LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM0O91018MA.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 3.022 3 6 25 rVB 2438374 2896032 35.08% 3.067%
2 3.270 44 48 55 rBv 81466 100963 1.22% 0.107%
3 3.893 149 154 159 rBVvV4 19025 31097 0.38% 0.033%
4 4.340 226 230 234 rVB3 12105 14508 0.18% 0.015%
5 4.893 318 324 334 rVB3 12027 21991 0.27% 0.023%
6 5.305 391 394 400 rVB3 9230 12377 0.15% 0.013%
7 5.805 473 479 482 rBV 29769 45379 0.55% 0.048%
8 5.840 482 485 493 rVB 15522 25382 0.31% 0.027%
9 6.399 575 580 586 rVB3 22591 36081 0.44% 0.038%
10 6.722 628 635 642 rBv4 14784 28390 0.34% 0.030%
11 6.846 651 656 658 rBV3 11344 17118 0.21% 0.018%

12 6.899 658 665 675 rvB 292779 481501 5.83% 0.510%
13 7.069 688 694 703 rBvV 890984 1360346 16.48% 1.441%
14 7.140 703 706 713 rVB 22743 35846 0.43% 0.038%
15 7.263 720 727 736 rVB 994819 1521641 18.43% 1.611%

16 7.734 800 807 812 rBV 920173 1463825 17.73% 1.550%
17 7.799 812 818 828 rVB 249932 417722 5.06% 0.442%

18 8.346 906 911 915 rBv4 6327 11866 0.14% 0.013%
19 8.428 919 925 937 rVvVv 738659 1183978 14.34% 1.254%
20 8.546 937 945 952 rvVB2 31839 64872 0.79% 0.069%

21 8.822 986 992 996 rBV 160300 255153 3.09% 0.270%
22 8.881 996 1002 1014 rVvV 1082085 1746799 21.16% 1.850%

23 8.975 1014 1018 1025 rVvv6 9741 19523 0.24% 0.021%
24 9.051 1025 1031 1036 rVB3 18230 27693 0.34% 0.029%
25 9.316 1071 1076 1081 rBV 47962 67440 0.82% 0.071%
26 9.440 1090 1097 1103 rBVS5 5140 10736 0.13% 0.011%
27 9.599 1117 1124 1132 rBV 725716 1150506 13.94% 1.218%
28 9.728 1140 1146 1151 rBV2 16434 28300 0.34% 0.030%
29 9.787 1151 1156 1159 rvv4 6792 13185 0.16% 0.014%
30 9.822 1159 1162 1167 rVB5 8078 12953 0.16% 0.014%
31 10.046 1194 1200 1207 rVB4 12200 23791 0.29% 0.025%
32 10.128 1207 1214 1225 rBV 1300814 2140034 25.92% 2.266%
33 10.298 1238 1243 1249 rBV2 31420 47907 0.58% 0.051%
34 10.381 1253 1257 1261 rVVv4 7828 13153 0.16% 0.014%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_.M
Title = SVOA CALIBRATION

35 10.422 1261 1264 1272 rVB9 9379 18159 0.22% 0.019%
36 10.510 1272 1279 1286 rBV 1249795 2085254 25.26% 2.208%
37 10.575 1286 1290 1294 rVB3 16195 23788 0.29% 0.025%
38 10.646 1299 1302 1311 rVB3 16778 31409 0.38% 0.033%
39 10.816 1328 1331 1338 rVB4 7680 10486 0.13% 0.011%
40 11.298 1409 1413 1420 rBV3 15853 24471 0.30% 0.026%
41 11.687 1473 1479 1483 rBV3 7356 11174 0.14% 0.012%
42 11.810 1496 1500 1504 rBV 30122 44200 0.54% 0.047%
43 12.022 1530 1536 1542 rVB4 5420 12060 0.15% 0.013%
44 12.104 1545 1550 1554 rBV2 20753 31856 0.39% 0.034%

45 12.728 1650 1656 1662 rBVY 113549 174003 2.11% 0.184%

46 12.981 1691 1699 1709 rBV 189436 268010 3.25% 0.284%
47 13.281 1744 1750 1757 rBV 209712 326253 3.95% 0.346%
48 13.786 1829 1836 1847 rBV 2348570 3169031 38.39% 3.356%
49 13.892 1847 1854 1861 rVB5 29462 64415 0.78% 0.068%
50 14.063 1874 1883 1889 rBV 2639220 3937788 47.70% 4._.170%

51 14.369 1928 1935 1943 rVB2 1731634 2604760 31.55% 2.758%

52 14.457 1947 1950 1956 rVB4 9558 13772 0.17% 0.015%
53 14.557 1962 1967 1976 rBV 176822 268105 3.25% 0.284%
54 14.798 2004 2008 2012 rBV3 16511 23457 0.28% 0.025%
55 14.975 2034 2038 2043 rBV2 23870 33248 0.40% 0.035%
56 15.057 2046 2052 2056 rVv2 19398 31393 0.38% 0.033%
57 15.098 2056 2059 2068 rVB2 18656 32813 0.40% 0.035%
58 15.192 2070 2075 2082 rBV2 30085 56869 0.69% 0.060%

59 15.369 2097 2105 2111 rBV 3330533 4973224 60.25% 5.267%
60 15.480 2117 2124 2136 rBV 702609 980396 11.88% 1.038%

