LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082319\
Data File : BM022287.D

Aca On : 24 Aug 2019 10:55

Operator : HP/JU

Sample : K4242-05

Misc :

ALS Vial : 40 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-BM082219MA .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 3.105 18 20 23 rvv2 1056 873 0.11% 0.010%
2 3.134 23 25 31 rvB2 3143 4974 0.60% 0.056%
3 3.634 108 110 113 rVB3 963 1101 0.13% 0.012%
4 3.663 113 115 118 rBvV3 844 947 0.11% 0.011%
5 3.722 124 125 129 rVB3 1382 1555 0.19% 0.018%
6 3.816 139 141 144 rVB 2041 2162 0.26% 0.024%
7 3.852 144 147 149 rBvV2 1046 1325 0.16% 0.015%
8 4.110 188 191 195 rvVvB 649 1060 0.13% 0.012%
9 5.004 339 343 346 rVB2 603 1012 0.12% 0.011%
10 6.275 556 559 562 rBV 542 959 0.12% 0.011%
11 6.640 618 621 624 rBV 685 978 0.12% 0.011%

12 6.746 632 639 650 rBv 77356 142786 17.20% 1.617%
13 6.916 662 668 683 rvB 57883 103221 12.44% 1.169%
14 7.093 692 698 709 rvB 97236 156245 18.83% 1.770%
15 7.551 770 776 786 rBV 141723 227532 27.42% 2.577%

16 7.857 825 828 830 rBvV 551 846 0.10% 0.010%
17 8.040 857 859 864 rvB 650 1001 0.12% 0.011%
18 8.275 893 899 912 rBV2 106986 181165 21.83% 2.052%
19 8.728 970 976 990 rBV 90940 157662 19.00% 1.786%
20 9.434 1091 1096 1107 rBV 81057 135962 16.38% 1.540%

21 9.969 1181 1187 1206 rBV 103355 207015 24.94% 2.345%
22 10.328 1241 1248 1258 rBV 211951 339832 40.95% 3.849%
23 10.498 1272 1277 1295 rBV 71869 160035 19.28% 1.813%
24 10.781 1323 1325 1329 rBV 530 937 0.11% 0.011%
25 11.951 1521 1524 1527 rVB2 881 1211 0.15% 0.014%

26 13.633 1805 1810 1815 rBV 238398 345187 41.59% 3.910%
27 13.686 1815 1819 1829 rVB 53203 78740 9.49% 0.892%
28 13.904 1850 1856 1867 rBV 276323 399485 48.13% 4_.525%
29 14.210 1902 1908 1920 rVB 353404 499795 60.22% 5.661%

30 14.486 1950 1955 1969 rBV2 32429 90854 10.95% 1.029%
31 14.898 2021 2025 2026 rBV 564 830 0.10% 0.009%
32 15.216 2073 2079 2089 rVB 338774 501609 60.44% 5.682%
33 15.380 2103 2107 2117 rBV 58388 91060 10.97% 1.031%
34 15.451 2117 2119 2123 rVB3 1427 1884 0.23% 0.021%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082319\
Data File : BM022287.D

Aca On : 24 Aug 2019 10:55

Operator : HP/JU

Sample : K4242-05

Misc :

ALS Vial : 40 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-BM082219MA_.M
Title = SVOA CALIBRATION

35 15.568 2136 2139 2142 rVB 854 1017 0.12% 0.012%
36 15.598 2142 2144 2147 rBV 882 995 0.12% 0.011%
37 16.380 2275 2277 2281 rBV2 609 934 0.11% 0.011%

38 16.974 2372 2378 2385 rBV2 457089 641831 77.33% 7.270%
39 17.074 2389 2395 2404 rBV 395473 563591 67.91% 6.384%

