LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc :

ALS vial : 9 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-BF042222.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127998.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.157 485 488 495 rVB 24797 30933 1.10% 0.135%
2 5.546 549 554 557 rBV 2204580 2158186 76.62% 9.396%
3 6.546 719 724 727 rBV 2307447 2271555 80.64% 9.890%
4 6.922 784 788 791 rBV 846210 665361 23.62% 2.897%
5 7.487 878 884 887 rBV 1685493 1632621 57.96% 7.108%

6 7.551 892 895 900 rVB 48277 44764 1.59% 0.195%
7 8.204 1002 1006 1009 rBV 1013042 849548 30.16%  3.699%
8 9.281 1184 1189 1192 rBV 3210892 2816745 100.00% 12.263%
9 9.351 1197 1201 1205 rVB 39310 33549 1.19% 0.146%

9.539 1230 1233 1240 rBV 78456 62368 2.21% 0.272%

11  9.963 1301 1305 1309 rBV 1217556 1004675 35.67%
12 10.757 1435 1440 1443 rBV 1909059 1799243 63.88%
13 11.110 1496 1500 1511 rBV 483378 442165 15.70%
14 11.457 1555 1559 1562 rBV 1240942 1023317 36.33%
15 11.833 1620 1623 1627 rVB 199743 164107 5.83%

[CIF RSN N
O
N
19,
xR

16 11.986 1639 1649 1661 rBV 2053801 2424669 86.08% 10.556%
17 12.669 1762 1765 1768 rBV 127531 126357 4.49% ©.550%

18 12.763 1777 1781 1789 rBV 204652 224474  7.97% ©.977%
19 12.898 1802 1804 1808 rVB 130613 119125 4.23% 0.519%

20 13.045 1824 1829 1832 rBV 2620460 2353797 83.56% 10.248%

21 13.263 1863 1866 1869 rBV 62090 53220 1.89% ©.232%
22 13.604 1920 1924 1927 rBV 93793 80178 2.85% 0.349%
23 13.933 1977 1980 1987 rVB 109871 102222 3.63% 0.445%
24 14.051 1992 2000 2004 rBV7 48349 146464 5.20% ©.638%
25 14.098 2004 2008 2011 rVV 724025 745137 26.45%  3.244%
26 14.127 2011 2013 2020 rVB 55977 56797 2.02% 0.247%
27 14.251 2030 2034 2037 rBV 107996 89254  3.17% 0.389%
28 14.557 2083 2086 2089 rBV 106532 92975 3.30% ©0.405%
29 14.874 2136 2140 2144 rBV 67591 73640 2.61% 0.321%
30 15.157 2185 2188 2192 rBV 59646 92473 3.28% 0.403%
31 15.221 2196 2199 2204 rVB 87881 102003 3.62% ©0.444%
32 15.474 2239 2242 2249 rVB 39555 51620 1.83% 0.225%
33 15.539 2249 2253 2259 rVB 50360 62656 2.22% 0.273%
34 15.610 2260 2265 2273 rBV2 485027 677617 24.06%  2.950%
35 16.074 2340 2344 2350 rVB 58077 84973 3.02% ©.370%
36 16.604 2430 2434 2440 rVB2 34400 58307 2.07% 0.254%
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LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 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-BF042222.M

Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

37 17.133 2521 2524 2531 rVB3 25097 47165 1.67% 0.205%

38 17.233 2537 2541 2549 rVB4 30874 63149 2.24% 0.275%

39 17.604 2600 2604 2609 rvVB2 22760 41515 1.47% 0.181%
Sum of corrected areas: 22968924
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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\BF042922\

