LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58067.D

Acqg On : 7 Jul 2023 9:19
Operator : CG/JU

Sample : PB153639BL

Misc :

ALS Vvial : 55 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: BGO58067.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 41 45 51 rVB 16350 22408 1.17% 0.127%
2 3.761 109 114 126 rBV 210840 336573 17.51% 1.909%
3 4.102 169 172 177 rVB6 3183 4560 0.24% 0.026%
4 7.080 672 679 691 rBV 203675 339284 17.65%  1.924%
5 7.245 700 707 716 rBV 165834 273145 14.21% 1.549%

6 7.451 735 742 753 rBV 194748 328575 17.09%
7 7.921 814 822 830 rBV 144503 245969 12.79%
8 8.620 935 941 0960 rBV 238217 427558 22.24%
9 9.078 1011 1019 1029 rBV 199276 350937 18.25%

9.801 1134 1142 1150 rBV 157328 273900 14.25%
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11 10.341 1227 1234 1246 rBV 227816 411027 21.38%
12 10.723 1291 1299 1307 rBV 224319 391487 20.36%
13 10.858 1313 1322 1335 rBV 261961 466719 24.27%

OONNN
)
N
N
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14 12.310 1564 1569 1575 rVB2 3358 5160 ©.27% 029%
15 13.444 1758 1762 1771 rBV3 3763 6638 0.35% 038%

16 13.961 1843 1850 1861 rBV 556252 783502 40.75%
17 14.254 1892 1900 1911 rBV 550531 888438 46.21%
18 14.554 1945 1951 1961 rBV 370758 594946 30.94%
19 14.754 1979 1985 2009 rBV 209071 404281 21.03%
20 15.547 2113 2120 2134 rBV 762678 1170036 60.86%
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21 15.665 2134 2140 2150 rVB 261668 385024 20.03%
22 15.788 2157 2161 2163 rBV2 2189 2438 0.13%
23 17.298 2412 2418 2429 rBV 559668 853184 44.38%
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w
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24 17.398 2429 2435 2452 rVB 912475 1405483 73.10% 972%
25 18.185 2566 2569 2574 rBV4 2351 3754 0.20% 021%
26 18.479 2615 2619 2622 rBV4 2882 4217 0.22% 0.024%
27 19.108 2724 2726 2731 rVB3 2082 2444  0.13% 0.014%
28 19.254 2745 2751 2755 rBv4 13432 18896 ©.98% 0.107%
29 19.325 2758 2763 2768 rBV 10948 16026 0.83% 0.091%
30 19.607 2806 2811 2816 rBV 202998 242003 12.59% 1.373%
31 19.689 2819 2825 2837 rVV 1247949 1786722 92.93% 10.134%
32 20.018 2877 2881 2884 rBV3 4053 4755 0.25% 0.027%
33 20.212 2911 2914 2918 rVwv4 6667 8466 0.44% 0.048%
34 20.447 2950 2954 2955 rBV4 2279 2822 0.15% 0.016%
35 20.647 2983 2988 2993 rBV 166234 186217 9.69% 1.056%
36 20.706 2995 2998 3001 rVV 21702 23899 1.24% 0.136%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58067.D

Acqg On : 7 Jul 2023 9:19
Operator : CG/JU

Sample : PB153639BL

Misc :

ALS Vvial : 55 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 20.741 3001 3004 3010 rVB4 10575 13855 0.72% 0.079%
38 21.052 3054 3057 3060 rBvV3 4850 6548 0.34% 0.037%
39 21.205 3079 3083 3088 rBvV2 21123 26526 1.38% 0.150%
49 21.281 3092 3096 3101 rBv2 8084 11369 0.59% 0.064%
41 21.440 3120 3123 3127 rVB6 4616 8273 0.43% 0.047%
42 21.552 3136 3142 3154 rVB 561644 962739 50.07% 5.461%
43 21.734 3169 3173 3181 rVB 33739 49779 2.59% 0.282%
44 22.333 3270 3275 3281 rVB 39926 59842 3.11% ©0.339%
45 23.009 3383 3390 3397 rVB 47079 90066 4.68% ©.511%
46 23.344 3445 3447 3450 rBv4 2716 3312 0.17% 0.019%
47 23.790 3516 3523 3531 rvB2 51850 111194 5.78% 0.631%
48 24.125 3578 3580 3585 rBV6 2884 4079 0.21% 0.023%
49 24.495 3630 3643 3661 rBvV3 689918 1922641 100.00% 10.905%
50 24.713 3668 3680 3695 rBV 427391 1225679 63.75% 6.952%
51 25.823 3860 3869 3879 rVB3 51911 148318 7.71% 0.841%
52 26.887 4048 4050 4053 rBV3 3104 2411 0.13% 0.014%
53 27.139 4082 4093 4105 rVB3 46562 154951 8.06% ©.879%
54 28.726 4357 4363 4378 rVB4 28750 112710 5.86% ©.639%
55 29.401 4476 4478 4479 rBV 4012 2203 0.11% 0.012%
56 30.659 4682 4692 4693 rBV3 17324 42914 2.23% 0.243%
Sum of corrected areas: 17630902
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58067.D

