LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020921\
Data File : BM028694.D

Aca On : 09 Feb 2021 20:55

Operator : CG/JU

Sample : M1310-08

Misc :

ALS Vial : 17 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_ M\METHODS\SOM-EPA-BMO11621MA.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

3.204 34 37 44 rVB 6717 8111 1.65% 0.138%
3.981 165 169 173 rVB 1504 1989 0.40% 0.034%
rvB2 1576 2353 0.48% 0.040%
7.063 687 693 704 rBB 109143 183068 37.13% 3.118%
7.228 715 721 730 rBB 83228 127627 25.88% 2.174%
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7.422 748 754 762 rBV 116584 181101 36.73% 3.085%
7.892 828 834 841 rBB 99719 154824 31.40% 2.637%
rBB 129832 202636 41.10% 3.451%
9.069 1028 1034 1042 rBB 99952 156751 31.79% 2.670%
9.792 1151 1157 1164 rBB 81986 133132 27.00% 2.268%
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11 10.328 1242 1248 1258 rBB 127257 204592 41.49%% 3.485%
12 10.486 1272 1275 1278 rBB2 471 687 0.14% 0.012%
13 10.704 1305 1312 1321 rBB 131592 212068 43.01% 3.612%
14 10.845 1330 1336 1346 rBV 123623 198977 40.36% 3.389%

15 12.292 1578 1582 1586 rBB2 1457 1952 0.40% 0.033%
16 13.957 1859 1865 1870 rBV 206001 268974 54 _.55% 4_.581%
17 14.004 1870 1873 1880 rVB 7360 9314 1.89% 0.159%
18 14.192 1900 1905 1907 rBV 2175 3022 0.61% 0.051%

19 14.239 1907 1913 1921 rVB 245119 352042 71.40% 5.996%
20 14.545 1959 1965 1972 rBB2 179483 259731 52.68% 4.424%

21 14.763 1996 2002 2013 rBV 82569 119163 24.17% 2.030%

22 14.963 2034 2036 2040 rBV 837 845 0.17% 0.014%
23 15.174 2069 2072 2074 rBV 563 739 0.15% 0.013%
24 15.333 2096 2099 2102 rBV2 1443 2054 0.42% 0.035%
25 15.363 2102 2104 2109 rVB 2056 2207 0.45% 0.038%

26 15.539 2128 2134 2140 rBV 296934 403359 81.81% 6.870%
27 15.668 2151 2156 2165 rVB 79999 107306 21.76% 1.828%

28 15.774 2170 2174 2180 rBB2 1906 2517 0.51% 0.043%
29 15.898 2192 2195 2198 rBV 556 755 0.15% 0.013%
30 16.068 2219 2224 2225 rBV 371 499 0.10% 0.008%
31 16.315 2265 2266 2269 rVB 762 541 0.11% 0.009%
32 16.410 2279 2282 2284 rBV 483 636 0.13% 0.011%
33 16.504 2293 2298 2303 rBV3 1793 2705 0.55% 0.046%
34 17.080 2391 2396 2399 rBV2 461 655 0.13% 0.011%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020921\
Data File : BM028694.D

Aca On : 09 Feb 2021 20:55

Operator : CG/JU

Sample : M1310-08

Misc :

ALS Vial : 17 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_M\METHODS\SOM-EPA-BMO11621MA_M
Title = SVOA CALIBRATION
35 17.192 2411 2415 2418 rVB2 751 933 0.19% 0.016%

36 17.280 2424 2430 2436 rBV 208064 278521 56.49% 4.744%
37 17.380 2441 2447 2453 rVV 305601 414459 84.06% 7.059%

