LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acqg On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc :

ALS Vvial : 14 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-BP030723.M
Title : SVOA CALIBRATION

Signal : TIC: BPO14149.D\data.ms

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

# min scan scan scan TY height area % max. total
1 3.417 35 39 45 rVB 27561 37451 0.97% 0.081%
2 3.723 87 91 94 rBv4 5239 9364 0.24% 0.020%
3 3.852 110 113 128 rBV 271334 443485 11.47% 0.955%
4 4.081 148 152 158 rBvV8 4627 7803 0.20% 0.017%
5 4.176 164 168 172 rBV 11410 16125 0.42% 0.035%
6 6.717 597 600 606 rVvB6 9731 15948 0.41% 0.034%
7 7.211 677 684 695 rBV 477437 810705 20.97% 1.746%
8 7.375 705 712 724 rVB 386456 605166 15.65% 1.303%
9 7.581 740 747 756 rBV 502085 808174 20.90% 1.740%
106 8.052 818 827 835 rBV 616794 967863 25.03%  2.084%
11 8.763 940 948 964 rBV 637239 1092146 28.24% 2.352%
12 9.228 1018 1027 1038 rBV 492894 841421 21.76% 1.812%
13 9.381 1046 1053 1058 rVB 6439 10806 ©.28% 0.023%
14 9.611 1088 1092 1098 rvB2 8911 13408 ©0.35% 0.029%
15 9.952 1143 1150 1160 rBV 450726 750904 19.42% 1.617%
16 10.263 1195 1203 1205 rBV9 2114 5156 0.13% 0.011%
17 10.493 1235 1242 1260 rBV 593738 1153801 29.84% 2.485%
18 10.640 1265 1267 1273 rVB7 3172 5248 0.14% 0.011%
19 10.722 1279 1281 1285 rVB5 3166 3869 0.10% 0.008%
20 10.875 1300 1307 1316 rBV 857563 1408247 36.42% 3.033%
21 11.016 1324 1331 1348 rBV 408034 810758 20.97% 1.746%
22 11.410 1393 1398 1403 rVBS8 3989 6872 0.18% 0.015%
23 12.193 1525 1531 1535 rBV7 3528 6589 0.17% 0.014%
24 12.369 1556 1561 1566 rBV6 3857 6775 0.18% 0.015%
25 12.463 1571 1577 1583 rvVvB2 9315 18069 ©0.47% 0.039%
26 12.681 1611 1614 1620 rVBS8 2619 4495 0.12% 0.010%
27 13.028 1668 1673 1675 rBV5 2571 4039 0.10% 0.009%
28 13.046 1675 1676 1680 rvB4 4178 4047 0.10% 0.009%
29 13.293 1713 1718 1723 rBVS 4204 6002 0.16% 0.013%
30 13.499 1748 1753 1757 rBV5 5705 8178 0.21% 0.018%
31 13.569 1761 1765 1772 rVB6 9973 18915 0.49% 0.041%
32 13.963 1823 1832 1835 rBV6 6567 13236 0.34% 0.029%
33 14.010 1835 1840 1846 rVB4 30974 47291 1.22% 0.102%
34 14.099 1846 1855 1869 rBV 1328878 1915526 49.54% 4.125%
35 14.210 1869 1874 1879 rVB4 13501 19585 ©0.51% 0.042%
36 14.269 1879 1884 1889 rBvV 19826 27683 0.72% 0.060%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acqg On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc :

