LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52522\
Data File : BP010557.D

Acqg On : 26 May 2022 03:09
Operator : CG/JU

Sample : N2883-02

Misc :

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP©51322.M
Title : SVOA CALIBRATION

Signal : TIC: BP@10557.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.334 38 42 51 rVB 68882 103407 1.16% 0.126%
2 3.634 90 93 99 rBV3 6173 11146 0.13% 0.014%
3 3.746 109 112 137 rBV 941561 1690325 18.97% 2.064%
4 3,981 150 152 158 rvB3 9660 13738 ©0.15% 0.017%
5 4.081 165 169 172 rVB4 9648 14676 ©0.16% 0.018%
6 4.993 320 324 331 rBv4 7979 14760 0.17% 0.018%
7 7.046 666 673 687 rBV 1266482 2125303 23.85% 2.595%
8 7.216 694 701 712 rBV 1026890 1636175 18.36% 1.998%
9 7.299 712 716 721 rVB 14515 22710 0.25% 0.028%
10 7.410 729 735 747 rBV 1273504 2103074 23.60% 2.568%
11 7.881 808 815 824 rBV 527277 850461 9.54% 1.038%
12 7.952 824 827 831 rVB3 9809 13816 0.16% 0.017%
13 8.587 928 935 954 rBV 1638460 2760774 30.98%  3.371%
14 9.040 1005 1012 1027 rBV 1430870 2408017 27.02%  2.940%
15 9.204 1037 1040 1046 rVB5 13754 22545 0.25% 0.028%

16 9.481 1079 1087 1094 rVB3 11277 21339 0.24%
17 9.763 1126 1135 1155 rBV 1212176 2063230 23.16%
18 10.304 1219 1227 1250 rBV 1553847 2834003 31.81%

NEF,WNO
N
o))
[
R

19 10.681 1283 1291 1301 rBV 737856 1267619 14.23% 5487%
20 10.816 1307 1314 1335 rBV 1170775 2279650 25.58% 783%
21 12.116 1529 1535 1542 rBV7 8202 16287 ©.18% 0.020%
22 12.275 1556 1562 1569 rBV3 24900 47304 0.53% 0.058%
23 13.345 1739 1744 1752 rBV2 29738 46179 0.52% 0.056%
24 13.928 1835 1843 1853 rBV 3266524 4721589 52.99% 5.765%
25 14.204 1881 1890 1905 rBV 3550421 5310672 59.60% 6.484%

26 14.422 1922 1927 1932 rVB3 15439 23443  0.26%
27 14.516 1935 1943 1953 rBV 1120345 1774564 19.92%
28 14.710 1969 1976 2002 rBV 1152916 2296463 25.77%
29 14.934 2010 2014 2019 rVB6 19811 29360 0.33%
30 15.369 2084 2088 2091 rBV3 11197 13550 0.15%

©OONNO®
0
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2
R

31 15.510 2105 2112 2125 rBV 4573913 6724217 75.47%

8.
32 15.628 2126 2132 2148 rVV 1541460 2291891 25.72% 2.798%
33 15.751 2148 2153 2163 rVB3 55283 99280 1.11% 0.121%
34 16.233 2232 2235 2238 rBV5 9251 14449 0.16% ©0.018%
35 16.298 2241 2246 2251 rVB4 22798 37668 ©0.42% 0.046%
36 16.669 2301 2309 2316 rBv4 6248 14898 0.17% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@52522\
Data File : BP010557.D

Acqg On : 26 May 2022 03:09
Operator : CG/JU

Sample : N2883-02

Misc :

ALS Vvial : 27 Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering: 5

Sampling : 1 Min Area: 0.1 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ P\Methods\SFAM-EPA-BP©51322.M
Title : SVOA CALIBRATION
37 16.945 2352 2356 2360 rBV6 9836 16867 ©0.19% 0.021%
38 17.033 2368 2371 2374 rBV4 9696 12909 0.14% 0.016%
39 17.075 2377 2378 2385 rVB7 8307 10807 0.12% 0.013%
40 17.263 2403 2410 2420 rBV 1585302 2247109 25.22% 2.744%
41 17.369 2421 2428 2440 rVV 5085042 7398726 83.04% 9.034%
42 17.469 2441 2445 2453 rVB2 46850 77371 0.87% 0.094%
43 17.775 2493 2497 2500 rVB5 7857 10783 0.12% 0.013%
44 17.939 2521 2525 2530 rVB3 17435 24381 0.27% 0.030%
45 18.098 2548 2552 2554 rBv4 7998 10092 0.11% 0.012%
46 18.151 2556 2561 2571 rBV 380526 618348 6.94% 0.755%
47 18.439 2607 2610 2615 rBV6 15743 18255 0.20% 0.022%
48 19.051 2709 2714 2716 rBV5 18138 30322 0.34% 0.037%
49 19.175 2731 2735 2742 rVB2 64498 93560 1.05% 0.114%
50 19.245 2742 2747 2759 rBV 73735 148979 1.67% 0.182%
51 19.380 2766 2770 2779 rBV 132731 235805 2.65% 0.288%

