LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator : JU

Sample . K4895-14

Misc :

ALS Vial : 48 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 3.075 13 15 24 rVB 60522 84074 1.85% 0.135%
2 3.164 27 30 38 rvB 54012 78399 1.73% 0.126%
3 3.275 45 49 50 rBV 86689 103039 2.27% 0.166%
4 3.305 50 54 68 rvv 2580972 3209628 70.64% 5.168%
5 3.411 69 72 79 rvB3 19725 33015 0.73% 0.053%
6 3.617 103 107 111 rVB 25316 34138 0.75% 0.055%
7 3.669 112 116 122 rVB 79525 103562 2.28% 0.167%
8 3.728 122 126 132 rBV 300440 367012 8.08% 0.591%
9 3.917 151 158 165 rVvB4 38146 73909 1.63% 0.119%
10 3.987 166 170 178 rVB2 71092 116599 2.57% 0.188%
11 4.152 194 198 205 rVvv 50174 72461 1.59% 0.117%

12 4.269 213 218 225 rVvV 651958 829125 18.25% 1.335%
13 4.334 225 229 243 rVvv2 71996 112812 2.48% 0.182%
14 4.446 243 248 255 rvV 751722 965956 21.26% 1.555%

15 4.516 256 260 269 rVB 36008 57866 1.27% 0.093%
16 4.675 281 287 293 rBV 45068 67895 1.49% 0.109%
17 4.899 317 325 336 rvV 1013805 1343824 29.57% 2.164%
18 4.987 336 340 346 rvB2 17060 26765 0.59% 0.043%
19 5.128 357 364 371 rBV 701108 1047520 23.05% 1.687%
20 5.399 405 410 416 rVvv 36079 50000 1.10% 0.081%
21 5.663 450 455 460 rBvV 18561 26705 0.59% 0.043%
22 5.758 466 471 479 rBvV 105477 151366 3.33% 0.244%
23 6.493 587 596 602 rBv4 16019 34577 0.76% 0.056%
24 6.805 643 649 656 rBvV3 21756 41020 0.90% 0.066%

25 6.969 669 677 686 rBv2 264617 486851 10.71% 0.784%

26 7.134 698 705 713 rBV 719870 1176330 25.89% 1.894%
27 7.334 732 739 750 rvVB 905595 1403133 30.88% 2.259%

28 7.452 750 759 764 rVB5 8086 21099 0.46% 0.034%
29 7.693 794 800 807 rvVvB3 8401 20670 0.45% 0.033%
30 7.799 811 818 826 rBV 830257 1314779 28.94% 2.117%
31 7.869 826 830 844 rvB2 42833 79606 1.75% 0.128%
32 8.152 873 878 886 rvB2 22734 38587 0.85% 0.062%
33 8.375 908 916 921 rBV2 16662 33310 0.73% 0.054%

34 8.504 931 938 946 rBV 710595 1131802 24.91% 1.822%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator : JU

Sample . K4895-14

Misc :

ALS Vial : 48 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
35 8.622 952 0958 963 rVB 20770 37485 0.82% 0.060%

36 8.951 1007 1014 1025 rVvVv 929080 1517598 33.40% 2.443%
37 9.399 1079 1090 1094 rBV3 16330 32380 0.71% 0.052%
38 9.675 1129 1137 1149 rBV 761582 1256525 27.65% 2.023%
39 9.922 1172 1179 1188 rBV 73691 130684 2.88% 0.210%
40 10.004 1188 1193 1198 rVV6 9869 22612 0.50% 0.036%

41 10.210 1219 1228 1239 rBV 1229238 2021501 44.49% 3.255%
42 10.587 1285 1292 1299 rBV 1132658 1920700 42.27% 3.092%

43 10.640 1299 1301 1308 rVV3 20855 36104 0.79% 0.058%
44 10.722 1308 1315 1327 rVV 864268 1456078 32.05% 2.344%
45 11.010 1359 1364 1368 rVv2 27392 40185 0.88% 0.065%
46 11.151 1382 1388 1395 rBV2 38141 73572 1.62% 0.118%
47 11.387 1422 1428 1441 rBV 52384 95505 2.10% 0.154%
48 11.922 1513 1519 1524 rBV2 23156 38651 0.85% 0.062%
49 12.122 1546 1553 1559 rBVY 153779 249313 5.49% 0.401%
50 12.181 1559 1563 1568 rVB2 19602 29527 0.65% 0.048%
51 12.257 1572 1576 1581 rVB2 13900 22520 0.50% 0.036%
52 12.469 1608 1612 1616 rBV2 13851 21372 0.47% 0.034%
53 12.716 1646 1654 1660 rBvV4 36280 68694 1.51% 0.111%
54 12.887 1677 1683 1690 rVB 33463 58616 1.29% 0.094%
55 13.275 1743 1749 1754 rBV3 26256 40072 0.88% 0.065%

