LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 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-BMO61419MA .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 3.016 3 5 12 rVB 3455990 3844809 10.06% 1.173%
2 4.404 236 241 246 rVB 473950 649264 1.70% 0.198%
3 5.275 385 389 400 rVB 195417 309085 0.81% 0.094%
4 6.434 580 586 594 rVB 607226 903106 2.36% 0.276%
5 6.810 641 650 653 rvv 188791 420799 1.10% 0.128%
6 6.857 653 658 664 rvv 365912 519022 1.36% 0.158%
7 6.934 664 671 682 rVB 1051145 1765159 4.62% 0.539%
8 7.098 694 699 708 rvVv 777441 1199836 3.14% 0.366%
9 7.187 708 714 726 rVB 244324 522884 1.37% 0.160%
10 7.292 726 732 740 rBVY 1137708 1739350 4 .55% 0.531%

11 7.757 804 811 817 rBV 1282572 1977046 5.17% 0.603%
12 8.345 899 911 918 rBv4 80786 212493 0.56% 0.065%
13 8.463 925 931 942 rVB 1171452 1973115 5.16% 0.602%
14 8.922 1002 1009 1018 rBV 1032735 1760949 4.61% 0.537%
15 9.281 1063 1070 1075 rBV 245090 370207 0.97% 0.113%

16 9.633 1120 1130 1144 rBV 889006 1511630 3.96% 0.461%
17 9.857 1162 1168 1179 rVB5 130505 333303 0.87% 0.102%
18 10.169 1214 1221 1238 rVB 1469750 2535031 6.63% 0.774%
19 10.545 1278 1285 1291 rBV 1732580 2919737 7.64% 0.891%
20 10.692 1305 1310 1317 rVB 128646 241922 0.63% 0.074%

21 11.769 1489 1493 1500 rVB 146766 230634 0.60% 0.070%
22 12.739 1651 1658 1670 rVV3 113658 260435 0.68% 0.079%
23 12.992 1693 1701 1706 rBV2 134927 218124 0.57% 0.067%
24 13.263 1741 1747 1754 rBV5 142813 339735 0.89% 0.104%
25 13.704 1818 1822 1830 rVB4 172810 279886 0.73% 0.085%

26 13.816 1830 1841 1845 rBV 2433962 3682783 9.64% 1.124%
27 13.863 1845 1849 1854 rVVv 553743 766383 2.01% 0.234%
28 14.092 1882 1888 1895 rVV 2800057 4249549 11.12% 1.297%
29 14.404 1934 1941 1946 rVV2 2465490 3923497 10.27% 1.197%
30 14.457 1946 1950 1963 rVB3 208103 476885 1.25% 0.146%

31 14.627 1970 1979 1989 rBV2 881428 1887347 4.94% 0.576%
32 14.821 2007 2012 2016 rBV2 219359 271962 0.71% 0.083%
33 15.310 2087 2095 2098 rBV2 220659 353976 0.93% 0.108%
34 15.398 2104 2110 2116 rVV 3709799 5387791 14.10% 1.644%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 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-BMO61419MA_M
SVOA CALIBRATION

35 15.527 2127 2132 2139 rBV 488712 715265 1.87% 0.218%

36 15.962 2199 2206 2212 rVB3 410300 665132 1.74% 0.203%
37 16.109 2226 2231 2240 rVV7 110185 286247 0.75% 0.087%
38 16.257 2251 2256 2261 rBV4 153720 294516 0.77% 0.090%
39 16.474 2289 2293 2297 rVV 150291 216333 0.57% 0.066%
40 16.551 2301 2306 2310 rBVY 541404 730353 1.91% 0.223%

41 16.651 2319 2323 2334 rVB 233661 370166 0.97% 0.113%
42 16.804 2346 2349 2358 rVB2 115586 201658 0.53% 0.062%
43 16.904 2359 2366 2373 rBV6 182007 503317 1.32% 0.154%
44 16.968 2373 2377 2383 rVB3 184400 323986 0.85% 0.099%
45 17.045 2386 2390 2397 rBVY 669398 972772 2.55% 0.297%

46 17.109 2397 2401 2404 rBV 340751 443038 1.16% 0.135%
47 17.151 2404 2408 2412 rVV2 2648740 3813770 9.98% 1.164%
48 17.192 2412 2415 2419 rVV 811961 1135926 2.97% 0.347%
49 17.251 2419 2425 2431 rVV 3087906 4866549 12.73% 1.485%
50 17.309 2431 2435 2447 rVB2 1272952 2046170 5.35% 0.624%

51 17.527 2468 2472 2476 rBV2 235134 347374 0.91% 0.106%
52 17.668 2492 2496 2502 rVB3 141730 205579 0.54% 0.063%
53 17.780 2511 2515 2518 rBV2 150508 207539 0.54% 0.063%
54 17.933 2534 2541 2546 rBV 1616779 2487593 6.51% 0.759%
55 17.992 2546 2551 2556 rVV 2170828 2976265 7.79% 0.908%

56 18.062 2556 2563 2570 rVV 7653930 11742746 30.72% 3.583%
57 18.221 2586 2590 2594 rBV3 142868 206248 0.54% 0.063%
58 18.315 2601 2606 2610 rBV2 1005631 1447463 3.79% 0.442%
59 18.533 2639 2643 2647 rVB2 190272 237476 0.62% 0.072%
60 18.662 2660 2665 2670 rVB 524537 735326 1.92% 0.224%

61 18.715 2670 2674 2680 rBvV4 255320 420548 1.10% 0.128%
62 18.974 2713 2718 2727 rVB5 665315 1224039 3.20% 0.374%
63 19.056 2727 2732 2739 rBV 1761573 2511268 6.57% 0.766%
64 19.186 2749 2754 2755 rBV 2042983 2344077 6.13% 0.715%
65 19.215 2755 2759 2774 rVV2 5879499 11883924 31.09% 3.626%

66 19.333 2774 2779 2789 rVB 1778826 2629292 6.88% 0.802%
67 19.545 2810 2815 2819 rBV 3328612 5364998 14.04% 1.637%
68 19.574 2819 2820 2826 rVB 1689749 1566448 4._.10% 0.478%
69 20.021 2892 2896 2900 rBV 2015386 2702033 7.07% 0.825%
70 20.180 2920 2923 2926 rVB2 276041 314710 0.82% 0.096%

71 20.227 2927 2931 2936 rVV5 982787 1282576 3.36% 0.391%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 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-BMO61419MA_M

= SVOA CALIBRATION

72 20.415 2960 2963 2968 rVB2 529618 650639 1.70% 0.199%

73 20.574 2978 2990 3002 rBV2 17543272 38220543 100.00% 11.663%
74 20.909 3044 3047 3052 rBv4 531070 730212 1.91% 0.223%

75 21.039 3064 3069 3079 rVB4 2696661 3898896 10.20% 1.190%

76 21.203 3095 3097 3102 rVB2 341298 434045 1.14% 0.132%
77 21.339 3114 3120 3124 rBV2 3494835 5897313 15.43% 1.800%
78 21.374 3124 3126 3133 rVB 1218204 1542584 4.04% 0.471%
79 21.662 3173 3175 3178 rVB 481240 443773 1.16% 0.135%
80 21.921 3215 3219 3220 rBV2 900675 1130210 2.96% 0.345%

81 21.939 3220 3222 3232 rVB2 2371905 3037661 7.95% 0.927%
82 22.386 3295 3298 3302 rBV2 521508 691950 1.81% 0.211%
83 22.627 3333 3339 3356 rVB 8862079 12840660 33.60% 3.918%
84 22.903 3381 3386 3389 rBV 2707099 4456938 11.66% 1.360%
85 22.956 3389 3395 3405 rVB2 13376035 23841593 62.38% 7.275%

86 23.421 3471 3474 3477 rBV 420239 599240 1.57% 0.183%
87 23.474 3478 3483 3487 rVV 2868203 5138150 13.44% 1.568%
88 23.521 3488 3491 3501 rVV 1208915 3462859 9.06% 1.057%
89 23.615 3503 3507 3513 rVB 2010458 3687121 9.65% 1.125%
90 23.797 3533 3538 3547 rVB 3833939 6929755 18.13% 2.115%

91 24.132 3589 3595 3602 rVB 3842823 7589791 19.86% 2.316%
92 24.227 3603 3611 3623 rVB 10723120 22916082 59.96% 6.993%
93 24.891 3718 3724 3737 rVB4 1676862 4170623 10.91% 1.273%
94 25.350 3795 3802 3816 rVB 3323389 8460136 22.14% 2.582%
95 25.774 3867 3874 3879 rBV 1452021 3883952 10.16% 1.185%

