LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS Vvial : 16 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_ G\Methods\8270-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BGO50704.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 5.800 385 393 410 rBV 411541 755940 53.34% 5.477%
2 7.398 656 665 678 rBv 450329 835054 58.93% 6.050%
3 8.255 804 811 822 rVB2 228250 405864 28.64%  2.940%
4 9.425 1002 1010 1023 rVB 291169 553910 39.09% 4.013%
5 10.465 1182 1187 1192 rBV6 8028 14238 1.00% 0.103%
6 10.823 1241 1248 1259 rBV 50077 100075 7.06% 0.725%
7 11.017 1276 1281 1285 rBV 23913 40629 2.87% 0.294%
8 11.082 1285 1292 1298 rVWW 302277 554212 39.11% 4.015%
9 11.205 1306 1313 1320 rVBS5S 10488 24185 1.71% 0.175%
10 11.757 1399 1407 1412 rBV1e 9172 21150 1.49% 0.153%
11 11.892 1423 1430 1435 rBV9 7279 17412 1.23% 0.126%
12 12.057 1453 1458 1463 rVB3 12450 22872 1.61% 0.166%
13 12.251 1484 1491 1497 rVB5 16240 30965 2.19% 0.224%
14 12.445 1518 1524 1531 rBV 49764 78406 5.53% 0.568%
15 12.721 1566 1571 1577 rVB 16484 26749 1.89% 0.194%
16 12.938 1602 1608 1609 rBV 17999 29193 2.06% 0.211%
17 13.244 1658 1660 1668 rVB7 10908 20097 1.42% 0.146%
18 13.385 1679 1684 1689 rBV5 17499 29315 2.07% 0.212%
19 13.496 1696 1703 1713 rVB 659606 1046333 73.84% 7.580%
20 13.673 1724 1733 1738 rBV 71191 119314 8.42% 0.864%
21 13.814 1753 1757 1762 rVB5 12532 20216 1.43% 0.146%
22 14.049 1787 1797 1803 rBV5 16766 50074 3.53% 0.363%
23 14.190 1816 1821 1826 rVB3 26749 42839 3.02% 0.310%
24 14.243 1826 1830 1834 rVB5 19257 29105 2.05% 0.211%
25 14.290 1834 1838 1841 rBV3 30364 47035 3.32% 0.341%
26 14.319 1841 1843 1847 rVB3 27967 34540 2.44% 0.250%
27 14.372 1847 1852 1856 rBV3 12284 22017 1.55% 0.160%
28 14.431 1858 1862 1870 rVB4 18379 35419 2.50% 0.257%
29 14.607 1886 1892 1896 rBV7 17702 40758 2.88% 0.295%
30 14.695 1903 1907 1910 rBV5 19077 26409 1.86% 0.191%
31 14.736 1910 1914 1920 rVB 71733 92559 6.53% 0.671%
32 14.871 1931 1937 1945 rVB 419067 695459 49.08% 5.038%
33 14.942 1945 1949 1955 rBV9S 13084 27128 1.91% 0.197%
34 15.077 1966 1972 1976 rBV8 12311 26988 1.90% 0.196%
35 15.183 1984 1990 1993 rBvV8 8872 18810 1.33% 0.136%
36 15.347 2012 2018 2021 rBV4 19800 34776 2.45% 0.252%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS Vvial : 16 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_ G\Methods\8270-BG100621.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 15.412 2027 2029 2033 rVvB4 11861 14261 1.01% 0.103%
38 15.482 2036 2041 2045 rBV6 16609 36041 2.54% 0.261%
39 15.576 2054 2057 2062 rVB6 11327 19336 1.36% 0.140%
40 15.653 2066 2070 2071 rVV3 18777 26085 1.84% 0.189%
41 15.682 2071 2075 2080 rVB 90686 118039 8.33% 0.855%
42 15.911 2111 2114 2120 rVB5 11685 17358 1.22% 0.126%
43 16.082 2138 2143 2148 rVB2 26774 45172 3.19% 0.327%
44 16.305 2177 2181 2184 rBV6 15008 19034 1.34% 0.138%
45 16.358 2184 2190 2198 rBV 366504 612772 43.24%  4.439%
46 16.540 2217 2221 2232 rBV 87379 190684 13.46% 1.381%
47 17.051 2304 2308 2314 rBV8 12960 24716 1.74% 0.179%
48 17.333 2352 2356 2361 rBV 81056 106459 7.51% 0.771%
49 17.386 2361 2365 2370 rVv2 28568 43913 3.10% 0.318%
50 17.615 2398 2404 2409 rBV 440507 721596 50.92% 5.228%
51 17.662 2409 2412 2417 rVB 68152 96946 6.84% 0.702%
52 18.073 2478 2482 2487 rBV 69915 91866 6.48% 0.666%
53 18.250 2507 2512 2519 rVB 520547 656993 46.36% 4.760%
54 18.761 2595 2599 2602 rVB 61054 68499 4.83% 0.496%
55 19.378 2699 2704 2707 rBV2 874288 1204675 85.01% 8.728%
56 19.413 2707 2710 2719 rVB 1052288 1417093 100.00% 10.266%
57 19.536 2727 2731 2736 rBV 242766 305093 21.53% 2.210%
58 19.660 2747 2752 2758 rBV 100518 175407 12.38% 1.271%
59 20.018 2810 2813 2818 rVB 98766 139219 9.82% 1.009%
60 20.206 2840 2845 2850 rVB 838301 1082561 76.39% 7.843%
61 21.922 3131 3137 3143 rBV 320902 599278 42.29% 4.342%