56 13.345 1754 1761 1771 rVVv2 131873 246743 5.43% 0.397%
57 13.610 1801 1806 1814 rVV5 13259 26228 0.58% 0.042%
58 13.845 1836 1846 1850 rBV 2028713 2825258 62.18% 4._.549%
59 13.892 1850 1854 1863 rVV 874452 1209387 26.62% 1.947%

60 13.986 1863 1870 1873 rVvv4 16093 29409 0.65% 0.047%
61 14.022 1873 1876 1881 rVB 18522 28067 0.62% 0.045%
62 14.128 1881 1894 1906 rBV 2351948 3472163 76.42% 5.590%
63 14.292 1916 1922 1926 rBV 46920 70258 1.55% 0.113%
64 14.345 1926 1931 1937 rVB 62668 96069 2.11% 0.155%
65 14.433 1937 1946 1953 rBV 1673525 2459254 54 ._.12% 3.959%
66 14.498 1953 1957 1964 rVB 55075 90200 1.99% 0.145%
67 14.628 1974 1979 1987 rBV 160823 265905 5.85% 0.428%
68 14.781 2001 2005 2009 rBV3 22944 31947 0.70% 0.051%
69 14.828 2009 2013 2014 rVV3 19660 25121 0.55% 0.040%
70 14.851 2014 2017 2022 rVB2 46081 67446 1.48% 0.109%
71 15.051 2044 2051 2057 rBVS8 16003 39821 0.88% 0.064%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator : JU

Sample . K4895-14

Misc :

ALS Vial : 48 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 15.204 2072 2077 2081 rBV 52958 88674 1.95% 0.143%
73 15.251 2082 2085 2089 rVB2 41471 64834 1.43% 0.104%

74 15.428 2105 2115 2120 rBV 2873768 4146582 91.26% 6.676%
75 15.475 2120 2123 2128 rVB2 80760 117463 2.59% 0.189%

76 15.539 2128 2134 2141 rBV 745188 1005566 22.13% 1.619%

77 15.604 2141 2145 2149 rVV 37013 57956 1.28% 0.093%
78 15.663 2149 2155 2164 rVB4 44222 95121 2.09% 0.153%
79 15.745 2166 2169 2174 rBV6 11514 20607 0.45% 0.033%
80 15.869 2186 2190 2196 rBV 34725 52541 1.16% 0.085%
81 15.933 2197 2201 2206 rVB5 16124 29840 0.66% 0.048%
82 15.992 2206 2211 2216 rBV7 10482 25254 0.56% 0.041%
83 16.469 2287 2292 2298 rVB3 46598 83022 1.83% 0.134%
84 16.533 2299 2303 2306 rVv2 16131 24289 0.53% 0.039%
85 17.174 2405 2412 2417 rBV2 1625752 2343655 51.58% 3.773%
86 17.210 2417 2418 2422 rVV 75062 78446 1.73% 0.126%
87 17.269 2422 2428 2439 rVB2 2894425 4148605 91.30% 6.679%
88 17.545 2470 2475 2477 rBV 50136 76018 1.67% 0.122%
89 18.069 2559 2564 2574 rBV 262072 398838 8.78% 0.642%
90 19.086 2734 2737 2741 rBvV4 17103 24611 0.54% 0.040%
91 19.198 2752 2756 2758 rBV 37344 47537 1.05% 0.077%
92 19.227 2758 2761 2765 rVB 36229 47360 1.04% 0.076%

93 19.351 2778 2782 2790 rBV 93815 140836 3.10% 0.227%
94 19.563 2812 2818 2831 rBV 3248673 4346297 95.65% 6.998%
95 21.068 3070 3074 3079 rBV 338878 428458 9.43% 0.690%

96 21.268 3106 3108 3112 rVB 71234 74011 1.63% 0.119%
97 21.351 3117 3122 3129 rVV 1723096 2188435 48.16% 3.523%
98 22.209 3265 3268 3272 rVB 130190 151605 3.34% 0.244%
99 23.468 3476 3482 3496 rVB 2350122 4543785 100.00% 7.316%
100 23.609 3500 3506 3517 rVB 1240609 2369630 52.15% 3.815%

