LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019031.D

Acqg On : 22 Dec 2023 09:45
Operator : MA/JU

Sample : 05808-14

Misc :

ALS Vvial : 31 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-BP120123.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BP@190@31.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.252 24 28 35 rVB 39502 49469 0.85% 0.092%
2 3.528 72 75 89 rvB 139887 199282 3.41% 0.372%
3  3.675 96 100 119 rVB 159157 248886 4.25%  0.465%
4 3,993 150 154 160 rVB 18434 25362 0.43% 0.047%
5 4.922 307 312 316 rVvB4 4696 8193 0.14% 0.015%
6 5.905 475 479 486 rVB3 6423 10533 0.18% 0.020%
7 6.999 654 665 673 rBV 641665 1064462 18.19% 1.989%
8 7.158 685 692 701 rVB 521711 797585 13.63% 1.491%
9 7.352 718 725 733 rBV 641998 1011133 17.28% 1.890%
10 7.434 734 739 750 rVB 26150 51030 0.87% 0.095%
11 7.816 796 804 812 rBV 521798 811935 13.88% 1.517%
12 7.899 812 818 826 rvVB3 12573 25416 0.43% 0.048%
13 8.534 917 926 937 rBV 851693 1395237 23.84% 2.608%
14 8.981 993 1002 1011 rBV 626880 1010827 17.27% 1.889%
15 9.105 1018 1023 1028 rBV9 3257 6792 0.12% 0.013%
16 9.387 1066 1071 1078 rVB6 5670 7777 0.13% 0.015%
17 9.552 1091 1099 1108 rBvV2 50789 78680 1.34% 0.147%
18 9.699 1116 1124 1137 rBV 522782 874847 14.95% 1.635%
19 10.240 1206 1216 1231 rBV 876768 1493876 25.53% 2.792%
20 10.610 1271 1279 1287 rBV 670644 1142006 19.52% 2.134%
21 10.757 1296 1304 1316 rBV 805694 1363069 23.29% 2.547%
22 11.163 1367 1373 1376 rBVS5S 16570 30485 0.52% 0.057%
23 11.193 1376 1378 1383 rVVv2 18187 26087 0.45% 0.049%
24 11.252 1383 1388 1394 rVB4 19944 31921 ©0.55% 0.060%
25 11.363 1401 1407 1419 rBV 75418 155714 2.66%  0.291%
26 11.928 1500 1503 1509 rVB7 4259 7050 0.12% 0.013%
27 12.034 1515 1521 1527 rBV5S 5873 9829 0.17% ©0.018%
28 12.199 1545 1549 1558 rVB2 15817 27893 0.48% 0.052%
29 12.940 1670 1675 1680 rBV9 5947 8149 0.14% 0.015%
30 13.081 1694 1699 1700 rBV5 5869 6766 0.12% 0.013%
31 13.128 1704 1707 1711 rVB6 5422 7003 0.12% 0.013%
32 13.281 1728 1733 1737 rBvV3 9893 14676 0.25% 0.027%
33 13.357 1740 1746 1750 rBV 22293 35591 0.61% 0.067%
34 13.428 1753 1758 1764 rVB9 3665 8535 0.15% 0.016%
35 13.675 1796 1800 1807 rVB 13308 19201 0.33% 0.036%

36 13.869 1825 1833 1848 rBV 1671128 2318084 39.61% 4.332%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019031.D

Acqg On : 22 Dec 2023 09:45
Operator : MA/JU

Sample : 05808-14

Misc :

ALS Vvial : 31 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-BP120123.MA.M
Title : SVOA CALIBRATION

37 14.145 1869 1886 1891 rBV 1943539 2820986 48.21% 5.272%
38 14.451 1924 1932 1940 rBV 1113237 1615602 27.61% 3.019%
39 14.563 1946 1951 1958 rVB10O 3980 8811 ©.15% 0.016%
40 14.675 1958 1970 1989 rBV2 1780263 3996377 68.30% 7.469%

