LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44345.D

Acqg On : 26 Feb 2024 23:36
Operator : MA/JU

Sample : P1442-21

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@44345.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.363 43 47 52 rBV 60157 74394  1.52% 0.130%
2 3.646 92 95 109 rVB 59936 107976 2.21% 0.188%
3 3.775 114 117 135 rBV 727517 1126324 23.07% 1.964%
4 4,099 169 172 178 rVB2 19788 25471 0.52% 0.044%
5 4.328 208 211 216 rvB3 13621 16335 ©0.33% 0.028%
6 6.016 495 498 504 rBV6 8686 15457 0.32% 0.027%
7 6.593 594 596 601 rVB5 7024 10359 0.21% 0.018%
8 6.898 643 648 655 rBv2 31735 55780 1.14% 0.097%
9 7.093 674 681 695 rBvV 921484 1464988 30.00% 2.555%
10 7.275 705 712 725 rBV 786744 1243548 25.47% 2.169%
11  7.457 736 743 753 rBV 909359 1410660 28.89% 2.460%
12 7.928 815 823 831 rBV 655776 1052551 21.56% 1.836%
13 8.028 837 840 845 rVB5S 5690 11440 0.23% 0.020%
14 8.145 855 860 866 rVB3 21716 34060 0.70% 0.059%
15 8.639 937 944 954 rBV 1052426 1738491 35.60% 3.032%
16 9.098 1015 1022 1036 rBV 812613 1391015 28.49% 2.426%
17 9.269 1046 1051 1057 rVBS 13477 22282 0.46% 0.039%
18 9.492 1082 1089 1094 rVB4 9597 18701 0.38% 0.033%
19 9.686 1115 1122 1130 rBV2 30575 58788 1.20% 0.103%
20 9.822 1135 1145 1157 rBvV 668023 1126196 23.06% 1.964%
21 10.151 1196 1201 1208 rBV1e 6223 12139 0.25% 0.021%
22 10.357 1225 1236 1247 rBV 990861 1741832 35.67% 3.038%
23 10.510 1257 1262 1273 rVB3 18645 41195 0.84% 0.072%
24 10.733 1291 1300 1307 rBV 921682 1569994 32.15% 2.738%
25 10.781 1307 1308 1316 rVB6 11399 19731 0.40% 0.034%
26 10.881 1316 1325 1342 rBV 884049 1661726 34.03%  2.898%
27 11.310 1395 1398 1403 rVVv7 8462 13401 0.27% 0.023%
28 11.498 1424 1430 1437 rBV3 50050 105937 2.17% 0.185%
29 12.327 1565 1571 1578 rVB 19493 35787 0.73% 0.062%
30 12.398 1578 1583 1589 rvB2 12336 22678 0.46%  0.040%
31 12.622 1616 1621 1627 rVB3 9015 17999 0.37% 0.031%
32 13.304 1730 1737 1742 rBvV7 23910 37269 0.76% 0.065%
33 13.404 1749 1754 1758 rBV5 10931 15967 0.33% 0.028%
34 13.451 1758 1762 1764 rVV5 13576 21684 0.44% 0.038%
35 13.480 1764 1767 1771 rVWV 22781 33451 0.69% 0.058%
36 13.545 1774 1778 1785 rVB9 9580 16605 0.34% 0.029%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44345.D

