LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50819\
Data File : BNO05537.D

Aca On : 08 May 2019 17:40

Operator : JU/SJ

Sample : K2602-04DL 10X

Misc :

ALS Vial : 10 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_ N\METHODS\SOM-EPA-BNO41919MA.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 6.781 640 645 657 rVB2 30012 63384 0.77% 0.175%
2 6.940 666 672 680 rBV2 32839 55888 0.68% 0.154%
3 7.128 699 704 711 rVB2 37935 60070 0.73% 0.166%
4 7.587 775 782 795 rBV 883911 1516333 18.52% 4.180%
5 8.310 899 905 911 rBV2 34686 66843 0.82% 0.184%
6 8.745 973 979 989 rBV2 39178 74148 0.91% 0.204%
7 9.457 1094 1100 1104 rBvV4 26763 48542 0.59% 0.134%
8 10.016 1189 1195 1206 rBV5 23093 69949 0.85% 0.193%
9 10.351 1244 1252 1258 rBV 1287252 2274043 27.77% 6.269%
10 10.522 1276 1281 1295 rVB3 23909 62149 0.76% 0.171%
11 12.039 1532 1539 1549 rBvV3 21786 57969 0.71% 0.160%
12 12.257 1570 1576 1579 rBVv4 11925 20988 0.26% 0.058%
13 13.410 1769 1772 1782 rVB3 6627 12080 0.15% 0.033%
14 13.545 1790 1795 1800 rBvV3 9334 13918 0.17% 0.038%

15 13.645 1807 1812 1816 rBV 94357 153590 1.88% 0.423%

16 13.692 1816 1820 1832 rVB 42565 86471 1.06% 0.238%
17 13.916 1852 1858 1870 rBV 147595 247538 3.02% 0.682%
18 14.222 1903 1910 1932 rBV2 1971384 3320079 40.55% 9.153%
19 14.510 1955 1959 1963 rBV5 7425 13883 0.17% 0.038%
20 15.227 2075 2081 2095 rBV 171538 329591 4._.03% 0.909%

21 15.398 2106 2110 2117 rVB5 7177 12805 0.16% 0.035%
22 16.769 2339 2343 2347 rBvV4 13175 19271 0.24% 0.053%
23 16.980 2372 2379 2391 rBV2 2536419 4329277 52.88% 11.935%
24 17.080 2391 2396 2414 rVB2 205670 441811 5.40% 1.218%

25 17.874 2524 2531 2532 rBV5 7429 11444 0.14% 0.032%
26 17.910 2532 2537 2538 rBV3 8897 15598 0.19% 0.043%
27 18.915 2705 2708 2712 rBvV4 14700 19617 0.24% 0.054%
28 19.063 2729 2733 2737 rBV3 13518 21077 0.26% 0.058%
29 19.204 2753 2757 2762 rBvV4 30535 41197 0.50% 0.114%
30 19.392 2783 2789 2801 rBV 295284 494660 6.04% 1.364%
31 19.633 2826 2830 2832 rBV5 10930 12980 0.16% 0.036%
32 19.657 2832 2834 2837 rVB3 10463 10481 0.13% 0.029%
33 19.780 2852 2855 2859 rVB4 36006 43422 0.53% 0.120%
34 19.821 2859 2862 2869 rBV9 13492 23072 0.28% 0.064%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50819\
Data File : BNO05537.D

Aca On : 08 May 2019 17:40

Operator : JU/SJ

Sample : K2602-04DL 10X

Misc :

ALS Vial : 10 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_N\METHODS\SOM-EPA-BNO41919MA_M
SVOA CALIBRATION

35 19.921 2875 2879 2885 rBV3 110009 134143 1.64% 0.370%

36 20.039 2897 2899 2904 rVB6 10742 15158 0.19% 0.042%
37 20.127 2912 2914 2916 rBV2 12928 11370 0.14% 0.031%
38 20.204 2923 2927 2933 rBV2 135044 160432 1.96% 0.442%
39 20.257 2933 2936 2939 rBvV4 26777 28414 0.35% 0.078%
40 20.362 2951 2954 2959 rVB5 46424 61728 0.75% 0.170%
41 20.527 2975 2982 2987 rVv4 78664 144143 1.76% 0.397%
42 20.580 2989 2991 2994 rVB3 13669 10444 0.13% 0.029%
43 20.610 2994 2996 2999 rBV4 9351 11546 0.14% 0.032%
44 20.674 3004 3007 3012 rVB3 97787 104983 1.28% 0.289%
45 20.739 3015 3018 3021 rBV3 31227 30898 0.38% 0.085%

