LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011720\
Data File : BM024526.D

Aca On : 18 Jan 2020 09:27

Operator :© JU

Sample : L1169-10

Misc :

ALS Vial : 30 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-BMO11520MA.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 3.057 26 29 32 rBv 37733 47307 0.59% 0.068%
2 3.093 32 35 43 rVB 85803 121475 1.53% 0.174%
3 3.169 45 48 52 rvB2 9682 11716 0.15% 0.017%
4 3.675 129 134 139 rBv4 15300 24691 0.31% 0.035%
5 3.763 146 149 157 rVB4 9358 13747 0.17% 0.020%
6 4.146 210 214 219 rBV 26248 32360 0.41% 0.046%
7 5.434 429 433 440 rvv3 16037 23838 0.30% 0.034%
8 5.522 444 448 454 rBV4 6097 11328 0.14% 0.016%
9 5.757 484 488 493 rVB5 6317 10664 0.13% 0.015%
10 6.222 563 567 573 rBv4 4614 8768 0.11% 0.013%

11 6.645 633 639 656 rvB2 175094 329681 4_.15% 0.472%
12 6.804 658 666 675 rvv 544347 834577 10.49% 1.195%
13 6.998 692 699 707 rBvV 655297 1048980 13.19% 1.502%
14 7.334 751 756 761 rVB5 8795 13351 0.17% 0.019%
15 7.457 770 777 786 rBV 795765 1236743 15.55% 1.771%

16 7.528 786 789 796 rVB5 7731 15791 0.20% 0.023%
17 7.763 826 829 834 rVB4 7113 11386 0.14% 0.016%
18 7.916 848 855 860 rBv4 6759 12890 0.16% 0.018%
19 8.163 889 897 908 rBV 552670 868992 10.93% 1.244%
20 8.422 936 941 949 rBV2 21345 44744 0.56% 0.064%

21 8.592 963 970 980 rvv 844742 1330285 16.73% 1.905%
22 8.675 980 984 988 rVB6 4774 8204 0.10% 0.012%
23 8.939 1023 1029 1045 rVB 557643 852319 10.72% 1.220%
24 9.098 1045 1056 1066 rBV 243043 502501 6.32% 0.720%
25 9.310 1084 1092 1101 rBV 734085 1214610 15.27% 1.739%

26 9.386 1103 1105 1111 rVB4 7508 8565 0.11% 0.012%
27 9.616 1141 1144 1148 rBV3 5260 8231 0.10% 0.012%
28 9.845 1175 1183 1192 rBV 1145613 1860005 23.39% 2.663%
29 10.216 1238 1246 1258 rBV 1164978 1882932 23.68% 2.696%
30 10.351 1264 1269 1277 rBV 62418 110666 1.39% 0.158%

31 10.469 1284 1289 1295 rBvV4 3801 8601 0.11% 0.012%
32 11.810 1512 1517 1523 rVB2 20031 34066 0.43% 0.049%
33 12.263 1589 1594 1601 rVB5 12086 22011 0.28% 0.032%
34 12.539 1638 1641 1648 rBv4 7018 14159 0.18% 0.020%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011720\
Data File : BM024526.D

Aca On : 18 Jan 2020 09:27

Operator :© JU

Sample : L1169-10

Misc :

ALS Vial : 30 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-BMO11520MA_.M
Title = SVOA CALIBRATION
35 12.721 1667 1672 1674 rBV3 7088 10062 0.13% 0.014%

36 13.527 1802 1809 1814 rBV 2670134 3625304 45.59% 5.191%
37 13.568 1814 1816 1824 rVB 154524 198384 2.49% 0.284%
38 13.786 1846 1853 1866 rBV 2608937 3836344 48.24% 5.493%

