LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020415.D

Aca On : 19 May 2019 01:05

Operator : JU/SJ

Sample : K2690-11

Misc :

ALS Vial : 19 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-BMO51619MA .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 3.740 124 128 136 rVB 145755 200339 6.82% 0.734%
2 4 _.957 333 335 340 rVB 18382 22457 0.76% 0.082%
3 6.910 660 667 680 rBV 491528 849110 28.89% 3.111%
4 7.081 690 696 707 rVB 385473 630502 21.45% 2.310%
5 7.269 722 728 738 rBV 567005 898345 30.57% 3.292%
6 7.739 801 808 819 rBV 549253 874054 29.74% 3.203%
7 8.445 922 928 944 rVB 424038 724937 24.67% 2.656%
8 8.910 999 1007 1018 rBV 490283 840833 28.61% 3.081%
9 9.239 1060 1063 1068 rBv4 2811 4622 0.16% 0.017%
10 9.416 1091 1093 1098 rvVvB2 6400 7989 0.27% 0.029%
11 9.622 1122 1128 1141 rBV 407063 697904 23.75% 2.557%
12 9.863 1164 1169 1172 rVB3 2715 4364 0.15% 0.016%
13 10.033 1194 1198 1204 rVB4 2404 4399 0.15% 0.016%
14 10.157 1212 1219 1232 rBvV 619260 1087657 37.01% 3.985%
15 10.474 1267 1273 1276 rBVv4 4446 6172 0.21% 0.023%

16 10.533 1276 1283 1290 rBV 683450 1149469 39.11% 4.212%
17 10.680 1302 1308 1321 rBV 186322 395599 13.46% 1.450%

18 11.316 1410 1416 1423 rVB5 3933 11155 0.38% 0.041%
19 11.516 1447 1450 1454 rBvV4 3300 5344 0.18% 0.020%
20 11.927 1516 1520 1527 rVB4 4877 8841 0.30% 0.032%
21 12.127 1549 1554 1561 rVB4 8613 17132 0.58% 0.063%
22 12.198 1563 1566 1568 rBV2 2892 3508 0.12% 0.013%
23 12.568 1626 1629 1632 rBV3 3136 3350 0.11% 0.012%
24 12.739 1653 1658 1665 rVB7 3981 9444 0.32% 0.035%
25 12.892 1680 1684 1691 rVB3 9228 14705 0.50% 0.054%
26 12.974 1696 1698 1704 rVB5 6115 8023 0.27% 0.029%
27 13.145 1723 1727 1729 rBvV4 4050 5800 0.20% 0.021%
28 13.186 1729 1734 1738 rVVv4 11432 18799 0.64% 0.069%
29 13.239 1741 1743 1746 rVB3 3970 5009 0.17% 0.018%
30 13.345 1759 1761 1764 rVB4 4549 4898 0.17% 0.018%
31 13.421 1770 1774 1778 rVB3 4669 7392 0.25% 0.027%
32 13.480 1778 1784 1785 rBV5 2693 3431 0.12% 0.013%
33 13.568 1796 1799 1804 rVB4 8316 11709 0.40% 0.043%
34 13.621 1804 1808 1810 rBV3 5828 6453 0.22% 0.024%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020415.D

Aca On : 19 May 2019 01:05

Operator : JU/SJ

Sample : K2690-11

Misc :

ALS Vial : 19 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-BMO51619MA_M
Title = SVOA CALIBRATION
35 13.762 1829 1832 1833 rBV2 7247 6977 0.24% 0.026%

36 13.804 1833 1839 1843 rVV 1091764 1511807 51.44% 5.539%
37 13.845 1843 1846 1852 rVV 166604 231080 7.86% 0.847%

