LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acqg On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF131852.D\data.ms

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

# min scan scan scan TY height area % max. total
1 5.034 495 501 508 rBv 514886 659587 42.97% 4.765%
2 5.445 566 571 574 rBV 1784298 1528914 99.61% 11.045%
3 6.469 740 745 748 rBV 1585496 1534932 100.00% 11.088%
4 6.657 774 777 781 rBvV2 38127 38010 2.48% ©.275%
5 6.834 803 807 810 rVB 553207 423276 27.58%  3.058%
6 7.369 893 898 900 rBV 33071 29731 1.94% 0.215%
7 7.404 900 904 906 rVV 1174338 1001915 65.27% 7.238%
8 7.428 906 908 912 rVB 41683 31119 2.03% 0.225%
9 7.628 940 942 946 rVB 26934 27011 1.76% 0.195%
10 7.857 979 981 984 rVB3 28515 24359 1.59% 0.176%
11 8.098 1020 1022 1023 rBV 27182 20942 1.36% 0.151%
12 8.122 1023 1026 1029 rVV 612189 502479 32.74% 3.630%
13 8.145 1029 1030 1032 rVB 53938 25628 1.67% 0.185%
14 8.710 1123 1126 1130 rBV2 27121 25114 1.64% 0.181%
15 8.839 1145 1148 1151 rVB 94085 71732  4.67% 0©.518%
16 8.939 1160 1165 1169 rBV 80253 72869 4.75%  0.526%
17 9.204 1206 1210 1213 rBV 2017065 1533675 99.92% 11.079%
18 9.281 1219 1223 1225 rBV 27530 23166 1.51% 0.167%
19 9.469 1248 1255 1258 rBV2 46880 62833 4.09% 0.454%
20 9.539 1264 1267 1270 rBV 69088 69776 4.55% 0.504%
21  9.569 1270 1272 1274 rVB 35197 25415 1.66% 0.184%
22 9.657 1284 1287 1289 rBV 33668 30040 1.96% 0.217%
23 9.745 1298 1302 1305 rBV 35302 29083 1.89% ©0.210%
24 9.810 1311 1313 1317 rVB 25669 19558 1.27% 0.141%
25 9.886 1317 1326 1329 rBV 623536 512729 33.40% 3.704%
26 9.986 1340 1343 1348 rVB2 18016 21247 1.38% 0.153%
27 10.086 1354 1360 1364 rVB3 34771 36420 2.37% 0.263%
28 10.128 1364 1367 1370 rBV2 28906 23188 1.51% ©0.168%
29 10.204 1376 1380 1382 rBV 20541 22913 1.49% 0.166%
30 10.292 1391 1395 1396 rBV2 16355 21351 1.39% 0.154%
31 10.310 1396 1398 1401 rVB 37538 28942 1.89% 0.209%
32 10.433 1416 1419 1425 rVB3 33155 36244 2.36% 0.262%
33 10.527 1432 1435 1441 rVB4 12082 23501 1.53% 0.170%
34 10.604 1441 1448 1451 rBV2 64176 66789 4.35% 0.482%
35 10.680 1457 1461 1464 rBV 974304 861152 56.10% 6.221%
36 10.798 1477 1481 1488 rVB2 32663 49929 3.25% 0.361%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acqg On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