Sum of corrected areas: 13803141
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG050704.D\data.ms

1000000
800000

600000

5800 7.398

400000
9.425 11.082

8.255
200000

10465 $2 05 1173900825112.121938

0\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
Time--> 350 4.00 450 500 550 6.00 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50 12.00 12.50 13.00

Abundance TIC: BG050704.D\data.ms

19.413

] 20.206
1000000 19.378

800000
13.496

21.922

600000
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ok
Time--> 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG050704.D\data.ms
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800000
600000
400000

200000
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 1 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.823 3.61 ng 100075 Naphthalene-d8 11.082
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Propanoic acid, 2-hydroxy-, 2-me... 146 C7H1403 000585-24-0 59
4 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 50
5 Butane, 1-(1-methylpropoxy)- 130 C8H180 000999-65-5 50

Abundance Scan 1248 (10.823 min): BG050704.D\data.ms (-1241) (- m/z 57.05 100.00%

57.0
5000
75.0
39 ‘ ‘ 101.0 1312 10. 50 ll 00
R S m/z 45.00  98.01%
m/z--> 20 40 60 80 100 120 140 160
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 “ ey
29.0 10.50 11.00
75.0 m/z 41.00 36.30%
O L ‘ \‘H“\‘\“‘H‘\ \MH\ \‘1“\ ‘ \‘\‘ \110}0‘\0\ T ’ \]_\3\2\0‘ T T ’ LI
m/z--> 20 40 60 80 100 120 140 160
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
10 50 11 00
29.0 75.0
100.0
0 Mw\”_wt\"ww,??‘%ﬂ 1630
m/z--> 20 0 60 80 100 120 140 160
Abundance #25441: Propanoic acid, 2-hydroxy-, 2-methylpropyl ester
45.0 10. 50 11 00
m/z 56.00 17.69%
5000
27j0 ‘ 750
102.0
m/z--> 20 40 60 80 100 120 140 160 10. 50 ll 00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 2 Tridecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.445 2.83 ng 78406 Naphthalene-d8 11.082
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 95
2 Undecane, 2,3-dimethyl- 184 C13H28 017312-77-5 80
3 Hexadecane 226 C16H34 000544-76-3 80
4 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 72
5 Undecane 156 C11H24 001120-21-4 72
Abundance Scan 1524 (12.445 min): BG050704.D\data.ms (-1518) (-  m/z 57.00 100.00%
57.0
5000
85.1
——
131.0 12.50
184.2
o"‘HJ“;HMH“u““"‘H"‘H"M"m‘_m_m_m_m m/z 43.00  88.41%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59025: Tridecane
57.0
5000 R
12.50
29.0 85.0 m/z 71.85 58.17%
o \‘ L | ‘ ,113.0 141.0  184.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59049: Undecane, 2,3-dimethyl-
43.0 jkm
A Vgl
5000 m/z 41.00 41.39%
99.0 140.0
P I O - N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane —
57.0 12.50
m/z 85.10 34.05%
5000
85.0
29.0
o \‘ | |, 1130 1410 1690 226.0
“H‘w"H‘H"_‘H"H‘_“w‘u“u‘w“u‘u“_‘u
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 3 Tetradecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.673 3.43 ng 119314  Acenaphthene-die 14.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 90
5 Tridecane, 7-methyl- 198 C14H30 026730-14-3 81

