LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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 3.340 4 9 25 rVvB 2728258 3818224 66.21% 4.195%
2 3.640 56 60 69 rvB 92668 131108 2.27% 0.144%
3 4.716 238 243 248 rVB 60469 89592 1.55% 0.098%
4 5.157 313 318 326 rBV 44993 73455 1.27% 0.081%
5 5.481 366 373 383 rBV 227415 363008 6.29% 0.399%
6 6.504 543 547 556 rBV 36300 62442 1.08% 0.069%
7 7.134 649 654 659 rVB 53247 83241 1.44% 0.091%
8 7.616 729 736 753 rBVY 1500746 2623654 45.49% 2.883%
9 7.798 760 767 780 rBVY 1199389 1890595 32.78% 2.077%
10 7.916 780 787 793 rVB3 38130 68187 1.18% 0.075%

11 8.010 796 803 810 rBV 1530251 2483588 43.06% 2.729%
12 8.069 810 813 821 rvVvB2 51985 93291 1.62% 0.102%
13 8.492 878 885 898 rBV 1527358 2510093 43.52% 2.758%
14 9.192 996 1004 1014 rBV 1655961 2775037 48.12% 3.049%
15 9.675 1078 1086 1094 rBV 1414223 2354698 40.83% 2.587%

16 10.034 1140 1147 1153 rBV 42714 66771 1.16% 0.073%
17 10.404 1200 1210 1219 rBV 1097265 1835667 31.83% 2.017%
18 10.939 1292 1301 1317 rBV 1630158 2850537 49.43% 3.132%
19 11.333 1360 1368 1382 rBV 1985482 3496456 60.63% 3.842%
20 11.463 1382 1390 1407 rBV 1471474 2594437 44 _.99% 2.851%

21 13.898 1797 1804 1810 rBV 56721 81832 1.42% 0.090%
22 14.492 1896 1905 1909 rBV 2653844 3814144 66.14% 4.191%
23 14.533 1909 1912 1918 rVB 674589 937266 16.25% 1.030%
24 14.798 1951 1957 1967 rBV 3187205 4713362 81.73% 5.179%
25 14.951 1978 1983 1991 rVB 199652 251534 4_36% 0.276%

26 15.039 1991 1998 2002 rBV5 35410 69574 1.21% 0.076%
27 15.098 2002 2008 2015 rVB2 2734581 4137193 71.74% 4._.546%
28 15.257 2029 2035 2051 rBV 1047171 1595237 27.66% 1.753%
29 15.845 2131 2135 2138 rBV 49799 68306 1.18% 0.075%
30 15.886 2138 2142 2147 rVB 226006 287248 4.98% 0.316%

31 16.074 2168 2174 2181 rBV 3894057 5534745 95.97% 6.081%
32 16.174 2185 2191 2203 rBV 942608 1327785 23.02% 1.459%
33 16.286 2204 2210 2213 rBV 49451 106533 1.85% 0.117%
34 16.515 2244 2249 2255 rVB3 120450 171324 2.97% 0.188%

SOM-EPA-BM041918_.M Thu May 03 12:14:03 2018 Page: 1



LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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

Z:\HPCHEM1I\BNA M\METHODS\SOM-EPA-BM041918.M
SVOA CALIBRATION

Method :
Title :

35 16.739 2282 2287 2297 rBV 180002 280818 4.87% 0.309%

36 17.521 2416 2420 2425 rBV 101088 124063 2.15% 0.136%
37 17.810 2463 2469 2475 rBV2 2882427 4383574 76.01% 4.816%

38 17.857 2475 2477 2480 rVvV 69687 77350 1.34% 0.085%
39 17.910 2480 2486 2497 rVB2 3899998 5614381 97.35% 6.169%
40 18.251 2540 2544 2549 rBVY 65671 78603 1.36% 0.086%

41 18.639 2605 2610 2621 rBV 799017 1211317 21.00% 1.331%
42 19.745 2794 2798 2800 rBV3 56282 78424 1.36% 0.086%
43 19.786 2800 2805 2808 rVV3 72919 154049 2.67% 0.169%
44 19.821 2808 2811 2816 rVB 91390 116991 2.03% 0.129%
45 19.880 2817 2821 2829 rBVY 388271 530997 9.21% 0.583%