61 15.604 2141 2145 2150 rVvVv 38210 48517 0.59% 0.051%
62 15.739 2163 2168 2172 rBV4 20423 27694 0.34% 0.029%
63 16.175 2235 2242 2248 rBV 84487 118176 1.43% 0.125%
64 16.386 2273 2278 2285 rVB 32043 42864 0.52% 0.045%
65 16.492 2292 2296 2300 rBV3 25078 34466 0.42% 0.036%
66 16.533 2300 2303 2309 rVB4 12849 21016 0.25% 0.022%
67 16.904 2361 2366 2369 rBV 9781 15381 0.19% 0.016%

68 17.116 2395 2402 2410 rBV2 2177431 2951595 35.76% 3.126%
69 17.216 2413 2419 2433 rBV 3845223 5315804 64.40% 5.629%
70 17.422 2449 2454 2458 rBV 337999 400391 4._.85% 0.424%
71 17.469 2458 2462 2471 rVB 699888 884656 10.72% 0.937%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

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

Stop Thrs - O Peak Location: TOP

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

Method
Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_.M
= SVOA CALIBRATION

72 17.798 2512 2518 2525 rBV2 283942 371938 4_.51% 0.394%
73 18.027 2552 2557 2565 rBV 181576 256678 3.11% 0.272%

74 18.098 2565 2569 2574 rVB4 14682 29498 0.36% 0.031%
75 18.274 2596 2599 2605 rVB5 10949 16769 0.20% 0.018%
76 18.363 2611 2614 2619 rVB6 14296 19859 0.24% 0.021%

77 18.745 2674 2679 2682 rBV 367434 413375 5.01% 0.438%
78 18.786 2682 2686 2696 rVB 805767 926425 11.22% 0.981%
79 19.145 2742 2747 2752 rVB 45759 60649 0.73% 0.064%
80 19.316 2771 2776 2786 rBV 482858 703508 8.52% 0.745%

81 19.398 2787 2790 2796 rVB2 42642 69230 0.84% 0.073%
82 19.510 2803 2809 2816 rBV2 4671750 6310496 76.45% 6.683%
83 19.586 2816 2822 2830 rVB 309013 516118 6.25% 0.547%
84 19.874 2866 2871 2874 rBV 3725277 3946718 47.81% 4._.180%
85 19.915 2874 2878 2891 rVB 7257610 8254733 100.00% 8.742%

86 20.410 2959 2962 2966 rVB5 33676 34675 0.42% 0.037%
87 20.633 2993 3000 3004 rBV3 94402 168370 2.04% 0.178%
88 20.851 3033 3037 3040 rBV 1738234 1903969 23.07% 2.016%
89 20.886 3040 3043 3052 rVB 3791430 3930203 47.61% 4.162%
90 21.098 3076 3079 3083 rVB 84164 97089 1.18% 0.103%

91 21.239 3101 3103 3107 rVB2 47896 52801 0.64% 0.056%
92 21.304 3109 3114 3122 rVV 3118298 3738360 45.29% 3.959%
93 21.721 3181 3185 3188 rBV 807061 1000971 12.13% 1.060%
94 21.757 3188 3191 3203 rVB 1839846 2145402 25.99% 2.272%
95 22.345 3287 3291 3296 rBV 280568 388178 4._.70% 0.411%

96 22.439 3304 3307 3311 rVB3 103693 123371 1.49% 0.131%
97 22.668 3341 3346 3348 rBV 778674 1099451 13.32% 1.164%
98 22.704 3348 3352 3359 rVB 1740993 2454459 29.73% 2.599%
99 23.404 3464 3471 3479 rVB 3811452 6945841 84.14% 7.356%
100 23.545 3488 3495 3504 rVB 2091242 4009850 48.58% 4.246%

Sum of corrected areas: 94428026
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Data Path :
Data File :
Aca On :
Operator : SJ/J
Sample : J486
Misc :

ALS Vial 10

U
8-07

LSC Report - Integrated Chromatogram

Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM091418\
BMO16753.D
14 Sep 2018 14:58

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library :

C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

.02

2000000

1000000

TIC: BM016753.D

7.07.26

7.73

.80

8.88

9.60

10.13 10.51

Time--> 3.00 3.50

6.9
3.89 4.34 489 530 S# 6.40 6.%. 5(#&1

4.00

4.50

50 8.00 850 9.00

9.50

8.43
8.38.558, 959.9244\9@@. 82 11.30 11.6
S e e

500 550 6.00 650 700 7.

10.00 10.50 11.00 11.50

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

822020

12.7%2. 98|.3I.L28

TIC: BM016753.D

15.37

14.06
13.79

14.37

5.48

17.22

17.47

1992

19.51

19,87

18.79

e R

3.8 4604 sersmE ﬁsmm 16. Y4H0EB

19.33
1742 17, 18”\74 49.59
16.9 _J? (T ﬁagﬁgj& 20.41

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
7000000

6000000

5000000

4000000

3000000

2000000

1000000

e =t

TIC: BM016753.D

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 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\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Butane, 2-methoxy-2-methyl- Concentration Rank 2

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

3.02 39.57 ng/ul 2896030 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 27
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25