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-BF122422.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 10.980 1508 1512 1515 rBV3 18978 23027 1.50% 0.166%
38 11.116 1529 1535 1537 rBV7 12044 20264 1.32% 0.146%
39 11.274 1558 1562 1568 rVB2 37144 47993 3.13% 0.347%
40 11.380 1576 1580 1582 rBV 537283 450518 29.35%  3.254%
41 11.404 1582 1584 1587 rVV 148382 113505 7.39% 0.820%
42 11.451 1590 1592 1595 rVB 26382 23697 1.54% 0.171%
43 11.480 1595 1597 1600 rBV3 19554 21671 1.41% 0.157%
44 11.616 1617 1620 1625 rBV5 13028 20639 1.34% 0.149%
45 11.710 1634 1636 1641 rVB 26444 27128 1.77% 0.196%
46 11.880 1662 1665 1667 rBV 56090 50627 3.30% 0.366%
47 11.910 1667 1670 1675 rVB2 114209 115457 7.52% 0.834%
48 11.992 1681 1684 1686 rBv2 47219 49578 3.23% 0.358%
49 12.016 1686 1688 1691 rVB 34696 26838 1.75% 0.194%
50 12.074 1695 1698 1701 rBV2 31480 31853 2.08% ©0.230%
51 12.157 1707 1712 1714 rBV5 19664 29880 1.95% 0.216%
52 12.310 1735 1738 1739 rBV3 28012 22915 1.49% 0.166%
53 12.357 1744 1746 1749 rBV 35731 36343 2.37% 0.263%
54 12.433 1756 1759 1761 rBV 63094 59468 3.87% 0.430%
55 12.469 1761 1765 1767 rVV3 62289 73415 4.78% 0.530%
56 12.521 1771 1774 1777 rBV4 25929 32999 2.15% 0.238%
57 12.598 1784 1787 1792 rBV 98155 96043 6.26% 0.694%
58 12.827 1821 1826 1833 rBvV2 143683 251048 16.36% 1.814%
59 12.974 1847 1851 1854 rBV 1381216 1168464 76.12% 8.441%
60 13.198 1886 1889 1892 rBV3 88094 98156 6.39% 0.709%
61 13.545 1945 1948 1950 rBV 88361 80874 5.27% 0©.584%
62 13.874 2001 2004 2013 rVB2 171465 283292 18.46% 2.046%
63 14.033 2027 2031 2034 rBV 471603 435496 28.37%  3.146%
64 14.192 2056 2058 2062 rVvB2 116156 91997 5.99% 0.665%
65 14.498 2108 2110 2115 rBV 109376 87091 5.67% 0.629%

66 15.527 2281 2285 2292 rVB2 274175 457122 29.78% 3.302%

Sum of corrected areas: 13842967
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :
Quant Title

TIC Library

: 27 Dec 2022 23:09
: CG\JU
: N6205-01

. 21

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
BF131852.D

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
2000000

1500000

1000000

500000

0
Time-->

TIC: BF131852.D\data.ms

5.445
6.469

7.404

5.034

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

Abundance
2000000

1500000

1000000

500000

TIC: BF131852.D\data.ms
9.204

12.974

10.680

8.122 9.886

13.198

7.857 8%b4

0
Time-->

3789930 0200 W8T en0 vomeReAIS

N B ‘ ‘
9.50 10.00 10.50 11.00 11.50

= — — —
8.00 8.50 12.00 12.50 13.00

Abundance
2000000

1500000

1000000

500000

9.00
TIC: BF131852.D\data.ms

14.033

Time-->

T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T T T T T T T T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.034 31.17 ng 659587 1,4-Dichlorobenzene-d4 6.834

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
4 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
Abundance Scan 501 (5.034 min): BF131852.D\data.ms (-495) (-) m/z 43.00 100.00%
59.0
5000
101.0 R ERRRREEEEY
4.80 5.00 5.20 5.40
B N ;
o+t e e m/z 59.00 62.68%
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 L B I L LA BN R L
4.80 5.00 5.20 5.40
101.0 m/z 101.00  22.20%
0 2\9\'\0 L I 83\0 |
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘1\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
A AR EEaREE
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.00 14.88%
27.(T ‘ 87.0
0 HWm_‘:M‘mMm_u‘!“;m‘%‘3:9‘_H“_m_ww‘
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4529: 2,3-Butanedione, monooxime  EAREEERREE S
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.53%
5000
101.0
15.0 58.0
0 Al e 240
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Naphthalene, 1,5-dimethyl- Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
9.469 2.45 ng 62833  Acenaphthene-d1e 9.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 1,5-dimethyl- 156 C12H12 000571-61-9 96
2 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96
3 Naphthalene, 2,7-dimethyl- 156 C12H12 000582-16-1 96
4 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
5 Naphthalene, 2,6-dimethyl- 156 C12H12 000581-42-0 96

