LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method > Z:\SVOASRV\HPCHEM1I\BNA_ M\METHODS\SOM-EPA-BM101419MA .M
Title - SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.016 3 5 14 rVB 69332 109505 1.27% 0.104%
2 3.099 17 19 30 rvB 79523 148546 1.72% 0.141%
3 3.246 39 44 57 rVB 3466905 4740309 54.94% 4.484%
4 3.546 92 95 98 rvB2 25229 32341 0.37% 0.031%
5 3.599 99 104 110 rVB 108952 144799 1.68% 0.137%
6 3.663 110 115 123 rBvV 398770 505256 5.86% 0.478%
7 3.816 138 141 150 rVB5 23246 47875 0.55% 0.045%
8 3.910 153 157 167 rVB2 120274 202640 2.35% 0.192%
9 4.069 179 184 189 rBvV 62386 89541 1.04% 0.085%
10 4.193 200 205 211 rBV 824943 1105921 12.82% 1.046%

11 4_257 211 216 226 rVvV 109110 181698 2.11% 0.172%
12 4_.363 229 234 241 rVV 1149656 1604701 18.60% 1.518%
13 4.434 241 246 258 rvVB2 77293 203341 2.36% 0.192%
14 4.816 303 311 320 rBV 1429705 1939517 22.48% 1.835%

15 4.899 321 325 329 rVB3 24998 37757 0.44% 0.036%
16 5.228 376 381 386 rVB6 15320 28211 0.33% 0.027%
17 5.304 390 394 400 rvv 53128 76441 0.89% 0.072%
18 5.363 400 404 412 rVB3 25509 56974 0.66% 0.054%
19 5.563 434 438 442 rVB 20730 27187 0.32% 0.026%
20 5.669 451 456 462 rVB 211010 290514 3.37% 0.275%
21 6.587 606 612 619 rBV9 10753 23530 0.27% 0.022%
22 6.681 621 628 635 rBv4 31407 66502 0.77% 0.063%
23 6.851 642 657 667 rBv3 313025 867772 10.06% 0.821%
24 6.934 667 671 674 rVB3 22173 31190 0.36% 0.030%

25 7.028 677 687 695 rBvV 833079 1388952 16.10% 1.314%

26 7.222 713 720 728 rBV 976206 1565287 18.14% 1.481%
27 7.345 736 741 746 rVvV 82011 130775 1.52% 0.124%
28 7.687 790 799 807 rBV 1399335 2206488 25.57% 2.087%

29 7.763 808 812 816 rvVv 35358 50540 0.59% 0.048%
30 7.810 816 820 828 rVB3 20734 35562 0.41% 0.034%
31 8.251 891 895 900 rvB8 13794 23399 0.27% 0.022%
32 8.387 912 918 925 rVB 814427 1268675 14.70% 1.200%
33 8.498 931 937 943 rBv4 34984 59780 0.69% 0.057%

34 8.834 980 994 1003 rBV 1083749 1845348 21.39% 1.745%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
Title = SVOA CALIBRATION

35 9.016 1021 1025 1029 rBV6 13018 21054 0.24% 0.020%
36 9.328 1072 1078 1082 rBV3 30622 52897 0.61% 0.050%
37 9.375 1083 1086 1096 rVB5 15831 33095 0.38% 0.031%
38 9.551 1109 1116 1126 rBV 819960 1344456 15.58% 1.272%
39 9.792 1150 1157 1162 rBV6 19702 34846 0.40% 0.033%

40 10.086 1198 1207 1216 rBV 1400039 2379144 27 .58% 2.250%

41 10.469 1263 1272 1279 rBV 1964529 3287063 38.10% 3.109%

42 10.516 1279 1280 1287 rVB 24424 27640 0.32% 0.026%
43 10.598 1287 1294 1303 rBV 1116827 1895905 21.98% 1.793%
44 11.104 1375 1380 1385 rVB7 10527 21297 0.25% 0.020%
45 11.263 1403 1407 1412 rBV7 16626 26182 0.30% 0.025%
46 12.069 1536 1544 1546 rBV 25095 50424 0.58% 0.048%
47 12.092 1546 1548 1552 rVv4 16861 23949 0.28% 0.023%
48 12.139 1552 1556 1564 rVB2 22853 42867 0.50% 0.041%
49 12.357 1590 1593 1597 rVB3 14856 22145 0.26% 0.021%
50 12.951 1689 1694 1697 rBV7 13445 24033 0.28% 0.023%
51 13.174 1726 1732 1738 rVV9 8775 21573 0.25% 0.020%
52 13.233 1738 1742 1751 rBV 43318 79492 0.92% 0.075%
53 13.510 1782 1789 1793 rBV7 13893 25446 0.29% 0.024%

