LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\

Data File : BGO58057.D

Acqg On : 6 Jul 2023 19:58

Operator : CG/JU

Sample : 03258-12

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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
Signal : TIC: BGO58057.D\data.ms
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58057.D

Acqg On : 6 Jul 2023 19:58
Operator : CG/JU

Sample : 03258-12

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_ G\Methods\SFAM-EPA-BGO70123.MA.M
Title : SVOA CALIBRATION
37 17.398 2428 2435 2450 rVV2 842437 1319594 70.41% 9.016%
38 17.574 2460 2465 2475 rVB3 7396 15772 0.84% 0.108%
39 17.956 2528 2530 2533 rBvV2 2062 2490 0.13% 0.017%
40 18.179 2562 2568 2578 rBV 45932 82569 4.41% 0.564%
41 18.255 2578 2581 2584 rVB 4073 5267 ©0.28% 0.036%
42 18.467 2613 2617 2620 rBVS 1766 2966 0.16% 0.020%
43 18.602 2636 2640 2644 rBV5 1600 2999 0.16% 0.020%
44 19.107 2723 2726 2729 rVB4 2486 3170 0.17% ©0.022%
45 19.254 2746 2751 2757 rBV2 14200 21003 1.12% 0.143%
46 19.319 2759 2762 2768 rVB 10736 17404 0.93% 0.119%
47 19.460 2782 2786 2792 rBV5 9013 14487 ©.77% ©.099%
48 19.577 2802 2806 2808 rBV3 2378 3978 0.21% 0.027%
49 19.689 2818 2825 2838 rBV 1204007 1741052 92.90% 11.895%
50 20.212 2912 2914 2920 rVV6 5709 8123 0.43% 0.055%
51 20.658 2988 2990 2993 rvv4 5014 5241 0.28% ©0.036%
52 20.705 2995 2998 3002 rVB4 8513 10534 0.56% 0.072%
53 21.240 3079 3089 3102 rBV9 37912 173524 9.26% 1.186%
54 21.434 3120 3122 3127 rVB3 12685 15316 ©.82% ©.105%
55 21.551 3136 3142 3152 rBV2 492860 810675 43.26% 5.539%
56 21.734 3169 3173 3179 rVB3 13885 21321 1.14% 0.146%
57 22.333 3270 3275 3279 rBV2 15942 24868 1.33% 0.170%
58 23.003 3385 3389 3396 rVB2 19854 36256 1.93% 0.248%
59 23.191 3416 3421 3428 rVB2 25854 47603 2.54% 0.325%
60 23.790 3515 3523 3532 rVB2 24698 53740 2.87% ©.367%
61 24.495 3631 3643 3656 rBV3 677139 1874047 100.00% 12.804%
62 24.707 3669 3679 3690 rBV 348148 969486 51.73% 6.624%
63 25.723 3851 3852 3853 rBV 4537 2223  0.12% 0.015%
64 25.817 3862 3868 3879 rVB4 26283 73690 3.93% ©.503%
65 27.127 4084 4091 4092 rBV3 20665 31445 1.68% ©0.215%
66 27.997 4237 4239 4241 rBV3 3434 2862 0.15% 0.020%
67 28.097 4254 4256 4258 rBV3 3620 2988 0.16% 0.020%
Sum of corrected areas: 14636643
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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
: 03258-12

41

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
BGO58057.D
6 Jul 2023 19:58