46 20.945 3047 3053 3060 rBV6 108308 165788 2.02% 0.457%
47 21.004 3060 3063 3067 rvVv4 57212 59575 0.73% 0.164%
48 21.139 3082 3086 3092 rBV 7152365 8187498 100.00% 22.572%
49 21.209 3092 3098 3110 rVV 3436328 5038876 61.54% 13.891%

50 21.362 3121 3124 3125 rBV 39693 46828 0.57% 0.129%
51 21.386 3125 3128 3134 rVB2 111805 156132 1.91% 0.430%
52 21.551 3153 3156 3163 rBV7 73529 94762 1.16% 0.261%
53 21.609 3163 3166 3169 rBV5 43825 52685 0.64% 0.145%

54 21.815 3197 3201 3210 rVB 159849 215202 2.63% 0.593%
55 22.274 3275 3279 3284 rVB 187378 242065 2.96% 0.667%

56 22.768 3359 3363 3369 rBvV 355272 477249 5.83% 1.316%
57 23.274 3444 3449 3453 rBV2 158607 278736 3.40% 0.768%
58 23.321 3453 3457 3464 rVB 260454 439025 5.36% 1.210%
59 23.409 3465 3472 3492 rBV2 1862349 4029908 49.22% 11.110%
60 23.951 3558 3564 3571 rVB 284820 537969 6.57% 1.483%

61 24.674 3681 3687 3694 rVB 168000 352979 4_.31% 0.973%
62 25.103 3755 3760 3770 rVBS8 78369 187168 2.29% 0.516%

63 25.515 3824 3830 3840 rvB2 150261 352839 4_.31% 0.973%
64 26.050 3914 3921 3929 rVB2 231240 600549 7.33% 1.656%

Sum of corrected areas: 36273260
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50819\
Data File : BNO05537.D

Aca On : 08 May 2019 17:40

Operator : JU/SJ

Sample : K2602-04DL 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN005537.D
7000000

6000000
5000000
4000000
3000000

2000000
10.35
1000000 7.59

6.7394.13 h 831 8.75 946 10 02 052

O T T T T T T T T T T T R T e A T e e e

Time--> 3.00 350 400 450 500 550 6.00 650 700 750 8.00 850 9.00 950 1000 1050 11.00 11.50
Abundance TIC: BN005537.D
7000000

6000000

5000000

4000000

3000000

16.98

2000000

1000000

O 7 o 2 + - -
Time-->  12.00 1250 13.00 13.50 14. OO 14. 50 15. OO 15. 50 16.00 16.50 17.00 17.50 18 00 18.50 19.00 19.50 20.00
Abundance TIC: BN005537.D

7000000 21114

6000000

5000000

4000000
21.21

3000000

2000000 23.41

1000000

22.77 23.95 26.05
mgi@mﬁf‘z e i 2487 2510 2552 2

e e e e 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

SOM-EPA-BNO41919MA_M Thu May 09 17:57:26 2019 Page: 3



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50819\
Data File : BNO05537.D

Aca On : 08 May 2019 17:40

Operator : JU/SJ

Sample : K2602-04DL 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_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 (DEL) Alkane: Straight-Chai... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
22.77 2.37 ng/ul 477249 Perylene-d12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 90
2 Heneicosane 296 C21H44 000629-94-7 90
3 Docosane 310 C22H46 000629-97-0 87
4 Docosane 310 C22H46 000629-97-0 87
5 Pentadecane, 8-heptyl- 310 C22H46 071005-15-7 87
Abundance Scan 3363 (22.768 min): BN005537.D (-3359) (-) m/z 57.05 100.00%
7
5000

22.40 22.60 22.80 23.00
m/z 71.10 61.64%

141 169 197 225 252 g1

m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane
57
5000 85 LA L L L L L L L
22.40 22.60 22.80 23.00
- m/z 43.05 56.98%
) | | 143,141 169 197 225 253 281 309 337 365 394
e R A R e e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
TR T T T
85 22.40 22.60 22.80 23.00
5000 m/z 85.05 47 .48%
29 113
AL 4717 241 169 197 225 253 296
A
m/z--> 50 100 150 200 250 300 350 400
Abundance #123095: Docosane o A
57 22.40 22.60 22.80 23.00
m/z 55.00 21.99%
5000 85
29
P18 141 169 197 225 253 281 310

