LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15
Operator : CG\JU

Sample : P1085-01

Misc :

ALS Vvial : 11 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_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137020.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.193 6 18 26 rBV 545606 803480 78.05% 7.843%
2 3.346 211 214 223 rBV 39341 78730 7.65% 0.769%
3 3.651 260 266 273 rVB4 10986 20178 1.96% 0.197%
4 3,922 307 312 318 rBV 12025 16365 1.59% 0.160%
5 4.010 321 327 329 rBV 13319 15433 1.50% 0.151%
6 4.040 329 332 337 rVB3 12990 18679 1.81% 0.182%
7 4.204 357 360 371 rVB4 9106 16570 1.61% 0.162%
8 4.451 398 402 408 rBV 15600 18595 1.81% ©0.182%
9 4.604 423 428 434 rBV 85842 98029 9.52% 0.957%
10 4.769 452 456 459 rBV 20984 24311 2.36% 0.237%
11 5.016 495 498 506 rVB 53198 60918 5.92% 0.595%
12 5.434 565 569 582 rBvV 954836 948788 92.17% 9.261%
13 6.228 699 704 713 rBV3 7429 11586 1.13% 0.113%
14 6.434 735 739 755 rBV 986155 899998 87.43%  8.785%
15 6.622 766 771 778 rBV 18015 28385 2.76% 0.277%
16 6.781 795 798 803 rVB 345130 283751 27.56% 2.770%
17 6.863 808 812 816 rVW2 11204 14138 1.37% 0.138%
18 6.904 816 819 824 rVB2 11384 12128 1.18% 0.118%
19 7.345 890 894 897 rBV 690010 569848 55.36% 5.562%
20 7.598 934 937 942 rBV 28850 24405 2.37% 0.238%
21 8.057 1012 1015 1019 rBV 407533 337838 32.82%  3.298%
22 8.239 1040 1046 1051 rBV4 5788 12134 1.18% 0.118%
23 8.339 1059 1063 1065 rBV3 10558 12964 1.26% 0.127%
24  8.380 1065 1070 1072 rBV4 24447 33523  3.26% 0.327%
25 9.133 1194 1198 1202 rBV 1200226 1029405 100.00% 10.048%
26 9.680 1288 1291 1295 rBV 18599 17621 1.71% 0.172%
27 9.769 1303 1306 1311 rBV 82725 70335 6.83% 0.687%
28 9.816 1311 1314 1318 rVV 423824 336543 32.69%  3.285%
29 9.845 1318 1319 1324 rWV 15683 14697 1.43% 0.143%
30 9.916 1326 1331 1340 rVB2 149144 211988 20.59% 2.069%
31 10.369 1404 1408 1413 rVB 12343 12265 1.19% 0.120%
32 10.610 1446 1449 1458 rBV 534178 516604 50.18% 5.043%
33 10.704 1458 1465 1466 rVvv2 = 13337 25402 2.47%  0.248%
34 10.733 1466 1470 1478 rVB 279475 270137 26.24% 2.637%
35 11.204 1546 1550 1556 rvB2 9023 13420 1.30% 0.131%

36 11.310 1564 1568 1571 rBV 379421 323314 31.41% 3.156%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15
Operator : CG\JU

Sample : P1085-01

Misc :