Sum of corrected areas: 62110280
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

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

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

Abundance

5000000

4000000

3000000

2000000

1000000

0‘ oo - AR Al S o o & a :
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

TIC: BM022902.D

3.30

Abundance

5000000

4000000

3000000

2000000

1000000

(o]

11.952AR 472.72.89 15;.??3.61 QL 96 51785

TIC: BM022902.D

19.56
15.43 17.27

N $T0sede0 166133 1211755 gegssS|

15,50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

12.00 1250 13.00 13.50 14.00 14.50 15.00

Time-->
Abundance TIC: BM022902.D

5000000

4000000

3000000 23.47

2000000 21.35 3.61

1000000

21.07 22.21
21.97 Y N
O L o o o L A B i e o e L B e L e o e o NN A o e o o o o o

Time--> 21.00 21.50 22.00 2250 23.00 23,50 24.00 24.50 25.00 25.50 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 : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Propanoic acid, l1-methyleth... Concentration Rank 5

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

3.73 5.58 ng/ul 367012 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 Propane, 1-(1-methylethoxy)- 102 C6H140 000627-08-7 23

Abundance Scan 126 (3.728 min): BM022902.D (-122) (-) m/z 57.10 100.00%
57
43
5000
75
101 340 3.60 3.80 4.00
0....,....',|':-.. dt 8 a8 m/z 43.05  63.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7969: Propanoic acid, 1-methylethyl ester
57
43
5000
29 340 3.60 3.80 4.00
75 m/z 75.10 25.96%
0 .| I|| | | | 89 101
UL UL S SR S SO UL S UL L
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
57
43 AR SRR SRR
340 3.60 3.80 4.00
5000 29 m/z 41.10 18.73%
5 75
e R UL U |?7'}?%'}%?"" NS R Y
m/z--> 20 40 60 80 100 120 140 160 180 200 A
Abundance #7967: Propanoic acid, 1-methylethyl ester A Raammasni sy
57 340 3.60 3.80 4.00

m/z 59.10 9.68%

5000 43

29
101
L oy | 86 | 116

L = & S e S L S S

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 : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Propanoic acid, 2-methyl-, ... Concentration Rank 4

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

4.27 12.61 ng/ul 829125 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 64
2 Hexane, 2,3-dimethyl- 114 C8H18 000584-94-1 50
3 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 50
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 50
5 Propanoic acid, 2-methyl-, penty... 158 C9H1802 002445-72-9 39

Abundance Scan 218 (4.269 min): BM022902.D (-213) (-) m/z 43.05 100.00%
43
5000
71
89 4.00 4.20 4.40 4.60
59
0 .,....,....',|:-...,....,..'..,..1.1.“3,....,.... 2% m/z 71.10  35.32%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #13125: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000 R UL S IR
4.00 4.20 4.40 4.60
27 [ m/z 41.10 22.22%
o L 39 SP 101 115 130
m/z--> 0 20 40 eb 80 100 120 140 160 180 200
Abundance
43
70 4.00 4.20 4.40 4.60
5000 m/z 89.10 9.24%
27 55
2 15 85 99 114
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #13126: Propanoic acid, 2-methyl-, 1-methylethy! ester A e A R
43 4.00 4.20 4.40 4.60
m/z 39.05 8.14%
5000
71
89
oL 15 ) s | 15199
m/z--> 0 20 40 eb 80 100 150 140 160 180 200 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 : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Propanoic acid, propyl ester Concentration Rank 3

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

4.45 14.69 ng/ul 965956 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 83
2 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 83
3 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 78
4 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 64
5 Propanoic acid, butyl ester 130 C7H1402 000590-01-2 38

Abundance Scan 249 (4.452 min): BM022902.D (-243) (-) m/z 57.10 100.00%
g7
5000 75
¥ 87 420 440 460 480
o...,....-,|'|....-,...~.,.'...,....,..1.3?,....,....,.1.9.1.,2]0.7.. m/z 75.10 37.77%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7924: Propanoic acid, propyl ester
57
29
5000 R R L R
43 75 4.20 4.40 4.60 4.80
m/z 43.05 19.93%
0 m'dt"‘ﬁ' '“'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 41.10 12.87%
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 #7928: Propanoic acid, propyl ester
57 4.20 4.40 4.60 4.80
m/z 42.05 8.42%
5000 75
29 43
‘ 87
0'}?PU"WM"ﬂ"“W'h'W"'W"'W"'W"'W"”I"”
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 : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Butanoic acid, l-methylethy... Concentration Rank 1

