LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc :

ALS vial : 5 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134186.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.146 4 10 24 rVB 1140712 1545214 63.98% 6.574%
2 5.087 507 510 517 rVB 44374 58248 2.41% 0.248%
3 5.475 572 576 588 rBV 2058876 2090063 86.54% 8.893%
4 6.481 742 747 760 rBV 2045402 2142838 88.72% 9.117%
5 6.839 805 808 816 rBV 735197 623094 25.80% 2.651%
6 7.404 900 904 907 rBV 1566964 1347156 55.78% 5.732%
7 8.122 1020 1026 1029 rBV 1012669 818892 33.91% 3.484%
8 8.181 1032 1036 1038 rVB 76347 76619 3.17% 0.326%
9 8.410 1067 1075 1081 rBVS5 59150 112420 4.65% 0.478%
10 8.463 1081 1084 1087 rVV2 39934 39316 1.63% 0.167%
11 8.498 1087 1090 1094 rVW4 47684 57516 2.38% 0.245%
12 8.539 1094 1097 1099 rVvV 211217 166459 6.89% 0.708%
13 8.581 1102 1104 1107 rVB3 33464 30135 1.25% 0.128%
14 8.710 1123 1126 1130 rBV2 66274 64995 2.69% 0.277%
15 8.810 1139 1143 1145 rVB2 62072 71120 2.94% 0.303%
16 8.892 1155 1157 1161 rBv4 22336 37157 1.54% 0.158%
17 8.992 1172 1174 1176 rBV2 51083 51205 2.12% 0.218%
18 9.028 1178 1180 1185 rVB3 55519 69422  2.87% 0.295%
19 9.075 1185 1188 1191 rBV 61270 56002 2.32% 0.238%
20 9.116 1192 1195 1197 rBv2 63566 49099 2.03% 0.209%
21 9.139 1197 1199 1205 rBV 230391 179118 7.42% 0.762%
22 9.198 1205 1209 1212 rBV 2892203 2415238 100.00% 10.276%
23 9.275 1219 1222 1227 rBV2 133700 165024 6.83% 0.702%
24 9.322 1227 1230 1232 rBV3 30586 32206 1.33% 0.137%
25 9.469 1251 1255 1257 rBV3 55180 58647 2.43% 0.250%
26 9.533 1264 1266 1268 rBV2 86076 78055  3.23% 0.332%
27 9.598 1272 1277 1279 rVV3 354547 413689 17.13% 1.760%
28 9.616 1279 1280 1285 rVv4 61518 64572  2.67% 0.275%
29 9.657 1285 1287 1289 rVB 48453 34486 1.43% 0.147%
30 9.739 1298 1301 1304 rBV2 85968 83568 3.46% 0.356%
31 9.786 1306 1309 1311 rVV 110885 99117 4.10% 0.422%
32 9.8160 1311 1313 1317 rWV 126494 102515 4.24% 0.436%
33 9.880 1321 1325 1328 rVV 1026146 867624 35.92%  3.691%
34 9.916 1329 1331 1334 rVB3 38848 33084 1.37% 0.141%
35 9.986 1340 1343 1347 rVB2 47510 51427 2.13% 0.219%
36 10.039 1347 1352 1355 rBV5 53649 98203 4.07% 0.418%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc :

ALS vial : 5 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.069 1355 1357 1361 rVV2 81106 107858 4.47%  0.459%
38 10.133 1364 1368 1371 rVV3 91160 129440 5.36% 0.551%
39 10.169 1371 1374 1376 rVB3 31130 29155 1.21% 0.124%
40 10.198 1376 1379 1382 rBV3 52418 53240 2.20% 0.227%
41 10.251 1385 1388 1390 rVB2 38274 37946 1.57% 0.161%
42 10.286 1390 1394 1396 rBvV3 62110 72692 3.01% 0.309%
43 10.310 1396 1398 1400 rVB 148480 103393  4.28%  0.440%
44 10.339 1400 1403 1405 rBv4 35333 32930 1.36% 0.140%
45 10.363 1405 1407 1414 rVB6 33667 50498 2.09% 0.215%
46 10.422 1415 1417 1420 rBv2 23436 33349 1.38% 0.142%
47 10.533 1431 1436 1439 rBV 210479 223124  9.24%  0.949%
48 10.598 1442 1447 1454 rBV 280563 288967 11.96%  1.229%
49 10.675 1456 1460 1471 rVB 1370907 1326450 54.92% 5.644%
50 10.798 1476 1481 1488 rVB 395542 478590 19.82% 2.036%
51 10.980 1508 1512 1513 rBV2 34383 38293 1.59% 0.163%
52 11.233 1553 1555 1558 rBV 66048 59705 2.47% 0.254%
53 11.263 1558 1560 1567 rVB2 102841 117299 4.86% 0.499%
54 11.374 1575 1579 1582 rBV 904853 775828 32.12%  3.301%
55 11.398 1582 1583 1589 rVB 82967 58252 2.41% 0.248%
56 11.480 1594 1597 1600 rVB3 36953 35165 1.46% ©0.150%
57 11.669 1626 1629 1632 rVB2 42799 39716 1.64% 0.169%
58 11.904 1662 1669 1674 rBV3 141959 212908 8.82% 0.906%
59 11.986 1680 1683 1686 rBv2 40568 40780 1.69% 0.174%
60 12.433 1756 1759 1762 rBV 37490 39187 1.62% 0.167%
61 12.521 1771 1774 1778 rBV3 28468 43166 1.79% 0.184%
62 12.592 1783 1786 1791 rVV 121126 127770 5.29% 0.544%
63 12.692 1798 1803 1810 rVB3 101303 146043 6.05% 0.621%
64 12.827 1822 1826 1832 rVB 206406 204031 8.45% 0.868%
65 12.969 1846 1850 1859 rVV 1760740 1638279 67.83% 6.970%
66 13.045 1859 1863 1870 rVB2 26875 45487 1.88% 0.194%
67 13.157 1879 1882 1886 rVB2 36010 42330 1.75% 0.180%
68 13.263 1897 1900 1903 rVB 43658 36472 1.51% 0.155%
69 13.357 1913 1916 1918 rBV2 38208 32012 1.33% 0.136%
70 13.457 1924 1933 1940 rBV 331128 380325 15.75% 1.618%
71 13.533 1943 1946 1951 rBV2 24202 35562 1.47% 0.151%
72 13.927 2008 2013 2024 rBV8 45447 135415 5.61% 0.576%
73 14.033 2026 2031 2034 rBV2 624498 643162 26.63% 2.736%
74 14.057 2034 2035 2040 rVB 85440 68061 2.82% 0.290%
75 14.186 2054 2057 2067 rVB3 32360 57131 2.37% 0.243%
76 14.504 2107 2111 2116 rBV6 27707 53162 2.20% 0.226%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 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-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 15.092 2207 2211 2219 rBV 72941 150046 6.21% 0.638%
78 15.404 2261 2264 2271 rVB 66078 94086 3.90% 0.400%
79 15.474 2271 2276 2281 rBV2 87422 130807 5.42% 0.557%
80 15.539 2281 2287 2299 rVB 460700 671544 27.80% 2.857%
81 17.086 2542 2550 2557 rBV3 29992 70841 2.93% 0.301%
82 17.551 2626 2629 2634 rVB2 18870 29517 1.22% 0.126%

Sum of corrected areas: 23503557
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\

BF134186.D
: 10 Jul 2023 15:03
: CG\JU
: 03507-01
: 5 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0

TIC: BF134186.D\data.ms

5.475

6.481

7.404

.146

6.839

5.087

Time-->
Abundance

2500000

2000000

1500000

1000000

500000

2.20 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

TIC: BF134186.D\data.ms
9.198

12.969

10.675

0
Time-->
Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF134186.D\data.ms

14.033

15.092 1530414

17.086 17.551

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Butane, 2-methoxy-2-methyl-

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.146 49.60 ng 1545210 1,4-Dichlorobenzene-d4 6.839
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance  Scan 10 (2.146 min): BF134186.D\data.ms (-4) ()
3.0

m/z 73.05 100.00%

5000 43.0
87.1
2.202.302.402.502.60
Lot | :
O et e m/z 43.05  44.40%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 U R B R R B R R
43.0 2.202.302.402.502.60
87.0 m/z 55.05 30.16%
29.0
N \‘ 90 i
O\‘\\\\‘\\\\‘f\f\‘\f\f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 S —
2.202.302.402.502.60
5000 41.0 55.0 ITI/Z 87.10 25.50%
27.0
0 A 1 112.0 129.0
b e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R ERRREE R R
73.0 2.202.302.402.502.60
m/z 41.05 14.82%
5000 43.0
58.0
0“HWWHH‘H‘WH‘WH‘W‘MW‘HW‘H‘_H‘_H‘_‘HM‘H RRNRANRNRERSSRansEanes s
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.502.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03

Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 2 Cyclohexane, (4-methylpentyl)- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
8.410 2.75 ng 112420 Naphthalene-d8 8.122
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, (4-methylpentyl)- 168 C12H24 061142-20-9 50
2 Cyclohexane, (1-methylethyl)- 126 C9H18 PP0696-29-7 49
3 Cyclohexane, 2-propenyl- 124 C9H16 002114-42-3 47
4 Pyridine, 2,3,4,5-tetrahydro- 83 C5HON 000505-18-0 38
5 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 30

