LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM032219MA_M
Title : SVOA CALIBRATION

Signal > TIC
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.128 21 24 33 rvB2 20176 32785 0.78% 0.077%
2 3.822 139 142 146 rBV2 10458 14878 0.35% 0.035%
3 5.240 379 383 393 rBV3 5527 12872 0.31% 0.030%
4 5.604 443 445 451 rVB4 3825 5335 0.13% 0.012%
5 6.769 638 643 658 rBvV2 73544 191820 4_55% 0.448%
6 6.934 666 671 687 rBY 279634 553168 13.12% 1.291%
7 7.116 696 702 715 rBV 349881 622475 14.76% 1.453%
8 7.222 718 720 724 rVB4 5212 4431 0.11% 0.010%
9 7.581 775 781 791 rBV 420908 738066 17.50% 1.723%
10 8.298 897 903 915 rBVY 237062 447770 10.62% 1.045%
11 8.375 915 916 922 rvv4 5315 8691 0.21% 0.020%
12 8.428 922 925 931 rVB5 4998 8139 0.19% 0.019%
13 8.681 963 968 974 rBvV 40869 65461 1.55% 0.153%
14 8.751 974 980 990 rBV 360122 668231 15.85% 1.560%
15 8.922 1007 1009 1017 rVvB3 3778 6483 0.15% 0.015%

16 9.469 1095 1102 1122 rBV 321048 603496 14.31% 1.409%
17 9.998 1186 1192 1216 rBV 339240 870354 20.64% 2.032%
18 10.363 1242 1254 1267 rBV 679945 1172417 27.80% 2.737%

19 10.933 1347 1351 1353 rBV2 3182 4805 0.11% 0.011%
20 11.416 1428 1433 1437 rBV 3372 5210 0.12% 0.012%
21 11.698 1474 1481 1491 rBV2 33936 79123 1.88% 0.185%
22 11.986 1525 1530 1534 rBV2 4497 8668 0.21% 0.020%
23 12.539 1618 1624 1627 rBV3 6541 12105 0.29% 0.028%
24 12.833 1670 1674 1680 rBV2 3297 4611 0.11% 0.011%

25 13.198 1726 1736 1747 rBV2 47290 126160 2.99% 0.295%

26 13.663 1809 1815 1828 rBV 959997 1374299 32.59% 3.208%
27 13.933 1854 1861 1879 rBV 1113216 1627580 38.59% 3.800%

28 14.151 1894 1898 1899 rBV3 4473 5975 0.14% 0.014%
29 14.239 1907 1913 1925 rVB2 1027267 1588513 37.67% 3.708%
30 14.533 1957 1963 1967 rBV5 14930 36713 0.87% 0.086%
31 14.674 1982 1987 2004 rBV 240211 378321 8.97% 0.883%
32 14.927 2023 2030 2040 rVB 23357 38907 0.92% 0.091%
33 15.004 2040 2043 2046 rBvV 18026 21050 0.50% 0.049%
34 15.063 2051 2053 2061 rVB4 6233 10248 0.24% 0.024%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM032219MA_.M
= SVOA CALIBRATION

35 15.245 2078 2084 2096 rBV 1547166 2277719 54.01% 5.317%

36 15.386 2103 2108 2122 rBV 414150 681179 16.15% 1.590%

37 15.486 2122 2125 2133 rVB3 17954 25668 0.61% 0.060%
38 15.621 2144 2148 2154 rVB2 7013 9265 0.22% 0.022%
39 15.821 2177 2182 2187 rBV 12587 17551 0.42% 0.041%
40 15.874 2187 2191 2199 rVB 27850 40077 0.95% 0.094%
41 16.027 2215 2217 2220 rBVY 4707 5571 0.13% 0.013%
42 16.410 2279 2282 2289 rBV2 16239 27225 0.65% 0.064%
43 16.798 2343 2348 2349 rBVY 4541 5471 0.13% 0.013%
44 16.821 2349 2352 2359 rVB2 6286 10589 0.25% 0.025%