ALS Vvial : 11 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_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.333 1571 1572 1575 rW 79902 47379 4.60% 0.462%
38 11.386 1578 1581 1584 rVB 26859 24184 2.35% 0.236%
39 11.704 1633 1635 1637 rBV 21941 14863 1.44% 0.145%
40 11.845 1656 1659 1665 rBvV2 70896 78280 7.60% 0.764%
41 11.927 1670 1673 1676 rBvV2 22456 21711 2.11% 0.212%
42 12.368 1744 1748 1750 rBV 13064 13233 1.29% 0.129%
43 12.410 1750 1755 1760 rVB5 16436 28395 2.76% 0.277%
44 12.533 1772 1776 1779 rBV 142436 120241 11.68% 1.174%
45 12.633 1790 1793 1796 rBV3 12254 14661 1.42% 0.143%
46 12.763 1809 1815 1821 rBV 137194 142164 13.81% 1.388%
47 12.904 1833 1839 1843 rBV 1018365 904964 87.91% 8.834%
48 12.980 1849 1852 1858 rBV6 10866 17493 1.70% 0.171%
49 13.068 1863 1867 1869 rBv4 12565 15694 1.52% 0.153%
50 13.092 1869 1871 1875 rVB 24728 21815 2.12% 0.213%
51 13.163 1880 1883 1885 rBV 14176 12855 1.25% 0.125%
52 13.198 1886 1889 1892 rVB2 17009 14323 1.39% 0.140%
53 13.321 1907 1910 1917 rBV 12404 13766 1.34% 0.134%
54 13.745 1980 1982 1984 rVB 14320 11485 1.12% 0.112%
55 13.768 1984 1986 1990 rBV2 10579 17378 1.69% 0.170%
56 13.810 1991 1993 1998 rVB4 11950 13933 1.35% 0.136%
57 13.868 1998 2003 2005 rBV5 18407 31537 3.06% 0.308%
58 13.968 2013 2020 2023 rBV2 395558 446332 43.36% 4.357%
59 13.998 2023 2025 2029 rW 72669 67619 6.57% 0.660%
60 14.074 2033 2038 2040 rBV3 18534 24737 2.40% 0.241%
61 14.127 2044 2047 2050 rBV3 18640 21034 2.04% 0.205%
62 14.362 2084 2087 2089 rVB 21593 19795 1.92% 0.193%
63 14.433 2096 2099 2102 rBV4 22368 27803 2.70% 0.271%
64 14.751 2150 2153 2155 rBv4 10475 12405 1.21% 0.121%
65 14.815 2162 2164 2167 rBV 17550 18188 1.77% 0.178%
66 15.021 2195 2199 2203 rBV 84482 138539 13.46% 1.352%
67 15.133 2215 2218 2222 rBV 17103 22049 2.14% 0.215%
68 15.333 2248 2252 2256 rBV 50982 62319 6.05% 0.608%
69 15.398 2259 2263 2268 rBV 76466 103821 10.09% 1.013%
70 15.462 2269 2274 2278 rBV 303477 387217 37.62% 3.780%
71 16.980 2527 2532 2541 rVB2 36990 77974 7.57% 0.761%
72 17.439 2607 2610 2616 rVB3 18087 31820 3.09% 0.311%
Sum of corrected areas: 10244511
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library
TIC Integration Parameters:

: 10 Jan 2024 15:15
¢ CG\JU
. Ple85-01

11

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
BF137020.D

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15
Operator : CG\JU

Sample : P1e85-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 1 3-Buten-2-o0l, 2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.193 56.63 ng 803480 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Buten-2-0l, 2-methyl- 86 C5H100 000115-18-4 72
2 3-Penten-2-0l 86 C5H100 001569-50-2 64
3 Butane, 2-bromo-2-methyl- 150 C5H11Br 000507-36-8 53
4 Furan, tetrahydro-2-(methoxymeth... 116 C6H1202 019354-27-9 50
5 Furan, tetrahydro-2-methyl- 86 C5H100 000096-47-9 45
Abundance  Scan 18 (2.193 min): BF137020.D\data.ms (-6) (-) m/z 71.10 100.00%
43.0 71.1
5000
60 T
‘ 5 ‘ 86.0 2.20 2.40 2.60
Ot et e b e e m/z 43.05 91.22%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #2007: 3-Buten-2-ol, 2-methyl-
71.0
43.0
5000 LI L L L B B B
2.20 2.40 2.60
27.0 m/z 41.10 48.66%
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #1933: 3-Penten-2-ol
43.0 71.0
A
2.20 2.40 2.60
5000 m/z 45.10 33.16%
27.0
I L M 86.0
0 H_m_‘H‘M‘J!"‘H;um_J:“‘1"‘_‘lwu_wwww
m/z--> 10 20 30 40 50 60 70 80 90 100110120
Abundance #27892: Butane, 2-bromo-2-methyl- B e
43.0 71.0 2.20 2.40 2.60
m/z 39.10 31.96%
5000
27.0
b AL
H_‘H_‘H‘HH‘HH‘H‘WH‘WH‘WH‘W‘HW‘HW‘H‘_H‘_ e e
m/z--> 10 20 30 40 50 60 70 80 90 100110120 2.20 2.40 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15
Operator : CG\JU