ALS Vvial : 14 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-BP030723.M
Title : SVOA CALIBRATION
37 14.316 1889 1892 1897 rBV6 5006 7736  0.20% 0.017%
38 14.387 1897 1904 1913 rBV 1486456 2150279 55.61% 4.630%
39 14.446 1913 1914 1919 rVB4 7629 7008 0.18% 0.015%
40 14.516 1923 1926 1931 rBV7 2515 4117 0.11% 0.009%
41 14.563 1931 1934 1941 rVB6 6991 9222 0.24% 0.020%
42 14.640 1944 1947 1950 rBV5 8952 12639 0.33% 0.027%
43 14.693 1950 1956 1964 rVV 1378165 2008716 51.95% 4.326%
44 14.793 1971 1973 1976 rVB4 5397 5502 ©.14% 0.012%
45 14.846 1978 1982 1984 rBV4 4491 5293 0.14% 0.011%
46 14.898 1984 1991 2004 rBvV 375170 863532 22.33% 1.860%
47 15.110 2021 2027 2036 rVB 12826 32985 0.85% 0.071%
48 15.634 2112 2116 2118 rBV4 7583 10338 0.27% 0.022%
49 15.687 2118 2125 2133 rVV 1947109 2740062 70.86% 5.900%
50 15.804 2139 2145 2159 rBV 634549 916471 23.70% 1.974%
51 15.922 2162 2165 2170 rVB4 13342 18458 ©0.48% 0.040%
52 16.045 2181 2186 2198 rBV 1140592 1623725 41.99% 3.497%
53 16.310 2227 2231 2236 rVBS8 7747 12035 0.31% 0.026%
54 16.393 2241 2245 2246 rVWV4 5874 8094 0.21% 0.017%
55 16.410 2246 2248 2253 rVB6 7630 9316 0.24% 0.020%
56 16.616 2277 2283 2289 rBV 193428 262320 6.78% 0.565%
57 16.751 2300 2306 2310 rBV 20059 32408 0.84% 0.070%
58 16.834 2316 2320 2326 rBV5 18020 32715 0.85% 0.070%
59 17.128 2366 2370 2374 rVB6 6425 11377 0.29% 0.024%
60 17.275 2392 2395 2399 rVB 18755 22574 0.58% 0.049%
61 17.340 2402 2406 2412 rVB8 12863 23747 0.61% 0.051%
62 17.445 2418 2424 2433 rBV 1719091 2533977 65.53% 5.457%
63 17.545 2435 2441 2450 rVV2 2064101 2963096 76.63% 6.381%
64 17.610 2450 2452 2454 rBV3 8335 8469 0.22% 0.018%
65 17.716 2467 2470 2479 rVB5 10077 16282 0.42% 0.035%
66 17.810 2481 2486 2494 rVV4 31939 58735 1.52% 0.126%
67 17.916 2501 2504 2506 rBV4 6250 7277 0.19% 0.016%
68 18.192 2546 2551 2559 rBV4 39782 89198 2.31% 0.192%
69 18.257 2559 2562 2566 rBV6 13336 23042 0.60% 0.050%
70 18.310 2566 2571 2585 rBV 1098516 1595179 41.25%  3.435%
71 18.710 2635 2639 2644 rVB 410720 441726 11.42%  ©.951%
72 19.128 2707 2710 2715 rVB4 47831 61353 1.59% 0.132%
73 19.345 2744 2747 2752 rVB2 30864 38277 0.99% 0.082%
74 19.422 2753 2760 2767 rBV5 122467 344803 8.92% 0.742%
75 19.534 2775 2779 2790 rBV 407404 633872 16.39% 1.365%
76 19.775 2813 2820 2828 rBV 2835208 3866794 100.00%  8.327%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acqg On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS Vvial : 14 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-BP030723.M
Title : SVOA CALIBRATION

77 20.263 2901 2903 2909 rvB2 78803 77045 1.99% 0.166%
78 20.745 2982 2985 2989 rBV 126919 138340 3.58% 0.298%
79 21.198 3058 3062 3073 rBV 982248 1330440 34.41% 2.865%
80 21.528 3113 3118 3124 rBV 2252553 2922691 75.58% 6.294%
81 22.798 3330 3334 3341 rVB 320699 456133 11.80% ©.982%
82 23.227 3404 3407 3412 rVB 255908 375265 9.70% 0.808%
83 23.886 3512 3519 3527 rVB2 1628948 3239233 83.77% 6.975%
84 24.051 3541 3547 3556 rVB 1197518 2461217 63.65% 5.300%

Sum of corrected areas: 46438263
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acq On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BP014149.D\data.ms

2500000
2000000
1500000

1000000 10.875

8.052 8.763 10.493
:‘]3775581 9.228 9.952 1.016

500000 -2
3.852
0 3.4173.72&4.4;816 6.717 J\ 38611 || 10.263Q%GF 11.410

Time--> 350 400 450 500 550 600 650 7.00 750 800 850 9.00 950 10.00 1050 11.00 11.50
Abundance TIC: BP014149.D\data.ms
19.775
2500000
17.545
2000000 15.687
17.445
14.387
1500000 14.099 | 14.693
16.045 18.310
1000000
15.804
500000
16.616 20.263
0. 12:192 €365 13.026.233150 L HUIIORERHAOIE. 110 15.634.9 1 4630465834 1LBIAN B TEaL§81287 “”
e
Time-> 12.00 1250 13.00 13.50 14.00 14.50 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP014149.D\data.ms
21.528
2500000
23.886
2000000 e
1500000 21.198
1000000 22-}7[3:33@
500000 bo 745 W
O\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 21.00 2150 22.00 2250 23.00 2350 24.00 2450 2500 2550 26.00 26.50 27.00 27.50 28.00 2850 29.00
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Data Path : Z:\
Data File : BP@

