LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58103.D

Acqg On : 8 Jul 2023 22:01
Operator : CG/JU

Sample : 03348-10

Misc :

ALS Vvial : 21  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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BGO58103.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.355 39 45 51 rBV2 13444 19650 1.13% 0.121%
2 3.508 69 71 76 rVB5 1530 2061 0.12% 0.013%
3 3.766 110 115 132 rBV 119188 203512 11.74% 1.252%
4 4.007 151 156 157 rvv3 1373 1811 0.10% 0.011%
5 4.107 170 173 176 rVB4 3110 3538 0.20% 0.022%
6 4.595 252 256 258 rVB3 1178 1756 0.10% 0.011%
7 7.080 672 679 689 rBV 200035 338016 19.49%  2.080%
8 7.245 699 707 717 rBV 152800 254727 14.69% 1.567%
9 7.450 735 742 750 rBV 178528 306974 17.70% 1.889%
10 7.914 815 821 829 rBV 148901 247451 14.27% 1.523%
11  8.619 934 941 951 rBV 244744 432293 24.93% 2.660%
12 9.078 1011 1019 1026 rBV 190134 334844 19.31% 2.060%
13 9.800 1134 1142 1150 rBV 158917 278571 16.06% 1.714%
14 10.341 1227 1234 1243 rBV 241290 430367 24.82% 2.648%
15 10.717 1291 1298 1309 rVB 224071 401058 23.13% 2.468%
16 10.852 1315 1321 1334 rW 180524 324941 18.74% 000%
17 12.303 1563 1568 1574 rVB3 3233 5771 ©.33% 036%
18 13.437 1756 1761 1768 rBV3 3028 5126 0.30%

19 13.954 1843 1849 1856 rBV 525327 748812 43.18%
20 14.248 1892 1899 1911 rBV2 583324 907628 52.34%

uhbhooN
o
w
N
R

21 14.436 1928 1931 1935 rVB5 1293 1949 0.11%
22 14.554 1942 1951 1960 rBV 394742 611175 35.24%
23 14.753 1978 1985 1998 rBV 144244 273338 15.76%

OO0 RrRrR WO
o))
00
N
R

24 14.977 2021 2023 2028 rVB3 1422 2038 0.12% 013%
25 15.394 2090 2094 2097 rVB2 1321 2084 0.12% 013%
26 15.547 2112 2120 2128 rBV 787028 1209393 69.74% 7.442%
27 15.658 2133 2139 2152 rVB 174407 267215 15.41% 1.644%
28 15.787 2157 2161 2164 rVB2 2524 3392 0.20% 0.021%
29 15.905 2175 2181 2193 rVB 120283 170308 9.82% 1.048%
30 16.234 2232 2237 2242 rBV5 2259 5614 ©.32% 0.035%
31 16.469 2273 2277 2281 rVB3 3531 4841 0.28% ©0.030%
32 16.827 2333 2338 2341 rBV4 2139 2784 0.16% 0.017%
33 17.039 2369 2374 2375 rVW3 1925 2070 0.12% 0.013%
34 17.098 2379 2384 2387 rVB3 1475 2801 0.16% 0.017%
35 17.297 2412 2418 2426 rBV 578578 850914 49.07% 5.236%
36 17.397 2428 2435 2444 rVWW2 927493 1402295 80.86% 8.629%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58103.D

Acqg On : 8 Jul 2023 22:01
Operator : CG/JU

Sample : 03348-10

Misc :

ALS Vvial : 21  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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 17.480 2444 2449 2453 rVB4 15284 21280 1.23% 0.131%
38 17.574 2462 2465 2471 rVB5 2090 2852 0.16% 0.018%
39 18.102 2551 2555 2557 rBv3 1539 2359 0.14% 0.015%
40 18.185 2562 2569 2578 rBV2 59711 100664 5.80% 0.619%
41 18.249 2578 2580 2583 rVVv2 5923 7793 0.45% 0.048%
42 18.279 2583 2585 2588 rVB3 2518 2726 0.16% 0.017%
43 18.467 2615 2617 2622 rVV3 1320 2201 0.13% 0.014%
44 18.901 2688 2691 2693 rVvV2 2228 2177 0.13% 0.013%
45 19.089 2718 2723 2724 rBV5 1216 2078 0.12% 0.013%
46 19.101 2724 2725 2731 rVWV6 2528 3692 0.21% 0.023%
47 19.248 2746 2750 2756 rVB2 12795 17949 1.04% 0.110%
48 19.319 2758 2762 2771 rBV2 11911 20608 1.19% 0.127%
49 19.460 2782 2786 2791 rBV6 6658 11867 0.68% 0.073%
50 19.607 2807 2811 2817 rVB6 3249 5302 0.31% 0.033%

