LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080819\
Data File : BG042106.D

Aca On : 9 Aug 2019 17:35

Operator : HP/JU

Sample : K4041-12

Misc :

ALS Vial : 36 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\HPCHEMI1I\BNA_ G\METHODS\SOM-EPA-BGO80319MA.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 3.147 5 10 31 rVB 1449145 2315828 100.00% 13.207%
2 3.411 51 55 64 rvB3 8295 14381 0.62% 0.082%
3 3.693 100 103 112 rBvV 10567 23825 1.03% 0.136%
4 4.075 162 168 175 rBvV3 10629 20268 0.88% 0.116%
5 4.169 179 184 191 rBVvV4 5122 9081 0.39% 0.052%
6 5.097 338 342 345 rBV2 3523 5219 0.23% 0.030%
7 7.183 690 697 711 rBV2 132423 284939 12.30% 1.625%
8 7.342 718 724 735 rBV 96922 174282 7.53% 0.994%
9 7 .559 754 761 773 rBV 146044 271712 11.73% 1.550%
10 8.023 833 840 849 rBV 221061 396907 17.14% 2.264%

11 8.740 955 962 975 rBV 159936 312969 13.51% 1.785%
12 9.193 1031 1039 1048 rBvV 133138 245577 10.60% 1.401%
13 9.921 1155 1163 1176 rBV 116540 223163 9.64% 1.273%
14 10.474 1247 1257 1274 rBV 177150 370343 15.99% 2.112%
15 10.850 1312 1321 1332 rBV 339005 593711 25.64% 3.386%

16 10.985 1337 1344 1359 rVV 119750 254887 11.01% 1.454%
17 12.448 1587 1593 1599 rBv4 2835 6104 0.26% 0.035%
18 14.087 1866 1872 1877 rBV 382009 564991 24.40% 3.222%
19 14.134 1877 1880 1891 rVB 78456 112488 4._86% 0.642%
20 14.381 1913 1922 1934 rBV 437274 717089 30.96% 4_.090%

21 14.686 1967 1974 1984 rBV2 571123 879834 37.99% 5.018%
22 14.886 2001 2008 2013 rBV 71128 147529 6.37% 0.841%

23 14.933 2013 2016 2025 rVV3 37177 80943 3.50% 0.462%
24 14.998 2025 2027 2031 rVB2 3147 3818 0.16% 0.022%
25 15.103 2040 2045 2050 rVB5 5756 10016 0.43% 0.057%
26 15.497 2106 2112 2116 rBV3 1994 3553 0.15% 0.020%
27 15.532 2116 2118 2122 rVB4 2634 3460 0.15% 0.020%

28 15.679 2134 2143 2151 rBV 593030 903753 39.03% 5.154%
29 15.797 2158 2163 2177 rBV 125451 201828 8.72% 1.151%

30 15.920 2181 2184 2191 rVB4 6109 10093 0.44% 0.058%
31 16.378 2257 2262 2274 rVV6 10012 25275 1.09% 0.144%
32 16.472 2274 2278 2281 rVB3 3042 4119 0.18% 0.023%

33 17.442 2432 2443 2449 rBV 683222 1064185 45.95% 6.069%
34 17.536 2454 2459 2472 rVB 624293 965690 41.70% 5.507%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG080819\
Data File : BG042106.D

Aca On : 9 Aug 2019 17:35

Operator : HP/JU

Sample : K4041-12

Misc :

ALS Vial : 36 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_G\METHODS\SOM-EPA-BGO80319MA_.M
Title = SVOA CALIBRATION

35 18.335 2587 2595 2599 rBV3 28073 48720 2.10% 0.278%
36 18.523 2622 2627 2630 rBv4 4376 7122 0.31% 0.041%
37 18.640 2642 2647 2650 rBV5 5024 8968 0.39% 0.051%
38 18.817 2673 2677 2680 rBv4 2884 4639 0.20% 0.026%
39 19.146 2732 2733 2737 rBvV4 2280 2664 0.12% 0.015%
40 19.257 2749 2752 2755 rVB3 4668 5178 0.22% 0.030%
41 19.463 2783 2787 2789 rBV2 11353 16280 0.70% 0.093%
42 19.492 2789 2792 2796 rVB 28076 35802 1.55% 0.204%
43 19.610 2808 2812 2813 rBV3 3547 4675 0.20% 0.027%
44 19.710 2827 2829 2833 rVB2 6453 7294 0.31% 0.042%
45 19.827 2842 2849 2859 rBVY 868468 1262217 54.50% 7.199%
46 20.033 2880 2884 2888 rBV6 4831 8394 0.36% 0.048%
47 20.086 2892 2893 2896 rBV3 3443 2699 0.12% 0.015%
48 20.344 2933 2937 2938 rBV4 10900 14226 0.61% 0.081%
49 20.855 3022 3024 3027 rVB4 12204 9544 0.41% 0.054%