Acqg On : 26 Feb 2024 23:36
Operator : MA/JU

Sample : P1442-21

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION
37 13.892 1833 1837 1841 rBV5 15196 21752 0.45% 0.038%
38 13.998 1848 1855 1864 rVV 1778668 2525670 51.73%  4.405%
39 14.269 1889 1901 1908 rBV 2140041 3261118 66.79% 5.687%
40 14.410 1921 1925 1932 rBvVS8 6948 12070 0.25% 0.021%
41 14.527 1941 1945 1947 rBv4 20735 29157 0.60% 0.051%
42 14.574 1947 1953 1959 rVV 1299432 1974333 40.43% 3.443%
43 14.633 1959 1963 1977 rVB1o 34047 97400 1.99% 0.170%
44 14.780 1980 1988 1996 rBV 556950 1146137 23.47%  1.999%
45 14.851 1996 2000 2013 rVB2 196577 358949 7.35% 0.626%
46 14.992 2019 2024 2029 rVBS8 18976 34638 0.71% 0.060%
47 15.051 2029 2034 2039 rVB 176625 247087 5.06% 0.431%
48 15.127 2043 2047 2053 rVB7 25809 43574 0.89% 0.076%
49 15.386 2085 2091 2095 rBv7 31888 48455 0.99% 0.085%
50 15.463 2101 2104 2108 rVB5 10300 10812 0.22% 0.019%
51 15.568 2115 2122 2136 rBV 2695462 3990514 81.73% 6.959%
52 15.686 2136 2142 2156 rVvV 787299 1112288 22.78% 1.940%
53 15.804 2156 2162 2166 rVvv8 13351 27887 ©.57% 0.049%
54 15.915 2175 2181 2185 rBV8 10627 16567 ©0.34% 0.029%
55 16.015 2191 2198 2203 rBV2 49951 74433  1.52% 0.130%
56 16.145 2213 2220 2225 rVBS 12576 22010 0.45% 0.038%
57 16.204 2225 2230 2233 rBV6 6863 12273 0.25% 0.021%
58 16.315 2242 2249 2252 rBV5 21005 43807 ©0.90% 0.076%
59 16.351 2253 2255 2261 rVB7 10948 15426 0.32% 0.027%
60 16.410 2261 2265 2268 rBv4 14336 24170 0.49% 0.042%
61 16.733 2316 2320 2327 rBV5 20036 31635 0.65% 0.055%
62 16.839 2334 2338 2342 rBV6 8175 12481 0.26% 0.022%
63 16.992 2359 2364 2370 rVB1o 6398 14325 ©0.29% 0.025%
64 17.092 2377 2381 2386 rVV2 62283 81886 1.68% 0.143%
65 17.204 2394 2400 2401 rBV 21696 27963 0.57% 0.049%
66 17.227 2401 2404 2412 rVB2 44782 62230 1.27% 0.109%
67 17.321 2412 2420 2426 rBV 1683215 2340771 47.94% 4.082%
68 17.368 2426 2428 2431 rVV3 11340 14251 0.29% 0.025%
69 17.421 2431 2437 2448 rVV 2874965 4005635 82.03% 6.986%
70 17.504 2448 2451 2454 rBV3 14168 16001 0.33% 0.028%
71 17.727 2481 2489 2490 rBVS8 9751 19492 0.40% 0.034%
72 17.833 2502 2507 2510 rBV4 11147 20572 0.42% 0.036%
73 17.968 2526 2530 2533 rBvV4 17430 21011 0.43% 0.037%
74 18.009 2533 2537 2542 rVB5 16718 21354 0.44% 0.037%
75 18.115 2550 2555 2560 rBV3 30544 49221 1.01% ©.086%
76 18.174 2560 2565 2570 rBV3 56189 78523 1.61% 0.137%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44345.D

Acqg On : 26 Feb 2024 23:36
Operator : MA/JU

Sample : P1442-21

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_ M\Methods\SFAM-EPA-BM022324.MA.M
Title : SVOA CALIBRATION
77 18.239 2570 2576 2587 rBV 863962 1273454 26.08% @ 2.221%
78 18.533 2621 2626 2635 rBv4 72243 138509 2.84% 0.242%
79 18.668 2645 2649 2653 rBV4 28627 35897 0.74% 0.063%
80 18.715 2653 2657 2664 rVB9 21587 42361 0.87% 0.074%
81 19.162 2730 2733 2741 rVB3 16495 28690 0.59% 0.050%
82 19.286 2749 2754 2759 rVB4 40325 60954 1.25% 0.106%
83 19.362 2762 2767 2770 rBV2 59372 107550 2.20% 0.188%
84 19.398 2770 2773 2775 rBV 98025 108301 2.22% 0.189%
85 19.515 2789 2793 2801 rBV 310451 429332 8.79% 0.749%
86 19.598 2804 2807 2816 rVB7 34292 63921 1.31% 0.111%
87 19.674 2816 2820 2822 rBv4 13323 19773 0.40% 0.034%
88 19.721 2822 2828 2837 rBV 3561451 4882853 100.00% 8.516%
89 20.286 2921 2924 2929 rVB 53361 57409 1.18% 0.100%
90 20.603 2975 2978 2983 rBV6 29244 44303 0.91% 0.077%
91 20.786 3005 3009 3013 rBV 69462 80984 1.66% 0.141%
92 21.250 3084 3088 3097 rBV 490639 759437 15.55% 1.324%
93 21.521 3129 3134 3147 rBV 1864736 2489625 50.99% 4.342%
94 21.703 3162 3165 3169 rBV2 108482 121300 2.48% 0.212%
95 22.174 3241 3245 3254 rBV3 124267 214645 4.40% 0.374%
96 22.680 3328 3331 3335 rVB2 111533 146168 2.99%  0.255%
97 23.244 3423 3427 3433 rVB2 137908 213061 4.36% 0.372%
98 23.780 3510 3518 3531 rVB2 2252015 4670483 95.65%  8.145%
99 23.933 3538 3544 3556 rVB 1226403 2600309 53.25% 4.535%
100 24.638 3659 3664 3671 rVB 194928 411055 8.42% 0.717%

