LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc :

ALS vial : 8 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: BF127014.D\data.ms

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

# min  scan scan scan TY height area % max. total
1 3.704 235 241 250 rBV 142659 204757  2.24%  0.640%
2 4.581 378 390 393 rBV 4692011 9122230 100.00% 28.528%
3 5.181 481 492 495 rBV 2551150 5113030 56.05% 15.990%
4 5.534 549 552 556 rBV 591946 532498 5.84% 1.665%
5 6.528 718 721 725 rBV 633066 573643 6.29% 1.794%
6 6.916 784 787 791 rBV 618975 467607 5.13% 1.462%
7 7.233 838 841 845 rVB 280902 232527 2.55% 0.727%
8 7.481 878 883 886 rBV 1768653 1574902 17.26% 4.925%
9 8.198 1001 1005 1008 rVB 769039 589336 6.46% 1.843%
10 9.275 1182 1188 1191 rBV 3104134 2557024 28.03% 7.997%
11  9.957 1301 1304 1307 rVB 731369 569938 6.25% 1.782%
12 10.374 1372 1375 1378 rVB2 137869 118284 1.30% 0.370%
13 10.598 1409 1413 1415 rBV 84295 97027 1.06% 0.303%
14 10.745 1435 1438 1443 rBV 292802 299181 3.28% 0.936%
15 10.851 1453 1456 1461 rBV 377788 497062 5.45% 1.554%
16 11.298 1529 1532 1535 rBV 564714 507187 5.56% 1.586%
17 11.327 1535 1537 1543 rVB 575714 560947 6.15% 1.754%
18 11.445 1554 1557 1560 rBV 581680 572115 6.27% 1.789%
19 11.486 1560 1564 1567 rVV3 147142 238771 2.62% 0.747%
20 11.574 1577 1579 1582 rBV 128117 124982 1.37% 0.391%
21 11.610 1583 1585 1589 rBv4 158866 196445 2.15% 0.614%
22 11.651 1589 1592 1593 rBV 98057 91811 1.01% 0.287%
23 11.680 1594 1597 1600 rVB 288222 258537 2.83% 0.809%
24 11.727 1602 1605 1608 rVV 744163 582375 6.38% 1.821%
25 11.892 1631 1633 1635 rBV 184111 174893 1.92% 0.547%
26 11.992 1647 1650 1653 rBV2 168488 187285 2.05% 0.586%
27 12.139 1672 1675 1678 rBV 637814 534308 5.86% 1.671%
28 12.421 1720 1723 1726 rBV 485490 451623  4.95% 1.412%
29 12.527 1739 1741 1744 rBV 486591 468495 5.14% 1.465%
30 12.633 1757 1759 1763 rBV2 342057 447824 4.91% 1.400%

31 12.904 1803 1805 1807 rBV 390977 273024  2.99%
32 13.039 1822 1828 1831 rBV 2318984 2608945 28.60%
33 13.263 1863 1866 1869 rBV 618348 599034 6.57%
34 13.610 1922 1925 1928 rVB2 546236 548590 6.01%
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Sum of corrected areas: 31976237
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

. 8

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\

BF127014.D
: 22 Feb 2022 17:52
: CG\JU
: N1626-08
Sample Multiplier: 1

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

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\

Data File : BF127014.D

Acq On : 22 Feb 2022
Operator : CG\JU
Sample : N1626-08
Misc

Library Search Compound Report

17:52

ALS vial : 8 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 1 4-Penten-2-one, 4-methyl-

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.

3.704 8.76 ng 204757 1,4-Dichlorobenzene-d4 6.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 80
2 5-Hexen-2-one 98 C6H100 000109-49-9 50
3 4-Penten-2-one, 3-methyl- 98 C6H100 000758-87-2 43
4 Methyl 1-methylcyclopropyl ketone 98 C6H100 001567-75-5 10
5 4-Hexen-2-one 98 C6H100 025659-22-7 9

Abundance Scan 241 (3.704 mi

in): BF127014.D\data.ms (-235) (-)

43.0
5000
83.1
230 670 98.1
Ot e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3628: 4-Penten-2-one, 4-methyl-
43.0
5000
83.0
0\\‘\\\\‘\?ﬁzﬁ)\\\\“‘\}\\‘\5?\.0\‘\§\7\-(‘)\\\\‘\‘\\\‘\\9\8}"0\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3555: 5-Hexen-2-one
43.0
5000
150 270 50
’ ‘” | ‘ 710 830 98.0
(O e e e L L o
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3626: 4-Penten-2-one, 3-methyl-
43.0
5000
27.0 55.0
0 oo e70 30 %0
T T T P T T T T e
m/z--> 10 20 30 40 50 60 70 80 90 100
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m/z 43.05 100.00%

