LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BNO05801.D

Acq On : 20 May 2019 16:15

Operator : JU/SJ

Sample - K2693-20

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BNO51819MA_M
Title : SVOA CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4_952 332 334 340 rvVB 29259 41031 1.70% 0.154%
2 6.763 637 642 654 rBV 194256 421662 17.51% 1.580%
3 6.916 663 668 680 rvB 195938 325807 13.53% 1.221%
4 7.110 696 701 710 rBvY 237981 413529 17.18% 1.550%
5 7.569 773 779 791 rBV 342766 622833 25.87% 2.334%
6 8.281 895 900 916 rBV 268625 529505 21.99% 1.984%
7 8.716 968 974 988 rBV 254502 480778 19.97% 1.802%
8 9.434 1090 1096 1108 rVB2 215867 400757 16.65% 1.502%
9 9.975 1183 1188 1197 rBVY 236366 478827 19.89% 1.794%
10 10.328 1242 1248 1257 rVB 544622 898882 37.34% 3.368%

11 10.487 1269 1275 1295 rVB 200607 522164 21.69% 1.957%
12 13.622 1802 1808 1814 rBV 762894 1178323 48.94% 4._.415%
13 13.675 1814 1817 1829 rVB 182780 291086 12.09% 1.091%
14 13.898 1848 1855 1868 rBV 770516 1182052 49.10% 4._.429%
15 14.204 1901 1907 1919 rBV2 891374 1379761 57.31% 5.170%

16 14.475 1947 1953 1980 rBV3 81485 307882 12.79% 1.154%

17 14.675 1985 1987 1992 rVB3 5899 7456 0.31% 0.028%
18 15.087 2054 2057 2059 rVB 2891 3199 0.13% 0.012%
19 15.210 2071 2078 2088 rBV 986986 1606611 66.73% 6.020%
20 15.275 2088 2089 2097 rVB2 2646 3001 0.12% 0.011%
21 15.381 2101 2107 2117 rBV 146806 290155 12.05% 1.087%
22 15.457 2117 2120 2124 rVB3 11733 14193 0.59% 0.053%
23 15.945 2201 2203 2206 rVV3 3291 3220 0.13% 0.012%
24 15.998 2208 2212 2217 rVB4 3335 5935 0.25% 0.022%
25 16.757 2333 2341 2346 rBV3 3844 7565 0.31% 0.028%

26 16.969 2370 2377 2387 rBV 1278401 1829802 76.00% 6.857%
27 17.069 2387 2394 2412 rVB 1070610 1708564 70.97% 6.402%

28 17.886 2528 2533 2542 rBV3 37188 72320 3.00% 0.271%
29 17.951 2542 2544 2548 rVB2 6152 8813 0.37% 0.033%
30 18.175 2577 2582 2587 rVB3 6737 8428 0.35% 0.032%
31 18.733 2674 2677 2678 rBV3 2501 2456 0.10% 0.009%
32 18.822 2690 2692 2697 rVB3 3536 4319 0.18% 0.016%
33 19.022 2722 2726 2731 rBV 10111 16633 0.69% 0.062%
34 19.186 2751 2754 2760 rBV3 14018 26665 1.11% 0.100%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BNO05801.D

Acq On : 20 May 2019 16:15

Operator : JU/SJ

Sample - K2693-20

Misc :

ALS Vial : 12 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: 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-BNO51819MA_M
Title = SVOA CALIBRATION

35 19.275 2765 2769 2772 rVV 8993 9809 0.41% 0.037%
36 19.386 2782 2788 2797 rBV 1396452 2025519 84.13% 7.590%
37 19.639 2829 2831 2834 rVB3 3061 2517 0.10% 0.009%
38 19.727 2845 2846 2849 rBV3 2321 2659 0.11% 0.010%
39 19.957 2879 2885 2888 rBv4 14613 19897 0.83% 0.075%
40 20.010 2892 2894 2898 rVB3 2618 3480 0.14% 0.013%
41 20.310 2943 2945 2946 rBV2 3943 3181 0.13% 0.012%
42 20.339 2946 2950 2953 rBV4 7408 12423 0.52% 0.047%
43 20.457 2966 2970 2975 rBV2 29264 37850 1.57% 0.142%
44 20.692 3009 3010 3013 rBV3 3285 3246 0.13% 0.012%
45 20.933 3047 3051 3056 rBV2 69233 106927 4._.44% 0.401%
46 21.139 3082 3086 3088 rBV4 8418 10079 0.42% 0.038%
47 21.216 3093 3099 3112 rBV 1586208 2407544 100.00% 9.021%
48 21.380 3123 3127 3131 rVB 75289 79683 3.31% 0.299%
49 21.763 3190 3192 3193 rBV2 6025 3454 0.14% 0.013%