96 25.926 3894 3900 3913 rVB3 1450714 4004736 10.48% 1.222%
97 26.062 3917 3923 3940 rVB6 1645385 5707004 14.93% 1.742%
98 26.703 4023 4032 4046 rVB 5039234 15522219 40.61% 4.737%
99 27.479 4157 4164 4174 rVB3 1884076 5794493 15.16% 1.768%
100 28.303 4293 4304 4321 rVB3 3664947 13559087 35.48% 4.138%

Sum of corrected areas: 327702719
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM021296.D
1.5e+07
1le+07
5000000
.02
10.55
6.9313.29 7.76 8.46 892 93 1017
0 4o 521 % eglel | s3h 928 j’5ss | foeo
e L e we e A A A o e e e e e B
Time--> 3.00 350 4.00 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
Abundance TIC: BM021296.D
20,
1.5e+07
1le+07

18.06

5000000

o 12.742.993.26 13: _ 1491482 1o fEiT" - roIBAB 4TI
Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM021296.D
22.96
1.5e+07
24.23
22.63
1e+07
26.70
21.34 23.8024.13 .
50000000 51 o4 - 200 247 25.35 28.30
2137 a1lo2 B %o 24.89 25726306 27.48
20,91 5 21.664°2 2239 23, Tl
VA NN
S SIS S S,
Time--> 21.00 21.50 22.00 22.50 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\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 9

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

3.02 38.89 ng/ul 3844810 1,4-Dichlorobenzene-d4 7.76
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 36
3 N-Ethviformamide 73 C3H7NO 000627-45-2 9
4 Acetamide. N-ethvl- 87 C4HONO 000625-50-3 9
5 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 9

Abundance Scan 6 (3.022 min): BM021296.D (-3) (-) m/z 73.10 100.00%
7B
5000 /\\‘
87
43 T
3.10 3.20 3.30 3.40
SR -3 N T A W LM s oo o e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4386: Butane, 2-methoxy-2-methyl-
7B
5000 HRNUARSE R U LS
43 3.10 3.20 3.30 3.40
‘ 87 m/z 43.10 23.35%
29
0'“|A“+L“w"w“w'HWH'WH“ BB SRS SRS SARAN SRASE BURA BN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #4391: Butane, 2-methoxy-2-methyl-
7B
310 320 330 340
5000 55 m/z 55.10 20.39%
87
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #720: N-Ethylformamide R e e e AR
30 3.10 3.20 3.30 3.40
73 m/z 71.10 10.51%
5000
44 58
1
O e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 310 320 3.30 340
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 Cyclotrisiloxane, hexamethyl- Concentration Rank 25

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

4.40 6.57 ng/ul 649264 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 91
2 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si13 000541-05-9 83
3 Cvclotrisiloxane. hexamethvl- 222 C6H1803Si3 000541-05-9 64
4 Benzolhlauinoline. 2.4-dimethvl- 207 C15H13N 000605-67-4 39
5 5-Methyl-2-phenylindolizine 207 C15H13N 036944-99-7 39

Abundance Scan 240 (4.398 min): BM021296.D (-236) (-) m/z 207.00 100.00%
207
5000

4.00 4.20 4.40 4.60 4.80

101
96 119133147 163177

b2 89 75 1 A s e B Tm/z 208.00  21.95%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71177: Cyclotrisiloxane, hexamethyl-
207
5000 | LN LN L L L LB LB L

4.00 4.20 4.40 4.60 4.80
m/z 209.00 12.75%

96
ol 28 45 6175 | 1191331471631771?1
R L R R e AR RLARamasasEoa s e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71175: Cyclotrisiloxane, hexamethyl-
207
TP T
4.00 4.20 4.40 4.60 4.80
5000 m/z 191.00 10.53%
96
15 29 45 61 75 1191?3147163177 191}
e R LA L EARAARZARaREEAE L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #71176: Cyclotrisiloxane, hexamethyl- REREaE RS LRSS
207 4.00 420 4.40 4.60 4.80
m/z 96.10 7.21%
5000
96
191
15 29 45 59 73 1191?3149163177 o
L A RAan wa e o e A RARANRaRaE e R AR
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 4.00 420 440 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 Hexyl chloroformate Concentration Rank 37

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

5.27 3.13 ng/ul 309085 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexvl chloroformate 164 C7H13CI02 006092-54-2 83
2 1-Hexanol 102 C6H140 000111-27-3 78
3 1-Hexanol 102 C6H140 000111-27-3 78
4 1-Pentanol. 4-methvl- 102 C6H140 000626-89-1 72
5 1-Hexanol 102 C6H140 000111-27-3 64

Abundance Scan 388 (5.269 min): BM021296.D (-385) (-) m/z 56.05 100.00%
56
43
5000
69
5.00 5.20 5.40 5.60
otk 805 28 “hw/z 55.10 54.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32233: Hexy!| chloroformate
56
43
5000 AR RAREE SRS RN S
69 5.00 5.20 5.40 5.60
29 84 m/z 43.10 53.95%
oL 15 || | 95107 121 135
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4319: 1-Hexanol
56
43 500 520 540 560
5000 m/z 41.10 47.89%
69
31
‘ 84
0"}ﬁﬂk'“”“Jl'“'|l“'|'”'l'”'l'”'l'”'l'“'l'“'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4320: 1-Hexanol e e
56 5.00 5.20 5.40 5.60
m/z 42.10 35.01%
43
5000
31 69
0 "}ﬁ'hw"lf'“‘l"“' ff"}?%"'l" U I SR BRI SR RN SRS AR S
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 1R-_alpha.-Pinene Concentration Rank 22

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

6.43 9.14 ng/ul 903106 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1R-_.alpha.-Pinene 136 C10H16 007785-70-8 95
2 Bicvclol3.1.1Thept-2-ene. 3.6.6-... 136 C10H16 004889-83-2 94
3 .alpha.-Pinene 136 C10H16 000080-56-8 94
4 1R-.alpha.-Pinene 136 C10H16 007785-70-8 91
5 1S-_alpha.-Pinene 136 C10H16 007785-26-4 91

Abundance Scan 585 (6.428 min): BM021296.D (-580) (-) m/z 93.10 100.00%
93
5000
77
41 121
5 10775136 6.00 6.20 6.40 6.60 6.80
ol 193 281 m/z 91.10 45.39%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15163: 1R-.alpha.-Pinene
93
5000 DAL LRSS LR AR
41 77 600 6.20 640 6.60 6.80
m/z 92.10 36.97%
5 1 7121 136
0‘
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15289: Bicyclo[3.1.1]hept-2-ene, 3,6,6-trimethyl-
93
6.00 6.20 6.40 6.60 6.80
5000 m/z 77.05 31.99%
77
T Lo
0 |.‘.‘..‘l‘..‘.“.lu“...‘k‘.. ‘.lu“...l‘....lnn S AR a e e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15153: .alpha.-Pinene
93 6.00 6.20 6.40 6.60 6.80

m/z 79.05 25.79%

5000
27 H H 197121136
\H Ll ‘\ ‘
|||||||||||||| ||||||||||||||||||||||||| T T T T T T T T[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 6.80

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 Hexanoic acid Concentration Rank 31

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

6.81 4.26 ng/ul 420799 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid 116 C6H1202 000142-62-1 90
2 Hexanoic acid 116 C6H1202 000142-62-1 83
3 Hexanoic acid 116 C6H1202 000142-62-1 83
4 Heptanoic acid 130 C7H1402 000111-14-8 74
5 Pentanoic acid 102 C5H1002 000109-52-4 72

Abundance Scan 650 (6.810 min): BM021296.D (-641) (-) m/z 60.10 100.00%
60
5000 //L_
‘ 81 640 6.60 6.80 7.00 7.20
0 ...,....'|,||.|..|!I ..-.'.,.l..,..?.lf....,.... e e prraene || m/Z . 73.05 55 46%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7851: Hexanoic acid
60
5000 SNSRI
27 41 640 6.60 6.80 7.00 7.20
g7 m/z 41.10 30.20%
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7850: Hexanoic acid
60
640 6.60 6.80 7.00 7.20
5000 m/z 43.10 20.11%
27 41
o,,,l?“l? s —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #7849: Hexanoic acid R B e
60 6.40 6.60 6.80 7.00 7.20
m/z 45.10 17 .85%
5000
'
0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.40 6.60 6.80 7.00 7.20

SOM-EPA-BMO61419MA_M Mon Jul 01 18:14:40 2019 Page: 9



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 Cyclotetrasiloxane, octamet... Concentration Rank 28

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

6.86 5.25 ng/ul 519022 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetrasiloxane. octamethvl- 296 C8H2404Si4 000556-67-2 91
2 Cvclotetrasiloxane. octamethvl- 296 C8H2404Si4 000556-67-2 90
3 Cvclotetrasiloxane. octamethvl- 296 C8H2404Si4 000556-67-2 64
4 7H-Dibenzolb.alcarbazole. 7-methvl- 281 C21H15N 003557-49-1 56
5 Benzoic acid, 3-methyl-2-trimeth... 296 C14H2403Si2 1000153-57-1 50

