LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc :

ALS vial : 6 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127036.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 5.145 480 486 494 rBV 191312 238483 6.71% 0.601%
2 5.540 548 553 556 rBvV 2314528 2343564 65.94% 5.911%
3  6.539 717 723 726 rBV 2505402 2864953 80.60% 7.226%
4 6.904 782 785 789 rBV 660726 536545 15.10% 1.353%
5 7.469 876 881 884 rBV 1987576 2048449 57.63% 5.166%
6 8.081 982 985 989 rBV 79160 81630 2.30% 0.206%
7 8.186 999 1003 1006 rBV 845246 728931 20.51% 1.838%
8 9.263 1181 1186 1190 rVB 3655495 3554318 100.00% 8.964%
9 9.363 1200 1203 1207 rVB 308337 246586 6.94% 0.622%
10 9.533 1226 1232 1234 rBvV2 43077 62804 1.77% 0.158%
11  9.598 1239 1243 1246 rBV 75820 81641 2.30% 0.206%
12 9.751 1265 1269 1275 rVB4 47120 73147 2.06% 0.184%
13 9.863 1284 1288 1291 rVB2 50000 44820 1.26% 0.113%
14  9.945 1299 1302 1306 rVB 969379 765578 21.54%  1.931%
15 10.045 1316 1319 1323 rBV 42979 57355 1.61% 0.145%
16 10.145 1333 1336 1339 rVB 69950 67680 1.90% 0.171%
17 10.186 1339 1343 1347 rVB 75419 67803 1.91% 0.171%
18 10.263 1352 1356 1358 rBV 67873 73113 2.06% 0.184%
19 10.286 1358 1360 1366 rVB 59160 55234 1.55% 0.139%
20 10.339 1366 1369 1371 rBV 87648 98704  2.78%  0.249%
21 10.363 1371 1373 1376 rVB2 202977 171168 4.82% 0.432%
22 10.498 1389 1396 1398 rBV8 28131 63452 1.79% 0.160%
23 10.580 1407 1410 1413 rBV 89098 93597 2.63% 0.236%
24 10.639 1417 1420 1423 rBV3 62125 73356  2.06% ©.185%
25 10.704 1429 1431 1433 rBvV2 58388 44598 1.25% ©0.112%
26 10.733 1433 1436 1439 rBV 1134028 937779 26.38% 2.365%
27 10.839 1451 1454 1460 rBV 639349 725608 20.41%  1.830%
28 10.939 1468 1471 1476 rVB5 42965 54063 1.52% 0.136%
29 11.033 1483 1487 1490 rBV2 123380 170467 4.80% 0.430%
30 11.063 1490 1492 1495 rVB 91165 78974 2.22% 0.199%
31 11.098 1495 1498 1500 rVB 74697 52963 .49% 134%

1
32 11.127 1500 1503 1506 rBV 129336 113231 3
33 11.163 1506 1509 1511 rBV 127753 113222 3.19%
34 11.292 1527 1531 1533 rBV 1123001 937534 26
35 11.322 1533 1536 1542 rVB 740554 722076 20

PNOOO®
N
00
o))
B

36 11.380 1542 1546 1548 rBV3 136588 154876 4.36% ©.391%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc :

