LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc :

ALS Vvial : 20 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128276.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.116 478 481 486 rVB 34789 38291 1.86% 0.171%
2 5.316 511 515 522 rBV 60380 78633 3.83% 0.352%
3 5.510 544 548 562 rBV 2109228 1941681 94.56% 8.687%
4 6.516 714 719 722 rBV 2006371 1971587 96.01%  8.821%
5 6.887 778 782 785 rBV 570996 517698 25.21% 2.316%
6 7.298 849 852 863 rVB 22289 29653  1.44% 0.133%
7 7.451 873 878 881 rBV 1434725 1304286 63.52% 5.835%
8 8.063 979 982 993 rBV 53171 83922 4.09% 0.375%
9 8.169 996 1000 1003 rBV 751529 632238 30.79% 2.829%
10 9.016 1140 1144 1152 rBvV 86226 102119 4.97% 0.457%
11  9.239 1178 1182 1186 rBV 2147653 2053468 100.00% 9.187%
12 9.351 1197 1201 1205 rVB 40442 38960 1.90% 0.174%
13 9.928 1295 1299 1302 rBV 704182 642799 31.30% 2.876%
14 10.716 1429 1433 1441 rBV 1430543 1265895 61.65% 5.664%
15 11.292 1528 1531 1539 rBV 148040 153844 7.49% 0.688%
16 11.416 1548 1552 1555 rBV 763775 628433 30.60% 2.812%
17 11.457 1555 1559 1563 rVB2 22000 27158 1.32% 0.122%
18 11.933 1636 1640 1645 rBV 90913 95241 4.64% 0.426%
19 12.498 1734 1736 1739 rVB 35728 28904 1.41% 0.129%
20 12.633 1756 1759 1762 rBV 36196 34455 1.68% 0.154%
21 12.669 1762 1765 1771 rVB 28558 27334 1.33% 0.122%
22 12.863 1792 1798 1800 rBV 47492 48205 2.35% 0.216%
23 12.886 1800 1802 1811 rVB4 19979 28034 1.37% 0.125%
24 13.004 1817 1822 1825 rVB 2135257 1886680 91.88%  8.441%
25 13.216 1854 1858 1868 rBV 105755 188017 9.16% 0.841%
26 13.439 1892 1896 1898 rVB 29867 24907 1.21% 0.111%
27 13.557 1913 1916 1919 rBV2 36177 41738 2.03% 0.187%
28 13.680 1934 1937 1940 rBV 36958 36137 1.76% 0.162%
29 13.892 1969 1973 1989 rBV 538238 1105780 53.85% 4.947%
30 14.021 1993 1995 1998 rVB 43892 42617 2.08% 0.191%
31 14.063 1998 2002 2005 rBV 677484 586732 28.57% 2.625%
32 14.151 2014 2017 2021 rBv2 30790 38283 1.86% 0.171%
33 14.204 2023 2026 2028 rVV 46440 39823 1.94% 0.178%
34 14.233 2028 2031 2039 rVB2 109642 178498 8.69% 0.799%
35 14.327 2044 2047 2051 rVB 53948 52213 2.54% 0.234%

36 14.533 2074 2082 2097 rBV2 789566 1780901 86.73% 7.968%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 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-BF050922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 14.810 2125 2129 2133 rBV2 131619 168367 8.20% 0.753%
38 14.857 2133 2137 2151 rVV 254817 545134 26.55% 2.439%
39 14.968 2153 2156 2161 rVB 110456 115822 5.64% 0.518%
40 15.162 2184 2189 2193 rBV 586039 654934 31.89% 2.930%
41 15.210 2193 2197 2202 rBvV2 238018 485977 23.67% 2.174%
42 15.557 2250 2256 2260 rBV 339429 463402 22.57% 2.073%
43 15.762 2286 2291 2301 rBV3 114485 180660 8.80% ©0.808%
44 15.998 2325 2331 2337 rVB 412608 607087 29.56% 2.716%
45 16.121 2349 2352 2365 rVB 126581 220056 10.72%  0.985%
46 16.815 2465 2470 2479 rVB 80767 161087 7.84% 0.721%
47 17.315 2550 2555 2561 rVB 105632 191801 9.34% 0.858%
48 17.727 2619 2625 2633 rVB4 146190 348655 16.98%  1.560%
49 18.015 2669 2674 2693 rVB4 93144 433057 21.09% 1.938%

Sum of corrected areas: 22351203
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\

BF128276.D

: 16 May 2022 19:14
¢ CG\JU
: N2832-08

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Butanoic acid, 3-hydroxy-, ... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
5.316 3.04 ng 78633  1,4-Dichlorobenzene-d4 6.887

