LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 22 24 31 rvB2 15014 21202 0.52% 0.047%
2 3.728 124 126 134 rVB5 6019 8773 0.21% 0.020%
3 3.828 139 143 147 rBvV 9175 10454 0.25% 0.023%
4 6.775 638 644 656 rBV 74867 174469 4.24% 0.391%
5 6.940 666 672 688 rBY 236914 481637 11.70% 1.079%
6 7.116 696 702 716 rVB 302728 543152 13.20% 1.217%
7 7.581 774 781 791 rBVY 375077 643524 15.64% 1.441%
8 8.298 895 903 920 rBVY 222500 448791 10.90% 1.005%
9 8.428 923 925 932 rvB4 4276 7712 0.19% 0.017%
10 8.687 962 969 974 rBvV 36067 62241 1.51% 0.139%

11 8.751 974 980 992 rvVv 337055 606755 14.74% 1.359%
12 9.463 1096 1101 1121 rBV 281146 536577 13.04% 1.202%
13 9.998 1186 1192 1215 rBV 288515 757415 18.40% 1.696%
14 10.363 1242 1254 1265 rBV 571954 970034 23.57% 2.173%

15 10.945 1347 1353 1354 rBV 3253 4760 0.12% 0.011%
16 11.698 1474 1481 1492 rBV 32557 73934 1.80% 0.166%
17 11.986 1524 1530 1535 rBV 4084 7522 0.18% 0.017%
18 12.539 1620 1624 1627 rBvV4 6253 10293 0.25% 0.023%

19 13.198 1730 1736 1755 rBv4 39769 118151 2.87% 0.265%
20 13.663 1809 1815 1829 rBV 901844 1276414 31.01% 2.859%

21 13.933 1853 1861 1876 rBV 1097677 1556654 37.82% 3.487%
22 14.245 1907 1914 1926 rVB2 891681 1366269 33.20% 3.060%

23 14.533 1957 1963 1966 rBvV4 13560 27742 0.67% 0.062%
24 14.674 1981 1987 1995 rBV 220020 329036 7.99% 0.737%
25 14.927 2023 2030 2036 rBV 17167 29429 0.72% 0.066%
26 15.004 2040 2043 2050 rvv2 9224 15391 0.37% 0.034%
27 15.069 2050 2054 2059 rVB4 6029 9720 0.24% 0.022%

28 15.245 2077 2084 2098 rBV 1354787 2027369 49.26% 4.541%
29 15.392 2103 2109 2122 rVV 349427 576956 14.02% 1.292%

30 15.486 2122 2125 2133 rVB2 16582 22348 0.54% 0.050%
31 15.627 2144 2149 2155 rBV3 5018 8336 0.20% 0.019%
32 15.827 2179 2183 2187 rBvV4 4252 6814 0.17% 0.015%
33 15.880 2187 2192 2200 rVB3 8265 13740 0.33% 0.031%
34 16.033 2213 2218 2222 rBV2 4555 4864 0.12% 0.011%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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

35 16.416 2278 2283 2293 rBV3 10343 20226 0.49% 0.045%
36 16.786 2344 2346 2351 rBV2 2421 4410 0.11% 0.010%
37 16.915 2364 2368 2372 rBvV4 5512 6834 0.17% 0.015%

38 16.998 2376 2382 2393 rBV2 1208961 1716331 41.70% 3.844%
39 17.098 2393 2399 2416 rVV 1560211 2270219 55.16% 5.085%
40 17.286 2426 2431 2435 rBVY 448423 513592 12.48% 1.150%

41 17.339 2435 2440 2449 rVB 926493 1108403 26.93% 2.483%

42 17.610 2482 2486 2490 rVB2 16649 18599 0.45% 0.042%
43 17.662 2490 2495 2500 rBV 285888 342381 8.32% 0.767%
44 17.898 2531 2535 2545 rBV3 18964 35547 0.86% 0.080%
45 17.986 2545 2550 2554 rVB6 5846 10699 0.26% 0.024%
46 18.145 2574 2577 2585 rVB3 5692 8788 0.21% 0.020%
47 18.245 2589 2594 2600 rBV6 8037 13293 0.32% 0.030%

48 18.609 2651 2656 2660 rBVY 201867 231768 5.63% 0.519%
49 18.657 2660 2664 2672 rVB 409329 501009 12.17% 1.122%