Abundance Scan 1075 (8.410 min): BF134186.D\data.ms (-1067) (-)

m/z 83.05 100.00%

55.0 83.0
5000
R RS
1771 8.008.20 8.40 8.60 8.80
0 m/z 55.00 95.33%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #43577: Cyclohexane, (4-methylpentyl)-
83.0
55.0
5000 DL B LN B W
8.00 8.20 8.40 8.60 8.80
m/z 41.05 73.08%
29.0
O\ TTT ‘ \‘\‘\ T \‘ ‘ \Hh\ T “1 T ‘0\5\‘\0\]-‘2\”5\.\0\ ‘ TTT \?‘\618;0\‘ T
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13260: Cyclohexane, (1-methylethyl)-
83.0
55.0 ‘\\\\‘\\\\‘\\\\‘\\\\‘\\
8.00 8.20 8.40 8.60 8.80
5000 m/z 82.00 58.67%
270 M 126.0
0"H"HHN"“H“‘m"HH“HH‘HH‘HH‘HH,H
miz--> 20 40 60 80 100 120 140 160 180
Abundance #12178: Cyclohexane, 2-propenyl- TR TR T
55.0 83.0 8.00 8.20 8.40 8.60 8.80
m/z 57.05 57.34%
5000
27.0 ‘
‘ ‘ 124.0
0 b pebebi ol el W L o
m/z--> 20 40 60 80 100 120 140 160 180 8.00 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Decane, 2,6,7-trimethyl- Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
8.539 4.07 ng 166459 Naphthalene-d8 8.122

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 2,6,7-trimethyl- 184 C13H28 062108-25-2 90
2 Nonane, 3-methyl- 142 C10H22 005911-04-6 72
3 Octane, 3,6-dimethyl- 142 C1leH22 015869-94-0 64
4 Sulfurous acid, 2-ethylhexyl tri... 376 C21H4403S 1000309-19-6 64
5 Octane, 2,6-dimethyl- 142 C10H22 002051-30-1 64

Abundance Scan 1097 (8.539 min): BF134186.D\data.ms (-1094) (-) m/z 57.05 100.00%
57.0

- /JLMM
 RARRRRAEEC S,
851 112.1 8.20 8.40 8.60 8.80
ol 308 Wl “1“ A 1330 1551 1832 0 7110 68.31%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #59086: Decane, 2,6,7-trimethyl-
57.0
5000 U L R B B
8.20 8.40 8.60 8.80
m/z 43.05 60.49%
85.0 112.0
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22081: Nonane, 3-methyl-
57.0
o AAREamaaEEEE SR,
8.20 8.40 8.60 8.80
5000 m/z 41.05 37.00%
29.0
112.0
0 80 w20
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #22108: Octane, 3,6-dimethyl- AR SEEa
57.0 8.20 8.40 8.60 8.80
m/z 55.95  23.99%
5000
113.0
29.0 ‘
85.0
m/z--> 20 40 60 80 100 120 140 160 180 8.20 8.40 8.60 8.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Dodecane, 2,7,10-trimethyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
9.139 4.13 ng 179118  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 91
2 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 90
3 Dodecane, 2,6,10-trimethyl- 212 C15H32 003891-98-3 86
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 83
5 Octane, 2,3,7-trimethyl- 156 C11H24 062016-34-6 59
Abundance Scan 1199 (9.139 min): BF134186.D\data.ms (-1197) (-) m/z 57.10 100.00%
57.1
5000
85.1
R L RaERENS T,
H 150.1 183.2 8.80 9.00 9.20 9.40
oWH‘_Hw_J‘:"\MH_‘1“&3""‘1‘MHH_MHH m/z 71.10  76.38%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90204: Dodecane, 2,7,10-trimethyl-
57.0
5000 L L B I I L B
8.80 9.00 9.20 9.40
29.0 85.0 m/z 43.10 58.18%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90208: Dodecane, 2,6,11-trimethyl-
57.0
R
8.80 9.00 9.20 9.40
5000 m/z 41.10 34.80%
85.0
29.0
ol H‘ I ‘ 130 4410 169.0 197.0
e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90206: Dodecane, 2,6,10-trimethyl- e ARRmEEE RS
57.0 8.80 9.00 9.20 9.40
m/z 85.10 29.83%
5000
29.0 85.0
L 30 1650 1630 5060
R B e e AR R e T e e
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40

8270-BF062623.M Tue Jul 11 ©3:05:22 2023

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Decane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
9.275 3.80 ng 165024  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane 142 C10H22 000124-18-5 72
2 Tetradecane 198 C14H30 000629-59-4 72
3 Carbonic acid, prop-1-en-2-yl tr... 284 C17H3203 1000382-90-8 72
4 Dodecane 170 C12H26 000112-40-3 72
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1222 (9.275 min): BF134186.D\data.ms (-1219) (-)
57.0

5000
85.0
193.2
123.1
NI O e -
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #22067: Decane
43.0
5000
71.0
L Leeo a0
O‘\1\\“\\\\‘\\‘\\‘\‘\\\H‘\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #74006: Tetradecane
57.0
5000
85.0
29.0

