LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc :

ALS Vvial : 37 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_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BN@34420.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.999 16 19 30 rVvB 47962 82119 0.67% 0.128%
2 3.693 133 137 143 rVB2 12821 20369 0.17% 0.032%
3 4.446 261 265 272 rBV5 10557 16651 0.14% 0.026%
4 4.564 281 285 290 rBV 10501 15329 0.13% 0.024%
5 5.681 468 475 481 rVB2 23488 35586 ©.29% 0.055%
6 5.828 495 500 508 rBV 29860 47531 0.39% 0.074%
7 6.581 618 628 642 rBV 377767 625254 5.11% 0.974%
8 6.734 648 654 664 rBV 732750 1137517 9.29% 1.772%
9 6.916 679 685 695 rBv 944562 1493427 12.19% 2.327%
10 7.375 757 763 771 rBV 817081 1294676 10.57% 2.017%
11 7.740 818 825 831 rBV7 8091 12992 0.11% 0.020%
12 7.857 839 845 851 rVvB7 8571 15063 0.12% 0.023%
13 8.093 879 885 902 rBV 914286 1446519 11.81% 2.254%
14 8.522 950 958 973 rBV 838863 1349734 11.02% 2.103%
15 9.234 1071 1079 1093 rBV 700542 1131849 9.24% 1.763%
16 9.769 1161 1170 1188 rBV 1037498 1797624 14.68% 2.801%
17 10.134 1225 1232 1240 rBV 1066818 1756569 14.34%  2.737%
18 10.204 1240 1244 1250 rVB2 13588 21516 0.18% 0.034%
19 10.281 1250 1257 1273 rBV 313463 611714 4.99% 0.953%
20 10.569 1301 1306 1312 rBV 33040 54989 0.45% 0.086%
21 10.628 1312 1316 1322 rVB2 26375 42760 ©.35% 0.067%
22 10.981 1370 1376 1380 rBVS5 8645 14352 0.12% 0.022%
23 11.075 1382 1392 1415 rW 576385 1292171 10.55% 2.013%
24 11.504 1457 1465 1473 rVB 92416 169316 1.38% 0.264%
25 11.734 1499 1504 1510 rBV 15609 26111 0.21% 0.041%
26 11.945 1534 1540 1544 rBV 18512 31136 0.25% 0.049%
27 12.828 1686 1690 1695 rBvV2 10921 15364 ©0.13% 0.024%
28 13.081 1729 1733 1736 rBV3 8586 13229 0.11% 0.021%
29 13.198 1750 1753 1759 rVB 11252 15088 0.12% 0.024%
30 13.375 1773 1783 1789 rBV 94766 170173 1.39% 0.265%

31 13.457 1789 1797 1803 rVV 1780659 2444908 19.96%
32 13.528 1803 1809 1816 rvv2 185915 319450 2.61%
33 13.716 1834 1841 1853 rBV2 2000740 2907270 23.74%
34 13.851 1859 1864 1869 rVB2 10945 18249  0.15%
35 14.034 1887 1895 1912 rBV2 1691337 2726499 22.26%
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[
X

36 14.234 1924 1929 1931 rBV 31039 44750 0.37% 0.070%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc :

ALS Vvial : 37 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_ N\Methods\SFAM-EPA-BN©91124.MA.M
Title : SVOA CALIBRATION
37 14.269 1931 1935 1950 rVB 145781 284368 2.32% 0.443%
38 14.492 1969 1973 1979 rVB9 9120 20271 0.17% 0.032%
39 14.557 1979 1984 1999 rBV 162814 276505 2.26% 0.431%
40 15.034 2058 2065 2082 rBV 2576126 3582607 29.25% 5.582%
41 15.169 2082 2088 2094 rBV 773496 1064947 8.70% 1.659%
42 15.286 2102 2108 2120 rBV 228119 375777 3.07% 0.585%
43 15.416 2125 2130 2134 rVB 54824 79660 0.65% 0.124%
44 15.722 2168 2182 2199 rBV 5687535 12247178 100.00% 19.081%
45 15.851 2200 2204 2214 rVB 381231 555467 4.54% 0.865%
46 16.057 2237 2239 2249 rVB1o 10023 19054 0.16% 0.030%
47 16.339 2281 2287 2290 rBV5 11776 22923 0.19% 0.036%
48 16.386 2290 2295 2300 rVB 154602 212081 1.73% 0.330%
49 16.575 2325 2327 2335 rVBS8 7506 13615 0.11% 0.021%
50 16.739 2350 2355 2358 rVW 127307 199737 1.63% 0.311%
51 16.786 2358 2363 2374 rVV 1705503 2454768 20.04%  3.825%
52 16.886 2374 2380 2393 rVV2 2640022 3796015 31.00% 5.914%
53 17.722 2518 2522 2530 rBV 236365 374248 3.06% 0.583%
54 17.792 2530 2534 2540 rVB2 114887 162326 1.33% 0.253%
55 18.663 2678 2682 2686 rBV 34163 48313 0.39% 0.075%
56 18.704 2686 2689 2691 rVB2 19500 19554 0.16% ©0.030%
57 18.757 2695 2698 2703 rVvB2 37922 52384 0.43% 0.082%
58 18.833 2706 2711 2713 rBV 44651 77225 0.63% 0.120%
59 19.022 2739 2743 2747 rBV2 140929 196040 1.60% 0.305%
60 19.198 2766 2773 2786 rBV 3377715 4402019 35.94% 6.858%
61 19.839 2880 2882 2887 rVB2 23527 29816 0.24% 0.046%
62 20.004 2907 2910 2913 rBV 26346 28013 0.23% 0.044%
63 20.763 3036 3039 3042 rBV5 34876 44692 0.36% 0.070%
64 21.021 3078 3083 3093 rBV 1884282 2544336 20.77% 3.964%
65 23.545 3504 3512 3526 rVB 2104489 4746290 38.75% 7.395%

66 23.727 3535 3543 3561 rVB 1291332 3036318 24.79% 4.731%

Sum of corrected areas: 64184401
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.MA.M
Quant Title : SVOA CALIBRATION

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

Abundance TIC: BN034420.D\data.ms

5000000
4000000
3000000

2000000

9.7690.134

6.916
1000000 673 0 7375 8098852 4,0, 11.075

6.58
1999 3693 4484 5.68828 | 77457 2}Qm35m ggg 1 51‘14134;45

Time--> 3.00 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11. 00 ll 50 12. OO 12.50

Abundance TIC: BN034420.D\data.ms
15.722

5000000

4000000
19.198

3000000 15.034 16.886

13.716 21.021
2000000 13.457( 14034 16.786

1000000 15.169

FZED st AR }Lﬁf’le Ue 6.08P 2887 W%  pu92?  10mmoos  20.763

Time--> 13.00 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: BN034420.D\data.ms

o

5000000

4000000

3000000

23.545

2000000
3.727

1000000

0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

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
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Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\

Library Search Compound Report

Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc

ALS vial : 37

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M
: SVOA CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 Capro lactam Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.075 14.71 ng/ul 1292176  Naphthalene-d8 10.134
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caprolactam 113 C6H11NO 000105-60-2 96
2 Caprolactam 113 C6H11INO 000105-60-2 95
3 Caprolactam 113 C6H11INO 000105-60-2 81
4 Caprolactam 113 C6H11NO 000105-60-2 74
5 1-Hexene 84 C6H12 000592-41-6 47

Abundance Scan 1392 (11.075 min): BN034420.D\data.ms (-1382) (- | m/z 55.00 100.00%
55.
113.1
85.0
5000
T T
11.00
O rerrellill b 2078 s 55.95  74.21%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7825: Caprolactam
55.0
113.0
s000{ 300 85.0 —
11.00
‘ m/z 113.10 68.94%
O\\\‘\“\‘\\‘ ‘\hh\\"\‘\\\‘\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7822: Caprolactam
30.0
T 7 \
%0 113.0 11.00
5000 ’ m/z 85.00 56.54%