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butanoic acid, 3-hydroxy-, methy... 118 C5H1003 053562-86-0 90
2 (R)-(-)-Methyl 3-hydroxybutyrate 118 C5H1003 003976-69-0 90
3 Butanoic acid, 3-hydroxy-, methy... 118 C5H1003 001487-49-6 90
4 Pentan-2-yl propyl carbonate 174 C9H1803 1000372-82-9 32
5 Oxirane, 2-methyl-3-propyl-, cis- 100 C6H120 006124-90-9 22

Abundance Scan 515 (5.316 min): BF128276.D\data.ms (-511) (-) m/z 43.05 100.00%

3.0
74.0
5000
59.0 87.0 103.0 TR T T T T T T T
‘ H ‘ ‘ 116.9 5.00 5.20 5.40 5.60
bl el HES sz 45010 60.79%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance  #9930: Butanoic acid, 3-hydroxy-, methyl ester, (S)-
43.0
74.0
5000 L L R B R
103.0 5.00 5.20 5.40 5.60
59.0 87.0 m/z 74.00  52.85%
29.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9898: (R)-(-)-Methyl 3-hydroxybutyrate
43.0
EEEmmmEEEES S
5.00 5.20 5.40 5.60
5000 74.0 m/z 71.00 31.62%
1
50 290 610 ‘ 87.0 103.0
obrregr bl el b e b 2220
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9918: Butanoic acid, 3-hydroxy-, methyl ester R
43.0 5.00 5.20 5.40 5.60
24.0 m/z 42.00  25.47%
5000
g7.0 103.0
59.0
29.0
AT Y O .2
Ol rrrprrrrpresibrrerpbeee et bbb e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknown9.016 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
9.016 3.23 ng 102119 Naphthalene-d8 8.169

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Propanol, 3-[3-(1-methylethoxy... 176 C9H2003 054518-03-5 40
2 2-Pentanol, 2-methyl- 102 C6H140 000590-36-3 38
3 Methyl 2-(2-(2- methoxyethoxy)eth... 192 C8H1605 1000366-88-2 37
4 Tripropylene glycol, propyl ethe... 348 C18H4004Si 1000367-07-2 37
5 Hydrazine, 1,1-bis(1- methylethyl)- 116 C6H16N2 000921-14-2 32

Abundance Scan 1144 (9.016 min): BF128276.D\data.ms (-1140) () m/z 59.00 100.00%

59.0
101.1
5000
A e
39 128.0 8.60 8.80 9.00 9.20 9.40
W Loy ], 1600 1891
O bl bt e L e ST m/z 42.95 62.48%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance  #51507: 1-Propanol, 3-[3-(1-methylethoxy)propoxy]-
59.0
5000 I R LA B I
87.0 8.60 8.80 9.00 9.20 9.40
31.0 m/z 101.10 57.35%
0 \h “ 1 “ 124.0 14'\5 0
\\\‘\\\\‘\\\\‘\\1\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\
miz--> 60 80 100 120 140 160 180
Abundance #5025: 2-Pentanol, 2-methyl-
59.0
Do b
8.60 8.80 9.00 9.20 9.40
5000 m/z 69.00 46.37%
87.0
31.0 ‘
0 H“‘U‘AM“‘;HM‘,u‘H““W“",H““‘H““
miz--> 20 40 60 80 100 120 140 160 180
Abundance #67263: Methyl 2-(2-(2-methoxyethoxy)ethoxy)acetate P TR T
59.0 8.60 8.80 9.00 9.20 9.40
m/z 45.00 44 .13%
5000 117.0
29‘0 89.0 147.0
0 Hwul‘w“‘m“‘mh,‘“‘“MH!_HM,HH_HWHH IR Y S| B
m/z--> 20 40 60 80 100 120 140 160 180 8.60 8.80 9.00 9.20 9.40

8270-BF050922.M Tue May 17 17:35:09 2022 Page: 5



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 unknownll.292 Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.292 4.90 ng 153844  Phenanthrene-di10 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Methyl-4-methoxyoct-1-ene 156 C10H200 1000424-66-5 43
2 4-Heptanol, 2,6-dimethyl- 144 C9H200 000108-82-7 38
3 1,3-Dioxan-4-one, 2-(1,1-dimethy... 172 C9H1603 113505-75-2 37
4 3-Hexanol, 3-ethyl- 130 C8H180 000597-76-2 35
5 1,3-Dioxan-4-one, 2-(1-methyleth... 158 C8H1403 1000197-64-0 35

Abundance Scan 1531 (11.292 min): BF128276.D\data.ms (-1528) (1 m/z 68.95 100.00%

