LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39571.D

Acqg On : 22 Apr 2023 03:06
Operator : CG/JU

Sample : 02426-01 2X

Misc :

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\8270-BM041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@39571.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 4.919 315 320 326 rBV 36437 55593 1.84% 0.195%
2 5.402 396 402 421 rBV 1048335 1727640 57.10% 6.059%
3 7.019 669 677 689 rBV 929043 1666287 55.07% 5.844%
4 7.131 691 696 705 rVB 33563 73933  2.44% 0.259%
5 7.825 806 814 829 rBV 710809 1146399 37.89% 4.021%
6 8.995 1007 1013 1032 rBV 558387 1060453 35.05% 3.719%
7 10.637 1280 1292 1299 rBV 845777 1529968 50.56% 5.366%
8 12.048 1523 1532 1538 rBV3 36766 75432  2.49% 0.265%
9 12.301 1572 1575 1583 rVB 30798 46639 1.54% 0.164%
10 12.448 1592 1600 1605 rBV2 23044 62222 2.06% 0.218%
11 12.525 1609 1613 1622 rVB2 37484 85491 2.83% 0.300%
12 13.007 1691 1695 1702 rVB 41973 68058 2.25% 0.239%
13 13.101 1705 1711 1721 rBV 1594522 2407079 79.55% 8.442%
14 13.295 1741 1744 1753 rVB2 43502 75658 2.50% 0.265%
15 13.742 1814 1820 1825 rBV2 142242 220443  7.29% 0.773%
16 13.801 1825 1830 1836 rVV3 42283 92871 3.07% 0.326%
17 14.207 1895 1899 1910 rVB 46060 83617 2.76% ©.293%
18 14.372 1923 1927 1934 rBV 53655 73672 2.43% 0.258%
19 14.483 1940 1946 1953 rBV 1207217 1816102 60.02% 6.370%
20 14.548 1953 1957 1962 rVB 120098 168466 5.57% 0.591%

21 14.883 2010 2014 2025 rVB2 58636 98373 3
22 15.324 2086 2089 2093 rVB 44202 53820 1
23 15.536 2120 2125 2137 rBV 130149 214452  7.09%
24 15.766 2161 2164 2170 rVB3 83245 120389 3
0

POOOO®
~N
Ul
N
R

25 15.848 2171 2178 2185 rBv2 192428 313630 10.37% 100%
26 15.983 2195 2201 2208 rBV 1149160 1726681 57.07% 056%
27 16.195 2233 2237 2238 rBV 52677 67651 2.24% 237%
28 16.983 2369 2371 2375 rVB 54518 56507  1.87%

29 17.242 2409 2415 2418 rBV 1374497 2047766 67.68%
30 17.283 2418 2422 2431 rVVW 1018279 1489710 49.23%
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31 17.371 2433 2437 2442 rVW 270767 375558 12.41%
32 18.136 2561 2567 2570 rBV2 342979 633325 20.93%
33 18.248 2583 2586 2591 rVB 102270 135755  4.49%
34 18.312 2593 2597 2601 rBV2 207510 334367 11.05%
35 19.301 2761 2765 2774 rBV 1599225 2296187 75.89%
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36 19.636 2819 2822 2823 rBV2 278392 300745 9.94%  1.055%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39571.D

Acqg On : 22 Apr 2023 03:06
Operator : CG/JU

Sample 1 02426-01 2X

Misc

ALS Vvial : 19 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % 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\8270-BM041723.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 19.665 2824 2827 2836 rVB2 1242342 2042751 67.51% 7.164%
38 19.865 2857 2861 2868 rBV 2477212 3025810 100.00% 10.612%
39 20.512 2968 2971 2975 rBV2 529030 642848 21.25%  2.255%

Sum of corrected areas: 28512348
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39571.D

Acqg On : 22 Apr 2023 03:06
Operator : CG/JU

Sample : 02426-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM039571.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39571.D

Acqg On : 22 Apr 2023 03:06
Operator : CG/JU

Sample : 02426-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 1 Longifolene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.742 2.43 ng 220443  Acenaphthene-di10 14.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Longifolene 204 C15H24 000475-20-7 99
2 Aromandendrene 204 C15H24 000489-39-4 95
3 Naphthalene, 1,2,3,5,6,7,8,8a-0c... 204 C1l5H24 004630-07-3 95
4 1,2,4-Methenoazulene, decahydro-... 204 C15H24 001137-12-8 95
5 Naphthalene, 1,2,3,5,6,7,8,8a-oc... 204 C15H24 010219-75-7 91