45 16.998 2376 2382 2392 rBV2 1347595 1882407 44.64% 4 _.394%

46 17.098 2393 2399 2418 rVB2 1732133 2530580 60.01% 5.908%
47 17.286 2426 2431 2435 rBVY 524032 606351 14.38% 1.416%
48 17.339 2435 2440 2450 rVB 1069634 1275260 30.24% 2.977%
49 17.662 2490 2495 2502 rBV 332537 401767 9.53% 0.938%

50 17.898 2531 2535 2541 rBV4 13799 24362 0.58% 0.057%
51 18.145 2574 2577 2582 rBV2 9992 12220 0.29% 0.029%
52 18.251 2591 2595 2601 rVB4 8878 12319 0.29% 0.029%

53 18.609 2652 2656 2660 rBV 143848 167593 3.97% 0.391%
54 18.656 2660 2664 2670 rVB 294438 359359 8.52% 0.839%

55 18.762 2679 2682 2686 rBV2 9168 12116 0.29% 0.028%
56 19.045 2726 2730 2734 rBV2 12909 19816 0.47% 0.046%
57 19.186 2750 2754 2760 rBvV4 26048 41834 0.99% 0.098%
58 19.298 2770 2773 2777 rBV 13325 17388 0.41% 0.041%
59 19.333 2777 2779 2782 rVB4 5651 4964 0.12% 0.012%

60 19.409 2786 2792 2798 rVV 2149825 2937031 69.64% 6.856%

61 19.468 2798 2802 2810 rVB2 49464 82310 1.95% 0.192%
62 19.745 2844 2849 2852 rBV 940394 932935 22.12% 2.178%
63 19.786 2852 2856 2864 rVB 1853594 2032621 48.20% 4._.745%
64 20.480 2972 2974 2977 rBV 10367 9481 0.22% 0.022%
65 20.621 2996 2998 3001 rBV3 11712 10654 0.25% 0.025%

66 20.721 3011 3015 3018 rBV 461603 495912 11.76% 1.158%
67 20.756 3018 3021 3027 rVB 1052493 1069022 25.35% 2.496%

68 20.903 3044 3046 3050 rVB5 17023 17034 0.40% 0.040%
69 21.209 3092 3098 3106 rBV 2000149 2550900 60.49% 5.955%
70 21.345 3118 3121 3124 rVB2 53470 60818 1.44% 0.142%

71 21.592 3159 3163 3165 rBvV 338275 363944 8.63% 0.850%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BM032219MA_.M
= SVOA CALIBRATION

72 21.621 3165 3168 3172 rVB 725555 725015 17.19% 1.693%
73 21.768 3190 3193 3198 rBV2 66815 74545 1.77% 0.174%
74 22.192 3261 3265 3267 rBV 141272 159225 3.78% 0.372%
75 22.221 3267 3270 3275 rVB 122822 152372 3.61% 0.356%

76 22.497 3313 3317 3320 rBV2 277976 384927 9.13% 0.899%
77 22.533 3320 3323 3329 rVB 573630 753745 17.87% 1.760%
78 22.715 3350 3354 3360 rVB 185207 256129 6.07% 0.598%
79 23.274 3442 3449 3461 rVB2 2345803 4217277 100.00% 9.845%
80 23.415 3466 3473 3485 rVB 1528030 2925767 69.38% 6.830%

81 23.891 3549 3554 3567 rVvB2 197680 370209 8.78% 0.864%
82 24.615 3672 3677 3685 rVB 212723 436047 10.34% 1.018%

Sum of corrected areas: 42835731
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_M
SVOA CALIBRATION

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

Abundance TIC: BM019545.D
2500000

2000000
1500000

1000000
10.36

500000 7.58 8.75

12 10.00
6.95 8.20 9.47
313 3.82 5.24 5.60 6.7 beares 865 02 R, K, 1093 11.44L7

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM019545.D
2500000

19.41

2000000 19.79
17.10
15.24

1500000 17.do

13.93 17.34
1000000 13.66 14.24 194

17.p9
500000 15.39

14.67 17.66 18. 66
18 7 20
11.99  12.542.8313.20 14.15 14.58 1 14088568703 16.41 16.82| |\ 17.908.8#5 mw A
e e

