LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022423\
Data File : BP013890@.D

Acqg On : 24 Feb 2023 17:57
Operator : CG/JU

Sample : 01657-03

Misc :

ALS vial : 8 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_ P\Methods\8270E-BP021623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@1389@0.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.169 330 337 344 rBV 306761 443393  4.80% 1.248%
2 5.634 410 416 426 rBvV 914077 1368449 14.80% 3.850%
3 7.246 684 690 705 rVB 505660 806506 8.72%  2.269%
4 8.099 828 835 842 rBV 388962 603421 6.53% 1.698%
5 9.275 1026 1035 1047 rBV 1343817 2245187 24.28% 6.317%

6 10.757 1281 1287 1293 rBV 144036 210724 2 (%]
7 10.928 1305 1316 1325 rBV 442846 778329 8 2
8 11.281 1369 1376 1390 rBV2 52635 118866 1.29% ©.334%
9 13.257 1705 1712 1719 rVB 121575 167590 1 0
10 13.363 1722 1730 1740 rBV 3707693 5470516 59. 5

11 13.457 1741 1746 1752 rVB 197745 263792 2.85% ©
12 13.622 1766 1774 1782 rVB 112866 178459 1.93% o
13 14.728 1953 1962 1973 rBV2 1136482 2163252 23.39% 6.087%
14 15.498 2089 2093 2100 rVB 148950 182244 1.97% ©
15 16.228 2208 2217 2234 rBV 3348206 4914931 53.15% 13.

16 17.175 2374 2378 2384 rVB 91396 108539 1 (4]
17 17.492 2425 2432 2442 rBV 986762 1442294 15. 4
18 18.133 2537 2541 2547 rVB2 83004 105590 1.14% ©.297%
19 18.345 2571 2577 2586 rBV 305638 483517 5 1
20 19.569 2780 2785 2797 rBV2 180115 310224 3 0

21 20.022 2857 2862 2870 rBV 7863705 9246726 100.00% 26.018%
22 21.563 3119 3124 3134 rBV2 1373123 1948191 21.07% 5.482%
23 24.110 3551 3557 3568 rVB2 937109 1978814 21.40% 5.568%

Sum of corrected areas: 35539554
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022423\
Data File : BP013890.D

Acqg On : 24 Feb 2023 17:57
Operator : CG/JU

Sample : 01657-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BP013890.D\data.ms

7000000
6000000
5000000
4000000
3000000

2000000
9.275
1000000 5.634

7.246 8.099 10.928
o 5% \ ) 10.757 11,281

Time--> 350 400 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50
Abundance TIC: BP013890.D\data.ms

20.022
7000000

6000000
5000000

4000000 13.363
16.228

3000000

2000000

1000000
13.2679622 15.498 17.175 181¥\345 19.569

Time--> 12.00 1250 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
Abundance TIC: BP013890.D\data.ms

o

7000000
6000000
5000000
4000000
3000000
2000000 21.563

24.110
1000000

o

Time--> 21. OO 2150 22. 00 22.50 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_P\Data\BP022423\
Data File : BP@13890.D

Acqg On : 24 Feb 2023 17:57

Operator : CG/JU

Sample : 01657-03

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.169 14.70 ng 443393  1,4-Dichlorobenzene-d4 8.099
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1,2-Butanediol 90 C4H1e02 000584-03-2 17
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10

Abundance Scan 337 (5.169 min): BP013890.D\data.ms (-330) (-) m/z 43.00 100.00%

43.0
5000
101.0
PP ey
J 4.80 5.00 5.20 5.40
ol Al.f 21602791 385141444748535.1 0 sg o5 67 26%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T
4.80 5.00 5.20 5.40
m/z 100.95 27.91%
101.0
0‘\\"f“\“1\\‘\‘|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16417: 1,3-Dioxolane-2-methanol, 2,4-dimethyl-
43.0
P e e ey
4.80 5.00 5.20 5.40
5000 m/z 58.60  15.14%
101.0
0“1H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R A R e R
59.0 4.80 5.00 5.20 5.40
m/z 41.05 10.19%
5000
” | 1260
O L

