LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002117.D

Acq On : 23 Jul 2018 21:52

Operator : JU/SJ

Sample - J4038-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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-BNO71318MA_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

3.881 148 152 160 rVB2 26846 44236 1.05% 0.102%
4.858 313 318 327 rVB 201936 305532 7.27% 0.707%
rBv2 506942 960857 22.86% 2.225%
7.040 682 689 699 rBvV 375704 583971 13.89% 1.352%
7.234 716 722 733 rVB 501901 809634 19.26% 1.875%
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7.699 794 801 810 rVB 918399 1447160 34.43% 3.351%
8.405 914 921 932 rBV 607326 1027412 24.44% 2.379%
rBv 467841 782241 18.61% 1.811%
9.563 1110 1118 1126 rBV 385151 649550 15.45% 1.504%
10.099 1202 1209 1226 rBV 633268 1070462 25.47% 2.479%
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11 10.469 1265 1272 1283 rVB 1312242 2214871 52.70% 5.128%
12 10.610 1288 1296 1308 rBV 504394 867689 20.64% 2.009%
13 13.740 1822 1828 1833 rBV 1125313 1563774 37.21% 3.621%
14 13.787 1833 1836 1845 rVB 146716 201954 4._80% 0.468%
15 14.022 1869 1876 1886 rBV 1259257 1894593 45.08% 4_387%

16 14.328 1922 1928 1941 rVB2 1989590 3129517 74.46% 7.246%
17 14.540 1958 1964 1980 rBV 309024 612162 14.56% 1.417%
18 15.328 2091 2098 2104 rBV 1635577 2367906 56.34% 5.483%
19 15.451 2113 2119 2131 rVB 370540 526567 12.53% 1.219%
20 17.075 2389 2395 2403 rVV2 2579687 3745969 89.12% 8.673%

21 17.175 2405 2412 2424 rBV2 1810882 2507807 59.67% 5.807%
22 17.281 2424 2430 2435 rVB3 34606 48586 1.16% 0.112%
23 17.980 2545 2549 2556 rBV2 80269 118934 2.83% 0.275%
24 19.475 2797 2803 2811 rBV2 2115225 2856805 67.97% 6.615%
25 20.539 2980 2984 2988 rVB2 35078 43808 1.04% 0.101%

26 21.004 3059 3063 3067 rBV 59235 63749 1.52% 0.148%
27 21.274 3103 3109 3116 rBV 3372091 4203119 100.00% 9.732%
28 21.439 3134 3137 3143 rVB 97004 105900 2.52% 0.245%
29 21.874 3207 3211 3216 rBV 149174 178228 4.24% 0.413%
30 22.339 3285 3290 3296 rBV 226011 314539 7.48% 0.728%

31 22.463 3309 3311 3318 rVB2 56117 69233 1.65% 0.160%
32 22.845 3371 3376 3381 rVB 296493 453609 10.79% 1.050%
33 23.363 3457 3464 3469 rBV 1274345 2331824 55.48% 5.399%
34 23.404 3469 3471 3478 rVB 317887 449100 10.68% 1.040%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002117.D

Acq On : 23 Jul 2018 21:52

Operator : JU/SJ

Sample - J4038-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 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_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA CALIBRATION

35 23.510 3481 3489 3497 rVB2 1823669 3437684 81.79% 7.960%
36 24.045 3575 3580 3589 rVB 298006 540478 12.86% 1.251%

37 24.786 3700 3706 3720 rVB2 199065 419722 9.99% 0.972%
38 25.645 3847 3852 3860 rVB2 99149 240459 5.72% 0.557%

Sum of corrected areas: 43189641
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002117.D

Acq On : 23 Jul 2018 21:52

Operator : JU/SJ

Sample - J4038-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN002117.D
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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: BN002117.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002117.D

Acq On : 23 Jul 2018 21:52

Operator : JU/SJ

Sample - J4038-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

4._86 4.22 ng/ul 305532 1,4-Dichlorobenzene-d4 7.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 45
3 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 40
4 Acetic acid, 1,l1-dimethylethyl e... 116 C6H1202 000540-88-5 39
5 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 33

Abundance Scan 318 (4.858 min): BN002117.D (-313) (-) m/z 43.00 100.00%
43
59
5000
s T 460 480 500 520
0....,....','...-!|,...'.,-.8?..-,|....,....,....,....,....,2.97.. m/z 59.00 56.12%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N U R R
59 460 480 500 5.20
m/z 101.00 19.18%
15 4 101
M 1y ' 83 L ‘
S L L S I S S B SR S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
460 480 500 520
5000 m/z 58.00 16.54%
59
27 70 83 101
G L L S U S S BN SR B B
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl- B e A
43 460 4.80 5.00 5.20
m/z 41.00 9.66%
5000 59
31 83 1?1
O T o T L B e o R B R B
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002117.D

Acq On : 23 Jul 2018 21:52

Operator : JU/SJ

Sample - J4038-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_M
SVOA CALIBRATION

TIC Library : C:\Database\NIST11.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 3
R.T. EstConc Area Relative to ISTD R.T.