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18. 50 19. OO 19. 50 20. OO
Abundance TIC: BM019545.D
2500000 23127

o

=

21.21

2000000
P3.41

1500000

20.76
1000000 21.62

500000{

A AN

0.90

e

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\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 Dodecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14 .67 4.76 ng/ul 378321 Acenaphthene-d10 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Dodecanoic aci
2 Dodecanoic aci
3 Dodecanoic aci
4 Dodecanoic aci

200 C12H2402
200 C12H2402
200 C12H2402
200 C12H2402

000143-07-7 93
000143-07-7 91
000143-07-7 83
000143-07-7 81

5 Undecanoic acid 186 C11H2202 000112-37-8 80
Abundance Scan 1986 (14.668 min): BM019545.D (-1982) (-) m/z 73.00 100.00%
7B
60
5000 41
85 129 157
l ““' 97 115 143 171 200 14.40 14.60 14.80 15.00
) I— | m/z 60.00 77.03%
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #56047: Dodecanoic acid
60 73
43
5000
29 129 200 14.40 14.60 14.80 15.00
157 m/z 41.05 47 .62%
s | 4 AL M 2 e m
Oyt ﬂh.wl‘uh “ W .H. u.%ﬂ...,..nﬁqq..f..”
m/z--> 20 40 60 00 120 140 160 180 200
Abundance
60 73
43
14.40 14.60 14.80 15.00
5000 m/z 43.10 44 .33%
29 129
85 157 200
lo1 15 143 171
183
O e e e
m/z--> 200 40 60 80 100 120 140 160 180 200
Abundance #56046: Dodecanoic acid
60 7 14.40 14.60 14.80 15.00
43 m/z 55.00 43 .56%
5000 129
157
29 101 115
‘ “ ‘ ‘ 143 171 200
0..1.5,.‘...‘i‘a‘..“.“ yl M M‘ r ..“‘.. ,....1,8.3...,....
m/z--> 20 40 60 140 160 180 200 14.40 14.60 14.80 15.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 Octanethioic acid, S-hexyl ... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.29 6.44 ng/ul 606351 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octanethioic acid, S-hexyl ester 244 C14H280S 055590-85-7 50
2 1,3,5-Triazin-2(1H)-one, 4,6-dia... 127 C3H5N50 000645-92-1 43
3 6-Azathymine 127 C4H5N302 000932-53-6 43
4 Octanoic acid, l-methyltridecyl ... 340 C22H4402 055193-79-8 40
5 Hexanoic acid, 2-ethyl-, anhydride 270 C16H3003 036765-89-6 38
Abundance Scan 2432 (17.292 min): BM019545.D (-2426) (-) m/z 127.10 100.00%
127
43
57
5000
84 50 T 710 1720 17140 1760
229 : - : -
N 1S v B e ..,....||,..~..}??.1.9,??.1.4.... B Tm/z 43.00  77.40%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84748: Octanethioic acid, S-hexyl ester
57 127
5000 L SN I BULRR UL
17.00 17.20 17.40 17.60
41 159 m/z 57.10 64.78%
109
O s = SN S S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
127
43 17,00 17.20 17.40 17.60
5000 m/z 159.00 21.02%
28 69 85 111
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11293: 6-Azathymine
56 127 17.00 17.20 17.40 17.60
m/z 158.00 18.21%
5000
84
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 unknown-01 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
17.34 13.55 ng/ul 1275260 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,2,3,6,9-Pentaazaspiro[4.4]non-... 197 C9H19N5 1000221-38-7 43
2 6-Azathymine 127 C4H5N302 000932-53-6 38
3 Octanoic acid, 1-methyltridecyl ... 340 C22H4402 055193-79-8 38
4 Propylphosphonic acid, fluoroanh... 238 C11H24FO02P 333416-20-9 37
5 Oxalic acid, monoamide, monohydr... 213 C10H19N302 1000265-20-0 37
Abundance Scan 2440 (17.339 min): BM019545.D (-2435) (-) m/z 43.00 100.00%
43
127 AA_
5000
57
159 I |
145 17.00 17.20 17.40 17.60
1 171 229
) ...'-.,-!-...l,'...]!ﬁ. ..,.'...||,..-..,1.§7.1.9,9.2.1?,..-..2,4.2.. m/z 127.10  77.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #54347: 1,2,3,6,9-Pentaazaspiro[4.4]non-2-ene, 1,4,4,6,9-p...
9 127
42
5000 56 0 LU L U IR
112 17.00 17.20 17.40 17.60
139 m/z 57.05 35.85%
82 154
ol 197
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
56 127
17.00 17.20 17.40 17|60 '
5000 m/z 159.00 23.64%
27
42
15 70 8 99
G R S R R B B LS AR SRR LRSS RARRN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #137348: Octanoic acid, 1-methyliridecy! ester
127 17.00 17.20 17.40 17.60
5 m/z 158.00 15.71%
43
5000
69
83 111 145 196
B0 0 M O S 2
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 17.00 17.20 17.40 17.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 7,9-Di-tert-butyl-l1-oxaspir... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.66 4.27 ng/ul 401767 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 99
2 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 90
3 2,5-Cyclohexadien-1-one, 2,6-bis... 232 C16H240 006738-27-8 84
4 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 70
5 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 50
Abundance Scan 2495 (17.662 min): BM019545.D (-2490) (-) m/z 205.10 100.00%
205
5000
117.40 17.60 17.80 18.00
o} m/z 57.10 94 .87%
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
205
5000 LI U DU SUNURN SR
175 17.40 17.60 17.80 18.00
o1 189 m/z 217.10 59.34%
s | T
Ouuluu‘.‘l‘ m Hm ‘\\m U‘HJ‘\%ZHH\ Ah \H\ [l H H ; \H L ....,‘..2.??
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
pos 117.40 17.60 17.80 18.00
5000 m/z 175.10 58.34%
177 220
77 9% 109 135.4g161 191 033 261
O e P e e e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #77574: 2,5-Cyclohexadien-1-one, 2,6-bis(1,1-dimethylethyl... S Emm e
7 17.40 17.60 17.80 18.00
m/z 55.00 49_.67%
5000
41 57
77 91 115129
o} P e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 unknown-02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
18.66 3.82 ng/ul 359359 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic anhydride 326 C20H3803 002082-76-0 32
2 6-Amino-1,3-dimethyluracil 155 C6H9N302 006642-31-5 27
3 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 23
4 Decanoic acid, 2-hydroxy-1-(hydr... 246 C13H2604 003376-48-5 17
5 2,3,4-Trimethylpentan-2-ol decan... 284 C18H3602 1000130-74-2 16