54 13.745 1822 1829 1833 rVV 2867535 3960199 45.90% 3.746%
55 13.792 1833 1837 1846 rVB 1546537 2097675 24.31% 1.984%

56 14.016 1867 1875 1885 rBV 3102349 4761131 55.19% 4._.503%
57 14.180 1898 1903 1912 rVB2 23972 53077 0.62% 0.050%
58 14.327 1921 1928 1934 rBV2 3158490 4682971 54.28% 4._.430%
59 14.386 1934 1938 1947 rVB3 87802 136981 1.59% 0.130%
60 14.510 1951 1959 1966 rBV 293912 439882 5.10% 0.416%

61 14.669 1981 1986 1992 rVV6 26443 46329 0.54% 0.044%
62 14.763 1994 2002 2007 rVVv9 43434 99159 1.15% 0.094%
63 14.810 2007 2010 2015 rVV6 19087 31128 0.36% 0.029%
64 15.092 2052 2058 2063 rBV 146289 216795 2.51% 0.205%
65 15.163 2067 2070 2075 rVVv3 30535 44882 0.52% 0.042%

66 15.321 2090 2097 2105 rBV 4137025 5957497 69.05% 5.635%
67 15.433 2110 2116 2127 rBV 859514 1216219 14.10% 1.150%

68 15.563 2132 2138 2146 rVV2 51423 94877 1.10% 0.090%
69 15.774 2169 2174 2179 rVB7 42128 62229 0.72% 0.059%
70 16.057 2217 2222 2225 rVV7 24537 38587 0.45% 0.036%
71 16.110 2228 2231 2237 rVB6 21570 35452 0.41% 0.034%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
Title = SVOA CALIBRATION

72 16.245 2249 2254 2259 rBVS8 11991 24798 0.29% 0.023%
73 16.374 2267 2276 2282 rBV4 40852 91756 1.06% 0.087%
74 16.451 2285 2289 2293 rVV5 19041 29476 0.34% 0.028%
75 16.827 2348 2353 2354 rVV5 17994 25968 0.30% 0.025%
76 16.857 2355 2358 2368 rVB5 15035 42456 0.49% 0.040%

77 17.068 2386 2394 2405 rVvVv2 3907298 5771517 66.90% 5.459%
78 17.168 2405 2411 2421 rVB2 4833460 6786110 78.66% 6.419%
79 17.998 2546 2552 2560 rBV 643278 981768 11.38% 0.929%

80 18.868 2694 2700 2705 rVB9 21870 41262 0.48% 0.039%
81 18.945 2709 2713 2718 rVB4 28902 39161 0.45% 0.037%
82 19.098 2735 2739 2742 rBV 64043 79496 0.92% 0.075%
83 19.133 2742 2745 2748 rVV2 60659 76576 0.89% 0.072%

84 19.286 2766 2771 2778 rBV 479503 742044 8.60% 0.702%
85 19.351 2780 2782 2790 rVB 76228 107958 1.25% 0.102%

86 19.468 2795 2802 2808 rVV 5856714 8304398 96.25% 7.855%
87 19.521 2808 2811 2815 rVVv2 69505 106839 1.24% 0.101%
88 19.556 2815 2817 2823 rVB4 38023 45465 0.53% 0.043%
89 20.062 2899 2903 2906 rBV 108340 120609 1.40% 0.114%
90 20.556 2984 2987 2991 rBV 172552 182445 2.11% 0.173%

