LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG®56828.D

Acqg On : 4 Mar 2023 8:19
Operator : CG/JU

Sample : 01711-17

Misc :

ALS Vvial : 23  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-BG022323.M
Title : SVOA CALIBRATION
Signal : TIC: BGO56828.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.442 320 324 330 rVB3 6500 9443  1.54% 0.166%
2 7.539 675 681 691 rVB 75754 127401 20.84% 2.234%
3 7.721 706 712 719 rVB 47913 79340 12.98% 1.391%
4 7.939 743 749 755 rVB2 64286 107014 17.51% 1.876%
5 8.415 824 830 838 rVB 54334 89389 14.62% 1.567%
6 9.102 941 947 956 rvVB 84579 147064 24.06% 2.578%
7 9.237 965 970 977 rVB3 3987 8300 1.36% 0.146%
8 9.590 1023 1030 1037 rBv2 72108 127235 20.81% 2.231%
9 9.666 1039 1043 1045 rBV2 629 873 0.14% 0.015%
10 10.318 1148 1154 1161 rVB 63715 109649 17.94% 1.922%

11 10.859 1239 1246 1256 rVB 93121 161807 26.47%
12 11.253 1307 1313 1320 rVB 80081 141472 23.14%
13 11.376 1327 1334 1341 rVB 80243 137532 22.50%
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14 12.022 1440 1444 1446 rBV2 851 897 0.15% 016%
15 12.727 1561 1564 1568 rBV3 746 1076 0.18% 019%
16 12.804 1574 1577 1582 rVB2 1320 1803 0.29% 0.032%
17 13.820 1748 1750 1755 rVB2 1133 982 0.16% 0.017%
18 14.402 1843 1849 1856 rVB 204506 301646 49.35% 5.289%
19 14.461 1856 1859 1865 rBV2 508 1168 ©0.19% 0.020%
20 14.719 1896 1903 1910 rBV 222999 335790 54.93% 5.887%
21 15.019 1946 1954 1962 rVB 156504 237228 38.81% 4.159%
22 15.177 1973 1981 1995 rBV 96578 156029 25.52% 2.736%
23 15.407 2016 2020 2024 rBV3 4405 5584 ©.91% ©0.098%
24 15.724 2071 2074 2079 rBV3 2970 3719 0.61% 0.065%
25 16.000 2114 2121 2128 rBV 300997 446010 72.96%  7.820%
26 16.100 2132 2138 2146 rVB 96463 139922 22.89%  2.453%
27 16.241 2159 2162 2165 rVB2 940 1113 0.18% 0.020%
28 16.353 2176 2181 2187 rVB 21850 30139 4.93% 0.528%
29 17.187 2319 2323 2326 rBV 634 994 0.15% 0.016%
30 17.269 2334 2337 2340 rBV2 675 1080 0.18% 0.019%

31 17.751 2413 2419 2427 rVB 204497 305745 50.02%

5.
32 17.851 2429 2436 2443 rBV2 326694 502054 82.13% 8.803%
33 17.915 2443 2447 2449 rVB4 3841 5095 ©.83% 0.089%
34 18.086 2472 2476 2479 rBV 710 1154 0.19% 0.020%
35 18.491 2541 2545 2547 rBV 1413 1458 0.24% 0.026%
36 18.591 2556 2562 2569 rBV3 21865 30988 5.07% 0.543%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG®56828.D

Acqg On : 4 Mar 2023 8:19
Operator : CG/JU

Sample : 01711-17

Misc :