Abundance Scan 2665 (18.662 min): BM019545.D (-2660) (-) m/z 43.00 100.00%
43
155
5000
P "1 b0 1590 1000
77 227 257 : : :
Y 130 193209 281 m/z 155.10 71.48%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130851: Decanoic anhydride
155
5000 L UL SIS SULRULN I
18.40 18.60 18.80 19.00
m/z 159.00 38.07%
J A ‘ H\ h‘\ L a2 100 s o e
m/z--> m&mmmmmmmmmmmmmm
Abundance
155
18.40 18.60 18.80 19.00
5000 82 m/z 98.05 23.60%
30 57 % 127
ol14
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester e R nm
43 18.40 18.60 18.80 19.00
m/z 158.00 22.61%
5000 159
117
o 2\ ,,HJ L \‘m Mo 4T 213 298 Y |
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\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 unknown-03 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.74 7.31 ng/ul 932935 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 37
2 Lauric anhydride 382 C24H4603 000645-66-9 27
3 4-Nitrophenyl laurate 321 C18H27NO4 001956-11-2 14
4 2,3,4-Trifluorobenzoic acid, dec... 316 C17H23F302 1000280-44-9 12
5 5,8-Methano-4H-3,1-benzoxazine-2... 183 C9H13NOS 1000142-76-7 12
Abundance Scan 2848 (19.739 min): BM019545.D (-2844) (-) m/z 43.10 100.00%
43
183
5000 159
98
71 115 TrrrrryrrirryrrrrprroeT
19.40 19.60 19.80 20.00
ol l ,J.: m, Jl.A85 | ) 207227 255 285 341 m/z 183.20 57.68%
m/z--> 50 100 150 200 250 300 350
Abundance #166330: Eicosanoic acid, 2,3-bis(acetyloxy)propyl ester
43
5000 159 AUV
o8 19.40 19.60 19.80 20.00
73 117 m/z 159.00 43 .50%
0: Izﬁi T ‘\w\ ey \Ilww\‘lwllﬁ;\l ‘; }77| 2|13| —— |2|9|5 T
m/z--> 50 100 150 200 250 300 350
Abundance
183
10.40 19.60 19.80 20.00 |
5000 m/z 57.10 37.17%
43
73 98
129 157 | 200519 o4n 270
O T e e e e B A
m/z--> éo 160 1%0 260 250 300 350
Abundance #128440: 4-Nitropheny! laurate R e e
183 19.40 19.60 19.80 20.00
m/z 98.10 33.50%
5000 >7
85
0% '??“ |t'w Jd'hf?g“'lﬁol%G? U DR UL |'3?1" T UAMUVSUNALLUVEES
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 unknown-04 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.79 15.94 ng/ul 2032620 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid, 2-hydroxy-1-(hy... 274 C15H3004 001678-45-1 38
2 Dodecanoyl chloride 218 C12H23CI0 000112-16-3 32
3 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 12
4 Lauric anhydride 382 C24H4603 000645-66-9 12
5 Lauric anhydride 382 C24H4603 000645-66-9 12
Abundance Scan 2857 (19.792 min): BM019545.D (-2852) (-) m/z 43.00 100.00%
a3
159 183
5000
98
19.40 19.60 19.80 20.00 20.20
227 255
ok “ J Jh??.', Ll 207287 290 285 34 “m/z 183.10  64.94%
m/z--> 100 150 200 250 300 350 400
Abundance #102866. Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43 183
74
5000 SRR UL UL BN I
134 19.40 19.60 19.80 20.00 20.20
s 2 m/z 159.00 59.31%
. ,\M mu \Hm HH I < S
m/z--> 150 200 250 300 350 400
Abundance
43 98
19.40 19.60 19.80 20.00 20.20
5000 m/z 98.10 32.03%
69 183
138
0 118
m/z--> 50 100 150 200 250 300 350 400
Abundance #166331: Eicosanoic acid, 2-(acetyloxy)-1-[(acetyloxy)meth... e
43 19.40 19.60 19.80 20.00 20.20
159 m/z 158.00 26.76%
98
5000
71
25 227 295
oLl di oy JO190 257 260 367 410
m/z--> 50 100 150 200 250 300 350 400 19.40 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA _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 Myristin, 2,3-diaceto-1- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
20.72 3.89 ng/ul 495912 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 91
2 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 91
3 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 70
4 Tetradecanoic acid, 2-hydroxy-1-... 302 C17H3404 003443-83-2 38
5 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 32
Abundance Scan 3015 (20.721 min): BM019545.D (-3011) (-) m/z 43.05 100.00%
43
159 211
5000
UL IR
20.40 20.60 20.80 21.00
ol | “ m .32 }7.7. L. 242 265283 813 m/z 159.00 64.66%
m/z--> 150 200 250 300 350
Abundance #153011: Myristin, 2,3-diaceto-1-
43
5000 159 211 AR AU IR
98 20.40 20.60 20.80 21.00
m/z 211.20 58.83%
‘ H I ‘ s ‘ 1 242 283 313
0.“. ‘.“l“.“‘l‘ .“H.‘Hl ‘.M.‘. ) - ! I s i i
m/z--> 50 100 150 200 250 300 350
Abundance
43
20.40 20.60 20.80 21.00
5000 159 211 m/z 98.10 44 _88%
98
1 117
0L26 140 | 177 242 283 313
m/z--> 50 100 150 200 250 300 350
Abundance #159148: Hexadecanoic acid, 2,3-his(acetyloxy)propy! ester L
43 159 20.40 20.60 20.80 21.00
m/z 57.05 38.76%
98
5000 117 239
69
77
02 "‘Hl“ J\\Iml]:wl‘ el 2|13|‘| l |26|9| : |3:!-O| : |3|5|5 NSV, S O NS |_|A|| T
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 Hexadecanoic acid, 2,3-bis(... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.76 8.38 ng/ul 1069020 Chrysene-d12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 83
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 81
3 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 80
4 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 50
5 2,3,4-Trifluorobenzoic acid, 2-o... 288 C15H19F302 1000282-58-1 14
Abundance Scan 3022 (20.762 min): BM019545.D (-3018) (-) m/z 43.00 100.00%
43
159
211
5000 o8
LU Ll L | oooss s gy BB mE e
YD 1 " s N B T L S - - m/z 159.00 73.71%
m/z--> 50 100 150 200 250 300 350
Abundance #153009: Myristin, 2,3-diaceto-1-
43
5000 IRABRLABR AR A
159 20.40 20.60 20.80 21.00
211 m/z 211.20 48.83%
‘ 60 B117 177 ‘
ol b e | AT 228 284 313
m/z--> 50 100 150 200 250 300 350
Abundance
43 159 R
98 20.40 20.60 20.80 21.00 |
5000 m/z 98.10 36.46%
117 239
69
o2 135, YT 13 260 310 355
m/z--> 50 100 150 200 250 300 350
Abundance #153011: Myristin, 2,3-diaceto-1- A A
43 20.40 20.60 20.80 21.00
m/z 158.00 26.30%
5000 159 211
117
oL \ H Il h d ‘m 135 | 17 | 242 283 313 I | Y
m/z--> 150 200 250 300 350 20.40 20.60 20.80 21.00

