LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO48638.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.632 382 390 400 rVB 181613 296624 17.72%  2.139%
2 7.236 656 663 673 rBv2 109287 198794 11.87% 1.433%
3 7.988 784 791 796 rBv4 11041 21344 1.27% 0.154%
4 8.088 799 808 814 rBV2 90529 154707 9.24% 1.115%
5 8.146 814 818 825 rvB3 14677 25963 1.55% 0.187%
6 8.763 918 923 929 rBv3 9754 17601 1.05% 0.127%
7 9.257 1000 1007 1014 rBV 312974 555765 33.19% 4.007%
8 9.492 1041 1047 1051 rBv4 10675 20967 1.25% 0.151%
9 10.085 1144 1148 1153 rBV8 16846 30074 1.80% 0.217%
10 10.314 1182 1187 1191 rBV6 11532 22554 1.35% 0.163%
11 10.432 1197 1207 1213 rBv1ie 21114 55962 3.34% 0.404%
12 10.626 1233 1240 1245 rBV7 12301 31323 1.87% 0.226%
13 10.696 1246 1252 1256 rBV7 19373 38096 2.28% 0.275%
14 10.873 1277 1282 1285 rBV2 56180 90276 5.39% 0.651%
15 10.914 1285 1289 1296 rVB 119643 227837 13.61% 1.643%
16 10.990 1298 1302 1305 rBV6 11564 18657 1.11% 0.135%
17 11.066 1308 1315 1320 rVB 112372 198129 11.83% 1.429%
18 11.137 1321 1327 1334 rBV9 24204 64097 3.83% 0.462%
19 11.401 1368 1372 1378 rVB7 26050 47135 2.82% 0.340%
20 11.454 1378 1381 1383 rBv4 16442 22856 1.37% 0.165%
21 11.578 1395 1402 1404 rBV8 26935 48211 2.88% ©0.348%
22 11.619 1404 1409 1415 rVVe6 69259 156147 9.33% 1.126%
23 11.666 1415 1417 1425 rVV8 25720 54690 3.27% 0.394%
24 11.742 1425 1430 1435 rVB4 57059 96327 5.75% ©.695%
25 11.819 1439 1443 1452 rVB3 72885 142065 8.48% 1.024%
26 11.930 1455 1462 1466 rBV 231499 388665 23.21% 2.802%
27 11.965 1466 1468 1472 rVB4 28532 36268 2.17% 0.262%
28 12.112 1483 1493 1500 rBv4 26613 89585 5.35% 0.646%
29 12.195 1502 1507 1512 rBV6 30581 55757 3.33% 0.402%
30 12.318 1523 1528 1535 rBV2 229558 353637 21.12%  2.550%
31 12.453 1549 1551 1559 rvww8 28673 54946  3.28% 0.396%
32 12.541 1559 1566 1572 rVB5 96264 212917 12.72% 1.535%
33 12.712 1593 1595 1600 rVB6 25157 31025 1.85% 0.224%
34 12.947 1630 1635 1640 rBV4 88786 156050 9.32% 1.125%
35 12.994 1640 1643 1644 rBV2 35235 40211 2.40% ©0.290%
36 13.058 1650 1654 1658 rVB3 48230 71145 4.25% ©.513%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 13.129 1661 1666 1672 rBV3 100529 159798 9.54% 1.152%
38 13.211 1677 1686 1685 rVW2 72666 114733 6.85% 0.827%
39 13.270 1685 1690 1695 rVB 299324 434753 25.96%  3.135%
40 13.364 1696 1706 1713 rVB 781069 1246928 74.47%  8.991%
41 13.440 1716 1719 1720 rBV3 21378 19304 1.15% ©0.139%
42 13.552 1731 1738 1747 rBV 362361 676951 40.43%  4.881%
43 13.799 1776 1780 1784 rVB7 28876 47803 2.85% ©.345%
44 13.940 1802 1804 1809 rVB5 26872 36514 2.18% 0.263%
45 14.075 1824 1827 1832 rVV4 41040 66530 3.97% ©.480%
46 14.122 1832 1835 1839 rVB3 49724 54292 3.24% 0.391%
47 14.210 1846 1850 1854 rVB 285271 392990 23.47%  2.834%
48 14.251 1854 1857 1865 rVB3 81419 138589  8.28% ©.999%
49 14.327 1866 1870 1874 rVB 60326 79010 4.72% 0.570%
50 14.380 1876 1879 1883 rBV3 39694 52665 3.15% ©.380%
51 14.416 1883 1885 1891 rVB3 34328 38581 2.30% 0.278%
52 14.568 1907 1911 1916 rVB6 38663 70141  4.19% 0.506%
53 14.621 1916 1926 1929 rVWW 207662 301661 18.02%  2.175%
54 14.698 1929 1933 1936 rVv3 38676 64942 3.88% 0.468%
55 14.745 1936 1941 1947 rVB2 176526 297472 17.77%  2.145%
56 14.833 1952 1956 1958 rBV5 16453 21347 1.27% 0.154%
57 15.062 1991 1995 2002 rBV6 19807 46730 2.79% ©.337%
58 15.126 2002 2006 2012 rVV5 25190 44264  2.64% ©.319%
59 15.179 2013 2015 2018 rVB4 17267 17809 1.06% 0.128%
60 15.244 2020 2026 2032 rVV6 37948 72899 4.35% 0.526%
61 15.303 2033 2036 2042 rVB3 17392 26913 1.61% ©.194%
62 15.573 2080 2082 2088 rVB4 28965 35618 2.13% 0.257%
63 15.643 2090 2094 2097 rBV6 13825 23700 1.42% 0.171%
64 15.984 2144 2152 2155 rBV5 27122 63696 3.80% ©.459%
65 16.231 2188 2194 2206 rVB 741787 1132836 67.66% 8.168%
66 16.542 2245 2247 2252 rVB6 12995 17575 1.e5% 0.127%
67 17.494 2403 2409 2417 rBV 255914 406762 24.29%  2.933%
68 17.900 2476 2478 2484 rVB6 15555 18484 1.10% ©0.133%
69 18.240 2532 2536 2537 rBV3 24238 30959 1.85% 0.223%
70 18.381 2551 2560 2569 rBV2 245967 480499 28.70%  3.465%
71 19.316 2717 2719 2723 rBV5 11355 17902 1.07% ©.129%