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 : . .
indance. TIC: BG058057.D\data.ms
1000000
800000
600000
400000
10.341
200000 724550 7.920 g eos 9078 4801 %6%5s
3.772
Qﬁ@ﬁﬂAmﬂ 7.08 9.477 112984 12.9
O T Tr\ T ‘ T 1T 17 ‘ T 1T 171 ‘ T 1 171 ‘ T 1 171 ‘ T T 1T ‘ T 17T ‘/\\.‘V ’4'_'_'_'_’7\ ‘ I T T T ‘ T T T 7T ‘ T T 17T T 1T 1T ‘ T 1T
Time--> 350 400 450 500 550 600 650 7.00 7.50 800 850 9.00 950 10.00 10.50 11.00 1150 12.00 1250
Abundance TIC: BG058057.D\data.ms
1200000 19.689
1000000
17.398
800000
15.547
600000 .
13.946-248 17.298
400000
14,554
15.664
200000 15,288
5.905 21.
oL 13443 12%5914\36 (A0, 268169_ 1710 ﬁ 5747.958.8mes02 1@%& 20,2120 “1#£920.734 22,333
T T T ‘ T T T ‘ T 1 171 ‘ I L ‘ ‘ L ‘ UL ‘ T T T ‘ T T T ‘ T 1 171 ‘ T 1 T 7T ‘ T 1 171 ‘ T 1 171 ‘ T 1 171 ‘ T 1 171 ‘ T 1 T T ‘ T 1 171 ‘ T 1 1
Time—> 1300 1350 14.00 14.50 1500 1550 1600 1650 17.00 17.50 18.00 18.50 19.00 19.50 2000 2050 21.00 21.50 22.00 22.50
Abundance : . .
indance. TIC: BG058057.D\data.ms
1000000
800000
24.495
600000
400000 4.707
200000
Ofﬁ?@%gl 23.790 285837 27127 Hpmep7
T ‘ T T 17T ‘ T T 17T ‘ T T 17T T T 17T ‘ T T 17T T T 17T ‘ T T T 7T T T 17T ‘ L T T 17T ‘ T T 17T ‘ T T 17T ‘ T T 17T ‘ T T T 7T ‘ T T 17T ‘ T T T 7T ‘ T T 17T ‘ T T 17T ‘ T T T 7T T
Time—->  23.00 23.50 24.00 24.50 25.00 2550 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\BGO70523\
Data File : BG@58057.D

Acq On : 6 Jul 2023 19:58
Operator : CG/JU

Sample : 03258-12

Misc

ALS vial : 41 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 Diethyltoluamide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
15.288 7.78 ng/ul 194253  Acenaphthene-di10 14.554
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Diethyltoluamide 191 C12H17NO 000134-62-3 95
2 Diethyltoluamide 191 C12H17NO 000134-62-3 94
3 Diethyltoluamide 191 C12H17NO 000134-62-3 86
4 Benzamide, N,N-diethyl-4-methyl- 191 C12H17NO 002728-05-4 83
5 Benzamide, 3-methyl-N-methyl-N-p... 191 C12H17NO 1000421-46-2 81
Abundance Scan 2076 (15.288 min): BG058057.D\data.ms (-2070) (- | m/z 119.00 100.00%
119.0
5000 91.0 190.1
65.0 LI LI
38.9 | 162.0 15.00 15.50 .
ottt e e m/z 190.10  45.56%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65681: Diethyltoluamide
119.0
5000 —r ——
91.0 190.0 15.00 15.50
' m/z 91.00 41.81%
65.0
15.0 39\0 I iy 16\20 ‘
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #65682: Diethyltoluamide
119.0
—— —
15.00 15.50
5000 91.0 190.0 m/z 65.00 14.53%
65.0
0 39.0 U | 16?.0 ‘ ‘
e R B o B AR Ea R
m/z--> 20 40 60 80 100 120 140 160 180 /\
Abundance #65680: Diethyltoluamide A AT
119.0 15.00 15.50
m/z 191.10  14.47%
91.0
5000 190.0
65.0
. 420 | 1620 |
5L e I — I —
m/z--> 20 40 60 80 100 120 140 160 180 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58057.D