SOM-EPA-BM032219MA_M Fri Mar 29 16:13:57 2019 Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 Hexadecanoic acid, 2-(acety... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.59 2.85 ng/ul 363944 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 87
2 Hexadecanoic acid, 2-(acetyloxy)... 414 C23H4206 055268-69-4 52
3 Hexadecanoic acid, 2-hydroxy-1-(... 330 C19H3804 023470-00-0 30
4 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 27
5 2,3,4-Trifluorobenzoic acid, 2-o0... 288 C15H19F302 1000282-58-1 22
Abundance Scan 3163 (21.592 min): BM019545.D (-3159) (-) m/z 43.05 100.00%
43
159
5000 98 239
71
21.20 21.40 21.60 21.80 22.00
26 207 311
ol ,Lu.‘, f£20, | |185207 | 260 31 35 4o [ TEeG0 74,330
m/z--> 50 100 150 200 250 300 350 400
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159
98
5000 LN AU BRI I
69 117 239 21.20 21.40 21.60 21.80 22.00
m/z 239.20 47 _.37%
0‘ n \‘\Hu‘ \“\\‘ ““1‘31 ‘;85 213 | 269 310 3§5
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
21.20 21.40 21.60 21.80 22.00
5000 m/z 98.10 43_.49%
159
1 %8 239
o 117137 213 310 340
m/z--> 50 100 150 200 250 300 350 400
Abundance #132706: Hexadecanoic acid, 2-hydroxy-1-(hydroxymethyl)eth... PP
3 21.20 21.40 21.60 21.80 22.00
m/z 57.05 39.35%
5000
o 154 182 213 270 299 330
m/z--> 50 100 150 200 250 300 350 400 21.20 21.40 21.60 21.80 22.00