Abundance Scan 1820 (13.742 min): BM039571.D\data.ms (-1814) (- | m/z 161.05 100.00%

91.0 161.1
10 119.0
5000 189.1 /\
o P
‘ ‘ 2210 280 13.50 14.00
e : 804 m/z 91.e0  99.63%
mjz—> 20 40 60 80 100120140 160 180200220 240 260 280
Abundance #80109: Longifolene
410 910 161.0
19.0
5000 189.0 —— e
13.50 14.00
m/z 105.00  87.02%
Lk
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m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #80136: Aromandendrene

9104490 161.0
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7 1
13.50 14.00

m/z 93.00 76.95%

5000 204.0

m/z--> 20 40 60 80 100120140 160180200220240260280
Abundance #80512: Naphthalene, 1,2,3,5,6,7,8,8a-octahydro-1,8a-di : : —
161.0 13.50 14.00

105.0 m/z 107.00  73.22%
133.0

5000 204.0
410 170
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39571.D

Acqg On : 22 Apr 2023 03:06

Operator : CG/JU

Sample : 02426-01 2X

Misc

ALS vial : 19

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM041723.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Benzophenone

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
15.848 3.45 ng 313630  Acenaphthene-d10 14.483
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzilic acid 228 C14H1203 000076-93-7 47
3 N-[2,2-Dichloro-1-(toluene-4-sul... 371 C16H15C12NO3S 136800-77-6 47
4 1-Propanone, 3-chloro-1-phenyl- 168 C9HSC1O0 000936-59-4 47
5 Vinyl benzoate 148 C9H802 000769-78-8 47

Abundance Scan 2178 (15.848 min): BM039571.D\data.ms (-2171) (- | m/z 105.00 100.00%
105.0
51.0 — e
15.50 16.00
Ob b1 1470 | 2240 2820 3411 ;0 77 00 69.05%
m/z--> 50 100 150 200 250 300
Abundance #56922: Benzophenone
105.0
5000 — —
182.0 15.50 16.00
51.0 m/z 182.00  49.62%
\\‘\\}‘\\“h\\“\\\\“\\\H\‘\\\\‘\\\\‘\\\\
miz—-> 50 100 150 200 250 300
Abundance #109115: Benzilic acid
105.0 183.0
= =
15.50 16.00
5000 m/z 51.00 24.93%
51.0
14001 | 2280
m/z--> 50 100 150 200 250 300
Abundance #279892: N-[2,2-Dichloro-1-(toluene-4-sulfonyl)-ethyl]-be — R
105.0 15.50 16.00
m/z 181.00 10.06%
5000
51.0
||| 145018002150
e — R
miz--> 50 100 150 200 250 300 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39571.D

Acqg On : 22 Apr 2023 03:06
Operator : CG/JU

Sample : 02426-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 2
R.T. EstConc Area Relative to ISTD R.T.
18.136 6.19 ng 633325  Phenanthrene-di10 17.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 Isopropyl palmitate 298 C19H3802 000142-91-6 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 Tetradecanoic acid 228 C14H2802 000544-63-8 87

Abundance Scan 2567 18 136 min): BM039571.D\data.ms (-2561) (- | m/z 73.00 100.00%

5000
129.0 MWkWWMMNJ\x\¥MWAM

213.1 T :
171.1 256.1 18.00 18.50

‘m””‘w“k J“mﬁuu‘ 13041 3560 4,7 59.95  86.24%

m/z--> 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid

5000 129.0 7 T
18.00 18.50

m/z 43.10  83.83%

171.0 213.0 256.0
o ‘M‘ m\h”w \u‘\ ul ‘\“‘ “ “‘\ “‘\‘ . “\‘ e
m/z--> 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid
73.0
T —
18.00 18.50
5000 129.0 m/z 57.10 68.82%
29.0 ‘ 185.0 241.0 284.0
ST PT 70 S o A

m/z--> 50 100 150 200 250 300 350
Abundance #197283: Isopropyl palmitate T T
43.0 18.00 18.50
102.0 m/z 41.10 63.75%
5000 256.0 \/\"‘}J&\‘/\M