50 18.762 2679 2682 2684 rBV3 6696 6079 0.15% 0.014%
51 19.045 2726 2730 2734 rVB 13375 17496 0.43% 0.039%
52 19.186 2750 2754 2762 rBV4 31045 52806 1.28% 0.118%
53 19.298 2769 2773 2777 rBV 11788 13913 0.34% 0.031%
54 19.409 2786 2792 2798 rBV 2116481 2887515 70.16% 6.467%
55 19.468 2799 2802 2809 rVB 56530 87515 2.13% 0.196%

56 19.745 2844 2849 2852 rBV 1467119 1560435 37.91% 3.495%
57 19.786 2852 2856 2861 rVB 3201499 3369305 81.87% 7.547%
58 20.480 2972 2974 2977 rBV3 22630 21257 0.52% 0.048%
59 20.509 2977 2979 2983 rVB5 17127 17985 0.44% 0.040%
60 20.721 3011 3015 3018 rBV 776284 834770 20.28% 1.870%

61 20.756 3018 3021 3031 rVB 1676136 1770117 43.01% 3.965%
62 21.209 3093 3098 3108 rBV 1831348 2430450 59.05% 5.444%
63 21.345 3118 3121 3124 rBV2 60426 60106 1.46% 0.135%
64 21.380 3125 3127 3130 rVB3 36093 31932 0.78% 0.072%
65 21.592 3159 3163 3165 rBvV 510739 526932 12.80% 1.180%

66 21.621 3165 3168 3175 rVB 1105972 1124032 27.31% 2.518%
67 21.709 3181 3183 3187 rVB4 40307 40897 0.99% 0.092%
68 21.774 3191 3194 3198 rVVv2 47714 54405 1.32% 0.122%
69 22.192 3261 3265 3268 rBV2 203055 259795 6.31% 0.582%
70 22.221 3268 3270 3276 rVV2 99660 144059 3.50% 0.323%

71 22.280 3278 3280 3284 rVB4 69556 76959 1.87% 0.172%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 - 0 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 22.497 3313 3317 3320 rBV 435982 574556 13.96% 1.287%
73 22.533 3320 3323 3331 rVB 907476 1163374 28.27% 2.606%
74 22.715 3351 3354 3359 rVB 143866 187131 4 _55% 0.419%
75 23.274 3442 3449 3462 rBV2 2237770 4115616 100.00% 9.218%

76 23.415 3466 3473 3489 rVB 1529712 2948541 71.64% 6.604%
77 23.891 3550 3554 3562 rVB 174146 298063 7.24% 0.668%
78 24.615 3673 3677 3686 rVB 205289 410609 9.98% 0.920%

Sum of corrected areas: 44647227
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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
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1500000

1000000

500000
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10.36
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313 3333 6.7 |\8.438.49 | fL 10.95 1.7
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Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50
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17.10 19[74
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5.39 17.p9 18.66
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Time-->
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2000000