Abundance Scan 6 (3.022 min): BM016753.D (-3) (-) m/z 73.10 100.00%
73.1
5000 431 A
N I
3.10 3.20 3.30 3.40
0 ...,....',|-.'..‘.n,..'.'.,?.-.0.,....,....,....,....,....,297.-9. m/z 43.10 38.65%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
74.0
5000
43.0 3.10 3.20 3.30 3.40
' m/z 55.10 28.96%
27.0 ‘ |
0"'|”L'ﬂJ'"w"'|"“|""w"'l"“l""l“"l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4391: Butane, 2-methoxy-2-methyl-
73.0
3.10 3.20 3.30 3.40
0
5000 550 m/z 87.10 26.38%
39
0"'Iwh'MJ””I'JMI§FPW""P"'I”"I'”'I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13286: 2,2,4-Trimethyl-3-pentanol T
73.0 3.10 3.20 3.30 3.40
m/z 41.10 13.06%
410 o
5000
0 |1|5|.0|||||||||||||||||||9?.|()|||||||||||||||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 200 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 1-Hexanol, 2-ethyl- Concentration Rank 10

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

7.80 5.71 ng/ul 417722 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 78
2 1-l1sobutoxv-2-ethvlhexane 186 C12H260 1000139-90-3 64
3 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
4 1-Hexanol. 2-ethvl- 130 C8H180 000104-76-7 59
5 dI-2-Ethylhexyl chloroformate 192 C9H17Cl102 024468-13-1 53

Abundance Scan 818 (7.799 min): BM016753.D (-812) (-) m/z 57.10 100.00%
57.1
5000 410
70.1 83.1 SR T R IR
|| | | 981 1120 7.40 7.60 7.80 8.00 8.20
o} A WS SO PSSP MR S ik SR, m/z 41.05 36.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13220: 1-Hexanol, 2-ethyl-
57.0
5000 USRI RS S R
43.0 7.40 7.60 7.80 8.00 8.20
29.0 70.0 g3.0 m/z 43.10 31.67%
0"W'E%P”Jjw"hL'”l'“II”"ﬁ"W"”I'?éfT”%}%QW"”I'”'I“"P
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #46884: 1-1sobutoxy-2-ethylhexane
57.0
420 7.40 7.60 7.80 8.00 8.0
5000 m/z 55.10 26.62%
29.0
71.0
. | \‘ Il 50 80 M0 1580 1439
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13212: 1-Hexanol, 2-ethyl- RE R EEL S
57.0 7.40 7.60 7.80 8.00 8.20
m/z 56.10 21.26%
5000 41.0
29.0
70.0 83.0
o || 90 20
O T T e e ey LN RS SRS RS
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.40 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Phenol, 2-methoxy- Concentration Rank 14

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

8.82 3.49 ng/ul 255153 1,4-Dichlorobenzene-d4 7.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phenol. 2-methoxv- 124 C7H802 000090-05-1 96
2 Phenol. 2-methoxv- 124 C7H802 000090-05-1 95
3 Phenol. 2-methoxv- 124 C7H802 000090-05-1 95
4 Meauinol 124 C7H802 000150-76-5 94
5 Mequinol 124 C7H802 000150-76-5 93

Abundance Scan 992 (8.822 min): BM016753.D (-986) (- m/z 109.00 100.00%
109.0
81.0 124.1
5000
53.1 S £ S —
39.1 | 63.0 95.0 840 8.60 880 9.00 9.20
Obrr et Al b st bl || M/Z 124,10 75.77%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10079: Phenol, 2-methoxy-
109.0
124.0
81.0
5000 R L UL AR
8.40 8.60 8.80 9.00 9.20
53.0 m/z 81.00 74 .33%
39.0 63.0
0 "|}?'q|'?z'?""h" "”””"I:Lh'l'""il"'I??'ql"' SBARBSRERRSRY
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10077: Phenol, 2-methoxy-
109.0
8o 124.0 SRS LR RS LR
8.40 8.60 8.80 9.00 9.20
5000 m/z 53.10 25.02%
27.0 53.0
39.0
63.0
0"P'”I”JW'“HP'“HL“WJL'P'“IM'W?ﬁqP"J'”'PJ“I”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #10078: Phenol, 2-methoxy- . S e B
109.0 124.0 840 860 8.80 9.00 9.20

m/z 52.00 13.94%

5000 81.0 /\A
53.0
27.0 39.0
150 | ol 850 95.0 ! !