46 20.151 2861 2867 2876 rBV 4328854 5767101 100.00% 6.336%
47 21.556 3102 3106 3121 rVB 1004119 1492016 25.87% 1.639%
48 21.903 3159 3165 3170 rBV 2993102 4222617 73.22% 4.639%
49 23.239 3389 3392 3398 rVB 359422 518347 8.99% 0.570%
50 23.544 3441 3444 3449 rVB 264862 356657 6.18% 0.392%

51 23.603 3449 3454 3470 rVB2 895880 1826703 31.67% 2.007%
52 24.221 3552 3559 3573 rVB 2615202 5444436 94.41% 5.982%

53 24.380 3579 3586 3599 rVB 1967756 4119440 71.43% 4_.526%
54 24.915 3672 3677 3686 rVB 628881 1258706 21.83% 1.383%

Sum of corrected areas: 91016754
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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: BM014924.D

4000000

30000004 5,4

11.33

9.19
7.62 8.01 8.49 967 10.94 146

10.40

2000000

1000000

10.03

5.48
L3-n64 472 516 ) 650 7.3 | | |
10.00 1050 11.00 11.50

S R R E s T e i LN o N .

T
Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00
Abundance TIC: BM014924.D

T
9.50

20115
4000000 16.07 17.91

14.80

3000000 17.41
14.49 | 1510

2000000

15.26 6.17

1000000 18.64

19.88
13.90 g (5] 16,2555, 17A§Z—1HA§ 18,25

[0 o o e o e e L LU e e e e e B e B e L B I e e e B B e e R

Time-->12.00 12,50 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50
Abundance TIC: BM014924.D

4000000

21.90
24.22

3000000

24.38

2000000

1000000

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\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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.

3.34 30.42 ng/ul 3818220 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 78
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 9 (3.340 min): BM014924.D (-4) (-) m/z 73.05 100.00%

7B
5000 43
55 a7

340 350 360 3.70 3.80
0 |l e e e @0 m/z 43.05  47.10%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000

43 3.40 3.50 3.60 3.70 3.80
55 87 m/z 55.10 29.86%

\\ \‘\ ‘ If ‘
T T T T T T T T T T e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
73

3.40 3.50 3.60 3.70 3.80

o

5000 m/z 87.05 24.88%
43 %
87
27
101
S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13739: 2,2,4-Trimethyl-3-pentanol T
73 340 350 360 3.70 3.80
87 m/z 41.10 15.26%
5000 M 55
29
TR NN PP
L R S
m/z--> 20 40 60 80 100 120 140 160 180 200 3.40 3.50 3.60 3.70 3.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 6

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

5.48 2.89 ng/ul 363008 1,4-Dichlorobenzene-d4 8.49
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
2 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
3 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 50
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 25
5 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 12

Abundance Scan 373 (5.481 min): BM014924.D (-366) (-) m/z 43.00 100.00%
43
5000 59
| ﬂlﬂ - 520 540 560 580
o SNBSS 4SS AESHER: NP S S SN, m/z 59.10 46.36%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000
59 520 540 5.60 5.80
m/z 101.00 13.86%
15 4 101
83
Ol e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
520 540 560 580
5000 59 m/z 58.10 13.15%
31 g3 101
e L L I S L L B B B S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- R e R
43 520 5.40 5.60 5.80
m/z 41.05 9.07%
5000
59
2\7\ LIl H 70 83 o
e L L I UL S L B B B S R LR AR RN R
m/z--> 20 40 60 80 100 120 140 160 180 200 520 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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 3 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.64 5.53 ng/ul 1211320 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 98
3 Tridecanoic acid 214 C13H2602 000638-53-9 93
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 90
Abundance Scan 2610 (18.639 min): BM014924.D (-2605) (-) m/z 43.10 100.00%
4 73
5000
129
97 213
171 256 mmmmmmmm
0 alof oo | 2390 283 3% 73 00 87.58%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
43 60
5000 129 I BRI RN BN B
83 mmmmmmmm
0
H o 157 1g5 213 256 m/z 60.00 81.63%
ol “.H““.ﬂhl“ M.“l I\ : ‘. .‘ .‘. ‘I .‘ 239|‘ —
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
" 18140 18.60 18.80 19.00
5000 256 m/z 41.10 79.68%
129
97 157 213
0 26 185 239
m/z--> 55 160 1éo 260 2%0 360 3éo
Abundance #72646: Tridecanoic acid
43 | 78 mmmmmmmm