‘ ‘h bl el |

R A e B e R A AN RN RN R RN
mlz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7824: Caprolactam T
30.0 11.00

m/z 42.00 50.57%

o
[oe]
S
o

55.0

5000 113.0
84.0

;:::::::::)

ouu_u‘m | o
miz--> 20 40 60 80 100 120 140 160 180 200 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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-(4-tert-Butylphenyl)propa... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.528 2.34 ng/ul 319450  Acenaphthene-d10 14.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-tert-Butylphenyl)propan-2-one 190 C13H180 081561-77-5 99
2 1-(4-tert-Butylphenyl)propan-2-one 190 C13H180 081561-77-5 98
3 1-(4-tert-Butylphenyl)propan-2-one 190 C13H180 081561-77-5 97
4 4,5-Dimethylindoline-2,3-dione 175 C1OH9NO2 1010443-10-6 52
5 5,6-Dimethylindoline-2,3-dione 175 C1OH9NO2 1000443-04-4 47

Abundance Scan 1809 (13.528 min): BN034420.D\data.ms (-1803) (- | m/z 147.00 100.00%

147.0
5000 175.1
430 117.0
91.0 ‘ igsd
65.0 ‘ ‘ :
o] ST I “ o M o - ‘ b 2090 sz 175,10 46.29%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64805: 1-(4-tert-Butylphenyl)propan-2-one
147.0
5000/  43.0 175.0 A — !
117.0 13.50
91.0 m/z 43.00 36.55%
%, | |
O‘\\\\“\\‘\‘\“‘\‘\\\“\\‘\\‘\\\‘1“\\‘\\‘\!\\‘\\\1‘\\‘\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #64806: 1-(4-tert-Butylphenyl)propan-2-one
147.0
T 0 T
13.50
5000 175.0 m/z 133.60  35.65%
43.0 117.0
91.0 ‘
o_H‘_‘ﬁ??w‘H‘H_‘H‘WH ‘!H_Hl_m,””
m/z--> 20 40 60 80 100 120 140 160 180 200 J
Abundance #64803: 1-(4-tert-Butylphenyl)propan-2-one O ey
147.0 13.50
m/z 117.00 31.60%
43.0 175.0
5000
117.0
Lo
0“H“‘Mmqﬂ“m““_“‘ e RS S S
m/z--> 20 40 60 80 100 120 140 160 180 200 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 Benzeneacetic acid, 4-(1,1-... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
14.557 2.03 ng/ul 276505  Acenaphthene-di10 14.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzeneacetic acid, 4-(1,1-dimet... 192 C12H1602 032857-63-9 90
2 Methyl 4-tert-butylbenzoate 192 C12H1602 026537-19-9 52
3 5-Methyl-2,4-diisopropylphenol 192 C13H200 040625-96-5 50
4 2,4a-Epidioxy-5,6,7,8-tetrahydro... 224 C13H2003 1000212-29-9 47
5 trans-.beta.-Ionone 192 C13H200 000079-77-6 47
Abundance Scan 1984 (14.557 min): BN034420.D\data.ms (-1979) (- | m/z 177.05 100.00%

177 .1
5000 131.0 jk
91.0 ilsd T
41.0 65.0 :
0 Hw‘Hmwm‘wuHw“‘m‘H,‘H““““““““sz‘("?‘-? m/z 131.00  40.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #66704: Benzeneacetic acid, 4-(1,1-dimethylethyl)-
177.0
5000 j '
131.0 14.50
91.0 m/z 91.00 17.41%

o

45.0 ‘
H“"\H“““\‘\“\‘\‘H\‘H\‘“w\‘“‘\’H!“H\H‘HH“H!“HH
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66607: Methyl 4-tert-butylbenzoate
177.0

1450
5000 m/z 192.10 14 .69%
105.0 145.0
59.0 ‘
NS 2 .
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #66876: 5-Methyl-2,4-diisopropylphenol A
177.0 14.50

