {
45
10.60 10.80 11.00 11.20
141
S e 27 Tn/z 67.05  48.80%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12169: Furan, 2-methyl-5-(methylthio)-
128
113
5000 85 IRV AR UL SR B
10,60 10.80 11.00 11.20
45 m/z 85.00 41.99%
Ty ?Z"l'L"'l'%ﬁ' |"'??" e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #29288: Silane, azidotriethyl-
100 128
10,60 10.80 11.00 11.20
5000 m/z 100.00 40.48%
45 59
. .,.U.. -l e .h. e S L
m/z--> 20 40 100 120 140 160 180 200
Abundance #12057. 2 -Amino-4,5-dimethylthiazole
128 10.60 10.80 11.00 11.20
m/z 71.00 35.70%
5000 71
42
L HiH
m/z--> 20 100 120 140 160 180 200 10,60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 20 (DEL) Alkane: Cyclicl0.97 Concentration Rank 39
R.T. EstConc Area Relative to ISTD R.T.
10.97 2.17 ng/ul 115552 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 53
2 Cvclohexane. 1.3.5-trimethvl- 126 C9H18 001839-63-0 53
3 1.17-Bicvclooctvl 222 C16H30 006708-17-4 53
4 Cvclohexane. 1.3.5-trimethvl-., (... 126 C9H18 001795-27-3 53
5 Cyclohexane, 1,3,5-trimethyl-, (... 126 C9H18 001795-27-3 53
Abundance Scan 1357 (10.969 min): BM023114.D (-1354) (-) m/z 111.10 100.00%
60 111
5000 S5
142
10.60 10.80 11.00 11.20
123
...,....|||':||."'.'!'||||"|""3|'||‘|v—1‘—v—v‘“d.,'....'|||!...|....|....|.... m/z 69.10 94 ._77%
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #11597. Cyclohexane, 1,3,5-trimethyl-
69 141
5000 > AU SIS RIS B
10,60 10.80 11.00 11.20
4l 126 m/z 55.10 46.21%
27
'}?I'Lh '”L"!II"L '??"?Z SRS REEEE SRS SRS SRR SR
m/z--> 20 40 80 100 120 140 160 180 200
Abundance #11581: Cyclohexane, 1,3,5-trimethyl-
69 111
10.60 10,80 11.00 11.20
5000 55 m/z 141.90 31.79%
126
.:.I".ll....|....|....|8:.3..9.5|....|....,....,....,....,....
m/z--> 20 80 100 120 140 160 180 200
Abundance #79556: 1,1'-Bicyclooctyl
69 111 10.60 10.80 11.00 11.20
m/z 78.00 26.26%
5000 55 82
41
95
"'I'%g At e e e e ""I%Q?
m/z--> 20 40 60 80 100 120 140 160 180 200 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-13 Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
11.11 2.30 ng/ul 122550 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2-methvl-2-propvl- 130 C7H1402 004352-98-1 25
2 1.3-Dioxane 88 C4H802 000505-22-6 22
3 Diazene. butvlll-(2.2-dimethvlhy... 172 C8H20N4 061940-95-2 16
4 2-T2-TI2-T2-(2-Butoxvethoxv)ethox... 336 C16H3207 1000351-94-0 16
5 2-[2-[2-[2-[2-[2-[2-[2-[2-(2-Met... 514 C23H46012 1000351-89-8 16
Abundance Scan 1381 (11.110 min): BM023114.D (-1376) (-) m/z 91.05 100.00%
5000
10.80 11.00 11.20 11.40
m/z 87.00 78.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13504: 1,3-Dioxolane, 2-methyl-2-propy!-
g7
00 10180 12,00 1120 1140
115 m/z 132.00 39.26%
55
69 98
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #2009: 1,3-Dioxane
g7
hmw"“l'“'l“"w"w
10.80 11.00 11.20 11.40
5000 28 m/z 45.00 34_47%
41
'}a'w'w“"M'?qw'l'w"'w"'w"'w"'w"'w"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #40259: Diazene, butyl[1-(2,2-dimethylhydrazino)ethyl]- s
44 87 10.80 11.00 11.20 11.40
m/z 136.00 33.27%
5000
59
,,,,I,H\,,I\\\,\_,,H\I,Z},I,m,,I,,,,I,,,,I,,,,I,,,,I,,,,I,,,,
m/z--> 20 60 80 100 120 140 160 180 200 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-14 Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
11.29 2.10 ng/ul 111856 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.5-Anhvdro-4-0-acetvl-2.3.6-tri... 248 C11H2006 102850-64-6 38
2 cis-1-Ethvl-3-methvl-cvclohexane 126 C9H18 019489-10-2 38
3 1-Ethvl-3-methvlcvclohexane (c.t) 126 C9H18 003728-55-0 38