91 21.021 3060 3066 3070 rBV3 325396 564082 6.54% 0.534%
92 21.256 3101 3106 3112 rBV 5494617 7131958 82.67% 6.746%
93 21.456 3136 3140 3145 rBV 369861 434708 5.04% 0.411%
94 21.897 3211 3215 3223 rVB 410007 515082 5.97% 0.487%
95 22.362 3290 3294 3299 rVB 441448 564193 6.54% 0.534%

96 22.874 3376 3381 3392 rVB 431710 671245 7.78% 0.635%
97 23.339 3452 3460 3472 rVB 4685420 8627541 100.00% 8.161%
98 23.474 3473 3483 3492 rVB 3940554 7860931 91.11% 7.435%
99 24.103 3584 3590 3596 rBV 339174 706048 8.18% 0.668%
100 24.856 3713 3718 3728 rVB2 232234 520433 6.03% 0.492%

Sum of corrected areas: 105721775
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Metho
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101519\

BM023173.D

15 Oct 2019 19:10

Ju

K5028-16

18 Sample Multiplier: 1

d

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M

SVOA CALIBRATION

C:\DATABASENNIST11.L

LSCINT.P

Abundance

5000000

4000000

3000000

2000000

1000000

3.25

4.82
4.36

TIC: BM023173.D

111026

(o]

0 o o it e o s J
Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 1050 11.00 11.50
Abundance TIC: BM023173.D
19.47
5000000 17.17
15.32
4000000 17.q7
14.0214.33
3000000 3.75
2000000
1B.79
1000000 15.43
ieamupabss 2006 %

Time--> 12.00 12.50 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance TIC: BM023173.D
21.26
5000000 23.34
03.47
4000000
3000000
2000000
1000000 22.36 22.87
2102|2146 21.90 A_}L j 24.10 24.86
A — ~
--¥—r——rrrr T T T T T T T T
Time--> 21.00 21.50 22.00 22.50 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\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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, 1-methyleth... Concentration Rank 4

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

3.66 4.58 ng/ul 505256 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. 1-methvlethvl ester 116 C6H1202 000637-78-5 83
2 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 83
3 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 72
4 Propanoic acid. l-methvlethvl ester 116 C6H1202 000637-78-5 53
5 Propanoic acid, propyl ester 116 C6H1202 000106-36-5 42

Abundance Scan 114 (3.657 min): BM023173.D (-110) (-) m/z 57.10 100.00%
g7
43
5000
75
101 3.40 3.60 3.80 4.00
ol o 82 2 a3 m/z 43.05 63.91%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8199: Propanoic acid, 1-methylethyl ester
57
43
5000 29
3.40 3.60 3.80 4.00
75 m/z 75.10 25.48%
15 | 101
0 Ll 36|||,I 50 [| 64 | 8491 " 116
miz--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8200: Propanoic acid, 1-methylethyl ester
57
45 340 360 380 4.00
5000 m/z 41.05 19.29%
29
75
T R
O e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #8198: Propanoic acid, 1-methylethy! ester
57 3.40 3.60 3.80 4.00
m/z 59.00 9.68%
5000 43
75
29
101
0 15 L‘ il | | 85 \ 116
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.
4.19 10.02 ng/ul 1105920 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Propanoic acid. 2-methvl-. 1-met... 130 C7H1402 000617-50-5 83
2 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 64
3 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 50
4 Propanoic acid. 2-methvl-. pentv... 158 C9H1802 002445-72-9 39

5 C2H5C(CH3)2C0OCH3 114 C7H140 020669-04-9 33
Abundance Scan 205 (4.193 min): BM023173.D (-200) (-) m/z 43.05 100.00%
a3
5000
71
89 3.80 4.00 4.20 4.40 4.60
59

o.w.”.“”.“?ﬁJhnﬂk.q.”.p.”?%.J.??“.”,Pﬁ,””}ﬁi,. m/z 71.05 34.58%

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #13576: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
5000
3.80 4.00 4.20 4.40 4.60
27 l m/z 41.05 22.63%
89
N | 59 101 115 130
o] SNNNESSMBMEE MBI MBS NSNS HEN LS L AN