ALS vial : 6 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-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 11.433 1552 1555 1558 rBV 784366 801671 22.55% 2.022%
38 11.469 1558 1561 1565 rBv4 151056 249320 7.01% 0.629%
39 11.504 1565 1567 1569 rVB 106505 76494 2.15% 0.193%
40 11.539 1570 1573 1575 rBV2 111738 116374 3.27% 0.294%
41 11.563 1575 1577 1580 rBV 220342 174515 4.91% 0.440%
42 11.604 1580 1584 1588 rBV3 291400 489169 13.76% 1.234%
43 11.639 1588 1590 1592 rBV 106451 85961 2.42% 0.217%
44 11.669 1592 1595 1598 rBV 359011 333435 9.38% 0.841%
45 11.722 1600 1604 1606 rBV 1350937 1143878 32.18%  2.885%
46 11.880 1629 1631 1634 rBV 281438 326729 9.19% 0.824%
47 11.951 1641 1643 1645 rBV = 212471 164628 4.63% 0.415%
48 11.980 1645 1648 1652 rBV3 262416 251678 7.08% 0.635%
49 12.9016 1652 1654 1656 rBV 277576 281029 7.91% 0.709%
50 12.069 1661 1663 1666 rVB2 182339 149039 4.19% 0.376%
51 12.098 1666 1668 1670 rBV2 168591 144251 4.06% 0.364%
52 12.127 1670 1673 1676 rBV 1318464 1011218 28.45% 2.550%
53 12.280 1696 1699 1702 rBV2 280804 361384 10.17% 0.911%
54 12.351 1709 1711 1713 rBV 170365 146978 4.14% 0.371%
55 12.374 1713 1715 1717 rVB2 201536 137532 3.87% 0.347%
56 12.410 1718 1721 1724 rVWV 645741 596219 16.77% 1.504%
57 12.480 1731 1733 1737 rVB 245977 197099 5.55% 0.497%
58 12.521 1737 1740 1742 rBV 1019483 899594 25.31%  2.269%
59 12.621 1755 1757 1761 rBv2 376824 433886 12.21% 1.094%
60 12.663 1761 1764 1766 rBV2 366466 433022 12.18% 1.092%
61 12.733 1774 1776 1778 rBV 291854 284404 8.00% 0.717%
62 12.757 1778 1780 1783 rVV 244443 276129 7.77% 0.696%
63 12.892 1801 1803 1806 rBV 952676 739207 20.80% 1.864%
64 13.027 1820 1826 1829 rBV 2944192 3529868 99.31% 8.903%
65 13.251 1861 1864 1867 rBV 1103005 991501 27.90%  2.501%
66 13.374 1883 1885 1892 rVB2 694063 943388 26.54% 2.379%
67 13.451 1896 1898 1900 rBV2 394386 450974 12.69% 1.137%
68 13.598 1920 1923 1928 rBV2 740223 950970 26.76%  2.398%
69 13.710 1940 1942 1952 rVB2 705036 1333209 37.51% 3.362%
70 13.904 1972 1975 1977 rBV 643290 821779 23.12% 2.073%
71 14.033 1994 1997 2000 rBV 706273 884791 24.89%  2.231%

72 14.345 2047 2050 2054 rBV 715732 840648 23.65% 2.120%

Sum of corrected areas: 39650273
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

TIC Integra

Abundance

4000000

3000000

2000000

1000000

0

Time-->

Abundance

4000000

3000000

2000000

1000000

0

Time-->

Abundance

4000000

3000000

2000000

1000000

0
Time-->
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\

BF127036.D
: 23 Feb 2022 13:37
: CG\JU
: N1626-13
: 6 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
tion Parameters: LSCINT.P

TIC: BF127036.D\data.ms

6.539

5.540
7.469

6.904

5.145

13.

6

240 2.6

2.

.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.
TIC: BF127036.D\data.ms

I I T I
80 3.0 40 6.60 6.80 7.00 7.20 7.40 7.60

13.

D27

9.263

363
U 9.8568 79 BaD LNLE

‘ A AN
9.50

b

‘ ——
10.50 11.00
TIC: BF127036.D\data.ms

I — — — —
10.00 11.50 12.00 12.50 13.00

3'033 14.345

T
.50

T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T T T ‘ T T ‘ T T
50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 20
R.T. EstConc Area Relative to ISTD R.T.
5.145 8.89 ng 238483 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 486 (5.145 min): BF127036.D\data.ms (-480) (-) m/z 43.05 100.00%
3.0
59.1
5000
4B0500550 5.0 |
Ul 830 2 %9.16  66.399
0l R e m/z 59.10  66.39%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L NI B R R I
4.80 5.00 5.20 5.40
59.0 m/z 101.10  21.92%
101.
2ro 83.0 0‘ 0
O \\\,\“w”\w“‘i\\‘i‘\\\\“\\\\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR
4.80 5.00 5.20 5.40
5000 2410 m/z 58.10 15.50%
126.0
ol L 12801450
miz--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate e AEamERREESS SR
43.0 4.80 5.00 5.20 5.40
m/z 41.10 9.47%
5000
58.0
15.0 100.0
Obrrd e \““1 e - T R BRRaL S e
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 2 Heptadecane

Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
10.839 18.10 ng 725608  Phenanthrene-di10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Nonadecane 268 C19H40 000629-92-5 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 86
5 Tridecane 184 C13H28 000629-50-5 86

Abundance Scan 1454 (10.839 min): BF127036.D\data.ms (-1451) (-]
57.1

m/z 57.10 100.00%

- o M
[ T T
h 113.1141.2169.1197.2 24 1050 11.00
Ol b T 2412169.1107.2 2403 sy 43,10 71.52%
m/z--> 20 40 60 80 100120140160 180200220240260
Abundance #123960: Heptadecane
57.0
85.0
5000 = —
10.50 11.00
m/z 71.10 60.62%
290 113.0
\H‘HH‘\H\‘\H\‘\H\‘\\H‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158598: Nonadecane
57.0
= —
10.50 11.00
85.0 o
5000 ITI/Z 85.10 41.32%
29.0
Ol o b S4LOI60 01070 268
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #74005: Tetradecane = =
57.0 10.50 11.00
m/z 41.05 38.29%
5000 85.0
29.0
owﬂmMmmﬁﬁ%ﬁ%@%%%wwwm‘ Sl
m/z--> 20 40 60 80 100120140160180200220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Octadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