Sum of corrected areas: 57340463
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 26 Feb 2024 23:36
: MA/JU
: P1442-21

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022624\
BM044345.D

: 23 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BM044345.D\data.ms

3.775 7093 1,457 9.098 1043881

7.928 9.822

Lgﬁ’ﬁiﬁ"' 4.099328 6.016__ 6.593.89¢ 62815 2634955 10.1510510/781 113198

350 400 450 500 550 6.00 650 7. 00 750 800 850 9.00 950 10.00 10.50 11.00 11. 50

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM044345.D\data.ms
19.721

17.421
15.568
14.269

13.998 17.321

14.574

18.239

5.686

19,515
dfeiheps 20280

1228298622  131BBAIB033.892 l

0
Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

—

Abundance
3500000

3000000

2500000

2000000

1500000

1000000

500000

Time-->

TIC: BM044345.D\data.ms

23.780

21.521

23.933

21.250
24.638

e = NWMW
0.786 =

21.00 21.50 22.00 2250 23.00 23.50 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM022624\

BM044345.D

: 26 Feb 2024 23:36
: MA/JU
: P1442-21

: 23 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM022324 .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 1 Propylene Glycol Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
3.646 2.05 ng/ul 107976 1,4-Dichlorobenzene-d4 7.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 72
2 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 72
3 Propylene Glycol 76 C3H802 000057-55-6 72
4 Propylene Glycol 76 C3H802 000057-55-6 56
5 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 39
Abundance  Scan 95 (3.646 min): BM044345.D\data.ms (-92) (-) m/z 44.95 100.00%

45.0
5000

3.40 3.60 3.80 4.00
ol 839 17692209 8%4' n/7 42.95  19.19%

m/z--> 50 100 150 200 250 300 350
Abundance #1085: Propylene Glycol
45.0

5000 L
3.40 3.60 3.80 4.00

m/z 61.00 7.54%

\“\ M\‘ \““\‘ T ‘ T ’ T ‘ T TT ‘ L ’ T ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #1091: R-(-)-1,2-propanediol
45.0

3.40 3.60 3.80 4.00

o

5000 m/z 43.95 6.67%
m/z--> 50 100 150 200 250 300 350
Abundance #1083: Propylene Glycol A ARAREmEE R
45.0 3.40 3.60 3.80 4.00

m/z 46.00 3.09%

5000

Y —
miz--> 50 100 150 200 250 300 350

4 n
L L B R B B

3.40 3.60 3.80 4.00

SFAM-EPA-BM022324.MA.M Tue Feb 27 17:58:12 2024 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44345.D

Acqg On : 26 Feb 2024 23:36
Operator : MA/JU

Sample : P1442-21

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 (3R,3aR,3bR,4S,7R,7aR)-4-Is... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.851 3.64 ng/ul 358949  Acenaphthene-d10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (3R,3aR,3bR,4S,7R,7aR)-4-Isoprop... 222 C15H260 038230-60-3 70
2 (1S,4S,4aS)-1-Isopropyl-4,7-dime... 204 C15H24 267665-20-3 59
3 (3S,3aR,3bR,4S,7R,7aR)-4-Isoprop... 222 C15H260 023445-02-5 55
4 Naphthalene, decahydro-1,6-bis(m... 204 C15H24 030021-46-6 49
5 Naphthalene, 1,2,3,4,4a,5,6,8a-0... 204 C15H24 039029-41-9 42

Abundance Scan 2000 (14.851 min): BM044345.D\data.ms (-1996) (- | m/z 161.10 100.00%

43.0 105.0 1601.1 207.1
5000 81.0
135.1
M ‘H | ‘ | 14.50 15.00
ol Ll el bl b M gz 43,00 91.85%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #102091: (3R,3aR,3bR,4S,7R,7aR)-4-Isopropyl-3,7-dime
161.0
105.0 207.0
5000{  43.0 = b
81.0 14.50 15.00
135.0 m/z 207.05 89.34%
O,

