LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1068-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF137030.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 2.134 5 8 13 rVB2 12673 17281 2.10% 0.203%
2 4.440 395 400 406 rVB5 7369 12492 1.52% 0.147%
3 5.016 490 498 505 rBv2 39423 57626 7.02% 0.676%
4 5.204 526 530 532 rBV 12420 12718 1.55% 0.149%
5 5.381 558 560 565 rvB2 11091 11373 1.38% 0.133%
6 5.428 565 568 583 rBV 799488 810847 98.71% 9.514%
7 5.698 611 614 619 rVB 13727 13231 1.61% 0.155%
8 5.810 627 633 637 rBv 8456 10580 1.29% 0.124%
9 6.034 666 671 677 rBV3 7714 10945 1.33% 0.128%
10 6.310 715 718 723 rBvV2 11116 12002 1.46% 0.141%
11 6.434 736 739 751 rBV 820349 778049 94.72%  9.129%
12 6.616 766 770 772 rBV2 25863 25113 3.06% 0.295%
13 6.787 795 799 803 rVB 302384 258353 31.45% 3.031%
14 7.045 838 843 847 rBV3 11334 15601 1.90% 0.183%
15 7.163 859 863 867 rBv3 8274 10917 1.33% 0.128%
16 7.345 891 894 897 rBV 610638 479884 58.42% 5.631%
17 7.369 897 898 902 rVW 33185 28585 3.48% 0.335%
18 7.422 902 907 910 rVB6 11434 16487 2.01% 0.193%
19 7.481 910 917 920 rBVe6 5657 13170 1.60% 0.155%
20 7.810 969 973 977 rBv6 10796 18365 2.24% 0.215%
21 8.039 1009 1012 1013 rBV 36268 27988 3.41% 0.328%
22 8.063 1013 1016 1018 rVV 359359 300028 36.53% 3.520%
23 8.081 1018 1019 1023 rVV 44035 37652 4.58% 0.442%
24  8.116 1023 1025 1028 rVB 23964 18409 2.24% 0.216%
25 8.257 1046 1049 1052 rVB3 13054 11999 1.46% 0.141%
26 8.351 1060 1065 1071 rBV7 13447 19249 2.34% 0.226%
27 8.434 1077 1079 1083 rVB5 10047 11027 1.34% 0.129%
28 8.481 1083 1087 1088 rBV 29154 24024  2.92% 0.282%
29 8.598 1103 1107 1109 rBV3 9122 10891 1.33% 0.128%
30 8.651 1112 1116 1119 rBV 28635 26553  3.23% 0.312%
31 8.745 1128 1132 1135 rVB6 12646 16339 1.99% 0.192%
32 8.775 1135 1137 1140 rBV 29242 25692 3.13% 0.301%
33 8.875 1151 1154 1157 rVB 25999 22361 2.72% 0.262%
34 8.934 1161 1164 1167 rBV4 9272 12429 1.51% 0.146%
35 9.010 1174 1177 1181 rBvV2 7922 11027 1.34% 0.129%
36 9.081 1186 1189 1193 rVB 33584 29150  3.55% 0.342%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1068-01

Misc :