Acq On : 20
Operator : CG/
Sample : 019

Misc
ALS vial : 14

Quant Method :
Quant Title

TIC Library
TIC Integration

Library Search Compound Report

svoasrv\HPCHEM1\BNA_P\Data\BP032023\
14149.D

Mar 2023 20:10

Ju

27-16

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1

16.046 16.17

Benzophenone Concentration Rank 1
onc Area Relative to ISTD R.T.
"""""""" ng/ul 1623736  Acenaphthene-dle  14.693
Tentative ID MW MolForm CAS# Qual

Hit# of 5

1 Benzophenone
2 Benzophenone
3 Benzophenone
4 Benzophenone
5 Benzophenone

182 C13H1e0
182 C13H1e0
182 C13H100
182 C13H1e0
182 C13H1e0

000119-61-9 97
000119-61-9 96
000119-61-9 96
000119-61-9 95
000119-61-9 91

Abundance Scan 2186 (16.045 min): BP014149.D\data.ms (-2181) (- m/z 105.00 100.00%
105.0
182.1
5000
1 T
39 16.00
Ofribide g 28103419 45335128 n/z 76.95  73.88%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56927: Benzophenone
105.0
182.0
5000 — ‘
16.00
m/z 182.10 51.87%
O \\\\‘\\”\\‘\\\\‘h\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
T T
16.00
5000 182.0 ITI/Z 51.00 28.22%
0 271.01 Al . \
A A B R e R AR AR RS
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone A¥‘ e
105.0 16.00
m/z 49.95 9.25%
182.0
5000
02?.0 | i
B e e o B e e B R R R R R R R T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acq On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Methanone, (1-hydroxycycloh... Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.616 2.07 ng/ul 262320  Phenanthrene-die 17.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 90
2 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 64
3 Cyclohexanol, 1-ethyl- 128 C8H160 001940-18-7 59
4 Methanone, (1-hydroxycyclohexyl)... 204 C13H1602 000947-19-3 52
5 Cyclohexanol, 1-(aminomethyl)- 129 C7H15NO 004000-72-0 50
Abundance Scan 2283 (16.616 min): BP014149.D\data.ms (-2277) (- m/z 99.10 100.00%
99.1
5000
—— —
A%W‘ ‘ 16.50 17.00
ob kil ll. . 185.0 280034314027 47495348 ./, g1 05 81.22%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance  #79904: Methanone, (1-hydroxycyclohexyl)phenyl-
99.0
5000 o ——
16.50 17.00
m/z 76.95 35.39%
41.
O\H\%niﬁl\‘\\!‘\\f\‘\‘l\zs\.\q\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14895: Cyclohexanol, 1-(aminomethyl)-
99.0
30.0 ] s
16.50 17.00
5000 ITI/Z 105.00 17.59%
OM"““,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #14399: Cyclohexanol, 1-ethyl- R T
99.0 16.50 17.00
m/z 55.10 17.57%
O*JM“' T T T T T T T T T T Pt e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.50 17.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acq On : 20 Mar 2023 20:10

Operator : CG/JU

Sample : 01927-16

Misc

ALS vial : 14

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M

. SVOA CALIBRATION

: C:\DATABASE\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
18.310  12.59 ng/ul 1595180  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CAS# 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 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2571 (18.310 min): BP014149.D\data.ms (-2566) (-} | m/z 73.00 100.00%
- L
213.2 —
s
——1 “W,m 411, [285.1 355.0415.0 489.2549: ./, 59,95  78.79%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 7 1 JL#
18.00 18.50
U 213.0 m/z 43.05 75.46%
O‘\\\‘H \l\‘nlh\“\\‘ \1!\\‘\‘\\!‘\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
— ==
18.00 18.50
5000 m/z 55.10 66.80%
129.0
0“‘4H \HL““W\}$“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 ﬂﬁA
Abundance #143511: n-Hexadecanoic acid — A
73.0 18.00 18.50
m/z 41.05 64.37%
256.0
5000
U 57.0
o_wﬂ‘p" H““,\h — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acq On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 1i-Propyl 14-methyl-pentadec... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.710 3.49 ng/ul 441726  Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 i-Propyl 14-methyl-pentadecanoate 298 C19H3802 1000336-62-4 81
2 Isopropyl palmitate 298 C19H3802 000142-91-6 62
3 Isopropyl palmitate 298 C19H3802 000142-91-6 62
4 Isopropyl palmitate 298 C19H3802 000142-91-6 47
5 8-Methylnonanoic acid, isopropyl... 214 C13H2602 1000452-00-6 38