69.0
101.1
5000 43.0
128.1 155.1
LT mea e e
O bl el e el e m/z 59.00 7.93%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #32933: 2-Methyl-4-methoxyoct-1-ene
69.0 101L.0
45.0
5000
1100 1150
m/z 101.10 5.37%
O\H’HH"‘\H“\“‘\‘1”\\“\\\\“‘\\\\‘\\H‘\]\-\sﬁl(\)\u‘\\H‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #24435: 4-Heptanol, 2,6-dimethyl-
69.0
1100 1150
5000 43.0 m/z 43.00 %
015.0 | 126.0
- \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48109: 1,3-Dioxan-4-one, 2-(1,1-dimethylethyl)-6-methy
69.0 1100 1150
m/z 87.00 43.05%
41.0
5000
115.0
om,“:‘wmmH“H_me“_uw““‘1‘7%‘0‘”‘_”‘_ T e )
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 20
R.T. EstConc Area Relative to ISTD R.T.
11.933 3.03 ng 95241  Phenanthrene-d1e 11.416
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 68
4 Tetradecanoic acid 228 C14H2802 000544-63-8 64
5 8-Methylnonanoic acid 172 C10H2002 005963-14-4 43

Abundance Scan 1640 (11.933 min): BF128276.D\data.ms (-1636) (1 m/z 73.00 100.00%

43.0 73.0
5000
129.1
213.1 e
‘ | 0 1851 ‘ 256.3 12.00
oWm‘wwu‘\‘:““Hm”w“ MmmwH_Mmu_mw‘_ m/z 43.05 88.16%
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 T
12.00
151018502130 256.0 m/z 60.00 87.81%
O,
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #92069: Tridecanoic acid
73.0
A e A
43.0 12.00
5000 129.0 m/Z 57.05 68.70%
171.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid —
43.0 ,73.0 12.00
m/z 55.10 67.44%
5000 129.0
199.0
s ) e T
0%§Rk“JWNWwWWAWWMMMWHJMJHJHW‘HWHHM‘H_ —
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Pentadecafluorooctanoic aci... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

13.216  6.41ng 188017 Chrysene-di2 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 94
2 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94

3 1-Dodecanol, 2-hexyl- 270 C18H380 110225-00-8 91
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 91
5 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 91

Abundance Scan 1858 (13.216 min): BF128276.D\data.ms (-1854) (-] m/z 57.05 100.00%

57.0
5000
T —
| ?5,1 i 13.00 13.50
ol M by 205 281 e M/Z 43.05  80.77%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl estel
57.0
5000 — —
13.00 13.50
m/z 55.10 63.11%
\ 125-0 210.0
O HJ\ ‘\‘H\J‘\H\‘L‘\“\‘H“‘L\H%S\\l\.‘o\\H‘\\\4\‘1\5\.\\0‘\\\\‘\\H‘H?\O‘G\\.(\)\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
— —
13.00 13.50
5000 m/z 71.10 53.32%
50 252.0
okl b 207 369.0 648
R e e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #161356: 1-Dodecanol, 2-hexyl- —r —
57.0 13.00 13.50
m/z 69.05 52.09%
5000
50
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 1-Hexacosene Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.892 37.69 ng 1105780  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 n-Tetracosanol-1 354 C24H500 000506-51-4 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Cyclopentadecane 210 C15H30 000295-48-7 92
5 1-Heneicosanol 312 C21H440 015594-90-8 91

Abundance Scan 1973 (13.892 min): BF128276.D\data.ms (-1969) (- m/z 57.05 100.00%
51.0

5000
111
= —r=
13.50 14.00
. ‘H‘ 9! Aod2ier2 2801 .z 43.05  97.98%
mlz--> 50 100 150 200 250 300 350 400
Abundance #273800: 1-Hexacosene
57.0
5000 11.0 = —
13.50 14.00
m/z 55.10 93.57%
ol i1 HH\H i ‘\\““\‘1“?39‘2199 220 340
miz--> 50 100 150 200 250 300 350 400
Abundance #264236: n-Tetracosanol-1
57
= —r
13.50 14.00
5000 111.0 m/z 83.10  83.15%
oL+ LALLL st £0 2100 26403080
miz-> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester = 7
57.0 13.50 14.00
m/z 69.10 74.29%
5000
169.0
ol LALLM, T omposso  aoe e
m/z--> 50 100 150 200 250 300 350 400 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 7 3-Octadecene, (E)- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.233 6.08 ng 178498 Chrysene-di12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Octadecene, (E)- 252 C18H36 007206-19-1 86
2 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 72
3 9-Octadecene, (E)- 252 C18H36 007206-25-9 50
4 2-Thiopheneacetic acid, 3,5-dime... 252 C14H2002S 1000278-92-2 41
5 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 25