‘\\\‘\‘ \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022423\
Data File : BP013890.D

Acqg On : 24 Feb 2023 17:57
Operator : CG/JU

Sample : 01657-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 2 1-Dodecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.757 5.41 ng 210724  Naphthalene-d8 10.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Dodecene 168 C12H24 000112-41-4 97
2 2-Dodecene, (Z)- 168 C12H24 007206-26-0 96
3 2-Dodecene, (E)- 168 C12H24 007206-13-5 96
4 3-Tetradecene, (E)- 196 C14H28 041446-68-8 91
5 1-Decene 140 C10H20 000872-05-9 91

Abundance Scan 1287 (10.757 min): BP013890.D\data.ms (-1281) (- m/z 55.05 100.00%

58.0
5000

l F51 10 50 11 00
b AL 2070 281.6342.9 415.1475.2 544" /7 41.05  99.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43465: 1-Dodecene
43.0
5000 = e
10.50 11.00
m/z 43.05 89.38%

o

‘ | Jlll
‘\\\‘\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #43491: 2-Dodecene, (Z)-
55.0

1050 1100
5000 m/z 56.05 82.64%
‘ H 168.0
‘\AJM

RER ‘u\\‘um‘uu‘uu‘\\u‘\\H‘HHWHWHWH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 /\WJN
Abundance #43492: 2-Dodecene, (E)- ‘ ‘ T

\ T
55.0 10.50 11.00

m/z 69.05 79.65%
5000

e |

o‘H‘w‘wHH‘w‘HH_‘H_‘wa”www
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 10.50 11.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022423\
Data File : BP013890.D

Acqg On : 24 Feb 2023 17:57
Operator : CG/JU

Sample : 01657-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 3 Ethanol, 2-phenoxy- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.281 3.05 ng 118866  Naphthalene-d8 10.928
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-phenoxy- 138 C8H1002 000122-99-6 95
2 1-Phenoxypropan-2-ol 152 C9H1202 000770-35-4 72
3 Carbonic acid, neopentyl phenyl ... 208 C12H1603 013183-19-2 64
4 Benzene, (2-methylpropoxy)- 150 C1eH140 001126-75-6 59
5 1-Propanol, 3-phenoxy- 152 C9H1202 006180-61-6 59
Abundance Scan 1376 (11.281 min): BP013890.D\data.ms (-1369) (- ' m/z 94.00 100.00%
94.0
5000
’\ l 2208 11 00 11 50
0389 111 159.12208280.93409 4298 4982 ./, 77.06  31.12%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #19882: Ethanol, 2-phenoxy-
94.0
5000
11.00 11.50
m/z 138.00  26.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #30123: 1-Phenoxypropan-2-o
94.0
11 00 11 50
5000 m/z 65.95 15.33%
' 152.0
o‘wWM’mH_m,‘HwH_m_m‘w_ww_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #84780: Carbonic acid, neopentyl phenyl ester
94.0 11 00 11 50
m/z 94.95 14.82%
5000
AT,
_‘H‘H‘w“H‘H‘w‘H“H‘W‘H‘_“W‘H‘_‘H“H‘_
mlz--> 50 100 150 200 250 300 350 400 450 500 550 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022423\
Data File : BP013890.D