Acq On : 6 Jul 2023 19:58
Operator : CG/JU

Sample : 03258-12

Misc

ALS vial : 41 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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.905 2.73 ng/ul 68301 Acenaphthene-di@ 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 91
5 Benzophenone 182 C13H1e0 000119-61-9 91
Abundance Scan 2181 (15.905 min): BG058057.D\data.ms (-2176) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
51.0
——
| | 152.0 | 16.00
ot e m/z 77.00 66.50%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0 A
5000 o T
16.00
51.0 m/z 182.00  51.63%
o210 || 1960 1520 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
T r\\ T ‘ T
77.0 182.0 16.00
5000 ' ’ m/z 51.00 27 .59%
51.0
‘ ‘ 1260 1520
e M TRNE N
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone -
105.0 16.00
m/z 181.00 12.06%
77.0
5000 182.0
51.0
0 27\.0 ‘\ H‘\ ‘ 126'0 15\2.0 H
R L B B e e e R e T
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\BGO70523\
Data File : BG@58057.D

Acq On : 6 Jul 2023 19:58
Operator : CG/JU

Sample : 03258-12

Misc

ALS vial : 41 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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.179 2.36 ng/ul 82569  Phenanthrene-d1e 17.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 87
4 Tetradecanoic acid 228 C14H2802 000544-63-8 83
5 Pentadecanoic acid 242 C15H3002 001002-84-2 74
Abundance Scan 2568 (18.179 min): BG058057.D\data.ms (-2562) (- | m/z 73.00 100.00%
430 730
5000
129.0
213.1 b ot
#10 157.1185.1 ‘ 256.1 18.00 18.50
(o] Hﬂ“NJNM‘JHJMA‘JH‘_H‘_M‘_HEM m/z 60.00 88.18%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 g
18.00 18.50
157.01g5 92130  256.0 m/z 43.00 85.81%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid
73.0
”MFW”WW‘ ——
43.0 18.00 18.50
5000 m/z 57.00 81.55%
129.0
1710 2140
101.0 ‘ ‘
0150(ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid Ay T —
73.0 18.00 18.50
43.0 m/z 55.00 69.62%
5000 129.0
171.0
‘ 214.0
o? it it
m/z--> 20 40 60 80 100120140160 180200 220 240 260 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58057.D

Acq On : 6 Jul 2023 19:58
Operator : CG/JU

Sample : 03258-12

Misc

ALS vial : 41 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 Heptafluorobutyric acid, pe... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.240 4.28 ng/ul 173524  Chrysene-di12 21.552
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 93
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 1-Heneicosanol 312 C21H440 015594-90-8 90
4 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 87

5 Trichloroacetic acid, pentadecyl... 372 C17H31C1302 074339-53-0 87

Abundance Scan 3089 (21.240 min): BG058057.D\data.ms (-3079) (- | m/z 55.00 100.00%

58.0
5000
207.0

B
thlszg ‘ 0 21.00 2150
H\H I

omk‘u b ",HH_H‘u_m_mw m/z 57.00  94.49%
miz--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester
57.0
5000 —— e
21.00 21.50

m/z 43.00 82.44%
L

169 0
iy by o1 21202550 406.(
\\\\‘\\ \\\\\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #245846: Trifluoroacetoxy hexadecane
57.0

T T
21.00 21.50

5000 m/z 68.95 80.76%

ol {111 H Ll 190 26903300
m/z--> 50 100 150 200 250 300 350 400

Abundance #215083: 1-Heneicosanol T T
55.0 21.00 21.50

m/z 83.00 79.06%

) I WM/\W
0 \h \‘\\ ‘\ \‘ ‘\ r p 2100 266.0 : L —

m/z--> 50 100 150 200 250 300 350 400 21.00 21.50

o
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGO70523\
Data File : BG@58057.D

Acqg On : 6 Jul 2023 19:58
Operator : CG/JU

Sample : 03258-12

Misc

ALS Vvial : 41  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|
Diethyltoluamide 15.288 7.8 ng/ul 194253 3 14.554 499521 20.0
Benzophenone 15.905 2.7 ng/ul 68301 3 14.554 499521 20.0
n-Hexadecanoic ... 18.179 2.4 ng/ul 82569 4 17.298 700117 20.0
Heptafluorobuty... 21.240 4.3 ng/ul 173524 5 21.552 810675 20.0
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