41 14.875 2000 2004 2016 rVB4 39218 62686 1.07% ©0.117%
42 15.445 2094 2101 2114 rBV 2564610 3633532 62.09% 6.791%
43 15.575 2116 2123 2134 rBV 725331 1024943 17.52% 1.916%
44 15.687 2139 2142 2147 rVB2 10327 15193 0.26% ©0.028%
45 16.010 2189 2197 2205 rBV9 16851 35145 0.60% 0.066%
46 16.234 2231 2235 2239 rVB4 11238 16747 0.29% 0.031%
47 16.522 2279 2284 2285 rBV5 4512 5904 0.10% 0.011%
48 16.610 2294 2299 2305 rBV3 27585 36589 ©0.63% 0.068%
49 16.887 2341 2346 2349 rBV7 4157 6164 0.11% 0.012%
50 16.969 2355 2360 2361 rBV5 6138 7884 0.13% 0.015%
51 17.204 2391 2400 2409 rBV 1467296 2054661 35.11%  3.840%
52 17.304 2410 2417 2427 rBV 2896200 4057285 69.34% 7.583%
53 17.381 2427 2430 2432 rBV4 9477 9326 0.16% 0.017%
54 17.492 2447 2449 2455 rVB4 6096 8608 0.15% 0.016%
55 17.604 2463 2468 2473 rBVS8 7933 11643 0.20% 0.022%
56 17.704 2483 2485 2489 rBV5 6231 6084 0.10% 0.011%
57 17.881 2510 2515 2523 rVB 86270 99865 1.71% ©.187%
58 17.975 2528 2531 2537 rVB8 8248 14482 ©0.25% 0.027%
59 18.104 2547 2553 2569 rBV 946643 1446983 24.73%  2.704%
60 18.739 2659 2661 2669 rVB8 10621 14330 0.24% 0.027%
61 18.986 2700 2703 2705 rBv4 18160 26175 0.45%  0.049%
62 19.016 2705 2708 2712 rVB 95990 108713 1.86% ©0.203%
63 19.116 2721 2725 2733 rVB4 49417 80340 1.37% ©0.150%
64 19.192 2734 2738 2740 rBV 79552 109521 1.87% ©.205%
65 19.216 2740 2742 2753 rVB2 90852 134729 2.30% ©0.252%
66 19.333 2757 2762 2775 rBV 494050 727221 12.43%  1.359%
67 19.545 2792 2798 2804 rBV 3923301 5140706 87.85% 9.608%
68 21.010 3043 3047 3056 rBV 417941 659961 11.28% 1.233%
69 21.298 3091 3096 3102 rBV 1980176 2535911 43.34% 4.739%

70 23.504 3464 3471 3483 rVB2 2913002 5851626 100.00% 10.936%

71 23.657 3490 3497 3507 rVB 1351566 2738268 46.79%  5.118%

Sum of corrected areas: 53506382
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 22 Dec 2023 09:45
: MA/JU
. 05808-14

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
BP919031.D

: 31 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.MA.M
: SVOA CALIBRATION

: C:\DATABASE\NIST20.L
tion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019031.D

Acqg On : 22 Dec 2023 09:45
Operator : MA/JU

Sample : 05808-14

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 Isopropyl Alcohol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
3.528 4.91 ng/ul 199282 1,4-Dichlorobenzene-d4 7.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Isopropyl Alcohol 60 C3H80 000067-63-0 56
2 Propylene Glycol 76 C3H802 000057-55-6 47
3 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 40
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9
Abundance  Scan 75 (3.528 min): BP019031.D\data.ms (-72) (-) m/z 45.00 100.00%
45.0
5000 (\¥
RRmEE e e
3.20 3.40 3.60 3.80
Ol 2071 2080 2831 354.9415.1477.7 546!  nm/z 43.00 19.08%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #342: Isopropyl Alcohol
45.0
5000 [T T[T T[T rri [T rr]
3.20 3.40 3.60 3.80
m/z 60.95 7.00%
O‘\M\“\H\i“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
45.0
e PR
3.20 3.40 3.60 3.80
5000 m/z 44.00 5.65%
ol e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #1091: R-(-)-1,2-propanediol Rama e A RmEaEEY
45.0 3.20 3.40 3.60 3.80
m/z 42.00 3.55%
h JJ\W
T ol o
m/z--> 0 50 100 150 200 250 300 350 400 450 500 3.20 3.40 3.60 3.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019031.D

Acqg On : 22 Dec 2023 09:45
Operator : MA/JU

Sample : 05808-14

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 1-Phenoxypropan-2-ol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.363 2.73 ng/ul 155714  Naphthalene-d8 10.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Phenoxypropan-2-o0l 152 C9H1202 000770-35-4 96
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 90
3 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 87
4 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
5 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 87
Abundance Scan 1407 (11 363 min): BP019031.D\data.ms (-1401) (- m/z 93.95 100.00%
94.0
5000 /\\
151.9
’ \ 11. OO 11. 50
0 35Ul 1L, | 215828163408 4151 5190 .y, 7695  27.74%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30117: 1-Phenoxypropan-2-ol
94.0
5000
11. OO 11 50
152.0 m/z 151.95 17.95%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
94.0
— Py
11.00 11.50
5000 m/z 108.00 16.21%
31.0 152.0
L R S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30139: 1-Propanol, 3-phenoxy-
94.0 11. OO 11 50
m/z 77.95 14.64%
5000
152.0
ol\m““\,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11. OO 11 50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019031.D

