LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc : P023-SS001-1824-01

ALS Vvial : 13  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-BF052622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF128550.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.057 467 471 478 rVB 85834 107322 2.77% 0.368%
2 5.451 533 538 541 rBvV 3235620 3088664 79.84% 10.581%
3 6.457 704 709 712 rBV 3061833 3197165 82.64% 10.952%
4 6.575 726 729 732 rBV 87680 62128 1.61% 0.213%
5 6.839 770 774 777 rBV 1160288 1046695 27.05% 3.586%

6 7.398 864 869 872 rBV 2415212 2169410 56.07% 7.432%
7 8.116 987 991 0995 rBV 1538217 1393681 36.02% 4.774%
8 9.198 1169 1175 1178 rBV 4297207 3868775 100.00% 13.253%
9 9.316 1192 1195 1198 rBV 51133 48737 1.26% 0.167%

9

10 .875 1285 1290 1293 rBV 1975871 1602990 41.43% 5.491%
11 10.663 1419 1424 1427 rBV 2636142 2341596 60.53% 8.021%
12 11.363 1539 1543 1546 rBV 1920212 1640986 42.42% 5.621%
13 11.639 1582 1590 1607 rBV8 32993 131357 3.40%  0.450%
14 11.757 1607 1610 1614 rVB 286956 229765 5.94% ©.787%
15 11.886 1629 1632 1637 rBV 66676 61024 1.58% 0.209%

16 12.469 1722 1731 1734 rBV 765206 735036 19.00%
17 12.551 1742 1745 1751 rBV 212633 193310 5.00%
18 12.616 1752 1756 1759 rVB 157741 140954  3.64%
19 12.951 1808 1813 1816 rBV 4064424 3674880 94.99% 12.
20 13.904 1969 1975 1987 rBVS5 61052 199322 5.15%

ONOON
B
(o]
w
R

21 13.998 1987 1991 1995 rBV 1282469 1181898 30.55%
22 14.098 2002 2008 2016 rBV 511399 572424 14.80%
23 15.133 2180 2184 2188 rVB 58354 64519 1.67%
24 15.462 2235 2240 2246 rBV 750539 968729 25.04%

O wWwoRrp
N
N
=
R

25 15.951 2318 2323 2331 rVB 106736 159299 4.12% 546%
26 16.745 2454 2458 2466 rVB5 29635 58139 1.50% ©0.199%
27 17.056 2505 2511 2517 rBV2 47533 95039  2.46% 0.326%

28 17.286 2545 2550 2561 rVB7 67796 157811 4.08% ©.541%

Sum of corrected areas: 29191655
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc : P023-SS001-1824-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF128550.D\data.ms
4000000

3500000 5451
6.457
3000000

2500000 7.398
2000000

1500000
6.839

1000000

500000

5.057 6.575
O\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\L\\\‘\\\\‘\\\\‘\\\\‘\\\\ \g_ﬁ‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

I T
Time--> 2.40 2.60 2.80 3.00 3.20 3.40 3.60 3.80 4.00 4.20 4.40 4.60 4.80 5.00 5.20 5.40 5.60 5.80 6.00 6.20 6.40 6.60 6.80 7.00 7.20 7.40 7.60

Abundance TIC: BF128550.D\data.ms
9.198 12.951

4000000
3500000

3000000
10.663
2500000

2000000 9.875 11.363

8.116
1500000

1000000 12.469

500000 11.757
o 9.316 11.63911.886
—— — el e —— — — — LA e P
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF128550.D\data.ms

2Bl 6

4000000
3500000
3000000
2500000
2000000
1500000 13.998

1000000 15.462

4.098
500000
13.9 15.133 15.951 16.745 17.058.7.286

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

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc P023-SS001-1824-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
5.057 2.05 ng 107322 1,4-Dichlorobenzene-d4 6.839

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 27
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Allyl acetate 100 C5H802 000591-87-7 9
5 2-Pentanone, 5-hydroxy- 102 C5H1002 001071-73-4 9