1500000
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21.21
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 10
R.T. EstConc Area Relative to ISTD R.T.
14 .67 4.82 ng/ul 329036 Acenaphthene-d10 14.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecanoic acid 200 C12H2402 000143-07-7 93
2 Dodecanoic acid 200 C12H2402 000143-07-7 91
3 Undecanoic acid 186 C11H2202 000112-37-8 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 83
5 Dodecanoic acid 200 C12H2402 000143-07-7 81
Abundance Scan 1986 (14.669 min): BM019543.D (-1981) (-) m/z 73.00 100.00%
7B
60
5000 41
85 129 157 P R
|| || g7 115 | 143 | 171 200 14.40 14.60 14.80 15.00
o dalltlll LSS L T A9 Tm/z 60.00 73.88%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #56047: Dodecanoic acid
60 78
43
5000 14.40 14.60 14.80 15.00
29 129
‘ ‘ 101 ‘ 157 200 m/z 55.10 42.76%
143 171
0..:.L8|.‘l..‘l‘.‘..“l“.‘l“.‘ M H\‘ ‘l.lu.‘..‘W....‘luu‘..:ll-8.3...|‘....
m/z--> 20 40 60 oo 120 140 160 180 200
Abundance
60 73
43 BRI BRI BN BN BN
14.40 14.60 14.80 15.00
5000 m/z 41.05 42 .60%
29 85 129
157 200
101 115
. 143 171 1o
m/z--> 25 Jo eb éo 160 150 150 1éo 1éo 260
Abundance #46615: Undecanoic acid o A R A N e aRs
60 7 Mmmmmmmm
m/z 43.10 40.15%
5000 43
29 129 143
115 186
0 ..??.H “.4‘ ‘ M\ il ,,tllmy .J..}?T}??.,.M..,....
m/z--> 20 40 60 120 140 160 180 200 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 : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 unknown-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.29 5.98 ng/ul 513592 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
11,3,5-Triazin-2(1H)-one, 4,6-dia... 127 C3H5N50 000645-92-1 43
2 6-Azathymine 127 C4H5N302 000932-53-6 43
3 Isopropylphosphonic acid, fluoro... 266 C13H28F02P 333416-36-7 38
4 3,5-Heptanedione, 2,2,6,6-tetram... 184 C11H2002 001118-71-4 38
5 Hexanoic acid, 2-ethyl-, anhydride 270 C16H3003 036765-89-6 38
Abundance Scan 2432 (17.292 min): BM019543.D (-2426) (-) m/z 127.10 100.00%
127
43
57
5000
o4 o6 T 60 70 17140 1760
229 : : : :
I ' v Y e ..,....||,..?.7,7...1.??.2.1.4.... Bl Tm/z 43.10  66.90%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #11290: 1,3,5-Triazin-2(1H)-one, 4,6-diamino-
127
43
5000 LRI IS B UL B
17.00 17.20 17.40 17.60
m/z 57.10 56 .53%
2 | 69 8F m
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
56 127
17.00 17.20 17.40 17.60
5000 m/z 159.00 21.60%
27
42
oLz 70 8 o9
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #97698: Isopropylphosphonic acid, fluoroanhydryde-, decyl ...
127 17.00 17.20 17.40 17.60
m/z 158.00 17.25%
5000
43
o ‘w , 69 8 111 | 153167181195 213 267
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240 260 280 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 : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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-02 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.34 12.92 ng/ul 1108400 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propylphosphonic acid, fluoroanh... 238 C11H24F02P 333416-20-9 37
2 Phosphonofluoridic acid, propyl-... 252 C12H26F02P 333416-21-0 37
3 Triazene, 1,3-bis(4-methoxyfuraz... 283 C9H13N704 349564-78-9 35
4 6-Azathymine 127 C4H5N302 000932-53-6 32
5 1-l1sopropylbutyl propylphosphono... 224 C10H22FO02P 1000298-40-7 32
Abundance Scan 2440 (17.339 min): BM019543.D (-2435) (-) m/z 43.00 100.00%
43 127
5000 57 }\A
159
mo | s 1766 1750 17140 1750
187 229
Y O ¢ N . ..,.'...|,.1.?.2, S20218 707243 | m/z 127.10 85.30%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #80680: Propylphosphonic acid, fluoroanhydride, octyl ester
5000 L DU R B UM
41 17.00 17.20 17.40 17.60
55 m/z 57.10 38.52%
o ‘ | 69 83 \ 11| 153167181195 239
m/z--> 40 60 éo 100 150 140 160 180 200 220 240 260 280
Abundance
127
17.00 17.20 17.40 '1'7'6'0' ]
5000 m/z 158.95 26 .60%
41
o 69 g3 ""111 153167181195 253
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #108229: Triazene, 1,3-bis(4-methoxyfurazan-3-yl)-3-propyl- . . . R B e S
127 17.00 17.20 17.40 17.60

m/z 158.00 18.17%

5000
54 69
0 49 ‘ ‘ 83 99113 | 148 171 210 230 247 283
e T e T A RARREE R

m/z--> 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 : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 12
R.T. EstConc Area Relative to ISTD R.T.
17.66 3.99 ng/ul 342381 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 7,9-Di-tert-butyl-1-oxaspiro(4,5... 276 C17H2403 082304-66-3 89
4 Ethanone, 1-(5,6,7,8-tetrahydro-... 220 C14H2002 071596-88-8 64
5 2,5-di-tert-Butyl-1,4-benzoquinone 220 C14H2002 002460-77-7 44