Abundance Scan 1255 (9.469 min): BF131852.D\data.ms (-1248) () | m/z 156.00 100.00%
156.0
5000 ﬁ\
s00 11O . 9.20 9.40 9.60 9.80
Y I R Y : %Mm m/z 141.00  70.84%
m/z--> 20 40 60 80 100 120 140 160
Abundance #33166: Naphthalene, 1,5-dimethyl-
156.0
9.20 9.40 9.60 9.80
76.0 115.0 m/z 155.00  34.247%
51.0 '
Ot ‘2\7‘\.(\) T “ T \“\ T “H‘ \‘\‘JL‘ b T ‘1 T \“!}1\3]‘p\ \‘M T
miz--> 20 40 60 80 100 120 140 160
Abundance #33163: Naphthalene, 1,6-dimethyl- A
156.0
9.20 9.40 9.60 9.80
5000 m/z 115.00 23.97%
770 115.0
51.0 :
27.0 3
o 20 o b TR
m/z--> 20 40 60 80 100 120 140 160
Abundance #33144: Naphthalene, 2,7-dimethyl-
156.0 9.20 9.40 9.60 9.80
m/z 128.00 16.14%
5000
77.0 128.0
270 510 '
obr et e b 20200 ll
m/z--> 20 40 60 80 100 120 140 160 9.20 9.40 9.60 9.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Naphthalene, 2,3-dimethyl- Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
9.539 2.72 ng 69776  Acenaphthene-d1e0 9.886

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Naphthalene, 2,3-dimethyl- 156 C12H12 000581-40-8 98
2 Naphthalene, 1,3-dimethyl- 156 C12H12 000575-41-7 96
3 Naphthalene, 1,7-dimethyl- 156 C12H12 000575-37-1 96
4 Naphthalene, 1,8-dimethyl- 156 C12H12 000569-41-5 96
5 Naphthalene, 1,6-dimethyl- 156 C12H12 000575-43-9 96

Abundance Scan 1267 (9.539 min): BF131852.D\data.ms (-1264) (-) m/z 156.10 100.00%
156.1
5000 A
76.0 9.50
t0 oeme | || o
O B B o o L m/z 140.95 90.76%
miz--> 20 40 60 80 100 120 140 160
Abundance #33129: Naphthalene, 2,3-dimethyl-
141.0
9.50
115.0 m/z 155.10 31.65%
76.0
270 519 | I ‘ Ll
O\\\\‘\‘\\\“\\‘\\“‘1‘\‘\‘ ‘\‘\‘\\“H\H\‘\H‘H
miz--> 20 40 60 80 100 120 140 160
Abundance #33158: Naphthalene, 1,3-dimethyl- k
156.0
b N AL W ‘
9.50
5000 ITI/Z 115.00 25.36%
270 510 760 115.0
Ot il 970 3380 4
m/z--> 20 40 60 80 100 120 140 160
Abundance #33157: Naphthalene, 1,7-dimethyl- O Y ‘W
156.0 9.50
m/z 128.00  20.04%
5000
77.0 115.0 A
N1 e = T I P " DL P
m/z--> 20 40 60 80 100 120 140 160 9.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 Benzophenone Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
10.604 2.61 ng 66789  Acenaphthene-d1e 9.886
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 94
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 46
3 Glyoxylohydroximoyl chloride, 2-... 183 C8H6CINO2 004937-87-5 43
4 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 43
5 N-Methoxy-N-methylbenzamide 165 C9H11NO2 006919-61-5 43

Abundance Scan 1448 (10.604 min): BF131852.D\data.ms (-1441) (- m/z 105.00 100.00%