BF127998.D
: 29 Apr 2022 16:48
: CG\JU
: N2616-04
: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Tetradecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.110 8.64 ng 442165  Phenanthrene-d10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetradecanoic acid 228 C14H2802 000544-63-8 94
2 Tridecanoic acid 214 C13H2602 000638-53-9 87
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Dodecanoic acid 200 C12H2402 000143-07-7 86
5 Undecanoic acid 186 C11H2202 000112-37-8 68
Abundance Scan 1500 (11.110 min): BF127998.D\data.ms (-1496) (- m/z 73.00 100.00%
73.0
5000
129.1 k
228.2 11.00 11.50
o3 L ) ‘ Sl m/z 60.00  92.73%
miz-> 50 100 150 200 250 300
Abundance #109280: Tetradecanoic acid
73.0
5000 1290 228.0 }\ — T
29 185.0 11.00 11.50
m/z 43.10  81.56%
O . ‘H‘ “H \m \‘““ ‘M‘\‘hl \‘““‘m“\ ‘\‘ ‘i — “ L B
miz--> 50 100 150 200 250 300
Abundance #92063: Tridecanoic acid
73.0
\j\\ ‘ T T ‘ T
11.00 11.50
5000 129.0 m/z 41.10 72.08%
29. 171.0
O
I 0 Y
miz--> 50 100 150 200 250 300
Abundance #126202: Pentadecanoic acid I =
43.0 11.00 11.50
m/z 57.05 66.00%
5000
4o 1200 242.0
‘ ‘ ‘ 199.0
ol bl eae T I
m/z--> 50 100 150 200 250 300 11.00 11.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48

Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 2 Hexadecanoic acid, methyl e... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
11.833 3.21 ng 164107  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 93
3 Methyl 11-methyl-dodecanoate 228 C14H2802 1000336-45-1 86
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 86

Abundance Scan 1623 (11.833 min): BF127998.D\data.ms (-1620) (- m/z 74.10 100.00%
74.1
5000
43.1 A\\
143.1 " 1500
227.2 11.50 12.00
11.1 185.2 270.2
Ot it b AL L ek 2O sz s7.08 69.25%
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161209: Hexadecanoic acid, methyl ester
74.0
5000 — A
43.0 11.50 12.00
m/z 43.10 36.58%
143.0
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
1150 1200
5000 43.0 m/z 41.10 29.40%
o ‘ M‘ \MH 1014‘30 185.0 227.0 270
HWH‘WHH‘HH_‘H_H‘_HW‘HWH‘WHH‘HH_‘H_H‘_HW
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #109317: Methyl 11-methyl-dodecanoate
74.0 11. 50 12 00
m/z 55.00 28.30%
5000
143.0 185.0
AR ) 1 N ...
m/z--> 20 40 60 80 100120140160180200220240260 1150 1200
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF042922\

BF127998.D

: 29 Apr 2022 16:48
: CG\JU
: N2616-04

: 9 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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

R.T. E

11.986 47.39 ng

3 n-Hexadecanoic acid

Concentration Rank 1

stConc Area Relative to ISTD R.T.
2424670 Phenanthrene-di10 11.457
Tentative ID MW MolForm CASH# Qual

Hit# of 5

1 n-Hexadecanoic acid

2 Tetradecanoic acid
3 Tridecanoic acid
4 Pentadecanoic acid

256 C16H3202
228 C14H2802
214 C13H2602
242 C15H3002

5 Dodecanoic acid

200 C12H2402

000057-10-3 99
000544-63-8 95
000638-53-9 89
001002-84-2 87
000143-07-7 72

Abundance Scan 1649 (11.986 min): BF127998.D\data.ms (-1639) (-

miz--> 20 40 60

43.0 73.0
5000
129.0
213.2
‘ ‘ ml 1.1 157.1185.2 256.3
0“H‘Mhﬂ”W“qWMWWNM‘MMWNHJM‘k‘Hwﬂ‘uuwhu‘u‘h‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0
157.0 1850 213.0 256.0
0

80 100 120 140 160 180 200 220 240 260

Abundance
73

43.0

5000

o

»‘ngom "

#109281: Tetradecanoic acid
.0

129.0
185.0 228.0

2070 ‘ ‘

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240 260

Abundance

43.0

5000

3.0

#92069: Tridecanoic acid

129.0
171.0
214.0

\‘H\\H‘gﬁﬁom“ AN .

m/z 73.00 100.00%

m/z 43.05 95.15%

m/z 59.95 87.62%

12.00

m/z 41.05 75.53%

12.00

m/z 55.10  73.06%

o

m/z--> 20 40 60

80 100 120 140 160 180 200 220 240 260

=
12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.763 4.39 ng 224474  Phenanthrene-di10 11.457
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 74
4 n-Decanoic acid 172 C10H2002 000334-48-5 64
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 64