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 840 8.60 880 900 9.20

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Propanoic acid, 2-methyl-, ... Concentration Rank 21
R.T. EstConc Area Relative to ISTD R.T.
12.98 2.06 ng/ul 268010 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 2-methvl-. 3-hvd... 216 C12H2403 074367-34-3 91
2 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 64
3 Propanoic acid. 2-methvl-., 2-eth._.. 216 C12H2403 074367-31-0 47
4 trans-2.3-Epoxvdecane 156 C10H200 054125-39-2 43
5 2,2,5,5,6-Pentamethyl-4,7,9-trio... 200 C11H2003 062759-70-0 40
Abundance Scan 1699 (12.981 min): BM016753.D (-1691) (-) m/z 71.10 100.00%
430 | 11
89.1
5000
1431 1732 12,60 12.80 13.00 13.20
ol .',".'. ||, . .--|.,'.|.-. e 20 sz 56.10 0 90.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66733: Propanoic acid, 2-methyl-, 3-hydroxy-2,4,4-trimeth...
71.0
43.0
5000 89.0 LRI ISR AU SUNILE I
12.60 12.80 13.00 13.20
m/z 43.05 83.74%
o 1140 1430 1730
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #20037: Butanoic acid, butyl ester
71.0 89.0
43.0 12.60 12.80 13.00 13.20
5000 m/z 89.10 56.22%
27,0
0 "'|ﬂ1'J“"JJ#"”'l'h"|'}}?P'"}ﬁfp"l""l""l"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66729: Propanoic acid, 2-methyl-, 2-ethyl-3-hydroxyhexyl ... e EEmaa paEaE
71.0 89.0 12.60 12.80 13.00 13.20
m/z 41.10 32.93%
43.0
5000
27.0
ol LI I ‘\ W1l 11001270130 1730
m/z--> 20 40 60 80 100 120 140 160 180 200 12.60 12.80 13.00 13.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Vanillin Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
13.28 2.51 ng/ul 326253 Acenaphthene-d10 14 .37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 97
2 Vanillin 152 C8H803 000121-33-5 96
3 Benzaldehvde. 3-hvdroxv-4-methoxvy- 152 C8H803 000621-59-0 94
4 Benzaldehvde. 3-hvdroxv-4-methoxv- 152 C8H803 000621-59-0 93
5 Vanillin 152 C8H803 000121-33-5 93
Abundance Scan 1750 (13.281 min): BM016753.D (-1744) (-) m/z 151.10 100.00%
151
5000
s 109.0
o oo || 8001370 1540 1560
o e m/z 152.10 90.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24646: Vanillin
151.0
5000 SRR SUNRILS BN B
81.0 13.00 13.20 13.40 13.60
53.0 109.0 m/z 81.10 33.77%
o 29.0 135.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24644: Vanillin
151.0
113.00 13.20 1340 13.60
5000 610 m/z 109.00 23.52%
510 109.0
27.0 ‘
ol ..|‘H "“I‘ .“H“.,“‘;“‘...”;‘...‘.,.l..1,4:5:0..‘,..‘.,....,....,....
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24718: Benzaldehyde, 3-hydroxy-4-methoxy- R B B
151.0 13.00 13.20 13.40 13.60
m/z 123.00 18.62%
5000 c5.0 81.0
29.0 : 109.0
0..1:.3@,....,....,.. .,....,....,..1:.35.',0...,....,....,.... L e ELLELELE e e
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown-01 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
17.42 2.71 ng/ul 400391 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 2-ethvl-. anhvdride 270 C16H3003 036765-89-6 47
2 Octanethioic acid. S-hexvl ester 244 C14H280S 055590-85-7 45
3 Propvlphosphonic acid. fluoroanh... 238 C11H24FO02P 333416-20-9 43
4 Octanoic acid., 2.6-dibromo-4-cva... 401 C15H17Br2N02 001689-99-2 38
5 Octanoic acid, cyclobutyl ester 198 C12H2202 1000282-86-6 38
Abundance Scan 2454 (17.422 min): BM016753.D (-2449) (-) m/z 43.00 100.00%
43.0 127.1
5000 AA
1590 lllllllllllllllllll
10 100. 2291 17.20 17.40 17.60 17.80
0 ,....,|....-,-.-.'-.-.,‘.'...,...ﬂ . ..,..'..||,..'.. A m/z 127.10  95.85%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100577: Hexanoic acid, 2-ethyl-, anhydride
127.0
57.0
5000 LR SR BRI SUBURS I
99.0 17,20 17.40 17.60 17.80
m/z 57.05 74 .88%
oL 200 1l 779, | | 1450 170.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #84748: Octanethioic acid, S-hexyl ester
57.0 127.0
1720 17.40 17.60 '1'7'éo' '
5000 m/z 159.00 20.10%
159.0
109.0
200 | | sa0 00| 184.0 244.0
miz-> 20 40 éo éo 160 120 140 160 180 200 220 240
Abundance #80680: Propylphosphonic acid, fluoroanhydride, octyl ester
127.0 17.20 17.40 17.60 17.80

m/z 55.05 19.55%

5000 41.0

980
d ‘h 69.0 _ 153.0 181.0 239.0

m/z--> 20 40 80 100 120 140 160 180 200 220 240 17.20 17.40 17.60 17.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 9
R.T. EstConc Area Relative to ISTD R.T.
17.47 5.99 ng/ul 884656 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Piperazine. 1-methvl-4-T2-(p-tol... 282 C14H22N202S 016191-68-7 38
2 Propvlphosphonic acid. Ffluoroanh... 238 C11H24F02P 333416-20-9 32
1-(4-Fluoro-benzenesulfonvD)-pip... 286 C12H15FN203S 1000295-13-0 28
4 6-Azathvmine 127 C4H5N302 000932-53-6 25
5 4-Amino-2,6-dihydroxypyrimidine 127 C4H5N302 000873-83-6 25
Abundance Scan 2462 (17.469 min): BM016753.D (-2458) (-) m/z 43.05 100.00%