Abundance Scan 658 (6.857 min): BM021296.D (-653) (-) m/z 281.05 100.00%
281
5000
70 133 193 249265 6.60 6.80 7.00 7.20
o....,....‘,‘.3..:,....,5?“?..1,‘??.1.1,5%...,...1.?.1.?.7,7...'. A bbb | m/z 282.00 28.55%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115617: Cyclotetrasiloxane, octamethyl-
281
5000 U R R R

6.60 6.80 7.00 7.20
m/z 283.10 17.33%

133 265
oL 2845 T3 103118 177133298 249
B LA R e B e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115615: Cyclotetrasiloxane, octamethy!-
281
T
6.60 6.80 7.00 7.20
5000 m/z 265.00 10.68%
133 207
15 45 73 96 118" 163 1%1 249265
A LA A Ra AT e e B maaaa s
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #115616: Cyclotetrasiloxane, octamethy!l- R L Eams ma
281 6.60 6.80 7.00 7.20
m/z 193.00 8.43%
5000
ol 25 51 73 8310311813149 177193208 23424920 "
R RA R LA T e e R ARRARARA P epop O oo
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.60 6.80 7.00 7.20

SOM-EPA-BMO61419MA_M Mon Jul 01 18:14:40 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 Bicyclo[3.1.1]heptane, 6,6-... Concentration Rank 27

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

7.19 5.29 ng/ul 522884 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bicvclol3.1.1Theptane. 6.6-dimet... 136 C10H16 018172-67-3 97
2 .beta.-Pinene 136 C10H16 000127-91-3 96
3 Cvclohexene. 4-methvlene-1-(l-me... 136 C10H16 000099-84-3 91
4 _beta.-Pinene 136 C10H16 000127-91-3 91
5 Tricyclo[2.2.1.0(2,6)]heptane, 1... 136 C10H16 000508-32-7 91

Abundance Scan 715 (7.192 min): BM021296.D (-708) (-) m/z 93.05 100.00%
B
5000
41 69
5 107121136 209 o8 6.80 7.00 7.20 7.40 7.60
0 L m/z 41.05 35.02%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15366: Bicyclo[3.1.1]heptane, 6,6-dimethyl-2-methylene-, ...
]
5000 41 I S UL L L
69 6.80 7.00 7.20 7.40 7.60
121 m/z 69.10 33.46%
21 5 107" 136
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #15146: .beta.-Pinene
9B
41 6.80 7.00 7.20 7.40 7.60
5000 m/z 91.10 29 .53%
o M ‘m \ M 107121136
iz 20 4b 8 80 100 'iéc')' PP A
Abundance #15299: Cyclohexene, 4-methylene-1-(1-methylethyl)- AR
93 6.80 7.00 7.20 7.40 7.60
m/z 77.10 25.03%
5000
136
H ‘ 107121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 unknown-01 Concentration Rank 46

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

8.35 2.15 ng/ul 212493 1,4-Dichlorobenzene-d4 7.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecanoic acid 186 C11H2202 000112-37-8 43
2 Undecanoic acid 186 C11H2202 000112-37-8 43
3 Heptanoic acid 130 C7H1402 000111-14-8 38
4 n-Decanoic acid 172 C10H2002 000334-48-5 38
5 2-Octenal, (E)- 126 C8H140 002548-87-0 38

Abundance Scan 912 (8.351 min): BM021296.D (-899) (-) m/z 41.10 100.00%
1
70
5000 83
97 L AR AL IR R B
108 8.00 8.20 8.40 8.60
0! B B B m/z 55.10 94 _.25%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46616: Undecanoic acid
60 73
41
5000 29 I S RS S
129 8.00 8.20 8.40 8.60
87 143 m/z 70.10 78.06%
oL 16 101 115 157 186
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #46617: Undecanoic acid
60 73
43
8.00 8.20 8.40 8.60
5000 29 m/z 39.05 55.18%
115 129 143
N ,\i\;\‘,,“id\w\‘ MH o1 ‘ -.‘- e |
m/z--> 20 40 60 100 120 140 160 180
Abundance #12978. Heptanoic acid B B
60 8.00 8.20 8.40 8.60
m/z 57.05 47 .04%
5000 73
0::?‘8|||||||||||||||||||1?:!-|1£L3|||1|3|0||||||||||||||||
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 Cyclopentasiloxane, decamet... Concentration Rank 39

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

9.28 2.54 ng/ul 370207 Naphthalene-d8 10.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentasiloxane. decamethvl- 370 C10H3005Si5 000541-02-6 91
2 Cvclopentasiloxane. decamethvl- 370 C10H3005Si5 000541-02-6 91
3 Cvclopentasiloxane. decamethvl- 370 C10H3005Si5 000541-02-6 91

4 Benzaldehvde. 2.4-bis(trimethvls... 282 C13H2203Si2 033617-38-8 47
5 p-Trimethylsilyloxyphenyl-bis(tr... 370 C17H3403Si3 1000079-08-1 47

Abundance Scan 1070 (9.281 min): BM021296.D (-1063) (-) m/z 73.05 100.00%
7B
267
355
5000
45 133154 193 223 249 323 9.00 9.20 9.40 9.60
ol B, 1 wosassies TR 2320 | 3B L Wz 267.00 75.13%
m/z--> 50 100 150 200 250 300 350
Abundance #148041: Cyclopentasiloxane, decamethyl-
335
73
267
5000 LA L L L L L L LB

9.00 9.20 9.40 9.60
m/z 355.10 60.77%

2745 | 103 133 162 193 223 249 | 993 323
e e o T
m/z--> 50 100 150 200 250 300 350
Abundance #148039: Cyclopentasiloxane, decamethyl-
335
e
73 267 9.00 9.20 9.40 9.60
5000 m/z 268.00 20.34%
oL15 45 | 108 133154175193 223 249 | 293 323
e e
m/z--> 50 100 150 200 250 300 350
Abundance #148040: Cyclopentasiloxane, decamethyl- A
73 9.00 9.20 9.40 9.60
m/z 356.10 19.61%
5000 355
267
0 45 | 108 133154 193 223 249 | 293 323
e e e
m/z--> 50 100 150 200 250 300 350 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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-02 Concentration Rank 43
R.T. EstConc Area Relative to ISTD R.T.
9.86 2.28 ng/ul 333303 Naphthalene-d8 10.55
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.6-Octadienal. 3.7-dimethvl-. (2)- 152 C10H160 000106-26-3 25
2 Octanoic Acid 144 C8H1602 000124-07-2 14
3 Octanoic Acid 144 C8H1602 000124-07-2 14
4 Octanoic Acid 144 C8H1602 000124-07-2 14
5 Thujol 152 C10H160 1000152-08-2 12
Abundance Scan 1169 (9.863 min): BM021296.D (-1162) (-) m/z 60.10 100.00%

5000

iy

960 980 1000 1020
(o} m/z 73.10 80.92%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24058: 2,6-Octadienal, 3,7-dimethyl-, (2)-
a 69

5000 LA L L L L L L LB
9.60 9.80 10.00 10.20
84 94 109 m/z 43.10 66.08%
0 23 137 152
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #19986: Octanoic Acid
60
RN EAmaE
73 9.60 9.80 10.00 10.20
5000 43 m/z 41.05 62.02%
85 101
‘ ‘ 115
0 ..1?,.\.\..\,\.\..»\\ RO~ S
m/z--> 20 40 60 100 120 140 160 180 200
Abundance #19985: Octanoic Acid
60 960 9.80 10.00 10.20

m/z 109.05 55.08%

73
5000 sz B
‘ ‘ 85 101 115
0 U WE bl |15 109 144
SNNESE PR Y 1 ST S S~

m/z--> 20 40 60 80 100 120 140 160 180 200 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 (+)-Cycloisosativene Concentration Rank 41
R.T. EstConc Area Relative to ISTD R.T.
14.46 2.43 ng/ul 476885 Acenaphthene-d10 14.40
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (H-Cvcloisosativene 204 C15H24 1000109-88-1 78
2 .alpha.-Muurolene 204 C15H24 010208-80-7 55
3 Naphthalene. 1.2.4a.5.6.8a-hexah... 204 C15H24 031983-22-9 53
4 Naphthalene. 1.2.4a.5.6.8a-hexah... 204 C15H24 000483-75-0 53
5 Naphthalene, 1,2,4a,5,6,8a-hexah... 204 C15H24 024406-05-1 43
Abundance Scan 1951 (14.463 min): BM021296.D (-1946) (-) m/z 105.05 100.00%
105
5000 93 153

