LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator : JU

Sample - K4932-11

Misc :

ALS Vial : 24 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-BM092719MA_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 3.163 27 30 39 rvB 47733 69813 1.13% 0.089%
2 3.275 45 49 50 rBV 95968 109475 1.78% 0.140%
3 3.304 50 54 68 rvv 2520604 3056663 49.65% 3.912%
4 3.410 69 72 89 rvB2 24804 57722 0.94% 0.074%
5 3.675 113 117 122 rVB 35792 47795 0.78% 0.061%
6 3.734 122 127 132 rBV 259019 329609 5.35% 0.422%
7 3.916 151 158 166 rVV5 41874 92929 1.51% 0.119%
8 3.987 166 170 183 rVB2 81524 175083 2.84% 0.224%
9 4.151 193 198 205 rVB 43969 64908 1.05% 0.083%
10 4.269 213 218 225 rBVY 585850 744004 12.08% 0.952%

11 4.340 225 230 241 rVB 68711 108061 1.76% 0.138%
12 4.446 243 248 256 rBV 794446 1028077 16.70% 1.316%

13 4.516 256 260 269 rVB 38798 58755 0.95% 0.075%
14 4.898 317 325 336 rBV 970810 1309486 21.27% 1.676%
15 4.987 336 340 350 rvB2 16554 31731 0.52% 0.041%
16 5.322 391 397 403 rVB3 17905 30659 0.50% 0.039%
17 5.398 405 410 415 rVvVv 36352 50755 0.82% 0.065%
18 5.451 415 419 429 rVB 41269 83012 1.35% 0.106%
19 5.763 467 472 478 rBY 133007 184202 2.99% 0.236%
20 5.822 478 482 489 rVB 37674 60823 0.99% 0.078%
21 6.804 641 649 660 rBv4 22111 60112 0.98% 0.077%
22 6.898 660 665 669 rvv 24704 37663 0.61% 0.048%
23 6.969 669 677 685 rvVv 325832 599306 9.73% 0.767%
24 7.028 685 687 693 rvVB 25218 35104 0.57% 0.045%

25 7.134 698 705 713 rBV 791015 1247585 20.26% 1.597%

26 7.198 713 716 722 rVV 23422 36433 0.59% 0.047%
27 7.334 732 739 749 rBV 957505 1492836 24.25% 1.910%
28 7.451 754 759 765 rVB 68376 107952 1.75% 0.138%
29 7.798 812 818 826 rBV 1096472 1777980 28.88% 2.275%
30 7.869 826 830 835 rvv 74305 115859 1.88% 0.148%

31 7.916 835 838 844 rVvB 33350 52161 0.85% 0.067%
32 8.157 874 879 888 rvB2 31448 70219 1.14% 0.090%
33 8.504 932 938 946 rBV 862472 1347251 21.88% 1.724%
34 8.622 952 958 967 rVB 43023 89622 1.46% 0.115%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator : JU

Sample - K4932-11

Misc :

ALS Vial : 24 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-BM092719MA .M
SVOA CALIBRATION

35 8.951 1008 1014 1027 rVV 1008448 1696751 27.56% 2.171%

36 9.081 1031 1036 1041 rBV 37436 57583 0.94% 0.074%
37 9.404 1079 1091 1092 rBV 19927 33457 0.54% 0.043%
38 9.428 1092 1095 1100 rvv 45286 67312 1.09% 0.086%

39 9.486 1100 1105 1113 rVB 76468 120527 1.96% 0.154%
40 9.675 1129 1137 1144 rBV 892559 1439241 23.38% 1.842%

41 9.798 1151 1158 1162 rVV6 10576 28282 0.46% 0.036%
42 9.998 1187 1192 1199 rVvV3 32712 62335 1.01% 0.080%
43 10.210 1218 1228 1238 rBV 1371793 2297772 37.32% 2.941%
44 10.480 1266 1274 1278 rBV6 15115 39707 0.64% 0.051%