Abundance Scan 2639 (18.710 min): BP014149.D\data.ms (-2635) (- m/z 43.05 100.00%

43.0
5000 102.1
256.1

uWM 185.1 ‘ 1850  19.00

oo BRI TEL L 386:0415.147465346 /0 6 00 59.31%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197333: i-Propyl 14-methyl-pentadecanoate

57.0 256.0

2000 1850  19.00
129.0 : : o
m/z 57.05 52.03%
O ‘ TTTT “ T ‘\‘ \ \\H\‘”INU “‘“\“#?5 \h l\ 1‘\ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #197285: Isopropyl palmitate
43.0
102.0 = —
18.50 19.00
5000 m/z 41.05 50.74%

256.0
ol Ll mex“
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance : i -

#197283: Isopropyl palmitate T ==
43.0 18.50 19.00

102.0 m/z 102.05  45.08%
5000 256.0
m 185.0
o_J‘u‘ ‘l“‘i{!mﬂ'uwH““mmWm_m_m_m,uu,‘ A i
miz--> 0 50 100 150 200 250 300 350 400 450 500 550 18.50 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acq On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Pipecolylpipecolic acid, N-... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.422 2.72 ng/ul 344803 Phenanthrene-d10 17.445
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pipecolylpipecolic acid, N-hexyl... 452 C25H44N205 1010393-12-3 50
2 Vinylferrocene 212 C12H12Fe 001271-51-8 49
3 Naphtho[2,3-b]thiophene, 4,9-dim... 212 C14H12S 016587-34-1 49
4 3-Pyridinecarboxamide, N-(phenyl... 212 C13H12N20 002503-55-1 43
5 N-Cyclohexyl-1-pyrrolidinecarbot... 212 C11H20N2S 015260-45-4 43

Abundance Scan 2760 (19.422 min): BP014149.D\data.ms (-2753) (- m/z 212.20 100.00%
212.2

55.0
5000

37.1 83.0 19.50
. 9 429.0 . y
o Al 830 3569 4290480.9509. o 55 g5

[e)])
N
o]
[ee]

°

0

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #326234: Pipecolylpipecolic acid, N-hexyloxycarbonyl-, h
212.0
5000 T
19.50
84.0 m/z 41.00 48.49%
‘\\\\’\\1\‘\\\1‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89487: Vinylferrocene
212.0
——
19.50
5000 ITI/Z 69.00 45.96%
56.0 121.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #90044: Naphtho[2,3-b]thiophene, 4,9-dimethyl- ——
212.0 19.50
m/z 83.05 35.94%

5000

o 106.0
R S ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50

=
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acq On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.534 4.34 ng/ul 633872  Chrysene-d12 21.528
Hit# of 5 Tentative ID MW MolForm CAS# 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 95
5 Pentadecanoic acid 242 C15H3002 001002-84-2 93
Abundance Scan 2779 (19.534 min): BP014149.D\data.ms (-2775) (- m/z 73.00 100.00%
185.2 T T
‘ \ 284 3 19.50
ob Hikdd i IPHRRE! _m_‘?ﬁ‘r"nl“ 420.2488.7549.  n/7 43.05  82.56%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 = ‘
185.0 19.50
" m/z 60.00 80.84%
()l "’htlell\lf\tW
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
1 1 T
19.50
5000 129.0 m/z 57.85 74.31%
284.0
o Ll 2
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid —
73.0 19.50
m/z 55.05 72.95%
5000
‘ ‘ 185.0  284.0
ob bbb L L N
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acq On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 (DEL) Alkane: Cyclic21.198 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.198 9.10 ng/ul 1330440  Chrysene-d12 21.528
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclohexadecane 224 C1éH32 000295-65-8 98
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91

Abundance Scan 3062 (21.198 min): BP014149.D\data.ms (-3058) (- m/z 57.05 100.00%