Sample : P1e85-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown3.345 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
3.345 5.55 ng 78730  1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
2 2-Butanol, (R)- 74 C4H100 014898-79-4 40
3 2-Butanol, 3-chloro-, (R*,R*)- 108 C4H9C10 010325-40-3 40
4 2-Butanol, 3-chloro-, (R*,S*)- 108 C4H9C10 010325-41-4 40
5 2-Hexanol 102 C6H140 000626-93-7 40
Abundance Scan 214 (3.345 min): BF137020.D\data.ms (-211) (-) m/z 45.00 100.00%
45.0
5000 [L
e AARmEEES I
61.0 84.1 3.00 3.20 3.40 3.60
0F e b e e e e M/ 43,05 16.74%

m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1091: R-(-)-1,2-propanediol
45.0

5000 ,_““‘H““‘w““_
3.00 3.20 3.40 3.60

20.0 m z 84.10 7.40%
i H“ ‘\ \

61.0° 760
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #975: 2-Butanol, (R)-
45.0

3.00 3.20 3.40 3.60

o

5000 m/z 61.00 6.61%
31.0 59.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5957: 2-Butanol, 3-chloro-, (R*,R*)- Wm_m_m‘mw
45.0 3.00 3.20 3.40 3.60

m/z 44.00 6.38%

5000
27.0
150 ‘
0 L 57.0 730  93.0 106.0

m/z--> 10 20 30 40 50 60 70 80 90 100 110 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15

Operator : CG\JU

Sample : P1e85-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: 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 Propylene Glycol Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
4.604 6.91 ng 98029 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 50
2 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 39
3 4-Penten-2-0l 86 C5H100 000625-31-0 39
4 (R)-(-)-3-Methyl-2-butanol 88 C5H120 001572-93-6 39
5 Diisopropyl ether 102 C6H140 000108-20-3 39
Abundance Scan 428 (4.604 min): BF137020.D\data.ms (-423) (-) m/z 45.05 100.00%
45.0
5000 jk
4.20 4.40 4.60 4.80 5.00
L 572 %9t 811 070 ;
Ottt e e e m/z 41.10 19.72%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
5000
4.20 4.40 4.60 4.80 5.00
m/z 42.95 19.28%
61.0
O \\‘]\_\5\\0‘\\\‘\"‘\\\1‘1‘1\\‘\\\‘\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5014: 2-Pentanol, 4-methyl-
45.0
4.20 4.40 4.60 4.80 5.00
5000 ITI z 39.10 8.50%
69.0
o 15070 ||| S0 o
S
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1928: 4-Penten-2-ol
45.0 4.20 4.40 4.60 4.80 5.00
m/z 69.10 8.23%
5000
0 N
ob 280 e B0 0 850 L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15

Operator : CG\JU

Sample : P1e85-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: 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 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
5.016 4.29 ng 60918 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 Guanidine 59 CH5N3 000113-00-8 9
4 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 498 (5.016 min): BF137020.D\data.ms (-495) (-) m/z 43.00 100.00%
3.0
59.0
5000
101'1 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
83.0 4.60 4.80 5.00 5.20 5.40
0l e b e e M/ 59.00 0 60.76%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 17.67%
3%ﬂ il | 83.0 |
O\\\’\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\’\\\\‘\\\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
AR R
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 14 .86%
101.0
o 180 310 | °80 700 86,0
et A e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #297: Guanidine
430 590 4.60 4.80 5.00 5.20 5.40
m/z 41.00 7.37%
5000
28.0
0m,mwuH!“‘HH‘MH‘HH}mw‘m“m,uu‘mw
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15

Operator : CG\JU

Sample : P1e85-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: 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 Ethanol, 2-(2-ethoxyethoxy)- Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
6.622 2.00 ng 28385 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Ethanol, 2-(2-ethoxyethoxy)- 134 C6H1403 000111-90-0 83
2 Ethanol, 2-[2-(2-ethoxyethoxy)et... 178 C8H1804 000112-50-5 40