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 9.139 1195 1199 1202 rBV 938023 816252 99.37% 9.577%
38 9.216 1208 1212 1215 rBV 38276 34627 4.22%  0.406%
39 9.404 1241 1244 1247 rVB3 19810 23619 2.88% 0.277%
40 9.475 1253 1256 1259 rBV 29284 32220 3.92% 0.378%
41  9.522 1262 1264 1265 rVV2 19959 19056 2.32% 0.224%
42 9.539 1265 1267 1269 rVB2 28123 21703 2.64% 0.255%
43 9.592 1274 1276 1280 rVB3 15741 13657 1.66% 0.160%
44  9.681 1287 1291 1295 rBV2 34607 33310 4.06% 0.391%
45  9.722 1295 1298 1300 rVV2 16727 14341 1.75% 0.168%
46  9.745 1300 1302 1306 rVB 28799 23350 2.84% 0.274%
47  9.816 1311 1314 1318 rVV 345339 304248 37.04%  3.570%
48 9.851 1318 1320 1325 rVWV 24095 23753  2.89% 0.279%
49 9.928 1329 1333 1337 rVB5 12191 19202 2.34% 0.225%
50 9.975 1337 1341 1345 rBvV7 10325 22159 2.70% 0.260%
51 10.022 1347 1349 1353 rVV3 17009 19836  2.41% 0.233%
52 10.063 1353 1356 1361 rVB3 16819 17270 2.10% 0.203%
53 10.133 1365 1368 1372 rBV3 13487 17896 2.18% 0.210%
54 10.222 1379 1383 1385 rBV4 13606 15958 1.94% 0.187%
55 10.245 1385 1387 1390 rVB 24962 21010 2.56% 0.247%
56 10.369 1404 1408 1414 rVB2 27694 34251 4.17% 0.402%
57 10.469 1421 1425 1432 rVB2 18998 29549 3.60% 0.347%
58 10.528 1432 1435 1438 rVB4 8475 11680 1.42% 0.137%
59 10.616 1446 1450 1460 rVB 560189 506990 61.72% 5.949%
60 10.733 1465 1470 1474 rBV4 40875 58093 7.07% 0.682%
61 10.916 1498 1501 1504 rBV3 13980 17233 2.10% 0.202%
62 10.951 1504 1507 1509 rVB 13192 11106 1.35% 0.130%
63 11.175 1542 1545 1547 rBV 20707 18055 2.20% 0.212%
64 11.204 1547 1550 1555 rVB2 34611 37808 4.60% 0.444%
65 11.316 1565 1569 1571 rBV 339994 332124 40.43% 3.897%
66 11.339 1571 1573 1576 rW 134725 110246 13.42% 1.294%
67 11.386 1578 1581 1584 rVV 35787 34550 4.21% 0.405%
68 11.427 1585 1588 1594 rVVW8 11716 17258 2.10% 0.202%
69 11.557 1607 1610 1614 rBV2 12714 13482 1.64% 0.158%
70 11.604 1615 1618 1621 rVV2 24823 20626 2.51% 0.242%
71 11.645 1623 1625 1630 rVB3 13477 15182 1.85% 0.178%
72 11.775 1644 1647 1651 rBV6 10045 15053 1.83% 0.177%
73 11.816 1651 1654 1657 rVwV 32910 39805 4.85% 0.467%
74 11.845 1657 1659 1664 rVV 123516 125804 15.32% 1.476%
75 11.892 1665 1667 1670 rVV2 22401 29213 3.56% 0.343%
76 11.927 1670 1673 1676 rVWV 51216 66015 8.04% 0.775%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1068-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs : © Peak Location: TOP

If leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF122023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

77 11.951 1676 1677 1680 rVB 29398 19446  2.37% 0.228%
78 12.010 1685 1687 1692 rVV 21741 21162 2.58% 0.248%
79 12.292 1733 1735 1738 rBV 23005 21425 2.61% 0.251%
80 12.369 1745 1748 1750 rBV2 38547 36768 4.48% 0.431%
81 12.404 1750 1754 1761 rVB4 50974 84971 10.34% 0.997%
82 12.457 1761 1763 1768 rBV6 16946 30537 3.72% 0.358%
83 12.533 1773 1776 1780 rBV 228609 202941 24.71% 2.381%
84 12.763 1810 1815 1822 rBV 219957 259451 31.59% 3.044%
85 12.821 1822 1825 1829 rBV6 28326 36648 4.46% 0.430%
86 12.910 1836 1840 1843 rBV 949279 821423 100.00% 9.638%
87 13.139 1876 1879 1881 rBV3 39345 39475 4.81% 0.463%
88 13.163 1881 1883 1886 rVV 27051 26530 3.23% 0.311%
89 13.480 1935 1937 1940 rBV2 39036 35727 4.35% 0.419%
90 13.974 2017 2021 2024 rBV2 368204 400636 48.77% 4.701%

91 15.468 2272 2275 2281 rVB 183400 229679 27.96%  2.695%

Sum of corrected areas: 8522846
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\

BF137030.D

: 10 Jan 2024 20:33
¢ CG\JU
. Plees8-01

: 21 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1000000

800000

600000

400000

200000

o

Time-->

134

TIC: BF137030.D\data.ms

5.428 6.434

7.345

6.787

4.440 5018 505381 5.69%106.034 6.31 7. 04563
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220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

1000000

800000

600000

400000

200000

9.139

8.063

TIC: BF137030.D\data.ms
12.910

10.616

9.816 11.316
12.5332.763

.