Abundance Scan 1733 (13.673 min): BG050704.D\data.ms (-1724) (- m/z 57.05 100.00%
57.0

5000
550 V\/\/\,/L
TS ~
13.50 14.00
1131
0 ot 82 m/z 43.10 81.31%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane
57.0
5000 85.0 T —
13.50 14.00
29.0 m/z 71.00 58.54%
\H‘H\\‘HH‘HH‘HH‘HH‘HH’HH‘\\H‘HH‘HH’HH‘\\H‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
T ™
13.50 14.00
85.0 o
5000 ITI/Z 41.00 43.25%
29.0
o b S 0141016001070 268
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107220: Hexadecane T ——
57.0 13.50 14.00
m/z 85.00 36.88%
5000 85.0
29.0
o bbb L L 180141.0169.0197.0226.0
R NRARRILAR _H‘_‘HM‘HM‘HW‘HM‘HM‘H‘HH,HH‘HH‘HH P = Fmp
m/z--> 20 40 60 80 100120140160180200220240260 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Hexadecane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

14.736 2.66 ng 92559  Acenaphthene-d10 14.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 91
3 Pentadecane 212 C15H32 000629-62-9 90
4 Tetradecane 198 C14H30 000629-59-4 90
5 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 86

Abundance Scan 1914 (14.736 min): BG050704.D\data.ms (-1910) (- m/z 57.00 100.00%
57.0

5000 85.1 JJMN
1450 1500
112 0 : )
IR w”u A PG AML A7l 2122 0 4305 79.77%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #107217: Hexadecane
57.0
5000 e i
85.0 14.50 15.00
29.0 m/z 71.10  65.82%
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #59028: Tridecane
57.0
T =
14.50 15.00
5000 85.0 ITI/Z 85.10 42.88%

\‘ it H \‘ i Hll%o 141.0 1840

R B e R a man s
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #90192: Pentadecane

57.0 14.50 15.00

m/z 41.00 42.38%

%

85.0
5000

H\‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH

m/z--> 20 40 60 80 100 120 140 160 180 200 220 14.50 15.00

%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 5 10-Methylnonadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.682 3.39 ng 118039  Acenaphthene-die 14.871
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 90
2 Tetratetracontane 619 C44H90 007098-22-8 83
3 Heptadecane 240 C17H36 000629-78-7 78
4 Hexadecane 226 Cl6H34 000544-76-3 72
5 Decane, 2,3,8-trimethyl- 184 C13H28 062238-14-6 64

Abundance Scan 2075 (15.682 min): BG050704.D\data.ms (-2071) (- m/z 57.05 100.00%

