LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42523\
Data File : BM@39639.D

Acqg On : 25 Apr 2023 14:17
Operator : CG/JU

Sample : 02433-15

Misc :

ALS vial : 8 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-BM041823.MA.M
Title : SVOA CALIBRATION

Signal : TIC: BM@39639.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.207 26 29 34 rVB 41171 52657 ©.91% 0.095%
2 3.637 100 102 121 rBV 118453 241274 4.17% 0.436%
3 3.854 136 139 149 rVB2 22211 37475 0.65% 0.068%
4 3,954 153 156 162 rVB 18634 27083 0.47% 0.049%
5 5.495 414 418 425 rBV 12318 21468 ©0.37% 0.039%
6 7.001 668 674 690 rBV 89353 241082 4.16%  0.435%
7 7.142 692 698 716 rBV 619203 1090560 18.83% 1.969%
8 7.342 725 732 749 rBV 548473 1031108 17.81% 1.862%
9 7.525 761 763 771 rVB6 5813 10356 0.18% 0.019%
106 7.807 803 811 820 rBV 725088 1254563 21.67% 2.265%
11 8.542 930 936 953 rBV 344621 775490 13.39%  1.400%
12 8.983 1004 1011 1030 rBV 699517 1352595 23.36% 2.443%
13 9.119 1030 1034 1042 rBV5 15483 43861 0.76% ©0.079%
14 9.701 1127 1133 1148 rBV 544420 1075999 18.58% 1.943%
15 10.254 1220 1227 1247 rBV 554993 1388890 23.99% 2.508%
16 10.613 1279 1288 1307 rBV 1088210 1941323 33.53% 3.506%
17 10.772 1308 1315 1337 rBV 470338 1161902 20.07% 2.098%
18 11.301 1401 1405 1409 rBV6 3621 5885 0.10% 0.011%
19 11.466 1427 1433 1439 rBV10 12161 29700 0.51% 0.054%

20 11.566 1444 1450 1476 rVV 161669 463263 8.00% ©.837%

21 11.877 1498 1503 1509 rVB5 8808 16267 ©.28% 0.029%
22 11.977 1512 1520 1526 rVV9 10765 31539 0.54% 0.057%
23 12.030 1526 1529 1534 rVB7 4838 8601 ©0.15% 0.016%
24 12.130 1541 1546 1552 rBv2 11348 22601 ©.39% 0.041%
25 12.219 1556 1561 1567 rVvv2 11598 23657 ©0.41% 0.043%
26 12.354 1583 1584 1591 rBV7 2502 5886 ©.10% 0.011%
27 12.760 1648 1653 1658 rBV7 8011 13968 ©.24% 0.025%
28 12.813 1659 1662 1667 rVVe 5998 9316 0.16% 0.017%
29 13.071 1700 1706 1709 rBV5 10864 15761 0.27% 0.028%
30 13.360 1752 1755 1762 rVB8 8116 15586 ©.27% ©0.028%
31 13.448 1765 1770 1772 rBV6 4055 6018 ©0.10% 0.011%
32 13.883 1833 1844 1858 rBV 1898153 2810723 48.54% 5.076%
33 14.160 1881 1891 1908 rBV 2225349 3294040 56.89% 5.948%
34 14.465 1934 1943 1954 rBV 1824361 2729016 47.13% 4.928%
35 14.554 1954 1958 1965 rVB7 9984 20165 ©.35% 0.036%
36 14.783 1991 1997 2001 rBV5 19066 50062 ©.86% ©0.090%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42523\
Data File : BM@39639.D

Acqg On : 25 Apr 2023 14:17
Operator : CG/JU

Sample : 02433-15

Misc :