72 19.645 2770 2775 2783 rBvV2 217179 336932 20.12%  2.429%
73 20.103 2848 2853 2862 rVB 1232570 1674383 100.00% 12.073%
74 20.779 2965 2968 2972 rVB6 15391 16980 1.01% ©0.122%
75 21.425 3073 3078 3081 rBV7 33493 61992 3.70% 0.447%

76 21.789 3134 3140 3148 rBV2 254367 452304 27.01% 3.261%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc

ALS vial : 7 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-BG033021.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
77 23.528 3431 3436 3440 rBV3 18313 33860 2.02% 0.244%

78 25.132 3699 3709 3720 rVB2 132345 414527 24.76%  2.989%

Sum of corrected areas: 13869035

8270-BGO33021.M Fri Apr 09 ©8:18:20 2021 Pag 3



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG048638.D\data.ms
1200000

1000000
800000
600000

400000 0257
: 11.9382.318

200000 5.632
7.236 8.088

7.93846  8.763 9.492 10.Q8E3 1%

0\‘\\\\|\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\|\\\\‘\\\\‘\/\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 950 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG048638.D\data.ms

1200000

20.103

1000000
13.364

800000 16.231

600000

4000003.
21.789

200000 {L

e e

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: BG048638.D\data.ms
1200000
1000000
800000
600000
400000
200000 25.132

23.528

0‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\|\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ T

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknownl1@.43 Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
10.432 4.91 ng 55962 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexanone, 2-methyl-5-(1-met... 152 C1@H160 005948-04-9 43
2 Ethanone, 1-bicyclo[2.2.1]hept-2... 138 C9H140 000824-59-9 38
3 3-Nonyne 124 C9H16 020184-89-8 35
4 Bicyclo[4.1.0]heptane, 2-methyl- 110 C8H14 041977-46-2 35
5 Bicyclo[4.1.0]heptane, 3,7,7-tri... 138 C10H18 000554-59-6 25
Abundance Scan 1207 (10.432 min): BG048638.D\data.ms (-1197) (- m/z 67.00 100.00%
411 64.0 95.1
5000
123.1 1920 o —
| 22‘1'“' 10.50
L Wz 4110 97.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #25339: Cyclohexanone, 2-methyl-5-(1-methylethenyl)-, t
67.0 95.0
41.0
5000 T
152.0 10.50
' m/z 55.05 94.56%
15.0 1123.0‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance  #17633: Ethanone, 1-bicyclo[2.2.1]hept-2-yl-, exo-
95.0
——
10.50
5000 ITI/Z 95.10 91.91%
43.0 67.0
T L
e e e e ﬂ
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #10605: 3-Nonyne i 7
67.0 10.50
95.0 m/z 57.00 79.94%
41.0
5000
150 | 1240 .
e RAR R A ARRARRR R L e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Undecane, 4,6-dimethyl- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

11.067 17.39 ng 198129 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 78
2 Sulfurous acid, 2-ethylhexyl hep... 432 C25H5203S 1000309-20-0 64
3 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 53
4 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 53
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30 192823-15-7 53

Abundance Scan 1315 (11.066 min): BG048638.D\data.ms (-1308) (-  m/z 57.05 100.00%
57.0

