LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023094.D

Aca On : 09 Oct 2019 21:32

Operator :© JU

Sample = K5096-11

Misc :

ALS Vial : 11 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-BM092719MA .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 3.252 42 45 58 rvB 39717 62243 1.52% 0.161%
2 3.981 164 169 175 rBV 10884 16128 0.39% 0.042%
3 6.940 664 672 686 rVB 142808 270328 6.61% 0.700%
4 7.104 693 700 718 rBV 476072 773807 18.91% 2.005%
5 7.304 727 734 745 rVB 553444 865110 21.15% 2.241%
6 7.581 777 781 784 rVB4 2902 4447 0.11% 0.012%
7 7.769 806 813 822 rBV 696906 1071938 26.20% 2.777%
8 7.845 822 826 830 rVB2 4110 6128 0.15% 0.016%
9 8.475 925 933 943 rBV 394701 640468 15.65% 1.659%
10 8.922 1001 1009 1022 rBV 613995 995231 24.33% 2.578%
11 9.363 1076 1084 1091 rVB 25830 38529 0.94% 0.100%

12 9.639 1125 1131 1141 rBV 476100 790633 19.33% 2.048%
13 10.181 1216 1223 1234 rBV 763003 1251429 30.59% 3.242%
14 10.510 1274 1279 1280 rBV 5298 6995 0.17% 0.018%
15 10.557 1280 1287 1297 rVB 947729 1571494 38.41% 4.071%

16 10.698 1305 1311 1317 rBV 31272 53995 1.32% 0.140%
17 11.857 1500 1508 1514 rVB 19227 28651 0.70% 0.074%
18 12.151 1551 1558 1563 rBV2 10437 16118 0.39% 0.042%
19 13.310 1749 1755 1761 rBV 54387 79037 1.93% 0.205%

20 13.816 1835 1841 1846 rBV 1418906 1906940 46.61% 4.940%

21 13.863 1846 1849 1859 rVB 102134 132477 3.24% 0.343%
22 14.098 1882 1889 1904 rVB 1642679 2399107 58.64% 6.215%
23 14.404 1935 1941 1950 rVB 1409916 2060385 50.36% 5.338%
24 14.604 1969 1975 1988 rBV 68628 121591 2.97% 0.315%

25 14.821 2008 2012 2019 rVB3 3371 5869 0.14% 0.015%
26 15.216 2074 2079 2084 rBV2 4157 6896 0.17% 0.018%
27 15.268 2084 2088 2095 rVB 4229 5781 0.14% 0.015%

28 15.398 2104 2110 2121 rVB 2084844 2888038 70.59% 7.482%
29 15.515 2124 2130 2141 rBV 411476 559598 13.68% 1.450%

30 15.639 2146 2151 2160 rVB2 18577 26315 0.64% 0.068%
31 16.127 2230 2234 2236 rBV2 3791 5034 0.12% 0.013%
32 16.180 2240 2243 2246 rVB3 5894 7564 0.18% 0.020%
33 16.921 2365 2369 2374 rBV5 4746 9620 0.24% 0.025%

34 17.145 2401 2407 2417 rBV2 1535664 2163275 52.88% 5.604%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023094.D

Aca On : 09 Oct 2019 21:32

Operator :© JU

Sample = K5096-11

Misc :

ALS Vial : 11 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
Title

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

35 17.245 2417 2424 2438 rBV 2199857 3066138 74.94% 7.943%

36 17.433 2454 2456 2463 rVB6 2959 4628 0.11% 0.012%
37 17.533 2469 2473 2478 rBvV4 10539 13695 0.33% 0.035%
38 17.657 2490 2494 2499 rBvV4 4842 7333 0.18% 0.019%
39 18.039 2555 2559 2569 rBvV 60874 82644 2.02% 0.214%
40 18.115 2569 2572 2575 rVV 5445 6411 0.16% 0.017%
41 18.157 2577 2579 2586 rVV6 2457 5279 0.13% 0.014%
42 18.345 2607 2611 2614 rBV2 9549 11151 0.27% 0.029%
43 18.904 2702 2706 2714 rBVY 55146 85206 2.08% 0.221%
44 18.980 2715 2719 2724 rVV3 21913 30363 0.74% 0.079%
45 19.174 2748 2752 2757 rBY 22482 31969 0.78% 0.083%
46 19.227 2759 2761 2768 rVB5 15120 19631 0.48% 0.051%
47 19.321 2774 2777 2781 rBV5 20070 26969 0.66% 0.070%
48 19.427 2791 2795 2797 rBV 18133 20228 0.49% 0.052%
49 19.539 2808 2814 2821 rBV 2794781 3558840 86.99% 9.220%
50 19.592 2821 2823 2829 rVB5 22542 28622 0.70% 0.074%
51 20.092 2905 2908 2912 rBV 47580 51563 1.26% 0.134%
52 20.592 2989 2993 2996 rBV 61931 69062 1.69% 0.179%
53 21.050 3066 3071 3077 rBV3 237718 363714 8.89% 0.942%
54 21.109 3078 3081 3087 rVB 45271 64296 1.57% 0.167%