14.20 14.40 14.60 14.80

(o} m/z 153.10 47 .97%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58679: (+)-Cycloisosativene
M 94 105

m/z 93.10 45_.10%

0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #58663: .alpha.-Muurolene
105
e i R e
14.20 14.40 14.60 14.80
5000 161 m/z 154_.00 42 _.44Y%
119 204
‘ 55 69 ‘ “ 133 147 189
oy T ” PPN Y I N
m/z--> 40 60 100 120 140 160 180 200 220
Abundance #58853: Naphthalene, 1,2,4a,5,6,8a-hexahydro-4,7-dimethyl-...
105 14.20 14.40 14.60 14.80
m/z 161.10 39.47%
5000 o 161
a1 204
19 133 147 189
) H\ O o O 1
m/z--> 20 40 0 100 120 140 160 180 200 220 14.20 14.40 14.60 14.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 _alpha.-Cadinol Concentration Rank 35
R.T. EstConc Area Relative to ISTD R.T.
15.96 3.49 ng/ul 665132 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 .alpha.-Cadinol 222 C15H260 000481-34-5 62
2 _tau.-Muurolol 222 C15H260 019912-62-0 42
3 1.4-Methano-1H-indene. octahvdro... 204 C15H24 087064-18-4 38
4 Cvclohexene. 1-methvl-3-vinvloxv- 138 C9H140 100144-30-7 30
5 Imidazole, 2-trifluoroacetyl- 164 C5H3F3N20 105480-29-3 30

Abundance Scan 2206 (15.962 min): BM021296.D (-2199) (-) m/z 95.10 100.00%

5000

15.60 15.80 16.00 16.20
m/z 43.10 84.65%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70957: .alpha.-Cadinol
43

5000 LA L L L L L B
79 15.60 15.80 16.00 16.20
58 m/z 121.05 73.09%
0 Frer |I.I||:||I .||.||. '|'|i|"' ;
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #70956: .tau.-Muurolol
43
T T T
15.60 15.80 16.00 16.20
5000 95 161 m/z 41.10 52.38%

A »\M

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58898: 1,4-Methano-1H-indene, octahydro-1,7a-dimethyl-4-(... R AR EEEEE T
95 15.60 15.80 16.00 16.20
161 m/z 161.10  45.30%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 15.60 15.80 16.00 16.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 13 Tetradecanoic acid Concentration Rank 34

R.T. EstConc Area Relative to ISTD R.T.
16.55 3.83 ng/ul 730353 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Tetradecanoic acid
2 Tetradecanoic acid
3 n-Decanoic acid

4 Tetradecanoic acid
5 Tridecanoic acid

228 C14H2802
228 C14H2802
172 C10H2002
228 C14H2802
214 C13H2602

000544-63-8 98
000544-63-8 97
000334-48-5 64
000544-63-8 64
000638-53-9 53

Abundance Scan 2306 (16.551 min): BM021296.D (-2301) (-) m/z 73.05 100.00%
78
60
43
5000 129
185
> 97 155
143 171 199,,, 228 16.20 16.40 16.60 16.80
0! m/z 60.10 T77.27%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75072: Tetradecanoic acid
60 73
43
5000 129
16.20 16.40 16.60 16.80
29 m/z 43.10 63.79%
0.}ﬁ.d”hJ”
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #75070: Tetradecanoic acid
43 60 73
e BEEEEEEEREEEE SRS
16.20 16.40 16.60 16.80
5000 29 129 m/z 41.10 63.68%
115 185
‘ h‘\ \ ‘ il “‘ B 157 1T1 199 2%8
0...“...N.Ju.l. A “ “,JH.W.........u.w..”,..”
m/z--> 20 40 60 100 120 140 160 180 200 220
Abundance #37191. n-Decanoic acid O e
60 73 16 20 16. 40 16. 60 16. 80
m/z 57.05 57.31%
41
5000
29 129
87
11
101 143
0 T “,‘..‘H. ..‘..,‘..1.5.5.... R R R R T T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 16 20 16. 40 16. 60 16.80

SOM-EPA-BMO61419MA_M Mon Jul 01 18:14:44 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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-03 Concentration Rank 38
R.T. EstConc Area Relative to ISTD R.T.
16.90 2.64 ng/ul 503317 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Butvl methvlphosphonofluoridate 154 C5H12F02P 000352-52-3 47
2 Bis(1l-chloro-2-propvD)(3-chloro-... 326 C9H18CI1304P 137909-40-1 43
3 4N-Methvlcvtosine 125 C5H7N30 006220-47-9 35
4 Hexanoic acid. 3-tetradecvl ester 312 C20H4002 1000279-29-7 22
5 Hexanoic acid, 3-tridecyl ester 298 C19H3802 1000279-29-2 22
Abundance Scan 2365 (16.898 min): BM021296.D (-2359) (-) m/z 43.10 100.00%
5000
s 201 277 16.60 16.80 17.00 17.20
0 m/z 41.10 72 .99%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #25970: 2-Butyl methylphosphonofluoridate
99
5000 125 R E e o EAmEnmam
16.60 16.80 17.00 17.20
m/z 57.10 70.31%
41 81
ol 2P 140
m/z--> 40 eb 85 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #131044: Bis(1-chloro-2-propyl)(3-chloro-1-propyl)phosphate
99
125 RN BN U
157 16.60 16.80 17.00 17.20
5000 175 501 277 m/z 71.05 46.33%
1 o | I\
251 293
om: o L \..?&”..M b 313329
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #10413: 4N-Methylcytosine R R Al
125 16.60 16.80 17.00 17.20
m/z 125.00 41.86%
5000
68 og
5
o} T e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 16.60 16.80 17.00 17.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 Pentadecanoic acid Concentration Rank 29
R.T. EstConc Area Relative to ISTD R.T.
17.04 5.10 ng/ul 972772 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Tetradecanoic acid 228 C14H2802 000544-63-8 62
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53
Abundance Scan 2389 (17.039 min): BM021296.D (-2386) (-) m/z 43.10 100.00%
48 73
5000 129
97 199
115 | 143 185 A NN BN AR SN
171 242 16.80 17.00 17.20 17.40
157 213
i LM@W m/z 73.10 93.50%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #83686: Pentadecanoic acid
7B
5000 L B B BRI B
mmﬂmﬂmﬂm
m/z 60.05 75.65%
0‘
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #65565: Tridecanoic acid
78
43 51 16.80 17.00 17.20 17.40
5000 29 129 m/z 55.05 74.63%
143157 214
ol 1 A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #37191: n-Decanoic acid T R
60 16.80 17.00 17.20 17.40
m/z 57.10 71.31%
41
5000 129
|
72
ok L il I h\ %91‘\\ e A S VN )
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 16.80 1700 1720 1740
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM061419MA _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 16 unknown-04 Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
17.31 10.73 ng/ul 2046170 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3.5-Pvridinediol. 4-(hvdroxvmeth... 155 C7H9NO3 002029-60-9 46
2 4-Nitrocatechol 155 C6H5N04 003316-09-4 38
3 Hexadecanoic acid. 9.10.16-trihv... 304 C16H3205 006949-98-0 32
4 3-l1sopropenvl-2-(methvlthio)thio... 170 C8H10S2 1000250-47-9 32
5 Naphthalene, 1,1"-(1,2-ethanediy... 302 C22H38 054934-69-9 22
Abundance Scan 2435 (17.309 min): BM021296.D (-2431) (-) m/z 43.10 100.00%
155
137
5000 111
71 9
189 17.00 17.20 17.40 17.60
o b 7207 242 283 3% Tozo7155 10 82.76%
m/z--> 50 100 150 200 250 300 350
Abundance #26727: 3,5-Pyridinediol, 4-(hydroxymethyl)-2-methyl-
137155
109
5000 68 U SRR SR IUL B
4 17.00 17.20 17.40 17.60
F m/z 137.10 68.32%
| L

6
O‘ﬁ—v—v—JL‘AI-‘- '-l'-"| —t-t—r LI S e B S S s B sy
m/z--> 50 100 150 200 250 300 350
Abundance #26630: 4-Nitrocatechol

155

17.00 17. 20 17. 40 17.60

5000 m/z 111.10 47 .64%
81
- 109
oy i J,‘.?b7., e
m/z--> 50 100 150 200 250 300 350
Abundance #119628: Hexadecanoic acid, 9,10,16-trinydroxy-
155 17.00 17.20 17.40 17.60

m/z 95.10 39.33%

95
5000 131
113 173
o h “ m Al b 1| 200 238 260

T
m/z--> 150 200 250 300 350 17. 00 17. 20 17. 40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 Z-7-Hexadecenoic acid Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
17.93 13.05 ng/ul 2487590 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Z-7-Hexadecenoic acid 254 C16H3002 1000130-90-8 97
2 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 90
3 9-Hexadecenoic acid 254 C16H3002 002091-29-4 64
4 1-Cvclohexvl-2-methvl-prop-2-en-... 152 C10H160 025183-82-8 60
5 Oxacycloheptadecan-2-one 254 C16H3002 000109-29-5 52
Abundance Scan 2541 (17.933 min): BM021296.D (-2534) (-) m/z 55.10 100.00%