38 17.556 2474 2477 2481 rBV 1856 2383 0.48% 0.041%
39 18.045 2557 2560 2565 rVB2 871 1115 0.23% 0.019%
40 18.162 2575 2580 2586 rVvVv 50147 63724 12.92% 1.085%
41 18.233 2589 2592 2598 rVvVv 3501 5178 1.05% 0.088%
42 18.315 2602 2606 2608 rBV2 686 1033 0.21% 0.018%
43 18.439 2625 2627 2629 rBV2 601 557 0.11% 0.009%
44 18.592 2649 2653 2657 rVB4 852 1431 0.29% 0.024%
45 18.651 2658 2663 2669 rBV2 3138 5545 1.12% 0.094%
46 18.751 2675 2680 2683 rBV3 3332 4837 0.98% 0.082%
47 18.786 2683 2686 2689 rVB4 866 1049 0.21% 0.018%
48 18.833 2691 2694 2695 rBV3 831 692 0.14% 0.012%
49 18.909 2701 2707 2712 rBVY 18950 25455 5.16% 0.434%
50 18.956 2712 2715 2718 rVV2 1520 1563 0.32% 0.027%
51 18.998 2718 2722 2729 rVV2 4708 6884 1.40% 0.117%
52 19.068 2732 2734 2740 rVB6 1757 2520 0.51% 0.043%
53 19.298 2769 2773 2774 rBV2 3623 5034 1.02% 0.086%
54 19.321 2774 2777 2781 rVB3 6168 7531 1.53% 0.128%
55 19.433 2792 2796 2805 rBV 31697 43201 8.76% 0.736%
56 19.545 2811 2815 2820 rVB2 6560 7869 1.60% 0.134%
57 19.656 2829 2834 2841 rVB 343001 458808 93.05% 7.815%
58 20.074 2901 2905 2908 rBV3 3608 5077 1.03% 0.086%
59 20.280 2938 2940 2946 rBV7 2071 3296 0.67% 0.056%
60 20.550 2982 2986 2991 rBV2 7955 13461 2.73% 0.229%
61 20.756 3017 3021 3025 rBV 32043 37349 7.57% 0.636%
62 21.133 3081 3085 3090 rBV 44186 57528 11.67% 0.980%

63 21.427 3130 3135 3141 rBV 257153 306947 62.25% 5.228%
64 23.521 3485 3491 3499 rVB 271882 493064 100.00% 8.398%
65 23.668 3510 3516 3523 rVB2 167637 307172 62.30% 5.232%

Sum of corrected areas: 5871148
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM020921\

BM028694 .D

09 Feb 2021 20:55

CG/JuU

M1310-08

17 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_M
SVOA CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P

Abundance

300000

250000

200000

150000

100000

50000
3.20

TIC: BM028694.D

8.62
7.06 7.42

7.23

9.07

3.98 4.97

10.33 10;f)gc

9.79

O
Time--> 3.00

4.00 4.50

5.00 5.50

3.50 6.00 650 7.00 750 800 850 9.00

0.49
L A o
9.50 10.00 10.50 11.00 11.50

Abundance

300000

250000

200000

150000

100000

50000

12.29

TIC: BM028694.D

15.54 17.38

14.24

13.96 17.48

14.54

14.76 15.67

JﬁQ%pg 1495353# 5156.0768850  1710419(17.56 18.

19

66

O
Time-->

12.00 1250 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

300000

250000

200000

150000

100000

50000

0

21.13

TIC: BM028694.D
23,52

21.43

P3.67

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-BMO0116

21IMA_M Wed Feb 10 07:00:59 2021
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020921\
Data File : BM028694.D

Aca On : 09 Feb 2021 20:55

Operator : CG/JU

Sample : M1310-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.16 4.58 ng/ul 63724 Phenanthrene-d10 17.28
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80
Abundance Scan 2580 (18.162 min): BM028694.D (-2575) (-) m/z 43.10 100.00%
48 60 73
5000 129
97 213
“ \| | 115 143157171185 0 | 5oy 256 17.80 18.00 18.20 18.40
BRSNS [ I ....",'..'..,....,....',..'..,.'...-,....,....,...!,. m/z 73.05 99.29%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 6078
5000 129

17.80 18.00 18.20 18.40

m/z 60.00 92.02%
213
‘J‘“ 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 go 73
R e e e S EmEE
17.80 18.00 18.20 18.40
5000 29 m/z 41.10 81.26%
129
97 115 213 256
143157171185 199" 227
T T T T T T T T T e [ T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95851: Pentadecanoic acid
43 60 73 17.80 18.00 18.20 18.40
m/z 55.10 78.80%
5000 129
29
199
5 L#“ 143157171185 242

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020921\
Data File : BM028694.D

Aca On : 09 Feb 2021 20:55

Operator : CG/JU

Sample : M1310-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.43 2.81 ng/ul 43201 Chrysene-di12 21.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 72
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
4 Decanoic acid. silver(1+) salt 278 C10H19Aa002 013126-67-5 58
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 53
Abundance Scan 2796 (19.433 min): BM028694.D (-2792) (-) m/z 43.05 100.00%
5000 129
87 115 185 241
a7 171 207 Loy 284 19.20 19.40 19.60 19.80
m/z 73.05 86.17%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #131261: Octadecanoic acid
43 57 73
5000 129 TTr T r [T r T r[rrrr [T rrr[rrr

