LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 3.128 3 7 17 rVB 483265 643769 3.66% 0.316%
2 3.357 40 46 53 rvB2 136191 266035 1.51% 0.130%
3 3.852 125 130 139 rBvV 707980 921459 5.24% 0.452%
4 4.987 318 323 332 rVB 155291 230120 1.31% 0.113%
5 5.069 332 337 350 rBV 234252 382238 2.17% 0.187%
6 5.375 384 389 396 rVB 400135 602995 3.43% 0.296%
7 6.351 548 555 562 rBV 194456 316891 1.80% 0.155%
8 6.840 630 638 642 rBV 107055 207891 1.18% 0.102%
9 7.028 660 670 685 rVB2 1840610 3617035 20.58% 1.773%
10 7.187 691 697 703 rBVY 1292755 1973861 11.23% 0.967%

11 7.387 725 731 740 rVB 1798940 2878883 16.38% 1.411%
12 7.851 801 810 817 rBV 1353723 2174340 12.37% 1.066%
13 7.934 817 824 830 rvVv 156057 325080 1.85% 0.159%
14 8.092 845 851 866 rvB2 187007 400180 2.28% 0.196%
15 8.563 921 931 939 rBV 1630651 2726047 15.51% 1.336%

16 9.010 1000 1007 1015 rBV 1700846 2732086 15.54% 1.339%
17 9.151 1023 1031 1041 rVB 164327 313322 1.78% 0.154%
18 9.428 1072 1078 1083 rBV 1201068 1844425 10.49% 0.904%
19 9.475 1083 1086 1092 rVB 234491 357135 2.03% 0.175%
20 9.728 1122 1129 1136 rBV 1477913 2511452 14.29% 1.231%

21 10.269 1211 1221 1230 rBV 2380115 4053002 23.06% 1.986%
22 10.645 1276 1285 1291 rBV 1897064 3248813 18.48% 1.592%
23 10.781 1301 1308 1330 rVB 644217 1356370 7.72% 0.665%
24 11.922 1496 1502 1508 rBV 3001788 4277476 24 .34% 2.096%
25 11.992 1509 1514 1518 rVV 140439 253947 1.44% 0.124%

26 12.057 1518 1525 1533 rVB 4208134 6686980 38.04% 3.277%
27 12.422 1582 1587 1598 rBV2 104547 222672 1.27% 0.109%
28 12.998 1677 1685 1695 rBV 919915 1430270 8.14% 0.701%
29 13.310 1734 1738 1745 rVB2 128065 193027 1.10% 0.095%
30 13.892 1828 1837 1842 rBV 4376567 6056285 34.46% 2.968%

31 13.939 1842 1845 1849 rVB 230076 288858 1.64% 0.142%
32 14.180 1880 1886 1903 rVB 5075718 8038197 45.73% 3.939%
33 14.386 1917 1921 1926 rVB 135908 181312 1.03% 0.089%
34 14.486 1930 1938 1945 rVVv2 2963137 4661042 26.52% 2.284%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM102417 .M
SVOA CALIBRATION

35 14.551 1945 1949 1956 rVB 133305 223965 1.27% 0.110%

36 14.698 1967 1974 1983 rBV 1816276 2913353 16.57% 1.428%
37 14.839 1993 1998 2002 rBV 411035 595938 3.39% 0.292%
38 14.904 2002 2009 2014 rVB2 261896 529373 3.01% 0.259%
39 15.127 2040 2047 2051 rBV7 85132 212439 1.21% 0.104%
40 15.333 2080 2082 2094 rvB2 121279 203387 1.16% 0.100%

41 15.480 2101 2107 2113 rBV 6913877 9504201 54.07% 4.658%
42 15.533 2113 2116 2123 rVV2 195778 279500 1.59% 0.137%
43 15.604 2123 2128 2135 rBV 1151043 1715671 9.76% 0.841%
44 15.704 2141 2145 2150 rBV3 128101 269794 1.53% 0.132%
45 16.027 2197 2200 2212 rVB7 173898 353688 2.01% 0.173%

46 16.204 2226 2230 2237 rVB5 216953 509115 2.90% 0.250%
47 16.445 2267 2271 2275 rBV2 233719 330365 1.88% 0.162%
48 16.633 2299 2303 2309 rBV2 636461 939416 5.34% 0.460%
49 16.886 2342 2346 2353 rVB 308244 447565 2.55% 0.219%
50 16.986 2360 2363 2369 rVVv4 227865 273176 1.55% 0.134%

51 17.051 2370 2374 2379 rVB3 225077 329213 1.87% 0.161%
52 17.233 2399 2405 2408 rBV2 4076471 5915801 33.66% 2.899%
53 17.274 2408 2412 2416 rVV 3520201 4908996 27.93% 2.406%
54 17.333 2416 2422 2425 rVV 7064385 10558013 60.07% 5.174%
55 17.362 2425 2427 2432 rVB 1109443 1304803 7.42% 0.639%