5000

236

17.60 17.80 18.00 18.20
m/z 69.10 79.74%

137 165 194 218

254271 289 328

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90861: Z-7-Hexadecenoic acid
556

5000
17.60 17.80 18.00 18.20

m/z 41.10 69.13%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90865: Hexadecenoic acid, Z-11-
56
17.60 17.80 18.00 18.20
5000 m/z 83.10 51.35%

| 138 165 192 218230254

Orrrprrrr et
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #90859: 9-Hexadecenoic acid
17.60 17.80 18.00 18.20
m/z 43.10 41.69%
5000

138 165 194 219236254

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 18 Hexadecenoic acid, Z-11- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
17.99 15.61 ng/ul 2976270 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecenoic acid. Z-11- 254 C16H3002 002416-20-8 91
2 9-Hexadecenoic acid 254 C16H3002 002091-29-4 90
3 Oxacvcloheptadecan-2-one 254 C16H3002 000109-29-5 90
4 15-Tetracosenoic acid. methvl es... 380 C25H4802 002733-88-2 81
5 Hexadecenoic acid, Z-11- 254 C16H3002 002416-20-8 72
Abundance Scan 2551 (17.992 min): BM021296.D (-2546) (-) m/z 55.10 100.00%
5000 83
. 1157 165 192 21820950 se1300 240 17.60 17.80 18.00 18.20 18.40
o T oy SIS HL i 2P S A 2 m/z 69.10 59.23%
m/z--> 50 100 150 200 250 300 350
Abundance #90865: Hexadecenoic acid, Z-11-
5000
83 17.60 17.80 18.00 18.20 18.40
11 m/z 41.10 57 .04%
0! Inl.:138 Il 1(?5 19..2 2182?6254
m/z--> 50 100 1éo 260 2%0 360 3%0
Abundance #90859: 9-Hexadecenoic acid
5
17.60 17.80 18.00 18.20 18.40
5000 83 m/z 83.10 39.17%
29
111
236
0! M }JI.‘”IM H‘!H I|In|1?|8 1.]:.6|5 N 1.?‘:. |2]T|8| J. 2?? —
m/z--> 50 100 150 200 250 300 350
Abundance #90863: Oxacycloheptadecan-2-one
5 17.60 17.80 18.00 18.20 18.40
m/z 97.10 33.44%
5000 83
29
110 236
138 19 254
0‘ \ JJI{ \il “llml.n\\l All 1 :I|-§|6 X I\\. ‘:21|8| ‘: ———r ——— :
m/z--> 50 100 150 200 250 300 350 17.60 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.06 61.58 ng/ul 11742700 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tetradecanoic acid 228 C14H2802 000544-63-8 95
4 Tridecanoic acid 214 C13H2602 000638-53-9 91
5 n-Decanoic acid 172 C10H2002 000334-48-5 76

Abundance Scan 2563 (18.062 min): BM021296.D (-2556) (-) m/z 73.10 100.00%

5000

129
213
157 185 256

17.80 18.00 18.20 18.40
ol 282300 329 m/z 60.05 76.72%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92228: n-Hexadecanoic acid
43
5000

17.80 18.00 18.20 18.40
m/z 43.10 75.66%

213

157 185

2
04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #92227: n-Hexadecanoic acid
43
60 17.80 18.00 18.20 18.40
5000 m/z 41.10 64.60%
129 256
oo AT 2 g ars e 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #75071: Tetradecanoic acid
73 17.80 18.00 18.20 18.40
23 m/z 55.10 61.85%
5000 129
185 228
N . P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 unknown-05 Concentration Rank 24
R.T. EstConc Area Relative to ISTD R.T.
18.32 7.59 ng/ul 1447460 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phosphonic acid. bicvclol2.2.1Th... 204 C9H1703P 031061-88-8 49
2 1H-Cvcloproplelazulene. decahvdr... 204 C15H24 000489-39-4 42
3 14-Oxatricvclol9..2.1.0(1.10)1te... 262 C18H300 1000193-06-8 42
4 3-lodomethvl-3.6.6-trimethvl-cvc... 264 C10H171 1000193-08-2 27
5 Naphthalene, 2-ethyldecahydro- 166 C12H22 001618-23-1 25
Abundance Scan 2607 (18.321 min): BM021296.D (-2601) (-) m/z 43.10 100.00%
4
o5 137
5000
177 204 229
199 \2” 8.00 18.20 18.40 18.60
18.00 18.20 18.40 18.
o : l' Ao bl (278 s01 328 855 s THasTHG T 75174
m/z--> 50 100 150 200 250 300 350
Abundance #59202: Phosphonic acid, bicyclo[2.2.1]hept-2-yl-, dimethy...
110 175
5000 RN UL BN B
29 204 18.00 18.20 18.40 18.60
m/z 95.10 67.60%
57 |
oL .|".'.'..”ll.'.l.!l..'..'.... ———r ——— .
m/z--> 50 100 150 200 250 300 350
Abundance #58923: 1H-Cycloprop[e]azulene, decahydro-1,1,7-trimethyl-...
il 161
o0 % 204 18.00 18.20 18.40 18.60
5000 m/z 81.10 62.24%
0 JLAE.{.}47,.. .
m/z--> 50 100 150 200 250 300 350
Abundance #95810: 14-Oxatricyclo[9..2.1.0(1,10)]tetradecane, 2,6,6,1... e REaREEaSS T
4 18.00 18.20 18.40 18.60
o5 121 189 m/z 41.10 52.24%
229
5000
k 247
0‘ ?‘IG‘I l lH 2|64I. T T T T T 7T T —v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—r
m/z--> 50 100 150 200 250 300 350 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 21 1H-Naphtho[2,l1-b]pyran, 3-e... Concentration Rank 32
R.T. EstConc Area Relative to ISTD R.T.
18.66 3.86 ng/ul 735326 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Naphthol2.1-blpvran. 3-ethenv... 290 C20H340 000596-84-9 59
2 5_beta..8.beta.H.9.beta.H.10.alp... 290 C20H340 019123-29-6 46
3 1-Naphthalenemethanol. decahvdro... 306 C20H3402 001857-24-5 32
4 1-Naphthalenemethanol. decahvdro... 306 C20H3402 001857-24-5 32
5 4H-1-Benzopyran-4-one, 2,3-dihyd... 192 C11H1203 017771-33-4 25
Abundance Scan 2665 (18.662 min): BM021296.D (-2660) (-) m/z 257.20 100.00%
287
. 81 275
177
5000 100 7
207 931 18.40 18.60 18.80 19.00
0 g L 41808 841 Thzz 81.10 80.81%
m/z--> 50 100 150 200 250 300
Abundance #112339: 1H-Naphtho[2,1-b]pyran, 3-ethenyldodecahydro-3,4a...
215
257
5000 55 81 137 192 LN L L L LB L
09 18.40 18.60 18.80 19.00
1 - m/z 275.20 74_77%
29
0! Il|112?024Q N I.IIIIIIII
m/z--> 50 100 150 200 250 300
Abundance #112327: 5.beta.,8.beta.H,9.beta.H,10.alpha.-Labd-14-ene, ...
56 95 257
275 A BARRA RN AR RS
137 18.40 18.60 18.80 19.00
5000 192 m/z 55.10 66.78%
OIU .----.--‘-*-.----.----.----.
m/z--> 50 100 150 200 250 300

Abundance #120907: 1-Naphthalenemethanol, decahydro-5-(5-hydroxy-3-m... L o e o B N B e

1 1840 18,60 18.80 19.00
153 m/z 43.10 64 .53%
55 109
5000 135 257275
189
TR RES
0 o I | W i i
miz--> 50 100 150 200 250 300 1840 18,60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 22 Heptadecanoic acid Concentration Rank 45
R.T. EstConc Area Relative to ISTD R.T.
18.72 2.21 ng/ul 420548 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecanoic acid 270 C17H3402 000506-12-7 60
2 Bicvclol2.2.1Theptane., 1.3.3-tri... 138 C10H18 006248-88-0 52
3 Heptadecanoic acid 270 C17H3402 000506-12-7 50
4 2-Methv1-3-(3-methvl-but-2-envl)... 222 C15H260 1000144-10-2 35
5 Heptadecanoic acid 270 C17H3402 000506-12-7 25
Abundance Scan 2675 (18.721 min): BM021296.D (-2670) (-) m/z 55.10 100.00%

73

5000

:

18.40 18.60 18.80 19.00
m/z 43.10 89.85%

82 303 326 356

0!
m/z--> 50 100 150 200 250 300 350
Abundance #100679: Heptadecanoic acid

L

18.40 18.60 18.80 19.00
m/z 73.10 89.49%

5000

0
m/z--> 50 100 150 200 250 300 350
Abundance #16366: Bicyclo[2.2.1]heptane, 1,3,3-trimethyl-
81
123 B EAEEE e R
18.40 18.60 18.80 19.00
5000 41 m/z 41.10 83.18%
0 ‘ ‘ h 1| ‘\ L
e
m/z--> 50 100 150 200 250 300 350
Abundance #100677: Heptadecanoic acid T T T
73 18.40 18.60 18.80 19.00
43 270 m/z 81.10 78.77T%
5000 129
m/z--> 50 150 200 250 300 350 18. 40 18 60 18. 80 19. 00

SOM-EPA-BMO61419MA_M Mon Jul 01 18:14:48 2019 Page: 26



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 23 Acetic acid, 3-(5,5-dimethy... Concentration Rank 26
R.T. EstConc Area Relative to ISTD R.T.
18.97 6.42 ng/ul 1224040 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Acetic acid. 3-(5.5-dimethvl-spi... 250 C16H2602 077143-33-0 64
2 1R.3Z.95-2.6.10.10-Tetramethvlbi... 204 C15H24 1000140-07-4 52
3 1-Naphthalenepropanol. _alpha.-e... 306 C20H3402 003650-30-4 49
4 Phosphonic acid. bicvclol2.2.17h... 204 C9H1703P 031061-88-8 46
5 1,5,9-Decatriene, 2,3,5,8-tetram... 192 Cl14H24 230646-72-7 46

Abundance Scan 2717 (18.968 min): BM021296.D (-2713) (-) m/z 81.10 100.00%

137

5000

18.60 18.80 19.00 19.20

281 303 324 351

0 m/z 71.10 99.81%
m/z--> 50 100 150 200 250 300 350
Abundance #88536: Acetic acid, 3-(5,5-dimethyl-spiro[2.5]oct-4-yl)-1...
43 81 137
5000
18.60 18.80 19.00 19.20
107 19050g m/z 43.10 98.47%
163
ol e L L
m/z--> 50 100 150 200 250 300 350
Abundance #58759: 1R,3Z,9S-2,6,10,10-Tetramethylbicyclo[7.2.0]undeca...
81
41 L o
107 18.60 18.80 19.00 19.20
5000 m/z 137.10 92.03%
133 189
‘ 161
ol J lh S
m/z--> 50 100 1 200 250 300 350
Abundance #120912: 1-Naphthalenepropanol, .alpha.-ethenyldecahydro-5... T T T T T T
81 18 60 18. 80 19. OO 19. 20
m/z 95.05 86.29%
107
5000
135
161 189 257
0 H \ \ \ 220 ‘ 288306
— e L B e
m/z--> 50 OO 250 300 350 18.60 18.80 19.00 19.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 24 Phytol Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
19.06 13.17 ng/ul 2511270 Phenanthrene-d10 17.15
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phvtol 296 C20H400 000150-86-7 91
2 Phvtol 296 C20H400 000150-86-7 89
3 Isophvtol 296 C20H400 000505-32-8 83
4 1-Hexadecen-3-ol. 3.5.11.15-tetr... 296 C20H400 1000262-55-5 64
5 Phytol 296 C20H400 000150-86-7 62
Abundance Scan 2733 (19.062 min): BM021296.D (-2727) (-) m/z 71.10 100.00%
!
5000
43
o5 123
18.80 19.00 19.20 19.40
o Ay .L ASL171 196214 236 259278 302 324 354 m/z 43.10 31.67%
m/z--> 50 100 150 200 250 300 350
Abundance #115538: Phytol
!
5000 LN UL UL UL RS
43 18/80 19.00 19.20 19.40
123 m/z 57.10 27 .04%
oL17 ' L1141160179196 222 249 278296
m/z--> 50 100 150 200 250 360 350
Abundance #115540: Phytol
438 ' HURR IR NN SUNRN B
18.80 19.00 19.20 19.40
5000 m/z 55.10 25.52%
9% 123
oL_2 L LL . 152 179196 221 249 278296
m/z--> 50 100 150 200 250 300 350
Abundance #115545: Isophytol R L i i ST S

7 18.80 19.00 19.20 19.40
m/z 69.10 24 .81%

- M—/\JL
43
123
[y M1 170197 237 278206

ot e B REARA S ——

T
m/z--> 50 100 150 200 250 300 350 18. 80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 25 Octadecanoic acid Concentration Rank 23
R.T. EstConc Area Relative to ISTD R.T.
19.33 8.92 ng/ul 2629290 Chrysene-di12 21.34
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 95
3 Octadecanoic acid 284 C18H3602 000057-11-4 93
4 Octadecanoic acid 284 C18H3602 000057-11-4 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76

Abundance Scan 2779 (19.333 min): BM021296.D (-2774) (-) m/z 73.10 100.00%

43 7]

5000

19.00 19.20 19.40 19.60
m/z 43.10 85.77%

o 304324 356

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #108843: Octadecanoic acid

5000

19.00 19,20 19.40 19.60
m/z 60.05  75.03%

04
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #108841: Octadecanoic acid
B 13
R R R E e e e
19.00 19.20 19.40 19.60
5000 m/z 57.10 70.97%
185 oy 2
018 l \ i \157 | 213 |
m/z--> 0 100 150 200 250 300 350 400
Abundance #108839: Octadecanoic acid B A ma s o L
43 19.00 19.20 19.40 19.60
m/z 55.10 68.34%
5000
284
185 241
of M LA VN
m/z--> 0 5 100 5 200 250 300 350 400 19. OO 19 20 19. 40 19.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 26 unknown-06 Concentration Rank 21

R.T. EstConc Area Relative to ISTD R.T.
20.02 9.16 ng/ul 2702030 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Naphthalenemethanol. decahvdro... 306 C20H3402 001857-24-5 49
2 Naphthalene. 1.1"-ethvlidenebisl... 302 C22H38 054934-70-2 49
3 Naphthalene. 2-decvldecahvdro- 278 C20H38 054964-84-0 27
4 9-Oxabicvclol3.3.11non-6-en-2-on... 216 C8H9BrO02 075568-50-2 25
5 1-Naphthalenepropanol, .alpha.-e... 290 C20H340 000596-85-0 22

Abundance Scan 2896 (20.021 min): BM021296.D (-2892) (-) m/z 81.10 100.00%
1
275
177 20 I e
5 232 05 306 367 415 19.80 20.00 20.20 20.40
0 m/z 95.10 88.66%

m/z--> 50 100 150 200 250 300 350 400
Abundance #120907: 1-Naphthalenemethanol, decahydro-5-(5-hydroxy-3-m...

153

-

19.I80 20.IOO 20!20 20.I40
m/z 41.10 81.12%

5000

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #118879: Naphthalene, 1,1'-ethylidenebis[decahydro-
8 137
41 e
19.80 20.00 20.20 20.40
5000 m/z 137.15 76.15%
109 165
0 .',l ﬂ.‘.,. ) . -
m/z--> 50 100 150 200 250 300 350 400
Abundance #105311: Naphthalene, 2-decyldecahydro- B Rm ma ST
137 19.80 20.00 20.20 20.40
8l m/z 69.10 75.32%
41
5000
278
ol L 0 | e o1 ]
e R B e e
m/z--> 50 100 150 200 250 300 350 400 19.80 20.00 20.20 20.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 27 Pyrene, 1-methyl- Concentration Rank 30
R.T. EstConc Area Relative to ISTD R.T.
20.23 4_.35 ng/ul 1282580 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pvrene. l-methvl- 216 C17H12 002381-21-7 53
2 Cvclopentanone. 2.5-dicvclopenty... 216 C15H200 005682-82-6 40
3 2.5-Octadiene. 3.4.5.6-tetramethvl- 166 C12H22 247797-85-9 38
4 3-lodomethvl-3.6.6-trimethvl-cvc... 264 C10H171 1000193-08-2 35
5 Pyrene, 2-methyl- 216 C17H12 003442-78-2 25
Abundance Scan 2932 (20.233 min): BM021296.D (-2927) (-) m/z 216.10 100.00%
216
81
5000
20.00 20.20 20.40 20.60
0’ m/z 81.10 62.41%
m/z--> 50 100 150 200 250 300 350 400
Abundance #67024: Pyrene, 1-methyl-
216
5000 USRS S
20.00 20.20 20.40 20.60
94 189 m/z 215.10 62.16%
ol 39 63 | 122 163 |
m/z--> 50 100 150 200 250 300 350 400
Abundance #66984: Cyclopentanone, 2,5-dicyclopentylidene-
216
—v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—r
93 20.00 20.20 20.40 20.60
5000 149 m/z 84.10 54.76%
67
41 J 121 187
0 Ilﬂl LM‘.‘? IJILIJLI\QI.AQ'L;JJILE.Iﬂlll Y
m/z--> 50 100 150 200 250 300 350 400
Abundance #33321: 2,5-Octadiene, 3,4,5,6-tetramethy!- T
a4 137 20.00 20.20 20.40 20.60