39 13.910 1869 1874 1881 rBvV4 8096 16402 0.21% 0.023%
40 14.015 1887 1892 1896 rBV2 11646 20070 0.25% 0.029%
41 14.104 1901 1907 1914 rVB 2060788 2962652 37.25% 4.242%
42 14.192 1919 1922 1926 rVB5 6952 8103 0.10% 0.012%
43 14.245 1928 1931 1937 rVB3 9687 12524 0.16% 0.018%
44 14.310 1937 1942 1958 rBVY 235098 402608 5.06% 0.576%
45 14.562 1982 1985 1989 rBV3 6667 8041 0.10% 0.012%
46 14.957 2048 2052 2055 rBV3 7593 9994 0.13% 0.014%
47 15.015 2058 2062 2068 rVV5 7058 13450 0.17% 0.019%

48 15.104 2068 2077 2091 rVvV 3902714 5255447 66.08% 7.525%
49 15.221 2091 2097 2113 rVV 1312538 1846936 23.22% 2.645%

50 15.345 2113 2118 2123 rVB 42537 62908 0.79% 0.090%
51 15.886 2205 2210 2218 rBV6 14929 29614 0.37% 0.042%
52 16.045 2232 2237 2241 rBV5 4626 8366 0.11% 0.012%
53 16.633 2335 2337 2341 rVV3 9460 11703 0.15% 0.017%
54 16.674 2341 2344 2347 rVB2 8471 8261 0.10% 0.012%
55 16.780 2357 2362 2364 rBV 10361 13258 0.17% 0.019%

56 16.851 2368 2374 2383 rVV 2743666 3776825 47.49% 5.408%
57 16.951 2384 2391 2406 rVB 4777289 6493974 81.66% 9.299%

58 17.098 2412 2416 2420 rVB7 9508 17724 0.22% 0.025%
59 17.656 2507 2511 2515 rBV5 4442 8192 0.10% 0.012%
60 17.792 2527 2534 2542 rBV 277967 402986 5.07% 0.577%
61 18.068 2577 2581 2585 rBV2 12786 19634 0.25% 0.028%
62 18.809 2705 2707 2711 rBV5 8309 10160 0.13% 0.015%
63 18.886 2716 2720 2725 rVV 58956 78505 0.99% 0.112%
64 19.086 2750 2754 2759 rBV 99296 125955 1.58% 0.180%
65 19.139 2759 2763 2768 rVB 49558 72236 0.91% 0.103%
66 19.256 2776 2783 2790 rBV 6163284 7952594 100.00% 11.387%
67 19.509 2822 2826 2829 rBV 14285 18760 0.24% 0.027%
68 19.556 2830 2834 2837 rBV5 8664 10551 0.13% 0.015%
69 19.821 2876 2879 2883 rBV5 28513 38574 0.49% 0.055%

70 20.815 3044 3048 3054 rBV 786132 958954 12.06% 1.373%
71 21.056 3084 3089 3098 rBV 3595568 4536678 57.05% 6.496%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011720\
Data File : BM024526.D

Aca On : 18 Jan 2020 09:27

Operator :© JU

Sample : L1169-10

Misc :

ALS Vial : 30 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-BMO11520MA_.M
Title = SVOA CALIBRATION
72 21.268 3122 3125 3130 rVB2 83554 90673 1.14% 0.130%

73 21.691 3194 3197 3202 rVB3 150538 187785 2.36% 0.269%
74 22.127 3268 3271 3277 rVB 196273 247165 3.11% 0.354%
75 22.609 3349 3353 3363 rVB 258895 363559 4._.57% 0.521%

76 23.044 3420 3427 3438 rBV 4415607 7688673 96.68% 11.009%
77 23.180 3439 3450 3459 rVB 2461133 4767236 59.95% 6.826%
78 23.744 3541 3546 3551 rVB 246483 414992 5.22% 0.594%
79 23.809 3553 3557 3563 rVB5 160367 271366 3.41% 0.389%
80 24.432 3659 3663 3670 rVB2 192014 343446 4._.32% 0.492%

Sum of corrected areas: 69837812
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011720\
Data File : BM024526.D

Aca On : 18 Jan 2020 09:27

Operator :© JU

Sample : L1169-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011520MA_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM024526.D
6000000

