LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053023\
Data File : BP015338.D

Acqg On : 30 May 2023 17:08
Operator : CG/JU

Sample : 02961-06

Misc :

ALS Vvial : 10 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@15338.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.417 35 39 50 rVvB 36289 64300 1.16% ©0.119%
2 3.864 113 115 132 rBV 150814 261821 4.74% 0.485%
3 4.199 168 172 178 rVB 23987 38795 0.70% 0.072%
4 7.269 687 694 702 rBV 131931 229001 4.14% 0.424%
5 7.434 715 722 732 rBV 540106 866451 15.68% 1.604%
6 7.640 750 757 767 rBV 532605 877824 15.88% 1.626%
7 8.110 830 837 845 rBV 623402 992225 17.95% 1.837%
8 8.169 845 847 853 rVB6 5131 7628 0.14% 0.014%
9 8.828 951 959 972 rBV 433803 749537 13.56% 1.388%
10 9.016 987 991 995 rvVB7 3136 6064 0.11% 0.011%

11 9.287 1028 1037 1046 rBV 712005 1192417 21.57%
12 9.675 1094 1103 1107 rBV6 10189 18039 0.33%
13 10.016 1153 1161 1173 rBV 612167 1033070 18.69%
14 10.563 1246 1254 1271 rBV 802226 1445272 26.15%
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15 10.940 1310 1318 1326 rBV 876022 1514323 27.40% 804%
16 11.081 1335 1342 1354 rBV 689323 1252249 22.65%  2.319%
17 11.481 1407 1410 1414 rBVe6 4362 6872 0.12% 0.013%
18 11.722 1445 1451 1452 rBV5 5148 5538 ©0.10% 0.010%
19 11.734 1452 1453 1460 rVB7 4847 6725 0.12% 0.012%
20 12.169 1521 1527 1532 rVB3 10773 17453 0.32% 0.032%
21 12.522 1580 1587 1591 rBV2 15570 31580 ©.57% ©0.058%
22 13.563 1757 1764 1769 rBV5 8724 15285 0.28% 0.028%
23 13.634 1772 1776 1780 rVB4 8129 11472 0.21% 0.021%
24 13.704 1785 1788 1791 rBV5 4332 6303 0.11% 0.012%
25 14.157 1856 1865 1875 rBV 2015340 2783851 50.36% 5.155%
26 14.269 1881 1884 1890 rVB7 10107 13315 0.24% 0.025%
27 14.328 1890 1894 1898 rBV 14826 19567 ©.35% ©0.036%
28 14.451 1908 1915 1923 rBV 2165149 3094363 55.98% 5.730%
29 14.628 1941 1945 1949 rVB6 6477 9048 0.16% 0.017%
30 14.698 1953 1957 1960 rBV2 15399 26512 0.48% 0.049%
31 14.757 1960 1967 1975 rVV 1548286 2208113 39.95% 4.089%
32 14.810 1975 1976 1982 rVB6 4702 6085 0.11% 0.011%
33 14.963 1995 2002 2020 rBV 126644 283116 5.12% 0.524%
34 15.151 2030 2034 2040 rVB9 12263 21873 0.40% 0.041%
35 15.487 2086 2091 2094 rBV 12681 20091 0.36% ©0.037%

36 15.745 2129 2135 2148 rBV 2672973 3969372 71.81% 7.350%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053023\
Data File : BP015338.D

Acqg On : 30 May 2023 17:08
Operator : CG/JU

Sample : 02961-06

Misc :