19.I20 19.I40 19!60 19.I80
m/z 57.05 83.24%

185 241 284

143457171

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance

73

43 R mmmm m
57 19.20 19.40 19.60 19.80

m/ 60.00 81.37%
5000 129 z 0

29 185 228
87 101115 | 143171
157

199513
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #107549: n-Hexadecanoic acid L O e R
43 90 19.20 19.40 19.60 19.80
m/z 55.05 71.80%
5000
213
143157171185199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 19.20 19.40 19.60 19.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020921\
Data File : BM028694.D

Aca On : 09 Feb 2021 20:55

Operator : CG/JU

Sample : M1310-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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 4
R.T. EstConc Area Relative to ISTD R.T.
20.76 2.43 ng/ul 37349 Chrysene-di12 21.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2.4.4.6.6.8.8-Heptamethvl-1-nonene 224 C16H32 015796-04-0 53
2 2.4.4-Trimethvl-1-pentanol. hept... 326 C12H17F702 1000365-01-4 35
3 Heptane. 4-(bromomethvI)- 192 C8H17Br 101654-29-9 35
4 Sulfurous acid. cvclohexvlmethvl... 304 C16H3203S 1000309-21-8 25
5 Octane, 2-bromo- 192 C8H17Br 000557-35-7 25
Abundance Scan 3022 (20.762 min): BM028694.D (-3017) (-) m/z 57.10 100.00%
57
113
5000
8|3 169 207 2040 20580 20180 2100
3 149 265 : : : .
S M %3 8 790310 62.550%
m/z--> 50 100 150 200 250 300 350
Abundance #81264: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000
20.40 20.60 20.80 21.00
83 113 m/z 97.05 54 _.89Y%
bl I I 137 168
m/z--> éo 160 150 200 250 360 3%0
Abundance
57
20.40 20.60 20.80 21.00
5000 m/z 55.10 25.60%
97
29 79 119 150799 197 207 311
m/z--> §0 160 1%0 260 2éo 360 3%0
Abundance #54939: Heptane, 4-(bromomethy!)- L o o e I
57 20.40 20.60 20.80 21.00
m/z 83.05 22.26%
5000
113
Zm ljss . | ue 19 m#gal
m/z--> éo 160 1éo 260 250 300 3%0 20.40 20.60 20.80 21.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA M\DATA\BM020921\
Data File : BM028694.D

Aca On : 09 Feb 2021 20:55

Operator : CG/JU

Sample : M1310-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_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 Pentafluoropropionic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.13 3.75 ng/ul 57528 Chrysene-di12 21.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentafluoropropionic acid. octad... 416 C21H37F502 959261-25-7 90
2 Trichloroacetic acid. hexadecvl ... 386 C18H33C1302 074339-54-1 87
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 87
4 Bromoacetic acid. octadecvl ester 390 C20H39Br02 018992-03-5 81
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 81
Abundance Scan 3085 (21.133 min): BM028694.D (-3081) (-) m/z 57.05 100.00%
207 NSNS IUNRE SRR
140 179 249 281 20.80 21.00 21.20 21.40
Afn L AT A3 m/z 43.05  94.65%
m/z--> 100 150 200 250 300 350 400
Abundance #217811: Pentafluoropropionic acid, octadecyl ester
5000 LSRRI PR UM B
20.80 21.00 21.20 21.40
125 m/z 55.05 85.21%
]|L ,153 182202224 252 297 398
m/z--> 200 2éo 300 350 400
Abundance
43
69 NSNS SUNRE SRR
97 20.80 21.00 21.20 21.40
5000 m/z 83.10 80.19%
125
153 196 224
m/z--> 50 100 150 200 250 300 350 400
Abundance #197885: Trichloroacetic acid, pentadecy! ester e L
4 20.80 21.00 21.20 21.40
83 m/z 97.05 70 .54%
5000
111

L339 182 210

Li L

4 " L
LA Y L O O N L B N L L B B N L O B B B LI L L L L L L L

m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40

i
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEM1\BNA_M\DATA\BM020921\
Data File : BM028694.D

Acq On : 09 Feb 2021 20:55

Operator : CG/JU

Sample : M1310-08

Misc :

ALS Vial : 17 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM011621MA_M
Quant Title : 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]
n-Hexadecanoic acid 18.16 4.6 ng/ul 63724 4 17.28 278521 20.0
Octadecanoic acid 19.43 2.8 ng/ul 43201 5 21.43 306947 20.0
(DEL) Alkane: Str... 20.76 2.4 ng/ul 37349 5 21.43 306947 20.0
Pentafluoropropio... 21.13 3.8 ng/ul 57528 5 21.43 306947 20.0
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