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130

Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethyl ester
43
3.80 4.00 4.20 4.40 4.60
5000 m/z 89.10 9.10%
71
89
27
15 [ I “ 1l 5\9 1:!-5 129
LN NN || NS IS NUNMIMMMAS MMMV U -
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13575: Propanoic acid, 2-methyl-, 1-methylethy! ester e e
43 3.80 4.00 4.20 4.40 4.60
m/z 39.05 7.81%
5000
27 71
‘ 35\M“ 59 89 1020 115 130
o NI H U L

m/z--> 10 20 30 40

50 60 70 80 90 100 110 120 130

3.80 4.00 4.20 4.40 4.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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_36 14 .55 ng/ul 1604700 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 83
2 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 78
3 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 74
4 Propanoic acid. propvl ester 116 C6H1202 000106-36-5 72
5 di-tert-Butyl dicarbonate 218 C10H1805 024424-99-5 9

Abundance Scan 233 (4.357 min): BM023173.D (-229) (-) m/z 57.10 100.00%
g7
5000
75
43 R AU R
|| 87 15 147 007 400 4.20 4.40 4.60
o} NSRS ISP AR NS SN L SN m/z 75.10 36.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8163: Propanoic acid, propyl ester
57
5000 75 R L AU R
29 4.00 4.20 4.40 4.60
43 ‘ m/z 43.05 20.13%
87
0 = h”ﬁ"JP'”'PL"P"'P"'P"'P"'P"'P"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8160: Propanoic acid, propyl ester
57
29 4.00 4.20 4.40 4.60
5000 m/z 41.05 13.17%
43 S
N D N
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8157: Propanoic acid, propyl ester
57 4.00 420 4.40 4.60
m/z 42.05 9.10%
29
75
5000
0 '}?I“Lk'ww'"”I"“'I'L"I"%%ﬁ' HREL DRI B DAL S
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\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.

4.82 17.58 ng/ul 1939520 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. l-methvlethvl ester 130 C7H1402 000638-11-9 90
2 Butanoic acid. 1l-methvlethvl ester 130 C7H1402 000638-11-9 83
3 Propanoic acid. 2-methvl-., 1-met... 130 C7H1402 000617-50-5 72
4 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 64
5 Butanoic acid, l-methylethyl ester 130 C7H1402 000638-11-9 53

Abundance Scan 312 (4.822 min): BM023173.D (-303) (-) m/z 43.10 100.00%
43
71
5000
89
60 4.40 460 4.80 5.00 5.20
102 115
0 ...,....',‘:-...|!..:'.,.!..,~...-.,..1??,....,....,....,2]97.. m/z 71.10 75.91%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13515: Butanoic acid, 1-methylethyl ester
43
71
5000 SR LR LS U
440 4.60 4.80 5.00 5.20
5o 89 m/z 41.05 28.32%
2 || 102 115
G S S I SR WL L S L BN SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13507: Butanoic acid, 1-methylethyl ester
43
n IBSEBESARSE RS RRRRE R
440 4.60 4.80 5.00 5.20
5000 m/z 89.10 27 .18%
89
27 60
- N I \‘ 102 115 130
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13577: Propanoic acid, 2-methyl-, 1-methylethy! ester T BRaar
43 440 4.60 4.80 5.00 5.20

m/z 42.10 13.10%

5000
71
89
27

0...,.a..,‘....‘,....,....,....,.... L m e AL B B e e

m/z--> 20 40 60 80 100 120 140 160 180 200 4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 6

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

5.67 2.63 ng/ul 290514 1,4-Dichlorobenzene-d4 7.69
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
2 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 90
3 Butanoic acid. propvl ester 130 C7H1402 000105-66-8 83
4 Butanoic acid. butvl ester 144 C8H1602 000109-21-7 78
5 Butanoic acid, hexyl ester 172 C10H2002 002639-63-6 72