ALS Vvial : 10 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 15.875 2150 2157 2166 rBV 1050760 1507415 27.27% 2.791%
38 15.987 2172 2176 2182 rVB4 16800 29081 ©0.53% 0.054%
39 16.110 2190 2197 2203 rBV 1021053 1390635 25.16% 2.575%
40 16.445 2251 2254 2257 rBV5 6510 9820 0.18% 0.018%
41 16.675 2287 2293 2299 rBV 163425 220487 3.99% 0.408%
42 16.881 2326 2328 2331 rBv4 5250 6537 0.12% 0.012%
43 17.145 2370 2373 2376 rBV5 5365 6705 0.12% 0.012%
44 17.181 2376 2379 2383 rVB6 7503 9422 0.17% 0.017%
45 17.245 2386 2390 2394 rVV6 6098 9632 0.17% 0.018%
46 17.510 2429 2435 2442 rBV 2066774 2891679 52.31% 5.355%
47 17.610 2445 2452 2464 rVV2 3182150 4569468 82.67%  8.461%
48 17.775 2478 2480 2487 rBV7 9095 17230 0.31% 0.032%
49 18.104 2534 2536 2540 rVB5 7472 7750 0.14% 0.014%
50 18.363 2576 2580 2583 rBV 458469 610500 11.04%  1.130%
51 18.398 2583 2586 2596 rVB 422700 630320 11.40% 1.167%
52 18.663 2629 2631 2638 rVB2 15568 19261 0.35% 0.036%
53 18.739 2640 2644 2648 rVWV 25746 34156 0.62% 0.063%
54 19.410 2754 2758 2762 rBV2 49800 67529 1.22% ©0.125%
55 19.475 2766 2769 2774 rVB 47898 63593 1.15% 0.118%
56 19.592 2785 2789 2795 rBV 186819 274914 4.97% 0.509%
57 19.833 2824 2830 2840 rBV 4233332 5527586 100.00% 10.236%
58 20.498 2941 2943 2947 rVB 43099 47101 0.85% ©0.087%
59 21.263 3069 3073 3083 rBV 591167 1009638 18.27% 1.870%
60 21.592 3123 3129 3136 rBV 2284410 3201175 57.91% 5.928%

61 23.986 3529 3536 3546 rVB2 2643467 5500742 99.51% 10.186%
62 24.151 3558 3564 3576 rVB 1474681 3235288 58.53% 5.991%

Sum of corrected areas: 54003214
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 30 May 2023 17:08
: CG/IU
: 02961-06

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@53023\
BP©15338.D

: 10 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP051123.MA.M
: SVOA CALIBRATION

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

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BP015338.D\data.ms

10.56310.940
9.287
7 434640 8.110 10.016 1.081

8.828
3417 3864, 100 jL A ‘
| 34 N4l 169 9.016 9 675 L 11472

Time-->

350 400 450 500 550 6.00 650 7.00 750 800 8.5 9.00 950 10.00 10.50 11.00 11.50

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BP015338.D\data.ms
19.833

17.610
15.745

14187 1 17.510

14.757

15.8i%110
4
12.1642.522 1356304 1K @31515 487 16. 445/@_8@@5 7.7758.104 1$85639 1o’ 204

Time--> 12.00 1250 13.00 13.50 14.00 14.50 1500 1550 16.00 1650 1700 1750 18.00 1850 19.00 19.50 20.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BP015338.D\data.ms

23.986

21.592

4.151

21.263

T

Time-->

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\BP053023\
Data File : BP015338.D

Acqg On : 30 May 2023 17:08
Operator : CG/JU

Sample : 02961-06

Misc

ALS Vvial : 10 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 1
R.T. EstConc Area Relative to ISTD R.T.
16.110  12.60 ng/ul 1390640  Acenaphthene-d10 14.757
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzophenone 182 C13H100 000119-61-9 95
3 Benzophenone 182 C13H100 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 90
5 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 72
Abundance Scan 2197 (16.110 min): BP015338.D\data.ms (-2190) (| m/z 105.00 100.00%
105.0
182.1
5000
—— —
39 16.00 16.50
OfrooPed b L 2809 355.1414.8473.05814 /7 77.00  69.47%
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 54.96%
0270 ]
\\\\‘\\\\‘\\\\’\\!\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0 1600 1650
5000 ' m/z 50.95 27 .80%
o S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone ——" ]
105.0 16.00 16.50
49.95 9.39%
5000 182.0
0270‘ |
L R o o B R B R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Met
Quant Tit

TIC Libra

. 30

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@53023\
BP©15338.D

May 2023 17:08

: CG/JU
: 02961-06

. 10

hod
le

ry

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 2 n-Hexadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.363 4.22 ng/ul 610500 Phenanthrene-di10 17.510
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 98
4 Tetradecanoic acid 228 C14H2802 000544-63-8 94
5 Tridecanoic acid 214 C13H2602 000638-53-9 92

Abundance Scan 2580 (18.363 min): BP015338.D\data.ms (-2576) (- m/z 73.00 100.00%

73.0
5000
213.2 — _—
‘H | \ 18.00 18.50
ol A H_WWM‘JH‘2‘?9?‘340‘9"41‘5”1“47?7‘”5‘49 m/z 60.00 81.52%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 T T f
129.0 18.00 18.50
m/z 43.05 81.47%
0 I “ [ m J\ .M il ‘ }?ﬂ b l
‘\\\‘ \\‘f\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