T T T I
m/z--> 50 100 150 200 250 300 350 400 22.40 22.60 22.80 23.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50819\
Data File : BNO05537.D

Aca On : 08 May 2019 17:40

Operator : JU/SJ

Sample : K2602-04DL 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_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: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
23.95 2.67 ng/ul 537969 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 91
2 Nonacosane 408 C29H60 000630-03-5 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Docosane 310 C22H46 000629-97-0 91
Abundance Scan 3564 (23.951 min): BN0O05537.D (-3558) (-) m/z 57.00 100.00%
57
5000 85
113
141 169 23.60 23.80 24.00 24.20
e 11 P A97 225252 295 341365 m/z 71.05  65.68%
m/z--> 50 100 150 200 250 300 350 400
Abundance #115570: Heneicosane
57
85
5000 AR A AR
23.60 23.80 24.00 24.20
- m/z 43.05 56.55%
| i J / 11$1‘169 197 225 253 296
m/z--> 55 100 150 200 250 300 350 400
Abundance #158131: Nonacosane
57
23.60 23.80 24.00 24.20
5000 85 m/z 85.05 49.79%
29 113 141
|| 4L 7y, 141 169 197 225 253 281 309 337 365 408
m/z--> 50 100 150 200 250 300 350 400
Abundance #155178: Octacosane \‘“.‘, A BEERE R
57 23.60 23.80 24.00 24.20
m/z 55.00 23.73%
5000 85
29
T L)y M8 141 169 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 400 23.60 23.80 24.00 24.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA N\DATA\BNO50819\
Data File : BNO05537.D

Aca On : 08 May 2019 17:40

Operator : JU/SJ

Sample : K2602-04DL 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O41919MA_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 unknown-01 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
26.05 2.98 ng/ul 600549 Perylene-di12 23.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

.3a-Ethano-3aH-indene. 1.2.3.6.... 204 C15H24 004545-68-0 49
-Acetvl-3.7-dimethvlbenzo(b)thi... 204 C12H120S 006179-06-2 46
006179-05-1 46

.3-Dimethoxy-5-aminocinnamonitrile 204

C11H12N202

1000214-46-5 45

11
2 2
3 2-Acetvl-3.5-dimethvlbenzo(b)thi... 204 C12H120S
4 2
5 H

op-22(29)-en-3.beta.-ol 426 C30H500

058801-23-3 45

Abundance Scan 3921 (26.050 min): BN005537.D (-3914) (-) m/z 189.15 100.00%
189 [r‘
5000 95
121
v 161 425
257282 307 303 25.80 26.00 26.20 26.40
3% m/z 204.10 75.53%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #58880: 1,3a—Ethan0—3aljd|;—indene, 1,2,3,6,7,7a-hexahydro-2,2...
189
161
5000 105 L L B L
M 133 25.80 26.00 26.20 26.40
69 m/z 177.05 57.16%
fhﬂu.. b
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #58381: 2-Acetyl-3,7-dimethylbenzo(b)thiophene
189
S RREmsma S
25.80 26.00 26.20 26.40
5000 m/z 95.05 43.08%
161
5 6o s ]|
L B T L B o o o B e e EAERAman I e
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #58380: 2-Acetyl-3,5-dimethylbenzo(b)thiophene S RREmsmE
189 25.80 26.00 26.20 26.40
m/z 175.10 36.51%
5000
115 161
15 43 69 91\ | 139 ‘\l I
e B e T B o B e e
m/z--> 0 50 100 150 200 250 300 350 400 25.80 26.00 26.20 26.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO50819\
Data File : BNO05537.D

Acq On : 08 May 2019 17:40

Operator : JU/SJ

Sample : K2602-04DL 10X

Misc :

ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN041919MA_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]
(DEL) Alkane: Str... 22.77 2.4 ng/ul 477249 6 23.41 4029910 20.0
(DEL) Alkane: Str... 23.95 2.7 ng/ul 537969 6 23.41 4029910 20.0
unknown-01 26.05 3.0 ng/ul 600549 6 23.41 4029910 20.0
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