38 13.898 1852 1855 1860 rVB5 6368 9155 0.31% 0.034%
39 13.974 1860 1868 1871 rBV10 3702 8172 0.28% 0.030%
40 14.039 1871 1879 1881 rBVS 4738 11260 0.38% 0.041%
41 14.086 1881 1887 1896 rBV 1202204 1735386 59.05% 6.359%
42 14.198 1903 1906 1912 rVB5 7809 15372 0.52% 0.056%
43 14.268 1912 1918 1924 rBV3 21741 37952 1.29% 0.139%
44 14.333 1927 1929 1930 rVV 8297 6576 0.22% 0.024%
45 14.392 1933 1939 1951 rVv2 875691 1401529 47.69% 5.135%
46 14.474 1951 1953 1955 rVv3 3968 3419 0.12% 0.013%
47 14.527 1959 1962 1965 rVB5 3308 4552 0.15% 0.017%
48 14.610 1970 1976 1989 rBV 225179 458427 15.60% 1.680%
49 14.780 1999 2005 2011 rBVS 19959 44433 1.51% 0.163%
50 14.821 2011 2012 2017 rVB5 10043 8130 0.28% 0.030%
51 14.862 2017 2019 2022 rBV3 9696 12336 0.42% 0.045%
52 14.957 2033 2035 2038 rVB3 5219 3456 0.12% 0.013%
53 15.009 2040 2044 2047 rBV5 8496 14335 0.49% 0.053%
54 15.062 2050 2053 2057 rVB5 5917 6708 0.23% 0.025%
55 15.109 2057 2061 2064 rVB5 3822 6490 0.22% 0.024%
56 15.168 2066 2071 2075 rBV6 12745 21933 0.75% 0.080%
57 15.221 2076 2080 2084 rVB3 29121 37597 1.28% 0.138%
58 15.392 2102 2109 2114 rBV 1347995 1994078 67.85% 7.307%
59 15.445 2115 2118 2122 rVB6 20720 29278 1.00% 0.107%
60 15.527 2127 2132 2140 rVV 181293 250685 8.53% 0.919%
61 15.627 2144 2149 2153 rVB3 34438 51621 1.76% 0.189%
62 15.698 2159 2161 2162 rBV2 5277 4010 0.14% 0.015%
63 15.845 2182 2186 2191 rVB7 7811 11890 0.40% 0.044%
64 15.886 2191 2193 2195 rBV3 5886 4968 0.17% 0.018%
65 16.104 2223 2230 2235 rBV5 51879 123039 4._.19% 0.451%
66 16.168 2239 2241 2245 rVB5 8771 10860 0.37% 0.040%
67 16.204 2245 2247 2248 rBV2 5159 4172 0.14% 0.015%
68 16.251 2251 2255 2257 rBV4 11116 12832 0.44% 0.047%
69 16.339 2268 2270 2275 rBV6 5418 6431 0.22% 0.024%
70 16.539 2300 2304 2308 rVB6 15959 22573 0.77% 0.083%
71 16.598 2312 2314 2316 rVB3 6821 4223 0.14% 0.015%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020415.D

Aca On : 19 May 2019 01:05

Operator : JU/SJ

Sample : K2690-11

Misc :

ALS Vial : 19 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-BMO51619MA_M
Title = SVOA CALIBRATION

72 16.651 2320 2323 2326 rBv4 12537 18295 0.62% 0.067%
73 16.739 2337 2338 2340 rBV2 6380 4521 0.15% 0.017%
74 16.880 2358 2362 2365 rBV 35212 41260 1.40% 0.151%
75 16.927 2365 2370 2374 rVV3 47154 69448 2.36% 0.254%

76 17.145 2401 2407 2413 rBV2 965639 1376082 46.82% 5.042%
77 17.245 2418 2424 2431 rVB 1293868 1815936 61.79% 6.654%

78 17.615 2484 2487 2491 rBV 35427 41093 1.40% 0.151%
79 18.021 2552 2556 2563 rBV2 192254 332945 11.33% 1.220%
80 18.315 2603 2606 2611 rVB4 27062 33463 1.14% 0.123%

81 19.544 2810 2815 2820 rBV 1529176 2040867 69.44% 7.478%
82 20.456 2967 2970 2974 rBV 322100 367243 12.50% 1.346%
83 21.027 3065 3067 3072 rVB 260447 296159 10.08% 1.085%
84 21.338 3116 3120 3125 rBV 986641 1243737 42.32% 4 _557%
85 23.474 3478 3483 3499 rVB 1273548 2938901 100.00% 10.769%

Sum of corrected areas: 27291437
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

LSC Report - Integrated Chromatogram

Z:\SVOASRVA\HPCHEMI\BNA M\DATA\BMO051819\

BM020415.D

19 May 2019 01:05

JussJ

K2690-11

19 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_M
SVOA CALIBRATION

C:\DATABASENNISTO2.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020415.D

Aca On : 19 May 2019 01:05

Operator : JU/SJ

Sample : K2690-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_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 unknown-01 Concentration Rank 4

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

3.74 4.58 ng/ul 200339 1,4-Dichlorobenzene-d4 7.74
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pvrrolidinone 85 C4H7NO 000616-45-5 40
2 Thiazole 85 C3H3NS 000288-47-1 9
3 2-Pvrrolidinone 85 C4H7NO 000616-45-5 9
4 Methacrvlamide 85 C4H7NO 000079-39-0 9
5 2-Furanmethanol, tetrahydro-5-me... 116 C6H1202 054774-28-6 9

Abundance Scan 128 (3.740 min): BM020415.D (-124) (-) m/z 85.00 100.00%
85
5000 41
‘ 60
3.40 3.60 3.80 4.00
...,....,....,..3.6:|!!.‘.‘7.,‘?3..'.!....,73..77.,..:.,.93...,. m/z 41.05 44.66%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1519: 2-Pyrrolidinone
85
41
5000 T TT T T T T T
3.40 3.60 3.80 4.00
56 m/z 43.05 31.78%
36|46 51| 63 69 77 |, 20
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1511: Thiazole
sg 85
340 360 3.80 400
5000 m/z 39.00 24 _41%
26 45
| 33 40 | o1 ““ 65 70 79 |,
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #1517: 2-Pyrrolidinone LI A
85 3.40 3.60 3.80 4.00
30 42 m/z 60.00 20.85%
5000
56
15 o8| 37l s 66 ‘ .
m/z--> 10 20 30 40 50 60 70 8 9 100 340 360 3.80 400
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020415.D