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #80361: (1S,4S,4aS)-1-Isopropyl-4,7-dimethyl-1,2,3,4,4a
1

o

61.0
105.0 14.50 15.00
5000 m/z 105.00 84.36%
81.0 204.0
41.0 ‘ ‘ 1330
0 _m‘m‘wm““H1““:“‘““M“Mum‘HHWH,HM,M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 NJ\,\/\M
Abundance #102090: (3S,3aR,3bR,4S,7R,7aR)-4-Isopropyl-3,7-dime R
161.0 14.50 15.00
105.0 m/z 91.00 56.09%
207.0
43.0
5000 81.0
33.0
o “u“””w“mH_m,“l”,m Ak el
m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44345.D

Acqg On : 26 Feb 2024 23:36
Operator : MA/JU

Sample : P1442-21

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 Kessane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.051 2.50 ng/ul 247087  Acenaphthene-di10 14.574
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Kessane 222 C15H260 003321-66-2 80
2 2-Butenal, 3-methyl-, dimethylhy... 126 C7H14N2 016713-48-7 30
3 2-Fluorophenylhydrazine 126 C6H7FN2 002368-80-1 18
4 Hydrazine, (3-fluorophenyl)- 126 C6H7FN2 002924-16-5 18
5 2-Cyclopenten-1-one, 3-ethyl-2-h... 126 C7H1002 021835-01-8 15
Abundance Scan 2034 (15.051 min): BM044345.D\data.ms (-2029) (- | m/z 108.10 100.00%
43.0 108.1
81.0
5000 A
149.0 A A !
189.1 15.00
0 _H“;uu“w” ) 2210 m/z 43.00 94.51%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #101914: Kessane
126.0
43.0
5000 81.0 —— :
15.00
149.0 m/z 126.00  82.33%
189.0 222.0
O,
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #12885: 2-Butenal, 3-methyl-, dimethylhydrazone
126.0
42.0 e LA ‘
82.0 15.00
5000 ITI z 81.00 66.85%
ol il muw“m_m,uwmWm‘m
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #12749: 2-Fluorophenylhydrazine Aﬁ“k“
126.0 1500
m/z 55.05 46.69%
83.0
5000
27.0 57.0
NIV Y T L
m/z--> 20 40 60 80 100 120 140 160 180 200 220 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44345.D

Acqg On : 26 Feb 2024 23:36

Operator : MA/JU

Sample : P1442-21

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM022324 .MA.M
: 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 n-Hexadecanoic acid Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
18.239 10.88 ng/ul 1273450  Phenanthrene-d10 17.321
Hit# of 5 Tentative ID MW MolForm CASH# Qual

n-Hexadecanoic acid
n-Hexadecanoic acid

n-Hexadecanoic acid

1
2
3 n-Hexadecanoic acid
4
5

Tridecanoic acid

256 C16H3202
256 C16H3202
256 C16H3202
256 C16H3202
214 C13H2602

000057-10-3 99
000057-10-3 99
000057-10-3 99
000057-10-3 98
000638-53-9 93

Abundance Scan 2576 (18.239 min): BM044345.D\data.ms (-2570) (- m/z 73.00 100.00%
4307
5000
129.0
) == =
‘ ‘ ﬂ?l.l ‘ 256.1 18.00 18.50
0L ‘MM“‘ by ‘J“w\“‘h b m/z 60.00 86.98%
mi/z--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
3 2
430 730 256.0
5000 T —
129.0 18.00 18.50
213.0 m/z 43.05 81.25%
171.0 ‘
0- g \“ T “\ \“ \‘\H“ Ty “\ T ‘\ I —
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
=P ==
18.00 18.50
5000 1290 m/Z 57 . 65 68 . 3400
97.0 1710 213.0 256.0
oL , ‘“‘ H ‘\ \\h”\ ‘H‘\ il ‘ “ ‘ - \‘ ““ T “\‘ ,
m/z--> 50 150 200 250
Abundance #143509.n—Hexadecanok:add s =
43.0 73.0 18.00 18.50
m/z 55.10 67.77%
5000 256.0
129.0
oL ““‘ W‘M‘u HM‘ \\MH \H‘\ ! ‘m ‘ | ‘\‘u P ‘\‘ . e =
m/z--> 50 100 150 200 250 18.00 18.50
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

. 26

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM022624\
BM044345.D

Feb 2024 23:36

: MA/JU
: P1442-21

. 23

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM022324 .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 5 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.515 3.45 ng/ul 429332  Chrysene-d12 21.521
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 96
5 Octadecanoic acid 284 C18H3602 000057-11-4 94

Abundance Scan 2793 (19.515 min): BM044345.D\data.ms (-2789) (- | m/z 73.00 100.00%