45 10.592 1283 1293 1299 rVV 1699594 2832458 46.01% 3.625%

46 10.639 1299 1301 1309 rVvVv 106114 171166 2.78% 0.219%
47 10.722 1309 1315 1326 rVV 1084633 1861094 30.23% 2.382%

48 10.810 1326 1330 1336 rVB2 16138 27015 0.44% 0.035%
49 11.245 1396 1404 1410 rVB4 15104 33235 0.54% 0.043%
50 11.380 1419 1427 1432 rBvV4 16054 30289 0.49% 0.039%
51 11.922 1512 1519 1526 rVB 21238 34885 0.57% 0.045%
52 12.180 1560 1563 1567 rVV 22446 30396 0.49% 0.039%
53 12.251 1569 1575 1581 rVB 51870 84827 1.38% 0.109%
54 12.474 1600 1613 1618 rBV 102656 178706 2.90% 0.229%
55 13.369 1754 1765 1770 rBv4 14848 42826 0.70% 0.055%
56 13.492 1782 1786 1792 rVB2 27132 39431 0.64% 0.050%
57 13.610 1797 1806 1813 rBV6 17924 43861 0.71% 0.056%
58 13.757 1826 1831 1836 rVB 22300 36720 0.60% 0.047%

59 13.845 1836 1846 1851 rVV 2611343 3637631 59.09% 4 _.655%
60 13.892 1851 1854 1861 rVB 374245 481529 7.82% 0.616%

61 13.992 1866 1871 1874 rBV2 31822 52909 0.86% 0.068%
62 14.027 1874 1877 1882 rVB 27402 36628 0.59% 0.047%
63 14.127 1887 1894 1907 rVB 2914040 4324924 70.25% 5.535%
64 14.345 1927 1931 1936 rVB4 22213 36413 0.59% 0.047%

65 14.439 1937 1947 1954 rBV 2707316 4067905 66.07% 5.206%

66 14.498 1954 1957 1965 rVB 117890 182451 2.96% 0.233%
67 14.627 1973 1979 1993 rBV 313066 532998 8.66% 0.682%

68 14.851 2010 2017 2022 rVB4 47874 98069 1.59% 0.126%
69 14.910 2022 2027 2031 rVB5 18000 27479 0.45% 0.035%
70 15.057 2045 2052 2057 rBV3 26320 49237 0.80% 0.063%

71 15.204 2069 2077 2082 rBV 146792 250631 4_.07% 0.321%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator : JU

Sample - K4932-11

Misc :

ALS Vial : 24 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-BM092719MA_M
Title = SVOA CALIBRATION

72 15.427 2106 2115 2121 rBV 3739172 5349115 86.88% 6.845%
73 15.480 2121 2124 2128 rVV2 50457 65537 1.06% 0.084%
74 15.539 2128 2134 2142 rVV 1218717 1697899 27.58% 2.173%
75 15.610 2142 2146 2149 rVVv2 47251 74451 1.21% 0.095%
76 15.662 2149 2155 2165 rVB6 51425 122967 2.00% 0.157%
77 16.157 2234 2239 2244 rVV8 21235 31730 0.52% 0.041%
78 16.480 2287 2294 2299 rVB5 29784 65931 1.07% 0.084%
79 16.533 2299 2303 2307 rBV2 21244 32731 0.53% 0.042%
80 16.992 2378 2381 2387 rVB 22706 36204 0.59% 0.046%
81 17.174 2406 2412 2418 rBV2 3005114 4313551 70.06% 5.520%
82 17.215 2418 2419 2422 rVV 39601 33396 0.54% 0.043%
83 17.274 2422 2429 2438 rVV2 4150707 5825873 94.63% 7.456%
84 17.374 2442 2446 2449 rVV3 15011 27422 0.45% 0.035%
85 17.409 2449 2452 2456 rVB2 20652 27780 0.45% 0.036%
86 17.539 2470 2474 2479 rBV3 31600 56066 0.91% 0.072%
87 18.074 2557 2565 2573 rBV 559881 818634 13.30% 1.048%
88 18.386 2614 2618 2627 rVB4 33179 60134 0.98% 0.077%
89 19.203 2752 2757 2760 rBV 55058 84009 1.36% 0.108%