Time-->

: : o — — — \ \ —
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance

1000000

800000

600000

400000

200000

Time-->

13.974

TIC: BF137030.D\data.ms

15.468
13.480 W

T ‘ T T ‘ T T ‘ T T ‘ T
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T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1e68-01

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
5.016 4.46 ng 57626  1,4-Dichlorobenzene-d4 6.787

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 28
5 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 25
Abundance Scan 498 (5.016 min): BF137030.D\data.ms (-490) (-) m/z 43.00 100.00%
3.0
59.1
5000
1011 BN R
‘ 83.1 ‘ 4.60 4.80 5.00 5.20 5.40
Ol R m/z 59.10 59.62%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I L LA B R
4.60 4.80 5.00 5.20 5.40
101.0 m/z 101.10 18.43%
31\'0 il | 83.0
0\\\‘\\\\‘\\\‘\“\\\\‘\\\\‘\\‘\‘\‘\\\\‘\\\\‘\‘\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
R A RARRRREET
57.0 4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 16.78%
29.0 101.0
o 20 Ll 730 850
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl- R RRERRREE S
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 9.37%
5000 41.0
29.
‘ ‘ 87.0
oo Ll 1L me
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33

Operator : CG\JU

Sample : P1e68-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

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

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

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

Peak Number 2 Dodecane, 2,6,11-trimethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
o216 2.28ng 34627 Acenaphthene-die 5.816
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2,6,11-trimethyl- 22 CasHzz 631295-56-4 72
2 Decyl octyl ether 270 C18H380 1000406-38-3 64

3 Tridecane 184 C13H28
4 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44
5 Decane, 2,3,5,8-tetramethyl- 198 C14H30

000629-50-5 64
018344-37-1 64
192823-15-7 59

Abundance Scan 1212 (9.216 min): BF137030.D\data.ms (-1208) (-) m/z 57.05 100.00%
57.0

%

5000
85'0 ‘\\\\‘\\\\‘\\\\’\\\\‘\\
‘ H ‘ 1110 137.1 1651 1932 8.80 9.00 9.20 9.40 9.60
ol vy bk “M,”mu“ pollb T m/z 43.05 80.89%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #90203: Dodecane, 2,6,11-trimethyl-
57.0
5000 (N R R
85.0 8.80 9.00 9.20 9.40 9.60
m/z 71.05 56.13%
29.0 169.0
O \\\’\‘\‘\\“\\\ ‘\\Hl\"!\\\““\\‘U\‘\‘\]\-\4.’1-\\0\\‘\\\\‘\]\-\9\7‘\0\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #161354: Decyl octyl ether
57.0
AR o
8.80 9.00 9.20 9.40 9.60
5000 ITI/Z 41.00 35.52%
83.0
29.0 112.0
| Il | 1a00
Okl e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #59026: Tridecane R e
57.0 8.80 9.00 9.20 9.40 9.60
m/z 55.00  26.57%
5000
290 85.0
| H | 1120 1410 1840
R RS S S S .t e ana
m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40 9.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1e68-01

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 3 Naphthalene, 1,4-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.475 2.12 ng 32220  Acenaphthene-die 9.816

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Naphthalene, 1,4-dimethyl- 156 C12H12 000571-58-4 96
2 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 96
3 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 95
4 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 95
5 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 94

Abundance Scan 1256 (9.475 min): BF137030.D\data.ms (-1253) (-) | m/z 156.10 100.00%
156.1

A/\MN

9.20 9.40 9.60 9.80

5000

0° m/z 141.05 84.36%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33161: Naphthalene, 1,4-dimethyl-
156.0
5000