11.292  23.39 ng 937534  Phenanthrene-d1e 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 94
2 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 91
3 Dodecane, 2-methyl-6-propyl- 226 C1l6H34 055045-08-4 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1531 (11.292 min): BF127036.D\data.ms (-1527) (- m/z 57.10 100.00%
57.1

:

5000 85.1
113.1 11.00 11.50
141 2
Ol el ol e L A2 169.2197.22242 2543y 43,0 65.94%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141058: Octadecane
57.0
5000 85.0 L L
11.00 11.50
0.0 m/z 71.10 59.02%
: 113.0
141.0
O ‘\‘1‘\ T “‘\ T \H ‘ T \H} T “1‘\ T \“ T \‘}‘\ ‘ \‘\ TT ‘ TT \‘\J‘-\6\‘9\\0“\1\\9\7‘9\2\‘25\0\‘\254\‘0\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141070: Heptadecane, 8-methyl-
57.0
= —
85.0 11.00 11.50
5000 ITI/Z 85.10 42.39%
126.0
154 0
0 H\ H\ i \ ‘ 183.0 211.0 239 0
_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H,H‘w‘u‘“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107244: Dodecane, 2-methyl-6-propyl- T —
57.0 11.00 11.50
m/z 41.10 33.29%
5000 850
H 11301490 1820
0“H‘_‘H‘HMWWH‘M‘H‘H‘WVH‘_‘HHH‘W‘H‘M‘H‘H‘W‘ _— —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Tridecane, 1-iodo-

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
11.322 18.01 ng 722076  Phenanthrene-di10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecane, 1-iodo- 310 C13H271 035599-77-0 90
2 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 87
3 Heptacosane 380 C27H56 000593-49-7 86
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42 000638-36-8 83
5 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 80

Abundance Scan 1536 (11.322 min): BF127036.D\data.ms (-1533) (-]
57.1

m/z 57.10 100.00%

- AxﬁwumxvﬂﬂmAﬂvﬁkﬁnAv
‘ 11‘06 El.l‘Sd
41.1183.2 ' '
o‘m“ | W H Lot 2828 . m/z 71.10  70.45%
m/z--> 50 100 150 200 250 300 350
Abundance #211086: Tridecane, 1-iodo-
57.0
5000 e ~
11.00 11.50
m/z 43.10 48.56%
‘ 9.0 183.0
0 \“\‘ ‘\ ‘ ‘“ \“\“‘ \‘ \]r\4\]-‘0\ T \‘\ ‘ T TT ‘ T \3‘]_(\)\0\ T ‘ L
m/z--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
— ——
11.00 11.50
5000 m/z 85.10 43.16%
ob- JM ! W \ f101830 2390 2060
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T T
57.0 11.00 11.50
m/z 41.10  28.26%
- MWJ\N
oLl L | F |y 141.0 183.0 225.0 267.0 8230 _380.
““‘ R e e e A — ——
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF021622.M Thu Feb 24 14:18:29 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Hexadecane, 1-chloro- Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.

11.604 12.20 ng 489169  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecane, 1-chloro- 260 C16H33Cl 004860-03-1 70
2 Octadecane, 1-chloro- 288 C18H37C1 003386-33-2 64
3 Sulfurous acid, butyl hexadecyl ... 362 C20H4203S 1000309-18-3 64
4 Tetratetracontane 619 C44H90 007098-22-8 58
5 Tetracosane 338 C24H50 000646-31-1 49

Abundance Scan 1584 (11.604 min): BF127036.D\data.ms (-1580) (-] m/z 57.10 100.00%

57.1
5000
\ \ —

97.1 250.1 ‘
| “‘ ‘ H 111 18322132 ) 11.50 12.00
S 0 WO O O W s 1 m/z 43.10  64.25%
miz--> 50 100 15 200 250
Abundance #148417: Hexadecane, 1-chloro-
57.0
91.0
5000 — e
11.50 12.00
m/z 71.10 57.86%
O T 2‘7‘“0“\ \“‘ H ‘HH “ h\ ‘\ \“ ‘0\‘ 175 0 2‘]'7 O T 2‘6‘0‘0 T T
miz--> 50 15 200 250
Abundance #184136. Octadecane, 1-chloro-
57.0
— —
11.50 12.00
5000 ITI/Z 41.10 52.95%
LA L) m L 1330 1750 2170 2520 288.C
— L e e ‘
miz--> 50 150 200 250
Abundance #271592.Sumﬂousacm,buwlhexadecyleﬁer e ——
57.0 11.50 12.00
m/z 55.10 50.42%
5000
97.0
o210 L) [T 3279 1690 2250 550 0260«
Ll NI e chdNNNIVRRIL S ds o —r —
m/z--> 50 100 150 200 250 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Nonadecane

