LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN022820\
Data File : BN009989.D

Aca On : 28 Feb 2020 17:08

Operator : CG/JU

Sample : PB127116BL

Misc :

ALS Vial : 9 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\HPCHEMI\BNA_ N\METHODS\SOM-EPA-BNO21220MA.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 3.022 3 6 15 rVB 42779 57657 1.81% 0.156%
2 3.705 119 122 125 rBv4 5518 6578 0.21% 0.018%
3 6.581 605 611 625 rBV 626345 1049468 32.99% 2.842%
4 6.734 632 637 653 rVB 451732 718921 22.60% 1.947%
5 6.916 662 668 685 rVB 651031 1048069 32.94% 2.838%
6 7.375 740 746 758 rBV 458078 748856 23.54% 2.028%
7 8.093 861 868 881 rBV 720526 1231891 38.72% 3.336%
8 8.522 934 941 955 rBV 626187 1094807 34.41% 2.965%
9 9.234 1055 1062 1076 rBV 532159 911450 28.65% 2.468%
10 9.763 1146 1152 1175 rBV 666382 1240802 39.00% 3.360%

11 10.122 1202 1213 1227 rBV 709850 1134740 35.67% 3.073%
12 10.281 1233 1240 1268 rBV 587456 1305468 41.03% 3.535%
13 11.775 1488 1494 1499 rVB5 4696 9772 0.31% 0.026%
14 13.445 1772 1778 1788 rBV 1245654 1803292 56.68% 4._.883%
15 13.704 1815 1822 1835 rBV 1435058 2051908 64.49% 5.556%

16 14.016 1869 1875 1883 rBV 997990 1470048 46.20% 3.981%
17 14.269 1912 1918 1940 rBV 394930 891931 28.03% 2.415%
18 14.616 1976 1977 1984 rBV5 2267 3915 0.12% 0.011%
19 15.022 2039 2046 2062 rBV 1751639 2550233 80.15% 6.906%
20 15.187 2068 2074 2085 rBV 482652 812888 25.55% 2.201%

21 15.269 2085 2088 2096 rVB4 28082 51726 1.63% 0.140%
22 15.810 2174 2180 2186 rVB4 4969 6755 0.21% 0.018%
23 16.569 2305 2309 2314 rBV5 3248 6220 0.20% 0.017%

24 16.775 2338 2344 2355 rBV 1281147 1731510 54.42% 4._.689%
25 16.875 2355 2361 2377 rBV2 1730881 2653714 83.41% 7.186%

26 18.010 2549 2554 2555 rVB4 2844 3668 0.12% 0.010%
27 18.480 2630 2634 2637 rBV3 2085 3384 0.11% 0.009%
28 18.828 2687 2693 2698 rBV2 16938 24074 0.76% 0.065%
29 18.916 2704 2708 2712 rBV2 40757 45354 1.43% 0.123%
30 19.075 2731 2735 2741 rBV 16689 21422 0.67% 0.058%
31 19.186 2745 2754 2766 rBV2 2212032 3181637 100.00% 8.616%
32 19.280 2766 2770 2773 rVB2 22528 25474 0.80% 0.069%
33 19.616 2826 2827 2830 rBV2 2932 3550 0.11% 0.010%
34 19.680 2835 2838 2840 rvv4 2871 3205 0.10% 0.009%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN022820\
Data File : BN009989.D

Aca On : 28 Feb 2020 17:08

Operator : CG/JU

Sample : PB127116BL

Misc :

ALS Vial : 9 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_N\METHODS\SOM-EPA-BN021220MA_.M
Title = SVOA CALIBRATION

35 19.780 2852 2855 2858 rVB2 7498 8256 0.26% 0.022%
36 20.010 2890 2894 2897 rBV3 26372 30746 0.97% 0.083%
37 20.216 2925 2929 2933 rBV 70456 73556 2.31% 0.199%
38 20.280 2936 2940 2943 rVV 22332 28196 0.89% 0.076%
39 20.322 2944 2947 2951 rVB5 11965 14366 0.45% 0.039%
40 20.710 3009 3013 3017 rBVS 9454 16380 0.51% 0.044%
41 20.745 3017 3019 3024 rBV3 24122 29882 0.94% 0.081%
42 21.004 3057 3063 3074 rBV 1230425 1833868 57.64% 4._.966%
43 21.186 3091 3094 3099 rBV2 43901 48984 1.54% 0.133%
44 21.604 3162 3165 3171 rVB2 57925 77499 2.44% 0.210%

45 22.039 3235 3239 3245 rVB 130226 156083 4.91% 0.423%

46 22.504 3314 3318 3324 rVB 186531 251148 7.89% 0.680%
47 22.968 3391 3397 3402 rBV 1769131 2900811 91.17% 7.855%
48 23.016 3402 3405 3412 rVV 292405 446885 14.05% 1.210%
49 23.098 3413 3419 3430 rVV 968589 1766894 55.53% 4._.785%
50 23.598 3499 3504 3510 rVB 243768 400428 12.59% 1.084%