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

4.90 20.44 ng/ul 1343820 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 83
4 Propanoic acid, 2-methyl-, 1-met... 130 C7H1402 000617-50-5 78
5 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 53

Abundance Scan 325 (4.899 min): BM022902.D (-317) (-) m/z 43.05 100.00%
a3
71
5000
89 DN | G
60 4.60 4.80 5.00 5.20
102 115
Ol 23 e e Tm/z 71.10 74.22%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13068: Butanoic acid, 1-methylethyl ester
a3
71
5000 AR SR UL LR
460 4.80 5.00 5.20
5o 89 m/z 41.05 27.57%
27 | 102 115
0'“|“'w'““w'“|”'w'“'w'“lﬁ'w'“!w'“l“'w'“'w'“l“'w
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43
71
460 4.80 5.00 5.20
5000 m/z 89.10 26.94%
89
27 60
o 15 102 115 139
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13067: Butanoic acid, 1-methylethyl ester S EEEaE E
43 7 460 4.80 5.00 5.20
m/z 42.05 12 .64%
5000 89
27 60
Loas el sl 02 1 130
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 460 480 500 520
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Butanoic acid, propyl ester Concentration Rank 9

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

5.76 2.30 ng/ul 151366 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 91
2 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
3 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 90
4 Butanoic acid, propyl ester 130 C7H1402 000105-66-8 83
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 78

Abundance Scan 471 (5.758 min): BM022902.D (-466) (-) m/z 71.10 100.00%
43 M
89
5000
Ios 101 540 560 580 600
Obrr ettt et et preer ey || M/ 43.05 81.88%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13030: Butanoic acid, propy! ester
43 n
89
5000 27 ML L R R
5.40 5.60 5.80 6.00
60 m/z 89.10 53.68%
0"w'“l“’hh“JJ””l““AL“'“L“|“'”'“}g%“|“'w'“'w'“|
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance
43 71
540 560 580 600
5000 27 89 m/z 41.05 32.76%
60
o 36 53 101 115 129
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13031: Butanoic acid, propyl ester AR B e
7 5.40 5.60 5.80 6.00
m/z 42.05 19.36%
43
89
5000
27 ‘ 60
0 ”I'%?'P"bl'“'“l*“l'“'JW'"IH”'I"“i'"}ﬂ%"l“"l'“'l"'ﬁ
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 5.40 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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-01 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.12 2.60 ng/ul 249313 Naphthalene-d8 10.59
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 6-Isopropylquinoline 171 C12H13N 000135-79-5 43
2 2-Chloro-5-hydroxy-2,4,6-cyclohe... 156 C7H5CI02 007009-16-7 38
3 Bicyclo[3.2.0]hept-2-ene, 4-isop... 171 C12HI3N 1000217-15-6 32
4 Benzene, l-chloro-4-methoxy-2-me... 156 C8H9CIO 013334-71-9 32
5 2,2"-Bipyridine 156 C10H8N2 000366-18-7 25
Abundance Scan 1553 (12.122 min): BM022902.D (-1546) (-) m/z 156.00 100.00%
186
5000 115
78 171
39 52 66 | 141 11.80 12.00 12.20 12.40
Ol i it Sk 103 ] IS 207 /7 115.00  44.43%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36843: 6-1sopropylquinoline
18
5000
171 11.80 12.00 12.20 12.40
m/z 158.00 32.20%
| 15 27 30 51 63 77 g9 101 11728 142 .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
156
1o 11:80 12,00 12.20 12,40
5000 64 m/z 171.10 29.70%
39 92
0 26 58 75 103115 | 138
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36883: Bicyclo[3.2.0]hept-2-ene, 4-isopropylidene-6-(cyan... s A
156 11.80 12.00 12.20 12.40
m/z 78.10 27 .32%
5000 01 129 171
39 106
27 51 g5 77 116
0|||||||||||||||||||||||||| H\ I‘lHIIl?H.\:lLIIM‘ ||‘l||||||||||| P -
m/z--> 20 40 60 80 100 120 140 160 180 200 11.80 12.00 12.20 12.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_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 8 Vanillin Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
13.35 2.01 ng/ul 246743 Acenaphthene-d10 14.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Vanillin 152 C8H803 000121-33-5 96
2 Vanillin 152 C8H803 000121-33-5 95
3 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H303 000621-59-0 94
4 Vanillin 152 C8H803 000121-33-5 93
5 Benzaldehyde, 3-hydroxy-4-methoxy- 152 C8H803 000621-59-0 91
Abundance Scan 1762 (13.351 min): BM022902.D (-1754) (-) m/z 151.00 100.00%
1831
5000
81 109
39, %1 65 o3 13 so7 13.00 13.20 13.40 13.60
0 m/z 152.00 93.72%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24646: Vanilin
181
5000 LR U B UL
81 13.00 13.20 13.40 13.60
53 109 153 m/z 109.00 30.00%
15 27 39 65 93 137
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
151
13.00 13.20 13.40 13.60
5000 o1 m/z 81.00 28.63%
109
51 123
27 39 65 o 137
S R L L S S S S BRI B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24713: Benzaldehyde, 3-hydroxy-4-methoxy-
152 13.00 13.20 13.40 13.60
m/z 123.00 15.71%
5000
81
109 193
5796 g | P
L I UL S L B WL W R R U RARRARAR SR RAREE S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.00 13.20 13.40 13.60

