LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051823\
Data File : BP@15157.D

Acqg On : 18 May 2023 21:42
Operator : CG/JU

Sample : 02612-09

Misc :

ALS Vvial : 22 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-BP951123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@15157.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.434 4 8 17 rVB 94940 143201 1.23% 0.136%
2 3.870 79 82 100 rBV 1236153 1951147 16.78% 1.849%
3 4.211 137 140 147 rVB 17337 30411 0.26% 0.029%
4 4.675 215 219 225 rVB 22681 37678 ©0.32% 0.036%
5 5.169 299 303 309 rvB2 10978 19889 0.17% 0.019%
6 5.416 341 345 350 rBV3 11847 20231 0.17% 0.019%
7 5.787 404 408 414 rVB 14132 18562 ©0.16% ©0.018%
8 7.234 649 654 655 rBv2 17678 24136 0.21% 0.023%
9 7.275 655 661 676 rVB 2009193 3197102 27.50% 3.030%
10 7.446 683 690 702 rVB 1392967 2162135 18.60% 2.049%
11 7.652 715 725 735 rBV 1624616 2579068 22.18% 2.444%
12 8.128 799 806 813 rBV 858213 1375131 11.83% 1.303%
13 8.834 919 926 946 rBV 1927492 3188896 27.43% 3.022%
14 9.305 997 1006 1015 rBV 1497796 2467402 21.22%  2.338%
15 9.457 1026 1032 1038 rBV2 49997 74157 0.64% 0.070%

16 9.699 1067 1073 1082 rVB 52107 85765 ©.74%
17 10.028 1121 1129 1141 rBV 1272640 2099011 18.05%
18 10.569 1213 1221 1235 rBV 1956003 3276163 28.18%
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19 10.957 1279 1287 1295 rBV 1240852 2100986 18.07% 991%
20 11.093 1302 1310 1326 rBV 1743652 3111250 26.76% 948%
21 11.734 1416 1419 1426 rBVS8 8109 16576 ©.14% 0.016%
22 12.193 1492 1497 1504 rVB 33494 51515 0.44%  0.049%
23 12.475 1540 1545 1548 rVB4 8190 13502 0.12% 0.013%
24 12.534 1550 1555 1564 rVB 28073 49330 0.42% 0.047%
25 14.169 1826 1833 1846 rVV 3603353 5222745 44.92%  4.949%

26 14.287 1849 1853 1858 rVB8 7118 11893 0.10%
27 14.463 1875 1883 1893 rBV 4224715 6344919 54.57%
28 14.763 1927 1934 1943 rBV 2066395 3029570 26.06%
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29 14.951 1959 1966 1985 rBV 1540986 2500964 21.51% 370%
30 15.169 1998 2003 2010 rVB5 31967 61863 0.53% 059%
31 15.710 2090 2095 2097 rBV2 24375 34711 0.30% 033%

32 15.757 2097 2103 2114 rVV 5469334 7960120 68.46%
33 15.869 2116 2122 2138 rVV 1652666 2291140 19.71%
34 15.992 2139 2143 2149 rVB3 27909 45596 0.39%
35 16.116 2158 2164 2172 rBV 352620 469523  4.04%
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36 16.892 2292 2296 2305 rBV10 13151 25530 0.22% 0.024%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051823\
Data File : BP@15157.D

Acqg On : 18 May 2023 21:42
Operator : CG/JU

Sample : 02612-09

Misc :