> J\J\W
98.1 SN
L)L 1216 510
o"_‘H,H‘u‘m‘_‘H\H!w‘m,w_WWWWWW m/z 43.10 53.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48869: Undecane, 4,6-dimethyl-
57.0
5000 A :
11.00
29.0 85.0 m/z 71.05 51.71%
' 1130
L 010 e
\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #222748: Sulfurous acid, 2-ethylhexyl heptadecy! ester
57.0
T
11.00
5000 m/z 41.10  46.03%
0.0 85.0 113.0
e B R R VY 239.0
N SR TN o HH‘HH‘H‘WH‘WH‘WH‘WH‘WH‘W‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48882: Undecane, 2,6-dimethyl- —— ‘
57.0 11.00
m/z 70.15 16.93%
5000
290‘ 98.0
e et 14101600 Wy
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknownl1l.13 Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.
11.137 5.63 ng 64097 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phosphonochloridous acid, (1-met... 264 C13H26C1OP 074630-89-0 43
2 Cyclopentane, 1-methyl-2-(4-meth... 168 C12H24 066553-50-2 42
3 Cyclopentane, 1l-ethyl-2-methyl-,... 112 C8H16 000930-89-2 38
4 Cyclopropanecarboxylic acid, 1-a... 101 C4H7NO2 022059-21-8 38
5 Cycloheptane, methyl- 112 C8H16 004126-78-7 30

Abundance Scan 1327 (11.137 min): BG048638.D\data.ms (-1321) (- m/z 83.00 100.00%

83.0
551
5000
139.0
— —
h “ ‘ 11.00 11.50
‘\\‘\‘\\“U\‘\‘\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ m/z 57.09 98.77%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #113713: Phosphonochloridous acid, (1-methylethyl)-, 5-I
83.0
41.0
5000 LtaR RAEE
138.0 11.00 11.50
m/z 55.10 78.98%
TTTT ‘ \‘}‘\‘1““‘\ \ \‘N\ \““ \‘\M\“ T \ \ T “\H”\ \“ TTT \ ‘ T \]-\\8‘]\_ \o\\ ‘ TTT %\2? \?\ \\2\6‘ﬁ 9
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #36877: Cyclopentane, 1-methyl-2-(4-methylpentyl)-, tran
55.0
— —
83.0 11.00 11.50
5000 m/z 41.10  73.12%
27‘.0‘ ‘ ‘11“2 0140 0168 0
| , \‘ ‘
H‘W‘HW‘H _‘H“‘H‘H“H‘W‘H‘_H‘_‘H‘HH‘H‘W‘HW‘H‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #6824 Cyclopentane, 1-ethyl-2-methyl-, cis- e —
55.0 83.0 11.00 11.50
m/z 56.10 66.20%
5000
27.0
112.0
m/z--> 20 40 60 80 100120140160180200220240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Cyclohexane, hexyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
11.619 13.71 ng 156147 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, hexyl- 168 C12H24 004292-75-5 72
2 Cyclohexane, 1,1'-methylenebis- 180 C13H24 003178-23-2 64
3 3-Cyclohexyl-1-chloropropane 160 C9H17C1 001124-62-5 59
4 (Z)-Non-3-enyl (E)-2-methylbut-2... 224 C14H2402 1000373-73-1 59
5 Cyclohexane, ethyl- 112 C8H16 001678-91-7 59
Abundance Scan 1409 (11.619 min): BG048638.D\data.ms (-1404) (-  m/z 83.10 100.00%
3.1
55.1
5000
168.1 11E0 500
109.1 11.50 12.00
T T \M‘M\‘\H\M‘ \H\“\‘\ ’M \1\33?.\]\1‘\ T "i‘ !‘\ M T T \2‘(\)\7\1\- m/Z 55.10 66.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #36765: Cyclohexane, hexyl-
55.0 83.0
5000 — —
11.50 12.00
m/z 82.10 57.38%
29.0 ‘ 168.0
\\\‘\h‘\\““\\\MJ‘\‘\“\\“!\\\“]_\]\-]\“\9\\\\’\\\\’\!\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45733: Cyclohexane, 1,1'-methylenebis-
55.0 83.0
—— —
11.50 12.00
5000 m/z 41.10 46.49%
180.0
S . O T
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #31397: 3-Cyclohexyl-1-chloropropane 7 —
83.0 11.50 12.00
55.0 m/z 57.10  29.29%
5000
160.0
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknownll.74 Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.742 8.46 ng 96327 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanone, 1-(2,2-dimethylcyclope... 140 C9H160 003664-75-3 46
2 Oxalic acid, 6-ethyloct-3-yl iso... 286 C1l6H3004 1000309-34-1 43
3 Tetradecane, 4-methyl- 212 C15H32 025117-24-2 38
4 2,4,4-Trimethyl-1-hexene 126 C9H18 051174-12-0 35
5 Tetradecane 198 C14H30 000629-59-4 35

