LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc :

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127011.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.534 378 382 389 rVB 382270 395476 16.17%  2.394%
2 5.145 480 486 489 rBvV 804215 856230 35.00% 5.184%
3 5.534 548 552 555 rBV 1542657 1359935 55.59%  8.233%
4 6.534 717 722 725 rBV 1994298 1856924 75.90% 11.242%
5 6.916 783 787 790 rBV 614392 474171 19.38% 2.871%

6 7.475 877 882 885 rBV 1414999 1390598 56.84% 8

7 8.092 983 987 994 rBV 35502 40369 1.65% 0.244%

8 8.198 1001 1005 1008 rBV 741550 641380 26.22% 3

9 9
9

883%

.275 1182 1188 1191 rBV 2746896 2446464 100.00% 14.811%

10 .951 1299 1303 1307 rBV 756211 684706 27.99%  4.145%
11 10.351 1368 1371 1372 rBV 34116 29023 1.19% ©.176%
12 10.375 1372 1375 1378 rVB2 49412 49500 2.02% 0.300%
13 10.592 1406 1412 1415 rBV 32342 34731 1.42% 0.210%
14 10.739 1434 1437 1443 rBV 605211 487083 19.91%  2.949%
15 10.845 1451 1455 1461 rBV 143350 176763 7.23% 1.070%
16 11.039 1483 1488 1492 rBV2 23804 34809 1.42% 0.211%
17 11.133 1501 1504 15e8 rBV3 30262 31123 1.27% ©.188%
18 11.298 1528 1532 1534 rBV 199308 181473 7.42%  1.099%
19 11.327 1534 1537 1543 rVB 98635 102680 4.20% 0.622%
20 11.386 1543 1547 1552 rBV 71725 63327 2.59% 0.383%
21 11.445 1553 1557 1560 rBV 724305 679233 27.76% 4.112%
22 11.469 1560 1561 1566 rVB3 21942 31937 1.31% ©0.193%
23 11.604 1581 1584 1589 rBV3 50217 63438 2.59% ©.384%
24 11.674 1593 1596 1599 rVB2 45674 43317 1.77%  ©.262%
25 11.722 1601 1604 1608 rVV 312361 230308 9.41% 1.394%
26 11.886 1630 1632 1634 rBV2 33814 34833 1.42% 0.211%
27 11.998 1646 1651 1653 rBV2 50319 79289 3.24%  ©.480%
28 12.127 1671 1673 1677 rBV 181444 157369 6.43% ©.953%
29 12.210 1684 1687 1690 rVB2 52316 44232 1.81% 0.268%
30 12.280 1697 1699 1702 rBV2 31952 37647 1.54% 0.228%
31 12.410 1718 1721 1724 rVB 56913 50391 2.06% ©.305%
32 12.521 1737 1740 1744 rVB 142082 115191 4.71% 0.697%
33 12.621 1755 1757 1761 rBV3 25811 33575 1.37% 0.203%
34 12.657 1761 1763 1766 rVV2 38007 36064 1.47% 0.218%
35 12.733 1774 1776 1778 rBV2 39665 33692 1.38% ©0.204%
36 12.874 1797 1800 1801 rBV 32315 34277 1.40% ©0.208%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: RTE

Smoothing : ON Filtering: 5

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

Stop Thrs : © Peak Location: TOP

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

Method : Z:\svoasrv\HPCHEM1\BNA_ F\Methods\8270-BF021622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
37 12.892 1801 1803 1806 rVB2 97640 78498 3.21% 0.475%
38 13.033 1820 1827 1830 rBV 2162942 2101043 85.88% 12.720%
39 13.251 1861 1864 1867 rBV 93252 94564 3.87% 0.573%
49 13.451 1895 1898 1899 rBV3 26327 31541 1.29% 0.191%
41 13.592 1919 1922 1927 rBV3 78257 92431 3.78% 0.560%
42 13.921 1975 1978 1980 rVB 55959 51023 2.09% 0.309%
43 14.086 2002 2006 2009 rBV 398919 339395 13.87% 2.055%
44 14.233 2029 2031 2034 rVB 49719 42946 1.76% 0.260%
45 14.545 2081 2084 2089 rVB 44120 43825 1.79% 0.265%
46 15.204 2193 2196 2202 rVB4 38111 49558 2.03% 0.300%
47 15.586 2256 2261 2267 rVB 295379 389051 15.90% 2.355%
48 16.309 2381 2384 2392 rVB5S 37290 74361 3.04% 0.450%
49 16.768 2457 2462 2468 rVB3 46423 87681 3.58% 0.531%
Sum of corrected areas: 16517475
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