m/z 117.00  13.40%

5000
135.0
43.0 5,0 910
0 Hw‘HWHwHHH;M‘MwH‘w,m“wwwwwm

|
m/z--> 20 40 60 80 100 120 140 160 180 200 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 unknown-01 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
15.287 2.76 ng/ul 375777  Acenaphthene-d10 14.028
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propanoic acid, 2-methyl-3-[4-t-... 220 C14H2002 1000131-87-0 43
2 Quinoline, 4-methyl-, 1-oxide 159 C10HO9NO 004053-40-1 43
3 Quinoline, 6-methyl-, 1-oxide 159 C10HI9NO 004053-42-3 43
4 1H-Indene, 2,3-dihydro-4-propyl- 160 C12H16 092013-16-6 42
5 Benzene, 1-(chloromethyl)-4-(2-p... 166 C10H11Cl 036875-10-2 42
Abundance Scan 2108 (15.286 min): BN034420.D\data.ms (-2102) (- | m/z 205.10 100.00%
205.1
131.0
159.1
5000 91.0
41.0 —— ——
65.0 H‘ | 180.1 ‘ 15.00 15.50
0! R e s m/z 131.00 77.65%
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #98996: Propanoic acid, 2-methyl-3-[4-t-butyl]phenyl-
205.0
5000 — ——
15.00 15.50
131.0 m/z 159.10 61.86%
91.0 '
04 \4\.]‘1‘\?\‘\‘6‘§.\0\ \“ T o \h“‘ T \”‘!‘ i \“1]:5\?\0\;\8‘1\9\ T \‘\ T !‘\ T
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #35654: Quinoline, 4-methyl-, 1-oxide
159.0
S | —
131.0 15.00 15.50
5000 m/z 91.00 37.67%
510 77.0 103.0
o T O ST YT TR SO —
m/z--> 40 60 80 100 120 140 160 180 200 220
Abundance #35650: Quinoline, 6-methyl-, 1-oxide —— —
131.0 15.00 15.50
m/z 147.05 34.65%
159.0
5000
51.0 77.0 103.0
0“w‘whHM‘MMNwWM‘w‘wd‘ﬂ“ﬂ‘u“u“w“w‘u o —
m/z--> 40 60 80 100 120 140 160 180 200 220 15.00 15.50
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\

BN©34420.D

: 05 Oct 2024 12:22
: RC/JU
: P4227-01

: 37 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124 .MA.M

: SVOA CALIBRATION

: C:\Database\NIST20.L
ion 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

R.T. E
15.722  99.
Hit# of 5

5 Propanoic acid, 2-methyl-3-...

Concentration Rank 1

stConc Area Relative to ISTD R.T.
""""""" 78 ng/ul 12247200 Phenanthrene-dle  16.786
Tentative ID MW MolForm CASH# Qual
""""""" acid, 2-methyl-3-[4-t-... 220 C14H2002 100@131-87- 93