Aca On : 19 May 2019 01:05

Operator : JU/SJ

Sample : K2690-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.02 4.84 ng/ul 332945 Phenanthrene-d10 17.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 92
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 76
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 Tridecanoic acid 214 C13H2602 000638-53-9 60

Abundance Scan 2556 (18.021 min): BM020415.D (-2552) (-) m/z 73.00 100.00%

43 §
5000

17.80 18.00 18.20 18.40
m/z 60.00 77.37%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43

60

5000 I
17.80 18.00 18.20 18.40

m/z 43.05 55.82%

83 129 256
By M|gﬂ 1S | 1s187171185100213297 247"

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92226: n-Hexadecanoic acid
43 73

5 17.80 18.00 18.20 18.40
5000{ 29 m/z 57.10 53.81%

129 256
97 115 213
Lo L 143157171185199° 227
m/z--> 2I0 4I0 6I0 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid N B B !
43 73 17.80 18.00 18.20 18.40

5 m/z 55.10 53.13%

50001 29 256

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

21
143157171185, 99
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020415.D

Aca On : 19 May 2019 01:05

Operator : JU/SJ

Sample : K2690-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_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 9-Octadecenamide, (Z)- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

20.46 5.91 ng/ul 367243 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 87
2 Tetradecanamide 227 C14H29NO 000638-58-4 72
3 9-Octadecenamide. (2)- 281 C18H35NO0 000301-02-0 58
4 Hexadecanamide 255 C16H33NO 000629-54-9 56
5 7-Nonenamide 155 C9H17NO 090949-53-4 50

Abundance Scan 2971 (20.462 min): BM020415.D (-2967) (-) m/z 72.05 100.00%

5000

[

20.20 20.40 20.60 20.80
m/z 59.00 98.25%

126

154184 238 281 316343 306 428457 502 546

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #106877: 9-Octadecenamide, (2)-
5000 T TT T T TT T T T T T 11

20. 20 20 40 20 60 20. 80
m/z 55.10 42 _.09%

154 184511238

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #74437: Tetradecanamide
59

§

20.20 20.40 20.60 20.80
5000 m/z 69.10 38.97%

%

29
“h 86 12854184 pp7

N e M

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #106874: 9-Octadecenamide, (2)- L ML B e )
59 20.20 20.40 20.60 20.80
m/z 41.10 36.30%
290 | ﬁﬁ}}ﬁ‘154184 2202532?

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 20. 20 20 40 20 60 20. 80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM051819\
Data File : BM020415.D

Aca On : 19 May 2019 01:05

Operator : JU/SJ

Sample : K2690-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.03 4.76 ng/ul 296159 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclotetradecane 196 C14H28 000295-17-0 90
2 Cvclotriacontane 420 C30H60 000297-35-8 89
3 1-Octadecene 252 C18H36 000112-88-9 84
4 1-Hexacosanol 382 C26H540 000506-52-5 81
5 1-Tetracosanol 354 C24H500 000506-51-4 76
Abundance Scan 3068 (21.033 min): BM020415.D (-3065) (-) m/z 57.10 100.00%
| 1 M
5000
161 207235 283 470 521 20.80 21.00 21.20 21.40
i 4321378209438 %9 "m/z 83.10 100.00%
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #53619: Cyclotetradecane
g5
83
5000 LB SULRULE UL BRI B
20.80 21.00 2120 21.40
11 m/z 69.10 91.69%
2y l 1139168196
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #160372: Cyclotriacontane
g7
97 AR SR SN BN SO
420 20.80 21.00 21.20 21.40
5000 m/z 97.10 80.89%
25
29| | | l f53181209237g§5293 335363392
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89782: 1-Octadecene Al EREEEEET S
43 20.80 21.00 21.20 21.40
83 m/z 55.10 75.98%
5000 ,x,~¢mﬂr»ﬂn~”A\”“WMNAWAMJ\V
11
‘ l 1140168196224252
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 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\BM051819\
Data File : BM020415.D

Acq On : 19 May 2019 01:05

Operator : JU/SJ

Sample - K2690-11

Misc :

ALS Vial : 19 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BMO51619MA_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]
unknown-01 3.74 4.6 ng/ul 200339 1 7.74 874054 20.0
n-Hexadecanoic acid 18.02 4.8 ng/ul 332945 4 17.14 1376080 20.0
9-Octadecenamide, ... 20.46 5.9 ng/ul 367243 5 21.33 1243740 20.0
(DEL) Alkane: Str... 21.03 4.8 ng/ul 296159 5 21.33 1243740 20.0
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