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

BF127011.D
: 22 Feb 2022 16:24
: CG\JU
: N1626-10
: 5 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

Abundance

2500000

2000000

1500000

1000000

500000

0

Time-->

Abundance

2500000

2000000

1500000

1000000

500000

0

Time-->

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->

8270-BF021622.M Wed Feb 23 14:26:54 2022

TIC: BF127011.D\data.ms
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6.

I I
6.60 6.80 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 : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.534 16.68 ng 395476 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 91
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, 2,4-dimethyl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
Abundance Scan 382 (4.534 min): BF127011.D\data.ms (-378) (-) m/z 83.10 100.00%
55.0 83.1
5000 431
' 98.1
R R RARES
‘ ‘ 67.1 4.20 4.40 4.60 4.80
O b e e e m/z 55.85 98.05%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3648: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 L B LR L B B
29.0 98.0 4.20 4.40 4.60 4.80
m/z 43.10 37.09%
15.0
| L ull, 70 |
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\"\\\\
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 R Amm e A RARES
2900 43.0 4.20 4.40 4.60 4.80
5000 m/z 98.10 31.03%
98.0
M‘\ \\‘\ 67.0 |
owwwwwm i EESSES.
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- R e RARES
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.05 26.55%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
oH“H“wHH“Hm;1‘HMMH““;HH,JH,HH,HH SN | GO ——
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.145 36.11 ng 856230 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 56
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 486 (5.145 min): BF127011.D\data.ms (-480) (-) m/z 43.10 100.00%
3.1
59.1
5000
101.1 R
‘ 831 4.80 5.00 5.20 5.40
) S O S NS m/z 59.10  64.80%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L NI B L R I
59.0 4.80 5.00 5.20 5.40
m/z 101.10  21.05%
15.0 101.0
‘ Wl | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
e RMRmaES S
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 15.88%
LT
daso Wl L L
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T e
59.0 4.80 5.00 5.20 5.40
m/z 41.10 9.34%
5000 41.0
0 \H\‘ \‘M 12\6'0 142.0
1 e A REmEEREESS S
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\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 1@-Methylnonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.

10.845 5.20 ng 176763  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 10-Methylnonadecane 282 C20H42 056862-62-5 91
2 Nonadecane 268 C19H40 000629-92-5 90
3 Hexadecane 226 C16H34 000544-76-3 90
4 Hexacosane 366 C26H54 000630-01-3 86
5 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80

Abundance Scan 1455 (10.845 min): BF127011.D\data.ms (-1451) (- m/z 57.10 100.00%
57.1

w T UM
105 1100
113.1 : :
0 HWm“w‘u«w”:‘p‘mMm:h_m‘,‘lﬁ?"%‘lﬁ?;?w‘,w_m_m m/z 43.05 70.69%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #176388: 10-Methylnonadecane
57.0
85.0
5000 = i
10.50 11.00
154.0 m/z 71.05 58.14%
29.0 || 3o ‘
O \\\‘\W‘\\“‘M\‘“\W‘}\“H‘\\}“‘Hm\‘\”‘\\\’\\\‘\‘\H\‘HH‘HH’HH‘\\\?‘6\\7\.\(
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #158600: Nonadecane
57.0
= T
10.50 11.00
m/z 85.10 39.96%
5000 85.0
29.0
e e e A e e e e e
m/z--> 20 40 60 80 100120140 160180200 220240260
Abundance #107220: Hexadecane = T
57.0 10.50 11.00
m/z 41.05 37.70%
5000 85.0
29.0
o bbb L L 180141.0169.0197.0226.0
rrr e e e e = —
m/z--> 20 40 60 80 100120140 160180200 220240260 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Heptadecane, 8-methyl-

Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
11.298 5.34 ng 181473  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 8-methyl- 254 C18H38 013287-23-5 90
2 Octadecane 254 C18H38 000593-45-3 90
3 Hexadecane 226 C1l6H34 000544-76-3 90
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 1532 (11.298 min): BF127011.D\data.ms (-1528) (. m/z 57.10 100.00%
57.1
- " //\J/\/W\AMﬁ\
1100 1150
11311412 : :
0 Wm_Hh‘H”H‘U‘HH“H:M_‘Hwﬁ‘?‘?‘ﬁ‘l“?ﬁ?”ww??‘hq m/z 43.10  61.98%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141070: Heptadecane, 8-methyl-
57.0
85.0
5000 = Ak
11.00 11.50
12601540 m/z 71.10  55.59%
\‘HH‘\\H‘HH‘\\H‘HH‘H\\‘HH‘H\\‘HH‘HH‘HH‘HH‘\
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #141058: Octadecane
57.0
= T
11.00 11.50
5000 85.0 m/z 85.05 39.96%
29.0 113.0
bl L | 41026901070 225 2500
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #107218: Hexadecane e T
57.0 11.00 11.50
m/z 41.10 30.18%
5000
85.0
29.0
0 ‘\ “ L | H‘ 113.0141.0 169.0 197.0 226.0
e e e e e e e e U Fe
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11.00 11.50

8270-BF021622.M Wed Feb 23 14:27:01 2022

Page:



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Eicosane

Concentration Rank 13

R.T. EstConc Area Relative to ISTD R.T.
11.327 3.02 ng 102680  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 87
2 Octadecane 254 C18H38 000593-45-3 86
3 Heneicosane 296 C21H44 000629-94-7 86
4 Heptadecane 240 C17H36 000629-78-7 86
5 Octacosane 394 (C28H58 000630-02-4 86

Abundance Scan 1537 (11.327 min): BF127011.D\data.ms (-1534) (-,
57.1

m/z 57.10 100.00%

o M/\IV\/\/\Aﬂ\
99.1 "0 11'e0
‘ H | Y aa0 1822 11.00 11.50
e N T m/z 71.10 71.70%
m/z--> 50 100 150 200 250
Abundance #176386: Eicosane
57.0
5000 e T
11.00 11.50
m/z 85.10 46.20%
0 26/0) ‘ L H\ | 1410 1830 2250 2820
T T T \ ‘ \ T T T ‘ T \ T T ‘ T T T T ‘ T T T T ’
m/z--> 50 100 150 200 250
Abundance #141056: Octadecane
57.0
— 1
11.00 11.50
5000 m/z 43.10 41.45%
‘ 99.0
ol2siol 44| ) 2410 1830 2540
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane = T
57.0 11.00 11.50
m/z 41.10 24.22%
5000
‘ 99.0
41.0
o260l L1 1Ly 249 1830 2250 z6c I U
m/z--> 50 100 150 200 250 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 3

R.T. EstConc Area Relative to ISTD R.T.
11.722 6.78 ng 230308 Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 90
2 Hexadecane 226 C16H34 000544-76-3 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Octacosane 394 C28H58 000630-02-4 90
5 Heptacosane 380 C27H56 000593-49-7 87

Abundance Scan 1604 (11.722 min): BF127011.D\data.ms (-1601) (-]
57.0

m/z 57.05 100.00%

w0 ,hkky\ﬂ$wKAw\MmNWwﬂﬂ
T —
‘ 99.1 141.0 11.50 12.00
ok dobi oy 2410 1821 2252 2683 ., 43,19 65.83%
m/z--> 50 100 150 200 250
Abundance #158598: Nonadecane
57.0
5000 T ——
11.50 12.00
m/z 71.10 57.68%
99.0
O T T “\ ‘\“ “‘ ‘\ HH‘ \‘H‘\ h“ \“‘ T “]\-4“1.‘()‘\ }8\3.\0‘ T T T T ‘2§§.O\ T ’
m/z--> 50 100 150 200 250
Abundance #107218: Hexadecane
57.0
T —
11.50 12.00
5000 m/z 85.10 37.97%
99.0
sLzsol || 99 w0 wso zmo
m/z--> 50 100 150 200 250
Abundance #194590: Heneicosane T —
57.0 11.50 12.00
m/z 41.10 30.54%
5000
‘ 99.0
41.0
0260 |11y ) 140 1830 2250 zanc Sl
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\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Heneicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.