55 21.327 3113 3118 3124 rBV 1847899 2304682 56.33% 5.971%

56 21.486 3142 3145 3149 rBV 152054 162707 3.98% 0.422%
57 21.921 3216 3219 3224 rBV 177982 211334 5.17% 0.547%
58 22.386 3295 3298 3304 rVB 213166 275595 6.74% 0.714%
59 22.897 3381 3385 3390 rBV 232195 327262 8.00% 0.848%
60 23.433 3470 3476 3491 rVB 2053845 4091201 100.00% 10.599%

61 23.574 3494 3500 3511 rVB 1311414 2504468 61.22% 6.488%
62 24.127 3590 3594 3601 rVB 185860 334063 8.17% 0.865%

Sum of corrected areas: 38600253
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023094.D

Aca On : 09 Oct 2019 21:32

Operator :© JU

Sample : K5096-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

= Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA_M
= SVOA CALIBRATION

TIC Library = C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BM023094.D

2500000
2000000
1500000

1000000 10.56
30 ] 8.92

500000 [ 8.47 9.64
6.9
3,25 3.98 A 7.587.85 9.36 10/88.70

i L e I LA AT LB Acic | ECSRENRT SHBEY LR /bl M SN & -

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM023094.D

19,54

2500000

17.24
15.40

2000000

14.10
1500000 13.82 14.40

17.14

1000000

500000 5.52

: 2009 20.
1.86.2.15 1331 1 %L 1460182 155271 1564 1B 16.92 {121115336 1984 34 1894mmae50 7F

Time-->  12.00 1250 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: BM023094.D

2500000 23.43

21.33
2000000

P3.57
1500000

1000000

21gp 2239 22.90 24.13
500000 21.05 |p1.49 - A
211

e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 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\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023094.D

Aca On : 09 Oct 2019 21:32

Operator :© JU

Sample : K5096-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

OQuant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 Sulfurous acid, octadecyl 2... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
21.05 3.16 ng/ul 363714 Chrysene-d12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. octadecvl 2-prop... 376 C21H4403S 1000309-12-7 87
2 Oxalic acid. isobutvl pentadecvl... 356 C21H4004 1000309-38-0 83
3 Oxalic acid. isobutvl hexadecvl . 370 C22H4204 1000309-38-1 83
4 Tetrapentacontane. 1.54-dibromo- 915 C54H108Br2 1000156-09-4 83
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 83
Abundance Scan 3071 (21.050 min): BM023094.D (-3066) (-) m/z 57.10 100.00%
g7
5000 85
Jvln 163 207 20.80 21.00 21.20 21.40
141 281 : : : :
o .',l.l'.h. ke 20 50 332 401429 Thm/z 43.10 74.59%
m/z--> 50 100 150 200 250 300 350 400
Abundance #200449: Sulfurous acid, octadecyl 2-propy! ester
a3
71
5000 LN SO SIS SULRIN B
97 20.80 21.00 21.20 21.40
m/z 71.10 61.98%
hlfs 155 183 224 253
BB L i e L S
m/z--> 50 100 150 200 250 300 350 400
Abundance #188025: Oxalic acid, isobutyl pentadecy! ester
57
20.80 21.00 21.20 21.40
5000 m/z 55.05 46.53%
29 83
L) J‘ | [N 148 182 210 255
m/z--> 50 100 150 200 250 300 350 400
Abundance #196922: Oxalic acid, isobutyl hexadecyl ester T T T T
57 20.80 21.00 21.20 21.40
m/z 85.05 45_.08%
5000
it 8 111
LUl ™ a3 105 28 269
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023094.D