4 Sulfurous acid. cvclohexvimethvl... 346 C19H3803S 1000309-22-0 35
5 Pyrollidine, 2,5-bis(imino)- 97 C4H7N3 000503-84-4 35
Abundance Scan 1412 (11.292 min): BM023114.D (-1405) (-) m/z 97.10 100.00%
7
55
5000 69 81
4l 110 NS
127 140 11.00 11.20 11.40 11.60
4 e (0] AN m/z 95.05 93.07%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100162: 1,5-Anhydro-4-O-acetyl-2,3,6-tri-O-methyl-D-galac. .
97
24 129
5000 LRI S SRR UL B
11.00 11.20 11.40 11.60
m/z 55.10 59.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #11610: cis-1-Ethyl-3-methyl-cyclohexane
55 97
111,00 11.20 11140 11.60
5000 m/z 69.10 50.02%
69 126
”'I"”I"'W""P"'I}%{I'”'I"”I""""P"'
m/z--> 20 40 80 100 120 140 160 180 200 220
Abundance #11612. 1-Ethyl-3-methylcyclohexane (c,t) I EAmEmEEE RS
55 97 11.00 11.20 11.40 11.60
m/z 81.05 45 _.42%
5000
41 69 126
81
m/z--> 20 40 60 80 100 120 140 160 180 200 220 1100 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-15 Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
11.38 3.17 ng/ul 168500 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiopheneacetic acid 142 C6H602S 001918-77-0 38
2 3-Thiopheneacetic acid 142 C6H602S 006964-21-2 35
3 2-Thiopheneacetic acid 142 C6H602S 001918-77-0 35
4 2-Thiopheneacetic acid. undec-10... 294 C17H2602S 1000278-91-6 35
5 1-Propyne, 3-(ethenylthio)- 98 C5H6S 021916-66-5 27
Abundance Scan 1427 (11.380 min): BM023114.D (-1419) (-) m/z 97.00 100.00%
o7
60
41 6
5000 149
113 RS REESEEEEnE m ey
H|ﬂ|h¢ﬂ|“thﬁl | LL90 120 00 LS
e, L1y |I | |I|..III| I||I||II| e m/z 60.00 63.97%
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #19412: 2-Thiopheneacetic acid
o7
5000 AL SRR UL SO R
142 11,00 11.20 1140 1160
45 m/z 41.10 55.88%
27 33 | | 6269 g L 111 124 ,
mz-> 10 20 % 40 % 6 70 8 80 100 110 120 130 140 150
Abundance #19413: 3-Thiopheneacetic acid
o7
11.00 1120 11.40 11.60
5000 142 m/z 55.10 47 .16%
45
18 27 38 | 62 69 85 |, 114 124
miz-> 10 20 30 4 50 60 70 80 80 100 110 120 130 140 1%
Abundance #19415: 2-Thiopheneacetic acid A B b
o7 11.00 11.20 11.40 11.60
m/z 69.10 46.22%
5000
142
45 o
27 38 | ] &2 82 ., 111118
mz-> 10 20 30 45 éo 60 70 80 90 100 110 120 130 140 150 11,00 11.20 1140 1160
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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-16 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.43 6.88 ng/ul 366209 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Ethanol. 2.2"-dithiobis- 154 C4H1002S2 001892-29-1 35
2 1.2.5-Trithiepane 152 C4H8S3 006576-93-8 32
3 trans-0-Dithiane-4.5-diol 152 C4H802S2 014193-38-5 30
4 Benzenamine. 4-methyl-3-nitro- 152 C7H8N202 000119-32-4 25
5 Benzaldehyde, 4-(methylthio)- 152 C8H80S 003446-89-7 23
Abundance Scan 1435 (11.427 min): BM023114.D (-1430) (-) m/z 152.00 100.00%
152
45
5000 80 107 4
11.20 11.40 11.60 11.80
Obr e e m/z 45.00 56.32%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #27134: Ethanol, 2,2'-dithiobis-
45 92
154
5000 31 64 79 LR B LR B B
nmnmnmnm
m/z 107.00 48.63%
110
) 136
m/z--> 15 ﬁo 35 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25532: 1,2,5-Trithiepane
152
"' 1120 11140 11.60 11.80
5000 60 m/z 80.00 46.48%
45 87
07 78 . 106 124
'W“HVHHE?PJH““V“W““P“WHLP“WHWP”WH“P“W4“v'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25521: trans-O-Dithiane-4,5-diol
152 11.20 11.40 11.60 11.80
108 m/z 79.00 43.31%
5000 44
70 87
‘ 79 ‘ 134
s T e e T s
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
= SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 25 unknown-17 Concentration Rank 46