12.127 4.63 ng 157369  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heneicosane 296 C21H44 000629-94-7 90
2 Heptadecane 240 C17H36 000629-78-7 90
3 Heptacosane 380 C27H56 000593-49-7 87
4 Hexadecane 226 C16H34 000544-76-3 86
5 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 86

Abundance Scan 1673 (12.127 min): BF127011.D\data.ms (-1671) (-~ m/z 57.10 100.00%
57.1

" ~KA~WJMJwaﬂfV¢%MAAﬂNf
— —
F 41.2183.1 12.00 12.50
ol b d i ‘%“‘“““?4%?““““,““ m/z 43.10  64.75%
m/z--> 50 100 150 200 250 300 350
Abundance #194590: Heneicosane
57.0
5000 1 ——
12.00 12.50
9.0 m/z 71.10 55.70%
Olwswd\ \h‘\h“ \“‘ \]ﬂ { “\1\8\3\0‘2\2\5\(\)‘ T \\296‘(\)\ L
m/z--> 50 100 150 200 250 300 350
Abundance #123959: Heptadecane
57.0
— —
12.00 12.50
5000 ITI/Z 85.10 37.31%
9.0
ol ] deroimz0 200
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane — —
57.0 12.00 12.50
m/z 41.10 30.83%
ol F ‘}410183022502670 323.0 380.(
A S R e —— ——
m/z--> 50 100 150 200 250 300 350 12.00 12.50

8270-BF021622.M Wed Feb 23 14:27:07 2022 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Octacosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
12.522 3.39 ng 115191  Phenanthrene-di10 11.445
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Dodecane, 1-iodo- 296 C12H251 004292-19-7 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Pentadecane 212 C15H32 000629-62-9 91
5 Tetradecane 198 C14H30 000629-59-4 91
Abundance Scan 1740 (12.521 min): BF127011.D\data.ms (-1737) (- m/z 57.10 100.00%
57.1
12:50 |
9.1 .
41.2
ol LA 382 107005020810 m/z 43.10  70.32%
mlz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
5000 —— :
12.50
m/z 71.10 60.51%
9.0
ol d i) 141018302250 281.0 337.0 394
\\\‘\\\\‘\\\!‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
miz--> 50 100 150 200 250 300 350
Abundance #193303: Dodecane, 1-iodo-
57.0
T \
12.50
5000 m/z 85.10 43.95%
9.0 1550
oL WAL 0er0 a0
miz--> 50 100 150 200 250 300 350
Abundance #176385: Eicosane .
57.0 12.50
m/z 41.10 31.32%
o W
9.0
oLl L]} 141018302250 2620
el —
m/z--> 50 100 150 200 250 300 350 12.50

8270-BF021622.M Wed Feb 23 14:27:08 2022 Page: 11



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Cyclohexane, pentyl-

Concentration Rank 19

R.T. EstConc Area Relative to ISTD R.T.
12.874 2.02 ng 34277  Chrysene-di12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclohexane, pentyl- 154 C11H22 004292-92-6 59
2 Cyclohexane, octyl- 196 C14H28 001795-15-9 59
3 Cyclohexane, tetradecyl- 280 C20H40 001795-18-2 53
4 Heptylcyclohexane 182 C13H26 005617-41-4 53
5 n-Pentadecylcyclohexane 294 C21H42 006006-95-7 53

Abundance Scan 1800 (12.874 min): BF127011.D\data.ms (-1797) (- m/z 83.10 100.00%
5000
202.1
41.0 — _—
M H “ 121.1151.1 235.2 275.1 12.50 13.00
Ot b B T e g T m/z 82.10 69.65%
miz-> 50 100 150 200 250
Abundance #31433: Cyclohexane, pentyl-
83.0
5000 i~ e
12.50 13.00
41.0 m/z 202.10  37.23%
‘ 154.0
O T H\ ‘\“ ““‘\ “H \“ T “11\4\0\ T “ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #71755: Cyclohexane, octyl-
83.0 Nﬂ
‘ P
12.50 13.00
5000 m/z 55.10 35.17%
41.0
ol i) o a0
miz--> 50 100 150 200 250
Abundance #173736: Cyclohexane, tetradecyl- “ —
83.0 12.50 13.00
m/z 41.05 25.17%
5000
41.0
0 i H \\‘ MH | \125'0155-0 196.0 289'0
e — —
m/z--> 50 100 150 200 250 12.50 13.00