22.85 2.64 ng/ul 453609 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Octadecane 254 C18H38 000593-45-3 95
3 Tetracosane 338 C24H50 000646-31-1 94
4 Hexacosane 366 C26H54 000630-01-3 93
5 Octacosane 394 C28H58 000630-02-4 91

Abundance Scan 3377 (22.851 min): BN002117.D (-3371) (-) m/z 57.05 100.00%

57
5000 85

113 22.60 22.80 23.00 23.20
141 169 197 225 252
0...l, L7 7 169 107 225 282 295 327 356 401 m/z 71.05 60.55%

m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane

57

5000 -------------------
85 22. 60 22. 80 23. OO 23 20

29 m/z 43.05 54 .92%

0 | L “ Ik J1}3\141‘169 197 225 253 282
L B o e LA A s e o e T
m/z--> 50 100 150 200 250 300 350 400
Abundance

57

22.60 22. 80 23. OO 23.20

5000 85 m/z 85.05 46 .80%
29
. 113 141 169 197 995 254
— T T T T T
m/z--> 50 100 150 200 250 300 350 400
Abundance #175559: Tetracosane R AN MRS

57 22.60 22.80 23.00 23.20
m/z 55.05 20.47%

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

1] I‘ J

e N e

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

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002117.D

Acq On : 23 Jul 2018 21:52

Operator : JU/SJ

Sample - J4038-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 2
R.T. EstConc Area Relative to ISTD R.T.

24.04 3.14 ng/ul 540478 Perylene-d12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 96
2 Hexacosane 366 C26H54 000630-01-3 93
3 Heneicosane 296 C21H44 000629-94-7 90
4 2-methyloctacosane 408 C29H60 1000376-72-8 90
5 Docosane 310 C22H46 000629-97-0 90

Abundance Scan 3579 (24.039 min): BN002117.D (-3575) (-) m/z 57.00 100.00%

g7
5000 85

113 23.80 24.00 24.20 24.40
141 162 183 208 281
) — | b 02183 208 230 281 325 356 m/z 71.10 63.73%

T
m/z--> 50 100 150 200 250 300 350
Abundance #129490: Eicosane
57
85
5000 LA L B L L L LB L L L
23.80 24.00 24.20 24.40
m/z 43.05 60.46%
0 7 h | M‘\J L i 169 197 225 253 282
— T
m/z--> 50 100 150 200 250 300 350
Abundance
57
T T T T T
23.80 24.00 24.20 24.40
5000 85 m/z 85.05 47 .88%
29
. 13 141 160 107 225 253 295 323 367
— T T T T T T T
m/z--> 50 100 150 200 250 300 350
Abundance #141426: Heneicosane R e e s
57 23.80 24.00 24.20 24.40
m/z 55.00 24 .49%
85
5000
29 113
ol L. Ty J[ I 1?1 (169 197 225 253 296
i T R B
m/z--> 50 100 150 200 250 300 350 23. 80 24 00 24. 20 24 40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002117.D

Acq On : 23 Jul 2018 21:52

Operator : JU/SJ

Sample - J4038-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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 4
R.T. EstConc Area Relative to ISTD R.T.
24.79 2.44 ng/ul 419722 Perylene-di12 23.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 93
2 Octacosane 394 C28H58 000630-02-4 90
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 2-methyloctacosane 408 C29H60 1000376-72-8 90
Abundance Scan 3707 (24.792 min): BN002117.D (-3700) (-) m/z 57.10 100.00%
57
5000 85
—rv—v—v—v—rv—v—v—vj—v—v—v—v—rv—v—v—v—rv—r
141 169 24.40 24.60 24.80 25.00 25.20
ol ,“ ‘I '1 U2 390,225,258 284 342 A0 Lo 71,10 65.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #129492: Eicosane
57
5000
85 24.40 24.60 24.80 25.00 25.20
29 m/z 43.10 55.33%
o | k | | ) /Y8 141 160 197 225 253 282
m/z--> 50 100 1éo 200 250 300 350 400
Abundance
57
2440 24.60 24.80 25.00 25.20
5000 a5 m/z 85.10 44 .41%
29
o 113 141 160 197 225 253 281 309 337 365 394
LI SR LN SRS WU UL UL SRR U
m/z--> 50 100 150 200 250 300 350 400
Abundance #185535: Heptadecane, 9-octyl-
57 24.40 24.60 24.80 25.00 25.20
m/z 55.00 21.00%
5000 85
ol 3 ‘ | (M2 141 160 197 20 267 294 323 352
m/z--> 50 100 150 200 250 300 350 400 24,40 24,60 24.80 25.00 25.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_N\DATA\BNO72318\
Data File : BN002117.D

Acq On : 23 Jul 2018 21:52

Operator : JU/SJ

Sample - J4038-01

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_N\METHODS\SOM-EPA-BNO71318MA_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]
2-Pentanone, 4-hy... 4.86 4.2 ng/ul 305532 1 7.70 1447160 20.0
(DEL) Alkane: Str... 22.85 2.6 ng/ul 453609 6 23.51 3437680 20.0
(DEL) Alkane: Str... 24.04 3.1 ng/ul 540478 6 23.51 3437680 20.0
(DEL) Alkane: Str... 24.79 2.4 ng/ul 419722 6 23.51 3437680 20.0
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