LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP022956.D

Acqg On : 09 Nov 2024 07:49
Operator : RC/JU

Sample : P4744-14

Misc :

ALS Vvial : 41  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-BP110924.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@22956.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.14e 22 26 35 rvB2 12973 16510 ©0.65% ©0.086%
2 3.564 95 98 110 rBV 45941 86666 3.41% 0.452%
3 3.864 146 149 156 rVB7 2691 4935 0.19% 0.026%
4 6.740 632 638 642 rBV4 2073 4567 ©0.18% 0.024%
5 6.799 642 648 663 rVW 55191 110524 4.34% 0.577%
6 6.940 665 672 682 rBV 160165 258924 10.17%  1.352%
7 7.140 699 706 723 rBV 203179 348443 13.69% 1.819%
8 7.593 775 783 793 rBV 199527 352258 13.84% 1.839%
9 8.299 895 903 920 rBV 157134 311638 12.25% 1.627%
10 8.734 970 977 991 rBV 234657 394051 15.48% 2.057%
11  9.128 1038 1044 1051 rVB2 9663 15426 0.61% 0.081%
12 9.316 1071 1076 1078 rBV5 1956 3028 0.12% 0.016%
13 9.452 1090 1099 1117 rBV 195034 349133 13.72% 1.822%
14  9.987 1180 1190 1209 rBV 236871 512086 20.12% 2.673%
15 10.340 1243 1250 1261 rBV 252232 460327 18.09%  2.403%
16 10.493 1269 1276 1296 rBV 210116 446348 17.54% 2.330%
17 11.599 1459 1464 1469 rVB2 4998 7143 0.28% 0.037%
18 11.763 1486 1492 1497 rBV1e 1591 2834 0.11% 0.015%
19 11.946 1519 1523 1532 rBV4 3664 7635 0.30% 0.040%
20 13.010 1698 1704 1711 rBV1e 2106 4447 0.17% 0.023%
21 13.622 1801 1808 1821 rBV 663381 926621 36.41% 4.837%
22 13.898 1844 1855 1869 rBV 493157 929499 36.52% 4.852%
23 14.110 1887 1891 1895 rVB6 1981 2735 0.11% 0.014%
24 14.198 1899 1906 1920 rVV 424902 704315 27.68% 3.677%
25 14.487 1947 1955 1957 rBV2 22740 34378 1.35% 0.179%
26 14.687 1987 1989 1994 rVB5 2845 3992 0.16% 0.021%
27 15.210 2072 2078 2094 rBV 954097 1333092 52.38% 6.959%
28 15.375 2099 2106 2120 rBV 258925 470939 18.50% 2.458%
29 15.475 2120 2123 2131 rVB6 6405 11316 0.44% 0.059%
30 15.598 2137 2144 2151 rBV 80429 126099 4.95% 0.658%
31 16.181 2238 2243 2248 rBV7 2975 4934 0.19% 0.026%
32 16.439 2280 2287 2291 rBVS 2385 5004 0.20% 0.026%
33 16.675 2324 2327 2333 rVB8 2015 2860 0.11% 0.015%
34 17.010 2374 2384 2394 rBV 697892 991305 38.95% 5.175%
35 17.122 2394 2403 2417 rBV 964975 1624862 63.85% 8.482%
36 17.451 2456 2459 2463 rBV6 2064 3386 ©0.13% 0.018%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP022956.D

Acqg On : 09 Nov 2024 07:49
Operator : RC/JU

Sample : P4744-14

Misc :