R.T. EstConc Area Relative to ISTD R.T.
11.55 2.00 ng/ul 106661 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 000547-60-4 27
2 11-Methvldodecanol 200 C13H280 085763-57-1 27
3 Bicvclol3.1.1Theptan-3-one. 2.6.... 152 C10H160 015358-88-0 27
4 2-Furanone. 2.5-dihvdro-3.5-dime... 112 C6H802 1000196-88-1 27
5 Cyclohexanone, 3-methyl- 112 C7H120 000591-24-2 27

Abundance Scan 1456 (11.551 min): BM023114.D (-1450) (-) m/z 55.10 100.00%
L
5000
129
1M | ‘ 155 207 11.20 11.40 11.60 11.80
,.”.,.JJ L e | m/z 41.10 93.60%
m/z--> 20 60 80 100 120 140 160 180 200
Abundance #25370 Bicyclo[3.1.1]heptan-3-one, 2,6,6-trimethyl-, (1.a..
55 69 83
41
5000 95 R DR UL UL UL
11:20 11.40 11.60 11.80
27 110 150 m/z 69.10 78.57%
123 137

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

Abundance #61345: 11-Methyldodecanol
69
a1 R B .
55 11.20 11.40 11.60 11.80
5000 83 m/z 73.00 72.76%
97 1 .
154
S ' ,. M‘ ‘lu,.“ﬁ.}?Q. o Al182 195
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #25369: Blcyclo[3.l.l]heptan 3-one, 2,6,6-trimethyl-, (1.a... T
55 69 83 11.20 11.40 11.60 11.80
m/z 57.05 68.58%
41
5000
95
27 ‘ 110 152
‘ [ Ly ‘H \‘H L .“‘ 124 137

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

11.20 11. 40 11. 60 11.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 2-Thiophenecarboxylic acid,... Concentration Rank 34
R.T. EstConc Area Relative to ISTD R.T.
11.89 2.32 ng/ul 123500 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Thiophenecarboxvlic acid. 5-me... 142 C6H602S 001918-79-2 58
2 3-Methvl-2-thiophenecarboxvlic acid 142 C6H602S 023806-24-8 58
3 2-Thiophenecarboxvlic acid. 5-me... 142 C6H602S 001918-79-2 52
4 2-Thiophenecarboxvlic acid. 5-me... 142 C6H602S 001918-79-2 50
5 3-Methyl-2-thiophenecarboxylic acid 142 C6H602S 023806-24-8 46
Abundance Scan 1514 (11.892 min): BM023114.D (-1508) (-) m/z 97.00 100.00%
o7
142
125
5000
45 53 69 111 A NI SR SN B