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
11.722  28.54 ng 1143880  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 96
2 Tetradecane 198 C14H30 000629-59-4 94
3 Pentadecane 212 C15H32 000629-62-9 91
4 Heptadecane 240 C17H36 000629-78-7 87
5 Octadecane 254 C18H38 000593-45-3 87

Abundance Scan 1604 (11.722 min): BF127036.D\data.ms (-1600) (-]

m/z 57.10 100.00%

57.1
5000
— —
h 91 o 11.50 12.00
Ol b et 2401832 2253 2683 0 4319 67.37%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158597: Nonadecane
57.0
5000 T ——
11.50 12.00
m/z 71.10 63.00%
\\\‘HH‘\H\‘\H\‘H\\‘\\\\’\H\‘\\H‘\H\‘H\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #74005: Tetradecane
57.0
— —
11.50 12.00
5000 m/z 85.10 45.92%
0 27‘ “\ \‘\gﬁo\\ \\1410 1980
"WHH‘HH‘HH‘HH_‘HV‘H_‘H_H‘_H‘_H‘_Hw‘uw‘uw‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #90189: Pentadecane T —
57.0 11.50 12.00
m/z 41.10 34.18%
0 27‘ “\ H \‘\ \\\990\\ \1410 18302120
e e e e b e e e —— —
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

8270-BF021622.M Thu Feb 24 14:18:33 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 7 Nonadecane, 9-methyl-

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
12.127 25.23 ng 1011220  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 93
2 Tetracosane 338 C24H50 000646-31-1 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 87
5 Nonadecane 268 C19H40 000629-92-5 86

Abundance Scan 1673 (12.127 min): BF127036.D\data.ms (-1670) (-]
57.1

5000

99.1

bbb b L Ly 1ATY 210.22462282.3
A e 210.2246.22823

miz--> 50 100 150 200 250 300

Abundance #176393: Nonadecane, 9-methyl-
57.0
5000
99.0 140.0
0L \“\ i T ““‘ ‘h‘ “‘ I iy \‘ #\-830 ?2\4\0\ 2\67\\0\ T
m/z--> 50 100 150 200 250 300
Abundance #246481: Tetracosane
57.0
5000
99.0
o LLLL 1) 1410 1830 2250 2670 33m:
Ll e

miz-> 50 100 150 200 250 300

m/z 57.10 100.00%

-

12.00 12.50
m/z 43.10 64.68%

%

12.00 12.50
m/z 71.10 59.72%

%

12.00 12.50
m/z 85.10 44.63%

%

Abundance #194590: Heneicosane
57.0 12.00 12.50
m/z 41.10 31.83%
5000
‘ 99.0
1.0
ot L1y 1410 1830 2250 260 R
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF021622.M Thu Feb 24 14:18:34 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Sulfurous acid, 2-propyl te... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
12.280 9.02 ng 361384  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1010309-12-5 86
2 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 86
3 Heptadecane 240 C17H36 000629-78-7 72
4 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 62
5 Pentadecane 212 C15H32 000629-62-9 52

Abundance Scan 1699 (12.280 min): BF127036.D\data.ms (-1696) (- m/z 57.10 100.00%
57.1

5000 MMW
7.1 — —
12.00 12.50
ol Al ‘Mw‘ A0S 1932 2522 2931 L 4310 62.42%
miz--> 50 100 150 200 250 300
Abundance  #224374: Sulfurous acid, 2-propyl tetradecyl ester
43.0
5000 — —
85.0 12.00 12.50
m/z 71.10 61.95%
25.0
O T T “\ ‘\‘ ’ \“L T H“ ﬂ-\h\ T ‘ T T \1\9Z.0\ T T T 2‘6\]_\0\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #176393: Nonadecane, 9-methyl-
57.0
—r —
12.00 12.50
5000 ITI/Z 85.10 54.40%
99.0 140.0
0L h La ““‘ L !‘ - FL§3:O‘ 2240 2670
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane T —
57.0 12.00 12.50
m/z 41.10 30.70%
5000
99.0
olzsol ||y 20 a0 200 T
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF021622.M Thu Feb 24 14:18:35 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Eicosane, 2-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
12.410 14.87 ng 596219  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 2-methyl- 296 C21H44 001560-84-5 90
2 Nonadecane, 2-methyl- 282 C20H42 001560-86-7 90
3 Dodecane, 1-iodo- 296 C12H25I 004292-19-7 89
4 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 83
5 Eicosane, 3-methyl- 296 C21H44 006418-46-8 81