Abundance Scan 2031 (14.233 min): BF128276.D\data.ms (-2028) (- m/z 97.10 100.00%

97.1
55.1
5000
= =
199.2 14.00 14.50
39.0 243.1 . :
oL LAl L 4 * | 2031 30303411 0 316 87.13%
mlz--> 50 100 150 200 250 300 350
Abundance #138525: 3-Octadecene, (E)-
69.0
5000 e —
29.4 110 14.00 14.50
m/z 69.05 73.62%
0 \“\‘ “\‘“ ‘H “‘ “‘ “ %54\0\ \196’0\\ \2\5‘2\0\ L L
miz-> 5 100 200 250 300 350
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-
97.0
55.0
—= —
14.00 14.50
5000 m/z 55.10  70.61%
153.0
NIRRT
miz-> 50 100 150 200 250 300 350
Abundance #138524: 9-Octadecene, (E)- —T .
55.0 14.00 14.50
m/z 43.10 65.88%
97.0
5000
oLl L 3900000 220\
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 Heptacos-1-ene Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
14.533 60.71 ng 1780900  Chrysene-d12 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 64
2 Cyclohexane, 2,4-diisopropyl-1,1... 196 C14H28 1000149-60-5 58
3 Pentadecafluorooctanoic acid, do... 582 C20H25F1502 1000406-04-2 53
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 50
5 Octacosanol 410 C28H580 000557-61-9 46
Abundance Scan 2082 (14.533 min): BF128276.D\data.ms (-2074) (- m/z 57.10 100.00%
1.1
- I ,/MJ\‘JM
1 \
\ ‘ 1852 362 3082 3973 1450
ob AR Ly 1 2302 3082 3973 n/z 83.10  98.23%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #286432: Heptacos-1-ene
57.0
5000 111.0 — :
14.50
m/z 97.05 97.72%
378.0
0 \“\‘ “\ | \H‘ ‘H‘\“‘\ ‘h]ﬁ‘e\zl\()\ ‘2\2\2\(\)‘ L ‘ L ’ T \L\ T ’ T 1T ’ T
m/z--> 50 100 150 200 250 300 350 400 450
Abundance  #71778: Cyclohexane, 2,4-diisopropyl-1,1-dimethyl-
41.0 97.0
N [
14.50
5000 m/z 55.10 88.40%
153.0
NEE Y O
miz--> 50 100 150 200 250 300 350 400 450
Abundance #345731: Pentadecafluorooctanoic acid, dodecyl ester A ‘
43.0 14.50
m/z 43.10  88.26%
5000
7.0
168.0
oLl \“‘ L‘ “\mm | 231.0281.0 369.0 455.1
A —
m/z--> 50 100 150 200 250 300 350 400 450 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 9-Octadecenamide, (Z)- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.810 5.74 ng 168367  Chrysene-di2 14.063
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 90
2 10-Heneicosene (c,t) 294 C21H42 095008-11-0 53
3 1-Nonadecene 266 C19H38 018435-45-5 46
4 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 46
5 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 46

Abundance Scan 2129 (14.810 min): BF128276.D\data.ms (-2125) (-1 m/z 59.00 100.00%
0

5000

-

A ——
1541 20802510 320.3 374, 14.50 15.00

0! m/z 43.10 87.05%
m/z--> 50 100 150 200 250 300 350
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T —
14.50 15.00
m/z 55.10 80.96%
0 18. ﬁﬂd 140.0 184.0 238.0281.0
- \‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\
m/z--> 50 100 150 200 250 300 350
Abundance #192006: 10-Heneicosene (c,t)
55.0
— —
7.0 14.50 15.00
5000 m/z 57.10 79.86%
39.0
gl om0
m/z--> 50 100 150 200 250 300 350
Abundance #155960: 1-Nonadecene T T
41.0 14.50 15.00
m/z 72.00 70.46%
83.0
5000
i
0 h ‘\ | ‘H‘ “H‘\H\‘ \L ‘\‘\‘ ‘\} ]“.680 266.0 /f\m Al

m/z--> 50 100 150 200 250 300 350 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 10 1,2-Dodecanediol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.857 23.53 ng 545134  Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1,2-Dodecanediol 202 C12H2602 001119-87-5 72
2 Triallylmethylsilane 166 C1OH18Si 001112-91-0 38
3 Cyclohexane, 1,4-dimethyl-2-(2-m... 168 C12H24 054411-17-5 30
4 Cyclohexane, 1,1,3-trimethyl- 126 C9H18 003073-66-3 25
5 3-Amino-2-cyclohexenone 111 C6HSNO 005220-49-5 25