105.0
77.0
182.0
5000
511

152.0 1050 1100
126.9
0L pa il L R e sz 77,00 71.85%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7o 182.0
5000
1050 1100
51.0 m/z 182.00  54.76%
Jzo 1260 1520 |
‘\\\\‘\\\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #32009: Acetophenone, 2-chloro-
105.0
A M e
770 10.50 11.00o
5000 ITI/Z 51.10 28.79%
51.0
270 “ 154.0

ul | I Ll | L
P e e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #58177: Glyoxylohydroximoyl chloride, 2-phenyl-
105.0 10.50 11.00

m/z 181.00 9.83%

77.0
5000

51.0

ol b | 1240 1470 00 MJ\MAAMMW

m/z--> 20 40 60 80 100 120 140 160 180 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 unknownl@.798 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.798 2.22 ng 49929  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane, 2,6,11,15-tetramethyl- 282 C20H42 000504-44-9 43
2 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 38
3 Hentriacontane 437 C31H64 000630-04-6 35
4 Dodecane 170 C12H26 000112-40-3 30
5 Tetracosane 338 C24H50 000646-31-1 27
Abundance Scan 1481 (10.798 min): BF131852.D\data.ms (-1477) (- m/z 57.05 100.00%
57.0
5000
—— —
| ‘113 2 10.50 11.00
0h—— 1 H‘Iw“w\‘ A |Nw““‘!Hu“m‘u T SRR m/z 71.18  68.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #176404: Hexadecane, 2,6,11,15-tetramethyl-
43.0
5000 - ——
10.50 11.00
m/z 43.00 59.74%
‘ ‘113 .0 169.0
O\\\“‘ ‘h‘\“f“‘\"\‘\%‘\1\\‘\\\\2‘6\7\\0\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #176403: Hexadecane, 2,6,10,14-tetramethyl-
57.0
—— —
10.50 11.00
5000 m/z 184.10 37.49%
113.0
183 O
ol LT, 200 a0
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane “MﬂNN A Iy b
57.0 10.50 11.00
m/z 169.00 34.12%
5000
13.0
69 0
b Ly 1902250 3090 3650 gy ] /\Mﬁ«m
m/z--> 50 100 150 200 250 300 350 400 10.50 11.00
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Data Path :
Data File :

Acq On
Operator
Sample

Misc

ALS Vial

Quant Method :

B
2
. C
: N

2

Quant Title

TIC Library

F131852.D

7 Dec 2022 23:09
G\JU

6205-01

1 Sample Multiplier: 1

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 6 Dibenzothiophene Concentration Rank 16

R.T EstConc Area Relative to ISTD R.T.
11.275 2.13 ng 47993 Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dibenzothiophene 184 C12H8S 000132-65-0 94
2 Azuleno(2,1-b)thiophene 184 C12H8S 000248-13-5 91
3 Naphtho[2,1-b]thiophene 184 C12H8S 000233-02-3 91
4 Naphtho[2,3-b]thiophene 184 C12H8S 000268-77-9 80

5 Naphthalene, 2-ethenyl-6-methoxy- 184 C13H120 063444-51-9 80

Abundance Scan 1562 (11.274 min): BF131852.D\data.ms (-1558) (- m/z 184.00 100.00%
184.0
5000 A
e e S
138.9
71.0 91.9 1129 58.9 11.00 11.50
A I N I “ 89l 2090 1 138,95 12.34%
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58967: Dibenzothiophene
184.0
5000
11.00 11.50
020 139.0 m/z 184.95 10.93%
0 300 690, "77 1130 | 1580
\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘ \\\‘\\\
m/z--> 40 60 80 100 120 140 160 180 200
Abundance #58973: Azuleno(2,1-b)thiophene
184.0
11.00 11.50
5000 ITI/Z 183.00 8.94%
79.0 139.0
0 45'0 \‘ 114.0 i w5‘8.0 \H
e B o L
m/z--> 40 60 80 100 120 140 160 180 200 A
Abundance #58972: Naphtho[2,1-b]thiophene MMM L ‘/VNAAAA
184.0 11.00 11.50
m/z 152.00 8.71%
5000
139.0
92.0
R e B R R e B
m/z--> 40 60 80 100 120 140 160 180 200 11.00 11.50