56 17.510 2449 2452 2456 rBV 239316 315226 1.79% 0.154%
57 17.610 2465 2469 2481 rBV2 2302922 4043718 23.01% 1.982%
58 17.933 2520 2524 2529 rVB 455442 588681 3.35% 0.289%
59 18.139 2550 2559 2567 rBV2 11148585 17576824 100.00% 8.614%
60 18.298 2582 2586 2590 rBV3 623203 1087694 6.19% 0.533%

61 18.645 2642 2645 2653 rVB2 908447 1508708 8.58% 0.739%
62 19.286 2749 2754 2761 rVB 8976538 12175060 69.27% 5.967%
63 19.409 2770 2775 2784 rBV2 7140004 10020261 57.01% 4.911%
64 19.621 2803 2811 2814 rBV2 10442294 17297477 98.41% 8.477%
65 19.651 2814 2816 2821 rVB 7181307 7929955 45.12% 3.886%

66 21.315 3097 3099 3104 rVB 3538741 3609684 20.54% 1.769%
67 21.403 3109 3114 3118 rBV3 6575732 12611666 71.75% 6.181%
68 23.568 3479 3482 3487 rVB2 4501386 6586317 37.47% 3.228%

Sum of corrected areas: 204042538
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Data Path
Data File
Aca On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

TIC Library

TIC Integ

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA M\DATA\BM103117\
BM012625.D

- 01 Nov 2017 04:55

- SJ/JU

- 15873-06

- 20 Sample Multiplier: 1

: Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417_M
SVOA CALIBRATION

C:\DATABASE\NIST11.L
ration Parameters: LSCINT.P

Abundance

1.5e+07

1e+07

5000000

TIC: BM012625.D

10.27 10.65

o

1031839 785 856 9.0l ¢,3973

133 38 4807 5.38 6.35 6.8 fr. o9 9.15 9.47

Time-->

350 400 450 500 550 6.00 650 700 750 800 850 9.00 9.50

10.00 10.50 11.00 11.50

Abundance

1.5e+07

1e+07

5000000

0

L.

TIC: BM012625.D

19.62

18.14 19.29
1

4.65
19.41

12.06
9

13.00
89 1242 )\ 1331

Time-->

12.00 12,50 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

1.5e+07

1e+07

5000000

0

TIC: BM012625.D

21040 23.57

D

21.3

I

Time-->

21.00 2150 22.00 2250 23.00 2350 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:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Furan, tetrahydro-2-(methox... Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
3.13 5.92 ng/ul 643769 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Furan. tetrahvdro-2-(methoxvmeth... 116 C6H1202 019354-27-9 64

2 3-Penten-2-ol 86 C5H100 001569-50-2 64
3 Butanoic acid. anhvdride 158 C8H1403 000106-31-0 50
4 Furan. tetrahvdro-2-(methoxvmeth... 116 C6H1202 019354-27-9 50
5 3-Buten-2-ol, 2-methyl- 86 C5H100 000115-18-4 45
Abundance Scan 7 (3.128 min): BM012625.D (-3) (-) m/z 71.05 100.00%
71.0
43.0
5000
U R U I UL
3.20 3.30 3.40 3.50
ol 115.1 140.8 165.0189.0 230.1252.9 282.1 m/z 43.05 66 _.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #8207: Furan, tetrahydro-2-(methoxymethyl)-
71.0
43.0
5000 RS AR AR RN
3.20 3.30 3.40 3.50
m/z 41.05 35.07%
015\'0\1 \“‘ . ‘\ 116.0
m/z--> 25 45 eb 85 160 150 150 1éo 1éo 260 250 250 2éo 2§o '
Abundance
43.0 70
3.'20 3.'30 3.'40 3.%0 '
5000 m/z 39.10 26 .56%

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

8

Abundance #30003: Butanoic acid, anhydride R ABLAREE SRR E e
71.0 3.20 3.30 3.40 3.50
m/z 45.00 21.33%
5000 43.0
Lol 1150
Obrrr bbb e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 3.20 3.30 3.40 3.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 unknown-01 Concentration Rank 6

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

3.85 8.48 ng/ul 921459 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinone 85 C4H7NO 000616-45-5 9
2 2-Pvrrolidinone 85 C4H7NO 000616-45-5 9
3 2H-Pvran. 2-(bromomethvD)tetrahy... 178 C6H11BrO 034723-82-5 9
4 2H-Pvran., 2-(bromomethvDtetrahv... 178 C6H11BrO 034723-82-5 9
5 2-Pyrrolidinone 85 C4H7NO 000616-45-5 7