50 21.816 3197 3201 3205 rVvV 109743 121102 5.03% 0.454%

51 22.274 3274 3279 3285 rBV 161832 223793 9.30% 0.839%
52 22.392 3296 3299 3306 rVB 29380 38688 1.61% 0.145%
53 22.768 3358 3363 3372 rBV 184743 267700 11.12% 1.003%
54 22.939 3387 3392 3400 rBV 98987 151173 6.28% 0.566%
55 23.292 3445 3452 3466 rBV 1086358 2352254 97.70% 8.814%

56 23.433 3469 3476 3491 rVB 1169898 2357885 97.94% 8.835%
57 23.945 3558 3563 3571 rVB 184434 318331 13.22% 1.193%
58 24.086 3581 3587 3598 rVB 134233 292276 12.14% 1.095%
59 24.662 3679 3685 3693 rBV2 133238 283122 11.76% 1.061%
60 25.504 3822 3828 3834 rBV2 81151 184563 7.67% 0.692%

61 25.580 3836 3841 3854 rVB5 48864 134954 5.61% 0.506%
62 26.486 3991 3995 4003 rVB3 58157 138772 5.76% 0.520%

Sum of corrected areas: 26687095
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BNO05801.D

Acq On : 20 May 2019 16:15

Operator : JU/SJ

Sample - K2693-20

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BN0O51819MA_M
Quant Title : SVOA CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BN0O05801.D
1500000
1000000
10.33
500000
7.57
8.28
6.%92; 11 8.72 943 998 |1049
O o e B S S A I I I I e S e i e
Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BN0O05801.D
1500000 19.39
16.97
17.07
15.21
1000000 14.20
13.623.90
500000
e 14.47 1538
o \14.67 15.01@%516 156080 16.76 11788.17 18&82@ 19 GPOIGTIRGC
R e R A R e e B R eSS
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 18.50 19.00 19.50 20.00
Abundance TIC: BN0O05801.D
21]22
1500000
23.43
23.29
1000000
500000
21.82 22.94 24.66 25505 26.49
J\ N\
O o S e o B e I
Time--> 21.00 21.50 22.00 22.50 23.00 23.50 24.00 24.50 25.00 25.50 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\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BNO05801.D

Acq On : 20 May 2019 16:15

Operator : JU/SJ

Sample - K2693-20

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_M
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 4
R.T. EstConc Area Relative to ISTD R.T.
22.77 2.27 ng/ul 267700 Perylene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosane 394 C28H58 000630-02-4 91
2 Tetratetracontane 619 C44H90 007098-22-8 91
3 Triacontane 422 C30H62 000638-68-6 91
4 Octacosane 394 C28H58 000630-02-4 91
5 Heptacosane 380 C27H56 000593-49-7 91
Abundance Scan 3363 (22.768 min): BN005801.D (-3358) (-) m/z 57.00 100.00%
g7
5000
141 159211 22.40 22.60 22.80 23.00
0,....,.J.“....357.9,....2]5?......?,5.5...,....,....,....,....,... m/z 71.10 62.08%
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #155178: Octacosane
57
5000

22.40 22.60 22.80 23.00
m/z 43.05 60.47%

M\ 141 183 225 281 337 394

m/z--> O 5|0 100 1é0 200 250 300 350 4(|)O 4é0 5CI)O 55|O 6CI)O
Abundance
57
R UABUNABSUNEEE N
22.40 22.60 22.80 23.00
5000 m/z 85.10 47.32%

97
26 141 183 225 267 309 351 393 435 491 535 574 617

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #160628: Triacontane

57 22.40 22.60 22.80 23.00

m/z 55.00 28.72%
5000
99
ol 28] ||} | M7 183 225 27 309 361 422

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 22. 40 22. 60 22. 80 23. 00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BNO05801.D

Acq On : 20 May 2019 16:15

Operator : JU/SJ

Sample - K2693-20

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_M
SVOA CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 2 (DEL) Alkane: Straight-Chai... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
23.94 2.70 ng/ul 318331 Perylene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
3 Triacontane 422 C30H62 000638-68-6 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Tetratetracontane 619 C44H90 007098-22-8 90
Abundance Scan 3562 (23.939 min): BN0O05801.D (-3558) (-) m/z 57.05 100.00%
g7
141 183 209 23.60 23.80 24.00 24.20
o..'.,.Jlu.'].J..','.. 9 X2 s m/z 43.00 62.48%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107651: Eicosane
57
5000 AU AR AR AR
85 23.60 23.80 24.00 24.20
29‘ m/z 71.00 62 .32%
|

0 | I W ] J1}3\141.169 197 225 253 282
L o I B e o o IR B o o o o o
m/z--> 50 100 150 200 250 300 350 400
Abundance