8270-BF122422.M Wed Dec 28 10:58:50 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 1H-Indene, 1-phenyl- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
11.880 2.25 ng 50627  Phenanthrene-die 11.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 94
2 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 91
3 Anthracene, 2-methyl- 192 C15H12 000613-12-7 91
4 1H-Indene, 2-phenyl- 192 C15H12 004505-48-0 91
5 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 87
Abundance Scan 1665 (11.880 min): BF131852.D\data.ms (-1662) (- m/z 192.10 100.00%
192.1
5000
i 1150 1200
43.0 82.4 : :
Ot i oo 200wl L2180 o 191 00 58.35%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67017: 1H-Indene, 1-phenyl-
192.0
5000 e s
11.50 12.00
m/z 189.00  31.28%
115.0 165.0
0 280 50 89.0 1390 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘f\\\‘\\ \‘\\\\‘\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67042: Phenanthrene, 4-methyl-
192.0
T T M\ gt
11.50 12.00
5000 m/z 165.10 16.87%
82.0 165.0
230 5170\ L \‘ M 115.0 13\90” h‘\ T
T T B o
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #67023: Anthracene, 2-methyl- — —
192.0 11.50 12.00
m/z 193.00 14.69%
5000
96.0 165.0
ob e 30k 290 M alseg VY
m/z--> 20 40 60 80 100 120 140 160 180 200 11.50 12.00

8270-BF122422.M Wed Dec 28 10:58:51 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Anthracene, 2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

11.910 5.13 ng 115457  Phenanthrene-di0 11.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 93
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 91
3 Phenanthrene, 3-methyl- 192 C15H12 000832-71-3 91
4 Phenanthrene, 2-methyl- 192 C15H12 002531-84-2 83
5 1H-Indene, 1-phenyl- 192 C15H12 001961-96-2 83

Abundance Scan 1670 (11.910 min): BF131852.D\data.ms (-1667) (- m/z 192.00 100.00%
192.0

5000

431 30 L6506 AL
129.0 165. 12.00

101.1 227.1256.1 :
o % m/z 191.10  55.87%

m/z--> 20 40 60 80 100 120140 160 180 200 220 240 260
Abundance #67024: Anthracene, 2-methyl-
192.0

5000
12 00

m/z 189.00  27.34%

165.0
300 939 1150 | ‘H
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100120140160 180200 220 240 260
Abundance #67027: Anthracene, 9-methyl-
192.0

o

1200
5000 ITI z 73.00 27.26%
o280 630 %10 1950 1959 |
P T P e e e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #67045: Phenanthrene, 3-methyl-
192.0 1200

m/z 60.00 21.68%

5000 A\m
94.0 1650
270 63.0 L 126.0 ] M ‘ M/\ Y

m/z--> 20 40 60 80 100120140160 180 200 220 240 260 1200

o

8270-BF122422.M Wed Dec 28 10:58:53 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 Anthracene, 9-methyl- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.992 2.20 ng 49578  Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Anthracene, 2-methyl- 192 C15H12 000613-12-7 64
2 Anthracene, 9-methyl- 192 C15H12 000779-02-2 64
3 Phenanthrene, 4-methyl- 192 C15H12 000832-64-4 60
4 Anthracene, 1-methyl- 192 C15H12 000610-48-0 60
5 Phenanthrene, 1-methyl- 192 C15H12 000832-69-9 60
Abundance Scan 1684 (11.992 min): BF131852.D\data.ms (-1681) (-} m/z 192.00 100.00%
192.0
5000
e
12.00
0! m/z 189.00  72.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67024: Anthracene, 2-methyl-
192.0
5000 LN
12.00
m/z 191.05 68.00%
83.0 165.0
0 15.0 39.0 L 11501390 h‘ L
\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\ \‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #67020: Anthracene, 9-methyl-
192.0
—
12.00
5000 m/z 190.05 58.27%
96.0
R R B ARRRERE R S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 WAMNJM
Abundance #67034: Phenanthrene, 4-methyl- Bty P
192.0 12.00
m/z 165.00  22.54%
5000
165.0
ol 270 630 B0 1390
A B R ——
m/z--> 20 40 60 80 100 120 140 160 180 200 220 12.00