3.40 3.60 3.80 4.00
m/z 83.10 13.64%

3.40 3.60 3.80 4.00
m/z 39.10 11.61%

L

3.40 3.60 3.80 4.00
m/z 55.00 7.22%
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m/z 41.10 4.69%
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 3-Penten-2-one, 4-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.581 390.17 ng 9122230 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
Abundance Scan 390 (4.581 min): BF127014.D\data.ms (-378) (-) m/z 83.10 100.00%
55.1 83.1
5000
43.0 98.1
B RaREEa s e
‘ ‘ - 4.20 4.40 4.60 4.80 5.00
Obrrrprrrrrerer et el ool ol m/z 55,10 87.74%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 430 N N R
' 98.0 4.20 4.40 4.60 4.80 5.00
29.0
m/z 98.10  33.02%
‘ Ll ull 670 | ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R RaRE s e
290 43.0 4.20 4.40 4.60 4.80 5.00
5000 m/z 43.05 32.56%
98.0
M‘\ \\‘\ 67.0 |
owwwwwm e EEEEEES R
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- o RRAREEES
55.0 83.0 4.20 4.40 4.60 4.80 5.00
m/z 39.10  26.21%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oM‘H‘HWH“M:UM;MHWHWlewmwm‘ SURNNRED N SUU—
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.181 218.69 ng 5113030 1,4-Dichlorobenzene-d4 6.916

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 Acetone 58 C3H60 000067-64-1 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 492 (5.181 min): BF127014.D\data.ms (-481) (-) m/z 43.05 100.00%
3.0
59.1
5000
101.1 IS N IR
4.80 5.00 5.20 5.40 5.60
Ll \‘ 83.1 9
oy m/z 59.10 67.62%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 I N R
4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.10 23.47%
270 ‘ 83.0 |
O\\\\‘\‘\“\\“‘\\\W‘\\\\“\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #4529: 2,3-Butanedione, monooxime
43.0
R RRaREE s
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.10 16.04%
101.0
15.0
oot b B0 Ba0 |
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.80 5.00 5.20 5.40 5.60
m/z 41.10 9.84%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 T
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 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 4 2-Cyclohexen-1-one, 3-methyl- Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
7.233 9.95 ng 232527 1,4-Dichlorobenzene-d4 6.916
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Cyclohexen-1-one, 3-methyl- 110 C7H1e0 001193-18-6 94
2 2-Cyclohexen-1-one, 6-(1-hydroxy... 168 C10H1602 087791-00-2 64
3 1H-Pyrazole, 3-methyl- 82 C4H6N2 001453-58-3 59
4 2-Cyclopenten-1-one 82 C5H60 000930-30-3 50
5 1H-Pyrazole, 1-methyl- 82 C4H6N2 000930-36-9 50
Abundance Scan 841 (7.233 min): BF127014.D\data.ms (-838) (-) m/z 82.10 100.00%
82.1
5000
54.1 110.1
T R RRARERE
37 7.00 7.20 7.40 7.60
Ol il m/z 54.10  35.55%
miz-> 20 40 60 80 100 120 140
Abundance #6618: 2-Cyclohexen-1-one, 3-methyl-
82.0
5000 L L I L LI L B
39.0 110.0 7.00 7.20 7.40 7.60
m/z 110.10  33.28%
miz-> 20 40 60 80 100 120 140
Abundance #43207: 2-Cyclohexen-1-one, 6-(1-hydroxy-1-methylethyl
82.0
R e
7.00 7.20 7.40 7.60
5000 43.0 110.0 m/z 39.05 32.05%
ol 280 \‘ 650 | | 15101500
e B e o
miz--> 20 40 60 80 100 120 140
Abundance #1314: 1H-Pyrazole, 3-methyl-
82.0 7.00 7.20 7.40 7.60
m/z 53.10 10.63%
5000
54.0
28.0
o‘m‘,ﬂ”uu e S| DOURDS |
m/z--> 20 40 60 80 100 120 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
10.851 17.38 ng 497062  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 97
2 Tetradecane 198 C14H30 000629-59-4 91
3 Heneicosane 296 C21H44 000629-94-7 91
4 Heptacosane 380 C27H56 000593-49-7 90
5 Nonadecane 268 C19H40 000629-92-5 87
Abundance Scan 1456 (10.851 min): BF127014.D\data.ms (-1453) (- m/z 57.10 100.00%
57.1
o UM
= —
99.1 Ty 10.50 11.00
ol b i [y 1412 1832 2402 m/z 43.10  73.15%
miz-> 50 100 150 200 250
Abundance #123960: Heptadecane
57.0
5000 = .
10.50 11.00
99.0 m/z 71.10 61.88%
0 \Z\SJ\O‘\“‘“‘\ ‘H‘ \‘H‘\ H“ \“‘ T “]\_4%‘0“\ %8\‘3\0‘ T \2\4??\ I
m/z--> 50 100 150 200 250
Abundance #74004: Tetradecane
57.0
== ——
10.50 11.00
5000 m/z 85.10 39.27%
99.0 198.0
ol 280l |1 0, a0 180
miz--> 50 100 150 200 250
Abundance #194588: Heneicosane = T
57.0 10.50 11.00
m/z 41.05 33.47%
5000
99.0
015-0\‘ L L L gy 1410 1830 2250 296.(
el e e — ——
m/z--> 50 100 150 200 250 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 Octadecane

Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
11.298 17.73 ng 507187  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 93
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Tetratetracontane 619 C44H99 007098-22-8 86
5 Pentadecane 212 C15H32 000629-62-9 86

Abundance Scan 1532 (11.298 min): BF127014.D\data.ms (-1529) (-]
57.1

m/z 57.10 100.00%

o

o

°

°

5000 85.1 MMAA
— —
h 113.1141.1169.2 100 150
Ol b 7T 141:1169.2107.2225.1254.2 sy 43,10 69.75%
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #141057: Octadecane
57.0
5000 R ——
85.0 11.00 11.50
29.0 m/z 71.10 56.71%
0 [ L) [ 0141.0160.0107 022502540
H\‘HH‘\\H‘\H\‘\\H‘\\H‘HH‘HH‘HH‘HH‘HH‘\H\‘HH‘HH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #123960: Heptadecane
57.0
= —
85.0 11.00 11.50
5000 ITI/Z 85.10 40.62%
290
113.0
0 ||l 1016901970 2400
HWH‘WHH‘HH‘HH_‘H_‘H_H‘_H‘_HW‘HWH‘WH‘WHH
m/z--> 20 40 60 80 100120140160 180200220 240260
Abundance #158600: Nonadecane A ——
57.0 11.00 11.50
m/z 41.10 35.59%
5000 85.0
29.0
0 \‘ h H\ Il \\11\\30\141016901970 268.(
HW‘HWHH‘HH_H‘_HWH‘WHHM‘HMHWH‘WHHM‘H_H‘ —— ——
m/z--> 20 40 60 80 100120140160 180200220 240260 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 7 2-Bromo dodecane Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.327 19.61 ng 560947  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 93
2 Octadecane 254 C18H38 000593-45-3 90
3 Heptacosane 380 C27H56 000593-49-7 90
4 Tridecane, 2-methyl- 198 C14H30 001560-96-9 87
5 Eicosane 282 C20H42 000112-95-8 86

Abundance Scan 1537 (11.327 min): BF127014.D\data.ms (-1535) (-} m/z 57.10 100.00%
57.1

11‘06 11‘56
41.1 : :
ol b bt “ H‘_“1?7_2”223‘2”‘_m,m‘ m/z 71.10 67.39%
mlz--> 50 100 150 200 250 300 350
Abundance #132769: 2-Bromo dodecane
57.0
5000 — ——
11.00 11.50
m/z 43.10 47.93%
9.0 169.0
Ol\s\d\‘\““ “‘\h‘\“\‘\‘\\‘\‘\\\‘\\\2\4"8\()\\\‘\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
— ——
11.00 11.50
5000 m/z 85.10 39.25%
‘ 9.0
ol Al il 0ms0 2800
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T —
57.0 11.00 11.50
m/z 41.10 26.52%
5000 M
ol L I F | 141.0183.0225.0267.0 3230 380,
“““ A R e e e L — ——
m/z--> 50 100 150 200 250 300 350 11.00 11.50

8270-BF021622.M Wed Feb 23 14:30:22 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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, butyl octad... Concentration Rank 20
R.T. EstConc Area Relative to ISTD R.T.
11.574 4.37 ng 124982  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Sulfurous acid, butyl octadecyl ... 390 C22H4603S 1000309-18-5 72
2 Undecane, 2,10-dimethyl- 184 C13H28 017301-27-8 64
3 Undecane, 4-ethyl- 184 C13H28 017312-59-3 64
4 Octacosane 394 C28H58 000630-02-4 64
5 3,5-Dimethyldodecane 198 C14H30 107770-99-0 53