Abundance Scan 2495 (17.662 min): BM019543.D (-2490) (-) m/z 205.10 100.00%

57 205

5000

17.40 17.60 17.80 18.00

0! m/z 57.10 95.47%
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 LIS L L L LB L B
175 17.40 17.60 17.80 18.00
9 189 m/z 217.10 61.10%
77 109 135 ‘ ‘ 261
0 "'|"‘M‘ \‘\ Hm ‘\\m U‘\\J‘\%ZHH\ \ M \H\ h H H - 276
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
57
I e
205 17.40 17.60 17.80 18.00
5000 m/z 175.10 59.24%
177 220
91
77 77 109 13540161 | 101 o33 261
O e Al e i i e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #104141: 7,9-Di-tert-butyl-1-oxaspiro(4,5)deca-6,9-diene-2... R E e A
57 17.40 17.60 17.80 18.00
m/z 55.10 55.75%
41
5000
205
1 109 1754g 220
135148161
I ™ T B
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 : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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-03 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
18.61 2.70 ng/ul 231768 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2,4,6-TRIBROMOPHENYL DECANOATE 482 C16H21Br302 1000233-09-1 38
2 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 25
3 2,3,4-Trimethylpentan-2-ol decan... 284 C18H3602 1000130-74-2 25
4 6-Amino-1,3-dimethyluracil 155 C6HON302 006642-31-5 25
5 Threo-9,10-dihydroxyoctadecanoic... 316 C18H3604 002391-05-1 17
Abundance Scan 2656 (18.609 min): BM019543.D (-2651) (-) m/z 43.00 100.00%
1585
5000 AAL
71
i 1850 1940 T8 60 15160 1900
257 : : : : :
o o A S i m/z 155.10 98.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #167292: 2,4,6-TRIBROMOPHENYL DECANOATE
155
5000 UL B SR UL B
43 7 18/20 1840 18.60 18.80 19.00
m/z 159.00 38.88%
oL18, | AJ 198105 | 107222250277301 330 372 405 484
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance
43
1820 18.40 1860 18.80 19.00
5000 159 m/z 71.10 33.61%
98
73
o 125 | 185213 295
m/z--> 50 100 150 200 250 300 350 400 450 '
Abundance #108880: 2,3,4-Trimethylpentan-2-ol decanoate T ERmas LR EaE
155 18.20 18.40 18.60 18.80 19.00
57 m/z 57.10 26.10%
5000 112
o ‘éfi | 184 213 241 269
m/z--> 50 100 1%0 260 250 300 350 400 450 ' 18:20 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 : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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-04 Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.66 5.84 ng/ul 501009 Phenanthrene-d10 17.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Decanoic anhydride 326 C20H3803 002082-76-0 47
2 Decanoic acid, 2-hydroxy-1-(hydr... 246 C13H2604 003376-48-5 32
3 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 20
4 2,3,4-Trimethylpentan-2-ol decan... 284 C18H3602 1000130-74-2 12
5 Vinyl decanoate 198 C12H2202 004704-31-8 12
Abundance Scan 2665 (18.662 min): BM019543.D (-2660) (-) m/z 43.00 100.00%
43
155
5000
P T80 1560 1980 1500
77 227 : : . .
olrrr bbb 135 199 = m/z 155.05 73.86%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #130851: Decanoic anhydride
155
5000 LI BN BN SUULN SRR
18140 18.60 18.80 19.00
m/z 159.00 40.66%
o il ‘ “JL L129 172 199 224242 282 3%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 155
1840 1860 18.80 19.00
5000 71 m/z 158.00 24 .92%
2f 98 134 173
116 215
0 246
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 R n
43 18.40 18.60 18.80 19.00
m/z 98.00 24 _.09%
5000 159
117
o 2?\\ ‘ i ni m\ pp A a3 2%
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

SOM-EPA-BM032219MA_M Fri Mar 29 16:08:37 2019 Page: 10



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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-05 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.74 12.84 ng/ul 1560440 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Lauric anhydride 382 C24H4603 000645-66-9 43
2 Dodecanoic acid, ethenyl ester 226 C14H2602 002146-71-6 27
3 Phen-1,2-diol, 4-fluoro-5-aminoa... 213 C10H12FNO3 1000130-37-2 27
4 4-Hydroxy-3-nitrobenzoic acid 183 C7H5NO5 000616-82-0 27
5 1-[(4-Chlorophenyl)sulfonyl]acet... 247 C9H10CINO3S 1000266-17-1 27
Abundance Scan 2848 (19.739 min): BM019543.D (-2844) (-) m/z 43.05 100.00%
43
183
5000 159
98
\ 1 116 | 040 19.60 19.80 90.00
19.40 19.60 19.80 20.00
ol -.| A, 138 | | 207227 255 285 855 | 75 183 20  62.17%
m/z--> 50 100 150 200 250 300 350
Abundance #151997: Lauric anhydride
183
5000 AUVSUNALLUVAEES
19.40 19.60 19.80 20.00
73 98 m/z 159.00 46.04%
o JH\W “‘1%9HH1?7 | 21219 242 270
m/z--> 150 200 250 300 350
Abundance
57 183
19.40 19.60 19.80 20.00
5000 m/z 57.10 37.96%
85
29 109
0 140 165
m/z--> 50 100 150 200 250 300 350
Abundance #64845: Phen-1,2-diol, 4-fluoro-5-aminoacetyl-, dimethyl ethe e
183 19.40 19.60 19.80 20.00
m/z 98.10 34.42%
5000
213
o 43 69 97 195140 (g5
m/z--> 50 100 150 200 250 300 350 19.40 19,60 19.80 20.00