Abundance Scan 2137 (14.857 min): BF128276.D\data.ms (-2133) (-} m/z 97.10 100.00%
97.1

57.1
5000
— =
#39.1 199.2 14.50 15.00
- u“,“‘h LU 11112553000 3561\ g3 10 op.76%
mlz--> 50 100 150 200 250 300 350
Abundance #77809: 1,2-Dodecanediol
55.0 97.0
5000 — e
171.0 14.50 15.00
J m/z 57.10 79.65%
OL\5‘\ i“i”"““}“
miz--> 50 100 150 200 250 300 350
Abundance #41364: Triallylmethylsilane
97.0
— ==
14.50 15.00
5000 m/z 69.05 76.11%
43.0
- w‘,‘hL J w‘“u T —
miz--> 50 100 150 200 250 300 350
Abundance #43614: Cyclohexane, 1,4-dimethyl-2-(2-methylpropyl)-, ( — —
69.0 111.0 14.50 15.00
m/z 43.10 67.90%
5000
“ 168.0
S O S SN
m/z--> 50 100 150 200 250 300 350 14.50 15.00

8270-BF050922.M Tue May 17 17:35:19 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 11 Heptadecanal Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
14.968 5.00 ng 115822  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanal 254 C17H340 1000376-70-0 91
2 Octadecanal 268 C18H360 000638-66-4 91
3 Hexadecanal 240 C16H320 000629-80-1 91
4 Eicosanal- 296 C20H400 002400-66-0 91
5 17-Octadecenal 266 C18H340 056554-86-0 91
Abundance Scan 2156 (14.968 min): BF128276.D\data.ms (-2153) (-] 57.10 100.00%
57.1
- | ML
15. 00
19312331 2911 .
ob—ritdl 3420 82.10  82.78%

m/z--> 50 100 150 200 250 300 350
Abundance #141014: Heptadecanal
43.0
82.0

5000
15 00

43.10 81.62%

O “ H‘ h \ \“h\ H\ ‘:L(\SG\O} \208\ \O\ ?5’4\0\ T ’ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #158567: Octadecanal
43.0 82.0

15 00
5000 55.10 63.95%
24.0 250.0
by, 1940, |
0 Ll bkl bl b e
m/z--> 50 100 150 200 250 300 350
Abundance #123917: Hexadecanal
43.0, 82.0 15 OO

96.05 54.32%

5000
W230 196.0
h L Hh l, " L 2400

m/z--> 50 100 150 200 250 300 350 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 12 Eicosane, 10-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.163  28.27 ng 654934  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
2 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 93
3 Eicosane, 3-methyl- 296 C21H44 006418-46-8 91
4 Heptacosane 380 C27H56 000593-49-7 91
5 Hexacosane 366 C26H54 000630-01-3 91

Abundance Scan 2189 (15.162 min): BF128276.D\data.ms (-2184) (- m/z 57.10 100.00%

57.1
5000
= =
‘ ‘ 1552 672 15.00 15.50
oLt i] h‘ 1 o2e197.2239.2 298.1337.1379.4425:  n/7 71.10  67.08%
m/z--> 50 100 150 200 250 300 350 400
Abundance #194595: Eicosane, 10-methyl-
57.0
5000 = =
15.00 15.50
m/z 43.05 65.00%
9.0
54.0
O T ‘\ ’ h‘ \“‘\h“ \h‘\“\ T ‘h\h\]\-??‘p\ T ‘ \2\8\]_-\0’ L ’ L ‘ LI
m/z--> 50 100 150 200 250 300 350 400
Abundance #194597: Pentadecane, 8-hexyl-
43.0
— —
15.00 15.50
5000 ITI/Z 85.10 47.07%
196.0
o LLLT a0 Tiossoomo
m/z--> 50 100 150 200 250 300 350 400
Abundance #194592: Eicosane, 3-methyl- T T
57.0 15.00 15.50
m/z 55.05 22.34%
B M/\/\—\/\/\
267.0
o,#15501970,, e i
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 13 Octacosan-14-o0l Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

15.210  20.97 ng 485977  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosan-14-o01 410 C28H580 138967-02-9 91
2 16-Hentriacontanol 452 C31H640 001070-54-8 87
3 Hexadecane-1,2-diol 258 C16H3402 006920-24-7 86
4 Docosyl heptafluorobutyrate 522 C26H45F702 1000351-83-1 50
5 Tetracosyl pentafluoropropionate 500 C27H49F502 1000351-81-3 46