Abundance Scan 1781 (12.763 min): BF127998.D\data.ms (-1777) (- m/z 43.10 100.00%

431 73.0
5000 J‘HLH 129.1
|

Mt
| 12.50 13.00
[ — m/z 73.00 99.92%

m/z--> 50 100 150 200 250
Abundance #179089: Octadecanoic acid
73.0
43.0 JJJI
0

5000 1
1290 12.50 13.00

m/z 60.00 84.37%

‘ 1850  p4q0 284l
ok ‘\“ \“\ M\ \‘H““u”‘\‘ \M“ ] - L - ‘L - ““
m/z--> 5 100 150 200 250
Abundance #126199: Pentadecanoic acid

43.0 73.0

s =
12.50 13.00
5000 129.0 m/z 57.10  80.82%
‘ 199.0 2420
oL— ‘\‘ w’ h!\ “HM\‘\‘ Mhu\ M\‘ ul “‘ ‘]"‘Bﬂ‘q “ L\ S “\ o —
m/z--> 50 100 150 200 250
Abundance #109281: Tetradecanoic acid — —
73.0 12.50 13.00

m/z 55.05 70.26%

43.0
5000
129.0
185.0 228.0 ‘W\JL
“ \“\ ‘u“ H“ ‘HM“ \\‘H‘L {M‘\‘ m ‘

— :
miz--> 50 100 150 200 250 12.50 13.00

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Tetracosane Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
13.604 2.15 ng 80178  Chrysene-di12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 90
2 Octacosane 394 (C28H58 000630-02-4 90
3 Heptadecane 240 C17H36 000629-78-7 87
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 87
5 Pentacosane 352 C25H52 000629-99-2 86

Abundance Scan 1924 (13.604 min): BF127998.D\data.ms (-1920) (- m/z 57.10 100.00%

57.1
5000

‘ o1 e
iy

1350 1400
160.1
“ku¢HWﬂJVtu b2 m/z 43.10  68.92%

m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0

5000 — e
13.50 14.00

m/z 71.10 66.81%

9.0
JkJ“Mh\Jl410;8302250267o 338.0
\\\\‘ \\\\‘\T\\‘\\\T‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane
57.0

—
13.50 14.00

o

o

5000 m/z 85.10 47.93%
9.0
ol | || ;141.0183.0225.0 281.0 337.0 394.
e e e
m/z--> 50 100 150 200 250 300 350
Abundance #123960: Heptadecane T ——
57.0 13.50 14.00

m/z 41.00  25.15%

5000
9.0

RECIRNE E 14101830 2400

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\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Heptadecane, 9-octyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.933 2.74 ng 102222  Chrysene-di12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Heptadecane, 9-hexyl- 324 C23H48 055124-79-3 90
4 Heptacosane 380 C27H56 000593-49-7 90
5 Nonadecane 268 C19H40 000629-92-5 90
Abundance Scan 1980 (13.933 min): BF127998.D\data.ms (-1977) (- m/z 57.10 100.00%
57.1
- w
9.0 T
14.00
41.0 233.9
ol L2 L OIASES 2820wz 7110 71.74%
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 UL
14.00
m/z 43.10 67.72%
o hdd \\ | 1410 1830 #30 2810 3230
\\‘\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 50 100 150 200 250 300 350
Abundance #275537: Hexacosane
57.0
—
14.00
5000 m/z 85.05 49,65%
99.0
ol L, “h‘ 1 \\ | 1419 183.0 225.0 267.0 309.0 367
i i T e
m/z--> 50 100 150 200 250 300 350
Abundance #229650: Heptadecane, 9-hexyl- —
43.0 14.00
m/z 41.10 26.86%
5000 50
127.0
oo Ll 1701690" 0 ser0 aasg -
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\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Eicosane Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
14.251 2.40 ng 89254  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Tetracosane 338 (C24H50 000646-31-1 87
3 Tetradecane, 1-iodo- 324 C14H291 019218-94-1 87
4 Octadecane 254 C18H38 000593-45-3 83
5 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 83