9.20 9.40 9.60 9.80
m/z 155.10  24.62%

115.0
270 510 /7.0 | 135, U‘LJ
‘\\\\‘\\\\

O \\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\{’\\\\‘\\‘
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33149: Naphthalene, 2,3-dimethyl-
156.0 hﬂ (\/\
Ao G A
9.20 9.40 9.60 9.80
5000 ITI/Z 114.90 22.00%
6.0 115.0
51.0 .
o 20 T el
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #33138: Naphthalene, 1,5-dimethyl-
156.0 9.20 9.40 9.60 9.80
m/z 152.00 15.68%
5000
115.0
77.0
0 H“2‘7;9“‘?‘1‘((‘)“1ml“_m,"“‘,w!uNHH‘!““HH_W IV e .
m/z--> 20 40 60 80 100 120 140 160 180 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1e68-01

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 6 Heptadecane, 7-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.733 3.50 ng 58093  Phenanthrene-d10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 7-methyl- 254 C18H38 020959-33-5 80
2 Octane, 3,5-dimethyl- 142 C1eH22 015869-93-9 68
3 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 64
4 Decane, 2-methyl- 156 C11H24 006975-98-0 59
5 Nonane, 2-methyl-5-propyl- 184 C13H28 031081-17-1 53
Abundance Scan 1470 (10.733 min): BF137030.D\data.ms (-1465) (- m/z 57.10 100.00%
57.1
e M
85.0
] 5t g™ 0 s
0“HNML HW‘M“M‘WMWHWuM\‘MA‘H_‘H_‘H‘HH‘HH m/z 71.16  75.37%
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #141071: Heptadecane, 7-methyl-
57.0
5000 e —
10.50 11.00
85.0 112.0 m/z 43.10  56.43%
168.0
0 ‘ H\ I ‘ \140'0 H 211.0239.0
‘H\\‘\H\‘\\H‘HH‘HH‘\H\‘\\H‘H\\‘\H\‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #22105: Octane, 3,5-dimethyl-
57.0
—— —
10.50 11.00
5000 m/z 85.05 29.92%
29.0
85 0
113 0
0 1420
m/z--> 20 40 60 80 100120140 160 180 200 220 240 260
Abundance #158620: Pentadecane, 2,6,10,14-tetramethyl- 1 ——
57.0 10.50 11.00
m/z 41.10 25.77%
5000
85.0
113.0
29 0 183.0
o L as0 T ap600530
_‘H_‘H_‘HM‘HM‘HM‘H_‘HM‘HM‘HM‘H_‘HM‘HM‘H —— ——
m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1e68-01

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 7 wunknownll.204 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.204 2.28 ng 37808 Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 38
2 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 38
3 Dodecane 170 C12H26 000112-40-3 35
4 5,5-Dibutylnonane 240 C17H36 006008-17-9 35
5 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 30
Abundance Scan 1550 (11.204 min): BF137030.D\data.ms (-1547) (| m/z 57.00 100.00%
57.0
184.1
5000 85.1
1390 T T T T T T
| | 11‘3'1 N | 11.00 11.50
01— ‘uw‘ﬂh‘wwl‘_w1wwaMHMWMJ‘MW‘MHM“ m/z 184.10 80.39%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58970: Dibenzothiophene
184.0
5000 ooy A LSV
11.00 11.50
139.0 m/z 71.10 79.86%
92.0
0 39.0 63\9 | m“ 11§0 \‘\ \‘ \‘\
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\f\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #58973: Azuleno(2,1-b)thiophene
184.0
— —
11.00 11.50
5000 m/z 43.00 49,58%
79.0 139.0
ol 480 | 1180 | as00 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #45481: Dodecane T —
57.0 11.00 11.50
m/z 85.10 37.52%
5000
85.0
29.0
Obrrr el b Y S
m/z--> 20 40 60 80 100 120 140 160 180 200 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1e68-01