40 17.339 2438 2440 2444 rVB2 774 1039 0.13% 0.012%
41 17.457 2457 2460 2464 rBVY 924 1022 0.12% 0.012%
42 17.533 2471 2473 2477 rVB 919 971 0.12% 0.011%
43 17.739 2506 2508 2511 rBV2 1394 1706 0.21% 0.019%
44 17.868 2525 2530 2539 rBV2 61011 82705 9.97% 0.937%
45 17.945 2541 2543 2548 rVV3 2347 3296 0.40% 0.037%
46 18.015 2552 2555 2560 rVB2 1363 1825 0.22% 0.021%
47 18.086 2563 2567 2571 rBV2 1022 1412 0.17% 0.016%
48 18.245 2593 2594 2598 rBV3 670 830 0.10% 0.009%
49 18.380 2614 2617 2618 rBV2 1240 983 0.12% 0.011%
50 18.480 2631 2634 2636 rBV 1154 1265 0.15% 0.014%
51 18.574 2648 2650 2651 rBV 1508 887 0.11% 0.010%
52 18.668 2665 2666 2668 rBV2 1107 1060 0.13% 0.012%
53 18.786 2684 2686 2689 rVB2 1748 1570 0.19% 0.018%
54 18.809 2689 2690 2692 rBV 1327 1255 0.15% 0.014%
55 19.015 2721 2725 2727 rBV 3933 4770 0.57% 0.054%
56 19.039 2727 2729 2731 rVB2 2019 1516 0.18% 0.017%
57 19.092 2736 2738 2741 rBV2 889 882 0.11% 0.010%
58 19.127 2741 2744 2745 rVB3 1305 1124 0.14% 0.013%
59 19.156 2745 2749 2755 rBV5 17075 23613 2.85% 0.267%
60 19.268 2765 2768 2772 rVB4 2234 3200 0.39% 0.036%
61 19.315 2775 2776 2778 rBV2 1713 1128 0.14% 0.013%
62 19.380 2781 2787 2793 rBV 573418 743482 89.58% 8.422%
63 19.456 2798 2800 2803 rVB4 2553 2325 0.28% 0.026%
64 19.492 2803 2806 2807 rBV3 2098 2139 0.26% 0.024%

65 20.886 3039 3043 3052 rBV2 82602 128596 15.49% 1.457%

66 21.186 3089 3094 3101 rBV 690633 829948 100.00% 9.401%

67 21.768 3191 3193 3197 rBvV4 13943 17329 2.09% 0.196%
68 22.192 3262 3265 3270 rVB 46138 54922 6.62% 0.622%
69 22.315 3281 3286 3290 rBV 276989 340541 41.03% 3.857%
70 22.680 3344 3348 3354 rVB 54633 76270 9.19% 0.864%

71 23.233 3436 3442 3450 rVB 370132 691453 83.31% 7.832%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082319\
Data File : BM022287.D

Aca On : 24 Aug 2019 10:55

Operator : HP/JU

Sample : K4242-05

Misc :

ALS Vial : 40 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 - 0 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-BM082219MA .M
SVOA CALIBRATION

72 23.374 3460 3466 3473 rBV 357383 658794 79.38% 7.462%
73 23.833 3541 3544 3550 rVB 59775 94194 11.35% 1.067%

Sum of corrected areas: 8828260
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082319\
Data File : BM022287.D

Aca On : 24 Aug 2019 10:55

Operator : HP/JU

Sample : K4242-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA _M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BM022287.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082319\
Data File : BM022287.D