Abundance Scan 2034 (14.251 min): BF127998.D\data.ms (-2030) (- m/z 57.05 100.00%

57.0
5000

“991 I — I —
I

230 1 14.00 14.50
1 M ) 14101830 “TIT2669 3410 L0 7105 63.29%

™
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane

57.0

o

5000 7 —T
14.00 14.50
99.0 m/z 43.10 62.32%
oL ld L)) P00 250 220
m/z--> 50 100 150 200 250 300 350
Abundance #246481: Tetracosane
57.0
14i00 14}50
5000 ITI/Z 85.10 48.83%
‘ ‘ 99.0
ol L LI {3410 1830 2250 267.0 3380
m/z--> 50 100 150 200 250 300 350
Abundance #228591: Tetradecane, 1-iodo- — —
57.0 14.00 14.50

m/z 41.10 23.12%

- M
99.0 155.0 197.0

0 NL“‘W‘M“J‘Mu‘M‘ T e e
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Heptacosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.557 2.50 ng 92975  Chrysene-d12 14.098
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 94
2 Heptacosane 380 C27H56 000593-49-7 91
3 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 90
4 Hentriacontane 437 C31He64 000630-04-6 87
5 Tetracosane 338 (C24H50 000646-31-1 87
Abundance Scan 2086 (14.557 min): BF127998.D\data.ms (-2083) (- m/z 57.05 100.00%
57.0
9.0 AL |
14.50
ol 1L “‘L o ‘1“6?1‘1‘ L2291 2820 w7 71.05  64.15%
miz--> 50 100 150 200 250 300 350
Abundance #176386: Eicosane
57.0
5000 —— :
14.50
m/z 43.05 58.41%
.0
0 \‘ “ ‘H\ I H‘ | :!\'4;(\) 1‘830 225.0 282.0
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
miz--> 50 100 150 200 250 300 350
Abundance #287977: Heptacosane
57.0
—
14.50
5000 m/z 85.05 45 .,38%
9.0
oL \ || F | 141.0183.0225.0267.0 323.0 380.l
A e e T e
m/z--> 50 100 150 200 250 300 350
Abundance #262017: Heptadecane, 9-octyl- T ‘
57.0 14.50
m/z 41.10 23.08%
- M
9.0
239.0
ol WLl 101830 *POse10a80 o
m/z--> 50 100 150 200 250 300 350 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Tetratetracontane Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
14.874 2.17 ng 73640  Perylene-di12 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetratetracontane 619 C44H99 007098-22-8 90
2 Triacontane 422 C30H62 000638-68-6 90
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Octadecane, 1-iodo- 380 C18H371 000629-93-6 87
5 Heneicosane 296 C21H44 000629-94-7 87

Abundance Scan 2140 (14.874 min): BF127998.D\data.ms (-2136) (-} | m/z 57.10 100.00%
57.1

-

5000
14‘56 5.5‘06
7.1 . .
209.0 .
o‘Hm‘_u‘wmmuw,mu‘ﬁ??ﬁ’”wHH‘HHw‘_m_wm m/z 71.10  65.81%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane
57.0
5000 — hha
14.50 15.00
m/z 43.05 55.87%
ok [ 1 || }27:0197.0 267.0337.0407.0 491.0562.0
‘\H\‘HH‘\H\‘\H!]W\\T[HT\‘TFH}\H\‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #314331: Triacontane
57.0
— ——
14.50 15.00
5000 ITI/Z 85.05 47 .23%

7.0
J}?ﬁ11191026103310 422.0

-

Ot el e e e e v e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #320590: Hentriacontane T —
57.0 14.50 15.00
m/z 55.10  22.02%
5000

&

0 J‘JJffﬂ?;9102610 351.0 436.0

‘\ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48

Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

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

Peak Number 11 Eicosane, 7-hexyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
15.221 3.01 ng 102003  Perylene-di2 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptacosane 380 C27H56 000593-49-7 87
2 Eicosane, 7-hexyl- 366 C26H54 055333-99-8 87
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Tetratetracontane 619 C44H90 007098-22-8 87
5 Octacosane, 2-methyl- 408 C29H60 001560-98-1 87