Abundance Scan 1430 (11.742 min): BG048638.D\data.ms (-1425) (- m/z 43.10 100.00%

43.1
5000
7.1
= —
11.50 12.00
183.0 !
. Jhlpdses0 e m/z 41.10 81.43%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #18786: Ethanone, 1-(2,2-dimethylcyclopentyl)-
43.0
5000 T —
11.50 12.00
TIO m/z 55.10 77.80%
T “Hl\‘h\”\(‘\‘l‘l‘\\h\}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance  #132800: Oxalic acid, 6-ethyloct-3-yl isobutyl ester
57.0
—— —
11.50 12.00
5000 m/z 57.10 71.21%
111.0
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #71399: Tetradecane, 4-methyl- T —
43.0 11.50 12.00
m/z 71.10 70.34%
5000
9.0 169.0
H“"M«Jﬂ#‘Ju"H‘“H“‘H“‘H“‘H“‘H“_“ Pty —
m/z--> 50 100 150 200 250 300 350 400 450 500 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Octacosane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

11.819 12.47 ng 142065 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 86
2 10-Methylnonadecane 282 C20H42 056862-62-5 64
3 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 59
4 Tetradecane 198 C14H30 000629-59-4 58
5 Pentadecane 212 C15H32 000629-62-9 53

Abundance Scan 1443 (11.819 min): BG048638.D\data.ms (-1439) (- m/z 57.05 100.00%
57.0

‘ 11‘56 ‘12‘00‘
. 333.0 : :
m“ ‘M\ 44 "‘9‘“‘ m/z 43.10  92.43%
mlz--> 50 100 150 200 250 300 350
Abundance #209565: Octacosane
57.0
5000 = S
11.50 12.00
9.0 m/z 41.10  65.42%
[LLL1 134018302250 2810 3370 304,
\\\‘\\\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #129494: 10-Methylnonadecane
57.0
— —
11.50 12.00
5000 m/Z 71.10 55.55%
9.0 154.0
SRS U - S
miz--> 50 100 150 200 250 300 350
Abundance  #161094: Sulfurous acid, 2-propyl tetradecy! ester Ea —=
43.0 11.50 12.00
m/z 85.10 53.02%
h | W
1970 2610 VELISLVAN
m/z--> 50 100 150 200 250 300 350 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Heptadecane, 2,6-dimethyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.

11.930 34.12 ng 388665 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 2,6-dimethyl- 268 C19H40 054105-67-8 90
2 Dodecane, 4,6-dimethyl- 198 C14H30 061141-72-8 86
3 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
4 Decane, 5-propyl- 184 C13H28 017312-62-8 68
5 Sulfurous acid, decyl 2-ethylhex... 334 C18H3803S 1000309-19-3 64

Abundance Scan 1462 (11.930 min): BG048638.D\data.ms (-1455) (- m/z 57.05 100.00%
57.0

5000 MU
113.1 1500
12.00
155.1
- U‘M ‘ A I 98 23 m/z 71.10 89.10%
miz--> 50 100 150 200 250 300 350
Abundance #117655: Heptadecane, 2,6-dimethyl-
57.0
5000 T
12.00
m/z 43.10 69.54%
113.0
T \‘\““\‘h‘ \“\“‘ \“\‘\ T ‘ \].\8\‘2\'? T \2\5‘3\.0\\ T ‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #59899: Dodecane, 4,6-dimethyl-
57.0
e
12.00
5000 ITI/Z 41.10 54.79%
113.0
LU omsomeg
m/z--> 50 100 150 200 250 300 350
Abundance #71407: Dodecane, 2,7,10-trimethyl- ——
57.0 12.00
m/z 55.10 28.68%
- AW/AMJLﬁWA&N¢Wﬂ/jlW
113.0
1830 S
m/z--> 50 100 150 200 250 300 350 12.00