Abundance Scan 456 (5.669 min): BM023173.D (-451) (-) m/z 71.05 100.00%
M
43
89
5000
60 101 20 540 5.60 5.80 6.00
0 ! m/z 43.05 77.55%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13466: Butanoic acid, propy! ester
43 7
5000 27 8 HRRRE RN RS LRSS S
5.40 560 5.80 6.00
60 m/z 89.10 53.33%
o A | Mrusae
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13470: Butanoic acid, propy! ester
7
43 89 " 540 560 580 6.00
5000 m/z 41.05 31.49%
27 ‘ 60
0% '}?I't“ JN*""P"J'I""}?%" S DAL SIS S SR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13455: Butanoic acid, propy! ester L B B B L B
43 71 5.40 560 5.80 6.00
m/z 42.05 18.89%
27
60
15
0"'w'|”Hh'h*” ““$"ﬂ'|'* '}?%'%%ﬁ B S S S RN RN LS LRSS S
m/z--> 20 40 60 80 100 120 140 160 180 200 540 5.60 5.80 6.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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.
18.00 3.40 ng/ul 981768 Phenanthrene-d10 17.07
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 Tetradecanoic acid 228 C14H2802 000544-63-8 91
4 Tetradecanoic acid 228 C14H2802 000544-63-8 90
5 Tridecanoic acid 214 C13H2602 000638-53-9 89
Abundance Scan 2552 (17.998 min): BM023173.D (-2546) (-) m/z 73.10 100.00%
43 78
59
5000 129
97 213 DU J SN
15 | 5107171185, 00 | o0 256 2 1760 17.80 18.00 18.20 18.40
ol L m/z 43.10 86.06%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129 AR A B
ﬂmﬂmmmmmmm
m/z 60.00 81.27%
| 14M 143157171185199213
O prr—rpir

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

Abundance #107548: n-Hexadecanoic acid
43 73
5 A
17.60 17.80 18.00 18.20 18.40
5000{ 29 256 m/z 57.10 70.68%
21
0 - ‘l . I‘i‘\‘l il IH ‘: 143157171185199

m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #84453: Tetradecanoic acid

_rl_l_l_l—r!_l_l_!—r!_!_!_!—r!_!_!_!—r!_r
78 17.60 17.80 18.00 18.20 18.40
m/z 41.10 68.80%

43 5
5000 129
185 228
115
... \\ H u‘\ T H\lu\ 1‘\13157171 ‘ 199213 ‘

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17. 60 17. 80 18 00 18. 20 18 40

o
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM101519\
Data File : BM023173.D

Aca On : 15 Oct 2019 19:10

Operator :© JU

Sample : K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.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 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.29 2.08 ng/ul 742044 Chrysene-di12 21.26
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 97
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90

Abundance Scan 2772 (19.292 min): BM023173.D (-2766) (-) m/z 73.00 100.00%

43

:

5000
19.00 19.20 19.40 19.60
Obrrrprrrr m/z 43.10 97.08%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43
5000 LI I B I

19.IOO 19!20 19.I40 19!60
m/z 57.05 88.31%

185 241 284

14357171

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131258: Octadecanoic acid
43 57 73
T T T T
19.00 19.20 19.40 19.60
5000 129 m/z 60.00 80.68%
284
2? 143,171
O.HPLJM”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131262: Octadecanoic acid R RNERR RS Ry
73 19.00 19.20 19.40 19.60
43 5 m/z 55.10 76.56%
129
- [l 1 ,\/_/“JL\N
[0} R ML I A o o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.00 19.20 19.40 19.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM101519\
Data File : BM023173.D

Acq On : 15 Oct 2019 19:10

Operator : JU

Sample - K5028-16

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM101419MA_M
SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
Propanoic acid, 1... 3.66 4.6 ng/ul 505256 1 7.69 2206490 20.0
Propanoic acid, 2... 4.19 10.0 ng/ul 1105920 1 7.69 2206490 20.0
Propanoic acid, p.--. 4_36 14.6 ng/ul 1604700 1 7.69 2206490 20.0
Butanoic acid, 1-... 4.82 17.6 ng/ul 1939520 1 7.69 2206490 20.0
Butanoic acid, pr... 5.67 2.6 ng/ul 290514 1 7.69 2206490 20.0
n-Hexadecanoic acid 18.00 3.4 ng/ul 981768 4 17.07 5771520 20.0
Octadecanoic acid 19.29 2.1 ng/ul 742044 5 21.26 7131960 20.0
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