90 19.356 2778 2783 2792 rBV 191963 291725 4.74% 0.373%

91 19.450 2796 2799 2805 rVB 43265 60069 0.98% 0.077%
92 19.568 2812 2819 2831 rBV 4571482 6156601 100.00% 7.879%
93 21.068 3070 3074 3083 rBV 623078 749345 12.17% 0.959%
94 21.350 3117 3122 3130 rBV 2632546 3473634 56.42% 4._.445%
95 21.515 3147 3150 3154 rVB 66806 70879 1.15% 0.091%

96 22.209 3265 3268 3272 rVB 172289 194108 3.15% 0.248%
97 22.421 3301 3304 3308 rVB 122985 149214 2.42% 0.191%
98 22.933 3388 3391 3396 rVB 160620 220723 3.59% 0.282%
99 23.474 3476 3483 3496 rVB 2518989 4970216 80.73% 6.361%
100 23.615 3501 3507 3517 rVB 1731582 3248601 52.77% 4_.157%

Sum of corrected areas: 78140870
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator :© JU

Sample - K4932-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

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

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM022878.D

3.30

908@%&4.

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

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

04
Time-->

TIC: BM022878.D
19.57
17.27
15.43
17.47
141314 44
, 18.07

11,022282.47 ot W st o 16161 16 lgmmss | 180 oM@
12.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM022878.D

21.35 23.47
3.61

2107 227242 2293
A

1.52 P

0

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\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator :© JU

Sample - K4932-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 1 Propanoic acid, l1-methyleth... Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
3.73 3.71 ng/ul 329609 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propanoic acid, 1l-methylethyl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid, l-methylethyl ester 116 C6H1202 000637-78-5 74
3 Propanoic acid, l-methylethyl ester 116 C6H1202 000637-78-5 72
4 Propanoic acid, l-methylethyl ester 116 C6H1202 000637-78-5 45

5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 42
Abundance Scan 126 (3.728 min): BM022878.D (-122) (-) m/z 57.10 100.00%
g7
43
5000
75
o1 101 207 3.40 3.60 3.80 4.00
ol PR | S —— m/z 43.05 61.26%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7969: Propanoic acid, 1-methylethyl ester
57
43
5000
29 3.40 3.60 3.80 4.00
75 m/z 75.10 26.90%
.| I|| | | J 89 101
ol el e 2 e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 i
3.40 3.60 3.80 4.00
5000 29 m/z 41.05 18.69%
15 75
101
87 116
L A L
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #7967: Propanoic acid, 1-methylethyl ester e RN EE R
57 3.40 3.60 3.80 4.00
m/z 59.10 10.16%
5000 43
75
29
101
15 L‘ oy | 86 | 116
o N A e
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator :© JU

Sample - K4932-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 2 Propanoic acid, 2-methyl-, ... Concentration Rank 3

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

4.27 8.37 ng/ul 744004 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 64
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 50
4 Propanoic acid, 2-methyl-, 3-met... 158 C9H1802 002050-01-3 42
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 39