57.0
5000

[ LN
| ﬁ:‘ ! 196.1267.0 355.1  489.2 2199 2150
O‘HAMH‘_H%MH"H‘_H‘WH‘_H‘_H‘WH‘_H‘_H‘_H‘_ m/z 43.05 84.62%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 == s
21.00 21.50

m/z 55.05 80.86%

5.0
J" \ 224.0
O H‘\\‘HH‘H\4’"\H\‘\H\‘HH’HH‘\H\‘HH’HH‘HH‘HH‘HH‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

T
21.00 21.50

5000 m/z 83.10 79.44%
5.0
252.0
0 Jh',ﬂ‘x,3690,648'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecyl heptafluorobutyrate == S
57.0 21.00 21.50

m/z 69.10  73.96%

5000
r\ 2380
0 AH \‘Jnl \ :

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acq On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
22.798 3.71 ng/ul 456133 Perylene-d12 24.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 72
2 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 64
3 2,6,10,14-Hexadecatetraenoic aci... 332 C22H3602 024035-35-6 64
4 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18 035387-63-4 58
5 Squalene 410 C30H50 000111-02-4 55

Abundance Scan 3334 (22.798 min): BP014149.D\data.ms (-3330) (- m/z 69.10 100.00%
69.1

=

5000
137.0 5 7 0 22.50 23.00
Olprrrb b J‘ Mol i b 269,0820.2 4011 471.3536.0 /7 81,00  52.78%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #308260: Squalene
69.0
5000 L — ——
22.50 23.00
1370 m/z 41.05 21.69%
O ‘ T \‘1‘[”‘1 “\l\l"\L ﬂ\ \lg ;‘\“\2?‘:\3!9\‘2\7\3\ 9 \3\14;.‘ \O\ \4\]‘-9\9\ ‘ TTTT ‘ TTTT ‘ T

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

Abundance  #133568: 4,8,12-Tetradecatrienal, 5,9,13-trimethyl-
69.0

i

22.50 23.00
5000 m/z 95.10 14.48

>°

136.0
[l “ il \h\ il \ 248 0

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

Abundance #239668: 2,6,10,14-Hexadecatetraenoic acid, 3,7,11,15-t
69.0 22.50 23.00

m/z 68.10 12.79

o

8

>

5000

136.0
\ ... 204.0263,0 332.0

FIAY! ﬂ..\uh { ‘

O‘HHM"W‘H‘HH‘_‘H‘HH‘H‘WH‘W‘H‘_H‘_‘H‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 22.50 23.00

:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acq On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.M
Quant Title : SVOA CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 (DEL) Alkane: Straight-Chai... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.227 3.05 ng/ul 375265 Perylene-d12 24.051
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetratriacontane, 2-methyl- 493 (C35H72 014167-65-8 93
2 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
3 Heneicosane 296 C21H44 000629-94-7 91
4 Hexacosane 366 C26H54 000630-01-3 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3407 (23.227 min): BP014149.D\data.ms (-3404) (- m/z 57.10 100.00%

57.1
5000

T
1p7.1 207.0 23.00 23.50
M i H FN T Auh 281 1 357. 1415 1475 2 548.! m/Z 71.10 78.95°o

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #336700: Tetratriacontane, 2-methyl-
57.0

5000 s ——
23.00 23.50

m/z 43.10 62.84%

1 449.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #132769: 2-Bromo dodecane
57.0

T
23.00 23.50

o

5000 m/z 85.10 59.00%
169.0
0\Hd*\*‘v“m‘w“w****\**2*4?79”\*Hwmw”w”w”w*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #194590: Heneicosane — T
57.0 23.00 23.50

m/z 55.10  24.04%

- \/LV/\‘/\AWW

|10 2970 2960
oA L 2070 2980

T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP©32023\
Data File : BP@14149.D

Acqg On : 20 Mar 2023 20:10
Operator : CG/JU

Sample : 01927-16

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\SFAM-EPA-BP030723.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 16.046 16.2 ng/ul 1623730 3 14.693 2008720 20.0
Methanone, (1-h... 16.616 2.1 ng/ul 262320 4 17.445 2533980 20.0
n-Hexadecanoic ... 18.310 12.6 ng/ul 1595180 4 17.445 2533980 20.0
i-Propyl 14-met... 18.710 3.5 ng/ul 441726 4 17.445 2533980 20.0
Pipecolylpipeco... 19.422 2.7 ng/ul 344803 4 17.445 2533980 20.0
Octadecanoic acid 19.534 4.3 ng/ul 633872 5 21.528 2922690 20.0
(DEL) Alkane: C... 21.198 9.1 ng/ul 1330440 5 21.528 2922690 20.0
Squalene 22.798 3.7 ng/ul 456133 6 24.051 2461220 20.0
(DEL) Alkane: S... 23.227 3.0 ng/ul 375265 6 24.051 2461220 20.0
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