\‘ ‘ |y 1130 1410 169.0 1980

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

Abundance #178958: Carbonic acid, prop-1-en-2-yl tridecyl ester
57.0

o

5000
85.0

29.0
h h‘ 1110 1540 1820  227.0

m/z 57.05 100.00%

=

9.00 9.20 9.40 9.60
m/z 43.05 88.44%

i

9.00 9.20 9.40 9.60
m/z 41.10 52.92%

=

9.00 9.20 9.40 9.60
m/z 71.10 52.48%

i

9.00 9.20 9.40 9.60
m/z 55.05 43.05%

i

ol L A a1
miz> 20 40 60 80 100 120 140 160 180 200 220
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Tetradecane, 1l-iodo- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
9.598 9.54 ng 413689  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86
2 Eicosane 282 C20H42 000112-95-8 86
3 3-Ethyl-2,6,10-trimethylundecane 226 C16H34 1000432-25-9 86
4 Isooctyl mercaptoacetate 204 C10H2002S 025103-09-7 64
5 1,3-Dimethylcyclopentanol 114 C7H140 019550-46-0 64

Abundance Scan 1277 (9.598 min): BF134186.D\data.ms (-1272) (-) m/z 57.10 100.00%

57.1
5000

o
99.0 9.50 10.00
0 1832
ol h‘l‘ L | | 14303832 w/z 43.05 86.74%

m/z--> 50 100 150 200 250 300
Abundance #228592: Tetradecane, 1-iodo-
57.0

5000 1
9.50 10.00
m/z 71.05 80.53%

99.0 1550
O T T ‘\“ “‘ ‘\ MH‘ \H‘\ “‘ \‘ T ‘\ f‘ ‘ ‘ T T \1\930\ T T T ‘ T T T T ‘ \32\4\.|
m/z--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0

T
9.50 10.00

5000 m/z 41.10 43.29%
99.0
L0 1410 1830 2250 2820
e e
miz--> 50 100 150 200 250 300
Abundance #107247: 3-Ethyl-2,6,10-trimethylundecane —— —
57.0 9.50 10.00
m/z 85.10 38.59%
5000
113.0
\L ‘\‘\ | “ | 189021&0
O o e B A o B P e P
m/z--> 50 100 150 200 250 300 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 4-[(2-Fluorophenyl)methyl]p... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
9.786 2.28 ng 99117  Acenaphthene-d10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-[(2-Fluorophenyl)methyl]piperi... 193 C12H16FN 194288-97-6 49
2 Cyclohexane, 1,2-dimethyl-3-pent... 224 C16H32 062376-17-4 43
3 Silane, chlorodiethylhexyloxy- 222 CleH23Cl0si 1000363-74-4 35
4 2,6-Heptadienal, 2,4-dimethyl- 138 C9H140 085136-08-9 30
5 Decahydro-1,1,4a,5,6-pentamethyl... 208 C15H28 080655-44-3 25

Abundance Scan 1309 (9.786 min): BF134186.D\data.ms (- 1306) ) m/z 193.15 100.00%
193.

41.0
69.0 97.1
5000 123.1
T ‘ T T ‘ T £
\‘ H ‘ 1641 | 2242 9.50 10.00
0! - ‘w,mﬂﬂ_wuw‘uh,uluwwu“u m/z 41.05 88.53%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67959: 4-[(2- Fluorophenyl)methyl]plperldme
56.0 109.0 93.0
84.0
30.0
5000 —r— —
9.50 10.00
135.0 m/z 55.00 87.33%
640
0’ H“‘\“H\ ‘\‘ }‘ \‘ \“\”1“‘ H\ “\ h\ T \H!“ \“‘\H\ ™ T T \“\ RERRERRE

m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #104615: Cyclohexane, 1,2-dimethyl-3-pentyl-4-propyl-

e

97.0
69.0
9.50 10.00
5000, A0 m/z 69.85  80.95%
153.0
0 | 1260 | 1810 2240
- \\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #100843: Silane, chlorodiethylhexyloxy- P ——
193.0 9.50 10.00
83.0 109.0 m/z 97.10  79.82%
5000
55.0
T 0 o Y -
miz--> 20 40 60 80 100 120 140 160 180 200 220 9.50 10.00

8270-BF062623.M Tue Jul 11 ©3:05:23 2023 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 8 Pentadecane Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
9.810 2.36 ng 102515  Acenaphthene-di10 9.880

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heptadecane 240 C17H36 000629-78-7 90
4 Tridecane 184 C13H28 000629-50-5 90
5 Hexadecane 226 C16H34 000544-76-3 90