50 21.367 3106 3111 3122 rBV 157946 313726 13.55% 1.789%

51 21.719 3164 3171 3178 rBV 707418 1233234 53.25% 7.033%

52 21.931 3202 3207 3215 rBvV4 27965 67461 2.91% 0.385%
53 22.571 3308 3316 3331 rVB3 117311 330487 14.27% 1.885%
54 23.253 3428 3432 3438 rVB2 30382 49813 2.15% 0.284%
55 23.605 3490 3492 3500 rVB5 27790 46223 2.00% 0.264%
56 24.081 3568 3573 3579 rBV2 46692 92701 4._00% 0.529%

57 24.152 3580 3585 3602 rVB7 45167 152837 6.60% 0.872%
58 24.769 3680 3690 3700 rBV 436120 1209514 52.23% 6.898%
59 24.992 3717 3728 3737 rBV 429698 1278119 55.19% 7.289%
60 26.220 3933 3937 3945 rVB4 40946 99932 4_.32% 0.570%

Sum of corrected areas: 17534329
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080819\
Data File : BG042106.D

Aca On © 9 Aug 2019 17:35

Operator : HP/JU

Sample : K4041-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M
SVOA CALIBRATION

C:\DATABASENNIST11.L
LSCINT.P

TIC Library
TIC Integration Parameters:

Abundance
1400000

TIC: BG042106.D
15

1200000
1000000
800000
600000

400000 10.85

10.47

200000 874 g19

7.1834 T
3.413.69 44087 5.10 ]78[\ A J\ 1 A [L L

350 400 450 5.00 550 6.00 6.50 7.00 750 8.00 850 9.00 9.50 10.00 10.50 11.00 11.50 1200 12.50
TIC: BG042106.D

9.92 0.98

12.45

0 T

Time-->
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1400000

1200000
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19.83

800000 21.72

14.69 15.68

14.38
14.09
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5.80
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TIC: BG042106.D

14.13 21.93
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Time-->
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24.74.99
400000

200000

23.2523.61 224086
WJW.A&
O e T e e e e T e
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080819\
Data File : BG042106.D

Aca On © 9 Aug 2019 17:35

Operator : HP/JU

Sample : K4041-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_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 Butane, 2-methoxy-2-methyl- Concentration Rank 1

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

3.15 116.69 ng/ul 2315830 1,4-Dichlorobenzene-d4 8.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 59
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 38
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 23
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance Scan 11 (3.153 min): BG042106.D (-5) (-) m/z 73.10 100.00%
7B
5000
a3 87
37 &7 101 3.20 3.30 3.40 3.50 3.60
Ot ot b 7 e m/Zz 43.10  35.28%
m/z--> 20 30 40 50 60 70 8 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.20 3.30 3.40 3.50 3.60
55 87 m/z 87.05 29.50%
2> 35 J\ ‘ 67 |
mz-> % 30 40 %0 65 70 80 9 106 110 130 130
Abundance
73
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 27 .74%
43
87
27
"|""|"??|"'4?""|"§?|""|""|"'}P}"'|""|""|"'
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73 3.20 3.30 3.40 3.50 3.60
87 m/z 71.10 11.20%
5000 55
L 79 | 97 112 129
m/z--> 20 ' ' ' ' 80 90 100 110 120 130 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080819\
Data File : BG042106.D

Aca On © 9 Aug 2019 17:35

Operator : HP/JU

Sample : K4041-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.37 5.09 ng/ul 313726 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 95
2 Heneicosvl heptafluorobutvrate 508 C25H43F702 1000351-83-8 94
3 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 3112 (21.372 min): BG042106.D (-3106) (-) m/z 57.10 100.00%
57 g3
5000 111
LN BRI BN
139 167 196 21.00 21.20 21.40 21.60
kLl h 81 03222522080300 357 429 | ‘m/z 55.10 88.18%
m/z—-> 0 50 100 150 200 250 300 350 400 450
Abundance #155046: 1-Heneicosanol
55 83
5000 RS ARA DR
mmmmmmmm
2 m/z 43.10 83.20%
139
n \‘ \H || 39167106 238266204
RIS VAL SIS DL SRR S