ALS Vvial : 41  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-BP110924.MA.M
Title : SVOA CALIBRATION
37 17.528 2466 2472 2480 rBV 85818 143302 5.63% 0.748%
38 17.704 2500 2502 2506 rvB4 3443 3861 ©0.15% 0.020%
39 17.957 2539 2545 2553 rBv2 98846 149051 5.86% 0.778%
40 18.169 2576 2581 2593 rBV 173001 284715 11.19% 1.486%
41 18.263 2593 2597 2603 rVB3 11339 18272 0.72% 0.095%
42 18.410 2618 2622 2625 rBV6 5116 6795 0.27% 0.035%
43 18.528 2640 2642 2645 rBV4 3209 3984 0.16% 0.021%
44 18.651 2660 2663 2665 rBv4 3169 4251 0.17% 0.022%
45 18.745 2676 2679 2684 rBV6 5809 9600 ©0.38% 0.050%
46 18.833 2688 2694 2698 rBVS5 9114 20268 0.80% 0.106%
47 19.057 2727 2732 2737 rBV 15167 22972 0.90% 0.120%
48 19.128 2740 2744 2748 rBV 14101 23685 ©0.93% 0.124%
49 19.175 2748 2752 2759 rVBS8 15063 25692 1.01% 0.134%
50 19.286 2767 2771 2777 rBvV3 28892 44779 1.76% 0.234%

51 19.504 2802 2808 2820 rBV 1705260 2120191 83.31% 11.068%
52 21.451 3133 3139 3150 rBV2 919762 1351526 53.11% 7.055%
53 24.457 3640 3650 3663 rVB 1047470 2544945 100.00% 13.285%
54 24.674 3679 3687 3703 rVB 515172 1506737 59.21% 7.865%

Sum of corrected areas: 19156886
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Data Path

Data File :

Acqg On
Operator
Sample
Misc

ALS vial

LSC Report - Integrated Chromatogram

¢ Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
BP022956.D

: 09 Nov 2024 07:49

: RC/JU

. P4744-14

: 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.MA.M
Quant Title : SVOA CALIBRATION

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

Time-->

1600000
1400000
1200000
1000000
800000
600000

400000

200000 6.0Ad40 7.503 4,008 73 9.452 9 mﬁ?gs

Abundance TIC: BP022956.D\data.ms
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Time-->
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1000000 15.210 17.122
800000
600000

400000

ST 18.169
200000 -
5,598 11528f195$ L}aw,wﬁ~4¢ﬁ~fwfaw~fkﬂjLvﬁdwﬁMy,WWMﬁwm
3.010 41 bA$8687 &4}@ 16. 196489675 ||| 17.451704] 1 3@,@@

Abundance TIC: BP022956.D\data.ms

19.504
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13.622 17.010

13.898
14.198

o
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Time-->
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Abundance TIC: BP022956.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP022956.D

Acqg On : 09 Nov 2024 07:49
Operator : RC/JU

Sample : P4744-14

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.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 2
R.T. EstConc Area Relative to ISTD R.T.
15.598 3.58 ng/ul 126099  Acenaphthene-di10 14.198
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzophenone 182 C13H100 000119-61-9 97
3 Benzophenone 182 C13H1e0 000119-61-9 94
4 Benzophenone 182 C13H1e0 000119-61-9 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2144 (15.598 min): BP022956.D\data.ms (-2137) (|  m/z 104.95 100.00%
105.0
182.1
5000
39 1550 1600
Ofrorrbedriber e L 2811 355.1414.8476.2537.3 /7 76.95  76.77%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000
1550 1600
m/z 182.05 72.90%
O \\\\‘\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0 1550 1600
5000 m/z 50.95 33.91%
027'0‘ | ‘
L e e e R R R R R
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0 15.50 16.00
m/z 181.00 13.01%
5000 182.0
L L o e R —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 1550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP022956.D

Acqg On : 09 Nov 2024 07:49
Operator : RC/JU

Sample : P4744-14

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.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 Benzoic acid, 3,5-bis(1,1-d... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.528 2.89 ng/ul 143302  Phenanthrene-di10 17.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 96
2 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 94
3 Benzoic acid, 3,5-bis(1,1-dimeth... 250 C15H2203 001421-49-4 78
4 Oxazole, 2-methyl-4,5-diphenyl- 235 C16H13NO 014224-99-8 72
5 2,5-di-tert-Butyl-1,4-dimethoxyb... 250 C16H2602 007323-63-9 59

Abundance Scan 2472 (17.528 min): BP022956.D\data.ms (-2466) (- m/z 235.10 100.00%