ALS vial : 8 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-BM041823.MA.M
Title : SVOA CALIBRATION
37 14.930 2017 2022 2033 rVB5 13253 36294 0.63% 0.066%
38 15.142 2054 2058 2066 rvw4 10197 23174 0.40% 0.042%
39 15.218 2068 2071 2074 rVV3 8474 12308 0.21% 0.022%
40 15.260 2074 2078 2081 rVV 19358 31392 0.54% 0.057%
41 15.295 2081 2084 2091 rVB 22786 35982 0.62% 0.065%
42 15.460 2106 2112 2131 rBV 2749761 4171473 72.04% 7.533%
43 15.601 2131 2136 2151 rBV 699435 1232894 21.29% 2.226%
44 15.836 2171 2176 2182 rVB6 17042 30034 0.52% 0.054%
45 16.007 2200 2205 2208 rBV3 7411 12404 0.21% 0.022%
46 16.077 2214 2217 2221 rBV6 6846 9338 0.16% 0.017%
47 16.165 2229 2232 2236 rVB6 4645 6495 0.11% 0.012%
48 16.536 2292 2295 2300 rVB7 4493 8713 0.15% 0.016%
49 16.636 2308 2312 2314 rBV5S 5699 7845 0.14% 0.014%
50 16.812 2338 2342 2345 rVB3 10842 13726 0.24% 0.025%
51 17.218 2405 2411 2422 rBV 2112219 3016121 52.09% 5.447%
52 17.318 2422 2428 2448 rVB 3305496 4909545 84.79% 8.866%
53 17.506 2456 2460 2464 rVB2 8762 11693 0.20% 0.021%
54 17.883 2519 2524 2531 rBV 210840 288303 4.98% 0.521%
55 18.118 2559 2564 2573 rBV 241208 448269 7.74%  0.809%
56 18.201 2573 2578 2588 rVB2 143371 281471 4.86% 0.508%
57 18.365 2604 2606 2610 rVB5 8427 10065 ©0.17% 0.018%
58 18.406 2610 2613 2619 rvB8 8901 14077 0.24% 0.025%
59 18.630 2647 2651 2655 rBv7 8249 13931 0.24% 0.025%
60 18.701 2658 2663 2667 rVB 50792 68312 1.18% 0.123%
61 18.977 2706 2710 2717 rBV7 25451 42672 0.74% 0.077%
62 19.183 2741 2745 2751 rBV2 40373 58751 1.01% 0.106%
63 19.253 2754 2757 2764 rBV2 34034 61875 1.07% 0.112%
64 19.342 2769 2772 2777 rVB3 23482 29952 0.52% 0.054%
65 19.400 2777 2782 2802 rBV 619272 1172354 20.25% 2.117%
66 19.542 2804 2806 2809 rVV3 33963 41613 0.72% ©0.075%
67 19.618 2813 2819 2837 rVV 4337730 5790403 100.00% 10.456%
68 20.153 2907 2910 2914 rBV 40218 47880 0.83% 0.086%
69 20.553 2974 2978 2982 rBV2 51250 73154 1.26% 0.132%
70 20.653 2992 2995 2999 rVB 75856 77880 1.34% 0.141%
71 21.118 3071 3074 3078 rBV2 116066 126272 2.18% 0.228%
72 21.418 3120 3125 3139 rBV 2212906 3081737 53.22% 5.565%
73 21.559 3146 3149 3154 rVB 121754 130763 2.26% 0.236%
74 22.012 3223 3226 3233 rVB 129572 149491 2.58% 0.270%
75 22.500 3305 3309 3324 rBV3 199489 355931 6.15% 0.643%

76 23.036 3397 3400 3405 rVB 134295 186564  3.22% ©.337%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42523\
Data File : BM@39639.D

Acqg On : 25 Apr 2023 14:17
Operator : CG/JU

Sample ¢ 02433-15

Misc

ALS vial : 8 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-BM041823.MA.M
Title : SVOA CALIBRATION

77 23.630 3493 3501 3518 rBV2 2368016 5143425 88.83% 9.288%
78 23.777 3520 3526 3545 rVB2 1248734 2792657 48.23% 5.043%

Sum of corrected areas: 55376973
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 25 Apr 2023 14:17
: CG/IU
: 02433-15

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42523\
BM@39639.D

: 8 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM041823.MA.M
: SVOA CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM039639.D\data.ms

9.701 10.254
, 8.542 0.772 A
3.207 30¥pme4 5.495 7001 Jiz 525 I oo . 1180865°

0
Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 1150

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

TIC: BM039639.D\data.ms
19.618
17.318

15.460

14.160
13.883 | 14.465

17.218

15.601 19.400

EEARN.9541727618.0 13 3648 14, SBM7BSHE 5 BRENTP3.6.536612 JLSOG %ﬁmgox gm 42 20.15320-5

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 1750 1800 1850 1900 19.50 20.00

Abundance

4000000

3500000

3000000

2500000

2000000

1500000

1000000

500000

0

TIC: BM039639.D\data.ms

23.630
21.418

22.500 23.036

559 22.012
653 2111841229 771

Time-->

21.00 2150 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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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42523\
Data File : BM@39639.D

Acqg On : 25 Apr 2023 14:17
Operator : CG/JU

Sample : 02433-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Capro lactam Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.566 4.77 ng/ul 463263  Naphthalene-d8 10.613
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Caprolactam 113 C6H11NO 000105-60-2 87
2 Caprolactam 113 C6H11INO 000105-60-2 87
3 Caprolactam 113 C6H11NO 000105-60-2 87
4 Caprolactam 113 C6H11NO 000105-60-2 81
5 Caprolactam 113 C6H11NO 000105-60-2 74

Abundance Scan 1450 (11.566 min): BM039639.D\data.ms (-1444) (- | m/z 55.00 100.00%
0

58.
113.0
5000
T

e
11.50

bl b S L1649 2070 2804 .. 56 ep  75.16%
miz--> 50 100 150 200 250
Abundance #7826: Caprolactam
1138.0
55.0
5000 \

=
11.50
m/z 113.00  55.24%

” m‘mhuw‘ ‘
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #7825: Caprolactam
53.0

o

113.0 T
11.50
5000 m/z 42.10 52.97%
o590 S NJ\\WWNMR
miz--> 50 100 150 200 250
Abundance #7824: Caprolactam = ‘
30.0 11.50

m/z 85.00 50.21%

5000 113.0
84.0
[t \M\ Ly

—L
miz--> 50 100 150 200 250 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42523\
Data File : BM@39639.D