Abundance Scan 1313 (9.810 min): BF134186.D\data.ms (-1311) (-) m/z 57.10 100.00%
57.1

o M
T T
9.0 1401 9122 9.50 10.00
ol A Abd L A0S 2122 m/z 43.10 82.75%
m/z--> 50 100 150 200 250 300 350
Abundance #90192: Pentadecane
57.0
5000 — ——
9.50 10.00
m/z 71.10 55.53%
9.0
Olwswd\ ‘\““\ ‘!‘ \‘“‘\““ \“ %\4%‘(‘)\ T \2‘1\‘2\9\ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— o —
9.50 10.00
5000 m/z 41.10 40.43%
9.0
ol | ] 141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #123961: Heptadecane “ 7
57.0 9.50 10.00
m/z 85.10 39.23%
5000
9.0
o \\ 111 % |, 14101830 240.0
A e e SLA AL AL B S A e I S S — T
m/z--> 50 100 150 200 250 300 350 9.50 10.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Dodecane Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
10.069 2.49 ng 107858  Acenaphthene-die 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane 170 C12H26 000112-40-3 90
2 Nonadecane 268 C19H40 000629-92-5 72
3 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 64
4 Decane, 2,4-dimethyl- 170 C12H26 002801-84-5 59
5 Tridecane, 1-iodo- 310 C13H271 035599-77-0 59
Abundance Scan 1357 (10.069 min): BF134186.D\data.ms (-1355) (- m/z 57.05 100.00%
57.0
155.1 L ‘
WL L a0 e
0 ““u”uw‘“‘ “‘”wm””“w T m/z 43.10 87.18%
miz--> 50 100 150 200 250 300
Abundance #45480: Dodecane
57.0
5000 - :
10.00
}g m/z 71.10 58.28%
170.0
01\5 \q‘\ ‘\ “‘\ ‘!‘ H \H T \ T ‘ T 1 L ‘ L ‘ L ‘ LI
miz--> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
T \
10.00
5000 m/z 85.05 52.90%
99.0
oL LLALi, 4101830 2680
miz--> 50 100 150 200 250 300
Abundance #277469: Carbonic acid, eicosyl vinyl ester T ‘
57.0 10.00
m/z 41.05 33.39%
B AVMﬂNk\meWﬁ%ka\wak
ok, | “h‘ I \H\ H‘ ‘\\ %410 1820 — ‘2‘5‘2-‘0‘ — ?‘%5" —
m/z--> 50 100 150 200 250 300 10.00

8270-BF062623.M Tue Jul 11 ©3:05:24 2023 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

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

: 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 10 Tetratetracontane

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
10.133 2.98 ng 129440  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 87
2 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
3 Octacosane 394 (C28H58 000630-02-4 81
4 Hexatriacontane 507 C36H74 000630-06-8 80
5 Hexacosane 366 C26H54 000630-01-3 74

Abundance Scan 1368 (10.133 min): BF134186.D\data.ms (-1364) (-]

m/z 57.05 100.00%

57.0
5000
c o
‘ \133-1 042 10.00 10.50
o‘H\‘h“umel‘N“uf,w«u‘ulu,wwwwwwwm_mw m/z 43.10 80.87%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347240: Tetratetracontane
57.0
5000 — —
10.00 10.50
m/z 71.10 63.12%
oW“‘euﬂ‘lf«»,&?TPFE?“?‘???T?‘Wﬁ‘?ﬁwqwﬁ?mw
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #307033: Octacosane, 2-methyl-
57.0
F e
10.00 10.50
5000 ITI/Z 85.10 46.38%
7.0
o0 00670 3850
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane T ——
57.0 10.00 10.50
m/z 41.10 44.03%
- ﬂMﬂNL\WVQwJMMAﬁﬂMﬂmﬂWﬁ
ol HMF01970 2810 soa0 S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 10.00 10.50

8270-BF062623.M Tue Jul 11 ©3:05:24 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexadecane Concentration Rank 18
R.T. EstConc Area Relative to ISTD R.T.

10.310 2.38 ng 103393  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 94
2 Pentadecane, 7-methyl- 226 C16H34 006165-40-8 87
3 Heptadecane 240 C17H36 000629-78-7 86
4 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 86
5 Decane, 1l-iodo- 268 C1OH21I 002050-77-3 80

Abundance Scan 1398 (10.310 min): BF134186.D\data.ms (-1396) (- m/z 57.05 100.00%
57.0

5000
85.1
— ——
10.00 10.50
113.1 155.1
owmJ“:‘mhuH”:wlm“_‘m‘m‘_‘leﬁzuzwz“lﬁ?w” m/z 43.10  78.04%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane
57.0
5000 — -
10.00 10.50
85.0 9
29.0 m/z 71.05 58.37%
0 “ ‘ L 4 H‘ 113.0 141.0 169.0 197.0 226.0
\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107232: Pentadecane, 7-methyl-
57.0
— =
10.00 10.50
5000 ITI/Z 41.00 36.89%
85.0
20 1120 1400
A e T Y
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #123961: Heptadecane “ 7
57.0 10.00 10.50
m/z 85.10 35.15%
5000
85.0
29.0
w‘H‘_‘H‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 10.00 10.50

