LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014964.D

Aca On : 04 May 2018 04:12

Operator : SJ/JU

Sample : J2554-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918.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 3.334 4 8 15 rVB 2656451 3561051 61.31% 4_.478%
2 3.640 56 60 67 rvB 77258 108388 1.87% 0.136%
3 4.228 155 160 170 rvB 93129 132217 2.28% 0.166%
4 6.498 538 546 554 rBV 32446 61282 1.06% 0.077%
5 7.616 729 736 749 rBVY 1289179 2256388 38.85% 2.837%
6 7.798 760 767 776 rVB 1006337 1641338 28.26% 2.064%
7 8.010 796 803 812 rBY 1347654 2212902 38.10% 2.782%
8 8.492 878 885 898 rBVY 1394587 2293580 39.49% 2.884%
9 9.192 996 1004 1014 rBY 1230053 2065031 35.55% 2.596%
10 9.675 1078 1086 1095 rBvV 1211743 2055405 35.39% 2.584%

11 10.404 1198 1210 1221 rBV 954091 1651400 28.43% 2.076%
12 10.939 1294 1301 1314 rBV 1432950 2461753 42.38% 3.095%
13 11.333 1361 1368 1376 rBV 1804239 3106509 53.49% 3.906%
14 11.463 1381 1390 1402 rBV 1196391 2165700 37.29% 2.723%
15 13.469 1726 1731 1740 rVB 88320 132288 2.28% 0.166%

16 13.974 1812 1817 1822 rBV 164948 237774 4_.09% 0.299%
17 14.486 1895 1904 1909 rBV 2344502 3242374 55.83% 4._.077%
18 14.533 1909 1912 1917 rVB 409293 553039 9.52% 0.695%
19 14.798 1950 1957 1968 rBV 2800184 4087333 70.37% 5.139%
20 14.945 1976 1982 1988 rVB 166544 219342 3.78% 0.276%

21 15.098 2001 2008 2014 rBV2 2338346 3551420 61.15% 4._465%

22 15.151 2014 2017 2023 rVB5 44886 70195 1.21% 0.088%
23 15.263 2029 2036 2043 rBV 938233 1463587 25.20% 1.840%
24 15.845 2130 2135 2138 rBV 62014 92715 1.60% 0.117%

25 15.886 2138 2142 2147 rVB2 226618 292633 5.04% 0.368%

26 16.074 2167 2174 2186 rBV 3302280 4757006 81.90% 5.981%
27 16.180 2186 2192 2199 rBV 653149 920459 15.85% 1.157%
28 16.280 2204 2209 2213 rBV 83092 155048 2.67% 0.195%
29 16.421 2228 2233 2243 rVB2 252222 345976 5.96% 0.435%
30 16.733 2282 2286 2297 rVB 184681 281706 4._.85% 0.354%

31 17.333 2384 2388 2393 rVB3 44305 63107 1.09% 0.079%
32 17.521 2416 2420 2424 rBV 94805 115163 1.98% 0.145%
33 17.809 2462 2469 2475 rBV2 2542274 3794263 65.33% 4.771%
34 17.909 2480 2486 2497 rVV 3298802 4695372 80.84% 5.904%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014964.D

Aca On : 04 May 2018 04:12

Operator : SJ/JU

Sample : J2554-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Intearation Parameters: LSCINT.P
Intearator: 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:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM041918.M
Title = SVOA CALIBRATION
35 18.245 2541 2543 2547 rVB 53765 63032 1.09% 0.079%

36 18.586 2597 2601 2605 rBV 105217 151986 2.62% 0.191%
37 18.639 2605 2610 2620 rBV 1452132 2122504 36.54% 2.669%
38 19.639 2777 2780 2784 rVB 146739 157347 2.71% 0.198%
39 19.739 2795 2797 2799 rBV3 71595 71258 1.23% 0.090%
40 19.821 2808 2811 2816 rVB 113269 147007 2.53% 0.185%