SOM-EPA-BM032219MA_M Fri Mar 29 16:13:58 2019 Page: 14



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 unknown-05 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.62 5.68 ng/ul 725015 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 70
2 Hexadecanoic acid, 2-(acetyloxy)... 414 C23H4206 055268-69-4 43
3 2,6-Difluorobenzoic acid, tridec... 340 C20H30F202 1000292-39-3 35
4 2,6-Difluorobenzoic acid, tetrad... 354 C21H32F202 1000292-39-4 35
5 Pyridine, 1,2,3,6-tetrahydro-4-p... 159 C11H13N 010338-69-9 35
Abundance Scan 3168 (21.621 min): BM019545.D (-3165) (-) m/z 43.00 100.00%
43
159
5000
%8 239
ﬂ T o6 o5 213 | 260 311 354 426 21.40 21.60 21.80 22.00
oyl m/z 159.00 75.73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
159
43
98
5000 U BN SRR SO
69 239 21.40 21.60 21.80 22.00
m/z 98.10 36.49%
| /225 | | 185 213 | 260 310 355
0! I‘\‘wluiw\l‘\\lm\lwl‘l ||||||‘|‘l ||||||||||”|||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
" 21.40 21,60 21.80 22,00
5000 m/z 239.20 29.40%
159
71 98 239
0 126 213 310 340
m/z--> 50 100 150 200 250 300 350 400
Abundance #137207: 2,6-Difluorobenzoic acid, tridecyl ester R ma
159 21.40 21.60 21.80 22.00
m/z 84.05 25.27%
5000
55 83
0 .Z?i‘HMJ“J*.Hlié. . .1§% R
m/z--> 50 100 150 200 250 300 350 400 21.40 21.60 21.80 22.00