Abundance Scan 130 (3.852 min): BM012625.D (-125) (-) m/z 84.95 100.00%
84.0
411
5000
3.60 3.80 4.00 4.20
ol .0 125.0  162.9 192.9 239.0 267.1 n/7z 41.10 67.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #1543: 2-Pyrrolidinone
85.0
5000 41.0
3.60 3.80 4.00 4.20
m/z 43.10 46 .13%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
85.0
42.0
3.60 3.80 4.00 4.20
5000 m/z 39.05 31.64%
0 15.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #44243: 2H-Pyran, 2-(bromomethyl)tetrahydro-
85.0 360 3.80 4.00 4.20
m/z 60.00 21.47%
41.0
5000
0 150\\‘ H Hbsl | 1210 178.0
m/z--> 2'0 4'0 6|0 8|0 100 150 14'10 1('30 15';0 200 220 24'10 2('30 3.60 3.80 4.00 4.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 21

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

4.99 2.12 ng/ul 230120 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 45
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 43
4 Tetraalvme 222 C10H2205 000143-24-8 25
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 23

Abundance Scan 324 (4.993 min): BM012625.D (-318) (-) m/z 43.00 100.00%
43.0
5000
101.1
_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_r
4.60 4.80 5.00 5.20 5.40
2 83.0 |
Ol b 02 P50 Wl 1280 1790 2081 0 sz 59.10  65.92%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
4.60 4.80 5.00 5.20 5.40
m/z 101.10 24 _.14%
R e e L L ma e ERE
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
43.0
R R o S R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.10 15.30%
15.0 101.0
0 60.0 83.0
T T T T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.84%
5000
oL 260 | ebo 830100
e e e e e e e e e T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Oxirane, tetramethyl- Concentration Rank 13

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

5.07 3.52 ng/ul 382238 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. tetramethvl- 100 C6H120 005076-20-0 72
2 Silane. dimethvl- 60 C2H8S1 001111-74-6 64
3 Guanidine. monothiocvanate 116 C2H4N4S 056960-89-5 64
4 Cvcloserine 102 C3H6N202 000068-41-7 59
5 N,N-Dimethylformamide-di-t-butyl... 203 C11H25NO2 036805-97-7 59

Abundance Scan 337 (5.069 min): BM012625.D (-332) (-) m/z 59.05 100.00%
59.0
43.1
5000
85.1 480 500 520 5.40
0 bl 1410 19082081 ' Tn/z 43.10  60.20%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #3857: Oxirane, tetramethyl-
59.0
43.0
4.80 500 520 5.40
m/z 41.05 49_.93%
ol ..h,zjﬂ?.‘w...l‘i... e L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59.0
430 480 500 520 540
5000 m/z 39.05 24 _40%
27.0
e L L I UL L I B B B S J&ﬁJmJMMA}\NNNMJ\MﬁV
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7913: Guanidine, monothiocyanate e T
59.0 4.80 500 520 5.40
m/z 42.05 24 _.23%
43.0
- AVAJ\L
0 L 84.0 100.0116.0
UL UL SURELL SURELLS S S UL BRI BRI B W R RN S U
m/z--> 20 40 60 80 100 120 140 160 180 200 480 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Benzene, (1-methylethyl)- Concentration Rank 16

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

6.35 2.91 ng/ul 316891 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. (1l-methvlethvl)- 120 C9H12 000098-82-8 94
2 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 94
3 Benzene. (l-methvlethvI)- 120 C9H12 000098-82-8 93
4 Benzene. 1.2.3-trimethvl- 120 C9H12 000526-73-8 91
5 Benzene, (1-methylethyl)- 120 C9H12 000098-82-8 90

Abundance Scan 555 (6.351 min): BM012625.D (-548) (-) m/z 105.10 100.00%
105.1
5000
s10 1O 6.00 620 640 660
o...,....',-..-':.,....|'|,..l..,"...,'....l,‘.‘?.l. e reoes || m/z 120.10  26.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9416: Benzene, (1-methylethyl)-
105.0
5000 IBENARRE SR AR SRR
6.00 6.20 6.40 6.60
70 m/z 76.95 17.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105.0
6.00 620 640 660
5000 m/z 79.05 14 .35%

77.0
27.0 51.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #9411: Benzene, (1-methylethyl)- A a s R e e e
105.0 6.00 6.20 6.40 6.60
m/z 103.10 12.32%
5000
510 77.0
oL 270, h I
.”,....,”..,..”,....,”..,........ AR RAmassan T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 15