Abundance Scan 1721 (12.410 min): BF127036.D\data.ms (-1718) (1 m/z 57.10 100.00%
57.1

5000 M
——
99.1 12.50
141 2 183 2 :
ol ‘L “‘u Ll ) 142 1832 2252 267.3 309 ./, 7119  56.91%
miz--> 50 100 150 200 250 300
Abundance #194593: Eicosane, 2-methyl-
57.0
5000 1
12.50
99.0 m/z 43.10 44.30%
A\‘ | J }410 183.0 253.0
O T T T ‘ \ H\‘ \‘ T ‘\ \ \ T ‘ T T T T “ T T T T ‘ T
m/z--> 50 100 150 200 250 300
Abundance #176392: Nonadecane, 2-methyl-
57.0
——
12.50
5000 ITI/Z 85.10 32.91%
99.0
ol bk dd 420 ms0 230
miz--> 50 100 150 200 250 300
Abundance #193302: Dodecane, 1-iodo- T
57.0 12.50
m/z 41.10 22.51%
o MW
99.0
0260] ‘Lu L 2960 _
m/z--> 50 100 150 200 250 300 12.50

8270-BF021622.M Thu Feb 24 14:18:35 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Heneicosane

Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
12.522 22.44 ng 899594  Phenanthrene-di10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 97
2 Tridecane, 7-propyl- 226 C1l6H34 055045-09-5 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Hexadecane 226 Cl6H34 000544-76-3 90
5 Tetradecane 198 C14H30 000629-59-4 87

Abundance Scan 1740 (12.521 min): BF127036.D\data.ms (-1737) (- m/z 57.10 100.00%
57.1
5000 W
T \
99.1
12.50
141.1
Ob i b pd iy 241072 23922744 3161 0 51 10 65.33%
miz--> 50 100 150 200 250 300
Abundance #194590: Heneicosane
57.0
5000 —— :
12.50
99.0 m/z 43.10 62.24%
oisg L L 4L 1410 1830 z2s0 2900,
miz-> 50 100 150 200 250 300
Abundance #107221: Tridecane, 7-propyl-
43.0
T \
12.50
5000 85.0 m/z 85.10  47.90%
140.0
‘ .0
ol b bt o L (2260
miz--> 50 100 150 200 250 300
Abundance #158597: Nonadecane T
57.0 12.50
m/z 41.10 28.51%
99.
ol L L1 H\ 1410 1830 225.0 268.0
L e ——
m/z--> 50 100 150 200 250 300 12.50

8270-BF021622.M Thu Feb 24 14:18:36 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 11 Pentadecane, 2,6,10-trimethyl- Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
12.621 10.82 ng 433886  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane, 2,6,10-trimethyl- 254 C18H38 003892-00-0 89
2 Octacosane 394 C28H58 000630-02-4 87
3 Heptacosane, 1-chloro- 414 C27H55C1 062016-79-9 86
4 2-Bromo dodecane 248 C12H25Br 013187-99-0 86
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 86

Abundance Scan 1757 (12.621 min): BF127036.D\data.ms (-1755) (-]
57.1

m/z 57.10 100.00%

5000 Wﬁm
— —
‘ ‘ 163 12.50 13.00
- " “Hw“‘ W 1932230027453204 10 7110 64.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141076: Pentadecane, 2,6,10-trimethyl-
57.0
5000 e —
12.50 13.00
m/z 43.10 53.75%
113.0
m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0
— —
12.50 13.00
5000 m/z 85.10  37.50%
oL ‘L 1 311 ", 169.0 2250 2810 337.0 394.0
R e T e e T T T
miz--> 50 100 150 200 250 300 350 400
Abundance #310570: Heptacosane, 1-chloro- 7 —
57.0 12.50 13.00
m/z 55.10 28.11%
5000 WMW
0 \‘ \L\ H H Ll 1y ‘ L 183 O 231 0 287 O 343 0 414 (
““‘ e R e — —
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00

8270-BF021622.M Thu Feb 24 14:18:37 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 12 Tetradecane

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
12.663 10.80 ng 433022  Phenanthrene-d10 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecane 198 C14H30 000629-59-4 86
2 Eicosane, 10-methyl- 296 C21H44 054833-23-7 81
3 Octacosane 394 C28H58 000630-02-4 80
4 Hexacosane 366 C26H54 000630-01-3 80
5 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 72