52 19.598 2801 2807 2823 rBV 6739584 8910367 100.00% 10.879%

53 20.092 2888 2891 2893 rBV3 21312 25382 ©.28% 0.031%
54 20.122 2893 2896 2900 rVB3 38554 45352 0.51% 0.055%
55 20.492 2956 2959 2964 rVvB2 37051 43791 0.49% 0.053%
56 20.604 2974 2978 2981 rBV3 60036 76646 ©.86% 0.094%
57 21.051 3050 3054 3066 rBV 1151261 1713649 19.23% 2.092%
58 21.345 3099 3104 3118 rBV 1743783 2517960 28.26% 3.074%
59 21.498 3127 3130 3141 rVB 89926 130437 1.46% 0.159%
60 21.963 3206 3209 3211 rBV2 64874 97427 1.09% 0.119%

61 22.457 3289 3293 3298 rBV3 147713 217723 2.44%  ©.266%
62 23.021 3385 3389 3394 rVB 122631 187823 2.11% 0.229%
63 23.610 3481 3489 3504 rBV2 3872730 8244124 92.52% 10.066%
64 23.763 3508 3515 3526 rVB2 1145057 2263423 25.40% 2.764%
65 24.386 3616 3621 3627 rVB2 153421 298809 3.35% ©.365%

66 24.480 3632 3637 3650 rVB3 169149 455874 5.12% ©.557%

Sum of corrected areas: 81901683
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
6000000
5000000
4000000
3000000
2000000

1000000

: 26 May 2022 03:09
: CG/IU
: N2883-02

0 | 3.334.6343.9881 4.993

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052522\
BP010557.D

: 27  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51322.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P

TIC: BP010557.D\data.ms

8.587 10.304
9.040 -
9.763 10.816

46 7.410
7.210
7.881 106
2 7los2 .209.481 A
T T ‘ T T

7.0
3.746
[

Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

TIC: BP010557.D\data.ms
19.598

17.369
15.510

14.204
13.928

15.628 17.263
14.546710

18.151 (ﬂ
1212875 13.345 4.422 |14.93415.3695.751 1662238 6.6G81H: 1.4607 T75R9088.439 1919642885 20092204

o

Time-->
Abundance

6000000

5000000

4000000

3000000

2000000

1000000

0

12.00 1250 13.00 1350 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00
TIC: BP010557.D\data.ms

23.610

604 1.498 21.963 22.457 23.021 224880

Time-->

SFAM-EPA-BP@5

21.00 2150 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 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:\svoasrv\HPCHEM1\BNA_P\Data\BP052522\
Data File : BP@10557.D

Acqg On : 26 May 2022 03:09
Operator : CG/JU

Sample : N2883-02

Misc

ALS vial : 27

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051322.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 n-Hexadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
18.151 5.50 ng/ul 618348 Phenanthrene-di10 17.263
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
4 Tetradecanoic acid 228 C14H2802 000544-63-8 93
5 Tridecanoic acid 214 C13H2602 000638-53-9 93

Abundance Scan 2561 (18.151 min): BP010557.D\data.ms (-2556) (-  m/z 43.05 100.00%

43.0
5000
129.0
2131 P o
m* 18.00 18.50
-t H{‘\MH,H‘\WH2‘?‘1‘?3‘4‘2“9“‘4‘2‘5‘9‘4?‘9‘5?4‘?“ m/z 72.95 97.54%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T RN
18.00 18.50
“ 213.0 m/z 59.95 91.19%
O‘\\\“‘ \l\hlh\“}\‘\1!\\]\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.
0 256.0
—— =
18.00 18.50
5000 m/z 55.00 78.63%
129.0
o bbb 208,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid ey T
43.0 18.00 18.50
m/z 41.05 78.15%
5000 256.0
129.0
o ULl oo e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052522\
Data File : BP@10557.D

Acqg On : 26 May 2022 03:09
Operator : CG/JU

Sample : N2883-02

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Trichloroacetic acid, penta... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