8270-BF021622.M Wed Feb 23 14:27:09 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Dodecane, 2-methyl-6-propyl-

Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
12.892 4.63 ng 78498  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Dodecane, 2-methyl-6-propyl- 226 Cl6H34 055045-08-4 80
2 Octacosane 394 C28H58 000630-02-4 62
3 Eicosane 282 C20H42 000112-95-8 58
4 Heptacosane 380 C27H56 000593-49-7 58
5 Nonadecane 268 C19H40 000629-92-5 53

Abundance Scan 1803 (12.892 min): BF127011.D\data.ms (-1801) (- m/z 57.10 100.00%
57.1
5000 W
9.1 12:50 13.00
141.0183.3 230.2 ' '
- L) A 401833 28022750 m/z 71.10  60.71%
mlz--> 50 100 150 200 250 300 350
Abundance #107244: Dodecane, 2-methyl-6-propyl-
57.0
5000 — ——
12.50 13.00
m/z 43.10 58.94%
9.0 140.0
182.0
0\\‘\““1“‘\“‘\“‘\‘\‘\“‘\\\“\‘\22\6\.(\)‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0
— ——
12.50 13.00
5000 m/z 85.10 48.14%
9.0
oLl 11| ;141.0183.0225.0 281.0 337.0 394.
B o o T R L S
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane — —
57.0 12.50 13.00
m/z 41.10 26.64%
- M
0 F \141018302250 282.0
L P e
m/z--> 50 100 150 200 250 300 350 12.50 13.00

8270-BF021622.M Wed Feb 23 14:27:11 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Tricosane

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
13.251 5.57 ng 94564  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tricosane 324 C23H48 000638-67-5 87
2 Tetratetracontane 619 C44H90 007098-22-8 87
3 Octacosane 394 C28H58 000630-02-4 83
4 Heneicosane, 11-(1l-ethylpropyl)- 366 C26H54 055282-11-6 80
5 Tritetracontane 605 C43H88 007098-21-7 80

Abundance Scan 1864 (13.251 min): BF127011.D\data.ms (-1861) (-
57.1

5000

0 H\M ﬂ.ﬁ}\l 2172 3259
At b e e e

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

Abundance #229645: Tricosane
57.0
5000
7.0 324.0
oo 3
‘HH‘HH‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘HH‘HH‘HH‘HH‘\H

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

Abundance #347241: Tetratetracontane
57.0
5000
ol | 1 |1 127:0197.0267.0337.0407.0 491.0562.0
et e e e e e

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

m/z 57.10 100.00%

— —
13.00 13.50
m/z 71.10 70.64%

— —
13.00 13.50
m/z 43.10 67.66%

— —
13.00 13.50
m/z 85.10 50.00%

Abundance #298427: Octacosane T —
57.0 13.00 13.50
m/z 41.10 32.03%
5000
ol Ul &11279;970 281.0  394.0
_‘HM‘HM‘H‘HH T [T T T T

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

8270-BF021622.M Wed Feb 23 14:27:12 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

: 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

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 Heptacosane Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.592 5.45 ng 92431  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 83
2 Hexacosane 366 C26H54 000630-01-3 80
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 80
4 Sulfurous acid, pentadecyl 2-pro... 334 C18H3803S 1000309-12-6 78
5 Eicosane, 10-methyl- 296 C21H44 054833-23-7 74
Abundance Scan 1922 (13.592 min): BF127011.D\data.ms (-1919) (- m/z 57.10 100.00%
57.1
5000
‘ pe 13.50 |
141.1183.2  247. :
omMM‘HH‘““‘wu_M‘HH‘?HWHH,HH m/z 71.10  59.79%
mlz--> 50 100 150 200 250 300 350
Abundance #287976: Heptacosane
57.0
5000 — :
13.50
m/z 43.10 57.86%
15 | |11 1401880225.006703080  380:
\\\\‘\ \\‘\\\ ‘\\\\‘\\\\‘\\\\‘\\\\’\\\\
miz--> 50 100 150 200 250 300 350
Abundance #275538: Hexacosane
57.0
R \
13.50
5000 m/z 85.10 43.18%
R 141:9183.0225.0267.0300.0 36,0
I e
miz--> 50 100 150 200 250 300 350
Abundance #206621: Sulfurous acid, 2-propy! tridecyl ester ——
43.0 13.50
m/z 55.10 30.05%
5000 5.0
|1250 1820
ow‘w S0 5 ot e
m/z--> 50 100 150 200 250 300 350 13.50

8270-BF021622.M Wed Feb 23 14:27:14 2022 Page: 15



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Heptadecane, 2,6,10,15-tetr...