SOM-EPA-BM032219MA_M Fri Mar 29 16:08:38 2019 Page: 11



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 8 unknown-06 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.79 27.73 ng/ul 3369310 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 35
2 Dodecanoyl chloride 218 C12H23CI0 000112-16-3 25
3 4-Nitrophenyl laurate 321 C18H27N04 001956-11-2 10
4 Lauric anhydride 382 C24H4603 000645-66-9 10
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 10
Abundance Scan 2857 (19.792 min): BM019543.D (-2852) (-) m/z 43.00 100.00%
43
159 183
5000
98
297 255 19.40 19.60 19.80 20.00 20.20
ol .| Jl -1|l J' ll A5 | i) 207t 20 285 3% Tz 183.10  64.10%
m/z--> 50 100 150 200 250 300 350
Abundance #102866: Dodecanoic acid, 2-hydroxy-1-(hydroxymethyl)ethyl...
43 183
74
98
5000 134 NN LR SR N
201 19.40 19.60 19.80 20.00 20.20
116 243 m/z 159.00  60.28%
ok LA Ll L] 255 ) \\ 29 | a4
m/z--> 50 100 150 200 250 300 350
Abundance
43 98
19.40 19.60 19.80 20.00 20.20
5000 m/z 98.05 32.39%
69 183
26 116 8 164
O T T T S S
m/z--> 50 100 150 200 250 300 350
Abundance #128440: 4—Nitropheny| laurate LIS AL B B L B
183 19.40 19.60 19.80 20.00 20.20
m/z 158.00 26 .35%
5000 >7
L2 m\ WP a0ses | s m
m/z--> 50 100 150 200 250 300 350 19.40 19.60 19.80 20.00 20.20

SOM-EPA-BM032219MA_M Fri Mar 29 16:08:39 2019 Page: 12



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title :

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

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 9 Myristin, 2,3-diaceto-1- Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
20.72 6.87 ng/ul 834770 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 62
4 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 32
5 1-Dodecanamine, N-methyl-N-nitroso- 228 C13H28N20 055090-44-3 14

Abundance Scan 3015 (20.721 min): BM019543.D (-3011) (-) m/z 43.00 100.00%
43
159 211
5000
| “ 1{}7135 7| o wm e s | FE R
byl il 22 23 818 3 m/z 159.00 64.08%
m/z--> 150 200 250 300 350
Abundance #153011. Myristin, 2,3-diaceto-1-
43
5000 159 211 AR AU SRR
08 20,40 20.60 20.80 21.00
m/z 211.20 58.19%
L e
ok “. ‘-“|“-‘ MM\ .“H.‘Hl \I\‘\\‘IJ;35|| - - szl'zl i |2|83| 3|13| — 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 42 _.91%
98
1 117
0L26 140 | 177 242 283 313
m/z--> 50 100 150 200 250 300 350
Abundance #159148: Hexadecanoic acid, 2,3—bis(acety|0xy)pr0py| ester LI L L L I
43 159 20.40 20.60 20.80 21.00
m/z 57.05 36.57%
98
5000 117 239
69
o2 TS " 213 | 260 310 355
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00

SOM-EPA-BM032219MA_M Fri Mar 29 16:08:40 2019

Page: 13



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

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

C:\DATABASENNISTO2.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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

Peak Number 10 Myristin, 1,3-diaceto-2- Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
20.76 14 .57 ng/ul 1770120 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 87
2 Myristin, 1,3-diaceto-2- 386 C21H3806 014290-23-4 87
3 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 70
4 Myristin, 2,3-diaceto-1- 386 C21H3806 014473-55-3 58
5 Eicosanoic acid, 2-(acetyloxy)-1... 470 C27H5006 055429-68-0 40

Abundance Scan 3022 (20.762 min): BM019543.D (-3018) (-) m/z 43.05 100.00%
43
159
211
5000 o8
- 117 I Al
77 283 20.40 20.60 20.80 21.00
ol ,M. oy 1...1.1..1.3\‘.31' ‘ Bl b2 28 %26 sss ot eg 00 74210
m/z--> 50 100 150 200 250 300 350
Abundance #153009: Myristin, 2,3-diaceto-1-
43
5000 R AL BN
159 20,40 20.60 20.80 21.00
211 m/z 211.20 48 .59%
‘ 6o 20117 177 ‘
ol b e | AT 228 284 313
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 36.20%
98
1 117
0L26 140 | 177 242 283 313
m/z--> 50 100 150 200 250 300 350
Abundance #159148: Hexadecanoic acid, 2,3—bis(acety|0xy)pr0py| ester LI L L I B B B
43 159 20.40 20.60 20.80 21.00
m/z 158.00 28.46%
98
5000 117 239
69
o2 TS " 213 | 260 310 355 .
m/z--> 50 100 150 200 250 300 350 2040 20.60 20.80 21.00