Abundance Scan 1764 (12.663 min): BF127036.D\data.ms (-1761) (-
57.1

5000

9.1
I

0.1
o il 300 19022002 2024

m/z--> 50 100 150 200 250 300 350
Abundance #74005: Tetradecane

57.0

5000

01410 1080

s ||| 901 ‘

\\\\“ \\[\\\i‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

m/z--> 50 100 150 200 250 300 350

o

Abundance #194595: Eicosane, 10-methyl-
57.0
5000
9.0 4.0
ol Ll T er0zs00zsr0

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

£

12.50 13.00
m/z 71.10 68.67%

%

12.50 13.00
m/z 43.10 64.28%

=

12.50 13.00
m/z 85.10 58.02%

%

Abundance #298427: Octacosane
57.0 12.50 13.00
m/z 41.10 29.27%
5000 W
ol L1 H | 141 0183.0225.0 281.0 337.0 394.
HH_H‘WHWH_HWHWm_m‘ — —
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF021622.M Thu Feb 24 14:18:38 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 13 Docosane

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
12.892 16.71 ng 739207  Chrysene-di2 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 94
2 Tridecane, 1-iodo- 310 C13H27I ©35599-77-0 94
3 Docosane 310 C22H46 000629-97-0 94
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 90
5 Nonadecane 268 C19H40 000629-92-5 87

Abundance Scan 1803 (12.892 min): BF127036.D\data.ms (-1801) (-]

m/z 57.10 100.00%

57.1
5000
— ——
‘ ‘ | 99‘-1 1 1832 12.50 13.00
ol bl ) 3431 1832 230227513108 1/, 43.16  65.89%
miz--> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 — ——
12.50 13.00
99.0 m/z 71.10 63.90%
OL\5\Q‘\ ‘\“’H\ ‘“\‘ \‘“‘\ H“ \“‘ \%41‘1-‘9\ ;!_8\‘3\0‘ T \2\4??\ L B
m/z--> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
— ——
12.50 13.00
5000 m/z 85.10 50.44%
99.0 183.0
ob bbbl ame T w00 W
m/z--> 50 100 150 200 250 300
Abundance #212282: Docosane — —
57.0 12.50 13.00
m/z 41.10 27.64%
99.0
Ll 140 1m0 ps00 3100
05 “W,“‘$W\N‘m1‘ﬂ‘hﬂ‘q R B B A R o S — ——
m/z--> 50 100 150 200 250 300 12.50 13.00

8270-BF021622.M Thu Feb 24 14:18:39 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Eicosane

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
13.251 22.41 ng 991501  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Heptadecane, 2,6,10,14-tetramethyl- 296 C21H44 018344-37-1 80
3 Octacosane 394 C28H58 000630-02-4 70
4 Heneicosane 296 C21H44 000629-94-7 62
5 Octadecane 254 C18H38 000593-45-3 58

Abundance Scan 1864 (13.251 min): BF127036.D\data.ms (-1861) (- m/z 57.10 100.00%
57.1
5000
—— —
\ ‘ 71 141.1183.1224.3265.2305.4 13.00 13.50
oL d b d 4 347-183.1224.3265.2305.4 3504 m/z 43.10  68.57%
mlz--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —r ——
13.00 13.50
m/z 71.10 66.36%
1.0
O \“\ ‘\“‘ H“‘ \“‘\ h“ \H‘ \1(\ “ “‘\%8\‘3\()‘2!2\5\\0‘ \2\8\2\()‘ L ‘ L
miz--> 50 100 150 200 250 300 350
Abundance #194605: Heptadecane, 2,6,10,14-tetramethyl-
57.0
—— —
13.00 13.50
5000 m/z 85.10 46.96%
ol L1220 1830 25302060
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T —
57.0 13.00 13.50
m/z 83.10 39.59%
5000
oLl h‘ H | 141 0183.0225.0 281.0 337.0 394.
e “““‘“““‘“““““““““‘ —— —
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF021622.M Thu Feb 24 14:18:40 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 Pentadecane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
13.374 21.32 ng 943388  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 90
2 Borane, diethyl(decyloxy)- 226 C14H31BO 1000152-34-3 76
3 3,5-Dimethyldodecane 198 C14H30 107770-99-0 64
4 Heptacosane 380 C27H56 000593-49-7 64
5 Tetracosane 338 C24H50 000646-31-1 64

Abundance Scan 1885 (13.374 min): BF127036.D\data.ms (-1883) (- m/z 57.10 100.00%
57.1
5000
‘ 1300 1350
411 1962 A : .
ob— M‘ L, H‘ ba S 2744 3242362 /7 71.10 70.33%
mlz--> 50 100 150 200 250 300 350
Abundance #90190: Pentadecane
57.0
5000 — ——
13.00 13.50
m/z 85.10 59.38%
“ I “ ‘ 141.0 212.0
O\\\\“ \“\“’\“\‘\\“\\\\‘\‘\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #106991: Borane, diethyl(decyloxy)-
57.0
— ——
13.00 13.50
5000 m/z 43.10 53.48%
141.0
9.0
“ ‘ ‘ 197.0
oL e e
miz--> 50 100 150 200 250 300 350
Abundance #74012: 3,5-Dimethyldodecane — —
57.0 13.00 13.50
m/z 41.10 25.30%
5000
9.0 169.0
ORF\thlw\d\HM\‘\\\\‘\\\\‘\\\\‘\\\\‘\\ — —
m/z--> 50 100 150 200 250 300 350 13.00 13.50