SOM-EPA-BM032219MA_M Fri Mar 29 16:13:59 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 Octadecanoic acid, 2-(acety... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
22.50 2.63 ng/ul 384927 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid, 2-(acetyloxy)... 442 C25H4606 055401-62-2 91
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 68
3 2,3,4-Trifluorobenzoic acid, 3-t... 372 C21H31F302 1000280-61-9 27
4 2,3,4-Trifluorobenzoic acid, 4-m... 260 C13H15F302 1000282-29-8 27
5 2(1H)-Quinolinone, hydrazone 159 C9HON3 015793-77-8 27
Abundance Scan 3317 (22.497 min): BM019545.D (-3313) (-) m/z 43.00 100.00%
43 159
5000 % 067
71
26 207227 339 22.20 22.40 22.60 22.80
ol :M.H“J‘:“.L. A8 ET L aer 39 s o es .00 90, 73%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163429: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43
159
5000
-3 98 267 22.20 22.40 22.60 22.80
m/z 98.10 49_.06%
‘ ‘ 17 ‘ 183 380
0 Iu‘l ‘Ml“‘:‘ h‘l‘“:“‘huwl 1’[\“‘““\\:"3‘7‘| l I‘ ‘:“: T |2:!-|8‘|23|9 I\\I |?9|7| . |33|8| — I\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 159
98 22.20 22.40 22.60 22.80
5000 m/z 57.05 39.92%
117 239
69
o 137 185 213 269 310 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #149005: 2,3,4-Trifluorobenzoic acid, 3-tetradecy! ester =TT T
159 22.20 22.40 22.60 22.80
m/z 267.15 38.42%
5000{ 43
69
‘ J 97 131 196
0 |"!mﬂhf'4' e U DR AL U LSRN U BN SR
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80

SOM-EPA-BM032219MA_M Fri Mar 29 16:14:00 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 unknown-06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
22 .53 5.15 ng/ul 753745 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 46
2 Octadecanoic acid, 2-(acetyloxy)... 442 C25H4606 055401-62-2 38
3 2-Cyclobuten-1-one, 3-(phenylami... 159 C10H9NO 038425-49-9 38
4 5-Amino-1-phenylpyrazole 159 C9HON3 000826-85-7 35
5 2,3,4-Trifluorobenzoic acid, 4-p... 386 C22H33F302 1000280-62-3 25
Abundance Scan 3323 (22.533 min): BM019545.D (-3320) (-) m/z 43.05 100.00%
43 159
5000 o8
69 267
26 297 22.20 22.40 22.60 22.80
- ,ﬂ I aww m/z 159.00 92.77%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
159
43
98
5000 UM SN SRR
69 239 22.20 22.40 22.60 22.80
m/z 98.05 36.39%
| /225 | | 185 213 | 260 310 355
0! wl‘\‘wlw‘\iw‘\l‘\\lm\l ‘l I:F:IIII\I wl ||||||||||”|||||||||
m/z--> 50 100 150 200 250 300 350 400
Abundance
43
159
22.20 22.40 22.60 22.80
5000 m/z 84.05 25.92%
73 98 267
o 119 218239 297 338 382
m/z--> 50 100 150 200 250 300 350 400
Abundance #29012: 2-Cyclobuten-1-one, 3-(phenylamino)-
159 22.20 22.40 22.60 22.80
m/z 57.10 25.60%
130
5000
39 o o3
. ‘.,‘.“.‘..‘,‘.‘..‘. e
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80