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

7.93 2.99 ng/ul 325080 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2.2-dimethvl- 102 C5H1002 000075-98-9 40
2 3-Pentanol. 3-(l1.1-dimethvlethvl... 200 C13H280 041902-42-5 38
3 Heptane. 2.3.5-trimethvl- 142 C10H22 020278-85-7 37
4 Pentanoic acid. 3-methvl-2-oxo-.... 144 C7H1203 003682-42-6 37
5 Dodecane, 2,2,11,11-tetramethyl- 226 C16H34 127204-12-0 25

Abundance Scan 823 (7.928 min): BM012625.D (-817) (-) m/z 57.10 100.00%
57.1
5000
41.0
| | 700830 g5, 115.1 143.2 7.60 7.80 8.00 8.20
o Y 1 S - S i m/z 41.00 21.67%
m/z--> 20 40 60 80 100 120 140 160
Abundance #4323: Propanoic acid, 2,2-dimethyl-
57.0
41.0
5000 A R R R
7.60 7.80 8.00 8.20
27 m/z 59.10 13.94%
ol Ly 700 ®TO2020
m/z--> 20 40 60 80 100 120 140 160
Abundance
57.0
7.60 7.80 8.00 8.20
m/ 43.05 10.68%
5000 87.0 z 0
41.0
o 27.0 71.0 111.0 129.0143.0 172.0
miz--> 20 40 60 8 100 120 140 160
Abundance #19206: Heptane, 2,3,5—trimethy|— LA L L B N N LB |
57.0 7.60 7.80 8.00 8.20
m/z 115.05 8.96%
5000 430 /\
29.0 71.0
. Ll 850%80% 1130 w420
UL R S LA S UUNLELELA SURLELEL SR SURLLEL AL R L R
m/z--> 20 40 60 80 100 120 140 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Hexanoic acid, 2-ethyl- Concentration Rank 17

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

9.15 2.88 ng/ul 313322 1,4-Dichlorobenzene-d4 7.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 90
2 Hexanoic acid. 2-ethvl- 144 C8H1602 000149-57-5 64
3 Butanoic acid. 2-ethvl-. 1.2.3-p... 386 C21H3806 056554-54-2 53
4 Methvl 2.3.4-tri-0-methvl-6-deox... 220 C10H2005 072983-16-5 42
5 Methyl-4-deoxy-2,3-di-O-methyl._b... 218 C9H1406 1000312-09-9 40

Abundance Scan 1031 (9.151 min): BM012625.D (-1023) (-) m/z 73.10 100.00%
731
5000
41.1 A
101.1 AR S R L
8.80 9.00 9.20 9.40
ol ,” id g0  1e20  am0 m/z 88.00 76.40%
m/z--> 50 100 150 200 250 300 350
Abundance #20862: Hexanoic acid, 2-ethyl-
73.0
5000 41.0 8.80 9.00 9.20 9.40
101.0 m/z 41.10 28.10%
0
m/z--> 50 100 150 200 250 300 350
Abundance
88.0
880 9.00 920 9.40
0
5000 570 m/z 57.10 23.65%
29.0 116.0
o . ——
m/z--> 50 100 150 200 250 300 350
Abundance #205569: Butanoic acid, 2-ethyl-, 1,2,3-propanetriyl ester
430 88.0 8.80 9.00 9.20 9.40

m/z 55.00 19.69%

5000

ol \ .

‘ il \‘115 0142.0 173.0 214.0242.0272.0 313.0 355.0

m/z--> 50 100 150 200 250 300 350 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Plumbane, diethyldimethyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
 9.43 11.35 ng/ul 1844430  Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Plumbane. diethvidimethvl- 206 C6H16Pb 001762-27-2 94
2 Cvclopentasiloxane. decamethvl- 370 C10H3005S15 000541-02-6 91

3 Benzaldehvde. 2.4-bis(trimethvls... 282 C13H2203Si12 033617-38-8 47
4 p-Trimethvisilvloxvohenvl-(trime... 398 C18H3404Si3 1000079-05-1 47
5 Benzaldehyde, 2,5-bis[(trimethyl... 282 C13H2203Si2 056114-69-3 47

Abundance Scan 1078 (9.428 min): BM012625.D (-1072) (-) m/z 73.10 100.00%
73.1
267.0
5000 355.1
45.0 1540 19305009 3230 9.00 9.20 9.40 9.60 9.80
ol 220, 1 12501540 [F2229 4 | 20393230 | | 7 7567.00  73.79%
m/z--> 50 100 150 200 250 300 350
Abundance #141460: Plumbane, diethyldimethyl-
223.0 267.0
5000 [TT T[T I r{rrrr[rrrrprrrs