Abundance Scan 2197 (15.210 min): BF128276.D\data.ms (-2193) (-] m/z 83.10 100.00%

e M\w/\
—— —
4390 213.2 15.00 15.50
0 Hm‘puumwi“ b L 202 3812 wyz 97.10  98.63%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308227: Octacosan-14-ol
97.0
43
5000 — —
227.0 15.00 15.50
m/z 57.10 90.58%
O T \‘\ 1‘\ MH‘ “\l\ 1 \ ’ \ T \ \ ‘ L ‘ T TT ‘ T \3\9\‘2‘0\\ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #326487: 16-Hentriacontano
97.0
== =
43.0 15.00 15.50
5000 ITI/Z 43.10 82.32%
241.0
ol LA LIEY, L 310 sea0 43
m/z--> 50 100 150 200 250 300 350 400
Abundance #146036: Hexadecane-1,2-diol T T
83.0 15.00 15.50
m/z 69.10 81.06%
5000 227.0
Al e
ow“”“mHh“,“‘wu‘wm”,‘“H_m_”w””_m — —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 14 Octadecanal Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
15.762 7.80 ng 180660 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 98
2 Hexacosanal 380 C26H520 026627-85-0 95
3 Heptadecanal 254 C17H340 1000376-70-0 91
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 90
5 Octacosanal 408 C28H560 022725-64-0 90

Abundance Scan 2291 (15.762 min): BF128276.D\data.ms (-2286) (-, m/z 57.10 100.00%
57.1

09.1 — =
15.50 16.00
0 %5102020251032913913 m/z 43.05 88.30%
m/z--> 50 100 150 200 250 300 350 400
Abundance #158569: Octadecanal
43.0
06.0
5000 — ——
15.50 16.00
m/z 82.10  72.64%
222.0
O hmh “ “““‘\‘\?\()‘\\“\\‘2\6\8\0\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #287971: Hexacosana
57.0
—— —
15.50 16.00
5000 ITI/Z 55.10 64.23%
10.0 362.0
oL \ 4| 11520 20802500 3060 7]
A ‘ R R Al manan s
m/z--> 50 100 15 200 250 300 350 400
Abundance #141014: Heptadecanal T —
43.0 15.50 16.00
m/z 83.10 57.62%
B M
37.0
0 ) “m “‘;??8?‘2‘54‘9‘ e | | Y
m/z--> 5 100 150 250 300 350 400 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 15 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
15.998 26.20 ng 607087  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentacosane 352 C25H52 000629-99-2 97
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 94
3 Docosane, 9-butyl- 366 C26H54 055282-14-9 94
4 Docosane, 5-butyl- 366 C26H54 055282-16-1 93
5 2-Methylpentacosane 366 C26H54 000629-87-8 91

Abundance Scan 2331 (15.998 min): BF128276.D\data.ms (-2325) (- m/z 57.10 100.00%
57.1

- J\A\dﬂwJ\fﬂww‘wd
16.00
141.2 , :
- L H L1%-1832 239.32801 3231365 ./, 71,10  64.84%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 T
16.00
9.0 m/z 43.10 62.94%
oL L i | 191830 2250 267.0 309.0 3520
\\\‘ T \\\\‘1\\\‘\\\\‘\\\\‘\
m/z--> 100 150 200 250 300 350
Abundance #194595: Eicosane, 10-methyl-
57.0
——
16.00
5000 ITI/Z 85.10 48.81%
9.0 154.0
ol bl iy, T aerozse0zsio
m/z--> 50 100 150 200 250 300 350
Abundance #275540: Docosane, 9-butyl- =
43.0 16.00
m/z 55.10 22.87%
- i /M“\J\MWWAJJ\MAWMWM
182.0
ow“m““‘u” L T T seac T
m/z--> 50 100 150 200 250 300 350 16.00

8270-BF050922.M Tue May 17 17:35:24 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 16 2-Pentacosanone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

16.121 9.50 ng 220056  Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentacosanone 366 C25H500 075207-54-4 83
2 2-Hexadecanone 240 C16H320 018787-63-8 64
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 50
4 2-Tetradecanone 212 C14H280 002345-27-9 43
5 D-Ribose, 5-0-methyl-2,3-0-(1-me... 204 C9H1605 064018-53-7 38

Abundance Scan 2352 (16.121 min): BF128276.D\data.ms (-2349) (- m/z 59.05 100.00%