Abundance Scan 1579 (11.574 min): BF127014.D\data.ms (-1577) (-1 m/z 57.10 100.00%
57.1

5000 m
7.1
T
11.50
S — L |9t 1702 2282 2633 0 43710 73.20%
miz--> 50 100 150 200 250 300
Abundance #295470: Sulfurous acid, butyl octadecyl ester
57.0
5000 — :
11.50
m/z 71.10 41.06%
139.0
0 ‘\“ \“\ ‘ \‘\u‘ d‘\ \‘\‘ ‘H -l \r\ ‘\‘ ‘}8‘3‘0‘ — ‘25‘\3‘0‘ — ‘3‘17‘"
miz--> 50 100 150 200 250 300
Abundance #59078: Undecane, 2,10-dimethyl-
43.0
—
11.50
5000 ITI/Z 85.10 39.13%
85.0
‘ 141.0
ol ST s
miz--> 50 100 150 200 250 300
Abundance #59033: Undecane, 4-ethyl- 7
43.0 11.50
m/z 55.10 31.65%
85.0
5000 W
‘ h | 155.0
Y T — —
m/z--> 50 100 150 200 250 300 11.50

8270-BF021622.M Wed Feb 23 14:30:24 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 Heptadecane, 3-methyl- Concentration Rank 17
R.T. EstConc Area Relative to ISTD R.T.
11.610 6.87 ng 196445  Phenanthrene-die 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 3-methyl- 254 C18H38 006418-44-6 86
2 Undecane, 3-methyl- 170 C12H26 001002-43-3 80
3 Heptacosane 380 C27H56 000593-49-7 74
4 Octacosane 394 C28H58 000630-02-4 74
5 Sulfurous acid, butyl heptadecyl... 376 C21H4403S 1000309-18-4 72

Abundance Scan 1585 (11.610 min): BF127014.D\data.ms (-1583) (- m/z 57.10 100.00%
57.1

5000 $ﬂﬂﬁﬂﬂﬂpwﬁkﬂhkafkmww
01 —— ——
11.50 12.00
[ — F ul %‘4“‘1}‘1“1\3‘351‘ A w/z 43.10  53.36%
miz--> 50 100 150 200 250 300 350
Abundance #141063: Heptadecane, 3-methyl-
57.0
5000 — ——
11.50 12.00
‘ 90 to 2950 m/z 71.10 50.33%
04 \“\ ‘\“‘ | ““‘ \“h\““‘ \“\“\ \‘ “\%8\‘3\?\ \‘L\ L L B
m/z--> 50 100 150 200 250 300 350
Abundance #45490: Undecane, 3-methyl-
57.0
—— —
11.50 12.00
5000 ITI/Z 41.10 42.25%
CJ 9.0 141.0
) I
m/z--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane T ——
57.0 11.50 12.00
m/z 55.10 32.28%
5000
9.0
o150 | || [] | 14101830225.0267.03000 380
B R A B T e —— ——
m/z--> 50 100 150 200 250 300 350 11.50 12.00

8270-BF021622.M Wed Feb 23 14:30:24 2022 Page: 12



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 10 Nonadecane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
11.680 9.04 ng 258537  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Bromo dodecane 248 C12H25Br 013187-99-0 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Nonadecane 268 C19H40 000629-92-5 90
4 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44 054833-48-6 90
5 Heneicosane 296 C21H44 000629-94-7 90
Abundance Scan 1597 (11.680 min): BF127014.D\data.ms (-1594) (- m/z 57.10 100.00%
57.1
5000 W
1 1150 12,00
141.2 1832 . : :
om_m‘hHUMMHw‘_m‘wwnwmWw“%‘2?“1_”‘2‘7‘?:7 m/z 71.10  73.61%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #132769: 2-Bromo dodecane
57.0
5000 —r ——
11.50 12.00
m/z 43.10 64.34%
27,0 ‘ ‘ 99.0 169.0
OH\‘\‘\‘H“MH‘!“\‘!h\“IM\\\“[\\\‘]\_‘2\\8\\0‘\H\‘H‘\\‘\\\\‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #123959: Heptadecane
57.0
—— —
11.50 12.00
5000 m/z 85.10 43.55%
99.0
‘H‘HH_H‘_Hw‘HwHH‘HH_H‘_HW‘HWHH‘HH_H‘_HW‘
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #158597: Nonadecane T —
57.0 11.50 12.00
m/z 41.10 21.86%
o WV\MI\/
. 270, | | % 1010 1830 gso 2600
et e e e e e e e e —— ——
m/z--> 20 40 60 80 100120140160180200220240260280 11.50 12.00