Abundance Scan 2199 (15.221 min): BF127998.D\data.ms (-2196) (- m/z 57.10 100.00%

57.1
5000

IJ 13.1 iéod 15.50
H

160.1
ol Ay 12002 22502781 3981 sz 71.10 69.13%

m/z--> 50 100 150 200 250 300 350 400
Abundance #287976: Heptacosane
57.0

5000 - s
15.00 15.50

m/z 43.10 58.14%

‘ il “\ u h u\ w\ 16\99\\2250 281.0 380.0
\\\\‘ \\]\\\ ‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #275543: Eicosane, 7-hexyl-
57.0

—
15.00 15.50

o

5000 m/z 85.05 47 .07%
13.0
182.0
ol Ll 220 0o
m/z--> 50 100 150 200 250 300 350 400
Abundance #320590: Hentriacontane T —
57.0 15.00 15.50

m/z 55.10  24.41%

o mWJkMN%Nka”VﬂMMNAMW

‘\\ h‘ﬁ‘\d‘%ﬁ90 2250  309.0 365.0 436.!

L A — —
miz--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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 Nonadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
16.074 2.51 ng 84973  Perylene-di12 15.610
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Nonadecane 268 C19H40 000629-92-5 93
2 Octadecane, 2-methyl- 268 C19H40 001560-88-9 90
3 Hexadecane, 5-butyl- 282 C20H42 006912-07-8 86
4 Tetracosane, 1-iodo- 464 C24H491 1000406-32-0 86
5 Octacosane 394 (C28H58 000630-02-4 86
Abundance Scan 2344 (16.074 min): BF127998.D\data.ms (-2340) (- m/z 57.05 100.00%
57.0
2000 J\\/\L
9.0 i&od
155.1 226.2 268.1 355. :
0 \“‘*W h‘Mh‘M“ T T R R m/z 71.10 72.77%
m/z--> 0 50 100 150 200 250 300 350
Abundance #158598: Nonadecane
57.0
5000 — ‘
16.00
m/z 43.10 60.44%
O ‘ T \“\ ‘\““‘\ ““ \“‘\ h“ \H‘ \]‘-\4\]-‘0\ ]\-8\3\0‘ T 1T F??p\ ‘ T 1T ‘ T
m/z--> 0 50 100 150 200 250 300 350
Abundance #158611: Octadecane, 2-methyl-
57.0
T
16.00
5000 m/z 85.10 52.69%
0 225.0
141
0. 183.0 68.0
020 11 \WH froass0 | geso
m/z--> 0 50 100 150 200 250 300 350
Abundance #176389: Hexadecane, 5-butyl- 7
43.0 16.00
m/z 55.05 27.68%
h T M/\»Mm
126.0 225.0
ol b b dy ] 2000 [ om00 .
m/z--> 0 50 100 150 200 250 300 350 16.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@42922\
Data File : BF127998.D

Acqg On : 29 Apr 2022 16:48
Operator : CG\JU

Sample : N2616-04

Misc

ALS vial : 9 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF042222.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|
Tetradecanoic acid 11.110 8.6 ng 442165 4 11.457 1023320 20.0
Hexadecanoic ac... 11.833 3.2 ng 164107 4 11.457 1023320 20.0
n-Hexadecanoic ... 11.986 47.4 ng 2424670 4 11.457 1023320 20.0
Octadecanoic acid 12.763 4.4 ng 224474 4 11.457 1023320 20.0
Tetracosane 13.604 2.1 ng 80178 5 14.098 745137 20.0
Heptadecane, 9-... 13.933 2.7 ng 102222 5 14.098 745137 20.0
Eicosane 14.251 2.4 ng 89254 5 14.098 745137 20.0
Heptacosane 14.557 2.5 ng 92975 5 14.098 745137 20.0
Tetratetracontane 14.874 2.2 ng 73640 6 15.610 677617 20.0
Eicosane, 7-hexyl- 15.221 3.0 ng 102003 6 15.610 677617 20.0
Nonadecane 16.074 2.5 ng 84973 6 15.610 677617 20.0
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