SOM-EPA-BM032219MA_M Fri Mar 29 16:14:01 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
23.89 2.53 ng/ul 370209 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
2 Heneicosane 296 C21H44 000629-94-7 89
3 Heneicosane 296 C21H44 000629-94-7 87
4 Nonacosane 408 C29H60 000630-03-5 87
5 Octadecane 254 C18H38 000593-45-3 87
Abundance Scan 3554 (23.891 min): BM019545.D (-3549) (-) m/z 57.05 100.00%
g7
85
5000
UL LU 9100009207 255 285 som 0 aon || 20007980 2400 230
O e B B e o e e R m/z 71.10 86 .43%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115581: Heptadecane, 2,6,10,15-tetramethyl-
57
~
5000 85 R AU AR AR
23.60 23.80 24.00 24.20
m/z 85.05 60.79%
0 M h | | Jlﬁ3‘141 183 211 239 267 296
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
o 23.60 23.80 24.00 24.20
5000 m/z 43.05 50.93%
29 113
o 141 169 197 225 253 296
m/z--> 50 100 150 200 250 300 350 400
Abundance #115569: Heneicosane T e
57 23.60 23.80 24.00 24.20
m/z 55.05 24 .13%
5000 85
29 113 141
R N Pt R T Y I o S0 S
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20

SOM-EPA-BM032219MA_M Fri Mar 29 16:14:02 2019 Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.

24 .61 2.98 ng/ul 436047 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetratriacontane 479 C34H70 014167-59-0 91
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptacosane 380 C27H56 000593-49-7 91
4 Triacontane 422 C30H62 000638-68-6 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3676 (24.609 min): BM019545.D (-3672) (-) m/z 57.10 100.00%

7

5000

—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—
24.20 24.40 24.60 24.80 25.00
m/z 71.10 86.80%

0 141 183207 539265 299325 355 402 461
mz-> 0 50 100 150 200 250 300 350 400 450

Abundance #167078: Tetratriacontane
57
5000 85
24.20 24.40 24.60 24.80 25.00
29 m/z 43.05 59.93%
o) k‘ H‘\‘ “1§9197225253281 311337 367 410435
e [ T T T T
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance
57
R R RN R EE R e
85 24.20 24.40 24.60 24.80 25.00
5000 m/z 85.10 55.84%
29 113
o 141 169 197 225 253 296
I L o o e o L AL B o o o o o o
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #151555: Heptacosane
57 24.20 24.40 24.60 24.80 25.00
m/z 55.10 22.22%
5000 85
P 113 141 169
0 3, 197 225 253 281 309337 380
I L o s o A LA B e o o o R EREE R R
m/z--> 0 50 100 150 200 250 300 350 400 450 24 20 24. 40 24 60 24. 80 25. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019545.D

Acq On : 28 Mar 2019 17:43

Operator : JU/SJ

Sample - K2084-18

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM032219MA_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]
Dodecanoic acid 14.67 4.8 ng/ul 378321 3 14.24 1588510 20.0
Octanethioic acid... 17.29 6.4 ng/ul 606351 4 17.00 1882410 20.0
unknown-01 17.34 13.6 ng/ul 1275260 4 17.00 1882410 20.0
7,9-Di-tert-butyl... 17.66 4.3 ng/ul 401767 4 17.00 1882410 20.0
unknown-02 18.66 3.8 ng/ul 359359 4 17.00 1882410 20.0
unknown-03 19.74 7.3 ng/ul 932935 5 21.21 2550900 20.0
unknown-04 19.79 15.9 ng/ul 2032620 5 21.21 2550900 20.0
Myristin, 2,3-dia... 20.72 3.9 ng/ul 495912 5 21.21 2550900 20.0
Hexadecanoic acid... 20.76 8.4 ng/ul 1069020 5 21.21 2550900 20.0
Hexadecanoic acid... 21.59 2.9 ng/ul 363944 5 21.21 2550900 20.0
unknown-05 21.62 5.7 ng/ul 725015 5 21.21 2550900 20.0
Octadecanoic acid... 22.50 2.6 ng/ul 384927 6 23.41 2925770 20.0
unknown-06 22.53 5.2 ng/ul 753745 6 23.41 2925770 20.0
(DEL) Alkane: Str... 23.89 2.5 ng/ul 370209 6 23.41 2925770 20.0
(DEL) Alkane: Str... 24.61 3.0 ng/ul 436047 6 23.41 2925770 20.0
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