ALS Vvial : 22 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-BP951123.MA.M
Title : SVOA CALIBRATION
37 16.963 2305 2308 2316 rVB4 20969 29940 0.26% 0.028%
38 17.192 2343 2347 2352 rVB8 10270 12785 0.11% 0.012%
39 17.251 2355 2357 2361 rWV5 8922 13143 0.11% 0.012%
40 17.298 2362 2365 2373 rVB5 8389 18057 0.16% 0.017%
41 17.516 2396 2402 2412 rBV 2837674 4055262 34.88% 3.843%
42 17.616 2412 2419 2429 rVV2 6024971 8943925 76.92% 8.476%
43 17.698 2429 2433 2442 rVB3 81979 136895 1.18% 0.130%
44 18.033 2487 2490 2493 rVB 19598 21041 0.18% 0.020%
45 18.263 2526 2529 2533 rVB5 10461 14529 0.12% 0.014%
46 18.375 2543 2548 2558 rBV 948254 1378275 11.85% 1.306%
47 18.445 2558 2560 2565 rVB 39663 53520 0.46% 0.051%
48 18.933 2641 2643 2647 rVB2 17889 19852 0.17% 0.019%
49 19.010 2654 2656 2660 rBv4 11213 16528 0.14% 0.016%
50 19.263 2695 2699 2701 rBV5 14733 25372 0.22% 0.024%
51 19.410 2720 2724 2729 rBV2 94846 127154 1.09% 0.121%
52 19.480 2729 2736 2749 rBV 111963 269839 2.32% 0.256%
53 19.598 2751 2756 2768 rBV 387856 611159 5.26% 0.579%
54 19.833 2790 2796 2803 rBV 8238752 11126316 95.69% 10.544%
55 20.810 2959 2962 2966 rBV3 63388 74663 0.64% 0.071%
56 21.274 3036 3041 3052 rBV2 524322 1120727 9.64% 1.062%
57 21.592 3090 3095 3107 rVB 3298870 4564524 39.26% 4.326%
58 22.733 3286 3289 3295 rvB2 175163 226329 1.95% 0.214%
59 23.327 3387 3390 3396 rVB 204753 304541 2.62% 0.289%
60 23.986 3494 3502 3518 rVB2 5200030 11626885 100.00% 11.019%

61 24.151 3523 3530 3542 rVB 2150747 4638394 39.89% 4.396%

Sum of corrected areas: 105521473
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

. 22

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051823\
BPO15157.D

: 18 May 2023 21:42
: CG/IU
: 02612-09

Sample Multiplier: 1

d
: SVOA CALIBRATION

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

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

3.870

434 4211 4.675 5.168.416 5.787

TIC: BP015157.D\data.ms

7.275
7.4 6652
8.128

7.2834

9.305

10.569
10.028

459.699 jt

11.093
[L;lofi

11.734

Time-->

ol
3.50

400 450 500 550 6.00 6.50

700 750 800 850 9.00

9.50 10.00 10.50

11.00

11.50

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

14.463
14.169

14.763
4.951

.28

5.169 15;

TIC: BP015157.D\data.ms

17.616
15.757

17.5]

15.869

16.116
.9

1668

{§9§30332%345 1890319

19.

18.375
1 %98

833

L,

Time-->

o2 1022534

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
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

21.592

22,733 23.327

TIC: BP015157.D\data.ms

23.986

24.151

Time-->

21.00 2150 22.00 2250 23.00 2350 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\BP051823\
Data File : BP@15157.D

Acqg On : 18 May 2023 21:42
Operator : CG/JU

Sample : 02612-09

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.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 1 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
16.116 3.10 ng/ul 469523  Acenaphthene-d10 14.763
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 96
3 Benzophenone 182 C13H1e0 000119-61-9 95
4 Benzophenone 182 C13H1e0 000119-61-9 93
51,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
Abundance Scan 2164 (16.116 min): BP015157.D\data.ms (-2158) (- m/z 105.00 100.00%
105.0
5000 182.1
—— —
39 16.00 16.50
Ofrobide b L 2831 3549 46055189 sz 77.00  64.45%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000
1600 1650
m/z 182.05 50.75%
27.0 ‘
0\\\\‘\\\\‘\\\\[\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
1600 1650
5000 1820 m/z 51.00 23.40%
027‘.0‘ 11 A ‘
A M B  RAANmEEES B
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone =
105.0 1600 16.50
m/z 181.10 7.99%
182.0
5000
o"H“Hm‘H‘,m“‘H‘w‘w‘m_Ww_m‘w_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1600 1650
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051823\
Data File : BP@15157.D