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 8 Phenanthrene, 2-methyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.816 2.40 ng 39805 Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 96
2 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 95
3 1H-Cyclopropa[l]phenanthrene,la,... 192 C15H12 000949-41-7 94
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 93
5 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
Abundance Scan 1654 (11.816 min): BF137030.D\data.ms (-1651) (- m/z 192.10 100.00%
1
5000
1150 1200
51.0 : :
01 2233 m/z 191.05 54.15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67039: Phenanthrene, 2-methyl-
192.0
5000 s -
11.50 12.00
040 165.0 m/z 189.00  36.88%
0 39.0 639 | M 13\90\‘\ gy
‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67035: Phenanthrene, 1-methyl-
192.0
P e
11.50 12.00
5000 m/z 193.00 16.51%
165.0
0390630 960 1390 |
R e B AAARAARARELEEEEEES S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 m
Abundance #67054: 1H-Cyclopropa[llphenanthrene,1a,9b-dihydro- i ﬁV&ﬁ‘ —
192.0 11.50 12.00
m/z 190.10 15.77%
5000
165.0
300 630 960 1390 | W \ ) .
e e e e e e e : 4 ooty
m/z--> 20 40 60 80 100 120 140 160 180 200 220 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1e68-01

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 9 n-Hexadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
11.845 7.58 ng 125804  Phenanthrene-di10 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90
2 Anthracene, 2-methyl- 192 C15H12 000613-12-7 86
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 70
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 60
5 Anthracene, 9-methyl- 192 C15H12 000779-02-2 60
Abundance Scan 1659 (11.845 min): BF137030.D\data.ms (-1657) (- m/z 192.05 100.00%
192.1
431 73.0
5000
- r—yesd
‘ H 11.50 12.00
Ll m/z 191.85 69.90%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 S R
11.50 12.00
85.0 o
157.0 1g5 o 213.0 256.0 m/z 73.00 59.66%
O' ‘L \H\h““\ \“‘\“1 ‘ \“\‘\ T “1\\\“’\\‘\\‘\‘\\\“ \H“\ ‘ \‘\ \\’\\\‘\“ TT
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67023: Anthracene, 2-methyl-
192.0
T s
11.50 12.00
5000 m/z 43.10 59.30%
96.0 165.0
0 630 I, \H 1390 h“ [
e A BAEanE e e
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67041: Phenanthrene, 4-methyl- — —
192.0 11.50 12.00
m/z 60.05 52.64%
5000
63.0 "
0! A Raaaa R — T gl
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1e68-01

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

sk 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 10 4H-Cyclopenta[def]phenanthrene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.927 3.98 ng 66015  Phenanthrene-di0 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4H-Cyclopenta[def]phenanthrene 196 C15H10 000203-64-5 60
2 1H-1,2,4-Triazol-5-amine, 3-brom... 190 C4H7BrN4 1000460-85-7 53
3 5H-Dibenzo[a,d]cycloheptene 192 C15H12 000256-81-5 38
4 Benzene, 1,1'-(2-cyclopropen-1-y... 192 C15H12 022825-21-4 35
5 Anthracene, 2-methyl- 192 C15H12 000613-12-7 30

Abundance Scan 1673 (11.927 min): BF137030[ndMarns(1670)( m/z 190.10 100.00%

5000

12.00
0 m/z 189.05 96.89%

m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64923: 4H- Cydopenuﬂdeﬂphenanﬂnene
90.0
Dy ;

5000 T ]
12.00

94.0 m/z 192.05  81.21%
o310 630 \h 123.0 161.0 |
\\\\‘\H\‘\\\\‘HH‘\\\\‘HH‘HH’HH‘HH‘\\H‘HH‘HH’HH‘HH‘
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #64962: 1H-1,2,4-Triazol-5-amine, 3-bromo-N,N-dimethy
15.0
el
12.00
5000 ITI/Z 191.10 59.16%
190.0
4.0 161.0
obkdll g dzomee AL
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #67048: 5H-Dibenzo[a,d]cycloheptene Aoy —7
192.0 12.00

5000
96.0
ol 280 630 "7 azeg 1030 |

m/z--> 20 40 60 80 100120140160180200220240260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : P1e68-01

Misc

ALS vial : 21 Sample Multiplier: 1

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

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

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

Peak Number 11 9,10-Dimethylanthracene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.369 2.21 ng 36768  Phenanthrene-die 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,10-Dimethylanthracene 206 Cl6H14 000781-43-1 96
2 Anthracene, 1,4-dimethyl- 206 C16H14 000781-92-0 94
3 Phenanthrene, 2,5-dimethyl- 206 C1l6H14 003674-66-6 93
4 Phenanthrene, 3,6-dimethyl- 206 C1l6H14 001576-67-6 93
5 Phenanthrene, 1,7-dimethyl- 206 C16H14 000483-87-4 91