Abundance Scan 471 (5.057 min): BF128550.D\data.ms (-467) (-) m/z 43.05 100.00%

43.0
5000 591
831 101.0 4.80 5.00 5.20 5.40
bl M/Z 59.10 49.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 \\\\‘\\\\‘\\\\‘\\\\‘\\\f\
’ 4.80 5.00 5.20 5.40
m/z 58.05 15.71%
O\\\’\\\\‘\\1‘:3“?‘-\-\0\\“‘}{\\‘\\}\‘\\\\‘\\\\8‘:\)"\.(\)\’\\\]-\0‘]\"\()\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4528: 2,3-Butanedione, monooxime
43.0
A EARRwEEE
4.80 5.00 5.20 5.40
5000 m/z 100.95 15.67%
101.0
o 180 310 | °80 700 86,0
e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4150: 1-Propen-2-ol, acetate e RRRRNEEAEE
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.08%
5000
58.0
180 70 | 72.0 100.0
Ol e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc P023-SS001-1824-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Hexadecanoic acid, methyl e... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
11.757 2.80 ng 229765  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
3 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 87
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Decanoic acid, methyl ester 186 C11H2202 000110-42-9 81

Abundance Scan 1610 (11.757 min): BF128550.D\data.ms (-1607) (- m/z 74.10 100.00%
74.1

5000 43.0
143.1 PN RN
M M‘ | 51 ‘ 185.2 22‘72 2701 11.50 12.00 .
Obrrerefr b b D bbb ot m/z 87.10 72.63%
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — ——
43.0 11.50 12.00
143.0 m/z 43.05 41.27%
‘u \“ ‘\‘ \\\1(\)\10 | 17\1 0\199022\70 270.C
O\‘HH’\H\‘H‘H’\‘H\“HH’\H\‘HH’\H\‘\H\‘HH‘\H\‘HH‘\\‘\\’
m/z--> 20 40 60 80 100120140160 180 200220240260
Abundance #126208: Methyl tetradecanoate
74.0
. F
11.50 12.00
5000 m/z 55.05 32.56%
43.0

1430 199.0
‘\\ | LoL0 171,019 242.0

m/z--> 20 40 60 80 100120140160 180200 220240260

Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0 11.50 12.00

m/z 41.05 30.68%

o

'y

5000{ 43.0

‘ M\ H\Hu 1430 yg50 2270 270c

owHH,‘HwHH,‘Mw,w_m,w_wwwwwm,
miz—> 20 40 60 80 100120 140 160 180 200 220 240 260 11.50 12.00