9.00 9.20 9.40 9.60 9.80
‘ m/z 355.10 44 . 79%
! H‘

0 \27‘\.0 Il “‘296.0
—— T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance
73.0
B e
9.00 9.20 9.40 9.60 9.80
5000 355.0 m/z 268.00 18.88%
267.0
0 45.0 125.0154.0 193.0 237.0 323.0
e s e e e e e B .
m/z--> 50 100 150 200 250 300 350
Abundance #128745: Benzaldehyde, 2,4-bis(trimethylsiloxy)- T e B
267.0 9.00 9.20 9.40 9.60 9.80
m/z 356.10 15.15%
5000
73.0
o ' 1260 16391950 23709 |
— T e e e
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 20

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

9.47 2.20 ng/ul 357135 Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 64
2 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 64
3 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 53
4 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 47
5 Hexanoyl chloride, 3,5,5-trimethyl- 176 C9H17CIO 036727-29-4 40

Abundance Scan 1085 (9.469 min): BM012625.D (-1083) (-) m/z 57.10 100.00%
51.1
5000 83.0

9.20 9.40 9.60 9.80

0 m/z 83.05 51.06%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30258: Hexanoic acid, 3,5,5-trimethyl-
57.0
5000
83.0 9.20 9.40 9.60 9.80
41.0 m/z 41.05  42.47%
‘ 103.0 125.0 143.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57.0
R EARE R e S L
410 9.20 9.40 9.60 9.80
5000 ’ 83.0 m/z 60.00 21 .35%
103.0
LI o o B B A B A e o B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #30259: Hexanoic acid, 3,5,5-trimethyl-
57.0 9.20 9.40 9.60 9.80
m/z 56.10 20.78%
83.0
5000
41.0
103.0
125.0
T A N 2. MY G ¥,V UUUIO, L SRV B S
m/z--> 20 40 60 80 100 120 140 160 180 200 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Cyclohexasiloxane, dodecame... Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
11.92  26.33 ng/ul 4277480  Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Cvclohexasiloxane. dodecamethvl- 444 CI2H3606Si6  000540-97-6 90
2 Cvclohexasiloxane. dodecamethvl- 444 C12H3606S16 000540-97-6 50

3 Acetic acid. [Ibisl(trimethvlsilv... 356 C11H2905PSi3 053044-27-2 42

4 2H-1.4-Benzodiazepin-2-one. 7-ch... 342 C18H19CIN20Si 055299-24-6 17
5 Fluoren-9-ol, 3,6-dimethoxy-9-(2... 342 C23H1803 1000217-31-2 17
Abundance Scan 1502 (11.922 min): BM012625.D (-1496) (-) m/z 73.05 100.00%
73.0
340.9
5000
147.1 429.1 L B o e e
207.0 2510 2949 L l 11.60 11.80 12.00 12.20
oV S SR W 2 Y S s W N NS 12 S m/z 340.95 70.11%
m/z--> 50 100 150 200 250 300 350 400
Abundance #225657: Cyclohexasiloxane, dodecamethyl-
730 341.0
429.0
5000 LA L L L L L L LB L |
11.60 11.80 12.00 12.20
147.0 m/z 325.00 25.59%
0 TR | A 20\70 267.0 ‘h h\ 397.0 I
T T e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
B e R
11.60 11.80 12.00 12.20
5000 3410 m/z 342.00 23.12%
429.0
147.0
ol 40.0 113.0 207.0239.0271.0 309.0 397.0
T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #187473: Acetic acid, [bis[(trimethylsilyl)oxy]phosphinyl]... e T
73.0 341.0 11.60 11.80 12.00 12.20
m/z 147.05 20.16%
5000 2510 297.0
133.0 211.0 \
ML 0 SO U W N (Y | S
m/z--> 50 100 150 200 250 300 350 400 11.60 11.80 12.00 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 13 Benzene, 1,2-dimethyl-3-nitro- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
12.06 41.17 ng/ul 6686980 Naphthalene-d8 10.65
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dimethvl-3-nitro- 151 C8H9NO2 000083-41-0 97
2 Benzene. 1.2-dimethvl-3-nitro- 151 C8H9NO2 000083-41-0 96
3 Benzene. 2.4-dimethvl-1-nitro- 151 C8H9NO2 000089-87-2 94
4 Benzene. 2.4-dimethyl-1-nitro- 151 C8H9NO2 000089-87-2 94
5 Benzene, 1,3-dimethyl-2-nitro- 151 C8H9NO2 000081-20-9 91