59.0
5000
\ M 11 17082210 281.0 3419 422! 16.00 16.50
O riihy M” SR m/z 58.00  86.62%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #275521: 2-Pentacosanone
59.0
5000 = I
16.00 16.50
m/z 43.10 74.96%
366.0
0‘\\\\‘ ‘H‘MJT“M\‘\\‘:I-?\O\O\‘\\\2\5‘0\0\\?\’0‘6\\0\\‘\‘\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #123923: 2-Hexadecanone
58.0
T —
16.00 16.50
5000 ITI/Z 71.10 54.92%
Lo 1e20 707
0“J‘U‘“““ ""“‘N‘“u‘u“u“““““““
m/z--> 0 50 lOO 150 200 250 300 350 400
Abundance #4341: Oxirane, tetramethyl- = e
59.0 16.00 16.50
m/z 57.10 35.05%
) L
m/z--> 0 50 100 150 200 250 300 350 400 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 17 Oxirane, heptadecyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
16.815 6.95 ng 161087 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanal 268 C18H360 000638-66-4 87
2 Oxirane, heptadecyl- 282 C19H380 067860-04-2 70
3 13-Tetradecen-1-0l acetate 254 C16H3002 056221-91-1 64
4 Oxirane, hexadecyl- 268 C18H360 007390-81-0 60
5 1,19-Eicosadiene 278 C20H38 014811-95-1 58
Abundance Scan 2470 (16.815 min): BF128276.D\data.ms (-2465) (- m/z 57.10 100.00%
57.1
96.0
5000
1650  17.00
382 1911 2360 293.1 342.0 : :
0 L—tplh ' m/z 43.10 82.39%
mlz--> 50 100 150 200 250 300 350
Abundance #158568: Octadecana
43.00 82.0
5000 — —
16.50 17.00
4.0 m/z 82.05 81.65%
‘ | W Ly, lea0 2P0
O H\‘\\‘\h“\h\}\“‘\\H\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #176357: Oxirane, heptadecyl-
43.0 82.0
— ——
16.50 17.00
5000 m/z 96.00 59.95%
24.0
0 ‘ | | 166.0 222.0 264.0
A T e e e
miz--> 50 100 150 200 250 300 350
Abundance #140821: 13-Tetradecen-1-ol acetate “ —
43.0 16.50 17.00
m/z 83.10 57.81%
5000
L UL M Lljporomeozseo T
m/z--> 50 100 150 200 250 300 350 16.50 17.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_F\Data\BF051622\

Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS vial : 20

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 18 2-Nonadecanone

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
17.315 8.28 ng 191801 Perylene-di2 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Nonadecanone 282 C19H380 000629-66-3 59
2 2-Pentacosanone 366 C25H500 075207-54-4 56
3 Oxirane, tetramethyl- 100 C6H120 005076-20-0 50
4 9-Decen-2-one 154 C10H180 035194-30-0 38
5 2,3-Butanediol, 1,4-dibromo-2,3-... 274 C6H12Br202 1010142-97-1 35

Abundance Scan 2555 (17.315 min): BF128276.D\data.ms (-2550) (-]

m/z 59.05 100.00%

-

= ‘
17.00 17.50
m/z 58.05 75.79%

i%

17.00 17.50
m/z 43.10 74.66%

2

17.00 17.50
m/z 71.10 52.85%

%

17.00 17.50
m/z 57.10 33.03%

5

59.0
5000
ol LA am00 2292 zes0 ssi2 sz
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #176351: 2-Nonadecanone
58.0
5000
282.0
o “1 ‘“‘I"il!‘:‘l.\“(‘\)\:l‘-ewgpw ‘2\2\6\\0‘ T LN B B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #275521: 2-Pentacosanone
59.0
5000
366.0
ol 1 ‘\H 52 1700 _ 250.0 306.0 77
I R B e e FL IR S B e B o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4342: Oxirane, tetramethyl-
59.0
5000
0t e e
m/z--> 50 100 150 200 250 300 350 400 450
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 19 D-Friedoolean-14-en-3-one Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
17.727 15.05 ng 348655 Perylene-d12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 D-Friedoolean-14-en-3-one 424 C30H480 000514-07-8 99
2 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 70
3 (1R, 1aR,2aS,6R,6asS,7aS)-1,6,6a-T... 204 C1l5H24 026620-70-2 49
4 cis-Thujopsene 204 C15H24 000470-40-6 46
5 Himachala-2,4-diene 204 C15H24 060909-27-5 45

Abundance Scan 2625 (17.727 min): BF128276.D\data.ms (-2619) (-] m/z 204.20 100.00%