8270-BF122422.M Wed Dec 28 10:58:54 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 9,10-Dimethylanthracene Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.433 2.64 ng 59468 Phenanthrene-die 11.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 9,10-Dimethylanthracene 206 CleH14 000781-43-1 91
2 di-p-Tolylacetylene 206 CleH14 002789-88-0 86
3 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 86
4 Phenanthrene, 2,3-dimethyl- 206 C16H14 003674-65-5 81
5 1,3-Diphenyl-3-methylcyclopropene 206 C1l6H14 086544-79-8 76

Abundance Scan 1759 (12.433 min): BF131852.D\data.ms (-1756) (- m/z 206.10 100.00%

206.1
5000

(o} m/z 191.10  49.07%

m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #82932: 9,10-Dimethylanthracene
206.0

5000

m/z 189.00  27.52%

ol .
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #82924: di-p-Tolylacetylene
206.0

12.50
5000 m/z 205.00 23.04%
o 890 120 agpores0 | | M
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #82948: Phenanthrene, 1,7-dimethyl- paf ety —
206.0 12.50

m/z 207.10  16.10%

- MM
102.0
270 630 | 13701650 M )

B B AR EE S —
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260 12.50

8270-BF122422.M Wed Dec 28 10:58:57 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 unknownl2.469 Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.469 3.26 ng 73415 Phenanthrene-d10 11.380
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 46
2 Heneicosane 296 C21H44 000629-94-7 41
3 Phenanthrene, 1,7-dimethyl- 206 C1l6H14 000483-87-4 38
4 Phenanthrene, 3,6-dimethyl- 206 C16H14 001576-67-6 38
5 Tridecane, 7-propyl- 226 CléH34 055045-09-5 38
Abundance Scan 1765 (12.469 min): BF131852.D\data.ms (-1761) (- m/z 57.10 100.00%
57.1
206.0
5000
99.0 —r—
| ‘ 141.0 175.4‘ 2401 273.9 12.50
olb— \‘\\ o ‘\}\H\‘Hhm“u‘w‘\wm‘\h“MH‘H\HH mim‘dm ab b M oy ‘W.W” TR m/z 43.10 82.98%
miz--> 50 100 150 200 250
Abundance #141057: Octadecane
57.0
5000 T
12.50
m/z 71.05 69.65%
99.0
0 \%a‘\\o‘r“ T “\ H‘ \‘“‘\ ”“ \“ T %41}’0‘\ %8\‘3\0‘ 2\2\1\0 \25"‘4\0\ T
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane
57.0
——
12.50
5000 m/z 206.00 62.95%
99.0
olzol || 11| 140 1830 220 296
miz--> 50 100 150 200 250
Abundance #82948: Phenanthrene, 1,7-dimethyl- —=
206.0 12.50
m/z 85.00 61.58%
o WLJ
102.0
020 830 10 weso| | o
m/z--> 50 100 150 200 250 12.50

8270-BF122422.M Wed Dec 28 10:58:58 2022 Page: 14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 12 Decane, 3,8-dimethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.198 4.51 ng 98156  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 86
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 64
3 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 64
4 Dodecane 170 C12H26 000112-40-3 62
5 Hexadecane, 7,9-dimethyl- 254 C18H38 021164-95-4 58

Abundance Scan 1889 (13.198 min): BF131852.D\data.ms (-1886) (- m/z 57.05 100.00%

57.0
5000
274.1 312.9 _

71 220.1
MJM*MN‘W bl 1waMcw‘w;ww‘w‘ a m/z 43.10  73.80%

16:5.0‘
- ‘
miz--> 50 100 150 200 250 300
Abundance #45512: Decane, 3,8-dimethyl-
57.0

5000

T
13.00 13.50

o

T
13.00 13.50
m/z 71.10  69.04%

‘ 99.0 1410
Ob— \“‘M\ ‘!‘ iy “ \“\ T 1‘ L e e s B
m/z--> 50 100 150 200 250 300
Abundance #228591: Tetradecane, 1-iodo-