Acqg On : 25 Apr 2023 14:17
Operator : CG/JU

Sample : 02433-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.MA.M
Quant Title : SVOA CALIBRATION

TIC Library : C:\Database\NIST20.L
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 2 n-Hexadecanoic acid Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
18.118 2.97 ng/ul 448269  Phenanthrene-d10 17.218
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 98
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91

Abundance Scan 2564 (18.118 min): BM039639.D\data.ms (-2559) (- | m/z 73.00 100.00%
'1
5000
129.0
213.1 = —
1711 ‘ 256.1 18.00 18.50
0 o UL L T 38 4305 92.05%
mfz--> 100 150 200 250 300 350
Abundance #143508: n-Hexadecanoic acid
256.0
5000 — =
129.0 18.00 18.50
213.0 m/z 60.00 83.08%
171.0 ‘
o P P R
miz-> 100 150 200 250 300 350
Abundance #143510:n—Hexadecanok:add
—— —
18.00 18.50
5000 129.0 m/Z 55.05 66.47%
171.0 213.0 256.0
oL— ‘ m\h”w \u‘\ ul ‘\“‘ ““ \ ““\‘ R R R
m/z--> 5 100 150 200 250 300 350
Abundance #143509: n-Hexadecanoic acid T —
18.00 18.50
m/z 41.00 66.14%
5000 256.0
129.0
3.0 213.0
‘ 171.0
0 0 B PR ) e
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42523\
Data File : BM@39639.D

Acqg On : 25 Apr 2023 14:17
Operator : CG/JU

Sample : 02433-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.400 7.61 ng/ul 1172350  Chrysene-d12 21.418
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 98
4 Octadecanoic acid 284 C18H3602 000057-11-4 95
5 Octadecanoic acid 284 C18H3602 000057-11-4 95
Abundance Scan 2782 (19.400 min): BM039639.D\data.ms (-2777) ({ m/z 73.00 100.00%
73.0
5000
129.0 i—
185.1 T T
24T"1 284.1 19.00 19.50
- b L8210 s 4365 94.11%
miz-> 50 100 150 200 250 300
Abundance #179093: Octadecanoic acid
73.0
129.0
500071 28.0 284.0 T T
185.0 241.0 19.00 19.50
m/z 60.00 87.02%
0 H‘}““‘\“M ”\“ T b \L e “ - \“\ \‘ “\ T \‘\ T
miz-> 50 100 150 200 250 300
Abundance #179091: Octadecanoic acid
43.0
— —=
19.00 19.50
5000 129.0 m/z 57.85 78.54%
83.0
284.0
1850 2410
0! m}‘ﬂh“hl w““\‘ ‘L “\‘ “ - \‘ “\ ‘\‘ . ‘\‘ R
miz--> 50 100 150 200 250 300
Abundance #179089: Octadecanoic acid I —
73.0 19.00 19.50
m/z 55.00 72.00%
5000 129.0
29. 185.0 947 284.0
1 w\u‘\‘m Lo “ | C “
0 A — —
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42523\
Data File : BM@39639.D

Acqg On : 25 Apr 2023 14:17
Operator : CG/JU

Sample : 02433-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 (DEL) Alkane: Straight-Chai... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.500 2.31 ng/ul 355931 Chrysene-d12 21.418
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octadecane 254 C18H38 000593-45-3 92
3 Nonadecane 268 C19H40 000629-92-5 92
4 Pentadecane 212 C15H32 000629-62-9 91
5 Eicosane 282 C20H42 000112-95-8 90
Abundance Scan 3309 (22.500 min): BM039639.D\data.ms (-3305) (- | m/z 57.05 100.00%
57.0
‘ 13.1 22%6
) 207.0 267.0 : .
ob4, ‘1“4‘}‘1“ bk g St SOLD 3991 4159 489 0 43,00 66.65%
miz--> 50 100 150 200 250 300 350 400 450
Abundance #158600: Nonadecane
57.0
5000 —— ‘
22.50
m/z 71.05 64.52%
113.
0 \‘\"\‘”\l‘\“‘\l‘s\‘\o\‘]‘-‘\ﬁ\g\-o\‘\\\\2‘6\\8.\0\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #141058: Octadecane
57.0
U \
22.50
5000 m/z 85.00 43.96%
“ | 11‘3'0 169.0  254.0
(L e .
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #158597: Nonadecane T
57.0 22.50
m/z 55.00 43.18%
P aee0 2680
O b e e e e e e —
m/z--> 50 100 150 200 250 300 350 400 450 22.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42523\
Data File : BM@39639.D

Acqg On : 25 Apr 2023 14:17
Operator : CG/JU

Sample : 02433-15

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\SFAM-EPA-BM@41823.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 11.566 4.8 ng/ul 463263 2 10.613 1941320 20.0
n-Hexadecanoic ... 18.118 3.0 ng/ul 448269 4 17.218 3016120 20.0
Octadecanoic acid 19.400 7.6 ng/ul 1172350 5 21.418 3081740 20.0
(DEL) Alkane: S... 22.500 2.3 ng/ul 355931 5 21.418 3081740 20.90
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