SN
w
o

127.1
5000
84.0 14 17.20 17.40 17.60 17.80
) 187.1 2291 : : : :
o S VPO .71 ..,.'...||,..-..,.... et 2809 Tm/z 127.10  54.80%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107193: Piperazine, 1-methyl-4-[2-(p-tolylsulfonyl)ethyl]-
127.0
5000 LA L L L L L B L L BB
17.20 17.40 17.60 17.80
43.0 70.0 m/z 57.10 32.99%
o 10 155.0175.0  212.0 238.0  282.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80680: Propylphosphonic acid, fluoroanhydride, octyl ester
127.0
o AR EE E s
17.20 17.40 17.60 17.80
5000 m/z 159.10 17.38%
41.0
980
o ‘ | 69.0 | 1530 18L0 239.0
"”w'”|““|“'w”'w'“w'“w'“"”"”'"“"“|””|“”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #109499: 1-(4-Fluoro-benzenesulfonyl)-piperidine-3-carboxy...
127.0 17.20 17.40 17.60 17.80
m/z 55.05 12.15%
5000
95.0
550 159.0
o L | 188.0 218.0 242.0 266.0287.0
T e e e e e e e e T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.20 17.40 17.60 17.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.80 2.52 ng/ul 371938 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 99
2 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 96
3 7.9-Di-tert-butvl-1-oxaspiro(4.5... 276 C17H2403 082304-66-3 87
4 Ethanone. 1-(5.6.7.8-tetrahvdro-... 220 C14H2002 071596-88-8 83
5 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 44
Abundance Scan 2518 (17.798 min): BM016753.D (-2512) (-) m/z 57.10 100.00%
1 205.1
5000
115-0135.1 17.40 17.60 17,80 18.00 18.20
0 m/z 205.10 98.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104143: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
205.0
5000 LU BN SO SR B
175.0 17.40 17.60 17.80 18.00 18.20
, m/z 217.10 66 .44%
15.0135.0 232.0 261.0
O .'.I I I| |.|. .l |i| I |.' I:nI .I|:JI].II |:| ||I e '.I‘lll " bl ||I'II'. .
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104141: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0
17.40 17.60 17,80 18.00 18.20
5000 m/z 41.05 55.76%
205.0
91.0 175.0
232.0
0 |3?| I\‘l |‘i‘ l‘l ‘N:‘: I‘w‘lhlw ’ ‘:MI‘ \:!-‘1?\9]\-3\\5 OJI'\SS Q: - U - | ST - IH - | — ||2|6|1|(|)| AR
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104142: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2...
57.0 17.40 17.60 17.80 18.00 18.20
m/z 55.00 53.15%
205.0
5000
10 177.0
L 10 135.0 ‘ ‘ 232.0 261.0
T ‘Iullj]]\jml S ST T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.75 2.80 ng/ul 413375 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic anhvdride 326 C20H3803 002082-76-0 42
2 Vinvl decanoate 198 C12H2202 004704-31-8 37
3 Decanohvdrazide 186 C10H22N20 020478-70-0 22
4 6-Amino-1.3-dimethvluracil 155 C6H9N302 006642-31-5 22
5 4,6-Dihydroxypyrimidine, 5-amino... 155 C5H5N303 001074-97-1 22
Abundance Scan 2680 (18.751 min): BM016753.D (-2674) (-) m/z 43.05 100.00%
43.0 155.1
5000
71.1 98.1 R e
2970 257.1 18,40 18.60 18.80 19.00
N 289 186.1 282.0 m/z 155.10 83.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130851: Decanoic anhydride
155.0
5000 AR AR SR UL
43.0 18,40 18.60 18.80 19.00
71.0 98.0 m/z 159.10 33.77%
ol280 | I, 129.0 199.0 2420 2820  326.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #54658: Vinyl decanoate
43.0 155.0
71.0 18.40 18.60 18.80 19.00
5000 m/z 57.05 28.92%
osol b Llle0 w00 |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #46522: Decanohydrazide
32.0 18.40 18.60 18.80 19.00
m/z 55.00 22 .05%
57.0 155.0
5000
85.0
‘ 186.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-04 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
18.79 6.28 ng/ul 926425 Phenanthrene-d10 17.12
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid. 2.3-bis(acetvlo... 470 C27H5006 055429-67-9 37
2 Decanoic acid. 2-hvdroxv-1-Chvdr... 246 C13H2604 003376-48-5 25
3 9-Octadecenoic acid (2)-. 2.3-bi... 440 C25H4406 055401-64-4 12
4 Oxiranecarbonitrile, 3-methvl-3-... 159 C10H9NO 028937-48-6 9
5 Acetamide, N-(2-methyl-3-oxo0-4-i... 158 C6H10N203 014617-48-2 9
Abundance Scan 2687 (18.792 min): BM016753.D (-2682) (-) m/z 43.05 100.00%
43.0
155.1 /
5000
%8.0 18.40 18.60 18.80 19.00 19.20
o dlydligeer | gess 22712571 S0 7EET10 52.38%
m/z--> 50 100 150 200 250 300 350
Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43.0
5000 159.0 SN SULURN SRR UL I
98.0 18.40 18.60 18.80 19.00 19.20
1 m/z 159.10 30.10%
dd | mﬂ* b 30250
m/z--> 100 150 200 250 300 350
Abundance #85766. Decanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl ester
43.0 155.0
18.40 18.60 18.80 19.00 19.20
5000 71.0 m/z 158.05 15.94%
116.0 215.0
LIRS | peoo80se
m/z--> 50 100 150 200 250 300 350
Abundance #163177: 9-Octadecenoic acid (2)-, 2,3-bis(acetyloxy)propy... L e e
43.0 18.40 18.60 18.80 19.00 19.20
m/z 98.05 15.57%
5000
159.0
81.0
ol \ h | HJ“117° . 2070 2640 306.0334.0 380.0
m/z--> 50 100 150 200 250 300 350 1840 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
19.32 3.76 ng/ul 703508 Chrysene-di12 21.30
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 98
3 Octadecanoic acid 284 C18H3602 000057-11-4 94
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 86