8270-BGO33021.M Fri Apr 09 08:18:26 2021 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 unknownl2.11 Concentration Rank 16
R.T. EstConc Area Relative to ISTD R.T.
12.112 7.86 ng 89585 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1H-Indene, octahydro-2,3a,4-trim... 208 C15H28 031230-13-4 47
2 p-Formophenetidide 165 CSH11NO2 061587-14-2 38
3 Tricyclo[4.3.1.1(3,8)]undecan-3-01 166 C11H180 014504-80-4 38
4 1,1,6,6-Tetramethylspiro[4.4]nonane 180 C13H24 074054-92-5 30
5 3-Methoxy-6-methyl-6H-pyrazolo[4... 165 C6H7N50 037526-57-1 25
Abundance Scan 1493 (12.112 min): BG048638.D\data.ms (-1483) (- m/z 41.00 100.00%
41.0 165.1
109.1
5000
—— —
H | 282.1 355. 12.00 12.50
— Wl b LT T mjz 165.05  87.96%
mlz--> 50 100 150 200 250 300 350
Abundance #67977: 1H-Indene, octahydro-2,3a,4-trimethyl-2-(1-meth
109.0 165.0
5000 HAJA’\ T T
12.00 12.50
m/z 109.05 79.05%
‘ ‘ ‘ 208.0
\\\\‘\‘\‘“‘\\M \\‘\“h\\\\“\\\\‘\\\\’\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #34598: p-Formophenetidide
109.0 165.0
—— —
12.00 12.50
5000 m/z 83.10 78.42%
53.0
LY U O
m/fz--> 50 100 150 200 250 300 350
Abundance #35057: Tricyclo[4.3.1.1(3,8)Jundecan-3-ol —— ——
95.0 12.00 12.50
m/z 95.10 58.32%
5000
166.0
55.0 ‘ ‘
— wu»w« P — S
m/z--> 50 100 150 200 250 300 350 12.00 12.50

8270-BGO33021.M Fri Apr 09 08:18:27 2021 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tridecane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.318 31.04 ng 353637 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 87
2 Dodecane 170 C12H26 000112-40-3 86
3 Tetradecane 198 C14H30 000629-59-4 80
4 Octane, 2,4,6-trimethyl- 156 C11H24 062016-37-9 72
5 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 58
Abundance Scan 1528 (12.318 min): BG048638.D\data.ms (-1523) (- m/z 57.10 100.00%
57.1
12‘06 5.2‘56
112 1 184.3 : :
o“‘_“wh““W‘MW‘M\H“_‘?ﬁ¥}w“w“w“_“ m/z 43.10 81.51%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #48835: Tridecane
57.0
5000 = —
85.0 12.00 12.50
29.0 m/z 71.05 66.62%
\‘ \“\ H \‘\ L i 11§0 1410 184.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #38315: Dodecane
57.0
= —
12.00 12.50
5000 m/z 41.10 66.58%
85.0
28.0 170.0
0 S ¥ S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59881: Tetradecane — —
57.0 12.00 12.50
m/z 85.10 42.64%
5000
85.0
29.0
\‘ [ H Ly 1130 1410 1690 1980
e e e A e e e e 5 —
m/z--> 20 40 60 80 100 120 140 160 180 200 12.00 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Undecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.541 18.69 ng 212917 Naphthalene-d8 10.914
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane 184 C13H28 000629-50-5 72
2 Undecane 156 C11H24 001120-21-4 72
3 Hexadecane 226 C1l6H34 000544-76-3 64
4 Decane, 6-ethyl-2-methyl- 184 C13H28 062108-21-8 64
5 Dotriacontane 451 C32H66 000544-85-4 59

Abundance Scan 1566 (12.541 min): BG048638.D\data.ms (-1559) (-  m/z 57.10 100.00%
57.1

5000
85.1
U \
12.50
127.2 169.1 1
"‘QSP m/z 71.05 50.96%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #48835: Tridecane
57.0
5000 T ‘
85.0 12.50
29.0 m/z 43.10 44.77%
\‘ \“\ H\ \‘\ L \\11%0\14‘1'0 184'0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #28424: Undecane
57.0
— ‘
12.50
5000 ITI/Z 41.10 42.96%
85.0
29.0
156.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane T ‘
57.0 12.50
m/z 85.10 31.13%
5000
85.0
29.0
‘\‘ L ‘\ \H‘ H\ \‘\ H‘ 11§O L 1410 1690 2260
R R R S R AR SRR —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.50

8270-BGO33021.M Fri Apr 09 08:18:28 2021
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Oxalic acid, monoamide, n-p... Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.

12.947 10.49 ng 156050  Acenaphthene-die 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, monoamide, n-propyl... 313 C18H35NO3 1000309-65-2 58
2 2-Undecene, 5-methyl- 168 C12H24 056851-34-4 46
3 Cyclodecane 140 C1eH20 000293-96-9 35
4 5-Ethyl-3-nonen-6-one 168 C11H200 1000374-06-6 30
5 7-Oxabicyclo[4.1.0]heptane, 1,5-... 126 C8H140 162239-52-3 25

Abundance Scan 1635 (12.947 min): BG048638.D\data.ms (-1630) (-  m/z 57.10 100.00%
57.1

13.00
168.1 212 :
revprerebed 2 2801 m/z 41.10  86.48%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #155580: Oxalic acid, monoamide, n-propyl, tridecyl este|
43.0
5000 T T
13.00
86.0 m/z 71.05 85.03%
L
\\\‘\h\\"‘}H1’\\h\\“M\\“H\\‘\H\’\\H‘HH‘H\\‘HH’\H.\’HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #36786: 2-Undecene, 5-methyl-
57.0
T
13.00
5000 ITI/Z 43.10 63.96%
27l0 112.0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #17940: Cyclodecane —
55.0 13.00
m/z 55.10 62.87%
5000
84.0
‘ ‘ 140.0
L C— -
m/z--> 20 40 60 80 100120140160180200220240260280 13.00