43

2360 23.80 24.00 24.20
5000 71 m/z 85.00 45 _.94%

99 239
127 155 183 511 267

O T T [T e e
m/z--> 50 100 150 200 250 300 350 400
Abundance #160628: Triacontane S BREmm ,-.’/.\.“.‘, aREE
57 23.60 23.80 24.00 24.20
m/z 55.00 26.18%
5000 85
13 941
NEIRES |77, 141 169 197 225 253 281 309 337 365 393 422
T [ T T T e e o S T e e T
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\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BNO05801.D

Acq On : 20 May 2019 16:15

Operator : JU/SJ

Sample - K2693-20

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_M
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 2

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

24.09 2.48 ng/ul 292276 Perylene-di12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 1,4-Dioxaspiro[4.4]nonane, 7-but... 212 C13H2402 104807-77-4 47
2 Glycerol tricaprylate 470 C27H5006 000538-23-8 38
3 2-Methyl-5-oxohexanethioic acid,... 216 C11H2002S 1000186-90-2 27
4 1H-Imidazole, l1-methyl-5-nitro- 127 C4H5N302 003034-42-2 27
5 1,6-Dioxaspiro[4.4]nonane, 2-ethyl- 156 C9H1602 038401-84-2 27
Abundance Scan 3588 (24.092 min): BN0O05801.D (-3581) (-) m/z 127.05 100.00%

127
57
5000 155
201 T
S o | 220255 55 327 23.80 24.00 24.20 24.40
0’ m/z 57.10 73.86%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64340: 1,4-Dioxaspiro[4.4]nonane, 7-butyl-(R,R)-2,3-dimethyl
127
155

5000 L B B N B AR
55 183 2380 24'00 24.20 24.40

m/z 155.10 39.25%

212
oL, ” ““‘ ”%..J,h‘.n.,ﬂ...,.... —
miz--> 150 200 250 300 350 400

Abundance
127

57 IIIIIIIIIIIIIIIIIIIII
23.80 24.00 24.20 24.40
5000 m/z 43.05 28.85%
327
98 201
o 79 158 187 242 og3 368 397
m/z--> 50 100 150 200 250 300 350 400
Abundance #66544: 2-Methyl-5-oxohexanethioic acid, S-t-butyl ester T T T T
127 23. 80 24 00 24. 20 24 40

m/z 55.05 28 .00%

43
69
5000 99
‘ 149 174 215

0.¢¥,w.uu,....,....,.... — N S e = Eet R

m/z--> 50 100 150 200 250 300 350 400 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BNO05801.D

Acq On : 20 May 2019 16:15

Operator : JU/SJ

Sample - K2693-20

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_M
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 3
R.T. EstConc Area Relative to ISTD R.T.

24 .66 2.40 ng/ul 283122 Perylene-d12 23.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane 380 C27H56 000593-49-7 90
3 Octacosane 394 C28H58 000630-02-4 90
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Hexacosane 366 C26H54 000630-01-3 87

Abundance Scan 3685 (24.662 min): BN005801.D (-3679) (-) m/z 57.00 100.00%

57
5000 85

113 207 mmmmmm%m
141 164183 253
ol .-.L.'l.'”, Lol POV 28 282 855 m/z 42.95 60.73%

m/z--> 50 100 150 200 250 300 350
Abundance #107654: Eicosane
57
85

5000 R A EREmEEmEn et
24. 40 24 60 24. 80 25. OO

282 m/z 71.00 58.38%

29 113
141 169 197 225
0..“.‘.““ H\ “ H‘ \\‘ \‘ “l“.“..“.“lu...2|53...‘. T
m/z--> 50 100 150 200 250 300 350
Abundance
57

24.40 24.60 24.80 25.00

5000 g5 m/z 85.10 46.08%
29 113 141
o 169 197 225 253 281 309 337 380
T T T T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #155177: Octacosane
57 24.40 24.60 24.80 25.00

m/z 55.00 25.72%

5000 85
2 1s 141
| ﬂ 169 197 225 253 281 309 337 365 394

ot et e P o o UL A

m/z--> 50 100 150 200 250 300 350 24. 40 24 60 24. 80 25. OO
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BN052019\
Data File : BNO05801.D

Acq On : 20 May 2019 16:15

Operator : JU/SJ

Sample - K2693-20

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO51819MA_M
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 2.3 ng/ul 267700 6 23.43 2357890 20.0
(DEL) Alkane: Str... 23.94 2.7 ng/ul 318331 6 23.43 2357890 20.0
unknown-01 24.09 2.5 ng/ul 292276 6 23.43 2357890 20.0
(DEL) Alkane: Str... 24.66 2.4 ng/ul 283122 6 23.43 2357890 20.0
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