57.0
5000
—T— —
| 155.0 15.50 16.00
oHmwﬂuJ,um‘mwH_m‘w_mwWm_m_m_u m/z 43.05 74.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #176388: 10-Methylnonadecane
57.0
5000 — —
15.50 16.00
154.0 m/z 71.10 64.62%
O\\J\‘\‘\‘T‘J\J“’M\‘H‘\HH‘H\\2‘6\\7\.\0‘HH‘\H\‘\H\‘HH‘HH‘\H\‘H\
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
—T —
15.50 16.00
5000 ITI/Z 85.05 44 ,25%
ob HJ‘ﬁlnzf;f{‘1‘97.0267.0337.0 463.0 561.0
A A A e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #123961: Heptadecane T —
57.0 15.50 16.00
m/z 41.00 35.59%
B VV&AVVWVWMAWWM$AﬂM/kV
“ 27.0 240.0
O R e —— —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 15.50 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 6 Heptadecane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
16.540 5.29 ng 190684  Phenanthrene-die 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Nonadecane 268 C19H40 000629-92-5 91
3 Hexadecane 226 C16H34 000544-76-3 91
4 Pentadecane 212 C15H32 000629-62-9 90
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 2221 (16.540 min): BG050704.D\data.ms (-2217) (- m/z 57.05 100.00%
57.0

1650 |
1131 15491 .
om‘w_“Huu‘hmlM‘_WwHw?ﬁq‘?‘l‘?hm‘_m m/z 43.00  77.52%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #123958: Heptadecane
57.0
5000 85.0 T \
16.50
290 m/z 71.00 67.23%
H\‘HH‘\\H‘\\H‘\H\‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
T \
16.50
m/z 85.10 41.57%
5000 85.0
29.0
0 ‘ ‘ h H\ Il \\11\\30\141016901970 268.(
e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #107217: Hexadecane T
57.0 16.50
m/z 41.00 37.48%
5000
85.0
29.0
bl )| oo aano
‘HMHW‘HWHH‘HHMH‘_HWH‘WHHM‘HMHWH‘WHHM‘H —
m/z--> 20 40 60 80 100120140160180200220240260 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 Dodecane, 1-iodo- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
17.333 2.95 ng 106459  Phenanthrene-die 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 93
2 Heptadecane 240 C17H36 000629-78-7 86
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Undecane, 2-methyl- 170 C12H26 007045-71-8 86
5 Hexadecane, 1-iodo- 352 C16H331I 000544-77-4 86

Abundance Scan 2356 (17.333 min): BG050704.D\data.ms (-2352) (- m/z 57.00 100.00%

57.0
5000
— —
‘ 99\'0 1410  196.0229.1 17:00 1rs9
ol M“ bod o 2400 19602291 m/z 43.10  75.60%
miz--> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
5000 — —
17.00 17.50
m/z 71.00 68.29%
99.0
O Za‘o ‘ H\ ‘!‘ \“‘\ ““ \“ T “]\-4\‘]"‘()‘\ T \1\98’.(\) T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #123961: Heptadecane
57.0
— —
17.00 17.50
5000 m/z 85.05 39.81%
99.0
0 \‘ I h | 4|, 1410 1830 240.0
— e
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- — —
57.0 17.00 17.50
m/z 41.00 35.54%
- A/\N\/WMV\%M
99.0
o‘%a\‘%\w R Y I
m/z--> 50 100 150 200 250 17.00 17.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 8 Tridecane, 7-hexyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
18.073 2.55 ng 91866  Phenanthrene-d10 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
2 Nonadecane 268 C19H40 000629-92-5 87
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 2482 (18.073 min): BG050704.D\data.ms (-2478) (- m/z 57.00 100.00%
57.0