5000000

4000000

3000000

2000000
9.85 10.22

1000000 8.59
6.86.00 8.16 894 931
@g@7 3876 4.15 5835.76  6.22 66%,& 73 5@7392A 84 67 3962 19857
T , :

e e L L T

Time--> 3. OO 3. 50 400 450 500 550 6.00 650 7. OO 7. 50 8. OO 8 50 9 OO 9 50 10 OO 10.50 11.00 11.50
Abundance TIC: BM024526.D
6000000 19126

5000000 16.95
4000000 15.10
3000000

13.583.79 16.95

2000000

1000000

1.81 12.262.52.72

0! m w a = A - A
Time--> 12.00 12,50 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
Abundance TIC: BM024526.D
6000000
5000000 23.04

4000000 21.06
3000000 03.18
2000000
1000000 20.82

2213 2261 233741 24.43
2127 21.69 %S\ A o

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 2500 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\HPCHEMI\BNA M\DATA\BM011720\
Data File : BM024526.D

Aca On : 18 Jan 2020 09:27

Operator :© JU

Sample : L1169-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011520MA_M
Quant Title : 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 Triethyl phosphate Concentration Rank 1

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

8.94 9.05 ng/ul 852319 Naphthalene-d8 10.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Triethvl phosphate 182 C6H1504P 000078-40-0 98
2 Triethvl phosphate 182 C6H1504P 000078-40-0 91
3 Triethvl phosphate 182 C6H1504P 000078-40-0 90
4 Butvl diethvl phosphate 210 C8H1904P 1000298-58-0 53
5 Phosphoric acid, diethyl octyl e... 266 C12H2704P 1000308-90-4 53

Abundance Scan 1029 (8.939 min): BM024526.D (-1023) (-) m/z 99.00 100.00%
P 155
a1 127
5000 109
45 139 aEN &R 000 050
65 ‘ 182 8.60 8.80 9.00 9.20
0 ...,....,'.'-...,.'...,'..'.-.,..'|..,.|'...'",...-.',1.6.7..,'....,210.7.. m/z 155.00 82.95%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47438: Triethyl phosphate
99
155
127
5000 81 SRR SR SR R
29 109 8.60 8.80 9.00 9.20
m/z 127.00 55.39%
; .??,.whw..,».\...,‘?ﬁ..,»..\..,..»\..,.\»..Tﬁ?...w,l.ez
m/z--> 20 60 80 100 120 140 160 180 200
Abundance
99
155 SRR RS RARSE SRS
8.60 8.80 9.00 9.20
5000 81 109 27 m/z 81.00 51.23%
29
45
65 138 167 182
G S S U S UL L L I WAL WL
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47440: Trlethyl phosphate T l LALIL L L B L L L
99 155 8.60 8.80 9.00 9.20
m/z 109.00 38.16%
127
5000 81 109
29
182
s | L L
0"'|'“'|"“|'"w""|“"|'”'|"”|'“'w""w"' SRR SR R R
m/z--> 60 80 100 120 140 160 180 200 8.60 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011720\
Data File : BM024526.D

Aca On : 18 Jan 2020 09:27

Operator :© JU

Sample : L1169-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011520MA_M
Quant Title : 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 Hexanoic acid, 3,5,5-trimet... Concentration Rank 2

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

9.10 5.34 ng/ul 502501 Naphthalene-d8 10.22
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 72
2 Hexanoic acid. 3.5.5-trimethvl- 158 C9H1802 003302-10-1 72
3 3.3-Dimethvlheptanoic acid 158 C9H1802 067061-30-7 64
4 Hexanoic acid. 3.5.5-trimethvl-.... 512 C30H5606 056554-53-1 62
5 Hexanoic acid, 3,5,5-trimethyl- 158 C9H1802 003302-10-1 49