SOM-EPA-BM032219MA_M Fri Mar 29 16:08:41 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 Hexadecanoic acid, 2-(acety... Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.59 4._.34 ng/ul 526932 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 2-(acetyloxy)... 414 C23H4206 055268-69-4 91
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 87
3 Hexadecanoic acid, 2-hydroxy-1-(... 330 C19H3804 023470-00-0 30
4 3H-Indole, 2,3,3-trimethyl- 159 C11H13N 001640-39-7 27
5 8-Quinolinol, 7-methyl- 159 C10H9NO 005541-68-4 27
Abundance Scan 3163 (21.592 min): BM019543.D (-3159) (-) m/z 43.05 100.00%
43 159
5000
[71
21.20 21.40 21.60 21.80 22.00
311
- ,‘: 283 34 401429 | 77 159.00  84.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159150: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43
5000 LN AU BRI I
21.20 21.40 21.60 21.80 22.00
159 m/z 239.20 54 _77%
‘ 71 ‘ 239
ol bz | s | a0
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 159
98 21:20 21.40 21.60 21.80 22.00
5000 m/z 98.10 49.79%
239
69
o 126 185 213 269 310 355
m/z--> 50 100 150 200 250 300 350 400
Abundance #132706: Hexadecanoic acid, 2-hydroxy-1-(hydroxymethyl)eth... REmas a e e ARR R
43 21.20 21.40 21.60 21.80 22.00
4 %8 m/z 57.05 38.06%
5000
‘ } 134 20
oL |M M lJ,,L\.,I,lG,S,, 23 | 20 a0
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 16:08:42 2019 Page: 15



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 Hexadecanoic acid, 2,3-bis(... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.62 9.25 ng/ul 1124030 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 Eicosanoic acid, 2,3-bis(acetylo... 470 C27H5006 055429-67-9 47
3 Hexadecanoic acid, 2-(acetyloxy)... 414 C23H4206 055268-69-4 38
4 Pyridine, 1,2,3,6-tetrahydro-4-p... 159 C11H13N 010338-69-9 35
5 2,6-Difluorobenzoic acid, octade... 410 C25H40F202 1000292-39-7 27
Abundance Scan 3168 (21.621 min): BM019543.D (-3165) (-) m/z 43.00 100.00%
43
159
5000
98 239
R o A
21.40 21.60 21.80 22.00
26
ol “ u” 185213, | 260 311 384 401 m/z 159.00 77.95%
m/z--> 100 150 200 250 300 350 400
Abundance #159148. Hexadecanoic acid, 2,3-bis(acetyloxy)propyl ester
159
43
98
5000 LR UL B SULBILE IR
69 239 21.40 21.60 21.80 22.00
m/z 98.10 35.34%
o H \\‘m ol | ‘;85 213 | 269 310 355
m/z--> 50 150 200 250 300 350 400
Abundance
43
" 21.40 21.60 21.80 22,00
5000 159 m/z 239.20 29.18%
98
73
o 125 185 213 295
m/z--> 50 100 150 200 250 300 350 400
Abundance #159150: Hexadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me... A Raaas mamea e
43 21.40 21.60 21.80 22.00
m/z 84.05 26 .04%
5000
159
w71 98 ‘ 239
ol by by | e | om0
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 16:08:43 2019 Page: 16