41 19.880 2817 2821 2833 rBVY 843400 1298961 22.36% 1.633%
42 20.150 2861 2867 2879 rBV 3695213 5146562 88.61% 6.471%
43 21.556 3102 3106 3114 rBV 1358524 1827192 31.46% 2.297%
44 21.897 3160 3164 3169 rVB 2797388 3780880 65.10% 4._.754%
45 24.221 3553 3559 3576 rVB 2657136 5808076 100.00% 7.303%

46 24.380 3580 3586 3594 rVvB 2028039 4113456 70.82% 5.172%

Sum of corrected areas: 79532005
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014964.D

Aca On : 04 May 2018 04:12

Operator : SJ/JU

Sample : J2554-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_M
SVOA CALIBRATION

Quant Method
Quant Title

TIC Library - C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BM014964.D
4000000
30000004 o
2000000 11.33
762 801 849 919 967 109 4 e
1000000 7.80 10.40
A\ 3.64 4.23 6.50
O R e e o e e B e e A A e e
Time--> 350 400 450 500 550 600 650 700 750 800 850 900 950 10.00 10.50 11.00 11.50
Abundance TIC: BM014964.D
20,15
4000000
16.07 17.91
3000000 14.80
17.41
14.49 | 15.10
2000000
18.64
19.88
1000000 15.26
1 | l l
13.97 .94 .85 . . . ):
1347 1397 [ 1 15.16 ispd|| 1628 33 .24

(o]

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 20.50

Abundance TIC: BM014964.D
21190 24,22
4000000
24.38
3000000
21.56
1000000
O e L o o LA e e o L e ey o o N B o e e

Time--> 21.00 2150 22.00 2250 23.00 23.50 24.00 2450 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:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014964.D

Aca On : 04 May 2018 04:12

Operator : SJ/JU

Sample : J2554-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_M
SVOA CALIBRATION

Quant Method
Quant Title

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.

3.33 31.05 ng/ul 3561050 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 50
3 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
4 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 38

Abundance Scan 7 (3.328 min): BM014964.D (-4) (-) m/z 73.05 100.00%
7B
5000 43
55 87
3.40 350 3.60 3.70
0 |l poomas 28 Tn/z 43.10  49.60%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000
43 3.40 350 3.60 3.70
55 87 m/z 55.10 30.61%
29
O'I“L'““"W"M'Iw"l"'W""l'”'l'"'P"'I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73
3.40 3.50 3.60 3.70
5000 m/z 87.10 24 _57%
43 %
87
27
101
P S S L WL UL B L WL I /\_
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol R AR Es pa
73 3.40 350 3.60 3.70
87 m/z 41.10 16.01%
5000 41 55
29 ‘
0 'MM 'h" L" ”w'l '*'?z '}%%I }??'I DS S S U U AR AR UL RN
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 350 3.60 3.70
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014964.D

Aca On : 04 May 2018 04:12

Operator : SJ/JU

Sample : J2554-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

SVOA CALIBRATION

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

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_M

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

Concentration Rank 2

Peak Number 2 n-Hexadecanoic acid

R.T. EstConc Area Relative to ISTD R.T.
18.64 11.19 ng/ul 2122500 Phenanthrene-d10 17.81
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 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87

Abundance Scan 2610 (18.639 min): BM014964.D (-2605) (-) m/z 43.10 100.00%
73
5000 JQ
157 185 213 5 281 307 330 355 A01 18.40 18.60 18.80 19.00
0! m/z 73.00 86.16%
m/z--> 50 100 150 200 250 300 350 400
Abundance #107549: n-Hexadecanoic acid
60
4
5000 129 LN B B RN B
83 mmmmmmmm
H 197 1 13 256 m/z 60.00 81.16%
ol — 'MIH“ hl H“ “h‘ﬂ.lﬁﬁ? ul \ . . . ‘I .‘ . I“' T ——— ;
m/z--> 50 100 150 200 250 300 350 400
Abundance
43 73
" 18140 18.60 18.80 19.00
5000 m/z 41.05 78.38%
129
256
97 157 185 213
oLt b gd e e
m/z--> §0 160 150 200 250 300 350 400
Abundance #107548: n-Hexadecanoic acid ST T T
43 18.40 18.60 18.80 19.00
m/z 57.10 70.74%
5000 256
129
‘ 157 185 213
0-‘-‘ -I“mhlI “l‘|‘--{-“|-{-2-3-6---- — T —T T T L B B B B e
m/z--> 150 200 250 300 350 400 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014964.D