1 Propanoic
2 5H,6H,7H
3 3-Phenyl-
4 (4S)-Perh

-pyrrolo[3,4-b]pyridine-... 220

1-buten-1-o0l, TMS deriv... 220
ydro-3-benzyl-4-methyl-... 205

5 Phenol, 4,6-di(1,1-dimethylethyl... 220

C10H12N202S1 1000485-20-1 47
C13H200S1i 055543-95-8 43
C12H15N02 1000434-17-0 43
C15H240 000616-55-7 43

Abundance Scan 2182 (15.722 min): BN034420.D\data.ms (-2168) (-
205

05.1

m/z 205.10 100.00%

—

5000
131.0
—
a0 % ‘ “ 59.1 | s 15.50 16.00
o‘H‘HHQMH,HHM‘HNMNMwH_H‘_H‘_H‘_H‘puw‘uw‘ﬂ m/z 131.00  27.20%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #98996: Propanoic acid, 2-methyl-3-[4-t-butyl]phenyl-
205.0
5000 — —
15.50 16.00
131.0 m/z 147.00 20.35%
a0 A0 w0 |
O\\\‘\\\\“\‘\\\’\\\\’\\\\‘\‘\\‘\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\“\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #98145: 5H,6H,7H-pyrrolo[3,4-b]pyridine-5,7-dione, TMS
205.0
— —
15.50 16.00
5000 ITI/Z 117.00 19.87%
161.0
103.0
131.0
70, ‘
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #98851: 3-Phenyl-1-buten-1-ol, TMS derivative —— —
73.0 205.0 15.50 16.00
m/z 206.10 15.06%
5000
45.0 ‘ 130.0 ‘
Ol A0 L w80 L L
m/z--> 20 40 60 80 100120140160 180200220240260 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 2-Propenamide, N-(1,1-dimet... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.851 4.53 ng/ul 555467  Phenanthrene-d10 16.786
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Propenamide, N-(1,1-dimethylet... 127 C7H13NO 000107-58-4 64
2 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 64
3 Nepsilon-Dimethyl-L-1lysine 174 C8H18N202 002259-86-1 53
4 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 52
5 3(N,N-Dimethylmyristylammonio)pr... 363 C19H41NO3S 014933-09-6 50
Abundance Scan 2204 (15.851 min): BN034420.D\data.ms (-2200) (- | m/z 58.05 100.00%
58.0
5000
127.0
84.0 15.50 16.00
153.1
Ottt e oo e 1822070 241200 ap 3121
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #13598: 2-Propenamide, N-(1,1-dimethylethyl)-
58.0
5000
15. 50 16 00
127.0 m/z 84.00 12.65%
27.0
“ ‘ “\ 98.0 ‘
O H\‘\H\‘HH‘HH‘\H\“HH‘\‘1\\‘\H\‘HH’\\H‘\H\‘HH’H\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #125003: 1-Tetradecanamine, N,N-dimethyl-
58.0
15. 50 16 00
5000 m/z 110.00 8.29%
0 29. 0 N 84.0 114.0140.0 170.0 212.0 241.0
R o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #49569: Nepsilon-Dimethyl-L-lysine “ .
58.0 15.50 16.00
m/z 42.00 8.20%
5000
84.0
0 28.0 TR ‘ 129.0 17‘40
e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 15. 50 16 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc

ALS vial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN©91124.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.722 3.05 ng/ul 374248 Phenanthrene-d10 16.786
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 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
5 Pentadecanoic acid 242 C15H3002 001002-84-2 87
Abundance Scan 2522 (17.722 min): BN034420.D\data.ms (-2518) (- | m/z 73.00 100.00%
73.0
43.0
5000 129.0
213.2 e =
| ‘ 1711 ‘ 256.3 17.50 18.00
oLl - l “m\ N m/z 59.95  84.38%
miz-> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
2 3
430 73.0 256.0
5000 s e
129.0 17.50 18.00
213.0 m/z 43.05 80.68%
‘ 171.0 ‘
Ol \“ LM‘H‘ M“ 2 ] \“ T “\ \“ \‘\H“ i “\ T ‘\ L —
miz--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
—= —
17.50 18.00
5000 129.0 m/Z 57.05 69.24%
97.0 1710 2130 256.0
oL “‘ L Mhu\ ;‘H‘\‘ i ‘\ | “‘ “ “‘ \‘ “‘ N | ‘\‘ .
miz--> 50 100 150 200 250
Abundance #143509: n-Hexadecanoic acid T o
43.0 73.0 17.50 18.00
m/z 55.05 68.67%
5000 256.0
129.0
213.0
LA, f3
ol — “‘ H‘\M H“‘ N uh‘L Ju‘\‘u; L ‘ “ “ “‘m‘ B | \‘ e, panes
m/z--> 50 100 150 200 250 17.50 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_N\Data\BN100424\
Data File : BN@34420.D

Acqg On : 05 Oct 2024 12:22
Operator : RC/JU

Sample : P4227-01

Misc

ALS Vvial : 37 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_N\Methods\SFAM-EPA-BN@91124.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|
Capro lactam 11.075 14.7 ng/ul 1292176 2 10.134 1756570 20.0
1-(4-tert-Butyl... 13.528 2.3 ng/ul 319450 3 14.028 2726500 20.0
Benzeneacetic a... 14.557 2.0 ng/ul 276505 3 14.028 2726500 20.0
unknown-01 15.287 2.8 ng/ul 375777 3 14.028 2726500 20.90
Propanoic acid,... 15.722 99.8 ng/ul 12247200 4 16.786 2454770 20.0
2-Propenamide, ... 15.851 4.5 ng/ul 555467 4 16.786 2454770 20.0
n-Hexadecanoic ... 17.722 3.0 ng/ul 374248 4 16.786 2454770 20.0

SFAM-EPA-BN091124.MA.M Mon Oct @7 02:35:43 2024 11