Abundance Scan 218 (4.269 min): BM022878.D (-213) (-) m/z 43.05 100.00%
43
5000
71
89 4.00 4.20 4.40 4.60
59
0 ...,....',|:'...-,..~..,..'..,..1.1.5,....,....,....,....,?97.. m/z 71.10 35.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13126: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 R RS S UL
71 4.00 4.20 4.40 4.60
a9 m/z 41.05 22.06%
ol 15 2 59 | 115 199
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
4.00 4.20 4.40 4.60
5000 m/z 89.10 9.58%
27 71
o 59 89 101 115 130
USRI LRI SURLLEL SURLS UL SRR AL DAL SRR S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13124: Propanoic acid, 2-methyl-, 1-methylethy! ester A e e RRE
43 4.00 4.20 4.40 4.60
m/z 39.05 7 .86%
5000
27 71
o \hd 59 89 102 115 130
Trryprrrryrrrryrrr1r[rrr1r[1rr1r1r[rrrr[rrrr [ rrrr [ rrr oo —v—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
m/z--> 20 40 60 80 100 120 140 160 180 200 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator :© JU

Sample - K4932-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 3 Propanoic acid, propyl ester Concentration Rank 2

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

4.45 11.56 ng/ul 1028080 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 59
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38

Abundance Scan 249 (4.451 min): BM022878.D (-243) (-) m/z 57.10 100.00%
g7
5000 75
*2 87 420 440 460 480
o‘wﬁm...-,...~.,.'...,....,..1.3?,....,....,.1.9.1.,2]0.7.. m/z 75.10 38.54%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7924: Propanoic acid, propyl ester
57
29
5000 IR UL SR RN A
43 75 4.20 4.40 4.60 4.80
m/z 43.10 19.69%
0 h'dl"'l' '“'IﬁT'}P%'%%ﬁ"' SN SN B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
4.20 4.40 4.60 4.80
5000 75 m/z 41.05 12.72%
29
43
15 87
G S S S S WL WL B B LI WA
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7921: Propanoic acid, propyl ester
57 4.20 4.40 4.60 4.80
m/z 87.00 8.14%
29
75
5000
0 '}?l'lh'ww'"|"'”|'L"|"%%ﬁ""|' D S Y S AR RS LS LS
m/z--> 20 40 60 80 100 120 140 160 180 200 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator :© JU

Sample - K4932-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 4 Butanoic acid, l-methylethy... Concentration Rank 1

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

4.90 14.73 ng/ul 1309490 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid, 1l-methylethyl ester 130 C7H1402 000638-11-9 90
3 Butanoic acid, 1l-methylethyl ester 130 C7H1402 000638-11-9 90
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Butanoic acid, pentyl ester 158 C9H1802 000540-18-1 50

Abundance Scan 325 (4.898 min): BM022878.D (-317) (-) m/z 43.05 100.00%
a3
71
5000
89 ~ I\
60 4.60 4.80 5.00 5.20
102 115
Ol 23 e e Tm/z 71.10 73.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13062: Butanoic acid, 1-methylethyl ester
a3
71
5000 IR SR L SR
89 460 4.80 5.00 5.20
- 60 m/z 41.10 27.07%
o5 Tl | 102 115 g
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 71
460 480 500 520
5000 89 m/z 89.10 26.66%
27 60
ol 15 34 53 102 M54,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13068: Butanoic acid, 1-methylethyl ester R
43 460 4.80 5.00 5.20
m/z 60.00 12 .24%
71
5000
59 89
2r | " | 102 115
O T o e e e T BN AR SRR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator :© JU

Sample - K4932-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 5 Butanoic acid, propyl ester Concentration Rank 7

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

5.76 2.07 ng/ul 184202 1,4-Dichlorobenzene-d4 7.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
3 Propanoic acid, 2-methyl-, propy... 130 C7H1402 000644-49-5 78
4 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 78
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 78

Abundance Scan 471 (5.757 min): BM022878.D (-467) (-) m/z 71.10 100.00%
43 T
89
5000
s § 101 540 560 580 600
Obrr ettt e e e ey || M/ 43.05 82 75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13027: Butanoic acid, propy! ester
a3 7
5000 27 89 LSRRRE RN U RN
5.40 5.60 5.80 6.00
60 m/z 89.10 55.73%
0 solll, 53 | | 101 145 199
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
71
43 89 540 560 580 600
5000 m/z 41.10 33.41%
27 60
oL 15 101
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13095: Propanoic acid, 2-methyl-, propy! ester R e e
43 5.40 5.60 5.80 6.00
m/z 42.05 18.99%
5000 71
I T N\‘AAW"
o T % 101 115 130
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 540 560 580 600
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator :© JU