51 19.683 2818 2824 2834 rBV 1102311 1640510 94.60% 10.095%

52 19.977 2871 2874 2875 rVB3 2170 1984 0.11% 0.012%
53 20.212 2910 2914 2919 rBV2 13056 15464 ©.89% 0.095%
54 20.541 2967 2970 2972 rBV4 2493 2074 0.12% 0.013%
55 20.570 2972 2975 2977 rBV4 3404 4074 ©0.23% 0.025%
56 20.705 2994 2998 3001 rBV2 21566 24741 1.43% 0.152%
57 20.740 3002 3004 3006 rVB2 4460 2986 0.17% 0.018%
58 21.199 3078 3082 3084 rBV2 23222 26586 1.53% ©0.164%
59 21.258 3084 3092 3095 rVvv9o 13058 37248 2.15% 0.229%
60 21.551 3135 3142 3154 rBV 542448 897820 51.77% 5.525%
61 21.733 3169 3173 3177 rVB2 22266 30378 1.75% ©.187%
62 22.327 3269 3274 3280 rVB 26198 41032 2.37% 0.252%
63 22.997 3382 3388 3394 rBV3 31478 58351 3.36% ©.359%
64 23.185 3416 3420 3427 rVB4 13599 24787 1.43% ©.153%
65 23.784 3516 3522 3530 rVB2 34784 72884  4.20% 0.448%
66 24.389 3623 3625 3628 rBv4 3301 4553 0.26% ©0.028%
67 24.483 3631 3641 3656 rVV2 620550 1734155 100.00% 10.671%
68 24.701 3668 3678 3690 rBV 385094 1080537 62.31% 6.649%
69 25.805 3859 3866 3877 rVB4 37535 110378 6.36% 0.679%
70 27.039 4074 4076 4078 rVB3 3267 1899 0.11% 0.012%
71 27.133 4083 4092 4105 rVB4 36736 128462 7.41% ©.790%
72 27.738 4193 4195 4199 rBV5 3289 4193 0.24% 0.026%
73 28.696 4351 4358 4359 rBvV4 22252 33683 1.94% 0.207%
74 29.137 4429 4433 4434 rBV4 4218 5299 ©.31% ©0.033%
75 31.440 4823 4825 4826 rBV2 3354 2190 0.13% 0.013%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58103.D

Acqg On . 8 Jul 2023 22:01
Operator : CG/JU

Sample : 03348-10

Misc

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: LSCINT.P
Integrator: RTE

Smoothing : OFF Filtering:
Sampling : 1 Min Area:
Start Thrs: 0.2 Max Peaks:
Stop Thrs : © Peak Location:

5

0.1 % of largest Peak
100

TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
Sum of corrected areas: 16250928
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: CG/IU
: 03348-10

021

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
BGO58103.D
8 Jul 2023 22:01

Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.MA.M

: SVOA CALIBRATION

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

Abundance TIC: BG058103.D\data.ms
1000000
800000
600000
400000
103410717
7.08 9078
200000 50
3,766 2 7914 9.800
0\\;§%bsk4mam7 4.595 12.303
\\\‘\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\ \\\\‘\\\\‘\\\\‘\\\
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 900 950 10.00 10.50 11.00 1150 12.00 1250
Abundance TIC: BG058103.D\data.ms
19.683
1000000
17.397
600000 14.248 17.297
13.954 21.551
400000 14.554
200000 15.658
4.753 15,905
¥ 211858 71.733  22.327
oL 13.437 4436 4971539 78716.2544686. h@941mm@£m6n8£ﬂmﬁpg§ﬁgpéﬂﬁ :
e A e T R e e e e s
Time--> 13,00 13.50 14.00 1450 1500 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19,50 20.00 20.50 21.00 21.50 22.00 2250
Abundance TIC: BG058103.D\data.ms
1000000
800000
24.483
600000
400000 4.701
200000
29895 23784 o4 25805 271048% 27738 28.696y9 137 31.440
0\‘\\\\‘\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\\
Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58103.D

Acq On : 8 Jul 2023 22:01
Operator : CG/JU

Sample : 03348-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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.
15.905 5.57 ng/ul 170308 Acenaphthene-di10 14.554
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 94
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2181 (15.905 min): BG058103.D\data.ms (-2175) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0 AW
16.00
152.0
e et e 520 e m/z 77.00 63.63%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 T
16.00
51.0 m/z 182.00  50.88%
2710 | A | 1260 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
—
77.0 182.0 16.00
5000 ' ’ ITI/Z 51.00 26.03%
51.0
L 1280 1520
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone Y -
105.0 16.00
m/z 181.00 8.82%
77.0
5000 182.0
51.0
27\-0 ‘\ H‘\ ‘ 126'0 15\2.0 H
R e e S —
m/z--> 20 40 60 80 100 120 140 160 180 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58103.D