8270-BF062623.M Tue Jul 11 ©3:05:25 2023 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Undecane, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.533 5.14 ng 223124  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Undecane, 2,5-dimethyl- 184 C13H28 017301-22-3 76
2 Tridecane 184 C13H28 000629-50-5 72
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 64
4 Undecane, 2,6-dimethyl- 184 C13H28 017301-23-4 58
5 Nonadecane 268 C19H40 000629-92-5 58

Abundance Scan 1436 (10.533 min): BF134186.D\data.ms (-1431) (- m/z 57.05 100.00%
57.0

- MM
‘ 1050 |
99.0 .
169.1
(— “‘u I ‘ | 11342 772011 2393 m/z 43.05 46.00%
miz--> 50 100 150 200 250
Abundance #59066: Undecane, 2,5-dimethyl-
57.0
5000 ——— ‘
10.50
m/z 71.10 45.65%
‘ 112.0
O \2\61\0‘\‘ ““\ ‘!‘ \h‘\ “‘ \h T T T ‘]_\6\9\0 T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #59025: Tridecane
57.0
1 \
10.50
5000 m/z 41.10 25.43%
260, || 80 o a0
m/z--> 50 100 150 200 250
Abundance #193302: Dodecane, 1-iodo- — ‘
57.0 10.50
m/z 85.10 21.24%
99.0
0 %@MW A o - M
miz--> 50 100 150 200 250 10.50

8270-BF062623.M Tue Jul 11 ©3:05:25 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.598 6.66 ng 288967  Acenaphthene-di10 9.880
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Azobenzene 182 C12H1ON2 000103-33-3 53
3 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
4 2-Benzoyl-4-bromo-5-methyl-1,2-o0... 281 C11H8BrNO3 1000444-92-3 47
5 2-Pyrazoline-3-carbonitrile, 1-b... 199 C11H9N30 067872-68-8 47

Abundance Scan 1447 (10.598 min): BF134186.D\data.ms (-1442) (-, m/z 105.00 100.00%

105.0
77.0
182.1
5000
51.0

" T
10.50 11.00

152.0
Ol 2280 LT 2042 w7 77.00 66.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56925: Benzophenone
105.0
7o 182.0
5000 — —
10.50 11.00

51.0 m/z 182.10 52.08%

27.0 \‘ A | 12701520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56777: Azobenzene
77.0

W ~
10.50 11.00

o

182.0
5000 ITI/Z 51.00 28.62%
51.0 105.0
027.0 “ | 128.0 15%'0 |
R R O e I RO L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #32009: Acetophenone, 2-chloro- = st
105.0 10.50 11.00
m/z 50.00 10.29%
77.0
5000
51.0
027"0‘\ \‘ PN N [ 15\40
L A e e A RS A ety 1
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00

8270-BF062623.M Tue Jul 11 ©3:05:26 2023 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

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

: 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 14 Tridecane, 5-propyl-

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
10.798 12.34 ng 478590  Phenanthrene-d10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 5-propyl- 226 Cl16H34 055045-11-9 90
2 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 87
3 Heptacosane 380 C27H56 000593-49-7 80
4 Dodecane, 2,7,10-trimethyl- 212 C15H32 074645-98-0 80
5 Pentadecane, 4-methyl- 226 Cl6H34 002801-87-8 72

Abundance Scan 1481 (10.798 min): BF134186.D\data.ms (-1476) (-

m/z 57.05 100.00%

57.0
5000
S =
113.2
183.2 10.50 11.00
ob, “ L gk 2441 3338 0 nyz 71.10 73.43%
m/z--> 50 100 150 200 250 300 350
Abundance #107223: Tridecane, 5-propyl-
57.0
5000 — Sais
10.50 11.00
m/z 43.05 61.30%
112.0
O\\‘\““ “‘\h\“‘\“\‘\f‘\]‘[8\“3\0‘\22\6\(\)‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #158621: Pentadecane, 2,6,10,14-tetramethyl-
57.0
e o
10.50 11.00
5000 m/z 41.10  28.46%
113.0
‘ 83.0
om‘w bid HmHu_‘?ﬁ?‘?”_”wHH
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 10.50 11.00
m/z 85.10  27.00%
) m@waLmﬂbwA\mﬂﬂNwmmﬂﬂ
ol | | | F | 141.0183.0 225.0 267.0 3230 380,
““‘ R e R e e
m/z--> 50 100 150 200 250 300 350 10.50 11.00

8270-BF062623.M Tue Jul 11 ©3:05:26 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

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

: 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 15 Tetradecane, 3-methyl-

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.263 3.02 ng 117299  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane, 3-methyl- 212 C15H32 018435-22-8 87
2 Hentriacontane 437 C31H64 000630-04-6 86
3 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 80
5 Tetradecane 198 C14H30 000629-59-4 74