81 162 11.60 11.80 12.00 12.20

m/z 142.00 77 .64%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160

Abundance #19426: 2-Thiophenecarboxylic acid, 5-methy!-
142
97
5000
11.60 11.80 12.00 12.20
m/z 125.00 55.94%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19423: 3-Methyl-2-thiophenecarboxylic acid
142
97 11.60 11.80 12.00 12.20
5000 125 m/z 95.10 37.16%
45 g3 6
.w..%?.f?,.ﬁ?“.kquk”,:”.“”77.??q..h‘.n.lﬁ?.“.:w..” IS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #19424: 2-Thiophenecarboxylic acid, 5-methyl- I EAmEEmEEE RS
97 142 11.60 11.80 12.00 12.20
m/z 69.00 25.14%
125
5000
53
45
69
18 2\7 37 ‘ I ‘ Ll ‘\ 82 N 113 N ‘\
T o o T T e o T e e e I EAmEmEEE RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11. 60 11. 80 12. 00 12 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-18 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.99 3.35 ng/ul 178447 Naphthalene-d8 10.56
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1-fluoro-3-nitro- 141 C6H4FNO2 000402-67-5 38
2 Benzene. 1-fluoro-3-nitro- 141 C6H4FNO2 000402-67-5 35
3 1.4-Pentadiene. 2.3.3-trimethvl- 110 C8H14 000756-02-5 15
4 Cvclopentene. 1.2.3-trimethvl- 110 C8H14 000473-91-6 15
5 4-Hydroxylamino-6-methylpyrimidi... 141 C5H7N302 006220-22-0 15
Abundance Scan 1531 (11.992 min): BM023114.D (-1522) (-) m/z 95.10 100.00%
9%
a1 141
55 69
5000
11/60 11.80 12.00 12.20 12.40
m/z 141.05 75.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18876: Benzene, 1-fluoro-3-nitro-
95
141
5000 75 e
11.60 11.80 12.00 12.20 12.40
30 83 m/z 41.10 67.16%
18 | 3 % e | U s
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #18881: Benzene, 1-fluoro-3-nitro-
95
e UMV SRR BN I
11.60 11.80 12.00 12.20 12.40
5000 75 m/z 69.05 61.66%
30 83
18 \‘ 39 5\(\) | 63 1l \ ‘ il 1]\-1 125
miz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #6016: 1,4-Pentadiene, 2,3,3-trimethyl- B B o
95 11.60 11.80 12.00 12.20 12.40
m/z 55.10 55.53%
41
67
5000 55
27 110
”P”W””P”W””P”W””P”f{”P”W””P”W””P”W””P”W” LN IR SRR SN B
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 11.60 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 28 unknown-19 Concentration Rank 27
R.T. EstConc Area Relative to ISTD R.T.
12.48 2.66 ng/ul 191089 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Purine. 6-(methvlithio)- 166 C6H6N4S 000050-66-8 37
2 Spirol4.51decane-6.10-dione 166 C10H1402 006684-66-8 35
3 Pvridine. 4-methvl- 93 C6H7N 000108-89-4 22
4 Pvridine, 3-methvl- 93 C6H7N 000108-99-6 22
5 2,2"-Bithiophene 166 C8H6S2 000492-97-7 14

Abundance Scan 1614 (12.480 min): BM023114.D (-1610) (-) m/z 166.00 100.00%

146

93

5000

[

133144155 12.20 12.40 12.60 12.80

o 207 m/z 93.00 58.89%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #35400: 1H-Purine, 6-(methylthio)-

16

:

5000 93 LINLINLEN LI L L L LN L LI
12.20 12.40 12.60 12.80

m/z 59.00 44 _09%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #34828: Spiro[4.5]decane-6,10-dione
42 5 96 110 166
67 BN R R e B
3 12.20 12.40 12.60 12.80
5000 27 137 m/z 45.00 43.37%
79
‘ 125 1 148
T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #2501: Pyridine, 4-methyl- AR EREEE RS
93 12.20 12.40 12.60 12.80
m/z 121.00 31.47%
5000 39 66
51
15 0l ol
bl ol
m/z--> 20 40 60 80 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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-20 Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
12.53 2.57 ng/ul 184229 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclooctanone. oxime 141 C8H15NO 001074-51-7 35
2 Thiazole. 2-ethvl- 113 C5H7NS 015679-09-1 25
3 Cvclohexanone. oxime 113 C6H11NO 000100-64-1 22
4 5-Ethvilthiazole 113 C5H7NS 017626-73-2 22
5 [1,2,3,4]Tetrathiine 154 C2H2S4 130498-35-0 20
Abundance Scan 1622 (12.527 min): BM023114.D (-1619) (-) m/z 113.10 100.00%
a1 113
55
73
5000
90
1 12.20 12.40 12.60 12.80
m/z 41.10 82.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19038: Cyclooctanone, oxime
113
73
41
5000 55 LR AR UL UL IR
86 gg 1220 12.40 12.60 12.80
29 . m/z 55.10 65.05%
124
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #6902: Thiazole, 2-ethyl-
58 113
12.20 12.40 12.60 12.80
5000 m/z 73.05 56.44%
98
15 27 ‘\ \\‘\ 71 85 ‘ ‘
m/z--> 20 40 60 éo 100 120 140 160 180 200
Abundance #6932: Cyclohexanone, oxime R R R
113 12.20 12.40 12.60 12.80
m/z 67.10 54 _.59%
5000
II\I\I HH “ ‘||||||||||||||||||||||||| AR am s
m/z--> 20 100 120 140 160 180 200 12.20 12.40 12.60 12.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 unknown-21 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
13.00 3.60 ng/ul 258377 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Salicvlic acid 138 C7H603 000069-72-7 45
2 Aspirin 180 C9H804 000050-78-2 38
3 Salicvlic acid 138 C7H603 000069-72-7 38
4 Aspirin 180 C9H804 000050-78-2 38
5 Silanol, trimethyl-, nitrate 135 C3H9NO3Si 018026-82-9 35
Abundance Scan 1702 (12.998 min): BM023114.D (-1697) (-) m/z 43.10 100.00%
120
5000
12,60 12.80 13.00 13.20 13.40
m/z 120.00 97 .09%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17232: Salicylic acid
120
92 138
5000
12.60 12.80 13.00 13.20 13.40
64 m/z 41.05 59.80%
39
18 27 53 81 | 109 ,
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46237: Aspirin
120
43 NN VNI SRR B
12.60 12.80 13.00 13.20 13.40
5000 m/z 74.05 57 .76%
92 138 180
63 163
T '§3'|H"'ZG|' T |'1p? T ﬂl' RS A 'l T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #17231: Salicylic acid A e e
120 12.60 12.80 13.00 13.20 13.40
92 m/z 138.00 49_41%
5000 138
39 64
27 | % 8 | 105 | |
m/z--> 20 40 60 80 100 120 140 160 180 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 31 unknown-22 Concentration Rank 25
R.T. EstConc Area Relative to ISTD R.T.