18.00 |
113.0 :
o A4 LR tes110m2205 20830 L aaoe g eex
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158602: Tridecane, 7-hexyl-
57.0
29.0
5000 85.0 T I
18.00
182.0 m/z 71.05 69.43%
113.0
ol Ll Ll %0 | 11004002680
‘HH[ \H‘\H\‘\H\[HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158600: Nonadecane
57.0
T \
18.00
m/z 85.10 50.17%
5000 85.0
29.0
e e e e e e e e e e e
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #193300: Dodecane, 1-iodo- —— ‘
57.0 18.00
m/z 41.00 36.24%
- | JQ\JL
29.0 155.0
I a0 180,y
_‘H‘H‘WH‘W‘H‘_‘H_‘H‘H‘WH‘W‘H‘_H‘_‘H‘HH‘H‘W" —
m/z--> 20 40 60 80 100120140160180200220240260280 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 9 Hexadecanoic acid, methyl e... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.250 18.21 ng 656993  Phenanthrene-die 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 95
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 94
3 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86

Abundance Scan 2512 (18.250 min): BG050704.D\data.ms (-2507) (-  m/z 74.00 100.00%
74.0

5000
43.0
— —
3. 227.2 18.00 18.50
185.1 270.1
[ — M freo, | &L, 2701 m/z 86.95 69.45%
miz--> 100 150 200 250
Abundance #161212. Hexadecanoic acid, methyl ester
74.0
5000 —— S—
43.0 18.00 18.50
143.0 m/z 43.05  34.29%
0 ‘ d“h\w ]70\ ‘ . \18'\50\ 22\7.9 279'0
T T T T ‘ \ i T T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
e —
18.00 18.50
5000 43.0 m/z 55.00  26.55%
ol ‘ M‘ Hm ;1101430 185.0 227.0 270.0
T \ \ ‘ T T T T T ‘ T \ T T “ T T \ T ‘ T \ T T
miz--> 100 150 200 250
Abundance #109335:Tndecanmcacm,meﬂwleﬁer 7 —
74.0 18.00 18.50
m/z 41.00 26.02%
5000
43.0 143.0
185.0
ey | T 2280
owuu_ww‘mw‘umm_w”_”‘ m—. ——
mlz--> 100 150 200 250 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 10 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

19.378 33.39 ng 1204680  Phenanthrene-d10 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 9,12-Octadecadienoic acid, methy... 294 C19H3402 002462-85-3 99
3 9,11-Octadecadienoic acid, methy... 294 C19H3402 013038-47-6 98
4 Methyl 10-trans,12-cis-octadecad... 294 C19H3402 1000336-44-2 96
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 96

Abundance Scan 2704 (19 378 min): BG050704.D\data.ms (-2699) (- m/z 67.00 100.00%

5000 JL
09.0 — S
1500 061 2631 19.00 19.50
y— " ”hh”“ el S P2 8020 myz s1.00  78.47%
miz--> 50 100 150 200 250 300
Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0
5000 = el
19.00 19.50
09.0 m/z 55.00 67.84%
O T T T }“ H“‘ \Hh \““\ H \H T \ T ’ T T T T 2‘6\?'\0\ \‘ ‘ T T
miz--> 50 100 150 200 250 300
Abundance  #191900: 9,12-Octadecadienoic acid, methyl ester
67.0
— —
19.00 19.50
5000 m/z 41.60 59.88%
09.0
2940
ol U Hh HHWHM \h ‘\\‘ 22302610 "/ "
Miz--> 50 100 150 200 250 300
Abundance #191929: 9,11-Octadecadienoic acid, methyl ester, (E,E)- o —
67.0 19.00 19.50
m/z 95.00 50.75%
5000
09.0
29. ‘ 294.0
N Nm m ‘1@37‘0220‘0 e S
m/z--> 50 100 150 200 250 300 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 11 14-Octadecenoic acid, methy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
19.413 39.28 ng 1417090  Phenanthrene-d10 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 99
2 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 99
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
4 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 98
5 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 94

Abundance Scan 2710 (19.413 min): BG050704.D\data.ms (-2707) (- m/z 55.00 100.00%
55.0