Abundance Scan 1748 (12.369 min): BF137030.D\data.ms (-1745) (- m/z 206.10 100.00%

206.1
5000

88.9 1651h 1200 1250
ol 801 Lud280 Tadilly 2781 326 Ror 65”37 cay
m/z--> 50 100 150 200 250 300
Abundance #82934: 9,10-Dimethylanthracene
206.0
5000 . ——
12.00 12.50

m/z 189.10  27.99%

5150 510 ??9‘1270%65?\‘M
\\\\‘\\\\‘\\\\‘\\\ \\\\‘\\\\‘\\\
miz--> 50 100 150 200 250 300
Abundance #82936: Anthracene, 1,4-dimethyl-
206.0
: —

I
12.00 12.50

5000 m/z 205.05 23.71%
o sro Tlwrot®O )
miz—-> 50 100 150 200 250 300
Abundance #82944: Phenanthrene, 2,5-dimethyl- \Mnm LA
206.0 12. 00 12.50

m/z 190.10  16.69%

5000

101. 165 0 ‘
27.0 630 | L

m/z--> 50 100 150 200 250 300 12.00 12.50

|
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33

Operator : CG\JU

Sample P1068-01

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122023.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: 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
Concentration Rank 2

Peak Number 12 Hexadecane

R.T. EstConc Area Relative to ISTD R.T.
12.404 5.12 ng 84971  Phenanthrene-d1e 11.316
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane 226 C16H34 000544-76-3 86
2 Tetradecane 198 C14H30 000629-59-4 64
3 Nonadecane 268 C19H40 000629-92-5 45
4 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 45
5 Eicosane 282 C20H42 000112-95-8 43

Abundance Scan 1754 (12.404 min): BF137030.D\data.ms (-1750) (- m/z 57.00 100.00%
57.0
5000 M\f
206.1 —
99.0
‘ m 39.017 263.1  318. 12.50
[o) m— \‘\\ | b Ly : m/z 43.05 61.04%
miz--> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
5000 R
12.50
m/z 71.10 57.43%
99.0
Ol-\4.\()h‘\ ‘\“ ‘H T ”“‘ \‘H‘\ H“ \“ \%4}.‘0\ ]\-8\3\.0‘ \2\2§\.9 ‘ T T T 7T ‘ L
miz--> 50 100 150 200 250 300
Abundance #74005: Tetradecane
57.0
12.50
5000 m/Z 85.10 43.36%
99.0
01‘5-9\‘ i, o 180
m/iz--> 50 100 150 200 250 300
Abundance #158598: Nonadecane T
57.0 12.50
m/z 41.05 33.81%
5000 M
99.0
ol a0 ass0 | 20 -
m/z--> 50 100 150 200 250 300 12.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF011024\
Data File : BF137030.D

Acqg On : 10 Jan 2024 20:33
Operator : CG\JU

Sample : Ple68-01

Misc

ALS Vvial : 21  Sample Multiplier: 1

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

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.016 4.5 ng 57626 1 6.787 258353 20.0
Dodecane, 2,6,1... 9.216 2.3 ng 34627 3 9.816 304248 20.0
Naphthalene, 1,... 9.475 2.1 ng 32220 3 9.816 304248 20.0
Heptadecane, 7-... 10.733 3.5 ng 58093 4 11.316 332124 20.0
unknownll.204 11.204 2.3 ng 37808 4 11.316 332124 20.0
Phenanthrene, 2... 11.816 2.4 ng 39805 4 11.316 332124 20.0
n-Hexadecanoic ... 11.845 7.6 ng 125804 4 11.316 332124 20.0
4H-Cyclopenta[d... 11.927 4.0 ng 66015 4 11.316 332124 20.0
9,10-Dimethylan... 12.369 2.2 ng 36768 4 11.316 332124 20.0
Hexadecane 12.404 5.1 ng 84971 4 11.316 332124 20.0
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