13.16 2.82 ng/ul 202418 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 L-Alanine. N-methvl-N-(trifluoro... 255 C10H16F3NO3 034815-08-2 27
2 Phenol. 3-methvl-4-(methvithio)- 154 C8H100S 003120-74-9 27
3 1-Proline. N-allvloxvcarbonvl-. ... 297 C16H27NO4 1000313-65-3 27
4 Phenol. 3-methvl-4-(methvithio)- 154 C8H100S 003120-74-9 25
5 Biphenyl 154 C12H10 000092-52-4 25
Abundance Scan 1730 (13.163 min): BM023114.D (-1721) (-) m/z 153.90 100.00%
1(
5000 45 105
89
64 133
207 12.80 13.00 13.20 13.40
m/z 45.00 44 _45%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #106077: L-Alanine, N-methyl-N-(trifluoroacetyl)-, butyl este
1!:
5000 AU AN B B
42 12.80 13.00 13.20 13.40
" 110 m/z 105.05 41.03%
L [ |80 95 I 133 182197212 255
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #27485: Phenol, 3-methyl-4-(methylthio)-
154
12.80 13.00 13.20 13.40
5000 m/z 110.00 34.15%
139
45
77 95
62 | | 109123
mz-> 20 Jo éo 85 160 120 1&0 160 180 200 220 240 260 280 300
Abundance #141828: |-Proline, N-allyloxycarbonyl-, heptyl ester R EE R E s
154 12.80 13.00 13.20 13.40
m/z 88.95 27 .59%
5000 110
41
70
26 | 55 | 96 | 125 | 170 194 212 297 I
miz-> 20 40 60 85 100 120 140 160 180 200 220 240 260 280 300 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 44 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.
21.93 2.33 ng/ul 177409 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 90
4 Triacontane 422 C30H62 000638-68-6 83
5 Hexacosane 366 C26H54 000630-01-3 83
Abundance Scan 3221 (21.933 min): BM023114.D (-3217) (-) m/z 57.10 100.00%
g7
5000
207232 281309 355 403431 461 21.60 21.80 22.00 2220 _
S | ! m/z 71.10 73.69%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #83024: Hexadecane
7
5000 L S PR UL B
85 2160 21.80 22.00 22.20
29 m/z 43.10 60.24%
J 113141169 226
m/z-> 0 5 100 150 200 250 300 350 400 450
Abundance #100330: 2-Bromo dodecane
g7
21,60 21.80 22.00 22,20
5000 85 m/z 85.10 51.01%
29 113 169
UL S "é'l'ééq S LN '?ﬁq I DN SR UL SRR
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R R e REmE
57 21.60 21.80 22.00 22.20
m/z 55.10 28.85%
5000 85
J1}3}41 183 211 239 267 296
m/z-> 0 50 100 150 200 250 300 350 400 450 2160 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 45 (DEL) Alkane: Straight-Chai... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
22.39 2.73 ng/ul 208303 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Eicosane 282 C20H42 000112-95-8 93
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetracosane 338 C24H50 000646-31-1 90
Abundance Scan 3299 (22.391 min): BM023114.D (-3296) (-) m/z 57.10 100.00%
57
1 )\\/\LJ
5000
LN SRR SR I
113 22.00 22.20 22.40 22.60 22.80
141 203
o d LU L 141060 208238 281 323 3sgag7aty aelase  sa9 o T On o ey
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #129490: Eicosane
g7
85
5000 ABRUNABRR AR AU
nmnmnmnmnm
113 m/z 43.10 60.01%
29 1‘141169197225253282
m/z--> 5b 160 1éo 200 250 300 3%0 460 4%0 560 séo
Abundance #129492: Eicosane
22.00 22.20 22.40 22.60 22.80
5000 m/z 85.10 52 .55%