Abundance Scan 2777 (19.321 min): BM016753.D (-2771) (-) m/z 43.05 100.00%

43.0 .0

5000

19.00 19.20 19.40 19.60
m/z 73.05  96.54%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108843: Octadecanoic acid

19.IOO 19.I20 19.I40 19!60
m/z 60.00 91.70%

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108841: Octadecanoic acid

43.0 730

19.00 19.20 19.40 19.60
m/z 57.05 86.08%

5000
o229 b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108839: Octadecanoic acid
43.0 19.00 19.20 19.40 19.60
m/z 55.10 82.42%
5000
Ol ey
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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-05 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
19.59 2.76 ng/ul 516118 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 2-hvdroxv-1-Chv... 274 C15H3004 001678-45-1 28
2 Dodecanoic acid. 2.3-dihvdroxvpr... 274 C15H3004 000142-18-7 27
3 1.2-Dicarbadodecaborane(12). 1-h... 230 C8H24B10 020740-05-0 10
4 Heptane. 4-ethvl- 128 C9H20 002216-32-2 10
5 2,7-Octanedione 142 C8H1402 001626-09-1 10
Abundance Scan 2823 (19.592 min): BM016753.D (-2816) (-) m/z 43.05 100.00%
430
5000 1831 /\A
84.1 ‘ SR N— | § G—
243.2 19.20 19.40 19.60 19.80 20.00
o . "Lw' . ~'.1"f2',9|. Lh 21817772692 3500 h757183.10  49.04%
m/z--> 50 100 150 200 250 300 350
Abundance #102866: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
430 188.0
74.0
5000 AR ARRUNAAUNA AU
134.0 1920 19.40 19.60 19.80 20.00
243.0 m/z 57.10 36.66%
11 14.0
0 : 274.0
m/z--> 50 100 150 200 250 300 350
Abundance #102862: Dodecanoic acid, 2,3-dihydroxypropyl ester
43.0 98.0 183.0
19.20 19.40 19.60 19.80 20.00
5000 m/z 117.05 34.83%
69, 134.0
243.0
14.0
o ‘.| J. I\J NLIL J"‘-”-'HH Ly .L. | .‘ — .{ |27|4|0| — i
m/z--> 50 100 150 200 250 300 350
Abundance #76577: 1,2-Dicarbadodecaborane(12), 1-hexyl-
43.0 183.0 19.20 19.40 19.60 19.80 20.00
m/z 103.05 34.01%
5000
227.0
ol —
m/z--> 50 100 150 200 250 300 350 19.20 19.40 19.60 19.80 20.00

SOM-EPA-BM0O91018MA_.M Mon Sep 17 17:33:08 2018 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M

Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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

Concentration Rank 3

Peak Number 13 unknown-06

R.T. EstConc Area

Relative to ISTD R.T.

19.87 21.11 ng/ul 3946720

Hit# of 5 Tentative ID

Chrysene-di12

MW  MolForm

1 Dodecanoic acid. 2-hvdroxv-1-(Chy...
2 Lauric anhvdride

3 Eicosanoic acid. 2-(Cacetvlioxv)-1...
4 5.8-Methano-4H-3.1-benzoxazine-2...
5 Eicosanoic acid, 2,3-bis(acetylo...

274 C15H3004
382 C24H4603
470 C27H5006
183 C9H13NOS
470 C27H5006

001678-45-1 37
000645-66-9 27
055429-68-0 25
1000142-76-7 16
055429-67-9 12

Abundance Scan 2870 (19.868 min): BM016753.D (-2866) (-) m/z 43.10 100.00%
43.1
5000 183.2
98.1 [ A
\ 19.60 19.80 20.00 20.20
. 227.1 285. 3
o..~.,:-I.LJI.J«-.J"F3.5.1,..'.. e A m/z 183.20 48.17%
m/z--> 50 100 150 200 250 300 350 400
Abundance #102866: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43.0 183.0
74.0
5000 LA L L L L L L LB
134.0 10.60 19.80 20.00 20.20
243.0 m/z 57.05 34.00%
o 130 | 2740
m/z--> 50 100 150 200 250 300 350 400
Abundance #151997: Lauric anhydride
183.0
A T
19.60 19.80 20.00 20.20
5000 m/z 159.10 33.82%
43.0
Ll | e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #166331: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth... R e L
43.0 19.60 19.80 20.00 20.20
159.0 m/z 55.05 24 .81%
98.0
5000
oL y g% \mwﬂm 295.0 367.0 410.0
e r T R ma e R RRRE.
m/z--> 50 100 150 200 250 300 350 400 19.60 19.80 20. 00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