Acq On : 8 Jul 2023 22:01
Operator : CG/JU

Sample : 03348-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 3
R.T. EstConc Area Relative to ISTD R.T.
18.185 2.37 ng/ul 100664  Phenanthrene-di10 17.297
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tetradecanoic acid 228 C14H2802 000544-63-8 72
5 Tridecanoic acid 214 C13H2602 000638-53-9 70

Abundance Scan 2569 (18.185 min): BG058103.D\data.ms (-2562) (- | m/z 73.00 100.00%

43.0 ,73.0
5000
) Ay

T H\“MM m/Z 43.00 95.27%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0

18.00 18.50

97.0 157.0 155 02130 2560 m/z 60.00 93.38%
\\\‘uu“}‘u”!”\M}\‘H\L\‘1“““\\‘”‘1‘\“\‘\\‘\u\‘\\u‘\‘u\‘\u‘\‘uu‘u\!‘\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
—— LT
18.00 18.50
5000 129.0 ITI/Z 57 .00 84.87%
e o e
1‘§\O“HW ‘H!\\‘W A MHH‘M ‘”‘“‘\‘”“\““‘i“““i““‘\‘”‘\“‘”W
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #126203: Pentadecanoic acid [t
43.0 73.0 1800 1850

m/z 55.00 82.37%

5000 129.0
199.0 242.0
s
‘ W\mh\M W‘Mu\ ‘ S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 1800 1850
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58103.D

Acq On : 8 Jul 2023 22:01
Operator : CG/JU

Sample : 03348-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
25.805 2.04 ng/ul 110378 Perylene-di2 24.701
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Eicosane 282 C20H42 000112-95-8 87
3 Heneicosane 296 C21H44 000629-94-7 87
4 Octacosane 394 (C28H58 000630-02-4 83
5 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 83
Abundance Scan 3866 (25.805 min): BG058103.D\data.ms (-3859) (- | m/z 57.00 100.00%
57.0
0.1 = ——
‘ ‘ H 11 270,04 25.50 26.00
L ‘“wh e L 289 3881 7 71.00 60.08%
miz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 gy —

‘ m/z 43.00 49.64%
i)

159 | ||| 114101890225 0267030m0 3001
L ‘ \ T ‘ T ‘ T TT L ‘ T T ‘ LI ’ T \ T
m/z--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0

— 7
25.50 26.00
5000 m/z 85.00 42.56%

9.0
F | ,141.0183.0225.0 282.0

%

m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0 25.50 26.00
m/z 55.00 21.70%
- W\MW/WW
15.0 L NIREES 1018302250 296.0
: — —

m/z--> 50 100 150 200 250 300 350 25.50 26.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58103.D

Acq On : 8 Jul 2023 22:01
Operator : CG/JU

Sample : 03348-10

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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: Straight-Chai... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
27.133 2.38 ng/ul 128462  Perylene-di2 24.701
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 91
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
3 Heneicosane 296 C21H44 000629-94-7 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Tridecanol, 2-ethyl-2-methyl- 242 C16H340 1010115-66-1 86
Abundance Scan 4092 (27.133 min): BG058103.D\data.ms (-4083) (- | m/z 57.00 100.00%
57.0
g.l T ‘ T T ‘ T
| 1] ‘ 141.01830 2488 27.00 27.50
el ‘1“\““““(“&“‘“‘ Bt m/z 71.00  64.24%
m/z--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000 N eyt
27.00 27.50
90 m/z 85.05 52.62%
(L1114 14101830005 0267.0300.0 367.0
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #307033: Octacosane, 2-methyl-
57.0
27.00 27.50
5000 m/z 43.00 47 .98%
9.0
L rerorms0ms006m.09090 3650
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane T —
57.0 27.00 27.50
m/z 55.00 22.29%
5000
‘ 9.0
41.
50| ||/} 101800250 2960 S
m/z--> 50 100 150 200 250 300 350 27.00 27.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70823\
Data File : BG@58103.D

Acqg On : 8 Jul 2023 22:01
Operator : CG/JU

Sample : 03348-10

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG070123.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 15.905 5.6 ng/ul 170308 3 14.554 611175 20.0
n-Hexadecanoic ... 18.185 2.4 ng/ul 100664 4 17.297 850914 20.0
(DEL) Alkane: S... 25.805 2.0 ng/ul 110378 6 24.701 1080540 20.0
(DEL) Alkane: S... 27.133 2.4 ng/ul 128462 6 24.701 1080540 20.0
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