Abundance Scan 1526 (12.063 min): BM012625.D (-1518) (-) m/z 77.05 100.00%
710 134.1
5000 106.1
e 1511 1150 500 120 e
0 e et 191.0208.2 m/z 79.10 95.24%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #24869: Benzene, 1,2-dimethyl-3-nitro-
7700 134.0
5000 106.0 L SR UL SUURILN B
51.0 11.80 12.00 12.20 12.40
: 151.0 m/z 134.05 86.42%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
770 134.0
111,80 12,00 12,20 12.40
m/z 106.05 41 .90%
5000 103.0 0
51.0
270 151.0
G S S S U B L B L B B
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #24880: Benzene, 2,4-dimethyl-1-nitro- e
79.0 134.0 11.80 12.00 12.20 12.40
m/z 103.10 41 .51%
5000 106.0
39.0 151.0
0.1.5.'?.‘.‘ ‘\ \‘\\ H L SRS '
m/z--> 20 40 0 1m 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Benzene, 1,2-dimethyl-4-nitro- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.00 6.14 ng/ul 1430270 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzene. 1.2-dimethvl-4-nitro- 151 C8HI9NO2 000099-51-4 98
2 5-Nitro-m-xvlene 151 C8H9NO2 000099-12-7 94
3 5-Nitro-m-xvlene 151 C8H9NO2 000099-12-7 90
4 5-Nitro-m-xvlene 151 C8H9NO2 000099-12-7 90
5 5-Nitro-m-xylene 151 C8H9NO2 000099-12-7 80

Abundance Scan 1685 (12.998 min): BM012625.D (-1677) (-) m/z 151.10 100.00%
1 151.1
5000
iy 1. 1260 1780 1300 1350 1540
0 Al ot Tm/z 77.10 0 98.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24873: Benzene, 1,2-dimethyl-4-nitro-
151.0
77.0 105.0
5000 NN B
12.60 12.80 13.00 13.20 13.40
51.0 m/z 105.10 76.93%
o 27.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
105.0 151.0
77.0 AR AR BN
12.60 12.80 13.00 13.20 13.40
5000 m/z 79.05 70.60%
39.0
0L 18.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #24800: 5-Nitro-m-xylene S EEmEaT e
71.0 12.60 12.80 13.00 13.20 13.40
105.0 m/z 103.10 48.87%
5000 /\
0 i
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 12.60 12.80 13.00 13.20 13.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On = 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 15 unknown-03 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

14.84  2.56 ng/ul 505038  Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 ouinoline. 6-methyl-. 1-oxide 159 CIOHONO 004053-42-3 25

2 2.2-Dimethvl-3-pentanol.

trimeth... 188 C10H240Si

1000364-14-3 12

3 4-Aminobenzvl cvanide 132 C8H8N2 003544-25-0 12
4 l1soaquinoline 1.2.3.4-tetrahvdro-... 178 C9H10N202 010308-72-2 12
5 Benzaldehyde, 2-(2-propynyloxy)- 160 C10H802 029978-83-4 12
Abundance Scan 1998 (14.839 min): BM012625.D (-1993) (-) m/z 131.00 100.00%
131.0
159.0
5000
69.1 96.0
40.0 14.60 14.80 15.00 15.20
o 204.9231.0 280.9 326.9 m/7z 159.00 70.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #30461: Quinoline, 6-methyl-, 1-oxide
131.0
159.0
5000 LI L L L LB B
14.60 14.80 15.00 15.20
0
510 77.0 103.0 m/z 133.00 30.98%
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
131.0
73.0 D et
14.60 14.80 15.00 15.20
5000 m/z 96.00 30.61%
159.0
ol15.0 30 101.0 187.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #14497: 4-Aminobenzy| cyanide ST T e
131.0 14.60 14.80 15.00 15.20
m/z 69.10 24 .28%
5000
104.0
77.0
51.0
£ LT I N DU
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.60 14.80 15.00 15.20