SOM-EPA-BM092719MA_M Thu Oct 03 18:10:56 2019
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 n-Hexadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
18.07 3.40 ng/ul 398838 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 2564 (18.069 min): BM022902.D (-2559) (-) m/z 73.10 100.00%
43 60 73
5000 129
97 185 213 R NN SUNIA BN SRR
U5 1 14gt371 8099 | 227 26 17.80 18.00 18.20 18.40
Ob el m/z 43.10 89.11%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
4 60 73
5000 29 256 LR UL BULRULE BRI B
17.80 18.00 18.20 18.40
213 m/z 60.00 87.09%
. || L 143157171185 oo
NSRS

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

43

-

60 17.80 18.00 18.20 18.40
5000 3 m/z 57.05 71.41%

87 1011151%9143157171185199 21327 242 >

.

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #92226: n-Hexadecanoic acid B e

43 g0 73 17.80 18.00 18.20 18.40
m/z 41.10 65.17%

50001 29
A 1l 143157171185199213 507

e O A

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100119\
Data File : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator :© JU

Sample - K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 (DEL) Alkane: Cyclic21.07 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
21.07 3.92 ng/ul 428458 Chrysene-d12 21.35
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 99
2 Cyclohexadecane 224 C16H32 000295-65-8 98
3 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94
4 1-Heneicosyl formate 340 C22H4402 077899-03-7 94
5 1-Nonadecanol 284 C19H400 001454-84-8 94
Abundance Scan 3074 (21.068 min): BM022902.D (-3070) (-) m/z 57.10 100.00%
87
5000 111 )
FE T
139 20.80 21.00 21.20 21.40
168
ol W 108, 208235 280 325 3% 45 | “n/z 83.10 91.93%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 U VAU R B
20.80 21.00 21.20 21.40
29 111 m/z 43.10 90.25%
o Ll L0067 ss0 gm0
m/z--> 50 100 150 200 250 300 350 400
Abundance
55 g3
20,80 21.00 21.20 21.40
5000 m/z 55.10 89.99%
29 111
139 167 196 224
O o o L A B e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #148859: Trichloroacetic acid, pentadecy! ester B B B LR e m
3 20.80 21.00 21.20 21.40
83 m/z 69.10 82.66%
5000
111
04 J " I 1l 11319 y 182 210
m/z--> 50 100 150 200 250 300 350 400 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 : BM022902.D

Acq On : 02 Oct 2019 20:48

Operator : JU

Sample . K4895-14

Misc :

ALS Vial : 48 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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]
Propanoic acid, 1... 3.73 5.6 ng/ul 367012 1 7.80 1314780 20.0
Propanoic acid, 2... 4.27 12.6 ng/ul 829125 1 7.80 1314780 20.0
Propanoic acid, p.--. 4.45 14.7 ng/ul 965956 1 7.80 1314780 20.0
Butanoic acid, 1-... 4.90 20.4 ng/ul 1343820 1 7.80 1314780 20.0
Butanoic acid, pr... 5.76 2.3 ng/ul 151366 1 7.80 1314780 20.0
unknown-01 12.12 2.6 ng/ul 249313 2 10.59 1920700 20.0
Vanillin 13.35 2.0 ng/ul 246743 3 14.43 2459250 20.0
n-Hexadecanoic acid 18.07 3.4 ng/ul 398838 4 17.17 2343660 20.0
(DEL) Alkane: Cyc... 21.07 3.9 ng/ul 428458 5 21.35 2188440 20.0

SOM-EPA-BM092719MA_.M Thu Oct 03 18:10:58 2019 Page: 14