57.0

T
13.00 13.50

5000 m/z 85.05 48.42%
9.0 1550 197.0
ok \“ \‘\“ I ‘U A “ ‘\ " ‘\‘ S— \‘ A MN
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo- T —
57.0 13.00 13.50

m/z 41.10  29.21%

h WWWM
0

0‘\“‘\\‘\‘“\“‘1\“‘ T i S ‘\.‘“““““23‘1‘().‘()‘ —

L T ‘ T T
m/z--> 50 100 150 200 250 300 13.00 13.50

8270-BF122422.M Wed Dec 28 10:59:00 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.545 3.71 ng 80874  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 87
2 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 72
4 1-TIodoundecane 282 (C11H23I 004282-44-4 72
5 Eicosane 282 C20H42 000112-95-8 72
Abundance Scan 1948 (13.545 min): BF131852.D\data.ms (-1945) (- m/z 57.10 100.00%
57.1
5000 M
99.0
13.50
A | “1 J“wm‘w‘w*f‘?v‘lulﬁ'l‘ JGEDLETA 3180 ), 7110 67.47%
m/z--> 50 100 150 200 250 300
Abundance #107220: Hexadecane
57.0
5000 j '
13.50
m/z 43.10 60.34%
9.
01\4.9“\ ‘\““ T HH\‘ \‘“‘\ ““ \“ \%\4}“0\ 1\-8\3\.0’ ??9-9‘ L ‘ T T T
miz--> 50 100 150 200 250 300
Abundance #193300: Dodecane, 1-iodo-
57.0
—— ‘
13.50
5000 ITI/Z 85.10 44 .05%
99.0 155.0
S N O
miz--> 50 100 150 200 250 300
Abundance #59038: Dodecane, 2-methyl- ——
43.0 13.50
m/z 41.10 31.48%
5000
85.0
141.0
ol w‘w“‘u ——t 84 —
m/z--> 50 100 150 200 250 300 13.50

8270-BF122422.M Wed Dec 28 10:59:01 2022 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 14 Carbonic acid, eicosyl viny... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.874 13.01 ng 283292  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Carbonic acid, eicosyl vinyl ester 368 C23H4403 1000382-54-3 91
2 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 91
3 Carbonic acid, hexadecyl prop-1-... 326 C20H3803 1000382-90-3 91
4 Carbonic acid, decyl hexadecyl e... 426 C27H5403 1000383-16-5 91
5 Henicos-1-ene 294 (C21H42 001599-68-4 91
Abundance Scan 2004 (13.874 min): BF131852.D\data.ms (-2001) (-} m/z 57.10 100.00%
57.1
5000 M
o
154 1 215.0 : :
- ”‘ A u“‘ o8t | 21902511 2063 3420 07 43 1 g1.14%
m/z--> 50 100 150 200 250 300 350
Abundance #277469: Carbonic acid, eicosyl vinyl ester
57.0
5000 — ——
70 13.50 14.00
' m/z 71.1@ 71.73%
oot dddf110m20 2520 w0
miz--> 50 100 150 200 250 300 350
Abundance #264109: Carbonic acid, octadecyl prop-1-en-2-yl ester
57.0
— ——
13.50 14.00
5000 m/z 55.05 53.42%
ol i d‘ ‘ﬂ | 1390 16202240 2070
m/z--> 50 100 150 200 250 300 350
Abundance #232083: Carbonic acid, hexadecyl prop-1-en-2-yl ester — ——
57.0 13.50 14.00
m/z 85.10 48.68%
5000
7.0
ol d‘ ‘“ L1400 1960 2690 S
m/z--> 50 100 150 200 250 300 350 13.50 14.00

8270-BF122422.M Wed Dec 28 10:59:03 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 Tridecane, 1-iodo- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.192 4.22 ng 91997  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tridecane, 1-iodo- 310 C13H271 ©35599-77-0 93
2 Heneicosane 296 C21H44 000629-94-7 91
3 Nonadecane 268 C19H40 000629-92-5 81
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 80
5 Tetracosane, 1l-iodo- 464 C24H49I 1000406-32-0 72