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

Peak Number 14 unknown-07 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.92 44.16 ng/ul 8254730 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid. 2.3-dihvdroxvpr... 274 C15H3004 000142-18-7 22
2 Dodecanovl chloride 218 C12H23CIO0 000112-16-3 16
3 Dodecanoic acid. 2-hvdroxv-1-(Chv... 274 C15H3004 001678-45-1 12
4 1.2-Dicarbadodecaborane(12). 1-h... 230 C8H24B10 020740-05-0 10
5 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 10
Abundance Scan 2879 (19.921 min): BM016753.D (-2874) (-) m/z 43.10 100.00%
431
183.2 AA
5000
98.1 R |
711 144.9 19.60 19.80 20.00 20.20
227.1255,
ok ,“. y .JL.'L,' ol 2T |= Loh 2er125522852 38511 n,757183.20  54.41%
m/z--> 50 100 150 200 250 300 350
Abundance #102862: Dodecanoic acid, 2,3-dihydroxypropy! ester
98.0 183.0
5000 SRR AU RIS
134.0 19.60 19.80 20.00 20.20
243.0 m/z 159.10 48.65%
bl )
0 ".‘l.':”l'. .'..I.I...||.27.4'.0.|....|.
m/z--> 100 150 200 250 300 350
Abundance #67966: Dodecanoy! chloride
3.0
10.60 19.80 20.00 20.20
5000 m/z 98.10 24 .20%
183.0
138.0
0‘ ‘”‘u”ulhlulu|‘||||||||||||||||||
m/z--> 100 150 200 250 300 350
Abundance #102866. Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl... R E R R e
43.0 188.0 19.60 19.80 20.00 20.20
m/z 158.10 22 .36%
74.0
5000 134.0
} 140 243.0
o I||“|H:ILLI:LL8|1|.I.II . .‘{. IFI.I . .“l‘.27.4'.0. T }}.  RAS RASRmEmas
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Myristin, 2,3-diaceto-1- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.85 10.19 ng/ul 1903970 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Mvristin, 2.3-diaceto-1- 386 C21H3806 014473-55-3 91
2 Mvristin, 1.3-diaceto-2- 386 C21H3806 014290-23-4 91
3 Mvristin., 2.3-diaceto-1- 386 C21H3806 014473-55-3 72
4 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 52
5 2-Ethoxymethyl-3-methyl-4-nitro-... 211 C10H13NO4 1000191-44-1 25
Abundance Scan 3037 (20.851 min): BM016753.D (-3033) (-) m/z 43.05 100.00%
43.0
5000 1591 2112
98.0
| \ 7m ‘ - | o pi11 283131333411 " 20.60 20.80 21.00 21.20
ol bl b 420 | 1850 | 2411 283131333411 | 57959 10 50.31%
m/z--> 50 100 150 200 250 300 350
Abundance #153011: Myristin, 2,3-diaceto-1-
43.0
5000 159.0 211.0 LR UL BUMILE UL I
98.0 20.60 20.80 21.00 21.20
71.0 m/z 211.20 49.08%
0 1326.0 | 185.0 | 2420 283.0313.0
m/z--> 50 100 150 200 250 300 350
Abundance #153010: Myristin, 1,3-diaceto-2-
43.0

20.60 20.80 21.00 21.20
5000 1590 5110 m/z 57.05 34.15%

98.0
71.0

0 lA ‘HJ \A Il ‘HZAGO ‘\ \1185'0 / 242.0 283.0 31.3'0

- I T T T T I T T T T I T T T T I T T T T I T T T T I T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #153009: Myristin, 2,3-diaceto-1- R R REEE s ma

43.0 20.60 20.80 21.00 21.20
m/z 98.05 29.86%
5000
159.0
211.0
530 7 160 |

ol i L by 4250, | 1850 | 2410 28403130 e .