8270-BF021622.M Wed Feb 23 14:30:25 2022 Page: 13



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.727 20.36 ng 582375  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 94
2 Pentadecane 212 C15H32 000629-62-9 93
3 Eicosane, 10-methyl- 296 C21H44 054833-23-7 91
4 Heneicosane 296 C21H44 000629-94-7 90
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 90

Abundance Scan 1605 (11.727 min): BF127014.D\data.ms (-1602) (-]
57.1

m/z 57.10 100.00%

5000 W
—— —
99.1 11.50 12.00
ol d il 15521892 2251 2683 4/, 4316 67.56%
miz-> 50 100 150 200 250
Abundance #158597: Nonadecane
57.0
5000 — ——
11.50 12.00
m/z 71.10 58.23%
ozio] | | %%, 1410 150 zmso 00
m/z--> 50 100 150 200 250
Abundance #90189: Pentadecane
57.0
—— —
11.50 12.00
5000 m/z 85.10 40.91%
99.0
oL280f L\ i a0 2o
m/z--> 50 100 150 200 250
Abundance #194595: Eicosane, 10-methyl- — —
57.0 11.50 12.00
m/z 41.10 32.77%
5000
‘ 99.0 0
ol bl a7 1970 2390 2810 R
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF021622.M Wed Feb 23 14:30:26 2022

Page:

14



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 12 Carbonic acid, tetradecyl v... Concentration Rank 19
R.T. EstConc Area Relative to ISTD R.T.
11.892 6.11 ng 174893  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Carbonic acid, tetradecyl vinyl ... 284 C17H3203 1000382-54-5 72
2 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 58
3 Heptyl tetradecyl ether 312 C21H440 1000406-39-3 46
4 Undecane, 3,5-dimethyl- 184 C13H28 017312-81-1 43
5 2-Nonanol, trimethylacetate 228 C14H2802 1000463-21-6 38
Abundance Scan 1633 (11.892 min): BF127014.D\data.ms (-1631) (- m/z 57.10 100.00%
57.1
97.1
5000
1150 1200
126.1 :
b m‘u “‘J‘ A pte 1902 2021 2303 2763 " 43 1 74.25%
miz-> 50 100 150 200 250
Abundance #178950: Carbonic acid, tetradecyl vinyl ester
57.0
5000 — ——
11.50 12.00
97.0 m/z 71.10 71.53%
o270l | ‘ 1 \u [126.0155.0 1960 241.0
T T T ‘ T i T T T ‘ T T T T ‘ T T T \ ’ T T T T
miz-> 50 100 150 200 250
Abundance #45512: Decane, 3,8-dimethyl-
57.0
— ——
11.50 12.00
5000 m/z 97.10 69.69%
ol b | |00
miz--> 50 100 150 200 250
Abundance #215091: Heptyl tetradecyl ether — —
57.0 11.50 12.00
m/z 55.10 60.08%
5000
97.0
02510\ [ | 270 19602270
s e e Bl — ——
m/z--> 50 100 150 200 250 11.50 12.00

8270-BF021622.M Wed Feb 23 14:30:26 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-

Quant Title

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

BF021622.M

: 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 Decane, 3,8-dimethyl-

Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
11.992 6.55 ng 187285  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Decane, 3,8-dimethyl- 170 C12H26 017312-55-9 87
2 Heneicosane 296 C21H44 000629-94-7 83
3 Octacosane, 2-methyl- 408 C29H60 001560-98-1 83
4 Octadecane, 2-methyl- 268 C19H40 001560-88-9 83
5 Octadecane 254 C18H38 000593-45-3 81

Abundance Scan 1650 (11.992 min): BF127014.D\data.ms (-1647) (-
57.1

5000

‘h\ H“H H\ uh Ay ‘ L ;97 1239 3 294.1

0 m\‘
m/z--> 0 50 100 150 200 250 300 350

Abundance #45512: Decane, 3,8-dimethyl-
57.0
5000
‘ 9‘01410
O\\\\““\H\M\‘\“\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\

miz—> 0 50 100 150 200 250 300 350

Abundance #194588: Heneicosane
57.0
5000
9.0
0 15-3 il H I h‘ | 141 0183 0225.0 296.0
B L i e e B e S

mizw> 0 50 100 150 200 250 300 350

m/z 57.10 100.00%

:

12.00
m/z 43.10 85.76%

:

12.00
m/z 71.10 60.10%

:

12.00
m/z 55.10 45.17%

2

Abundance #307033: Octacosane, 2-methyl- ——
57.0 12.00
m/z 85.10 40.91%
5000
9.0
ol “\ “‘\ | | 1410183.0225.0267.0300.0_365.0
e “‘“H‘“““H“““‘H““““ P

m/z--> 0 50 100 150 200 250 300 350

8270-BF021622.M Wed Feb 23 14:30:27 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 14 Nonadecane, 9-methyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.139 18.68 ng 534308 Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane, 9-methyl- 282 C20H42 013287-24-6 94
2 Tetradecane 198 C14H30 000629-59-4 93
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Nonadecane 268 C19H40 000629-92-5 90

Abundance Scan 1675 (12.139 min): BF127014.D\data.ms (-1672) (. m/z 57.10 100.00%
57.1

5000 W
L e oo 1250
I 1832 221.225332863  n/; 43.10  64.36%
miz--> 50 100 150 200 250 300
Abundance #176393: Nonadecane, 9-methyl-
57.0
5000 T T T T T T
12.00 12.50
990 140.0 m/z 71.10 57.83%
0 \“\ i ‘ - H‘ \‘h‘\““‘ \m = “ F‘830 \22\4\0\ 2\67\0\ L
m/z--> 100 15 200 250 300
Abundance #74004: Tetradecane
57.0
—— —
12.00 12.50
5000 ITI/Z 85.10 42.12%
99.0 198.0
otsol 1| [0 a0 1RO
m/z--> 50 100 150 200 250 300
Abundance #107222: Tridecane, 6-propyl- T —
43.0 12.00 12.50
m/z 41.10 31.51%
5000 85.0 W
126.0 183.0
ol by i [ 0 R
m/z--> 50 100 150 200 250 300 12.00 12.50

8270-BF021622.M Wed Feb 23 14:30:28 2022 Page: 17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 15 Eicosane, 3-methyl- Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.

12.421 15.79 ng 451623  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane, 3-methyl- 296 C21H44 006418-46-8 90
2 3,5-Dimethyldodecane 198 C14H30 107770-99-0 81
3 Undecane, 4,6-dimethyl- 184 C13H28 017312-82-2 76
4 Dotriacontyl isobutyl ether 523 C36H740 1010406-33-6 72
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 64

Abundance Scan 1723 (12.421 min): BF127014.D\data.ms (-1720) (-, m/z 57.10 100.00%
57.1

- W
P
99.1 12.50
141.2 183.2 . :
ob— \L ‘Hu Ll o 1912 188.22162 2673 308. ./, 7119  46.11%
m/z--> 50 100 150 200 250 300
Abundance #194592: Eicosane, 3-methyl-
57.0
5000 L
12.50
m/z 43.10 41.79%
267.0
ol L0 1410 1830 2250
L L ‘ T T L ‘ T T T ‘ T L T ‘ T L T ‘ T L ‘ T
miz--> 50 100 150 200 250 300
Abundance #74012: 3,5-Dimethyldodecane
57.0
P
12.50
5000 ITI/Z 85.10 31.29%
99.0
169.0
o0 P MNAAKKJ%WAAﬁ”ﬂRMNMj
m/z--> 50 100 150 200 250 300
Abundance #59063: Undecane, 4,6-dimethyl- —
57.0 12.50
m/z 41.10 21.63%
5000 MW
| ‘ ‘ 113.0
olzsol I {4 T 1m0 _—
m/z--> 50 100 150 200 250 300 12.50

8270-BF021622.M Wed Feb 23 14:30:29 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 16 1@-Methylnonadecane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
12.527 16.38 ng 468495  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tridecane, 6-propyl- 226 C16H34 055045-10-8 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Hexadecane 226 C16H34 000544-76-3 89
Abundance Scan 1741 (12.527 min): BF127014.D\data.ms (-1739) (- m/z 57.10 100.00%
57.1
5000
12.50 |
141 1 189.2 '
ol ddd H L2261 2674 8193 n/z 43.10  68.82%
mlz--> 50 100 150 200 250 300 350
Abundance #176388: 10-Methylnonadecane
57.0
5000 —— :
12.50
0.0 154.0 m/z 71.106 61.55%
O\“‘\ ‘\‘ ““h‘ ‘“‘ “ \H\“\ T “\ 1T ‘ L ’2\67\.(\)\ ‘ L ‘ T
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
T
12.50
5000 m/z 85.10 44 ,36%
ol 1L, “h‘ i M | 1419 183.0 225.0 267.0 309.0  367.(
iy A
miz--> 50 100 150 200 250 300 350
Abundance #107222: Tridecane, 6-propyl- 7
43.0 12.50
m/z 41.10 33.37%
5000 5.0
126.0 41g83.
ol b ba ol 1 | 280 —
m/z--> 50 100 150 200 250 300 350 12.50

8270-BF021622.M Wed Feb 23 14:30:29 2022 Page: 19



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 Sulfurous acid, butyl tetra...