3 2-Propanol, 1-(1-methylethoxy)- 118 C6H1402 003944-36-3 39
4 Acetic acid, hydroxy-, ethyl ester 104 C4H803 000623-50-7 9
5 Acetamide, N-butyl- 115 C6H13NO 001119-49-9 9
Abundance Scan 771 (6.622 min): BF137020.D\data.ms (-766) (-) m/z 45.10 100.00%
45.1
5000 ﬁxm
72.0 A“W‘H“H“ﬂﬁu,‘u
‘ H 103.0 6206406606807000
Obrerrrrprereprre bt e m/z 59.00  30.52%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #17316: Ethanol, 2-(2-ethoxyethoxy)-
45.0
5000
6.20 6.40 6.60 6.80 7.00
20l 72.0 m/z 72.60  19.31%
o140 |l ‘M 80.0 1040 1350
\\‘HH‘H\\‘HH‘H\\‘HH‘\H\‘HH‘\H\‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #53405: Ethanol, 2-[2-(2-ethoxyethoxy)ethoxy]-
45.0
R R CRERREEEE
6.20 6.40 6.60 6.80 7.00
5000 m/z 73.00 15.68%
72.0
29,0
ob el 1401190
H_H‘_HwH‘wHH‘HH_H‘_HW‘HWHH‘HH_‘H_HW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140
Abundance #10075: 2-Propanol, 1-(1-methylethoxy)-
45.0 6.20 6.40 6.60 6.80 7.00
m/z 43.00 14.98%
5000
73.0
oL mo0
H_H‘_HwH‘wHH‘HH_H‘_HW‘HWHH‘HHM‘HMHW‘HWH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15
Operator : CG\JU

Sample : P1e85-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 unknown9.916 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
9.916 12.60 ng 211988  Acenaphthene-die 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-bromo- 304 C16H33Br 000112-82-3 22
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 22
3 2,4,4-Trimethyl-1-pentanol, chlo... 242 C1@H17C1F202 1000447-27-2 10
4 Butyl decyl ether 214 C14H300 1000406-40-2 10
5 Tetradecane, 1-bromo- 276 C14H29Br 000112-71-0 10

Abundance Scan 1331 (9.916 min): BF137020.D\data.ms (-1326) (-) m/z 43.00 100.00%

3.0
5000 101.1 41371
70.0 AN
10.00
197.1
Y S lem‘H?Jﬁ?:?wm‘w_m m/z 57.00 56.70%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #204360: Hexadecane, 1-bromo-
57.0
135.0
5000 T
85.0 10.00
29.0 m/z 101.10 45.02%
111.0
0 H\‘\‘{‘H“‘}H }\M‘\\i““\‘\‘W\‘\‘\\\“‘\\H\:I-\G‘gwl(?\‘HH‘HH‘HH
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester
43.0
=
10.00
5000 m/z 97.10 43.26%
‘ 101.0
o S A
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #125244: 2,4,4-Trimethyl-1-pentanol, chlorodifluoroaceta;
57.0 10.00
m/z 137.05 42.42%
5000
97.0
0 ‘29"0“‘\ i 14301690 2270
— e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15

Operator : CG\JU

Sample : P1e85-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M
: 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 7 Benzenesulfonamide, N,4-dim... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.733 16.71 ng 270137  Phenanthrene-di10 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Benzenesulfonamide, N,4-dimethyl- 185
2 Cyclohepta-2,4,6-trienesulfonic ... 185
3 Ethyl(E/Z)-.alpha.-cyano-4-nitro... 416
4 (0-p-Tosylisonitroso)malononitrile 249
5 4-Toluenesulfonylmethyl isocyanide 195

C8H11NO2S
C8H11NO2S
C19H16N207S
C10H7N303S
C9HONO2S

000640-61-9 95
1000187-28-7 70
1000287-26-8 50
020893-01-0 47
036635-61-7 47

Abundance Scan 1470 (10.733 min): BF137020.D\data.ms (-1466) (- m/z 91.05 100.00%

91.0
5000
155.0

390 ‘ ‘ 10.50 11.00
o b L L m/z e5.00  24.01%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #60176: Benzenesulfonamide, N,4-dimethyl-
91.0
30.0
5000 —— ——
10.50 11.00
‘ 185.0 m/z 155.00 23.03%
()’I %\3\9‘¢\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 0 50 100 150 200 250 300 350 400
Abundance #60186: Cyclohepta-2,4,6-trienesulfonic acid, methylamic
91.0
S —
10.50 11.00
5000 185.0 m/z 185.05  22.59%

o

30.0 $
Mw
m/z--> 0 100 150 200 250 300 350 400

Abundance #311119: Ethyl(E/Z)-.alpha.-cyano-4-nitro-.beta.-(p-tosyla P —
91.0 155.0 10.50 11.00

m/z 92.05 17.18%

5000
29.0
ob by M | 2340 2980 371.0416. )