Concentration Rank 14

R.T. EstConc Area Relative to ISTD R.T.
13.921 3.01 ng 51023  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual

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

2 Hexadecane, 1-iodo- 352 C16H33I
3 Heptacosane 380 C27H56
4 Octadecane, 1-iodo- 380 C18H371
5 Decane, 3,6-dimethyl- 170 C12H26

Abundance Scan 1978 (13.921 min): BF127011.D\data.ms (-1975) (-
57.1

5000
oL L b LT 198 2100 2671 3110
i T T
mlz--> 50 100 150 200 250 300 350
Abundance #194606: Heptadecane, 2,6,10,15-tetramethyl-
57.0
5000
0 “\ h\ ] \‘ H‘ \ | 1.0 183 0 239.0 296.0
\\\‘ \\‘\\\‘\\\\‘\\\1‘\\\\‘\\\\‘\\\\

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

054833-48-6 72
000544-77-4 72
000593-49-7 64
000629-93-6 64
017312-53-7 64

m/z 57.10 100.00%

—
14.00
m/z 43.10 59.97%

—
14.00
m/z 71.10 59.75%

Mwu

Abundance #261137: Hexadecane, 1-iodo-
57.0
—
14.00
155.0 225.0
oLl d waw
m/z--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane T
57.0 14.00
m/z 55.10 29.03%
5000
0 “L | F ‘}410183022502670 3230 380.(
““‘ e LA A ——
m/z--> 50 100 150 200 250 300 350 14.00

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Decane, 2,4,6-trimethyl-

Concentration Rank 17

R.T. EstConc Area Relative to ISTD R.T.
14.233 2.53 ng 42946  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 81
2 Eicosane 282 C20H42 000112-95-8 72
3 Decane, 2,4,6-trimethyl- 184 C13H28 062108-27-4 64
4 Pentadecane 212 C15H32 000629-62-9 64
5 Tridecane, 6-propyl- 226 Cl16H34 055045-10-8 64

Abundance Scan 2031 (14.233 min): BF127011.D\data.ms (-2029) (- m/z 57.10 100.00%
57.1
5000
—— —
99.0
, 14.00 14.50
o b 258, 2z 2 s M0 R
miz-> 50 100 150 200 250 300
Abundance #158598: Nonadecane
57.0
5000 —r— ——
14.00 14.50
m/z 71.10 53.65%
99.0
O T “\ ‘\“ “‘ ‘\ HH‘ \‘H‘\ h“ \H‘ T %4}.‘()‘\ }8\3.\0‘ T T T T ‘2\6§.\0 T ‘ T T
miz--> 50 100 150 200 250 300
Abundance #176386: Eicosane
57.0
—— —
14.00 14.50
5000 m/z 85.05 46.94%
99.0
OZSJO \ L |, 1410 1830 2250  282.0
e B e A e S S
miz--> 50 100 150 200 250 300
Abundance #59079: Decane, 2,4,6-trimethyl- —— —
43.0 14.00 14.50
m/z 41.10 19.46%
5000
85.0
‘ 127.0
S P S
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF021622.M Wed Feb 23 14:27:26 2022

Page:

17



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Tetratetracontane Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
14.545 2.58 ng 43825  Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 86
2 Tridecane, 1-iodo- 310 C13H27I 035599-77-0 80
3 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 72
4 Octacosane, 2-methyl- 408 C29H60 001560-98-1 72
5 Hentriacontane 437 C31He64 000630-04-6 72

Abundance Scan 2084 (14.545 min): BF127011.D\data.ms (-2081) (- m/z 57.10 100.00%
57.1