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

K

Abundance
T e e
97 21.00 21.20 21.40 21.60
5000 m/z 83.05 82.04%
29 125
169196002 266294 339 490
T B A e e e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #185169: Heptadecy! trifluoroacetate
57 21.00 21.20 21.40 21.60
97 m/z 97.10 71.56%
5000
29 125
| | 154182210238 283 334
,,,,,,,,,, PR T
m/z--> 0 50 100 150 200 250 300 350 400 450 21. 00 21. 20 21. 40 21.60
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\SVOASRV\HPCHEMI\BNA G\DATA\BG080819\
BG042106.D
9 Aug 2019 17:35
HP/JuU
K4041-12

36 Sample Multiplier: 1

SVOA CALIBRATION

= C:\DATABASE\NIST11.L

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_M

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 Octacosanol Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
22.57 5.36 ng/ul 330487 Chrysene-di12 21.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 95
2 Behenic alcohol 326 C22H460 000661-19-8 95
3 n-Tetracosanol- 354 C24H500 000506-51-4 95
4 1-Docosene 308 C22H44 001599-67-3 94
5 1-Heneicosanol 312 C21H440 015594-90-8 94

Abundance Scan 3316 (22.571 min): BG042106.D (-3308) (-) m/z 57.10 100.00%
g7 83
NS BUNA AU SR
167 22.20 22.40 22.60 22.80
193213236 205,298, 327 355 m/z 55.10  97.22%
m/z--> 50 100 150 200 250 300 350
Abundance #215904: Octacosanol
57
97
5000 AR ARS RS
nmnmnmnm
125 m/z 83.10 90.19%
Z?W‘J dm‘”“ 15 ‘181 209 236 264 202 322 364 392
m/z--> 55 1éo 200 250 300 3éo '
Abundance
55 83
22120 22.40 22.60 22.80
5000 11 m/z 97.10 90.17%
29
139 167 196 224 252 280 308
m/z--> 55 160 1éo 260 250 360 3éo '
Abundance #186968: n-Tetracosanol-1 R A BAEaEEES S
8 22.20 22.40 22.60 22.80
m/z 43.10 77.16%
| [“ 4 J 12 Jl§7 195 222 250 280 308 336
m/z--> m 1m 1% 2& 250 3& 3% ' 2nwuwmmme'
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BGO080819\
Data File : BG042106.D

Aca On © 9 Aug 2019 17:35

Operator : HP/JU

Sample : K4041-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_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: Cyclic24.15 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
24._.15 2.39 ng/ul 152837 Perylene-di12 24 .99
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 Cvclohexane. 1.2-dimethvl-3-
2 1-Tridecene

3 5-Octadecene. (E)-

4 Trifluoroacetic acid. pentad
5 n-Tetracosanol-1

062376-17-4 72
002437-56-1 70
007206-21-5 68
959010-23-2 64
000506-51-4 64

pent... 224 C16H32
182 C13H26
252 C18H36
ecvl... 324 C17H31F302
354 C24H500

Abundance Scan 3585 (24.152 min): BG042106.D (-3580) (-) m/z 57.10 100.00%
o7
5000
152 191209 250,59 295 327 355 23.80 24.00 24.20 24.40
m/z 55.10 98.19%
m/z--> 50 100 150 200 250 300 350
Abundance #81267: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
69 97
5000 41 LA L L L L L L L I
153 23.80 24.00 24.20 24.40
‘ m/z 97.10 97.48%
AL e o e
m/z--> 50 100 150 200 250 300 350
Abundance
43
69 B e e e o R
23.80 24.00 24.20 24.40
5000 97 m/z 83.05 78.38%
15 125 154 182
L B e e o e e e e B LN e BLALE o
m/z--> 50 100 150 200 250 300 350
Abundance #104186: 5-Octadecene, (E)- S B e I L S
55 23.80 24.00 24.20 24.40
m/z 69.05 77.73%
83
5000
29 111
LUk d ] 139 168 105 200 252
e L e e e e o e LA B e o o o o o s s e B R e o AR
m/z--> 50 100 150 200 250 300 350 23.80 24.00 24.20 24.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_G\DATA\BG080819\
Data File : BG042106.D

Acq On : 9 Aug 2019 17:35

Operator : HP/JU

Sample - K4041-12

Misc :

ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\SOM-EPA-BGO80319MA_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]
Butane, 2-methoxy... 3.15 116.7 ng/ul 2315830 1 8.02 396907 20.0
1-Heneicosanol 21.37 5.1 ng/ul 313726 5 21.72 1233230 20.0
Octacosanol 22.57 5.4 ng/ul 330487 5 21.72 1233230 20.0
(DEL) Alkane: Cyc... 24.15 2.4 ng/ul 152837 6 24.99 1278120 20.0
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