Aca On : 09 Oct 2019 21:32

Operator :© JU

Sample : K5096-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.39 2.39 ng/ul 275595 Chrysene-di12 21.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexacosane 366 C26H54 000630-01-3 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
4 Docosane 310 C22H46 000629-97-0 91
5 Docosane, 1l1-butyl- 366 C26H54 013475-76-8 91
Abundance Scan 3299 (22.392 min): BM023094.D (-3295) (-) m/z 57.10 100.00%
57
85
5000
113 22.00 22.20 22.40 22.60 22.80
141 169
A 109107 225 267005 sprams s ase | ot 73, 15w
miz--> 0 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57
5000 85
22.00 22.20 22.40 22.60 22.80
29 m/z 43.10 64 .56%

| J ﬂlﬁil?%169197225253 205323 367

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

Abundance #141426: Heneicosane
57
R RS
85 22.00 22.20 22.40 22.60 22.80
5000 m/z 85.10 54.96%
29 113
|| | 0141169197 225 253 296
L LA e e B i e o o e |
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-0Cty|— N L N B L B B p
57 22.00 22.20 22.40 22.60 22.80
m/z 55.10 24 _.20%
5000 85
113 239
VL 0141169107 23 267 204 323 352
L LA A e o B L LELL I B s | RS RS R e
m/iz--> 0 50 100 150 200 250 300 350 400 450 22.00 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023094.D

Aca On : 09 Oct 2019 21:32

Operator :© JU

Sample : K5096-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

22.90 2.61 ng/ul 327262 Perylene-d12 23.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 91
3 Tetracosane 338 C24H50 000646-31-1 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3385 (22.897 min): BM023094.D (-3381) (-) m/z 57.10 100.00%

5000 \J\\

22 60 22. 80 23. OO 23 20
m/z 71.10 71.30%

m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #141426: Heneicosane

141169 207 239 283 325355

85
5000 UL L N i B
22 60 22. 80 23. 00 23 20

m/z 43.05 60.74%

29 113
| I ] | 141169197 225253 296
A i i o LA A I
m/iz—-> 0 50 100 150 200 250 300 350 400 450
Abundance #185535: Heptadecane, 9-octyl-
5[7

22.60 22. 80 23. 00 23.20

—

5000 85 m/z 85.10 52.18%
113 239
‘hﬁmWw{mmmm
I I o o o o LA A A e e i e e e et e e R
m/iz--> 0 50 100 150 200 250 300 350 400 450
Abundance #175559: Tetracosane
57 22 60 22.80 23.00 23.20

m/z 55.10 22 .47%

85
5000
29 113
| |77 141 169 197 225 253 338

m/z--> 0 50 100 150 200 250 300 350 400 450 22 60 22. 80 23. 00 23 20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM100819\
Data File : BM023094.D

Aca On : 09 Oct 2019 21:32

Operator :© JU

Sample : K5096-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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 (DEL) Alkane: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

24.13 2.67 ng/ul 334063 Perylene-d12 23.57
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexacosane 366 C26H54 000630-01-3 93
3 Hentriacontane 437 C31H64 000630-04-6 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Heneicosane, l1ll-decyl- 437 C31H64 055320-06-4 90
Abundance Scan 3595 (24.133 min): BM023094.D (-3590) (-) m/z 57.10 100.00%

57
85
5000

113 141 183907 281 23180 24.00 24,20 2440

LML J207 240 TU 928355 aon 489 S TS0 40T 80 78%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #129490: Eicosane
57
85
_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—r

5000
23.80 24.00 24.20 24.40
‘ m/z 43.10 59.26%

29 141
UL Loz
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194493: Hexacosane
57

23.80 24 00 24. 20 24.40

5000 85 m/z 85.10 56.45%
29
2l Jﬂlﬁ3l41169197225253 205323 367
L o o L LA I B e e L LA A i i o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #223852: Hentriacontane
57 23.80 24.00 24.20 24.40

m/z 55.10 23 .59%

A e e s A Sttt ———.

m/z--> 50 100 150 200 250 300 350 400 450 23. 80 24 00 24. 20 24. 40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM100819\
Data File : BM023094.D

Acq On : 09 Oct 2019 21:32

Operator : JU

Sample - K5096-11

Misc :

ALS Vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM092719MA _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]
Sulfurous acid, o... 21.05 3.2 ng/ul 363714 5 21.33 2304680 20.0
(DEL) Alkane: Str... 22.39 2.4 ng/ul 275595 5 21.33 2304680 20.0
(DEL) Alkane: Str... 22.90 2.6 ng/ul 327262 6 23.57 2504470 20.0
(DEL) Alkane: Str... 24.13 2.7 ng/ul 334063 6 23.57 2504470 20.0
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