Acq On 7 Jul 2023 9:19
Operator : CG/JU

Sample : PB153639BL

Misc

ALS Vvial : 55 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

Abundance TIC: BG058067.D\data.ms
1200000

1000000
800000
600000

400000

8.620 10.3410-9498
3.761
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Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50

Abundance TIC: BG058067.D\data.ms
1200000 19.689

o

1000000
17.398

800000 15.547
600000 13.964.254 17.298 21552

400000

15.665

200000 19.597

0 788 18.188.479 191962525 Lzo -
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Time--> 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 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG058067.D\data.ms
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1000000

800000
24.495
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4.713
400000

200000

_3 009 25.823 27.139
23. 344 24 125 A 26887 28726 59401 30.659

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58067.D

Acq On 7 Jul 2023 9:19
Operator : CG/JU

Sample : PB153639BL

Misc

ALS Vvial : 55 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 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 1 Hexadecanoic acid, butyl ester Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
19.607 5.03 ng/ul 242003  Chrysene-di12 21.552
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 95
2 Hexadecanoic acid, 1,1-dimethyle... 312 C20H4002 ©31158-91-5 91
3 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 91
4 Hexadecanoic acid, 2-methylpropy... 312 C20H4002 000110-34-9 90
5 Hexadecanoic acid, butyl ester 312 C20H4002 000111-06-8 72

Abundance Scan 2811 (19.607 min): BG058067.D\data.ms (-2806) (- | m/z 56.00 100.00%
56.0
5000
257.1
129.0 fo'en I
S\P ‘ 171 JT 213 2 ‘ ‘ 312 19.50 20.00
Oy AT S T m/z 57.00 54.41%
miz--> 50 100 15 200 25 300
Abundance #214941: Hexadecanoic acid, butyl ester
56.0
5000 e —te
19.50 20.00
‘ ‘ ‘ 2570 m/z 43.00 33.19%
O T T ‘\ ‘\ “ ‘ H‘ ‘? ‘h \‘ ‘h\ ‘f T ‘ \ \]-8\5\02\1\9 \() ‘\ “\ L 3‘1\‘2-\(
miz--> 50 100 150 200 250 300
Abundance #214982: Hexadecanoic acid, 1,1-dimethylethyl ester
56.0
peosappey ooy
19.50 20.00
5000 m/z 41.00 33.00%
1290 257.0
0 . \\ h u“ H\\ \u\h \ " i - ‘18‘:5‘0‘ — h ’\“ — ‘?l“z‘(
m/iz--> 50 100 150 200 250 300
Abundance #214938: Hexadecanoic acid, butyl ester oty ey
56.0 19.50 20.00
m/z 55.00 30.28%
5000
257.0
1290
h H‘ \IP ‘ 1710 2130 ‘ ‘ 312
oY RTINS oot o
m/z--> 0 100 150 200 250 300 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58067.D

Acq On 7 Jul 2023 9:19
Operator : CG/JU

Sample : PB153639BL

Misc

ALS Vvial : 55 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 Octadecanoic acid, 2-methyl... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
20.647 3.87 ng/ul 186217  Chrysene-di12 21.552
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid, 2-methylpropy... 340 C22H4402 000646-13-9 90
2 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 80
3 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 64
4 Octadecanoic acid, butyl ester 340 C22H4402 000123-95-5 64
5 Butyl myristate 284 C18H3602 000110-36-1 64
Abundance Scan 2988 (20.647 min): BG058067.D\data.ms (-2983) (- | m/z 56.00 100.00%
56.0
5000
1290 285.1 s —
h “ 1851 2412 | ‘ " 20.50 21.00
ob—dll b L L ST m/z 57.08 57.67%
miz-> 50 100 150 200 250 300
Abundance  #249033: Octadecanoic acid, 2-methylpropyl ester
56.0
5000 e = LN
285.0 20.50 21.00

m/z 43.00 37.04%

129.0
: ap, 70 1850 2u0| | i
- ‘\ T \ ’ T \‘ T ‘ T T ’ L ‘ L } ‘
miz--> 50 100 150 200 250 300
Abundance #249008: Octadecanoic acid, butyl ester
56.0