%

8270-BF052622.M Tue May 31 03:08:46 2022 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc : P023-SS001-1824-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 13-Octadecenoic acid, methy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
12.469 8.96 ng 735036  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
2 8-Octadecenoic acid, methyl ester 296 C19H3602 002345-29-1 99
3 12-Octadecenoic acid, methyl ester 296 C19H3602 056554-46-2 98
4 7-Octadecenoic acid, methyl ester 296 C19H3602 057396-98-2 97
5 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 96
Abundance Scan 1731 (12.469 min): BF128550.D\data.ms (-1722) (- m/z 55.10 100.00%
5000
e
‘ M 37.1 1802 222.3 26‘432961 12.50
oL ‘ ! iyl mn\hmw R ‘u“ — A : m/z 41.05 62.89%
miz--> 150 200 250 300
Abundance #194420. 13-Octadecenoic acid, methyl ester
55.0
5000 T
87.0 12.50
264.0 m/z 69.10 53.11%
H ‘ 230 1800 2220 ‘ 206.0
0! ‘M ‘\\ ‘M ‘d‘m“‘ HW N - ;‘L‘ : “‘ Ce
miz--> 50 100 150 200 250 300
Abundance #194407: 8-Octadecenoic acid, methyl ester
55.0
e
12.50
5000 87.0 m/z 43.05 52.61%
264.0
23.0 222.0
‘ 180.0 ‘ ‘ 296.0
o! MH\“‘HHU\ ‘H\ wly “L - | — R - ‘\‘
m/iz--> 50 100 150 200 250 300
Abundance #194418: 12-Octadecenoic acid, methyl ester T
. 12.50
m/z 83.10 44.66%
5000
0" e ok
m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc : P023-SS001-1824-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 Methyl stearate Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
12.551 2.36 ng 193310  Phenanthrene-di10 11.363
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Methyl stearate 298 C19H3802 000112-61-8 97
2 Heptadecanoic acid, 16-methyl-, ... 298 C19H3802 005129-61-3 94
3 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 94
4 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 91
5 Methyl tetradecanoate 242 C15H3002 000124-10-7 91
Abundance Scan 1745 (12.551 min): BF128550.D\data.ms (-1742) (- m/z 74.10 100.00%
74.1
5000 43.0
143.1 iZ‘Sd \
255.2 .
111 199.2 298
ob— J‘,HM ‘ ‘H‘uﬂ* - “ SN B m/z 87.10  72.39%
m/z--> 100 150 200 250 300
Abundance #197272: Methyl stearate
74.0
A
5000 43.0 T T
12.50
143.0 m/z 43.05 41.98%
Lo o asmo
O \‘\ h\ ‘\ ’ ‘\ H‘ ‘H . T T \ T ‘ T T T T “ T T T T “\ ‘\ T T “
miz--> 100 150 200 250 300
Abundance #197353. Heptadecanoic acid, 16-methyl-, methyl ester
74.0
T
12.50
5000 m/z 55.05 34.40%
143.0 255.0
. ‘ 199.0 298.(
0““"“ M \\\\R\\\‘\‘ \“‘L‘“‘\“‘ ‘\‘\‘m““\‘
miz--> 100 150 200 250 300
Abundance #161212.Hexadecanou:add,nunhyleﬂer T ‘
74.0 12.50
m/z 41.05 30.87%
5000
43.0
143.0
|| Lamo, | 1850 2270 2700
oHH,mAwmw‘wmm_Hu_mw L
m/z--> 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc : P023-SS001-1824-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 1-Heneicosanol Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.904 3.37 ng 199322  Chrysene-di12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 93
2 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90
5 1-Pentadecene 210 C15H30 013360-61-7 90
Abundance Scan 1975 (13.904 min): BF128550.D\data.ms (-1969) (- m/z 43.10 100.00%
43.1, 83.1
5000
25.1 —
| 163.0 207.0 281.0 14.00
oh vty N m/z 55.85 93.89%
miz-> 50 100 150 200 250 300
Abundance #215083: 1-Heneicosano
55.0
97.0
5000 T
14.00
m/z 57.10  92.76%
on90 L LLLLL 1229 1020 52a0 2380
miz--> 50 100 150 200 250 300
Abundance #228955: Trifluoroacetic acid, pentadecy! ester
57.0
97.0 S
14.00
5000 m/z 83.10 88.10%
40.0
otsol L) || 100 120 2550 o
miz--> 50 100 150 200 250 300
Abundance #126378: 1-Hexadecanol —
69.0 14.00
m/z 69.10 87.00%
5000 11.0
59 LLLL L ssao 1980
ow“‘wuu“HH_HN‘H‘H_‘H_ —
m/z--> 50 100 150 200 250 300 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\

Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc P023-SS001-1824-01

ALS vial : 13  Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 6 Triphenylphosphine oxide Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
14.098 9.69 ng 572424  Chrysene-d12 13.998
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 64
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo 036682-12-9 17
5 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 9

Abundance Scan 2008 (14.098 min): BF128550.D\data.ms (-2002) (- m/z 277.10 100.00%
2771
5000 ﬁ
77.0 T L
s ‘ ‘ 1151 15‘2-1 ‘ H 14.00 14.50
ol 308 LB 2380 Lz 278.10 32.48%
miz-> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 Coph :
14.00 14.50
77.0 199.0 m/z 77.05 21.89%
152.0
O \2\7\.0\ ‘}‘ T “\ T ‘ T T T T ““\ T \“\ U T T T T ‘ T ‘\ T ‘ T
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
T ‘
14.00 14.50
5000 m/z 199.05 21.62%
77.0 183.0
ol 29 L 1200 L U\ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)h —— —
277.0 14.00 14.50
m/z 201.10  20.41%
5000
77.0 183.0
e
SN N 7o it N VNN S A N -
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF052622.M Tue May 31 03:08:47 2022
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Data Path :
Data File :
: 28 May 2022 16:06
: CG\JU