Concentration Rank 12

R.T. EstConc Area Relative to ISTD R.T.
12.633 15.65 ng 447824  Phenanthrene-d10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Sulfurous acid, butyl tetradecyl... 334 C18H3803S
2 Hentriacontane 437 C31H64
3 Oxalic acid, 2-ethylhexyl tetrad... 398 C24H4604
4 Hexadecane, 2,6,10,14-tetramethyl- 282 C20H42
5 Heptadecane, 2,6,10,15-tetramethyl- 296 C21H44

Abundance Scan 1759 (12.633 min): BF127014.D\data.ms (-1757) (-]

1010309-18-1 86
000630-04-6 83
1000309-39-7 80
000638-36-8 74
054833-48-6 72

m/z 57.10 100.00%

57.1
5000
P e
“ H‘ 183.2 2453 3001 12.50 13.00
oL M‘w PN o B AL m/z 71.10  69.85%
mlz--> 50 100 150 200 250 300 350 400
Abundance #241461: Sulfurous acid, butyl tetradecyl ester
57.0
5000 — e
12.50 13.00
m/z 43.10 51.78%
130
m/z--> 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
P e
12.50 13.00
5000 ITI/Z 85.10 33.35%
.0
0 | uh\ \‘h:h h I‘ \ 16\9?\2\2\59 3090 3650 437'
el ‘ R T R R R
miz--> 50 100 150 200 250 300 350 400
Abundance  #301083: Oxalic acid, 2-ethylhexyl tetradecyl ester P ——
57.0 12.50 13.00
m/z 55.10 32.38%
5000
1120
! 1570 2410
o‘H‘_“MM""‘mH_HJWHWH_HWHH —r— —r—
m/z--> 50 100 150 200 250 300 350 400 12.50 13.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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, 1-iodo- Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
12.904 9.95 ng 273024  Chrysene-di12 14.098
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 Octadecane 254 C18H38 000593-45-3 86
4 Tetracosane 338 C24H50 000646-31-1 83
5 4-Methylheneicosane 310 C22H46 025117-29-7 81
Abundance Scan 1805 (12.904 min): BF127014.D\data.ms (-1803) (1 m/z 57.10 100.00%
57.1
5000
99.1 1200
13.00
141.1
— M“ Latrn 1832 2253 | 290138304 n; 43.10 65.39%
miz-> 50 100 150 200 250 300
Abundance #123960: Heptadecane
57.0
5000 T
13.00
99.0 m/z 71.10 64.39%
OL\S\Q‘\ ‘\““\ ‘H‘ \‘H‘\ ““ \“‘ \%41{]—.‘9\ %8\‘3\0‘ T \2\4?‘0\ L
miz-> 50 100 150 200 250 300
Abundance #211086: Tridecane, 1-iodo-
57.0
——
13.00
5000 m/z 85.10 51.09%
99.0 183.0
ol il 7m0 T a0
miz--> 50 100 150 200 250 300
Abundance #141057: Octadecane T
57.0 13.00
m/z 41.10 27.56%
5000
99.0
|11 ] 14101830 2540
L I T LR e
m/z--> 50 100 150 200 250 300 13.00
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

koK ok K ok koK ok Kok K

Peak Number

R.T.
13.262 2
Hit# of 5

: 22 Feb 2022 17:52
: CG\JU
: N1626-08

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
BF127014.D

: 8 Sample Multiplier: 1

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

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

3k 3k oK ok K ok K ok 3 oK oK K oK K ok K ok ok oK ok 3 ok 3 ok 3 oK 3k oK ok 3 oK 3 ok K oK 3K K ok K ok 3 ok ok oK ok ok K ok ok kK ok K

19 Tricosane Concentration Rank 3

1 Tricosane
2 Hexatriacontane
3 Tetratetracontane

4 2-Methyltetracosane

5 Eicosane

EstConc Area Relative to ISTD R.T.