5000

%

37.0 180.1 222.2 264.1 19.50

) 3051 355C | 41.00  69.50%

mlz--> 50 100 150 200 250 300 350
Abundance #194421: 14-Octadecenoic acid, methyl ester wwwj%\kaﬂd
55.0
5000 T
7.0 19.50
264.0 m/z 69.00 67.51%
H 3018002220 |
0! \\ \Hm jlh‘ \H\‘H sl “ - 1‘ . “‘ , ‘ ‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #194418: 12-Octadecenoic acid, methyl ester
55.0
ldSO
5000 m/z 74.60  63.09%
97.0 264.0
38.0 180.0 222.0
0! m‘ ‘\“ ‘;““““\H‘\‘HH‘H
miz-> 50 100 150 200 250 300 350
Abundance #194420: 13-Octadecenoic acid, methyl ester —
55.0 19.50
m/z 43.05 52.70%
5000
7.0
264.0
| pmosm0220 | o,
0! ‘”‘MWW““‘ L‘ ‘W\\ , “‘ “ T e
m/z--> 50 100 150 200 250 300 350 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS vial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 12 Heptadecanoic acid, 16-meth... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.536 8.46 ng 305093  Phenanthrene-d10 17.621
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 95
2 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
3 Methyl stearate 298 C19H3802 000112-61-8 93
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 93
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 93

Abundance Scan 2731 (19 536 min): BG050704.D\data.ms (-2727) (- m/z 74.00 100.00%

74.0
5000
143.0 1950 ‘
255.2 19.50
199.1 2983
ol H AA9:L, “ b L S0O835 7 87,00 69.34%
miz--> 100 150 200 250 300
Abundance #197352. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
5000 L :
b8.0 19.50
143.0 o550 2980 m/z 43.00  40.62%
199.0 ‘
O T \ \ ‘ \ H ‘M Hp? \ \‘ \ T \‘\ “ \‘ T \‘ “‘\ H\ L “ L L
miz--> 100 150 200 250 300
Abundance #161212:Hexadecanok:add,nnﬁhylemer
74.0
T T
19.50
5000 ITI/Z 55.00 29.32%
143.0
‘ |1l | 1850 227.0 2700
ob—b bl o b e
miz--> 50 100 150 200 250 300
Abundance #197273: Methyl stearate T ‘
74.0 19.50
m/z 41.00 28.41%
5000
143.0
# ‘ 199.0 255.0 298.0
S YT N N N AV
mlz--> 100 150 200 250 300 19.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG102221\
Data File : BGO50704.D

Acqg On : 23 Oct 2021 1:07
Operator : CG/JU

Sample : M4298-01 2X

Misc :

ALS Vvial : 16 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG100621.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|
Ethanol, 2-(2-b... 10.823 3.6 ng 100075 2 11.082 554212 20.0
Tridecane 12.445 2.8 ng 78406 2 11.082 554212 20.0
Tetradecane 13.673 3.4 ng 119314 3 14.871 695459 20.0
Hexadecane 14.736 2.7 ng 92559 3 14.871 695459 20.0
10-Methylnonade... 15.682 3.4 ng 118039 3 14.871 695459 20.0
Heptadecane 16.540 5.3 ng 190684 4 17.621 721596 20.0
Dodecane, 1-iodo- 17.333 3.0 ng 106459 4 17.621 721596 20.0
Tridecane, 7-he... 18.073 2.5 ng 91866 4 17.621 721596 20.0
Hexadecanoic ac... 18.250 18.2 ng 656993 4 17.621 721596 20.0
9,12-Octadecadi... 19.378 33.4 ng 1204680 4 17.621 721596 20.0
14-Octadecenoic... 19.413 39.3 ng 1417090 4 17.621 721596 20.0
Heptadecanoic a... 19.536 8.5 ng 305093 4 17.621 721596 20.0
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