T
m/z--> 0 50 100 150 200 250 300 350 400 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15
Operator : CG\JU

Sample : P1e85-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 8 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.845 4.84 ng 78280  Phenanthrene-dle 11.310
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Pentadecanoic acid 242 C15H3002 001002-84-2 55
3 Tridecanoic acid 214 C13H2602 000638-53-9 49
4 n-Decanoic acid 172 C10H2002 000334-48-5 43
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43

Abundance Scan 1659 (11.845 min): BF137020.D\data.ms (-1656) (- m/z 73.00 100.00%

43.0 73.0
192.1
5000
11.50 12.00
0! m/z 60.10 90.78%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 L el
11.50 12.00
m/z 43.05 88.55%

’ 157.0 185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0

\ \
11.50 12.00
5000 129.0 ITI/Z 41.10 77 .72%
199.0
v W
0%§RH“‘WNWMWAWJMMhﬁumuhphquhwuwmu‘
m/z--> 20 40 60 80 100120 140160 180 200 220 240 260
Abundance #92063: Tridecanoic acid I —
3
43.0 73.0 11.50 12.00
m/z 192.05 71.83%
5000 129.0
171.0
B
0150\\\\\ww\\ VL
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15
Operator : CG\JU

Sample : P1e85-01

Misc

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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 9 Benzo[e]pyrene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.333 3.22 ng 62319  Perylene-di2 15.462
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[a]pyrene 252 C20H12 000050-32-8 94
2 Benzo[e]pyrene 252 C20H12 000192-97-2 93
3 Perylene 252 C20H12 000198-55-0 93
4 Benzo[b]fluoranthene 252 C20H12 000205-99-2 91
5 Benzo[k]fluoranthene 252 C20H12 000207-08-9 90

Abundance Scan 2252 (15.333 min): BF137020.D\data.ms (-2248) (- m/z 252.05 100.00%

252.1
5000

125.0 15.00 15.50
oL 240 871, | 16592029, || 2891  365. ., 254 65  25.27%
miz--> 50 100 150 200 250 300 350
Abundance #138555: Benzokﬂpwene
52.0

LALL ..

5000 T T
15.00 15.50

m/z 253.05 20.91%

126.0
ol 50.0 870 dﬂ 16302000 )
\\\‘\\\\ \\‘\\\\\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #138554: Benzo[e]pyrene
252.0

1500 1550
5000 m/z 125.00 12.55%
125.0
0 39.0 830 “‘H 2000, |
e L B e I L B B e e
m/z--> 50 100 150 200 250 300 350
Abundance #138552: Perylene
252.0 1500 1550

m/z 125.95 11.91%

5000
126.0
ol 50.0 87.0 HM 198.0 | |

m/z--> 50 100 150 200 250 300 350 1500 1550

5 2
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137020.D

Acqg On : 10 Jan 2024 15:15
Operator : CG\JU

Sample : Pl1e85-01

Misc

ALS Vvial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.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|
3-Buten-2-01, 2... 2.193 56.6 ng 803480 1 6.781 283751 20.0
unknown3. 345 3.345 5.5 ng 78730 1 6.781 283751 20.0
Propylene Glycol 4.604 6.9 ng 98029 1 6.781 283751 20.0
2-Pentanone, 4-... 5.016 4.3 ng 60918 1 6.781 283751 20.0
Ethanol, 2-(2-e... 6.622 2.0 ng 28385 1 6.781 283751 20.0
unknown9.916 9.916 12.6 ng 211988 3  9.816 336543 20.0
Benzenesulfonam... 10.733 16.7 ng 270137 4 11.310 323314 20.0
n-Hexadecanoic ... 11.845 4.8 ng 78280 4 11.310 323314 20.0
Benzo[e]pyrene 15.333 3.2 ng 62319 6 15.462 387217 20.0
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