1.8 ng 599034 Chryseme-diz 14.098
Tentative ID MW MolForm CASH# Qual

"""""""""""""""" 324 C23HA8  000638-67-5 93

507 C36H74 000630-06-8 87
619 C44H90 007098-22-8 87
352 C25H52 001560-78-7 87
282 C20H42 000112-95-8 83

Abundance Scan 1866 (13.263 min): BF127014.D\data.ms (-1863) (- m/z 57.10 100.00%
57.1

5000
1300 1350
7.1 . .
o‘HH‘mwfﬁmw??%?uE?ﬁﬁ?ﬁ?ﬁwu‘wuu‘uu‘uu_“ m/z 71.10  65.44%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #229645: Tricosane
57.0
5000 T T
13.00 13.50
m/z 43.10 65.26%
S0 220
0‘\\\‘\‘\\\\“\\\\‘\\\‘\"\H\‘\\\\‘\\H‘\\\\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #339055:; Hexatriacontane
57.0
—— —
13.00 13.50
5000 m/z 85.10 48.95%
o H || 1#79197.0 281.0351.0421.0 506.0
-t A e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane — —
57.0 13.00 13.50
m/z 55.10 34.56%
5000
o JHH‘Hﬁ;wozmo3w04wo 491.0562.0
e A e e e e e P e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 13.00 13.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc

ALS vial : 8 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 20 Tetracosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.610 20.00 ng 548590 Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 95
2 Heneicosane 296 C21H44 000629-94-7 91
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 72
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 72
5 Hexadecane 226 C16H34 000544-76-3 64
Abundance Scan 1925 (13.610 min): BF127014.D\data.ms (-1922) (. m/z 57.10 100.00%
57.1
5000
—— —
\ \ 9\1 JT411 197.2239.3 299.1 362 1359 1499
ol L 22303 2901 8624 nmjz 71.10  65.67%
mlz--> 50 100 150 200 250 300 350
Abundance #246482: Tetracosane
57.0
5000 —r ——
13.50 14.00
m/z 43.10 59.57%
| | “ }41.0183.0225.0067.0 3380
O\\\\“‘\H‘“ \h\\\“\‘\\‘\‘\\\\‘\\\\‘\\\‘\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
—— —
13.50 14.00
5000 m/z 85.10 50.06%
‘ 9.0
41.0
o5 1L 1#0mms0zs0 2060
miz--> 50 100 150 200 250 300 350
Abundance #228592: Tetradecane, 1-iodo- T —
57.0 13.50 14.00
m/z 55.10 32.51%
5000
NI O B s e O 1 N I
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127014.D

Acqg On : 22 Feb 2022 17:52
Operator : CG\JU

Sample : N1626-08

Misc :

ALS vial : 8 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|
4-Penten-2-one,... 3.704 8.8 ng 204757 1 6.916 467607 20.0
3-Penten-2-one,... 4.581 390.2 ng 9122230 1 6.916 467607 20.0
2-Pentanone, 4-... 5.181 218.7 ng 5113030 1 6.916 467607 20.0
2-Cyclohexen-1-... 7.233 9.9 ng 232527 1 6.916 467607 20.0
Heptadecane 10.851 17.4 ng 497062 4 11.445 572115 20.0
Octadecane 11.298 17.7 ng 507187 4 11.445 572115 120.0
2-Bromo dodecane 11.327 19.6 ng 560947 4 11.445 572115 20.0
Sulfurous acid,... 11.574 4.4 ng 124982 4 11.445 572115 20.0
Heptadecane, 3-... 11.610 6.9 ng 196445 4 11.445 572115 20.0
Nonadecane 11.680 9.0 ng 258537 4 11.445 572115 20.0
Pentadecane 11.727 20.4 ng 582375 4 11.445 572115 20.0
Carbonic acid, ... 11.892 6.1 ng 174893 4 11.445 572115 20.0
Decane, 3,8-dim... 11.992 6.5 ng 187285 4 11.445 572115 20.0
Nonadecane, 9-m... 12.139 18.7 ng 534308 4 11.445 572115 120.0
Eicosane, 3-met... 12.421 15.8 ng 451623 4 11.445 572115 20.0
10-Methylnonade... 12.527 16.4 ng 468495 4 11.445 572115 20.0
Sulfurous acid,... 12.633 15.7 ng 447824 4 11.445 572115 20.0
Tridecane, 1-iodo- 12.904 9.9 ng 273024 5 14.098 548590 20.0
Tricosane 13.262 21.8 ng 599034 5 14.098 548590 20.0
Tetracosane 13.610 20.0 ng 548590 5 14.098 548590 20.0
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