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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-07 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
22.19 2.14 ng/ul 259795 Chrysene-di12 21.21
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3,5-Heptanedione, 2,2,6,6-tetram... 184 C11H2002 001118-71-4 38
2 3,5-Heptanedione, 2,2,6,6-tetram... 184 C11H2002 001118-71-4 30
3 Caprylic anhydride 270 C16H3003 000623-66-5 27
4 Propylphosphonic acid, fluoroanh... 224 C10H22FO02P 333416-19-6 27
5 4-Amino-2,6-dihydroxypyrimidine 127 C4H5N302 000873-83-6 27
Abundance Scan 3265 (22.192 min): BM019543.D (-3261) (-) m/z 127.10 100.00%
5 127
183
5000
98 | 158 - SN AV | N
21.80 22.00 22.20 22.40 22.60
ol 3 AR B wm/z 57.05  79.27%
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #45254: 3,5-Heptanedione, 2,2,6,6-tetramethy!-
127
43
5000
21.80 22.00 22.20 22.40 22.60
81 m/z 183.10 70.16%
‘ 184
0}§¢M«LWWM'"P'J'P"'I”"I”"I”"I'”'I'”'I
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance
127
4 21:80 22.00 22.20 22.40 22.60
5000 m/z 43.00 61.59%
81
0 }§"|' "'I""%Sﬁ}??l""l' LRI UL SR UL L
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #100574: Caprylic anhydride
127 21.80 22.00 22.20 22.40 22.60
57 m/z 243.10 40.63%
5000
27 98
o w . ﬁJLl\w 155 191 234
mz-> 0 50 100 150 200 250 300 350 400 450 ' 21.80 22.00 22.20 22.40 22.60

SOM-EPA-BM032219MA_M Fri Mar 29 16:08:43 2019 Page: 17



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 Octadecanoic acid, 2-(acety... Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
22.50 3.90 ng/ul 574556 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Octadecanoic acid, 2-(acetyloxy)... 442 C25H4606 055401-62-2 90
2 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 64
3 2,3,4-Trifluorobenzoic acid, 4-p... 386 C22H33F302 1000280-62-3 32
4 2,6-Difluorobenzoic acid, octade... 410 C25H40F202 1000292-39-7 27
5 2-Dodecylcyclohexanone 266 C18H340 015674-95-0 25

Abundance Scan 3317 (22.497 min): BM019543.D (-3313) (-) m/z 43.00 100.00%
43 159
5000 %
267
[71
‘ JI l 26 101 227 33 380 22.20 22.40 22.60 22.80
oLy .1,-J.ml.u. o BE e 298 R SR 42 "m/z 159.00  90.85%
m/z--> 50 100 150 200 250 300 350 400
Abundance #163429: Octadecanoic acid, 2-(acetyloxy)-1-[(acetyloxy)me...
43
159
5000 LI B L L L L L L L L L LB
73 98 267 22.20 22.40 22.60 22.80
m/z 98.05 52.36%
i | o
ol bl s ()1 AB2s0 | oo 338 TT
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 57.10 40.84%
239
69
o 126 185 213 269 310 355
R e e B A A B Ee
m/z--> 50 100 150 200 250 300 350 400
Abundance #153046: 2,3,4-Trifluorobenzoic acid, 4-pentadecy! ester
159 22.20 22.40 22.60 22.80
m/z 267.15 37 .29%
5000{ 43
210
T3 e |
ol bl e e 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 16:08:44 2019