5000
‘ 14.50 |
ALl 2593 3445 '
0‘H‘wJﬂwwMMWMWMWWMmu_wm@‘H‘HH‘H‘WH‘W‘HW‘H m/z 71.10 79.47%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 —— :
14.50
m/z 43.10 79.41%
o /| 1 || £77:0197.0267.0337.0407.0 491.0562.0
‘\\\\‘\\H‘\H\‘\HI]WHT[HT\‘TFH}\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #211086: Tridecane, 1-iodo-
57.0
T \
14.50
5000 m/z 85.10 51.38%
} 183.0
ob Wbl 3100
e e

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

Abundance  #170578: Sulfurous acid, 2-ethylhexyl isohexyl ester —r

57.0 14.50
m/z 56.05 31.04%

5000

o"“L‘“mJw1"""",""""w""""‘_Ww_www e
m/z-> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50

8270-BF021622.M Wed Feb 23 14:27:27 2022 Page: 18



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 Heptadecane

Concentration Rank 16

R.T. EstConc Area Relative to ISTD R.T.
15.204 2.55 ng 49558  Perylene-d12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane 240 C17H36 000629-78-7 68
2 Hentriacontane 437 C31H64 000630-04-6 64
3 Nonadecane 268 C19H40 000629-92-5 64
4 2-Methylhexacosane 380 C27H56 001561-02-0 64

5 Carbonic acid, eicosyl vinyl ester 368 C23H4403

Abundance Scan 2196 (15.204 min): BF127011.D\data.ms (-2193) (-]
57.1

1000382-54-3 52

m/z 57.10 100.00%

5000
—— —
‘ ‘ ‘ “m 194.0 247.2 360.4 15.00 15.50
oLt ‘m““ N bl m/z 43.10 74.88%
m/z--> 50 100 150 200 250 300 350 400
Abundance #123960: Heptadecane
57.0
5000 — ——
15.00 15.50
m/z 71.10 65.74%
| ¥ u D 1600 2400
O\\‘\‘\‘ \‘\]\“\“\“‘\\\\’\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane
57.0
—— —
15.00 15.50
5000 ITI/Z 85.10 63.55%
0 uh\ H\]\.] h h\ | 6\9\0\2\2‘\5.0‘ L ‘30‘90 3650 437'
I R T B B R et A
m/z--> 50 100 150 200 250 300 350 400
Abundance #158597: Nonadecane T ——
57.0 15.00 15.50
m/z 69.10 27.77%
5000
‘ 0 169.0 297 0268.0
ol LLLLTEY 1090 22002680
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50

8270-BF021622.M Wed Feb 23 14:27:28 2022
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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 unknownl6.309 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
16.309 3.82 ng 74361  Perylene-di12 15.586
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 5-Methyl-2-ethenyl-cyclohexane-1... 168 C10H1602 1000144-53-6 27
2 2H-1,2,3-Triazole-4-carboxaldehy... 191 C9H6FN30 051306-43-5 27
3 Cyclopentane, 1-isobutylidene-3-... 138 C10H18 1000150-62-1 22
4 1-(2-Ethyl-1,3-dimethyl-cyclopen... 166 C11H180 1010185-18-1 22
5 3,7,11,Trimethyl-8,10- dodecedie... 266 C17H3002 1000374-10-3 22
Abundance Scan 2384 (16.309 min): BF127011.D\data.ms (-2381) (-  m/z 191.20 100.00%
191.2
81.1
123.1
5000
383.3 M L
38‘,9 “ HM 211 16.00 16.50
oL L m/z 81.10 79.23%
mlz--> 50 100 150 200 250 300 350 400
Abundance #43144: 5-Methyl-2-ethenyl-cyclohexane-1-carboxylic aci
81.0
123.0
5000 — —
16.00 16.50
m/z 123.10 61.37%
68.0
O\\\‘\\ \‘H‘“\\“\\’g-\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #66073: 2H-1,2,3-Triazole-4-carboxaldehyde, 2-(2-fluoroy
191.0
109.0 — ——
16.00 16.50
5000 m/z 67.00 45 .,49%
57.0 ‘
miz--> 50 100 150 200 250 300 350 400
Abundance  #19512: Cyclopentane, 1-isobutylidene-3-methyl- — —
81.0 16.00 16.50
m/z 55.05 41.68%
5000 1230
39.0
m/z--> 50 100 150 200 250 300 350 400 16.00 16.50
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Library Se