51 24.263 3612 3617 3624 rVB 215549 412573 12.97% 1.117%
52 25.039 3744 3749 3758 rVB2 134167 302021 9.49% 0.818%
53 25.939 3898 3902 3911 rVB5 93716 225649 7.09% 0.611%

Sum of corrected areas: 36928612
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN022820\
Data File : BN009989.D

Aca On : 28 Feb 2020 17:08

Operator : CG/JU

Sample : PB127116BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN021220MA_M
SVOA CALIBRATION

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

Abundance

2000000

1500000

1000000

500000

TIC: BN009989.D

9.76 10.12

8.09
6.58 6.92 8.52 0.3 10.28
6.73 7.38 '
.02 3.70 h 11.

0
Time--> 3.00 350 400 450 500 550 600 650 7.00 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BN009989.D
19.19
2000000
15.02 16.87
1500000 13.70
13.45 16.47
1000000 14.02
500000 14.27 1519
0 14.62 || 1827 1581 16.5J \ 18.01 18.4813§ﬂ9\@281mg@-8&8§&
R R T e R R I mim s & e = e S

Time--> 12.00 12.50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BN009989.D

2000000 22.97

1500000

21.00
»3.10
1000000
500000 .02 534p 24.96

2204 2250 ﬂ Ih 25.04 25.94
g7 | 2119 21,60 S | W ~ ~

0

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 N\DATA\BN022820\
Data File : BN009989.D

Aca On : 28 Feb 2020 17:08

Operator : CG/JU

Sample : PB127116BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN021220MA_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 Sulfurous acid, butyl tride... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.50 2.84 ng/ul 251148 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl tridecvl e... 320 C17H3603S 1000309-18-0 83
2 Octacosane 394 C28H58 000630-02-4 81
3 Tetracosane 338 C24H50 000646-31-1 80
4 Tetratetracontane 619 C44H90 007098-22-8 74
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 74
Abundance Scan 3317 (22.498 min): BN009989.D (-3314) (-) m/z 57.05 100.00%
57
5000
85 J
113 208 22.20 22.40 22.60 22.80
oL .ll.“, LA aes e 20 288 S AL Tnsz 43.10 0 70.57%
m/z--> 50 100 150 200 250 300 350 400
Abundance #161090: Sulfurous acid, butyl tridecyl ester
57
5000 IR AR
85 22.20 22.40 22.60 22.80
- m/z 71.10 43.05%
| H | I} (13,130 183 35
m/z--> 50 100 150 200 250 300 350 400
Abundance
57 J
IR B BN I
22.20 22.40 22.60 22.80
5000 a5 m/z 85.05 31.14%
29
113 141 169 197 205 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400
Abundance #175557: Tetracosane
57 22.20 22.40 22.60 22.80
m/z 55.05 24 .41%
5000 85
29
| ‘ ‘ |11 141 169 197 225 253 281 309 338
m/z--> 50 100 150 200 250 300 350 400 22.20 22.40 22.60 22.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN022820\
Data File : BN009989.D

Aca On : 28 Feb 2020 17:08

Operator : CG/JU

Sample : PB127116BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN021220MA_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 2
R.T. EstConc Area Relative to ISTD R.T.
23.60 4 .53 ng/ul 400428 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Hexacosane 366 C26H54 000630-01-3 87
3 Heptacosane 380 C27H56 000593-49-7 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 83
Abundance Scan 3504 (23.598 min): BN009989.D (-3499) (-) m/z 57.10 100.00%
57
5000
85
113 141 207 23.20 23.40 23.60 23.80 24.00
- .J.'“, Ly 2e9 i %66 205 825 356 401 hs7 43.05  63.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
7
5000 AU N N
85 23.20 23.40 23.60 23.80 24.00
29 m/z 71.10 44 _.88%
RN 141,169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance
57
23.20 23.40 23.60 23.80 24.00
5000 85 m/z 85.05 31.40%
29 M3 141 160 197 205 253 295 323 367
m/z--> 50 100 150 200 250 300 350 400
Abundance #202661: Heptacosane R R R
57 23.20 23.40 23.60 23.80 24.00
m/z 55.05 23.11%
5000 85
29 113 149 169
RNt 1197 225 253 281 309 337 380
m/z--> 50 100 1&'30 2(')0 250 300 350 400 23.20 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN022820\
Data File : BN009989.D