Page: 18



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 unknown-08 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.53 7.89 ng/ul 1163370 Perylene-d12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecanoic acid, 2,3-bis(acety... 414 C23H4206 055268-70-7 62
2 Octadecanoic acid, 2-(acetyloxy)... 442 C25H4606 055401-62-2 47
3 2,3,4-Trifluorobenzoic acid, 6-e... 316 C17H23F302 1000282-58-3 35
4 Pyridine, 1,2,3,6-tetrahydro-4-p... 159 C11H13N 010338-69-9 35
5 2,3,4-Trifluorobenzoic acid, 4-h... 400 C23H35F302 1000283-00-8 27
Abundance Scan 3323 (22.533 min): BM019543.D (-3320) (-) m/z 43.00 100.00%
43 159
5000 o8
69 267
26 297 22.20 22.40 22.60 22.80
ol ,” '|.L 85207 207 339 382 416 77 159.00  88.74%
m/z--> 50 100 150 200 250 300 350 400
Abundance #159148: Hexadecanoic acid, 2,3-bis(acetyloxy)propy! ester
43 159
98
5000 NSNS SNBSS
69 239 22.20 22.40 22.60 22.80
m/z 98.10 36.80%
o 1,126 | l1s5 213 | 269 310 385
m/z--> 50 160 1éo 260 250 360 3éo 460
Abundance
43
159
22.20 22.40 22.60 22.80
5000 m/z 57.10 26.11%
73 98 267
o 119 218239 297 338 382
m/z--> 55 160 1éo 260 250 360 3%0 460
Abundance #125980: 2,3,4-Trifluorobenzoic acid, 6-ethyl-3-octyl ester
159 22.20 22.40 22.60 22.80
m/z 117.00 23.97%
5000 84
55
- 111459
Ou‘J-‘-|I--‘-H-'|-J‘--‘l| -":!-8-7?0-7--2-4?----|----|----|-- L L B B
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 16 (DEL) Alkane: Straight-Chai... Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
23.89 2.02 ng/ul 298063 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane, 11-(1-ethylpropyl)- 366 C26H54 055282-11-6 91
2 Heptadecane 240 C17H36 000629-78-7 91
3 Nonacosane 408 C29H60 000630-03-5 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 2-Thiopheneacetic acid, 4-tetrad... 338 C20H3402S 1000280-67-0 86
Abundance Scan 3554 (23.891 min): BM019543.D (-3550) (-) m/z 57.10 100.00%
7
85
5000
—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—v—v—v—
113 23.60 23.80 24.00 24.20
141169 197221
Ol A A A b AT 207295 341369 415 4TS Tmsz 71.10 99.41%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #147105: Heneicosane, 11-(1-ethylpropyl)-
43
71
5000 R AR PR
23.60 23.80 24.00 24.20
m/z 85.10 62.74%
o 11l M ‘12‘7‘155 183 225253 295 337
m/z--> 0 50 150 200 250 360 350 400 450
Abundance
57
85 23.60 23.80 24.00 24.20
5000 m/z 43.05 56.15%
29
. 113 141 169 197 240
mz-> 0 50 100 150 200 250 300 350 400 450
Abundance #158131: Nonacosane S BB Ba i St aeres
23.60 23.80 24.00 24.20
m/z 55.05 23.96%
| 113 141169 197 225 253 281 300 337 365 408
m/z--> 0 50 100 150 200 250 300 350 400 450 23160 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 17 (DEL) Alkane: Straight-Chai... Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
24.62 2.79 ng/ul 410609 Perylene-di12 23.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Nonadecane 268 C19H40 000629-92-5 93
3 Heneicosane 296 C21H44 000629-94-7 92
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 3678 (24.621 min): BM019543.D (-3673) (-) m/z 57.10 100.00%
57
85
5000
113 155183,,0 299 24.40 24.60 24.80 25.00
ol bbb an [R5, 2T T 88 S 415 n/z 71.10 89.95%
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #107652: Eicosane
57
85 24.40 24.60 24.80 25.00
29 m/z 43.05 58.08%
o L 13141160 282
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance
57
o 2440 24.60 24.80 25.00
5000 m/z 85.10 57 .35%
29
o 113 141 169 197 268
m/z-> 0 50 100 150 200 250 300 350 400 450
Abundance #115570: Heneicosane
24.40 24.60 24.80 25.00
m/z 55.05 26 .56%
- /\/‘J\\/L
‘ 141 169 197 225 253 296
m/z-> 0 50 100 150 200 250 300 350 400 450 24.40 24.60 24.80 25.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM032819\
Data File : BM019543.D

Acq On : 28 Mar 2019 16:30

Operator : JU/SJ

Sample - K2084-17

Misc :

ALS Vial : 7 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 329036 3 14.24 1366270 20.0
unknown-01 17.29 6.0 ng/ul 513592 4 17.00 1716330 20.0
unknown-02 17.34 12.9 ng/ul 1108400 4 17.00 1716330 20.0
7,9-Di-tert-butyl... 17.66 4.0 ng/ul 342381 4 17.00 1716330 20.0
unknown-03 18.61 2.7 ng/ul 231768 4 17.00 1716330 20.0
unknown-04 18.66 5.8 ng/ul 501009 4 17.00 1716330 20.0
unknown-05 19.74 12.8 ng/ul 1560440 5 21.21 2430450 20.0
unknown-06 19.79 27.7 ng/ul 3369310 5 21.21 2430450 20.0
Myristin, 2,3-dia... 20.72 6.9 ng/ul 834770 5 21.21 2430450 20.0
Myristin, 1,3-dia... 20.76 14.6 ng/ul 1770120 5 21.21 2430450 20.0
Hexadecanoic acid... 21.59 4.3 ng/ul 526932 5 21.21 2430450 20.0
Hexadecanoic acid... 21.62 9.3 ng/ul 1124030 5 21.21 2430450 20.0
unknown-07 22.19 2.1 ng/ul 259795 5 21.21 2430450 20.0
Octadecanoic acid... 22.50 3.9 ng/ul 574556 6 23.42 2948540 20.0
unknown-08 22.53 7.9 ng/ul 1163370 6 23.42 2948540 20.0
(DEL) Alkane: Str... 23.89 2.0 ng/ul 298063 6 23.42 2948540 20.0
(DEL) Alkane: Str... 24.62 2.8 ng/ul 410609 6 23.42 2948540 20.0
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