Acqg On : 24 Feb 2023 17:57
Operator : CG/JU

Sample : 01657-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 2-Tetradecene, (E)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.457 2.44 ng 263792  Acenaphthene-di10 14.734
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Tetradecene, (E)- 196 C14H28 035953-54-9 96
2 5-Tetradecene, (E)- 196 C14H28 041446-66-6 94
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
5 Cetene 224 C16H32 000629-73-2 90
Abundance Scan 1746 (13.457 min): BP013890.D\data.ms (-1741) (- 55.05 100.00%
55.0
- \/\/\J/\
J“FF51 196.2 268.0326.9384.6  488.9548.: 1350
b AMLLLL, 1962 268.0326,93846 4889548 |/, 47,05  91.53%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71738: 2-Tetradecene, (E)-
55.0
5000

m/z 43.05 84.17%

0‘\\‘\l‘#\\WI‘ES\YO[\\’]\Q\?\O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #71749: 5-Tetradecene, (E)-
55.0

13.50

1350
5000 m/z 83.05 74.15%
i ) 1750 1909
‘H‘,‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126374: 1-Hexadecano
43.0 1350

57.05  73.40%

5000
111.0
UL o
ow,‘m_mw‘_HWm‘mWH_WW_HW

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022423\
Data File : BP013890.D

Acqg On : 24 Feb 2023 17:57
Operator : CG/JU

Sample : 01657-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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 5 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.345 6.70 ng 483517  Phenanthrene-d10 17.492
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Octadecanoic acid 284 C18H3602 000057-11-4 81
5 Tetradecanoic acid 228 C14H2802 000544-63-8 76
Abundance Scan 2577 (18.345 min): BP013890.D\data.ms (-2571) (- m/z 73.00 100.00%
73.0
5000
213.2
= ——
“’ \ 18.00 18.50
- WJMW‘\‘\Jw #?1?‘?’4‘3‘ -1401.24608 5352 4/, 59.95  75.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — e
129.0 18.00 18.50
m/z 43.10 65.95%
0‘\\\‘““‘ ml"mmA?ﬂ’b’l
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid
73.0
== ——
18.00 18.50
5000 m/z 57.10 59.94%
‘ % 2140
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126203: Pentadecanoic acid == —
73.0 18.00 18.50
m/z 55.00 59.05%
5000
‘ 143.0 242.0
otk MMJ,\\, LS
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\BP022423\
Data File : BP@13890.D

Acqg On : 24 Feb 2023 17:57

Operator : CG/JU

Sample : 01657-03

Misc

ALS vial : 8

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.M
: ASP BNA STANDARDS FOR 5 POINT 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 6 Octadecanoic acid Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
19.569 3.18 ng 310224 Chrysene-d12 21.563
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 76
5 n-Decanoic acid 172 C10H2002 000334-48-5 70

Abundance Scan 2785 (19.569 min): BP013890.D\data.ms (-2780) (-
73.0

m/z 73.00 100.00%

5000
241.2

%

“‘ l | 19.50
0y M'Jm“”\mmu_‘?ﬁ?? 429.9 5030 n/z 60.00  76.25%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179091: Octadecanoic acid
43.0
5000 129.0 O w
19.50
H 284.0 m/z 57.00  70.46%
0‘\\"\ "J ’h”\“\h\\“\\\‘\\“1‘\‘1f“l\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

-

Abundance #126202: Pentadecanoic acid
43.0
\ \
19.50
5000 m/z 43.05 66.98%
129.0 242.0
or i
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.05 61.20%
5000
L 228.0
0“1,’ Wil Sl
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP022423\
Data File : BP013890@.D

Acqg On : 24 Feb 2023 17:57
Operator : CG/JU

Sample : 01657-03

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP021623.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|
2-Pentanone, 4-... 5.169 14.7 ng 443393 1 8.099 603421 20.0
1-Dodecene 10.757 5.4 ng 210724 2 10.928 778329 20.0
Ethanol, 2-phen... 11.281 3.0 ng 118866 2 10.928 778329 20.0
2-Tetradecene, ... 13.457 2.4 ng 263792 3 14.734 2163250 20.0
n-Hexadecanoic ... 18.345 6.7 ng 483517 4 17.492 1442290 20.0
Octadecanoic acid 19.569 3.2 ng 310224 5 21.563 1948190 20.0
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