Aca On : 24 Aug 2019 10:55

Operator : HP/JU

Sample : K4242-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA _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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.87 2.58 ng/ul 82705 Phenanthrene-d10 16.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 68
Abundance Scan 2530 (17.868 min): BM022287.D (-2525) (-) m/z 73.00 100.00%
55 73
5000 129 013
o8 185 256
1S | g 107 g | 227 081 17.60 17.80 18.00 18.20
m/z 41.10 96.33%
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260 280
Abundance #92228: n-Hexadecanoic acid
48 78
A A A
5000{ 29 256 UL B BN BRI UL
17.60 17.80 18.00 18.20
21 m/z 60.00 89.28%
L 143157171185, 99
m/z--> ﬁo 45 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
43
60 '17.60 17.80 18.00 18.20
5000 m/z 43.00 89.21%
83 129
I . \“ Jl %Z 1157 1431571711851992132272422\6
m/z--> ﬁo 45 ' 85 160 150 1&0 160 180 200 220 240 2éo 2é0
Abundance #65565: Tridecanoic acid e
78 17.60 17.80 18.00 18.20
43 ¢ m/z 55.00 84 .46%
129
5000 29
7 115 oh 214
L ) T i AR
I | ullly h H I \H m n ) A
m/z--> ﬁo 45 éo 80 100 150 140 160 180 200 220 240 2éo 2éo 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082319\
Data File : BM022287.D

Aca On : 24 Aug 2019 10:55

Operator : HP/JU

Sample : K4242-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA _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 (DEL) Alkane: Cyclic20.89 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.89 3.10 ng/ul 128596 Chrysene-di12 21.19
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclopentadecane 210 C15H30 000295-48-7 96
2 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 91
3 Heptafluorobutvric acid. n-octad... 466 C22H37F702 000400-57-7 91
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 91
5 Trifluoroacetic acid, n-octadecy... 366 C20H37F302 079392-43-1 91
Abundance Scan 3044 (20.892 min): BM022287.D (-3039) (-) m/z 43.00 100.00%
5000
1 20.60 20.80 21.00 21.20
192210 281 : : : :
'!Ii‘4,7....,!...,...L.,....?S“?. m/z 55.10 97.86%
m/z--> 100 150 200 250 300 350
Abundance #63051: Cyclopentadecane

5000
111 20.60 20.80 21.00 21.20
m/z 69.00 82.53%
| | j130 182 210
A7
m/z--> 100 150 200 250 300 350
Abundance #144923: 2- Chloropropionic acid, octadecyl ester
83
20.60 20.80 21.00 21.20
5000 111 m/z 83.10 80.78%
29
139 250
Aoy o108 l04 4T 27 w0

m/z--> 50 100 150 200 250 300 350
Abundance #165992: Heptafluorobutyric acid, n-octadecy! ester R e RALE
43 20.60 20.80 21.00 21.20

m/z 97.00 79.75%

69
5000 97
Lo [ 150169 105 224 252
T 250109 aes 224 292

m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082319\
Data File : BM022287.D

Aca On : 24 Aug 2019 10:55

Operator : HP/JU

Sample : K4242-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA _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 Squalene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
22.32 10.34 ng/ul 340541 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Saualene 410 C30H50 007683-64-9 91
2 4.8.12-Tetradecatrienal. 5.9.13-... 248 C17H280 066408-55-7 72
3 2.6.10-Dodecatrien-1-ol. 3.7.11-... 264 C17H2802 004128-17-0 72
4 7.11-Dimethvldodeca-2.6.10-trien... 208 C14H240 125529-10-4 72
5 2,3,5-Trimethyl-2,3,5-hexanetric... 203 C12H17N3 003974-79-6 64
Abundance Scan 3287 (22.321 min): BM022287.D (-3281) (-) m/z 69.10 100.00%
69
5000 J\
41 \ Y A SR
149 207 22.00 22.20 22.40 22.60
- | b "1 4 -ll.‘l. A0 ZBI258 281 342367 429 | sz 81.00  40.54%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158503: Squalene JL
69
5000 INUABRUAERRARRAAREE
22,00 22.20 22.40 22.60
41 m/z 41.00 24 _47%
L,, Jl 116 d 1163 191 217 245 273299 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance #87347: 4,8,12-Tetradecatrienal, 5,9,13-trimethy!-
69
a1 22.00 22.20 22.40 22.60
5000 m/z 95.10 13.24%
1y \l ;h :Irl"-x_ﬂ h 161 205 248
m/z--> 50 100 1éo 200 250 300 350 400
Abundance #96905: 2,6,10-Dodecatrien-1-ol, 3,7,11-trimethyl-, acetat...
69 22.00 22.20 22.40 22.60
m/z 67.10 12.62%
5000 43 93
136
o I 113 | 161189 51 264
m/z--> 5 100 1&'30 2(')0 250 300 350 400 22.00 22.20 22.40 22.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082319\
Data File : BM022287.D