Aca On : 04 May 2018 04:12

Operator : SJ/JU

Sample : J2554-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918._M
Quant Title : 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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.88 6.87 ng/ul 1298960 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 99
5 Octadecanoic acid 284 C18H3602 000057-11-4 91
Abundance Scan 2821 (19.880 min): BM014964.D (-2817) (-) m/z 43.10 100.00%
5000
129
¥ 185 241 g4 19.60 19,80 20.00 20.20
ol k “ 97, | 213, | 263 | 320341 373 401 m/z 73.00 78.52%
m/z--> 150 200 250 300 350 400
Abundance #131261: Octadecanoic acid
43
5000 RN AR AU AR
19. 60 19. 80 20. oo 20 20
‘ ]35 241 284 m/z 41.05 70.21%
“ ““ \\h” L\h M \ 7 | \2(\)7 | ‘ “
U "| NLURELERELAY UL B U
m/z--> 5 250 300 350 400
Abundance
43 73
19.60 19,80 20.00 20.20
5000 129 m/z 60.00 70.09%
97
185 oa1 284
0 15 157 213
m/z--> éo 160 1%0 200 250 300 3éo 460
Abundance #131262: Octadecanoic acid I ABEN L e e
3 19.60 19.80 20.00 20.20
43 m/z 57.10 69.32%
129
5000 284
97 185 241
0 117] \ 128, ]
miz--> 50 100 150 200 250 300 350 400 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050318\
Data File : BM014964.D

Aca On : 04 May 2018 04:12

Operator : SJ/JU

Sample : J2554-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Z:\HPCHEM1\BNA M\METHODS\SOM-EPA-BM041918_M
SVOA CALIBRATION

Quant Method
Quant Title

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 Trifluoroacetoxy hexadecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.56 9.67 ng/ul 1827190 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetoxvy hexadecane 338 C18H33F302 006222-03-3 94
2 Heptafluorobutvric acid. n-tetra... 410 C18H29F702 007365-36-8 94
3 Pentafluoropropionic acid. penta... 374 C18H31F502 959092-08-1 94
4 Pentafluoropropionic acid. hexad... 388 C19H33F502 006222-07-7 94
5 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
Abundance Scan 3107 (21.562 min): BM014964.D (-3102) (-) m/z 57.10 100.00%
g7
97
5000
2 207 21.20 2140 21.60 21.80
154 : : : :
ob A LLLLLL 394 “1 251261310342371309 449480510 548 724 TG o9 a6
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #175127: Trifluoroacetoxy hexadecane
57
5000 LRI B UL BRI B
2120 21.40 21.60 21.80
29 m/z 55.10 92.36%
ob i “ h h o4 196224 269 s20 ot
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 RN BRI BN B
21.20 21.40 21.60 21.80
5000 m/z 83.10 77.91%
29 125 169
o 197 241 392
miz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #199127: Pentafluoropropionic acid, pentadecyl ester e e EEEmE
57 21.20 21.40 21.60 21.80
97 m/z 69.10 66.96%
5000
o | 154182210 255 356
s 0 100 150 30 3% 30 30 o e o 5o 21.20 2140 2160 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050318\
Data File : BM014964.D

Acq On : 04 May 2018 04:12

Operator : SJ/JU

Sample : J2554-14

Misc :

ALS Vial : 22 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_M\METHODS\SOM-EPA-BM041918_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... 3.33 31.1 ng/ul 3561050 1 8.49 2293580 20.0
n-Hexadecanoic acid 18.64 11.2 ng/ul 2122500 4 17.81 3794260 20.0
Octadecanoic acid 19.88 6.9 ng/ul 1298960 5 21.90 3780880 20.0
Trifluoroacetoxy ... 21.56 9.7 ng/ul 1827190 5 21.90 3780880 20.0
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