8270-BGO33021.M Fri Apr 09 08:18:28 2021 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 Tetradecane, 2,6,10-trimethyl- Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
13.129 10.74 ng 159798  Acenaphthene-die 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 2,6,10-trimethyl- 240 C17H36 014905-56-7 64
2 Decane, 2-methyl- 156 C11H24 006975-98-0 62
3 Nonane, 4,5-dimethyl- 156 C1l1H24 017302-23-7 58
4 Decane, 1-iodo- 268 C10H21I 002050-77-3 58
5 Octane, 5-ethyl-2-methyl- 156 C11H24 062016-18-6 52

Abundance Scan 1666 (13.129 min): BG048638.D\data.ms (-1661) (-  m/z 43.10 100.00%
43.1
71.1
5000
99.1 —— —
. 13.00 13.50
1271 1801
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94356: Tetradecane, 2,6,10-trimethyl-
57.0
5000 85.0 o ==
13.00 13.50
1130 1550 m/z 71.10 63.13%
"7 183.0
H\‘\H\‘M\\‘“\‘H\“‘!‘\\‘\“‘HH‘\\H’\H‘\‘\\\\“\\\\’\\\2\‘259‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28427: Decane, 2-methyl-
57.0
T .
13.00 13.50
5000 m/z 41.10 56.17%
29.0 85.0
‘ 112.0
wH;‘»‘H‘_AMm‘wH1\‘_%“‘,1;9“w_m,w_w”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #28438: Nonane, 4,5-dimethyl- — —
43.0 13.00 13.50
m/z 85.10 44.84%
71.0
5000
126.0
9901280 4560 W
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.00 13.50

8270-BGO33021.M Fri Apr 09 08:18:29 2021 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 13 Undecane, 5-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
13.211 7.71 ng 114733  Acenaphthene-die 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 5-methyl- 170 C12H26 001632-70-8 72
2 Heneicosane 296 C21H44 000629-94-7 64
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 64
4 2-Bromotetradecane 276 C14H29Br 074036-95-6 64
5 Heptadecane 240 C17H36 000629-78-7 64

Abundance Scan 1680 (13.211 min): BG048638.D\data.ms (-1677) (- m/z 57.10 100.00%
57.1

P Cea T
\ 99\ 1351 1892 5062 13.00 1350
il ) LIS 2062 m/z 71.10 59.87%
miz--> 50 100 150 200 250
Abundance #38325: Undecane, 5-methyl-
43.0
5000 S =
850 13.00 13.50
' m/z 43.10 56.99%
T T “\ ‘\“‘ ‘ “\ W‘ \“‘\ \M\ZG\O\ ‘ 177\0\0 T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #141426: Heneicosane
57.0
P o
13.00 13.50
5000 m/z 85.05 46.58%
99.0
26\10\‘\ ‘\ H\ I h‘ u \%410‘ 1830 225.0 296.(
i ol D e
m/z--> 50 100 150 200 250
Abundance #59888: 3,5-Dimethyldodecane T o
57.0 13.00 13.50
m/z 41.10 41.72%
h M\/\/VJ\W
99.0
m/z--> 50 100 150 200 250 13.00 13.50

8270-BGO33021.M Fri Apr 09 08:18:29 2021 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 14 Dodecane, 2,6,11-trimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.270  29.23 ng 434753  Acenaphthene-d10 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 93
2 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 91
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 83
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 80
Abundance Scan 1690 (13.270 min): BG048638.D\data.ms (-1685) (- m/z 57.10 100.00%
57.1
—— —
H 1131 183.3 13.00 13.50
Ly | ] 15111888 2211 m/z 71.10  95.59%
miz--> 50 100 150 200 250
Abundance #71406: Dodecane, 2,6,11-trimethyl-
57.0
5000 SRt o
13.00 13.50
m/z 43.10 57.26%
]-\4 \0“\ ‘\“ H\ “H \ \ “‘ \ T \ T ’176?.\0 T 2‘1\2.\0\ T ‘ T T T T
m/z--> 50 100 150 200 250
Abundance #71410: Dodecane, 2,6,10-trimethyl-
57.0
—— —
13.00 13.50
5000 ITI/Z 41.10 55.21%
127.0
O L
miz--> 50 100 150 200 250
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- —— —
57.0 13.00 13.50
m/z 85.10 41.26%
h ‘/\/\M
L‘ i ‘\ 141D 1830 2300 2964
=l ‘ —— T e e
m/z--> 50 100 150 200 250 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 15 Tetradecane Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.552 45.51 ng 676951  Acenaphthene-die 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 97
2 Hexadecane 226 C1l6H34 000544-76-3 91
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 87
5 Dodecane 170 C12H26 000112-40-3 86