Aca On : 24 Aug 2019 10:55

Operator : HP/JU

Sample : K4242-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA _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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.68 2.32 ng/ul 76270 Perylene-di12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 97
2 Eicosane 282 C20H42 000112-95-8 95
3 Eicosane 282 C20H42 000112-95-8 93
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3348 (22.680 min): BM022287.D (-3344) (-) m/z 57.05 100.00%
g7
5000 85
3 113 141 281 342 22.40 22.60 22.80 23.00
— hASC e 108 223 o4 ML se2 m/z 43.05 74.14%
m/z--> 50 100 150 200 250 300 350
Abundance #107653: Eicosane
57
5000 85 L AN B AR U
29 22.40 22.60 22.80 23.00
m/z 71.05 68.46%
L ||||113 141 169 197 225 253 282
m/z--> 50 100 1éo 200 250 300 350
Abundance #107655: Eicosane
57
85 22.40 22.60 22.80 23.00
5000 m/z 85.05 46.20%
2 LU 0 om s oo 22
m/z--> 50 100 150 200 250 300 350
Abundance #107651: Eicosane
57 22.40 22.60 22.80 23.00
m/z 41.05 29.12%
5000
85
29
‘ “ | | ) Y8 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM082319\
Data File : BM022287.D

Aca On : 24 Aug 2019 10:55

Operator : HP/JU

Sample : K4242-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA _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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
23.83 2.86 ng/ul 94194 Perylene-d12 23.37
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 98
2 Eilcosane 282 C20H42 000112-95-8 97
3 Tetratriacontane 479 C34H70 014167-59-0 81
4 Hentriacontane 437 C31H64 000630-04-6 74
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 74
Abundance Scan 3544 (23.833 min): BM022287.D (-3541) (-) m/z 57.10 100.00%
57 h
5000
113
209 253 284 342 429 23.60 23.80 24.00 24.20
m/z 71.10 76.89%
miz--> 0 50 100 150 200 250 300 350 400
Abundance #107653: Eicosane
57
5000 85
29 23.60 23.80 24.00 24.20
m/z 43.10 74 .23%
J L0 )13 241 169 107 295 253 282
miz--> 0 §o 160 1éo 260 250 360 3%0 460
Abundance #107655: Eicosane
57
g5 2360 23.80 24.00 24.20
5000 m/z 85.05 58.75%
113
? J L] 24169 197 225 p53 282
miz--> 0 §o 160 1éo 260 250 360 3%0 460
Abundance #167078: Tetratriacontane
57 23.60 23.80 24.00 24.20
m/z 41.05 26.13%
5000 85
29 113
LT, 4t 169 197 225 253 281 311337 367 410435
miz--> 0 5'0 1(')0 1&'30 2(')0 250 3(')0 3&1;0 4(')0 23.60 23.80 24.00 24.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM082319\
Data File : BM022287.D

Acq On : 24 Aug 2019 10:55

Operator : HP/JU

Sample - K4242-05

Misc :

ALS Vial : 40 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM082219MA _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]
n-Hexadecanoic acid 17.87 2.6 ng/ul 82705 4 16.97 641831 20.0
(DEL) Alkane: Cyc... 20.89 3.1 ng/ul 128596 5 21.19 829948 20.0
Squalene 22.32 10.3 ng/ul 340541 6 23.37 658794 20.0
(DEL) Alkane: Str... 22.68 2.3 ng/ul 76270 6 23.37 658794 20.0
(DEL) Alkane: Str... 23.83 2.9 ng/ul 94194 6 23.37 658794 20.0
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