113141169197225253 282

EE

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #185535: Heptadecane, 9-octyl- T T
57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 21.50%
5000 85

E

113
[ A1169197 2?9267294323352

m/z--> 50 100 150 200 250 300 350 400 450 500 550 22. 00 22. 20 22. 40 22 60 22. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023114.D

Aca On : 10 Oct 2019 13:54

Operator :© JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
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 46 (DEL) Alkane: Straight-Chai... Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.

22.90 2.85 ng/ul 244032 Perylene-d12 23.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Heptadecane 240 C17H36 000629-78-7 94
3 Heptadecane 240 C17H36 000629-78-7 93
4 Eicosane 282 C20H42 000112-95-8 93
5 Octadecane 254 C18H38 000593-45-3 91

Abundance Scan 3385 (22.897 min): BM023114.D (-3383) (-) m/z 57.10 100.00%

5000

22.60 22.80 23.00 23.20
m/z 71.10 69.99%

41169 207 252281311341

403 461

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #129490: Eicosane
57
85
5000 LI B L L L L L L L
22 60 22. 80 23. 00 23 20
m/z 43.10 63.47%
29 Bia
| | []7169197225253282
.”.,”..“..w..” R o o e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94344: Heptadecane
57
R RREEE s
22.60 22.80 23.00 23.20
5000 85 m/z 85.10 54.87%
29
}}3}41169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #94346: Heptadecane e
22.60 22.80 23.00 23.20
m/z 55.05 20.78%

%

5000

I

29
141169197 240

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22 60 22. 80 23. 00 23 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100819\
Data File : BM023114.D

Acq On : 10 Oct 2019 13:54

Operator : JU

Sample - K5058-09

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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]
unknown-01 3.94 3.9 ng/ul 153169 1 7.77 782581 20.0
unknown-02 4.13 4.6 ng/ul 179554 1 7.77 782581 20.0
Butanoic acid, 3-... 4._.66 4.7 ng/ul 184967 1 7.77 782581 20.0
unknown-03 5.23 4.5 ng/ul 176251 1 7.77 782581 20.0
unknown-04 6.10 2.4 ng/ul 92674 1 7.77 782581 20.0
2-Mercaptopropano. . . 6.72 115.9 ng/ul 4535740 1 7.77 782581 20.0
2-Thiophenethiol 6.79 9.5 ng/ul 371224 1 7.77 782581 20.0
Dihydro-2(3H)-thi. .. 7.55 2.5 ng/ul 98148 1 7.77 782581 20.0
unknown-05 8.00 7.6 ng/ul 296962 1 7.77 782581 20.0
unknown-06 8.19 2.6 ng/ul 103270 1 7.77 782581 20.0
unknown-07 9.07 3.0 ng/ul 115623 1 7.77 782581 20.0
unknown-08 9.17 2.9 ng/ul 156013 2 10.56 1064600 20.0
unknown-09 9.74 2.2 ng/ul 115239 2 10.56 1064600 20.0
Benzoic acid 9.82 2.2 ng/ul 116500 2 10.56 1064600 20.0
unknown-10 10.06 2.1 ng/ul 112076 2 10.56 1064600 20.0
3-Thiophenecarbox... 10.38 2.0 ng/ul 108494 2 10.56 1064600 20.0
unknown-11 10.47 2.1 ng/ul 112349 2 10.56 1064600 20.0
unknown-12 10.71 3.4 ng/ul 182362 2 10.56 1064600 20.0
Furan, 2-methyl-5... 10.85 3.2 ng/ul 170687 2 10.56 1064600 20.0
(DEL) Alkane: Cyc... 10.97 2.2 ng/ul 115552 2 10.56 1064600 20.0
unknown-13 11.11 2.3 ng/ul 122550 2 10.56 1064600 20.0
unknown-14 11.29 2.1 ng/ul 111856 2 10.56 1064600 20.0
unknown-15 11.38 3.2 ng/ul 168500 2 10.56 1064600 20.0
unknown-16 11.43 6.9 ng/ul 366209 2 10.56 1064600 20.0
unknown-17 11.55 2.0 ng/ul 106661 2 10.56 1064600 20.0
2-Thiophenecarbox... 11.89 2.3 ng/ul 123500 2 10.56 1064600 20.0
unknown-18 11.99 3.4 ng/ul 178447 2 10.56 1064600 20.0
unknown-19 12.48 2.7 ng/ul 191089 3 14.40 1435220 20.0
unknown-20 12.53 2.6 ng/ul 184229 3 14.40 1435220 20.0
unknown-21 13.00 3.6 ng/ul 258377 3 14.40 1435220 20.0
unknown-22 13.16 2.8 ng/ul 202418 3 14.40 1435220 20.0
(DEL) Alkane: Str... 21.93 2.3 ng/ul 177409 5 21.33 1524160 20.0
(DEL) Alkane: Str... 22.39 2.7 ng/ul 208303 5 21.33 1524160 20.0
(DEL) Alkane: Str... 22.90 2.9 ng/ul 244032 6 23.58 1711820 20.0
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