Aca On : 28 Feb 2020 17:08

Operator : CG/JU

Sample : PB127116BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN021220MA_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 Sulfurous acid, butyl undec... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
24.26 4.67 ng/ul 412573 Perylene-di12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvl undecvl ester 292 C15H3203S 1000309-17-8 86
2 Eicosane 282 C20H42 000112-95-8 83
3 Octacosane 394 C28H58 000630-02-4 83
4 Tetratetracontane 619 C44H90 007098-22-8 81
5 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 76
Abundance Scan 3617 (24.263 min): BN009989.D (-3612) (-) m/z 57.10 100.00%
57
5000
J 85
R U BN BUNR R
113 141 207 24.00 24.20 24.40 24.60
— ,J.l.'.l.‘“, L 09 FiT 230 281 325 357 429 h77 43.10 61.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #137567: Sulfurous acid, butyl undecy! ester
57
5000
85 24.00 24.20 24.40 24.60
- m/z 71.10 40.37%
Pl s s o
mz-> 50 100 150 200 250 300 350 400
Abundance
57
24,00 24.20 24.40 24.60
5000 m/z 85.10 32.47%
85
29
113 141 169 197 225 253 282
m/z--> 50 100 150 200 250 300 350 400
Abundance #209566: Octacosane
57 24.00 24.20 24.40 24.60
m/z 55.10 23.10%
5000 85
29
| ‘ || | (113 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 24.00 24.20 24.40 24.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN022820\
Data File : BN009989.D

Aca On : 28 Feb 2020 17:08

Operator : CG/JU

Sample : PB127116BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN021220MA_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 Sulfurous acid, butyl decyl... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
25.04 3.42 ng/ul 302021 Perylene-d12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Sulfurous acid. butvyl decvl ester 278 C14H3003S 1000309-17-7 78
2 Octadecane. 5.14-dibutvl- 366 C26H54 055282-13-8 62
3 Sulfurous acid. 2-ethvlhexvl iso... 278 C14H3003S 1000309-19-0 59
4 1-lodo-2-methvlnonane 268 C10H211 1000101-47-9 58
5 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 53
Abundance Scan 3749 (25.039 min): BN009989.D (-3744) (-) m/z 57.10 100.00%
g7

5000 85

 —

127 207 24.80 25.00 25.20 25.40
04 147165183 250 283 341

10 O L O S e P o m/z 43.05  64.17%
m/z--> 50 100 150 200 250 300 350
Abundance #125656: Sulfurous acid, butyl decyl ester

:

5000 85 LI L L L L N B L L
24.80 25.00 25.20 25.40

29 m/z 71.05 44 . 73%
L Ll yue 9 475108
e 77—
m/z--> 50 100 150 200 250 300 350
Abundance
43 71
24.80 25.00 25.20 25.40
5000 m/z 85.05 40.84%
155 183 211 239 266 335 364
— T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #125661: Sulfurous acid, 2-ethylhexyl isohexyl ester
57 24.80 25.00 25.20 25.40
m/z 55.05 27 .41%
85
5000
29 113
e — T
m/z--> 50 100 150 200 250 300 350 24.80 25.00 25.20 25.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BN022820\
Data File : BN009989.D

Aca On : 28 Feb 2020 17:08

Operator : CG/JU

Sample : PB127116BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN021220MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
25.94 2.55 ng/ul 225649 Perylene-d12 23.10
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-methvloctacosane 408 C29H60 1000376-72-8 58
2 Eicosane 282 C20H42 000112-95-8 53
3 Heptadecane. 9-octvl- 352 C25H52 007225-64-1 52
4 Docosane. 1l1-butvl- 366 C26H54 013475-76-8 52
5 Octacosane 394 C28H58 000630-02-4 52
Abundance Scan 3902 (25.939 min): BN009989.D (-3898) (-) m/z 57.10 100.00%
57
5000

113 141 169 429 25.60 25.80 26.00 26.20

m/z 43.10 75.70%

m/z--> 50 100 150 200 250 300 350 400
Abundance #215181: 2-methyloctacosane

5000

25!60 25.I8O 26.IOO 26.I20
m/z 71.10 56.42%

141 169 197 225 365 393

267 295

m/z--> 50 100 150 200 250 300 350 400
Abundance
57
25.60 25.80 26.00 26.20
5000 85 m/z 85.10 39.66%
29

113 141 169 197 225 253 282

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

Abundance #185535: Heptadecane, 9-octyl-
5[7 25.60 25.80 26.00 26.20
m/z 55.00 30.81%
5000 85

113 239
|77, 141 169 197 “7° 267 204 323 352

MJ M

m/z--> 50 100 150 200 250 300 350 400 25.60 25.80 26.00 26.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN022820\
Data File : BN009989.D

Acq On : 28 Feb 2020 17:08

Operator : CG/JU

Sample : PB127116BL

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN021220MA_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, b... 22.50 2.8 ng/ul 251148 6 23.10 1766890 20.0
(DEL) Alkane: Str... 23.60 4.5 ng/ul 400428 6 23.10 1766890 20.0
Sulfurous acid, b... 24.26 4.7 ng/ul 412573 6 23.10 1766890 20.0
Sulfurous acid, b... 25.04 3.4 ng/ul 302021 6 23.10 1766890 20.0
(DEL) Alkane: Str... 25.94 2.5 ng/ul 225649 6 23.10 1766890 20.0
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