m/z 137.10 51.94%

95
5000 69 ?
J 166
oL ;..MLMM."N.ﬂJ...,....,....,....,....,....,

m/z--> 50 100 150 200 250 300 350 400 20.00 20.20 20.40 20.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 28 Eicosanoic acid Concentration Rank 44
R.T. EstConc Area Relative to ISTD R.T.
20.42 2.21 ng/ul 650639 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid 312 C20H4002 000506-30-9 91
2 Eicosanoic acid 312 C20H4002 000506-30-9 66
3 Pvrene. l1l-methvl- 216 C17H12 002381-21-7 48
4 Eicosanoic acid 312 C20H4002 000506-30-9 47
5 Pyrene, 1-methyl- 216 C17H12 002381-21-7 44
Abundance Scan 2964 (20.421 min): BM021296.D (-2960) (-) m/z 43.10 100.00%
43 0
5000 __va_gxﬂ~_AdA_,/\»A_»v“/»
AUV SR BN I
20.20 20.40 20.60 20.80
0 349372396 430 m/z 99.10 97.60%
m/z--> 50 100 150 200 250 300 350 400
Abundance #124053: Eicosanoic acid
48
73 312
5000 AUV SR BN I
20.20 20.40 20.60 20.80
g7 129 m/z 57.10 78.03%
o 157 185 213 54, 269
m/z--> 55 100 150 200 250 300 350 400
Abundance #124052: Eicosanoic acid
48
73 U SR BN I
20.20 20.40 20.60 20.80
5000 m/z 73.10 73.50%
97 129
157 185 213 241 269 312
0! IJIAMIAI I\IJIII‘IAIILILI L ‘...‘.|....|....|....
m/z--> 50 100 150 200 250 300 350 400
Abundance #67023: Pyrene, 1-methyl- N B B !
216 20.20 20.40 20.60 20.80
m/z 55.10 72.69%
5000
95 189
ol14 39 63 | j122 163 |
m/z--> 5'0 1(')0 1&'30 2(')0 25'30 3(')0 3&1,0 4(')0 20.'20 20.'40 20.|60 20.|80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 29 Naphthalene, 1,1"-ethyliden... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.57 129.62 ng/ul 38220500 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Naphthalene. 1.1"-ethvlidenebisl... 302 C22H38 054934-70-2 50
2 Naphthalene. 1.1"-(1.2-ethanediv... 302 C22H38 054934-69-9 49
3 Naphthalene. 2-decvldecahvdro- 278 C20H38 054964-84-0 49
4 2-Pentenoic acid. 5-(decahvdro-5... 304 C20H3202 024470-48-2 46
5 Naphthalene, 2-butyldecahydro- 194 C14H26 006305-52-8 43

Abundance Scan 2989 (20.568 min): BM021296.D (-2978) (-) m/z 137.15 100.00%

81 137

5000

_%

20.20 20.40 20.60 20.80

328350 376 403 427

0 m/z 81.10 86.51%
m/z--> 50 100 150 200 250 300 350 400
Abundance #118879: Naphthalene, 1,1'-ethylidenebis[decahydro-
1 137
41
5000 LA L L L L L L
165 20.20 20.40 20.60 20.80
109 m/z 95.10 75.98%
o J | 191 302
- I 1T T I T T 17T I T T 1 T I T 1 1 T I T T 1 T I T T 1 T I T T 1T
m/z--> 50 100 150 200 250 300 350 400
Abundance #118880: Naphthalene, 1,1'-(1,2-ethanediyl)bis[decahydro-
137
81 EAEEEa e s A
41 20.20 20.40 20.60 20.80
5000 m/z 69.10 63.49%
\/ 109 302
o b LAl | 163 206 245 274
17—
m/z--> 50 100 150 200 250 300 350 400
Abundance #105311: Naphthalene, 2-decyldecahydro- RIS e S e
137 20.20 20.40 20.60 20.80
81 m/z 41.10 56.12%
41
5000
278
ol V.L.“fg 182 221 250 |
L e L o R s e
m/z--> 50 100 150 200 250 300 350 400 20.20 20.40 20.60 20.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 30 1-Phenanthrenecarboxylic ac... Concentration Rank 40
R.T. EstConc Area Relative to ISTD R.T.
20.91 2.48 ng/ul 730212 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Phenanthrenecarboxvlic acid. 7... 316 C21H3202 001686-62-0 52
2 Kaur-16-en-18-oic acid. (4.beta.)- 302 C20H3002 020316-84-1 35
3 3-(5-Hvdroxv-3-methvl-1-p-tolvl-._.. 241 C14H15N30 1000275-84-3 15
4 Benzenesulfonamide. 2.4.6-trimet... 333 C18H23N03S 349402-54-6 10
5 trans-.alpha.-Bergamotene 204 C15H24 1000293-01-5 10
Abundance Scan 3047 (20.909 min): BM021296.D (-3044) (-) m/z 105.10 100.00%
105 241 h~/\A-hJ¥_MM§~MJ%
79
287
5000
USRS IR BN
326 428 20.60 20.80 21.00 21.20
0 349373401 475 "m/z 91.10 90.85%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126245: 1-Phenanthrenecarboxylic acid, 7-ethenyl-1,2,3,4, ...
91 119 241
5000 UM UV N IR
20.60 20.80 21.00 21.20
316 m/z 241.20 85.68%
287
04
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #118774: Kaur-16-en-18-oic acid, (4.beta.)-
91
133 20.60 20.80 21.00 21.20
5000 259 302 m/z 119.10 85.23%
o\ \I\IL .“.‘.‘.l‘.‘.. ‘lil...l‘....|....|....|...
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #82983: 3-(5-Hydroxy-3-methyl-1-p-tolyl-1H-pyrazol-4-yl)-p... AR AR R a e
91 241 20.60 20.80 21.00 21.20
m/z 79.10 79.60%
201
5000
65
ﬁlg 147173
0 .@ﬁnhmb,.yﬂ.H.H.L{... U DAL L SRR SUE SN IR BN
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 31 (DEL) Alkane: Cyclic21.04 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
21.04 13.22 ng/ul 3898900 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecene 224 C16H32 000629-73-2 93
2 5-Octadecene. (E)- 252 C18H36 007206-21-5 93
3 1-Heneicosvl formate 340 C22H4402 077899-03-7 92
4 Cvclohexadecane 224 C16H32 000295-65-8 91
5 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 89
Abundance Scan 3069 (21.039 min): BM021296.D (-3064) (-) m/z 57.10 100.00%
57
5000
111
| j 57 e 50080 21100 2120 2140
139 167 326 : . . .
o/ | I s l 262 |, 10354 388414 m/z 43.10 83.22%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #72488: 1-Hexadecene
4
83
5000 LN SRS BRI SN B
20.80 21.00 21.20 21.40
11 m/z 83.10 74.12%
0 15[ | | | l 1139 168 196 224
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #89785: 5-Octadecene, (E)-
55
o " 20.80 21.00 21.20 21.40
5000 m/z 55.10 73 .53%
29 111
o J L L, 139 168 195 224 252
m/iz--> 0 50 100 150 200 2éo 300 350 400
Abundance #137330: 1-Heneicosy! formate S AL B ma R
57 83 20.80 21.00 21.20 21.40
m/z 69.10 66 .85%
5000 111
0 ‘ J l Ll3lg 4\167 ‘196 222 266 294 322
m/iz--> 0 50 100 150 200 250 3(')0 350 400 20,80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 32 (DEL) Alkane: Straight-Chai... Concentration Rank 33
R.T. EstConc Area Relative to ISTD R.T.