D
Q
1=

Abundance #143510: n-Hexadecanoic acid
18.00 18.50
5000 1290 m/Z 57 . 65 67 . 7800
“ 213.0
(" ‘I‘NMH“‘Hm_m‘“um,uwww_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid = —
73.0 18.00 18.50
m/z 41.00 66.65%
256.0
5000
“ 57.0
Ok J"}HJJM\\\‘ = —
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\BP053023\
Data File : BP015338.D

Acqg On : 30 May 2023 17:08
Operator : CG/JU

Sample : 02961-06

Misc

ALS Vvial : 10 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 3 1H-Pyrido[3,4-b]indole, 2,3... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.398 4.36 ng/ul 630320  Phenanthrene-di10 17.510
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Pyrido[3,4-b]indole, 2,3,4,9-... 186 C12H14N2 002506-10-7 97
2 1H-Pyrido[3,4-b]indole, 2,3,4,9-... 186 C12H14N2 002506-10-7 95
3 1H-Pyrido[3,4-b]indole, 2,3,4,9-... 186 C12H14N2 002506-10-7 95
4 1H-Pyrido[3,4-b]indole, 2,3,4,9-... 186 C12H14N2 002506-10-7 95
5 1H-Pyrido[3,4-b]indole, 2,3,4,9-... 186 C12H14N2 002506-10-7 94
Abundance Scan 2586 (18.398 min): BP015338.D\data.ms (-2583) (- m/z 171.10 100.00%
1711
5000 j{
—
115FH ‘ 18.00 18. 50
ol bl “_ I 2681327.1 401045895173  n/; 156.05 46.97%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #61024: 1H-Pyrido[3,4-bJindole, 2,3,4,9-tetrahydro-1-met
171.0
5000 N
18.00 18 50
m/z 186.10  44.93%
85.0 ‘
O \\‘Tl‘f‘llg‘\‘“l\hl\ll\\\“‘h\l\1\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #61022: 1H-Pyrido[3,4-bJindole, 2,3,4,9-tetrahydro-1-met
171.0
18. OO 18 50
5000 85.0 m/z 157.10 41.51%
0 mh“.i‘u«uM.“H
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #61023: 1H-Pyrido[3,4-blindole, 2,3,4,9-tetrahydro-1-met
171.0 18. OO 18 50
m/z 154.00 20.07%
5000
85.0
11— Ao
m/z--> 50 100 150 200 250 300 350 400 450 500 18. 00 18 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053023\
Data File : BP015338.D

Acqg On : 30 May 2023 17:08
Operator : CG/JU

Sample : 02961-06

Misc

ALS Vvial : 10 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 4 (DEL) Alkane: Cyclic21.263 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.263 6.31 ng/ul 1009640  Chrysene-d12 21.592
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclopentadecane 210 C15H30 000295-48-7 96
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 n-Nonadecanol-1 284 C19H400 001454-84-8 94
4 n-Tetracosanol-1 354 C24H500 000506-51-4 94

5 Carbonic acid, octadecyl 2,2,2-t... 444 C21H39C1303 1000314-56-3 94

Abundance Scan3073(21263num BP015338.D\data.ms (-3069) (- m/z 57.05 100.00%

| S

5.1 S —r
‘ 2152 2841 21.00 21.50
0l ‘umwu!,lum‘m‘w'wf’f‘?:?”f‘?‘l;?w??f@ﬁ m/z 43.10  93.84%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #87654: Cyclopentadecane
55.0
5000 7 ——
21.00 21.50

m/z 55.00  93.30%

H FO 210.0
O‘\\‘\ ‘JW 4\1’\\\\‘f\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol

57.0

7 —
21.00 21.50
5000 m/z 83.10 92.88%
125.0
ohdd] { M‘A,QQSO 264.0 378.0
e S e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179255: n-Nonadecanol-1 T 7
43.0 21.00 21.50

m/z 69.00 82.60%

5000
Ll { ‘\ 1 180.( 0238 0

0 L L S — —
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP053023\
Data File : BP015338.D

Acqg On : 30 May 2023 17:08
Operator : CG/JU

Sample : 02961-06

Misc

ALS Vvial : 10 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 16.110 12.6 ng/ul 1390640 3 14.757 2208110 20.0
n-Hexadecanoic ... 18.363 4.2 ng/ul 610500 4 17.510 2891680 20.0
1H-Pyrido[3,4-b... 18.398 4.4 ng/ul 630320 4 17.510 2891680 20.0
(DEL) Alkane: C... 21.263 6.3 ng/ul 1009640 5 21.592 3201180 20.0
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