Abundance Scan 1738 (13.552 min): BG048638.D\data.ms (-1731) (- m/z 57.10 100.00%

57.1
5000 85.1
1350 |
113.1141.1 :
ww‘i‘m!u g M31141116021082 4300 83.30%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #59882: Tetradecane
57.0
5000 85.0 T \
13.50
29.0 m/z 71.10 70.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83027: Hexadecane
57.0
T I
13.50
5000 85.0 m/z 41.10 66.16%
29.0
e ‘HH‘HH‘HHWH‘HH‘mwmwmwuw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #94346: Heptadecane T ‘
57.0 13.50
m/z 85.10 44 .28%
85.0
5000
L %0100 200
““““““ =
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 16 2-Bromo dodecane Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
14.251 9.32 ng 138589  Acenaphthene-die 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 72
2 Triacontane 422 C30H62 000638-68-6 53
3 2-Bromotetradecane 276 C14H29Br 074036-95-6 53
4 2,5-Heptanedione, 3,3,6-trimethyl- 170 C10H1802 051513-40-7 53
5 Hentriacontane 437 C31H64 000630-04-6 53

Abundance Scan 1857 (14.251 min): BG048638.D\data.ms (-1854) (-  m/z 43.10 100.00%
3.1

> W\ﬂWAMMKA/ﬂAVAﬂAwmﬁjth
— —
‘ H ‘ 169.2 2675 3361 14.00 14.50
gl A Lok 4 Mm‘um_mwm_m‘m m/z 57.10  69.24%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100330: 2-Bromo dodecane
57.0
5000 — ~
14.00 14.50
m/z 71.10 46.96%
ﬁlso 169.0
\\\‘\‘\“\TT‘M\‘\\\‘\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #219830: Triacontane
57.0
T 7
14.00 14.50
5000 m/z 41.10 41.11%
169.0
iy Jh‘ | “! ﬂ\ 700,2250,2810 s3r0 422
miz--> 50 100 150 200 250 300 350 400
Abundance #124147: 2-Bromotetradecane — 7
57.0 14.00 14.50
m/z 85.10 37.93%
5000
LLTED, s
\\\\‘\\\H\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\ \‘\ \‘\
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 17 Dodecane, 2-methyl- Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
14.327 5.31 ng 79010  Acenaphthene-d10 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl- 184 C13H28 001560-97-0 80
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 78
3 Hexadecane 226 C16H34 000544-76-3 64
4 Tridecane 184 C13H28 000629-50-5 64
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 1870 (14.327 min): BG048638.D\data.ms (-1866) (-  m/z 57.10 100.00%

57.1
5000 85.1
113. 1 14‘0(5 ‘14‘50‘
182.0 . .
SN u‘w bl L P05 2202 2550 s 0 61,024
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #48851: Dodecane, 2-methyl-
43.0
5000 710 “ —
14.00 14.50
990 1410 m/z 41.10 52.04%
LT e
\‘HH‘\‘}H‘HH\‘HH}\‘W‘H\‘\H‘\‘HHl\\\\‘\\\\‘HH‘HH‘HH‘HH‘\
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #38344: Decane, 3,8-dimethyl-
57.0
— ——
14.00 14.50
5000 m/z 71.10 49.15%
85.0
29.0
‘ ‘ 113.0141.0
SN 0 0 O R S
m/z--> 0 20 40 60 80 100120140160180200220240
Abundance #83023: Hexadecane o T
57.0 14.00 14.50
m/z 85.10 40.07%
5000 85.0
29. 0‘
13.0
etk o b 0169019702260 s Y U
m/z--> 0 20 40 60 80 100120140160180200220240 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 18 Pentadecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.621 20.28 ng 301661  Acenaphthene-d10 14.745
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 96
2 Tetradecane 198 C14H30 000629-59-4 87
3 Tridecane 184 C13H28 000629-50-5 86
4 Nonadecane 268 C19H40 000629-92-5 78
5 Heptacosane 380 C27H56 000593-49-7 64

Abundance Scan 1920 (14.621 min): BG048638.D\data.ms (-1916) (- m/z 57.10 100.00%
57.1

N

5000
— =
“ 99.0 155.2 212.2 ‘ 14.50 15.00
by 3852 2122 803, L. 4310 71.04%
miz--> 50 100 150 200 250 300
Abundance #71396: Pentadecane
57.0
5000 — e

14.50 15.00
m/z 71.10 63.91%

99.0
:\ngd ‘\“ T I ‘!‘ \““\ ““ \“ T “]\.4}‘0‘\ T 2‘1\‘2.\0\ L L
Mizee> 50 100 150 200 250 300
Abundance #59880: Tetradecane
57.0