m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Hexadecanoic acid, 2,3-bis(... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.72 5.36 ng/ul 1000970 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 87
2 Hexadecanoic acid. 2-(acetvloxv)... 414 C23H4206 055268-69-4 68
3 Hexadecanoic acid. 2-hvdroxv-1-(... 330 C19H3804 023470-00-0 27
4 9.12.15-Octadecatrienoic acid. 2... 436 C25H4006 055320-01-9 25
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 25
Abundance Scan 3185 (21.721 min): BM016753.D (-3181) (-) m/z 43.10 100.00%
43.1
159.1
5000 06.0 39,3
21.40 21.60 21.80 22.00
ol ,‘:J.l U, B L1900 ) 2712 3112 3544 4291 TiEG 10 65.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
159.0
43.0
98.0
5000 LAUL NS RN SR
239.0 21.40 21.60 21.80 22.00
‘ m/z 239.30 35.60%
| Adla g L | zre0 @00 w0
m/z--> 50 100 150 200 250 300 350 400
Abundance #159150: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0
21.40 21.60 21.80 22.00 |
5000 m/z 57.10 34 .85%
159.0
\ 98.0 239.0
ol b 1m0
m/z--> 50 100 150 200 250 300 350 400
Abundance #132706: Hexadecanoic acid, 2-hydroxy-1-(hydroxymethyl)eth...
43.0 21.40 21.60 21.80 22.00
98.0 m/z 98.05 32.86%
5000
‘ } 1340 780
HMHN% - U (RSSO || W
m/z--> 50 100 150 200 250 300 350 400 21.40 21.60 21.80 22.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown-08 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
22.34 2.08 ng/ul 388178 Chrysene-di12 21.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Heptanedione. 2.2.6.6-tetram... 184 C11H2002 001118-71-4 30
2 2H-Azepin-2-one. hexahvdro-4-met... 127 C7H13NO 003623-05-0 27
3 Imidazole. 2-fluoro-5-carbhvdraz... 158 C5H7FN40 1000129-58-0 27
4 4-Amino-2.6-dihvdroxvpvrimidine 127 C4H5N302 000873-83-6 27
5 3,5-Heptanedione, 2,2,6,6-tetram... 184 C11H2002 001118-71-4 25
Abundance Scan 3290 (22.339 min): BM016753.D (-3287) (-) m/z 57.10 100.00%
57.1 127.1
183.2
5000
98.0
‘ 22.00 22.20 22.40 22.60
byl m/z 127 .05 96.01%
m/z--> 50 100 150 200 250 300 350
Abundance #45255: 3,5-Heptanedione, 2,2,6,6-tetramethyl-
127.0
43.0
5000 HUNABSUVABRABARAR! ﬁﬂ'l
22.00 22.20 22.40 22.60
8 m/z 43.10 84 .35%
L0 184.0
0l15.0 4l 156.0°°"
m/z--> 50 160 1%0 260 2éo 360 3%0
Abundance #11479: 2H-Azepin-2-one, hexahydro-4-methyl-
30.0
69.0 22.00 22.20 22.40 22.60
5000 127.0 m/z 183.20 64 .35%
98.0
0.“.“‘ ,“.Rﬂ'.”,.‘...,....,....,....,....,...
m/z--> 50 100 150 200 250 300 350
Abundance #28427: Imidazole, 2-fluoro-5-carbhydrazino-1-methyl- T R
127.0 22.00 22.20 22.40 22.60
m/z 55.05 50.15%
72.0
5000
158.0
42.0
O
m/z--> 50 100 150 200 250 300 350 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM091418\
Data File : BM016753.D

Aca On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample = J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
Quant Title : SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid, 2-(acety... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
22 .67 5.48 ng/ul 1099450 Perylene-di12 23.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid. 2-(acetvloxv)... 442 C25H4606 055401-62-2 91
2 Hexadecanoic acid. 2.3-bis(acetv... 414 C23H4206 055268-70-7 58
3 Eicosanoic acid. 2-(Cacetvloxv)-1... 470 C27H5006 055429-68-0 46
4 Eicosanoic acid. 2.3-bhis(acetvlo... 470 C27H5006 055429-67-9 25
5 2,3,4-Trifluorobenzoic acid, 2-p... 386 C22H33F302 1000280-62-1 16
Abundance Scan 3346 (22.668 min): BM016753.D (-3341) (-) m/z 43.10 100.00%
43.1
159.1
5000
22.40 22.60 22.80 23.00
339.3
ol ,L 38234151 m/z 159.10 66.38%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163429: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43.0
159.0
5000 98.0 267.0 | 22.40 22.60 22.80 23.00
m/z 57.10 37.69%
oL L, l 218.0 338.0 3820
m/z--> 50 100 150 200 250 300 350 400
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43.0 159.0
98.0 22.40 22.60 22.80 23.00
5000 m/z 267.30 35.17%
239.0
o L 1 270.0 310.0 355.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #166331: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth...
43.0 22.40 22.60 22.80 23.00
159.0 m/z 98.05 33.61%
5000
0
m/z--> 22.40 22.60 22.80 23.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM091418\
Data File : BM016753.D

Acq On : 14 Sep 2018 14:58

Operator : SJ/JU

Sample - J4868-07

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM091018MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Butane, 2-methoxy... 3.02 39.6 ng/ul 2896030 1 7.73 1463830 20.0
1-Hexanol, 2-ethyl- 7.80 5.7 ng/ul 417722 1 7.73 1463830 20.0
Phenol, 2-methoxy- 8.82 3.5 ng/ul 255153 1 7.73 1463830 20.0
Propanoic acid, 2... 12.98 2.1 ng/ul 268010 3 14.37 2604760 20.0
Vanillin 13.28 2.5 ng/ul 326253 3 14.37 2604760 20.0
unknown-01 17 .42 2.7 ng/ul 400391 4 17.12 2951600 20.0
unknown-02 17 .47 6.0 ng/ul 884656 4 17.12 2951600 20.0
7,9-Di-tert-butyl... 17.80 2.5 ng/ul 371938 4 17.12 2951600 20.0
unknown-03 18.75 2.8 ng/ul 413375 4 17.12 2951600 20.0
unknown-04 18.79 6.3 ng/ul 926425 4 17.12 2951600 20.0
Octadecanoic acid 19.32 3.8 ng/ul 703508 5 21.30 3738360 20.0
unknown-05 19.59 2.8 ng/ul 516118 5 21.30 3738360 20.0
unknown-06 19.87 21.1 ng/ul 3946720 5 21.30 3738360 20.0
unknown-07 19.92 44 _2 ng/ul 8254730 5 21.30 3738360 20.0
Myristin, 2,3-dia... 20.85 10.2 ng/ul 1903970 5 21.30 3738360 20.0
Hexadecanoic acid... 21.72 5.4 ng/ul 1000970 5 21.30 3738360 20.0
unknown-08 22.34 2.1 ng/ul 388178 5 21.30 3738360 20.0
Octadecanoic acid... 22.67 5.5 ng/ul 1099450 6 23.54 4009850 20.0
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