20 50 21 OO
5000 ITI 54.95 30.48%
129.0 2850 a0
[Loa) ], 150 a0y | ™
SN | 5 VNP Nl N VN
miz--> 50 100 150 200 250 300
Abundance #249002: Octadecanoic acid, butyl ester
56.0 20 50 21 OO
285.0 m/z 41.00  29.92%
5000 1290
340.(
m‘_& 1850 241.0
0“‘ ‘\‘U M:)\H“HH m ] \H\ . “\"\“‘ ‘H‘\‘HH\‘ b ‘ r‘/“’w“‘“f\w‘wr
m/z--> 50 100 150 200 250 300 20 50 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BGO58067.D

Acq On 7 Jul 2023 9:19
Operator : CG/JU

Sample : PB153639BL

Misc

ALS Vvial : 55 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.
25.823 2.42 ng/ul 148318  Perylene-di2 24.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 91
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 90
4 Pentadecane 212 C15H32 000629-62-9 87
5 Heneicosane 296 C21H44 000629-94-7 87
Abundance Scan 3869 (25.823 min): BG058067.D\data.ms (-3860) (- | m/z 57.00 100.00%
57.0
99.1 - T
25.50 26.00
41 1 1972
ok u‘whw”‘ I ““ LI der2 2810 7 71.00  57.55%
m/z--> 50 100 150 200 250 300 350
Abundance #262013: Pentacosane
57.0
5000 = e
25.50 26.00

m/z 85.05 49.56%
L

99.0
o Ll LIl | 14101830 2250 950 s
miz--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
ooy L

25.50 26.00
5000 m/z 42.95 48.78%
990 141.0 0
ol b 240 1830 PO 2810 3230
m/z--> 50 lOO 150 200 250 300 350
Abundance #275543: Eicosane, 7-hexyl- T 7
57.0 25.50 26.00
m/z 55.00 21.65%
h WN\,/\MM
182 0
o LU 1101820 250 2810290 b g
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\BGO70523\
Data File : BGO58067.D

Acq On 7 Jul 2023 9:19
Operator : CG/JU

Sample : PB153639BL

Misc

ALS Vvial : 55 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 3
R.T. EstConc Area Relative to ISTD R.T.
27.139 2.53 ng/ul 154951  Perylene-di2 24.707
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexacosane 366 C26H54 000630-01-3 87
2 Heneicosane 296 C21H44 000629-94-7 87
3 Octacosane 394 (C28H58 000630-02-4 87
4 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 86
5 Tetratetracontane 619 C44H99 007098-22-8 83
Abundance Scan 4093 (27.139 min): BG058067.D\data.ms (-4082) (- | m/z 57.00 100.00%
57.0
2700 27.50
141.1 192.9 280.9 : :
0“‘JMuW””wﬁ‘ﬁqu\uﬂw“““““‘?4ﬁ¥“‘ m/z 71.00 66.59%
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
5000
27.00 27.50
m/z 43.00 52.53%
ok ‘L‘ Iy M | 141.0183.0225.0267.0309.0 367.0
\\\\‘\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
— —
27.00 27.50
5000 m/z 85.00 46.18%
9.0
50|11 030250 2060
m/z--> 0 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0 27.00 27.50
m/z 55.00 24.81%
- WJ\NVWM\/
ol L H | 141 9;83 0225.0 281.0 337.0 394.
e “‘H“ T e e ——
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\BGO70523\
Data File : BG@58067.D

Acqg On 7 Jul 2023 9:19
Operator : CG/JU

Sample : PB153639BL

Misc

ALS Vvial : 55 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|
Hexadecanoic ac... 19.607 5.0 ng/ul 242003 5 21.552 962739 20.0
Octadecanoic ac... 20.647 3.9 ng/ul 186217 5 21.552 962739 20.0
(DEL) Alkane: S... 25.823 2.4 ng/ul 148318 6 24.707 1225680 20.0
(DEL) Alkane: S... 27.139 2.5 ng/ul 154951 6 24.707 1225680 20.0
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