SOM-EPA-BM102417 .M Wed Nov 01 19:27:02 2017
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Dodecanoic acid Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.90 2.27 ng/ul 529373 Acenaphthene-d10 14.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 99
2 Dodecanoic acid 200 C12H2402 000143-07-7 98
3 Dodecanoic acid 200 C12H2402 000143-07-7 76
4 Tridecanoic acid 214 C13H2602 000638-53-9 68
5 Tetradecanoic acid 228 C14H2802 000544-63-8 64
Abundance Scan 2008 (14.898 min): BM012625.D (-2002) (-) m/z 73.00 100.00%
73.0
168.0
5000
200.2 14.60 14.80 15.00 15.20
ol RS E0I0IE. Tw/z 60.00  79.10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61122: Dodecanoic acid
73.0
VA
5000 43.0 129.0 1460 14.80 15.00 15.20
157.0 m/z 168.00 74.52%
H ‘ 101.0 ‘ 200.0
O.HP.HNHWLﬂMﬂLMLAL“mNﬂ”u.ﬂ..”..”..”w.”w.”w
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
60.0
A”ﬁ"“l“'w"“l“"
14.60 14.80 15.00 15.20
5000 129.0 m/z 43.00 60.21%
29.0 85.0 157.0
0 107.0 200.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #61123: Dodecanoic acid R R B
73.0 14.60 14.80 15.00 15.20
1290 m/z 55.10 53.02%
43.0 200.0
5000 157.0
101.0
oL e ”‘“ T \”” e L o = IS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 14.60 14.80 15.00 15.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Tetradecanoic acid Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
16.63 3.18 ng/ul 939416 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 95
2 Tetradecanoic acid 228 C14H2802 000544-63-8 52
3 Tetradecanoic acid 228 C14H2802 000544-63-8 50
4 n-Decanoic acid 172 C10H2002 000334-48-5 46
5 n-Decanoic acid 172 C10H2002 000334-48-5 42
Abundance Scan 2302 (16.627 min): BM012625.D (-2299) (-) m/z 73.05 100.00%
73.0
149.1
107.0
5000
39 2283 "' 16.40 16.60 16.80 17.00
o e 4293 | 77 59.95 80.97%
m/z--> 50 100 150 200 250 300 350 400
Abundance #84452: Tetradecanoic acid
73.0
5000 129.0 RN BRI U SN IR
185.0 16.40 16.60 16.80 17.00 '
29. ‘ 228.0 m/z 43.10 79.42%
o hl.‘“‘H.“h‘l“ﬁ““‘.‘l.‘l‘.‘.‘.‘.‘l..‘..|....|....|....|....|
m/z--> 50 100 150 200 250 300 350 400
Abundance
73.0
"' 16.40 16.60 16.80 17.00
50001 29.0 129.0 228.0 m/z 41.05 75.29%
185.0
G L UL L WL WL B UL S
m/z--> 50 100 150 200 250 300 350 400
Abundance #84453: Tetradecanoic acid R mEEEE RS S
73.0 16.40 16.60 16.80 17.00
m/z 55.10 74 .24%
5000 1290
29. w 185.0 228.0
0 "MJqﬁ“"Jluw'“i"{'l""l" LS LA SR R RN SO SN B
m/z--> 50 100 150 200 250 300 350 400 16.40 16.60 16.80 17.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.14 59.42 ng/ul 17576800 Phenanthrene-d10 17.23
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 97
3 Tetradecanoic acid 228 C14H2802 000544-63-8 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2559 (18.139 min): BM012625.D (-2550) (-) m/z 73.00 100.00%

73.0

5000

—

256.2 T T
0 305.2346.1 397.3 470.4510.3 17.80 18:00 18.20 1530

m/z 60.00 77.53%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #107549: n-Hexadecanoic acid

>

5000 129.0 R RRAasma
17.80 18.00 18.20 18.40

m/z 43.10 77.16%

171.0 213 0256.0

m/z--> 50 50 200 250 300 350 400 450 500
Abundance
43.0
R
17.80 18.00 18.20 18.40
5000 256.0 m/z 41.10 68.26%
30 129.0
i 213.0
171.0
(oL T AT O LU
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #84453: Tetradecanoic acid e R
73.0 17.80 18.00 18.20 18.40
m/z 55.10 68.13%
5000 129.0
29. 185.0228.0
) e ———
m/z--> 50 100 150 200 250 300 350 400 450 500 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Thiophene-3-carboxaldehyde,... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.30 3.68 ng/ul 1087690 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Thiophene-3-carboxaldehvde. 5-ch... 190 C5H4BCI103S 036155-87-0 86
2 4H-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 58
3 6H-Cvclobutaliklphenanthrene 190 C15H10 083469-43-6 58
4 4AH-Cvclopentaldeflphenanthrene 190 C15H10 000203-64-5 52
5 4H-Cyclopenta[def]phenanthrene 190 C15H10 000203-64-5 35
Abundance Scan 2586 (18.298 min): BM012625.D (-2582) (-) m/z 190.10 100.00%
19p.1
- mjt
mO%DBM 248.2290.0 338.3 387.2430.4471.4512.5 ﬁﬁﬁ&ﬂ&bﬁ&”
o} : : e e m/z 189.10 98.91%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53266: Thiophene-3-carboxaldehyde, 5-chloro-2-dihydroxyboryl
45.0 190.0
' 146.0
5000 AU IR
18.00 18.20 18.40 18.60
o m/z 192.10 50.10%
0‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
190.0
18.00 18.20 18.40 18.60
5000 m/z 191.10 45_79%
94.0
0'%%?""|'%?ZO"" AN S SN L BRI B
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #53202: 6H-Cyclobuta[jk]phenanthrene R B
189.0 18.00 18.20 18.40 18.60
m/z 187.00 21.10%
5000
94.0
Ob e S B R e
m/z--> 50 100 150 200 250 300 350 400 450 500 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 20 9,10-Anthracenedione Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
18.64 5.10 ng/ul 1508710 Phenanthrene-d10 17.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9.10-Anthracenedione 208 C14H802 000084-65-1 99
2 9.10-Anthracenedione 208 C14H802 000084-65-1 96
3 9.10-Anthracenedione 208 C14H802 000084-65-1 92
4 Benzolclcinnoline 180 C12H8N2 000230-17-1 92
5 Benzo[c]cinnoline 180 C12H8N2 000230-17-1 86
Abundance Scan 2644 d)(18.639 min): BM012625.D (-2642) (-) m/z 180.00 100.00%
180.0
i mj\
T T TR
126.0 18.40 18.60 18.80 19.00
ol ! Mgk dd 28513001 358.2 406.0 458.4 5066 m/z 208.10 96.93%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #67896: 9,10-Anthracenedione
180.0
5000 760 LI L L L L L L L
mmmmmmmm
126.0 m/z 152.10 88.02%
0"'»Jw'w'“""""""""'w"'w"'w"'w"'w
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance
180.0
" 18140 18.60 18.80 19.00
5000 76.0 m/z 151.10 44 _15%
126.0
0L27.0
m/z--> 55 160 1%0 200 250 300 3%0 460 4%0 560 '
Abundance #67897: 9,10-Anthracenedione b RREmE EE e
208.0 18.40 18.60 18.80 19.00
m/z 76.00 37.29%
5000 152.0
76.0
0 %?qkﬁ”ll"”l"u""""' DN PRI BRI S S ERIURA R BN SRR B
m/z--> 50 100 150 200 250 300 350 400 450 500 18.40 18.60 1880 1900
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM103117\
Data File : BM012625.D