8270-BF021622.M Thu Feb 24 14:18:40 2022

Page:
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 16 unknownl3.451

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
13.451 10.19 ng 450974  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tritetracontane 605 C43H88 007098-21-7 46
2 Tetratetracontane 619 C44H90 007098-22-8 46
3 Hexacosane 366 C26H54 000630-01-3 43
4 Hexadecane 226 C16H34 000544-76-3 43

5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

Abundance Scan 1898 (13.451 min): BF127036.D\data.ms (-1896) (-]
97.1

5000

L]y, 1692 29543625
O b I L P o s 8T e

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #346740: Tritetracontane
57.0
5000
0 [ HH‘Q ;97026703370 463.0 533.0 604.0
H\‘HH‘\HT‘\!H FHT‘HH‘W\H‘H\f‘\r\w\\H‘HH‘HH‘H\

m/z--> 50 100 150 200 250 300 350 400 450 500 550 600

054833-48-6 43

m/z 97.10 100,00%

—
13.50
m/z 43.10 81.88%

—
13.50
m/z 57.10 80.32%

Abundance #347240: Tetratetracontane
57.0
——
13.50
5000 ITI/Z 55.10 73.27%
0 ‘ l 1270197.0267.0337.0  463.0 5610
AR e e AR RAR SRR SE R e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275537: Hexacosane T
57.0 13.50
m/z 71.10 67.35%
5000
o \‘ ||[#70197.0267.0 3670
Hw‘uw‘uw‘Hw‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘HW‘H ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 17 Tetracosane

Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
13.598 21.50 ng 950970  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 94
2 Tetradecane, 1-iodo- 324 C14H291I 019218-94-1 78
3 Eicosane 282 C20H42 000112-95-8 76
4 Hexacosane 366 C26H54 000630-01-3 74
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 74

Abundance Scan 1923 (13.598 min): BF127036.D\data.ms (-1920) (- m/z 57.10 100.00%
57.1
5000
—— ‘
‘ ‘ “ ‘ a1, 2 183 2 13.50 14.00
ol M“ﬁ SER0c2252 29448324 376.  n/; 71.10 64.62%
mlz--> 50 100 150 200 250 300 350
Abundance #246483: Tetracosane
57.0
5000 — :
13.50 14.00
m/z 43.10 64.02%
O \“‘\ \‘ ‘ ‘ hh \h‘\ M‘ \“‘ \J‘r\4!l‘0\ ]\-8\3\0‘\22\5\0\‘ T 1T ‘ T \3\3§‘C)\ L
miz--> 50 100 150 200 250 300 350
Abundance #228592: Tetradecane, 1-iodo-
57.0
—— ‘
13.50 14.00
5000 m/z 85.10 46.78%
9.0 1550
I e O/ L N
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane 7 ‘
57.0 13.50 14.00
m/z 55.10 30.87%
5000
0 L i H\ “\ H‘ | :!\-4% \0 ]\'83 0 225 0 28\2 0
e e —— —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 18 Tridecane, 7-hexyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
13.710 30.14 ng 1333210  Chrysene-d12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Pentadecane 212 C15H32 000629-62-9 91
2 Tridecane, 7-hexyl- 268 C19H40 007225-66-3 87
3 Tetradecane, 4-ethyl- 226 Cl6H34 055045-14-2 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Octadecane 254 C18H38 000593-45-3 80

Abundance Scan 1942 (13.710 min): BF127036.D\data.ms (-1940) (- m/z 57.10 100.00%

57.1
5000
9.1 — ——
‘ ‘ 1411 182.2 25 3263.2 13.50 14.00
ob b bbb b J T SP0L 225.3263.2 31933590 pmyz 71.10  65.47%
m/z--> 50 100 150 200 250 300 350
Abundance #90190: Pentadecane
57.0
5000 — ——
13.50 14.00
m/z 43.10 55.11%
.0
‘\ I H | [, 1410 2120
O\\\“\\‘\““\“‘\“\‘\\“\\\\’\‘\\\‘\\\\‘\\\\‘\\\
m/z--> 100 150 200 250 300 350
Abundance #158602: Tridecane, 7-hexyl-
57.0
—— —
13.50 14.00
5000 m/z 85.10 52.34%
182.0
% 1m0 |
ol LLL LT 1m0 | 2s02600
m/z--> 50 100 150 200 250 300 350
Abundance #107225: Tetradecane, 4-ethyl- — —
43.0 13.50 14.00
m/z 55.10 24.39%
5000 85.0
||| 170 170
oH"“ww"H‘Hw‘,‘HWHH‘HH_H e e
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 19 Heptadecane, 9-octyl-