Abundance Scan 1560 (11.263 min): BF134186.D\data.ms (-1558) (-]

m/z 57.05 100.00%

57.0
5000
113.1 il‘Od 5.1‘56
184.1 . .
ol bbb Loy “nee2 Wz 71.10 64.25%
m/z--> 50 100 150 200 250 300 350 400
Abundance #90199: Tetradecane, 3-methyl-
57.0
5000 e Py
11.00 11.50
m/z 43.10 53.07%
‘ 130 1830
O\‘\“ “‘\h\‘\‘\‘\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
— 3
11.00 11.50
5000 ITI/Z 85.10 39.47%
13.0
0 I uh\ \‘h :\ll h h‘ \ \6\9 \0 I 2\25 0 309.0 365.0 437.
it St
m/z--> 50 100 150 200 250 300 350 400
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl- — =T
57.0 11.00 11.50
m/z 55.05 29.68%
B M
113.0
0 ‘\‘ “\ I \‘ L1 183.0 239.0 296.0
A A A A e e e e —— —
m/z--> 50 100 150 200 250 300 350 400 11.00 11.50

8270-BF062623.M Tue Jul 11 ©3:05:26 2023

Page:

19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.904 5.49 ng 212908 Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 74
3 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 74
4 Pentadecanoic acid 242 C15H3002 001002-84-2 50
5 n-Decanoic acid 172 C10H2002 000334-48-5 42

Abundance Scan 1669 (11.904 min): BF134186.D\data.ms (-1662) (1 m/z 43.10 100.00%

43.1 73.0
192.1
5000
129.0
—r
L H\ oL T a5 220
YRR 81 1 PR 0 PR Y O m/z 73.00  93.33%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 R
12.00
151018502130 256.0 m/z 59.95 91.30%
0,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #67024: Anthracene, 2-methyl-
192.0
(V‘Mv\\ T ‘ T
12.00
5000 ITI/Z 192.10 80.16%
165.0
ol 390 830 1150 1
R N AT  AARRRaEanE
m/z--> 20 40 60 80 100120140160 180200 220 240260
Abundance #67035: Phenanthrene, 1-methyl- el
192.0 12.00
m/z 41.00 77.02%
5000
165.0
ol 270 630 960 1960 | 1
P e e e ——
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\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Octadecanoic acid Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.692 3.76 ng 146043  Phenanthrene-di10 11.374
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 45
4 Tetradecanoic acid 228 C14H2802 000544-63-8 43
5 Fluoranthene 202 C1l6H10 000206-44-0 38

Abundance Scan 1803 (12.692 min): BF134186.D\data.ms (-1798) (1  m/z 202.00 100.00%

43.0 73.0 202.0
5000
129.0
241.2 284.1 1T — T
| HH\ 171, : 12.50 13.00
e m/z 73.80  85.66%
m/z--> 50 100 150 200 250
Abundance #179090: Octadecanoic acid
43.0
73.0
5000 T —
129.0 12.50 13.00
' 284.C m/z 43.05 84.39%
M ‘ 1850 2410
01‘2-0“\‘ w‘u‘w H\“ ) u‘h‘h M‘\} N . Ll \‘ - “ ks
m/z--> 50 100 150 200 250
Abundance #143510: n-Hexadecanoic acid
60.0
—— —
12.50 13.00
5000 1290 m/Z 57 . 65 71 . 21%
9.0 1710 2130 2560
0 — ‘M‘ » \\hu\ }‘H‘\‘M} ‘\ | “‘ “ “‘ \‘ R “\‘ —
m/z--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid —— —
43.0 73.0 12.50 13.00
m/z 55.00 68.36%
5000 129.0
‘ 199.0 2420
0 ‘L‘ WH‘M h!‘ ‘M \\h\‘\\ ;\n‘\‘u; “‘ ‘1‘61-0;“ ‘i A ““ R — —
m/z--> 50 100 150 200 250 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 18 9-Octadecenamide, (Z)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.457 11.83 ng 380325 Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenamide, (Z)- 281 C18H35NO 000301-02-0 98
2 Palmitoleamide 253 C16H31NO 106010-22-4 91
3 Benzeneethanamine, 2-fluoro-.bet... 229 C11H16FNO3 061338-98-5 64
4 Butanamide, 3-methyl- 101 C5H11NO 000541-46-8 43
5 Butanamide, 3,3-dimethyl- 115 C6H13NO 000926-04-5 38

Abundance Scan 1933 (13.457 min): BF134186.D\data.ms (-1924) (- m/z 59.00 100.00%
59.0