: N2933-03

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Tit

TIC Libra

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\

BF128550.D

: 13 Sample Multiplier: 1

le

ry

P023-SS001-1824-01

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.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 7 Octacosane Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
15.951 3.29 ng 159299  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octacosane 394 (C28H58 000630-02-4 91
2 Hexacosane 366 C26H54 000630-01-3 91
3 Tetratetracontane 619 C44H90 007098-22-8 91
4 Hentriacontane 437 C31H64 000630-04-6 91
5 Eicosane, 7-hexyl- 366 C26H54 ©055333-99-8 91

Abundance Scan 2323 (15.951 min): BF128550.D\data.ms (-2318) (- m/z 57.05 100.00%
57.0
- A/_qu
16.00
7.1 207.1 :
o‘HH_umfmJ‘mH‘,mH_Hﬁf“l‘a‘?”wHw‘_m_wm m/z 43.05 57.99%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #298427: Octacosane
57.0
5000 L
16.00
m/z 71.05 54.99%
ol [ 1701970 281.0  304.0
‘\H\‘HH‘H\I‘HH’HH‘HH‘HH‘HH‘HH‘HH‘HH‘HH‘\H
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #275538: Hexacosane
57.0
e
16.00
5000 ITI/Z 85.05 41.14%
oL 019700670 3680
e A A e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347241: Tetratetracontane T ¥
57.0 16.00
m/z 55.00  22.19%
- Mj\\/\\w
o /] 1 || 1#7:0197.0267.0337.0407.0 491.0562.0
e A e e e e P
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 600 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF052822\
Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc : P023-SS001-1824-01

ALS vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
TIC Integration Parameters: LSCINT.P
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Peak Number 8 unknownl7.286 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.286 3.26 ng 157811  Perylene-di2 15.468
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 4a,8-Dimethyl-2-(prop-1-en-2-yl)... 204 C15H24 103827-22-1 49
2 Germanicol 426 C30H500 000465-02-1 47
3 Thiophene, 2-ethynyl-5-[(trimeth... 204 C11H12SSi 182323-29-1 46
4 Hop-22(29)-en-3.beta.-ol 426 C30H500 058801-23-3 43
5 trans-.beta.-Ionone 192 C13H200 000079-77-6 40
Abundance Scan 2550 (17.286 min): BF128550.D\data.ms (-2545) (- m/z 189.10 100.00%
189.1
5000 95.0
43.
17.00 17.50
0! m/z 204.20 80.94%
miz--> 50 100 150 200 250 300 350 400
Abundance #80366: 4a,8-Dimethyl-2-(prop-1-en-2-yl)-1,2,3,4,4a,5,6,7
133.0 189.0
5000 b ]
81. 17.00 17.50
m/z 177.15 79.61%
29. ‘
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m/z--> 50 100 150 200 250 300 350 400
Abundance #316487: Germanicol
204.0
131.0
Ak —
17.00 17.50
5000 m/z 95.00 50.98%
69.0
393.0
o0l ll ‘\\M“\‘L\‘L‘ ‘h‘u hid 1 | \\ 2570 ssa0 339
m/z--> 50 100 150 200 250 300 350 400
Abundance #79581: Thiophene, 2-ethynyl-5-[(trimethylsilyl)ethynyl]- —— ——
189.0 17.00 17.50
m/z 190.20 40.87%
5000
43.0 95.0
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF@052822\
Data File : BF128550.D

Acqg On : 28 May 2022 16:06

Operator : CG\JU

Sample : N2933-03 :
Misc : P023-SS001-1824-01

ALS Vvial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF052622.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

| --Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc|
2-Pentanone, 4-... 5.057 2.0 ng 107322 1 6.839 1046700 20.0
Hexadecanoic ac... 11.757 2.8 ng 229765 4 11.363 1640990 20.0
13-Octadecenoic... 12.469 9.0 ng 735036 4 11.363 1640990 20.0
Methyl stearate 12.551 2.4 ng 193310 4 11.363 1640990 20.0
1-Heneicosanol 13.904 3.4 ng 199322 5 13.998 1181900 20.0
Triphenylphosph... 14.098 9.7 ng 572424 5 13.998 1181900 20.0
Octacosane 15.951 3.3 ng 159299 6 15.468 968729 20.0
unknownl17.286 17.286 3.3 ng 157811 6 15.468 968729 20.0
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