Acqg On : 22 Dec 2023 09:45
Operator : MA/JU

Sample : 05808-14

Misc

ALS vial : 31

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 1

R.T. EstConc Area Relative to ISTD R.T.
18.104 14.08 ng/ul 1446980  Phenanthrene-d10 17.204
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
5 Tridecanoic acid 214 C13H2602 000638-53-9 94

Abundance Scan 2553 (18.104 min): BP019031.D\data.ms (-2547) (- m/z 73.00 100.00%

73.0
5000
213.2
T

1800 18.50

0k, J“H“MMt81‘93549415°47475346 m/z 59.95 82.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T C1
18.00 18.50

m/z 43.05 70.04%

“ 213.0
‘\\\\“ \1\"\Jl\“}\\“\\\\\\“\\‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
430 256.0
— —

18.00 18.50

o

5000 57.05  64.04%
129.0
194.0
O S e e e T T T T T T
mlz--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143511: n-Hexadecanoic acid =
73.0 1800 1850

55.05 63.80%

256.0
5000
57.0
OJ.MMMJ.\l\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Data Path : Z:\
Data File : BP@

Acqg On : 22
Operator : MA/
Sample : 058

Misc
ALS vial : 31

Quant Method
Quant Title

TIC Library

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP122123\
19031.D

Dec 2023 09:45

Ju

08-14

Sample Multiplier: 1

¢ C:\DATABASE\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 4 Octadecanoic acid Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
19.333 5.74 ng/ul 727221  Chrysene-di12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 99
3 Octadecanoic acid 284 C18H3602 000057-11-4 99
4 Octadecanoic acid 284 C18H3602 000057-11-4 94
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2762 (19.333 min): BP019031.D\data.ms (-2757) (-

3

m/z 73.00 100.00%

5000
241.2

%

M 171 \ 19.00 19.50
uuwm_mWﬁ%?;zw4%%94&9_1‘5‘49 m/z 59.95 79.29%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

o

Abundance #179093: Octadecanoic acid
73.0
5000 284.0 — ‘
185.0 19.00 19.50
" m/z 43.05 78.59%
Ol" ’h\”\hl\\‘l\\‘\\“\l\‘\\‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
73.0
= —T
19.00 19.50
5000 ITI/Z 57.05 71.64%
185.0 284.0
oA L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid = T
43.0 19.00 19.50
m/z 55.10 65.11%
5000 129.0
284.0
ol 552 LA
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019031.D

Acqg On : 22 Dec 2023 09:45
Operator : MA/JU

Sample : 05808-14

Misc

ALS vial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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 5 Heptadecyl heptafluorobutyrate Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.010 5.20 ng/ul 659961 Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
2 Behenic alcohol 326 C22H460 000661-19-8 93
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91

Abundance Scan 3047 (21.010 min): BP019031.D\data.ms (-3043) (- m/z 57.10 100.00%
57.1

%

5000
‘ [ 207.0 281.0341.0 2100
o_m_mMMwwuww"4?““‘4?’9“149‘1“1‘5“‘9' m/z 83.05 85.51%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
5000 —
21.00
125 m/z 55.05 82.42%
T
0‘\\‘\\‘\\\\‘1\‘\\\\‘“\‘\\\‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance
83.0
T T
21.00
5000 ITI/Z 43.05 77 .88%
olL9. 153.0 222 0280.0
P e S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T
55.0 21.00
m/z 97.10 74.04%
5000
{ 125.0
o Wl ssso 20 =
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP122123\
Data File : BP019031.D

Acqg On : 22 Dec 2023 09:45
Operator : MA/JU

Sample : 05808-14

Misc

ALS Vvial : 31 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP120123.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|
Isopropyl Alcohol 3.528 4.9 ng/ul 199282 1 7.816 811935 20.0
1-Phenoxypropan... 11.363 2.7 ng/ul 155714 2 10.610 1142010 20.0
n-Hexadecanoic ... 18.104 14.1 ng/ul 1446980 4 17.204 2054660 20.0
Octadecanoic acid 19.333 5.7 ng/ul 727221 5 21.298 2535910 20.0
Heptadecyl hept... 21.010 5.2 ng/ul 659961 5 21.298 2535910 20.0
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