ALS Vvial : 23  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-BG022323.M
Title : SVOA CALIBRATION
37 18.750 2585 2589 2595 rBvV2 745 1544 0.25% 0.027%
38 19.008 2630 2633 2639 rvB3 1861 2757 ©.45% 0.048%
39 19.196 2663 2665 2670 rVB3 4414 5353 0.88% 0.094%
40 19.396 2696 2699 2700 rBV3 1154 1078 0.18% 0.019%
41 19.637 2738 2740 2742 rBV2 1246 1104 ©0.18% 0.019%
42 19.684 2742 2748 2755 rW5 5424 10603 1.73% 0.186%
43 19.749 2755 2759 2763 rVB2 5162 6673 1.09% 0.117%
44 19.843 2773 2775 2780 rVB3 2852 3137 ©.51% 0.055%
45 20.060 2810 2812 2815 rBvV2 1802 2017 ©.33% 0.035%
46 20.113 2815 2821 2829 rVV 431242 611294 100.00% 10.718%
47 20.207 2833 2837 2839 rBv2 1230 1857 ©0.30% 0.033%
48 20.459 2878 2880 2883 rVB3 1239 1163 0.19% 0.020%
49 20.495 2884 2886 2889 rVB2 1560 1223 0.20% 0.021%
50 20.530 2889 2892 2897 rBV4 4390 5979 0.98% 0.105%
51 20.589 2900 2902 2906 rvB3 2700 3150 0.52% 0.055%
52 21.100 2986 2989 2991 rVB4 3458 4384 0.72% 0.077%
53 21.300 3021 3023 3024 rBvV2 1706 1115 ©0.18% 0.020%
54 21.629 3075 3079 3092 rVB2 20730 35680 5.84% 0.626%
55 22.058 3146 3152 3162 rVB2 195556 334564 54.73% 5.866%
56 22.216 3177 3179 3185 rVB4 4016 5488 0.90% 0.096%
57 22.387 3206 3208 3211 rBV3 2352 2788 0.46% 0.049%

58 25.342 3700 3711 3724 rBV 191127 572178 93.60% 10.032%
59 25.583 3742 3752 3763 rVB2 107728 321334 52.57% 5.634%

60 26.711 3942 3944 3948 rBV4 1796 2378 0.39% 0.042%

61 28.897 4314 4316 4317 rBvV2 2000 1476 0.24% 0.026%

62 29.102 4350 4351 4353 rBvV2 2257 1825 0.30% 0.032%

63 30.947 4663 4665 4666 rBvV2 2251 1466 0.24% 0.026%

64 31.764 4802 4804 4805 rVB2 3141 1814 0.30% 0.032%
Sum of corrected areas: 5703525
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56828.D

Acqg On : 4 Mar 2023 8:19
Operator : CG/JU

Sample ¢ 01711-17

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BG056828.D\data.ms
400000

350000
300000
250000
200000
150000
100000 753 9.102 10559 256

95 9.590
7.939 : 10.318
8.415
50000 7721 ﬂ
5.442 237 9le66 12.022 1227804

Time--> 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BG056828.D\data.ms

o

20.113
400000

350000 17.851

300000 16.000

250000 14.719

14.402 17.751
200000 22.058

15.019
150000

100000 15.177 16.100

50000

16.353 18.591 X o 21.629
13.820 14461 5.405.72416.241 1771889 1 @5%84@7@@39 1B3RAAcDCDRRREREO 21.20300 21887

0 b A L e R e R R P e R e T o T e

Time--> 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: BG056828.D\data.ms

400000
350000
300000
250000
200000 25.342
150000
5.583
100000

50000

26.711 28.897102 30.947 31764

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 32.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56828.D

Acqg On : 4 Mar 2023 8:19
Operator : CG/JU

Sample ¢ 01711-17

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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 unknown-01 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.442 2.11 ng/ul 9443  1,4-Dichlorobenzene-d4 8.415

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentanamine 87 C5H13N 000110-58-7 5
2 Isobutylamine 73 C4H11N 000078-81-9 4
3 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 4
4 1,4-Butanediamine 88 C4H12N2 000110-60-1 4
5 1-Butanamine, 3-methyl- 87 C5H13N 000107-85-7 4
Abundance Scan 324 (5.442 min): BG056828.D\data.ms (-320) (-) m/z 73.00 100.00%
73.0
5000 43.0
R
‘ 59.0 87.0 5.20 5.40 5.60 5.80
bl T L V1T wjz 43.00 49.68%
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #2139: 1-Pentanamine
30.0
|
5000 LB e e e
5.20 5.40 5.60 5.80
m/z 45.00 15.75%
ol 180 | 410 560 90 870
\\‘\\\\‘\\\\\\\\‘\!\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 10 20 30 40 50 60 70 80 90
Abundance #861: Isobutylamine
30.0
R AR
5.20 5.40 5.60 5.80
5000 m/z 44.00 12.04%
73.0
ol 180 430 550 7
I L B L B
m/z--> 10 20 30 40 50 60 70 80
Abundance #2157: 1-Butanamine, 3-methyl- AR R
30.0 5.20 5.40 5.60 5.80
m/z 41.00 11.59%
5000
ol 140 ‘ 440 550 700 87.0 A
L e UL e o R ERREEREEEEeE
miz--> 10 20 30 40 50 60 70 80 90 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56828.D