m/z 57.05 72 .15%
5000

129 171 214
0 ‘ H‘\‘HHHM \U ’ \15‘2 1197 “
L LA L S R WL WL BN

m/z--> 50 100 150 200 250 300 350 18.40 18.60 18.80 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.88 2.52 ng/ul 530997 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 90
5 n-Decanoic acid 172 C10H2002 000334-48-5 86
Abundance Scan 2821 (19.880 min): BM014924.D (-2817) (-) m/z 43.05 100.00%
48 73
5000 \
129
97 185 241 LSRR SN SRR BN
157 | o7 l ) 65284 355 19.60 19.80 20.00 20.20
ol YO -G O & T L. B0 BN m/z 73.10 78.43%
m/z--> 50 100 150 200 250 300 350
Abundance #131261: Octadecanoic acid
43 | 78
5000 129 SRR SR A SR
o7 19.60 19.80 20.00 20.20
H 185 S m/z 60.00 71.89%
o) — ;“ |‘ hl‘ ‘:H“‘u | ‘M‘: Ul ) I\ :|I-5‘|7 I‘ - f0|7 L I‘ — |“ —
m/z--> 50 100 150 200 250 300 350
Abundance
43 73
19.60 19.80 20.00 20.20
5000 129 m/z 57.10 71.15%
97 185 oa1 284
0 15 157 213 265
m/z--> éo 160 1éo 200 2éo 360 3éo
Abundance #131262: Octadecanoic acid AR
78 19.60 19.80 20.00 20.20
43 m/z 41.10 68.21%
129
5000 284
‘ ‘ 97 185 241
0....“.J..HJ.'},L.J”.". 1;::'57ll||\|2|13|l| I L2|6|5lll e e S e
m/z--> 50 100 150 200 250 300 350 19.60 19.80 20.00 20.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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 5 Trichloroacetic acid, penta... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.56 7.07 ng/ul 1492020 Chrysene-di12 21.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 94
2 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 94
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
Abundance Scan 3107 (21.562 min): BM014924.D (-3102) (-) m/z 43.10 100.00%

43
83
5000
111

J 139 167 207 281 21 20 21.40 21.60 21.80
O ,-....,..1..,....,....2?2....,..?f‘?....,.f‘z.?f‘?l.f‘f?% m/z 57.10 96.64%
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #197885: Trichloroacetic acid, pentadecyl ester
43
5000

m/z 55.10 85.78%

SEERELVONC T R
m/z--> 0 50 15 200 250 300 350 400 450
Abundance

43

111 21.20 21.40 21.60 21.80

97 21.20 21.40 21.60 21.80
5000 m/z 83.10 70.60%
125
153 196224
ot A e
m/z--> 0 50 100 150 200 250 300 350 400 450
Abundance #175127: Trifluoroacetoxy hexadecane T T T T T T
57 21. 20 21. 40 21. 60 21. 80

o7 m/z 69.05 65.88%

5000
29 125
I | | 154 196224 269 329

ot L L e e e R RaRRRsaE

m/z--> 0 50 100 150 200 250 300 350 400 450 21. 20 21. 40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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 6 Oxirane, heptadecyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.24 2.52 ng/ul 518347 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxirane. heptadecvl- 282 C19H380 067860-04-2 95
2 Octadecanal 268 C18H360 000638-66-4 93
3 Octadecanal 268 C18H360 000638-66-4 93
4 (2)-14-Tricosenvl formate 366 C24H4602 077899-10-6 89
5 Oxirane, hexadecyl- 268 C18H360 007390-81-0 87
Abundance Scan 3392 (23.239 min): BM014924.D (-3389) (-) m/z 57.10 100.00%
57
5000 96 ﬁ]k
1 207 ' 23.00 23.20 23.40 23.60
283 : : : :
0 ‘_'_'_'_ATI 236 341369 416 461490 535 n/z 4305 96 98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #129467: Oxirane, heptadecyl-
43 82
5000 AR SRR BN RO B
2300 23.20 23.40 23.60
m/z 82.10 73.14%
\ ‘ H 166194 236264
oh A E O, e
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
43
82 ' 23.00 23.20 23.40 23.60
5000 m/z 55.05 63.51%
110
ol 15 138166194222250
mz-> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #117606: Octadecanal B B L B B L B
48| 82 23.00 23.20 23.40 23.60
m/z 41.10 55.74%
5000
10
| {1381661942222°0
oht—-vr—rr e R e .
mz-> 0 50 100 150 200 250 300 350 400 450 500 550 2300 23.20 2340 23.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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 7 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
23.60 8.87 ng/ul 1826700 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecvl heptafluorobutvrate 452 C21H35F702 959085-66-6 94
2 Octadecvl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Octacosanol 410 C28H580 000557-61-9 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 n-Tetracosanol-1 354 C24H500 000506-51-4 93