7'2
5000 1289
185.1 241 2 R 1
]
0 PV I “w 2809 40L1 nyz 43.e5  86.33%

m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid

73.0

129.0

%

50001 28.0 284.0
185.0 241.0 19.50
‘ m/z 59.95 79.59%
0 \Nw “‘MM“‘JNA\\‘H\MJH\HM‘\\\\‘\\H,\
m/z--> 0 5 100 150 200 250 300 350 400
Abundance #179090: Octadecanoic acid

129.0

TO ‘ 185.0 2410284.0

0\\“\“ “H“‘h““h“\“‘\"‘\‘\‘\\“\\\L\‘\\\\‘\\\\’\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #179091: Octadecanoic acid

43.0 19.50
m/z 55.05 65.09%
5000 129.0
284.0

m/z--> 0 50 100 150 200 250 300 350 400 19.50

T I
19.50
5000 m/z 57.05 75.97%
I

—

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44345.D

Acqg On : 26 Feb 2024 23:36
Operator : MA/JU

Sample : P1442-21

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 6 (DEL) Alkane: Cyclic21.250 Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.250 6.10 ng/ul 759437  Chrysene-di12 21.521
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexadecane 224 C16H32 000295-65-8 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
3 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
4 Nonadecyl trifluoroacetate 380 C21H39F302 1000351-76-3 91
5 Heneicosyl pentafluoropropionate 458 C24H43F502 1000351-81-1 91

Abundance Scan 3088 (21.250 min): BM044345.D\data.ms (-3084) (- | m/z 57.10 100.00%
7.1

5
5000

== =
‘ FS.l 070 21.00 21.50
olkikhlify, 207.0282.0355.04200 5490 .7 43.10  81.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #104594: Cyclohexadecane
55.0
5000 s e
21.00 21.50

m/z 55.05 68.66%

5.0
J \ 224.0
O \H!‘HH“!\\‘\!“\H\l‘HlH‘HH‘\H\‘HH‘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 63.40%
5.0
252.0
0 wf\'_x%g-om-'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #318054: Nonadecy! pentafluoropropionate I =
57.0 21.00 21.50

m/z 97.05 58.60%

5000
5.0
ol | “UJL‘.196-0266-0 412.0

T T
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_M\Data\BM@22624\
Data File : BM@44345.D

Acqg On : 26 Feb 2024 23:36
Operator : MA/JU

Sample : P1442-21

Misc

ALS vial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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 7 (DEL) Alkane: Straight-Chai... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
24.639 3.16 ng/ul 411055  Perylene-di12 23.933
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 93
2 Hexacosane 366 C26H54 000630-01-3 91
3 Octacosane 394 C28H58 000630-02-4 91
4 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
5 Tetracosane 338 C24H50 000646-31-1 91

Abundance Scan 3664 (24.638 min): BM044345.D\data.ms (-3659) (- | m/z 57.10 100.00%
7.1

5
5000

I — I
“ }]]‘lf.l 24.50 25.00
il |

1832 2810
bbb bbb =5, 205 339.0 403.0 4609 0 79 10 77.58%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0

5000 e —
24.50 25.00

m/z 43.10 63.05%

113.0
ol LALIIT, 1830 239.0 296.0
\\\‘\\\\‘\\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275537: Hexacosane
57.0

T —
24.50 25.00

5000 m/z 85.05 53.83%
13.0
oL LT 1090 2250 2950 dor0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #298427: Octacosane T TS
57.0 24.50 25.00

m/z 55.00 25.61%

B \M]\/L
| ‘ | 11130 160.0 225.0 281.0 337.0 394.0

| iy

o

‘ T
m/z--> 50 100 150 200 250 300 350 400 450 24.50 25.00

SFAM-EPA-BM022324.MA.M Tue Feb 27 17:58:21 2024 Page: 11



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@22624\
Data File : BM@44345.D

Acqg On : 26 Feb 2024 23:36
Operator : MA/JU

Sample : P1442-21

Misc

ALS Vvial : 23  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@22324.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|
Propylene Glycol 3.646 2.0 ng/ul 107976 1 7.928 1052550 20.0
(3R,3aR,3bR,4S,... 14.851 3.6 ng/ul 358949 3 14.574 1974330 20.0
Kessane 15.051 2.5 ng/ul 247087 3 14.574 1974330 20.0
n-Hexadecanoic ... 18.239 10.9 ng/ul 1273450 4 17.321 2340770 20.0
Octadecanoic acid 19.515 3.5 ng/ul 429332 5 21.521 2489630 20.0
(DEL) Alkane: C... 21.250 6.1 ng/ul 759437 5 21.521 2489630 20.0
(DEL) Alkane: S... 24.639 3.2 ng/ul 411055 6 23.933 2600310 20.0
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