Concentration Rank 10

R.T. EstConc Area Relative to ISTD R.T.
13.904 18.58 ng 821779  Chrysene-di12 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 90
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87
4 Eicosane, 10-methyl- 296 C21H44 054833-23-7 87
5 Heneicosane 296 C21H44 000629-94-7 83

Abundance Scan 1975 (13.904 min): BF127036.D\data.ms (-1972) (-,
57.1

5000

‘M\ 1y m 197223922802 330.3374.3

LA
miz--> 50 100 150 200 250 300 350

Abundance #262017: Heptadecane, 9-octyl-
57.0
5000
141. 239.0
o L] 0830 #2050 05000

T T T

m/z--> 50 100 150 200 250 300 350

Abundance #275544: Docosane, 11-butyl-
57.0
5000
20 4 3090
oA ‘W\ LD 21002530 300.0

miz-> 50 100 150 200 250 300 350

m/z 57.10 100.00%

—
14.00
m/z 71.10 53.84%

—
14.00
m/z 43.10 38.70%

—
14.00
m/z 85.10  38.06%

Abundance #307033: Octacosane, 2-methyl- ——
57.0 14.00
m/z 69.10 29.26%
5000
ol ‘\\ “\\ H H +01830225.0267.0309.0_ 3650
i “““‘ T T P
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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 20 3-Methylheptacosane

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
14.345 19.00 ng 840648  Chrysene-di2 14.092
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Methylheptacosane 394 C28H58 014167-66-9 94
2 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 91
5 Tetracosane, 1l-decyl- 479 C34H70 055429-84-0 91

Abundance Scan 2050 (14.345 min): BF127036.D\data.ms (-2047) (-
57.1

5000

) f.ﬂlﬁ'\l 197.2 293.1 368.3

O e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #298431: 3-Methylheptacosane
57.0
5000
365.0
W7 0asn02670 |
O‘HH‘\HWHH‘\\H’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

Abundance #262017: Heptadecane, 9-octyl-
57.0
5000
7.0 239.0
ob S 7 3080
-

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600

m/z 57.10 100.00%

— —
14.00 14.50
m/z 71.10 66.86%

— —
14.00 14.50
m/z 43.10 56.26%

— —
14.00 14.50
m/z 85.10 53.36%

Abundance #347241: Tetratetracontane — T
57.0 14.00 14.50
m/z 55.10  30.26%
5000
ol | 1 || £77:0197.0267.0337.0407.0 491.0562.0
[ e e e T T T T e T T T — ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022322\
Data File : BF127036.D

Acqg On : 23 Feb 2022 13:37
Operator : CG\JU

Sample : N1626-13

Misc :

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF021622.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-... 5.145 8.9 ng 238483 1 6.904 536545 20.0
Heptadecane 10.839 18.1 ng 725608 4 11.439 801671 20.0
Octadecane 11.292 23.4 ng 937534 4 11.439 801671 20.0
Tridecane, 1-iodo- 11.322 18.0 ng 722076 4 11.439 801671 20.0
Hexadecane, 1-c... 11.604 12.2 ng 489169 4 11.439 801671 20.0
Nonadecane 11.722 28.5 ng 1143880 4 11.439 801671 20.0
Nonadecane, 9-m... 12.127 25.2 ng 1011220 4 11.439 801671 20.0
Sulfurous acid,... 12.280 9.0 ng 361384 4 11.439 801671 20.0
Eicosane, 2-met... 12.410 14.9 ng 596219 4 11.439 801671 20.0
Heneicosane 12.522 22.4 ng 899594 4 11.439 801671 20.0
Pentadecane, 2,... 12.621 10.8 ng 433886 4 11.439 801671 20.0
Tetradecane 12.663 10.8 ng 433022 4 11.439 801671 20.0
Docosane 12.892 16.7 ng 739207 5 14.092 884791 20.0
Eicosane 13.251 22.4 ng 991501 5 14.092 884791 20.0
Pentadecane 13.374 21.3 ng 943388 5 14.092 884791 20.0
unknown13.451 13.451 10.2 ng 450974 5 14.092 884791 20.0
Tetracosane 13.598 21.5 ng 950970 5 14.092 884791 20.0
Tridecane, 7-he... 13.710 30.1 ng 1333210 5 14.092 884791 20.0
Heptadecane, 9-... 13.904 18.6 ng 821779 5 14.092 884791 20.0
3-Methylheptaco... 14.345 19.0 ng 840648 5 14.092 884791 20.0
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