Abundance Scan 3453 (23.597 min): BM014924.D (-3449) (-) m/z 57.10 100.00%
57
5000
2 23.20 23.40 23.60 23.80 24.00
153 : : : : :
ol LARALLL 193 196205200281 soB3sesss a17 461 503535 | i 43 10 99.33%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #227400: Heptadecy! heptafluorobutyrate
57
5000 RN AR LN
Bmmmmmmmmm
29 125 m/z 55.10 84.13%
Ouul|||210238||2|8|3|||||||||||4|3|4||||||||||||
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
57
97 AR N N
23.20 23.40 23.60 23.80 24.00
5000 m/z 83.10 74 .58%
29 125
o 154182 224252 297 348
m/z--> Sb 160 1éo 200 250 300 3%0 400 4%0 560 séo
Abundance #215904: Octacosanol
57 23.20 23.40 23.60 23.80 24.00
97 m/z 97.05 69.77%
5000
125
o %?‘ l ﬂ§3}81209236264292322 364302
m/z--> éo 160 1éo 200 250 300 350 400 4%0 560 séo 23.20 23.40 23.60 23.80 24.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA M\DATA\BM050218\
Data File : BM014924.D

Aca On : 02 May 2018 15:56

Operator : SJ/JU

Sample : J2631-02

Misc :

ALS Vial : 5 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 8 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24 .91 6.11 ng/ul 1258710 Perylene-d12 24 .38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Hexatriacontane 507 C36H74 000630-06-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Eicosane. 9-octvl- 394 C28H58 013475-77-9 87
5 Heptacosane 380 C27H56 000593-49-7 87
Abundance Scan 3676 (24.909 min): BM014924.D (-3672) (-) m/z 57.10 100.00%
57
5000 85
13141 24.60 24.80 25.00 25.20
ol | 'y I '!1.-1. [ 189 207239266 309 355387 429 476503535 | sz 43.10  68.26%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #141426: Heneicosane
57
85
5000 LU SN BN
24.60 24.80 25.00 25.20
29 m/z 71.10 59.47%
0 \‘ ‘L ‘ “\ h h‘ u‘ \ \1\169197225253 296
m/z--> 6 éo 100 1éo 200 250 300 3%0 460 4%0 560 '
Abundance
57
24.60 24.80 25.00 25.20
5000 a5 m/z 85.10 42 .93%
29
o 113141169197225253281309337 379 421449477506
m/z--> 6 éo 160 1éo 200 250 300 350 400 4%0 560 '
Abundance #141425: Heneicosane
57 24.60 24.80 25.00 25.20
m/z 55.10 23.65%
5000 85
29
o1 Hmmmmm3m
m/z--> 6 éo 160 1éo 200 250 300 3%0 460 4%0 560 ! 2460 2480 2500 2520 !
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_M\DATA\BM050218\
Data File : BM014924.D

Acq On : 02 May 2018 15:56

Operator : SJ/JU

Sample - J2631-02

Misc :

ALS Vial : 5 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... 3.34 30.4 ng/ul 3818220 1 8.49 2510090 20.0
2-Pentanone, 4-hy... 5.48 2.9 ng/ul 363008 1 8.49 2510090 20.0
n-Hexadecanoic acid 18.64 5.5 ng/ul 1211320 4 17.81 4383570 20.0
Octadecanoic acid 19.88 2.5 ng/ul 530997 5 21.90 4222620 20.0
Trichloroacetic a... 21.56 7.1 ng/ul 1492020 5 21.90 4222620 20.0
Oxirane, heptadecyl- 23.24 2.5 ng/ul 518347 6 24.38 4119440 20.0
Heptadecyl heptaf... 23.60 8.9 ng/ul 1826700 6 24.38 4119440 20.0
(DEL) Alkane: Str... 24.91 6.1 ng/ul 1258710 6 24.38 4119440 20.0
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