133.0 204.2
69.1
285.1
5000
420 409.4 17.50 18.00
0! m/z 133.00 91.33%
m/z--> 50 100 150 200 250 300 350 400
Abundance #315414: D-Friedoolean-14-en-3-one
204.0 300.0
133.0
5000 69.0 L — L —
424.( 17.50 18.00
m/z 69.10 77 .59%
0! “““‘J”‘ ‘\\‘\\“\H “‘\“\‘ ‘i“ “H‘ ‘\‘ ““\ S I e ‘1 ““
m/z--> 50 100 150 200 250 300 350 400
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0
— —
17.50 18.00
5000 ITI/Z 107.10 69.42%
81.
S
m/z--> 50 100 150 200 250 300 350 400
Abundance #80445: (1R,1aR,2aS,6R,6aS,7aS)-1,6,6a-Trimethyldeca — ——
105.0 204.0 17.50 18.00
m/z 55.10 66.00%
5000
41.0
49,
0l ﬁMiFhlﬂ‘u“‘u“‘u““u““ —— ——
m/z--> 50 100 150 200 250 300 350 400 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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 20 1-(4-Amino-2-methylphenyl)-... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

18.015 18.69 ng 433057  Perylene-di12 15.557
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-(4-Amino-2-methylphenyl)-2-pip... 204 C12H16N20 443999-53-9 55
2 1,1,4a-Trimethyl-5,6-dimethylene... 204 C15H24 1000193-60-8 50
3 2H-Cyclopentacyclooctene, 4,5,6,... 204 C1l5H24 1000221-85-8 49
4 2,5,5,8a-Tetramethyl-6,7,8,8a-te... 204 C14H200 124957-09-1 49
5 3-Chloro-5-fluoro-4-methoxybenzo... 204 C8H6C1FO3 886497-22-9 43

Abundance Scan 2674 (18.015 min): BF128276.D\data.ms (-2669) (-] m/z 204.15 100.00%

204.2
135.1
5000 43.0 287.1
3401 13 18.00
0 m/z 135.05 59.21%
mlz--> 50 100 150 200 250 300 350 400
Abundance  #79786: 1-(4-Amino-2-methylphenyl)-2-piperidinone
204.0
107.0
5000 e :
18.00
m/z 43.00 49.72%
55.0
O T \“\ ‘\“ ““‘\m\ ‘M \“I‘”“\ h‘w} ].”%?? “\ ‘ L ‘ L ‘ L ‘ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #80273: 1,1,4a-Trimethyl-5,6-dimethylenedecahydronapt
204.0
91.0 — :
41.0 18.00
5000 m/z 287.15  42.11%
7.
0! L
miz--> 50 100 150 200 250 300 350 400
Abundance #80347: 2H-Cyclopentacyclooctene, 4,5,6,7,8,9-hexahyd|
204.0 18.00
133.0 m/z 133.00  41.11%
41.0
5000
m/z--> 50 100 150 200 250 300 350 400 18.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF051622\
Data File : BF128276.D

Acqg On : 16 May 2022 19:14
Operator : CG\JU

Sample : N2832-08

Misc :

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF050922.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|
Butanoic acid, ... 5.316 3.0 ng 78633 1 6.887 517698 20.0
unknown9.016 9.016 3.2 ng 102119 2  8.169 632238 20.0
unknownl11.292 11.292 4.9 ng 153844 4 11.416 628433 20.0
n-Hexadecanoic ... 11.933 3.0 ng 95241 4 11.416 628433 20.0
Pentadecafluoro... 13.216 6.4 ng 188017 5 14.063 586732 20.0
1-Hexacosene 13.892 37.7 ng 1105780 5 14.063 586732 20.0
3-Octadecene, (E)- 14.233 6.1 ng 178498 5 14.063 586732 20.0
Heptacos-1-ene 14.533 60.7 ng 1780900 5 14.063 586732 20.0
9-Octadecenamid... 14.810 5.7 ng 168367 5 14.063 586732 20.0
1,2-Dodecanediol 14.857 23.5 ng 545134 6 15.557 463402 20.0
Heptadecanal 14.968 5.0 ng 115822 6 15.557 463402 20.0
Eicosane, 10-me... 15.163 28.3 ng 654934 6 15.557 463402 20.0
Octacosan-14-ol 15.210 21.0 ng 485977 6 15.557 463402 20.0
Octadecanal 15.762 7.8 ng 180660 6 15.557 463402 20.0
Pentacosane 15.998 26.2 ng 607087 6 15.557 463402 20.0
2-Pentacosanone 16.121 9.5 ng 220056 6 15.557 463402 20.0
Oxirane, heptad... 16.815 7.0 ng 161087 6 15.557 463402 20.0
2-Nonadecanone 17.315 8.3 ng 191801 6 15.557 463402 20.0
D-Friedoolean-1... 17.727 15.1 ng 348655 6 15.557 463402 20.0
1-(4-Amino-2-me... 18.015 18.7 ng 433057 6 15.557 463402 20.0
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