21.651 13.61 ng/ul 1713656  Chrysene-di2 21.345

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 94

2 Octadecyl trifluoroacetate 366 C20H37F302 079392-43-1 94
3 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 94
4 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94

Abundance Scan 3054 (21.051 min): BP010557.D\data.ms (-3050) (-~  m/z 43.05 100.00%

43.0
5000
111.1
R |
[ ”[ | 1681 267.0 ‘ 2199
oL ERP,s 2070 356.1419.0 489.0546%1  n/; s55.85  98.04%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #280777: Trichloroacetic acid, pentadecyl ester
43.0
5000 e :
111.0 21.00
m/z 57.05 97.56%
0\\‘\‘\” ‘J}“WH%HJ‘hllszlof"
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #275085: Octadecy! trifluoroacetate
57.0
\j\A T T ‘ T ‘
21.00
5000 ITI/Z 83.00 74.74%
125.0
Lzt zore
o
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261457: Heptadecyl trifluoroacetate — ,
57.0 21.00
m/z 69.05 66.54%
5000
125.0
i ‘h ‘\ 210.0 283.0
obidblibijy, 2100 2830 .
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052522\
Data File : BP@10557.D

Acqg On : 26 May 2022 03:09
Operator : CG/JU

Sample : N2883-02

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
24.386 2.64 ng/ul 298809  Perylene-di2 23.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 90
2 Eicosane, 3-methyl- 296 C21H44 006418-46-8 89
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tetracosane 338 C24H50 000646-31-1 87

Abundance Scan 3621 (24.386 min): BP010557.D\data.ms (-3616) (-~  m/z 57.00 100.00%
57.0

- J\AM
— ——
‘ 1271 207.0 24.00 24.50
ob AMALEL sl 2830 35494159 4887508 )" ) 19 6).7a%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #176387: Eicosane
57.0
5000 o —
24.00 24.50
282.0 m/z 43.80 60.14%
UilhinTse
O\\H‘\“\‘\‘J‘\‘l‘\‘\ﬂ\![‘\‘TTIW‘H\\\\\‘\“\\\\\‘\\\\‘\H\‘\\\\‘\H\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194592: Eicosane, 3-methyl-
57.0
— ——
24.00 24.50
5000 ITI/Z 85.00 48.23%
267.0
o"“u‘wlw\lﬁ}?"1‘9719”_1‘H_m_ww_ww_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #307033: Octacosane, 2-methyl- 5 —
57.0 24.00 24.50
m/z 55.00 23.00%
127.0
ol LT a970 260 seso e U
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.00 24.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052522\
Data File : BP@10557.D

Acqg On : 26 May 2022 03:09
Operator : CG/JU

Sample : N2883-02

Misc

ALS vial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@©51322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Heptadecyl trifluoroacetate Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

24.480 4.03 ng/ul 455874  Perylene-di12 23.762
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 90
2 1-Hexacosene 364 C26H52 018835-33-1 90
3 17-Pentatriacontene 491 C35H70 006971-40-0 90
4 1-Heptadecene 238 C17H34 006765-39-5 89
5 1-Octadecanol 270 C18H380 000112-92-5 89

Abundance Scan 3637 (24.480 min): BP010557.D\data.ms (-3632) (-  m/z 57.00 100.00%

57.0 ] '
5000
| 1%5" T s
327 0 ’
ob-Liki] «M‘h bl L: 2089550 4009 47595349/, 43.10  84.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #261457: Heptadecyl trifluoroacetate
57.0
5000 L
24.50
125.0 m/z 55.00 81.39%
[ ‘ ‘\ 210.0 283.0
0 \J\"\11\[\\\l\l‘l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #273799: 1-Hexacosene
57.0
e
24.50
5000 ITI/Z 83.00 68.37%
125.0
‘ 364.0
T T S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #336402: 17-Pentatriacontene ——
43.0 24.50
m/z 69.05 65.98%
- W/J\kﬂ
0 '} | l | 168.0  267.0 490.0
e A e e —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 24.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP052522\
Data File : BP010557.D

Acqg On : 26 May 2022 03:09
Operator : CG/JU

Sample : N2883-02

Misc

ALS Vvial : 27 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51322.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\DATABASE\NIST20.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
n-Hexadecanoic ... 18.151 5.5 ng/ul 618348 4 17.263 2247110 20.0
Trichloroacetic... 21.051 13.6 ng/ul 1713650 5 21.345 2517960 20.0
(DEL) Alkane: S... 24.386 2.6 ng/ul 298809 6 23.762 2263420 20.0
Heptadecyl trif... 24.480 4.0 ng/ul 455874 6 23.762 2263420 20.0
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