Acqg On : 4 Mar 2023 8:19
Operator : CG/JU

Sample ¢ 01711-17

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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 1
R.T. EstConc Area Relative to ISTD R.T.
16.352 2.54 ng/ul 30139  Acenaphthene-die 15.019
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Benzophenone 182 C13H100 000119-61-9 94
3 Benzophenone 182 C13H100 000119-61-9 91
4 Benzophenone 182 C13H1e0 000119-61-9 86
5 Benzophenone 182 C13H1e0 000119-61-9 76
Abundance Scan 2181 (16.353 min): BG056828.D\data.ms (-2176) (- | m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0
— —
152.0 16.00 16.50
Ottt e myz 77,00 77.70%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0 N
5000 R —
16.00 16.50
51.0 m/z 182.00  68.04%
0 27\0‘ ‘ ullt | 126.0 15%0 Il
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56927: Benzophenone
105.0
S T
77.0 182.0 16.00 16.50
5000 ' ' m/z 51.00 32.94%
51.0
‘ ‘ 1260 1520
-ttt
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56922: Benzophenone
105.0 16.00 16.50
m/z 50.10 10.04%
77.0
5000 182.0
51.0
O 27\.0 ‘\ H‘\ ‘ 126'0 15\2.0 H
I L B B e B R —h —
miz--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56828.D

Acqg On : 4 Mar 2023 8:19
Operator : CG/JU

Sample ¢ 01711-17

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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.
18.591 2.03 ng/ul 30988 Phenanthrene-die 17.751
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
2 Tridecanoic acid 214 C13H2602 000638-53-9 89
3 Tridecanoic acid 214 C13H2602 000638-53-9 86
4 Pentadecanoic acid 242 C15H3002 001002-84-2 68
5 Pentadecanoic acid 242 C15H3002 001002-84-2 58
Abundance Scan 2562 (18.591 min): BG056828.D\data.ms (-2556) (- | m/z 73.00 100.00%
43.0 73.0
5000 129.0 213.1
157.1 TR YWEITY
LT O Y
(R HH“‘H“wHH“w_m‘W_HWMW_ m/z 43.00 88.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
18.50
157.01g5,02130  256.0 m/z 60.00 83.96%
0,
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
430 S B 1 TR
’ 18.50
5000 129.0 m/z 57.10 79.80%
171.0
|
0?
m/z--> 20 40 80 100120140160180200220240260
Abundance #92063: Tridecanoic acid — by ) $
1
43.0 730 18.50
m/z 55.10 58.83%
5000 129.0
171.0
214.0
otsal LIS i
m/z--> 20 40 60 80 100120140160180200220240260 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BGO56828.D

Acqg On : 4 Mar 2023 8:19
Operator : CG/JU

Sample ¢ 01711-17

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG022323.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 Heptadecyl heptafluorobutyrate Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21.629 2.13 ng/ul 35680  Chrysene-di12 22.058
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91
2 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 87
3 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 87
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 83
5 Pentafluoropropionic acid, hexad... 388 C19H33F502 006222-07-7 83

Abundance Scan 3079 (21.629 min): BG056828.D\data.ms (-3075) (- m/z 57.00 100.00%
57.0
5000
| M 139.1 208.0 2811 21.50 22.00
ol D b PR w2 43.00 68.10%
miz--> 50 100 150 200 250
Abundance #326113: Heptadecyl heptafluorobutyrate
57.0
97.0
5000
21.50 22.00
m/z 69.00 63.39%
238.0
o 270U LI L ) 1390150 2020 Z707 2830
miz—-> 50 100 150 200 250
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es
83.0
43.0
21.50 22.00
5000 m/z 83.18 61.50%
125.0
196.0
oL L LI g s
miz—> 50 100 150 200 250
Abundance #275003 Dichloroacetic acid, heptadecyl ester e ‘MM Al M‘
21.50 22.00
97.0 m/z 55.00 55.76%
5000
ol il w‘\ | I3 1699 20602330 295,
m/z--> 100 150 200 250 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@30323\
Data File : BG@56828.D

Acqg On : 4 Mar 2023 8:19
Operator : CG/JU

Sample ¢ 01711-17

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\SFAM-EPA-BG@©22323.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|
unknown-01 5.442 2.1 ng/ul 9443 1 8.415 89389 20.0
Benzophenone 16.352 2.5 ng/ul 30139 3 15.019 237228 20.0
n-Hexadecanoic ... 18.591 2.0 ng/ul 30988 4 17.751 305745 20.0
Heptadecyl hept... 21.629 2.1 ng/ul 35680 5 22.058 334564 20.0
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