T P
14.50 15.00

5000 ITI/Z 41.10 59.74%
99.0
50, || 000 w0 o
m/z--> 50 100 150 200 250 300
Abundance #48834: Tridecane 7 —
57.0 14.50 15.00
m/z 85.10 45.63%
h M/
99.0
184.0
oo L1 L0 amo e Wl
miz--> 50 100 150 200 250 300 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 19 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.381 23.63 ng 480499  Phenanthrene-d10 17.494
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 90
3 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 Pentadecanoic acid 242 C15H3002 001002-84-2 74
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72

Abundance Scan 2560 (18.381 min): BG048638.D\data.ms (-2551) (-  m/z 43.10 100.00%
1

4”.
5000
— —
“ 18.00 18.50
T m/z 73.00 98.07%
m/z--> 50 100 150 200 250 300 350
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 rr T
18.00 18.50
m/z 41.10 90.20%
H‘ ‘ 171.0213.0 256.0
‘\H‘H\“h“‘ M\“\‘ \“‘\ \‘ \‘\ “ \“\‘\ T “‘\ T ‘ T T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #72648: Tridecanoic acid
73.0
— —
18.00 18.50
5000 m/Z 60.00 80.22%
129.0
29.¢ 171.0 214.0
I ‘m‘\”‘\‘m‘ \‘\‘\‘\“\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #131258: Octadecanoic acid e T
43.0 18.00 18.50
m/z 55.10 76.70%
5000 129.0
3.0
‘ 1850 541 284.0
H&\M — —
m/z--> 50 100 150 200 250 300 350 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG033021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11l.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 20 Pentadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

19.645 14.90 ng 336932 Chrysene-d12 21.789
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 89
2 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 n-Hexadecanoic acid 256 C16H3202 000057-10-3 58
5 Tetradecanoic acid 228 C14H2802 000544-63-8 53

Abundance Scan 2775 (19.645 min): BG048638.D\data.ms (-2770) (- m/z 73.00 100.00%
73.0

5000

%

19.50 20.00
m/z 60.00 89.13%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #95851: Pentadecanoic acid
73.0
5000 — ——
19.50 20.00
1 301990 m/z 43.10 88.23%

Ls.lﬂ m m i \ |

[T \\‘1\11‘\\\\‘\\\\‘\\\\’\\\\’\\\\’\\\\‘\\\\‘\\\\‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #198268: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es

%

43.0
19.50 20.00
m/z 41.10 84.61%
5000 284.0 /
129.0
BTN T N S
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #131262: Octadecanoic acid —— T
73.0 19.50 20.00
m/z 55.10  81.85%
5000 284.0
185.0
i ”“”\H,,, e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 19.50 20.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG040821\
Data File : BGO48638.D

Acqg On : 8 Apr 2021 14:15
Operator : CG/JU

Sample : M1964-01

Misc :

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG@33021.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
unknown10.43 10.432 4.9 ng 55962 2 10.914 227837 20.0
Undecane, 4,6-d... 11.067 17.4 ng 198129 2 10.914 227837 20.0
unknownl11.13 11.137 5.6 ng 64097 2 10.914 227837 20.0
Cyclohexane, he... 11.619 13.7 ng 156147 2 10.914 227837 20.0
unknownll.74 11.742 8.5 ng 96327 2 10.914 227837 20.0
Octacosane 11.819 12.5 ng 142065 2 10.914 227837 20.0
Heptadecane, 2,... 11.930 34.1 ng 388665 2 10.914 227837 20.0
unknownl12.11 12.112 7.9 ng 89585 2 10.914 227837 20.0
Tridecane 12.318 31.0 ng 353637 2 10.914 227837 20.0
Undecane 12.541 18.7 ng 212917 2 10.914 227837 20.0
Oxalic acid, mo... 12.947 10.5 ng 156050 3 14.745 297472 20.0
Tetradecane, 2,... 13.129 10.7 ng 159798 3 14.745 297472 20.0
Undecane, 5-met... 13.211 7.7 ng 114733 3 14.745 297472 20.0
Dodecane, 2,6,1... 13.270 29.2 ng 434753 3 14.745 297472 20.0
Tetradecane 13.552 45.5 ng 676951 3 14.745 297472 20.0
2-Bromo dodecane 14.251 9.3 ng 138589 3 14.745 297472 20.0
Dodecane, 2-met... 14.327 5.3 ng 79010 3 14.745 297472 20.0
Pentadecane 14.621 20.3 ng 301661 3 14.745 297472 20.0
n-Hexadecanoic ... 18.381 23.6 ng 480499 4 17.494 406762 20.0
Pentadecanoic acid 19.645 14.9 ng 336932 5 21.789 452304 20.0
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