Acqg On : 18 May 2023 21:42
Operator : CG/JU

Sample : 02612-09

Misc

ALS Vvial : 22  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.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 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.375 6.80 ng/ul 1378280  Phenanthrene-d10 17.516
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 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 92

Abundance Scan 2548 (18.375 min): BP015157.D\data.ms (-2543) (- m/z 72.95 100.00%

73.0
5000

213 2
m ' 18.00 1850
0y HMM_Wm 282.0342.1 4149 5210 /7 59.95  80.00%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
18. 00 18 50

m/z 43.05 77.25%

“H 213.0
O‘\\\“‘ \\‘;l\“}\lL!!\]\\\\\"\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43,
0 256.0

18. OO 18 50
5000 ITI z 57.05 66.20%
129.0
O‘H‘.\“‘\ MI’J\M\}?“’\ L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143509: n-Hexadecanoic acid
43.0 18. OO 18. 50

m/z 55.00 62.20%

5000 256.0 L
129.0
oL L, Ui 190 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18. OO 18. 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051823\
Data File : BP@15157.D

Acqg On : 18 May 2023 21:42
Operator : CG/JU

Sample : 02612-09

Misc

ALS vial : 22

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.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 3 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.598 2.68 ng/ul 611159 Chrysene-di12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# 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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2756 (19.598 min): BP015157.D\data.ms (-2751) (- m/z 73.00 100.00%

73.0
5000

‘ 185.1 S —
Al

\ 284.1 19.50 20.00
0t WumtM‘Muhuumk_‘§?994ﬁ5?47§9 5466 m/z 43.e5 89.40%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
284.0

5000 : =, =
185.0 19.50 20.00

m/z 60.00 81.49%

Or’ “‘h:lh\l ‘\\\

L L L I L B B L B L LA L R R O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #179091: Octadecanoic acid
43.0
— =
19.50 20.00
5000 129.0 m/z 57.18  75.83%
284.0
o Ml e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid T =
73.0 19.50 20.00
m/z 55.00 64.82%
5000
H 185.0 2840
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051823\
BPO15157.D

: 18 May 2023 21:42
: CG/IU
: 02612-09

. 22

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP©51123.MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 4 n-Tetracosanol-1 Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.275 4.91 ng/ul 1120730  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 94
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3041 (21.274 min): BP015157.D\data.ms (-3036) (- m/z 57.05 100.00%

57.0
5000
IL

105.1 U
f 207.0 21.00 21.50

0 llty .. | 267.0 3410 417.1475.0 548
by L 2070 SHLD 417.1475.0 548

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0

5000 T
21.00 21.50
150 m/z 55.05 89.32%
Oh‘lHJ\Ath..gS.O[soS.O
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0

== —
21.00 21.50

5000 m/z 83.10  88.89%

125.0
| J‘ 11950 2640 3780
R R e RN AR RN R S
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance

i

#275003: Dichloroacetic acid, heptadecyl ester D

57.0 21.00 21.50
m/z 69.10 83.13%

5000
r 5.0
J‘ Iy “. | M}\ § 23x8'0

0t e e e e e e T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP051823\
Data File : BP@15157.D

Acqg On : 18 May 2023 21:42
Operator : CG/JU

Sample : 02612-09

Misc

ALS Vvial : 22 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP@51123.MA.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|
Benzophenone 16.116 3.1 ng/ul 469523 3 14.763 3029570 20.0
n-Hexadecanoic ... 18.375 6.8 ng/ul 1378280 4 17.516 4055260 20.0
Octadecanoic acid 19.598 2.7 ng/ul 611159 5 21.592 4564520 20.0
n-Tetracosanol-1 21.275 4.9 ng/ul 1120730 5 21.592 4564520 20.0
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