Aca On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample : 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM102417 .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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.41 15.89 ng/ul 10020300 Chrysene-di12 21.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 96
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2775 (19.409 min): BM012625.D (-2770) (-) m/z 73.00 100.00%
73.0
5000 129.1
19.00 19.20 19.40 19.60 19.80
0 bbb d Ll L l.,??‘????.lﬁ A334 48835367 'm/z 43.10 87.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131258: Octadecanoic acid
43.0
5000 AR SRR R
19. oo 19. 20 19. 40 19. 60 19. 80
m/z 60.00 75.83%
0 = .‘. HI
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
73.0
oo 19100 1020 1040 10560 19:80
5000 280 284.0 m/z 57.10 75.54Y%
‘ 185.0 241.0
L S B L L S B B WAL I S B
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131259: Octadecanoic acid A B o
43.0 19.00 19.20 19.40 19.60 19.80
m/z 55.10 74 .53%
5000 ~fbw~v~—/w\“}L\_VJXkakﬂﬁvg
- e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 1%mwmwm%m%o
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM103117\
Data File : BM012625.D

Acq On : 01 Nov 2017 04:55

Operator : SJ/JU

Sample - 15873-06

Misc :

ALS Vial : 20 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM102417 .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]
Furan, tetrahydro... 3.13 5.9 ng/ul 643769 1 7.85 2174340 20.0
unknown-01 3.85 8.5 ng/ul 921459 1 7.85 2174340 20.0
2-Pentanone, 4-hy... 4.99 2.1 ng/ul 230120 1 7.85 2174340 20.0
Oxirane, tetramet... 5.07 3.5 ng/ul 382238 1 7.85 2174340 20.0
Benzene, (1-methy... 6.35 2.9 ng/ul 316891 1 7.85 2174340 20.0
unknown-02 7.93 3.0 ng/ul 325080 1 7.85 2174340 20.0
Hexanoic acid, 2-... 9.15 2.9 ng/ul 313322 1 7.85 2174340 20.0
Plumbane, diethyl... 9.43 11.4 ng/ul 1844430 2 10.65 3248810 20.0
Hexanoic acid, 3,... 9.47 2.2 ng/ul 357135 2 10.65 3248810 20.0
Cyclohexasiloxane... 11.92 26.3 ng/ul 4277480 2 10.65 3248810 20.0
Benzene, 1,2-dime... 12.06 41.2 ng/ul 6686980 2 10.65 3248810 20.0
Benzene, 1,2-dime... 13.00 6.1 ng/ul 1430270 3 14.49 4661040 20.0
unknown-03 14.84 2.6 ng/ul 595938 3 14.49 4661040 20.0
Dodecanoic acid 14.90 2.3 ng/ul 529373 3 14.49 4661040 20.0
Tetradecanoic acid 16.63 3.2 ng/ul 939416 4 17.23 5915800 20.0
n-Hexadecanoic acid 18.14 59.4 ng/ul 17576800 4 17.23 5915800 20.0
Thiophene-3-carbo... 18.30 3.7 ng/ul 1087690 4 17.23 5915800 20.0
9,10-Anthracenedione 18.64 5.1 ng/ul 1508710 4 17.23 5915800 20.0
Octadecanoic acid 19.41 15.9 ng/ul 10020300 5 21.41 12611700 20.0
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