185.0 ‘

LAt Lo
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@42123\
Data File : BM@39571.D

Acqg On : 22 Apr 2023 03:06
Operator : CG/JU

Sample : 02426-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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 5 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
18.313 3.27 ng 334367 Phenanthrene-d10 17.242
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 91
2 Pyrazole-4-carboxaldehyde, 3-(4-... 190 C1@H7FN20 306936-57-2 58
3 2,2'-Bis(4,5-dimethylimidazole) 190 C10H14N4 069286-06-2 52
4 Thiophene-3-carboxaldehyde, 5-ch... 190 C5H4BC103S 036155-87-0 52
5 2,3,5,6-Tetramethylterephthalald... 190 C12H1402 007072-01-7 50

Abundance Scan 2597 (18.312 min): BM039571.D\data.ms (-2593) (1 | m/z 190.00 100.00%
190.0
- NJM
94.9 — —
43.0 ‘ 139.0 ‘ 2431 251 18.00 18.50
ol B0l 1990y 4 2431 8251 402 ./ 189.00  94.83%
m/z--> 50 100 150 200 250 300 350 400
Abundance #64923: 4H-Cyclopenta[deflphenanthrene
190.0
5000 = —
04.0 18.00 18.50
’ m/z 191.00 32.08%
39.0 \‘\ 137.0, |
\\\\‘\\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #64421: Pyrazole-4-carboxaldehyde, 3-(4-fluorophenyl)-
190.0
o e
18.00 18.50
5000 m/z 192.00  29.12%
95.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #64350: 2,2'-Bis(4,5-dimethylimidazole) = =T
189.0 18.00 18.50
m/z 187.00 19.49%
5000
42.0 122.0
S F e
m/z--> 50 100 150 200 250 300 350 400 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39571.D

Acqg On : 22 Apr 2023 03:06
Operator : CG/JU

Sample : 02426-01 2X

Misc

ALS vial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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-Phenanthrenol, 4b,5,6,7,8... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
20.512 20.00 ng 642848  Chrysene-di12 21.430
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 286 C20H300 000511-15-9 99
2 2-Phenanthrenol, 4b,5,6,7,8,8a,9... 328 C22H3202 015340-82-6 76
3 7H-[1,3,4]Thiadiazolo[3,2-a]pyri... 271 C9HIN303S2 1000350-95-4 53
4 Pisiferol 302 C20H3002 024035-36-7 27
5 phenol, 4-[2-(4-methoxyphenyl)et... 271 C15H13NO4 1000396-99-6 25

Abundance Scan 2971 (20.512 min): BM039571.D\data.ms (-2968) (-~ ' m/z 175.05 100.00%
1751 27141

5000
69.1

=

h“H MNWM‘\ 369.1430.4  515.2 2050
A A AL L 9092902 0192 sz 271015 90.36%

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

Abundance #181948: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro
175.0 271.0

O

.

5000
20.50

m/z 201.10  71.00%

69.0
Hhh\u“MmAm Gl

\H\‘H\\ \H\‘Hr\‘r\\r‘\ T T T T T[T T T[T [TT T TTTT]T

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #234893: 2-Phenanthrenol, 4b,5,6,7,8,8a,9,10-octahydro

-

271.0
I I
175.0 20.50
5000 m/z 189.05  40.99%
43.0
i T P
m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #162501: 7H-[1,3,4]Thiadiazolo[3,2-a]pyrimidine-5-carbo! —— ‘
68.0 271.0 20.50

m/z 253.10  30.62%

5000
199.0

\‘LH‘?\H\ “ JUJ |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 20.50

4
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@42123\
Data File : BM@39571.D

Acqg On : 22 Apr 2023 03:06
Operator : CG/JU

Sample 1 02426-01 2X

Misc

ALS Vvial : 19 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@41723.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT 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|
Longifolene 13.742 2.4 ng 220443 3 14.483 1816100 20.0
Benzophenone 15.848 3.5 ng 313630 3 14.483 1816100 20.0
n-Hexadecanoic ... 18.136 6.2 ng 633325 4 17.242 2047770 20.0
4H-Cyclopenta[d... 18.313 3.3 ng 334367 4 17.242 2047770 20.0
2-Phenanthrenol... 20.512 20.0 ng 642848 5 21.430 642848 20.0
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