5000 JL/L
" o
ol U“‘“M Jou L 1842 2381 2811 25 0 67.26%
miz--> 50 100 150 200 250
Abundance #174775: 9-Octadecenamide, (Z)-
59.0
5000 T
13.50
m/z 55.05 40.93%
29.0 ‘ 98.0
oL L“ U ‘\HH “\‘}“\;Mh‘ ‘HMM \;\\}?‘%9 ‘\‘ ‘18‘4"0‘ . ‘2‘38‘? . 2‘8"1‘(
miz--> 50 100 150 200 250
Abundance #139496: Palmitoleamide
59.0
e
13.50
5000 ITI/Z 41.10 36.51%
126.0
29-0‘\\ ) 950 T 1560 2100 2530
o) ‘M‘ \M \‘W‘MH AT it it N
miz--> 50 100 150 200 250
Abundance #110061: Benzeneethanamine, 2-fluoro-.beta.,3,4-trihydri —
59.0 13.50
m/z 43.05 29.03%
o910 1410 19602090
‘ el S —
miz--> 50 100 150 200 250 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1-Pentadecanethiol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
13.927 4.21 ng 135415  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecanethiol 244 C15H32S 025276-70-4 94
2 1-Octadecanol 270 C18H380 000112-92-5 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 91
5 Bromoacetic acid, pentadecyl ester 348 C17H33Br02 131143-01-6 91

Abundance Scan 2013 (13.927 min): BF134186.D\data.ms (-2008) (-] m/z 55.05 100.00%

55.0
97.0
5000
——
‘ %37.0166.9 100.0 2341 gy 14.00
ok \‘m‘\‘\ ol AL \!h full gl i AT | by A I s m/z 57.05 99.14%
m/z--> 50 100 150 200 250
Abundance #128528: 1-Pentadecanethiol
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97.0
5000 T
244.0 14.00
m/z 43.00 93.32%
il
otsol WAL ALL L £330 1800 |~
m/z--> 50 100 150 200 250
Abundance #161350: 1-Octadecano
43.0, 83.0
——
14.00
5000 m/Z 83.10 79.26%
25.0
LT, ammo a0
ob—b B R0 gy SRS
m/z--> 50 100 150 200 250
Abundance #126376: 1-Hexadecanol T
55.0 14.00
97.0 m/z 69.05 77 .59%
- MN
o kAL | oo 1300 A
m/z--> 50 100 150 200 250 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Benzo[e]pyrene Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
15.404 2.80 ng 94086  Perylene-di12 15.539
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzo[e]pyrene 252 C20H12 000192-97-2 97
2 Benzo[k]fluoranthene 252 C20H12 000207-08-9 96
3 Benzo[b]fluoranthene 252 C20H12 000205-99-2 93
4 Benzo[j]fluoranthene 252 C20H12 000205-82-3 87
5 Perylene 252 C20H12 000198-55-0 86

Abundance Scan 2264 (15.404 min): BF134186.D\data.ms (-2261) (1 m/z 252.05 100.00%
25p.1

5000
P
125.0 15.50
44.0 93.9 1741 2240 m . : 5
o M0 939 | | 1741 2230 || 2829 ./, 256.65  36.23%
m/z--> 40 60 80 100120140160 180200220240 260 280
Abundance #138554: Benzo[e]pyrene
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071023\
Data File : BF134186.D

Acqg On : 10 Jul 2023 15:03
Operator : CG\JU

Sample : 03507-01

Misc :

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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|
Butane, 2-metho... 2.146 49.6 ng 15452106 1 6.839 623094 20.0
Cyclohexane, (4... 8.410 2.8 ng 112420 2 8.122 818892 20.0
Decane, 2,6,7-t... 8.539 4.1 ng 166459 2 8.122 818892 20.0
Dodecane, 2,7,1... 9.139 4.1 ng 179118 3  9.880 867624 20.0
Decane 9.275 3.8 ng 165024 3 9.880 867624 20.0
Tetradecane, 1-... 9.598 9.5 ng 413689 3 9.880 867624 20.0
4-[(2-Fluorophe... 9.786 2.3 ng 99117 3 9.880 867624 20.0
Pentadecane 9.810 2.4 ng 102515 3 9.880 867624 20.0
Dodecane 10.069 2.5 ng 107858 3  9.880 867624 20.0
Tetratetracontane 10.133 3.0 ng 129440 3 9.880 867624 20.0
Hexadecane 10.310 2.4 ng 103393 3 9.880 867624 20.0
Undecane, 2,5-d... 10.533 5.1 ng 223124 3 9.880 867624 20.0
Benzophenone 10.598 6.7 ng 288967 3 9.880 867624 20.0
Tridecane, 5-pr... 10.798 12.3 ng 478590 4 11.374 775828 20.0
Tetradecane, 3-... 11.263 3.0 ng 117299 4 11.374 775828 20.0
n-Hexadecanoic ... 11.904 5.5 ng 212908 4 11.374 775828 20.0
Octadecanoic acid 12.692 3.8 ng 146043 4 11.374 775828 20.0
9-Octadecenamid... 13.457 11.8 ng 380325 5 14.033 643162 20.0
1-Pentadecanethiol 13.927 4.2 ng 135415 5 14.033 643162 20.0
Benzo[e]pyrene 15.404 2.8 ng 94086 6 15.539 671544 20.0
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