Sample - K4932-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 6 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.07 3.80 ng/ul 818634 Phenanthrene-d10 17.17
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 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 91
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 87
Abundance Scan 2564 (18.068 min): BM022878.D (-2557) (-) m/z 73.05 100.00%
43 g9 /\\
5000
129
97 213 lllllll llllllll TTrTT
US| 3157171185 00| 0y 256 1780 1800 18.20 18.40
() S m/z 43.05 87.26%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 R R A AR D
ﬂmmmmmmm
213 m/z 60.00 83.51%
0

BREEE RS
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43

60 17.80 18.00 18.20 18.40
5000 7 m/z 57.05 66.45%
0 87 10111519 143157171 185 199 213 227 242 2%6
I TTTT I TTTT I TTTT I T I TTTT I TTTT I TTrTT I TTTT TTTT TTTT TTrTT I TTITT I TT
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65565: Tridecanoic acid R A e
60 73 17. 80 18. 00 18. 20 18 40

m/z 41.05 66 .08%

43
129
5000 29 -
’ 1s 214
T ‘ 143157 | 185
I .‘l . .‘i‘.‘..”l“l‘.” | H‘ ‘Hh Al |"" ‘ ‘ ‘ ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 80 18. 00 18. 20 18 40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator :© JU

Sample - K4932-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : SVOA CALIBRATION

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

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

Peak Number 7 (DEL) Alkane: Cyclic21.07 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.07 4_.31 ng/ul 749345 Chrysene-di12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
3 Heptafluorobutanoic acid, heptad... 452 C21H35F702 1000282-97-3 94
4 1-Nonadecanol 284 C19H400 001454-84-8 93
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91

Abundance Scan 3074 (21.068 min): BM022878.D (-3070) (-) m/z 57.10 100.00%
57 A
5000 111
—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—r
3 139 207 20.80 21.00 21.20 21.40
ol by 0B 190700224 252 280 327 3% | n75 83.10  94.87%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 R AR U IO B
20.80 21.00 21.20 21.40
29 111 m/z 43.10 92.28%
o ko 1139 167 196 223 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
20,80 21.00 21,20 21.40
5000 111 m/z 55.10 89 .55%
. 139 167 106 220 266 294 320349
m/z--> 50 100 150 200 250 300 350
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester R A ARaaEE TS
7 20.80 21.00 21.20 21.40
83 m/z 97.05 80.64%
5000
111
29
0 ‘ ) ‘\‘ 1150 199 101210 * ae5m
m/z--> 50 100 150 200 250 300 350 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022878.D

Acq On : 02 Oct 2019 06:10

Operator : JU

Sample - K4932-11

Misc :

ALS Vial : 24 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _M
Quant Title : 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]
Propanoic acid, 1... 3.73 3.7 ng/ul 329609 1 7.80 1777980 20.0
Propanoic acid, 2... 4.27 8.4 ng/ul 744004 1 7.80 1777980 20.0
Propanoic acid, p.--. 4.45 11.6 ng/ul 1028080 1 7.80 1777980 20.0
Butanoic acid, 1-... 4.90 14.7 ng/ul 1309490 1 7.80 1777980 20.0
Butanoic acid, pr... 5.76 2.1 ng/ul 184202 1 7.80 1777980 20.0
n-Hexadecanoic acid 18.07 3.8 ng/ul 818634 4 17.17 4313550 20.0
(DEL) Alkane: Cyc... 21.07 4.3 ng/ul 749345 5 21.35 3473630 20.0
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