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRAT

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

sk ok ok K ok 3 ok ok oK oK K ok K ok 3 ok ok K ok 3 ok 3 ok 3 oK ok K ok 3 oK 3 ok 3 oK 3K K ok K oK ok K oK ok K ok K ok ok koK K

Peak Number 19 17.alpha.(H),21.beta.(H)-Ho... Conce

R.T. EstConc Area Relative to IS
16768 a.s1ng 87681 Perylene-d12
Hit# of 5 Tentative ID MW MolForm
1 17.alpha. (H),21.beta. (H)-Hopane 412 C30HS2
2 28-Nor-17.alpha. (H)-hopane 398 C29H50

3 1-Penten-3-one, 1-(2,6,6-trimeth... 206 C14H220
4 Thieno[2,3-b]pyridine-2-carboxam... 283 C15H13N30S

arch Compound Report

BF021622.M
ION

3k ok oK ok ok ok K oK Kok ok Kk

ntration Rank 10

L) R.T.

""""" 15.586
CASH# Qual

013849-96-2 83
053584-60-4 59
000127-43-5 49
1000350-91-6 46

5 2,4,5,5,8a-Pentamethyl-6,7,8,8a-... 206 C14H220 1000195-40-9 46
Abundance Scan 2462 (16.768 min): BF127011.D\data.ms (-2457) (- m/z 191.15 100.00%
191.2
5000 9.1
— —
43, 2 281.8 35523984 16.50 17.00
ol m/z 95.10  48.31%
mlz--> 50 100 150 200 250 300 350 400
Abundance #309495: 17.alpha. (H) 21.beta.(H)-Hopane
191
69.0
5000 — e
123.0 16.50 17.00
m/z 81.10 34.40%
‘ 412.(
o L 2590 s1a0 560 1T
m/z--> 50 100 150 200 250 300 350 400
Abundance #301379: 28-Nor-17.alpha.(H)-hopane
191.0
— —
81.0 16.50 17.00
5000 m/z 109.10  34.03%
398.0
0 ‘2‘9\ n | \‘w M \H‘ ‘\\ \ L1y, 2590 3130 ||
miz--> 50 100 150 200 250 300 350 400
Abundance #82808: 1-Penten-3-one, 1-(2,6,6-trimethyl-1-cyclohexen- e —
191.0 16.50 17.00
m/z 69.10 31.42%
5000 57.0
‘ 121.0
oMMWWMMMH‘mH_WW_HW S —
m/z--> 50 100 150 200 250 300 350 400 16.50 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF022222\
Data File : BF127011.D

Acqg On : 22 Feb 2022 16:24
Operator : CG\JU

Sample : N1626-10

Misc

ALS vial : 5 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|
3-Penten-2-one,... 4.534 16.7 ng 395476 1 6.916 474171 20.0
2-Pentanone, 4-... 5.145 36.1 ng 856230 1 6.916 474171 20.0
10-Methylnonade... 10.845 5.2 ng 176763 4 11.445 679233 20.0
Heptadecane, 8-... 11.298 5.3 ng 181473 4 11.445 679233 20.0
Eicosane 11.327 3.0 ng 102680 4 11.445 679233 20.0
Nonadecane 11.722 6.8 ng 230308 4 11.445 679233 20.0
Heneicosane 12.127 4.6 ng 157369 4 11.445 679233 20.0
Octacosane 12.522 3.4 ng 115191 4 11.445 679233 20.0
Cyclohexane, pe... 12.874 2.0 ng 34277 5 14.086 339395 20.0
Dodecane, 2-met... 12.892 4.6 ng 78498 5 14.086 339395 20.0
Tricosane 13.251 5.6 ng 94564 5 14.086 339395 20.0
Heptacosane 13.592 5.5 ng 92431 5 14.086 339395 20.0
Heptadecane, 2,... 13.921 3.0 ng 51023 5 14.086 339395 20.0
Decane, 2,4,6-t... 14.233 2.5 ng 42946 5 14.086 339395 20.0
Tetratetracontane 14.545 2.6 ng 43825 5 14.086 339395 20.0
Heptadecane 15.204 2.5 ng 49558 6 15.586 389051 20.0
unknown16.309 16.309 3.8 ng 74361 6 15.586 389051 20.0
17.alpha.(H),21... 16.768 4.5 ng 87681 6 15.586 389051 20.0
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