235.1
5000
s

57.1115.0175.1 1750
bbb b b L 293:1 856.2418.0 | S163 1 pss 297,10 21.45%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135796: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0

o

5000
17 50
57.0 m/z 250.1 15.68%
115.017s5. 0‘
O‘\\‘\l\l‘f“l\h\l\h““\h\u\l‘\‘\\\\\‘l\l\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135799: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr
235.0
\
17 50
5000 m/z 236.10 14.18%
0 57.0 15. 0175 0
R AARARARRRRaasEa s
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #135798: Benzoic acid, 3,5-bis(1,1-dimethylethyl)-4-hydr ‘
235.0 17 50

m/z 191.10 6.42%

5000
ﬁ0150ﬂ5q \
0 ‘\‘\‘\I |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 17 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP022956.D

Acqg On : 09 Nov 2024 07:49
Operator : RC/JU

Sample : P4744-14

Misc

ALS vial : 41

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924 .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 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
17.957 3.01 ng/ul 149051  Phenanthrene-di10 17.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
3 Tridecanoic acid 214 C13H2602 000638-53-9 92
4 Dodecanoic acid 200 C12H2402 000143-07-7 83
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 60

Abundance Scan 2545 (17.957 min): BP022956.D\data.ms (-2539) (- m/z 73.00 100.00%

73.0
5000 213.2

T
il
ol H\U‘Mw‘mw73‘2‘?341‘?‘490‘9”‘ 5048 m/z 59.95 87.39%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 ™
129.0 18.00
m/z 43.05 85.11%
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

=

Abundance #143509: n-Hexadecanoic acid
43.0
N
18.00
5000 256.0 m/Z 55.10 74 .43%
129.0
AR TE T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid e
73.0 18.00
m/z 41.10 64.46%
5000
171.0
o“ ‘”'W%\u‘ A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP022956.D

Acqg On : 09 Nov 2024 07:49
Operator : RC/JU

Sample : P4744-14

Misc

ALS vial : 41 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.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 3,5-di-tert-Butyl-4-hydroxy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
18.169 5.74 ng/ul 284715  Phenanthrene-die 17.010
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 98
2 3,5-di-tert-Butyl-4-hydroxypheny... 278 C17H2603 020170-32-5 83
3 6,7-Dimethoxy-4(1H)-quinazolinon... 278 C13H18N203Si  1000479-65-5 72
4 5-(2,3-Difluorophenyl)-2-pyridin... 278 C14H16F2N2Si  1000504-49-4 72
5 Lycopodan-5-one, 12-hydroxy-15-m... 263 C16H25NO2 021061-90-5 60
Abundance Scan2581(18169num BP022956.D\data.ms (-2576) (- m/z 263.10 100.00%
68.1
5000 K
—— —
57"0 L 1800 1850
Ob b ik AP Ly 3411 4289 5046 y/; 578 10 21.00%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171082: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
5000 T ——
18.00 18.50
570 1470 m/z 264.10  17.46%
O \\\\[‘\f!f“!‘\IT‘\‘\\\\‘E\)L\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #171083: 3,5-di-tert-Butyl-4-hydroxyphenylpropionic acid
263.0
—— —
18.00 18.50
5000 m/z 57.05 16.48%
57.0 1470 . \
]SO R . AN R —
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #170360: 6,7-Dimethoxy-4(1H)-quinazolinone, TMS deri
263.0 18 00 18 50
147.05 11.62%
5000
75.0 ‘
T SN/ 1 N
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18 00 18 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP110924\
Data File : BP022956.D

Acqg On : 09 Nov 2024 07:49
Operator : RC/JU

Sample : P4744-14

Misc

ALS Vvial : 41  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP110924.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 15.598 3.6 ng/ul 126099 3 14.198 704315 20.0
Benzoic acid, 3... 17.528 2.9 ng/ul 143302 4 17.010 991305 20.0
n-Hexadecanoic ... 17.957 3.0 ng/ul 149051 4 17.010 991305 20.0
3,5-di-tert-But... 18.169 5.7 ng/ul 284715 4 17.010 991305 20.0
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