Abundance Scan 1056 (9.098 min): BM024526.D (-1045) (-) m/z 57.10 100.00%
57 q
83
5000
3
103 155 267 355 8.80 9.00 9.20 9.40
143 : : : :
ol L 12198 228 m/z 83.10 54.19%
m/z--> 50 100 150 200 250 300 350
Abundance #30257: Hexanoic acid, 3,5,5-trimethyl-
57
5000
83 8.80 9.00 9.20 9.40
29 03 m/z 41.10 53.14%
- 125143
0 o e Y LI N w2 et
m/z--> 50 100 150 200 250 300 350
Abundance
57
8.80 9.00 9.20 9.40
5000 83 m/z 55.10 24 .72%
29 103 125143
N s L (L LN WL W
m/z--> 50 100 150 200 250 300 350
Abundance #30216: 3,3-Dimethylheptanoic acid
5 8.80 9.00 9.20 9.40
m/z 56.10 23.26%
5000 83
3
29 1%5143
0‘ ‘..“.”.‘...‘.................
m/z--> 50 160 1%0 260 2%0 360 3%0 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011720\
Data File : BM024526.D

Aca On : 18 Jan 2020 09:27

Operator :© JU

Sample : L1169-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011520MA_M
Quant Title : 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.79 2.13 ng/ul 402986 Phenanthrene-d10 16.85
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 97
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 72
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 2534 (17.792 min): BM024526.D (-2527) (-) m/z 73.05 100.00%
78
5000 _~_~_M,-Wv~_ﬂjk~k¢k~_w_kwﬁ~m~
—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—r
17.40 17.60 17.80 18.00 18.20
(o} m/z 43.05 93.31%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 SRR UL UG BN BN
83 17.40 17.60 17.80 18.00 18.20
157 213 m/z 60.00 89.26%
143 171185199
0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 73
57
17.40 17.60 17.80 18.00 18.20
5000 29 256 m/z 41.05 79.91%

129

97 145 213
143197171185,99 | 227,

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

Abundance #95851: Pentadecanoic acid
3 | 78 17.40 17.60 17.80 18.00 18.20
5 m/z 55.00 77.57%

5000 129
29
199
143157171185 242
0 15

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM011720\
Data File : BM024526.D

Aca On : 18 Jan 2020 09:27

Operator :© JU

Sample : L1169-10

Misc :

ALS Vial : 30 Sample Multiplier: 1

Quant Method
Quant Title :

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011520MA_M
SVOA CALIBRATION

C:\DATABASENNIST11.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 4 1-Heptacosanol Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
20.82 4.23 ng/ul 958954 Chrysene-di12 21.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1-Heptacosanol 396 C27H560 002004-39-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 95
3 n-Tetracosanol- 354 C24H500 000506-51-4 95
4 Behenic alcohol 326 C22H460 000661-19-8 95
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94

Abundance Scan 3049 (20.821 min): BM024526.D (-3044) (-) m/z 43.10 100.00%
83
5000 111 A\
l 139 20,60 20.80 21.00 21.20
163182 207 252 280 : : : .
0 ol o rrote | 'm/z 55.10 97.69%
m'z--> 50 100 150 200 250 300 350
Abundance #210517: 1-Heptacosanol
57 | 97
5000 LA L L Y L L L LB
125 20.60 20.80 21.00 21.20
m/z 57.05 91.66%
L 2L L1011 509 296 oma 200 a0 350 318
T T T T T [ T et
mz--> 50 100 150 200 250 300 350
Abundance
55 83
R R
20.60 20.80 21.00 21.20
5000 111 m/z 83.10 89.09%
29
o 139 167 106 238 266 204
e T T T s SRR TR
mz--> 50 100 150 200 250 300 350
Abundance #186968: n-Tetracosanol-1 I R EEEEE e
8 20.60 20.80 21.00 21.20
m/z 97.10 84 .15%
5000 i
139
ol LIl f ), 167 195 222 250 280 308 336 ~
. R T TP T
mz--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM011720\
Data File : BM024526.D

Acq On : 18 Jan 2020 09:27

Operator : JU

Sample : L1169-10

Misc :

ALS Vial =: 30 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM0O11520MA_M
Quant Title : 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]
Triethyl phosphate 8.94 9.1 ng/ul 852319 2 10.22 1882930 20.0
Hexanoic acid, 3,... 9.10 5.3 ng/ul 502501 2 10.22 1882930 20.0
n-Hexadecanoic acid 17.79 2.1 ng/ul 402986 4 16.85 3776830 20.0
1-Heptacosanol 20.82 4.2 ng/ul 958954 5 21.06 4536680 20.0
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