Abundance Scan 2058 (14.192 min): BF131852.D\data.ms (-2056) (- m/z 57.10 100.00%

57.1
5000

9.1 T T
155.1 14.00 14.50
jm—— J““u“‘m“ e g ‘lgzl‘ w“‘ v ‘2‘9?9‘ “3?7”2‘ ‘ m/z 71.10 86.97%
m/z--> 0 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 — ——
14.00 14.50

m/z 43.10 74.05%

9.0 410183.0
A 8100
m/z--> 0 50 100 150 200 250 300 350
Abundance #194588: Heneicosane

0
57.0
T —
14.00 14.50
5000 m/z 85.10 63.55%
9.0
T B e B I e
m/z--> 0 50 100 150 200 250 300 350
Abundance #158598: Nonadecane 7 —
57.0 14.00 14.50

m/z 55.10  31.97%

o Lm0 e

7 —
m/z--> 0 50 100 150 200 250 300 350 14.00 14.50

8270-BF122422.M Wed Dec 28 10:59:05 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acq On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc

ALS Vial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 16 Docosane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
14.498 4.00 ng 87091  Chrysene-d12 14.033
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Docosane 310 C22H46 000629-97-0 93
2 Pentadecane 212 C15H32 000629-62-9 91
3 Tetratetracontane 619 C44H90 007098-22-8 87
4 Hexacosane 366 C26H54 000630-01-3 87
5 Tridecane, 6-propyl- 226 CléH34 055045-10-8 87

Abundance Scan 2110 (14.498 min): BF131852.D\data.ms (-2108) (- m/z 57.10 100.00%
57.1

5000
\ 14.50
j 271 24213102 '
o‘HH,"J‘ﬂ‘lwwm‘um_HWaﬁ’??ﬁwa”wwm m/z 71.18 73.89%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #212281: Docosane
57.0
5000 T
14.50
m/z 43.10 64.70%
7.0
O‘\\“\}’\L\%ﬂfh%“\%??r?\\‘\\ﬁ]‘-e.e‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #90189: Pentadecane
57.0
——
14.50
5000 ITI/Z 85.10 42 .79%
27.0 212.0
0‘HL,AL#LHVH‘wm‘WH‘WH‘W‘HW‘HW‘H‘_H‘_H‘_‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T
57.0 14.50
m/z 55.10 26.36%
5000
0 1111 F27-0197.0267.0337.0407.0 491.0562.0
P b 2 e e T S S T S A —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF122722\
Data File : BF131852.D

Acqg On : 27 Dec 2022 23:09
Operator : CG\JU

Sample : N6205-01

Misc :

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122422.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-... 5.034 31.2 ng 659587 1 6.834 423276 20.0
Naphthalene, 1,... 9.469 2.5 ng 62833 3 9.886 512729 20.0
Naphthalene, 2,... 9.539 2.7 ng 69776 3  9.886 512729 20.0
Benzophenone 10.604 2.6 ng 66789 3 9.886 512729 20.0
unknown10.798 10.798 2.2 ng 49929 4 11.380 450518 20.0
Dibenzothiophene 11.275 2.1 ng 47993 4 11.380 450518 20.0
1H-Indene, 1-ph... 11.880 2.3 ng 50627 4 11.380 450518 20.0
Anthracene, 2-m... 11.910 5.1 ng 115457 4 11.380 450518 20.0
Anthracene, 9-m... 11.992 2.2 ng 49578 4 11.380 450518 20.0
9,10-Dimethylan... 12.433 2.6 ng 59468 4 11.380 450518 20.0
unknown12.469 12.469 3.3 ng 73415 4 11.380 450518 20.0
Decane, 3,8-dim... 13.198 4.5 ng 98156 5 14.033 435496 20.0
Hexadecane 13.545 3.7 ng 80874 5 14.033 435496 20.0
Carbonic acid, ... 13.874 13.0 ng 283292 5 14.033 435496 20.0
Tridecane, 1-iodo- 14.192 4.2 ng 91997 5 14.033 435496 20.0
Docosane 14.498 4.0 ng 87091 5 14.033 435496 20.0
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