21.92 3.83 ng/ul 1130210 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 93
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3219 (21.921 min): BM021296.D (-3215) (-) m/z 57.10 100.00%

57
85
5000

113 21,60 21.80 22.00 22.20
141169 207 256 : ' : '
O rrrd 1 4 ||, Ly Rl 230 295323 859 393 424 477 m/z 71.10 77.10%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #142113: Heptadecane, 9-octyl-
57
5000 85 LA L L L L L LB LB |
21.60 21.80 22.00 22.20
m/z 43.10 65.29%
113
o [ 441 169 197 2?9267294323352
LA o i o o e e e A e S
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #99477: Nonadecane
57
R A EREREEREEETEE
21.60 21.80 22.00 22.20
5000 85 m/z 85.10 56.42%
29
— e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane e m e o I
57 21.60 21.80 22.00 22.20
m/z 55.10 27 .52%
85
5000
29 113
ol | ] 141169197 225253 296
T T e T R A EREREEREEETEE
m/z--> 0 50 100 150 200 250 300 350 400 450 21. 60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 33 (DEL) Alkane: Cyclic21.94 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
21.94 10.30 ng/ul 3037660 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
2 Cvclotetracosane 336 C24H48 000297-03-0 90
3 9-Tricosene. (2)- 322 C23H46 027519-02-4 90
4 1-Octadecanol 270 C18H380 000112-92-5 90
5 Cyclopentadecane 210 C15H30 000295-48-7 89
Abundance Scan 3222 (21.939 min): BM021296.D (-3220) (-) m/z 83.10 100.00%
55 83
5000 1]1
139 242 21.60 21.80 22.00 22,20
oA LL |, | ll 07 208 | 282 822347371307425 475503 | ns5 97_10  93.73%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129064: 9-Tricosene, (2)-
55 83
5000 PN NS SRR SRR
21.60 21.80 22.00 22.20
29 m/z 55.10 81.79%
139 322
0 ] ‘ 167195222 262 294
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #135651: Cyclotetracosane
55 88
21.60 21.80 22.00 22,20
5000 111 336 m/z 69.10 81.27%
29 139
LI l || 167195222 251279 30 ML
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #129065: 9-Tricosene, (2)- A R D B
56 |97 21.60 21.80 22.00 22.20
m/z 43.10 53.75%
5000
125
29 322
0““@wmmmm1
m/z--> 50 100 150 200 250 300 350 400 450 500 21'60 21.80 22.00 22.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 34 (DEL) Alkane: Straight-Chai... Concentration Rank 42
R.T. EstConc Area Relative to ISTD R.T.
22.39 2.35 ng/ul 691950 Chrysene-di12 21.34
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 90
3 Hexadecane. 3-methvl- 240 C17H36 006418-43-5 86
4 Octadecane. 2-methvl- 268 C19H40 001560-88-9 86
5 Heneicosane 296 C21H44 000629-94-7 81
Abundance Scan 3299 (22.391 min): BM021296.D (-3295) (-) m/z 57.10 100.00%
57
5000 "
—rv—v—v—v—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—r
22.00 22.20 22.40 22.60 22.80
ot 309337366 410440463 549 n/z 71.10 78 90%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #91036: Octadecane
7
5000 85 USRI
2200 22.20 22.40 22.60 22.80
29 m/z 43.10 67.61%
oL 3141169197905 254
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl-
57
22.00 22.20 22.40 22.60 22.80
5000 85 m/z 85.10 61.14%
o ﬂ1}3141169197 239267294323352
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #82611: Hexadecane, 3-methyl- R BAREE S
57 22.00 22.20 22.40 22.60 22.80
m/z 59.10 43.02%
5000
85
o J 113141 183211240
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\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 38 (DEL) Alkane: Straight-Chai... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

24 .13 41.17 ng/ul 7589790 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 93
2 Pentacosane 352 C25H52 000629-99-2 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Triacontane 422 C30H62 000638-68-6 91

Abundance Scan 3595 (24.132 min): BM021296.D (-3589) (-) m/z 57.10 100.00%

5000

-

23.80 24.00 24.20 24.40
m/z 71.10  77.59%

141169197225053281309 351379407436
miz-> 0 50 100 150 200 250 300 350 400 450 500 550

0!

Abundance #136480: Tetracosane

1%

5000
23.80 24.00 24.20 24.40
29 m/z 85.10 57.77%
. f}?}41169197225253281309338
e A A e et e e e ey
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #142112: Pentacosane
_l_l—rl_l_l_l—rl_l_l_l—l_l_l_l_l—rl_l_l_l—r
23.80 24.00 24.20 24.40
5000 85 m/z 43.10 57.76%

13
141169 211239267295323352

:

04
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #115570: Heneicosane [ e e
23.80 24.00 24.20 24.40
m/z 55.10 23.51%
85
5000

5

‘ 141169197225253 296
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 2380 24'00 24.20 24.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM062919\
Data File : BM021296.D

Aca On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_M
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 42 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.

25.77 21.07 ng/ul 3883950 Perylene-d12 23.61
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Tetracosane 338 C24H50 000646-31-1 96
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 95
4 Octadecane 254 C18H38 000593-45-3 94
5 Docosane 310 C22H46 000629-97-0 93

Abundance Scan 3873 (25.768 min): BM021296.D (-3867) (-) m/z 57.10 100.00%

141169197 25.40 25.60 25.80 26.00
o 225253281 314 351 393 432459 491 535 n/z 71.10  76.76%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107655: Eicosane

a
~
0
a
g
'

5000 LA L L L L L I
25.40 25.60 25.80 26.00
m/z 85.10 58.51%
29 13141
0 l I 169197225253282
T e B
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #136481: Tetracosane
R ama
25.40 25.60 25.80 26.00
5000 85 m/z 43.10 57.09%
o 113141169197225253281309338
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #142113: Heptadecane, 9-octyl- i AR RS
57 25.40 25.60 25.80 26.00
m/z 55.10 22.88%
5000 85

?

113
[7 141169197 239267294323352

N B A

m/z--> 50 100 150 200 250 300 350 400 450 500 550 25.40 25.60 25.80 26.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM062919\
Data File : BM021296.D

Acq On : 30 Jun 2019 13:32

Operator : HP/JU

Sample - K3590-13

Misc :

ALS Vial : 42 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO61419MA_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 38.9 ng/ul 3844810 1 7.76 1977050 20.0
Cyclotrisiloxane, ... 4.40 6.6 ng/ul 649264 1 7.76 1977050 20.0
Hexyl chloroformate 5.27 3.1 ng/ul 309085 1 7.76 1977050 20.0
1R-_alpha.-Pinene 6.43 9.1 ng/ul 903106 1 7.76 1977050 20.0
Hexanoic acid 6.81 4.3 ng/ul 420799 1 7.76 1977050 20.0
Cyclotetrasiloxan. .. 6.86 5.3 ng/ul 519022 1 7.76 1977050 20.0
Bicyclo[3.1.1]hep... 7.19 5.3 ng/ul 522884 1 7.76 1977050 20.0
unknown-01 8.35 2.1 ng/ul 212493 1 7.76 1977050 20.0
Cyclopentasiloxan. .. 9.28 2.5 ng/ul 370207 2 10.55 2919740 20.0
unknown-02 9.86 2.3 ng/ul 333303 2 10.55 2919740 20.0
(+)-Cycloisosativene 14.46 2.4 ng/ul 476885 3 14.40 3923500 20.0
-alpha.-Cadinol 15.96 3.5 ng/ul 665132 4 17.15 3813770 20.0
Tetradecanoic acid 16.55 3.8 ng/ul 730353 4 17.15 3813770 20.0
unknown-03 16.90 2.6 ng/ul 503317 4 17.15 3813770 20.0
Pentadecanoic acid 17.04 5.1 ng/ul 972772 4 17.15 3813770 20.0
unknown-04 17.31 10.7 ng/ul 2046170 4 17.15 3813770 20.0
Z-7-Hexadecenoic ... 17.93 13.1 ng/ul 2487590 4 17.15 3813770 20.0
Hexadecenoic acid... 17.99 15.6 ng/ul 2976270 4 17.15 3813770 20.0
n-Hexadecanoic acid 18.06 61.6 ng/ul 11742700 4 17.15 3813770 20.0
unknown-05 18.32 7.6 ng/ul 1447460 4 17.15 3813770 20.0
1H-Naphtho[2,1-b]... 18.66 3.9 ng/ul 735326 4 17.15 3813770 20.0
Heptadecanoic acid 18.72 2.2 ng/ul 420548 4 17.15 3813770 20.0
Acetic acid, 3-(56... 18.97 6.4 ng/ul 1224040 4 17.15 3813770 20.0
Phytol 19.06 13.2 ng/ul 2511270 4 17.15 3813770 20.0
Octadecanoic acid 19.33 8.9 ng/ul 2629290 5 21.34 5897310 20.0
unknown-06 20.02 9.2 ng/ul 2702030 5 21.34 5897310 20.0
Pyrene, l-methyl- 20.23 4.3 ng/ul 1282580 5 21.34 5897310 20.0
Eicosanoic acid 20.42 2.2 ng/ul 650639 5 21.34 5897310 20.0
Naphthalene, 1,1"... 20.57 129.6 ng/ul 38220500 5 21.34 5897310 20.0
1-Phenanthrenecar... 20.91 2.5 ng/ul 730212 5 21.34 5897310 20.0
(DEL) Alkane: Cyc... 21.04 13.2 ng/ul 3898900 5 21.34 5897310 20.0
(DEL) Alkane: Str... 21.92 3.8 ng/ul 1130210 5 21.34 5897310 20.0
(DEL) Alkane: Cyc... 21.94 10.3 ng/ul 3037660 5 21.34 5897310 20.0
(DEL) Alkane: Str... 22.39 2.4 ng/ul 691950 5 21.34 5897310 20.0
(DEL) Alkane: Str... 24.13 41.2 ng/ul 7589790 6 23.61 3687120 20.0
(DEL) Alkane: Str... 25.77 21.1 ng/ul 3883950 6 23.61 3687120 20.0
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