LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0@8738.D

Acqg On : 07 Jan 2022 21:48
Operator : CG/JU

Sample : N1e47-03

Misc :

ALS Vvial : 17 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_ P\Methods\8270E-BP010622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8738.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 3.070 10 14 34 rVB 2985716 4034750 16.13% 3.068%
2 5.452 412 419 433 rBV 6311884 9666775 38.64% 7.350%
3 7.046 681 690 706 rBV 5823888 9958645 39.81% 7.572%
4 7.869 822 830 839 rBV 1720391 2768086 11.07% 2.105%
5 9.028 1018 1027 1038 rBV 3851571 6524459 26.08% 4.961%

6 10.452 1263 1269 1281 rBV 314288 607315 2.43% 0.462%
7 10.669 1297 1306 1320 rBV 2203859 3915063 15.65% 2.977%
8 13.134 1716 1725 1740 rBV 11020786 16323079 65.25% 12.411%
9 14.504 1952 1958 1978 rVB 3285854 5244905 20.97% 3.988%
10 15.998 2205 2212 2240 rBV 8388757 12835181 51.31% 9.759%

11 17.257 2420 2426 2431 rBV 4259442 6362378 25.43%  4.837%
12 17.298 2431 2433 2439 rVB 319259 435212 1.74% 0.331%
13 18.157 2570 2579 2587 rBV3 476060 1020142 4.08% 0.776%
14 19.269 2762 2768 2776 rBV 1312618 1819571  7.27%  1.383%
15 19.386 2785 2788 2796 rBV2 206194 361700 1.45% ©.275%

16 19.622 2819 2828 2836 rBV 1193242 2185759 8.74% 1.662%
17 19.822 2856 2862 2867 rBV 20512373 25014401 100.00% 19.019%
18 20.492 2973 2976 2980 rVB 310890 351952 1.41% ©0.268%
19 21.057 3069 3072 3080 rVB4 788293 1074481 4.30% 0.817%
20 21.345 3115 3121 3125 rBV2 4825246 6955182 27.80% 5.288%

21 21.380 3125 3127 3134 rVB 577750 735789 2.94%  ©.559%
22 21.463 3137 3141 3147 rBV 3470439 5440753 21.75% 4.137%
23 23.033 3404 3408 3414 rBV2 561970 1249016 4.99% 0.950%
24 23.774 3527 3534 3552 rVB2 2801368 6639190 26.54% 5.048%

Sum of corrected areas: 131523784
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Metho
Quant Title

TIC Library
TIC Integra

Abundance
2e+07

1.5e+07

le+07

5000000

0

: @7 Jan 2022 21:48
: CG/IU
: N1o47-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
BP008738.D

: 17  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

TIC: BP008738.D\data.ms

5452 7.046

9.028

.070
10.669

10.45

7.869

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance
2e+07

1.5e+07

1e+07

5000000

TIC: BP008738.D\data.ms
19.822

13.134

15.998

17.257
14.504

19.2699.622
17,298 18.157 19.386

0
Time-->
Abundance

2e+07

1.5e+07

le+07

5000000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BP008738.D\data.ms

21.345

21.05
hoo 711380

Time--> 20.50 21.00 2150 22.00 2250 23.00 23.50 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00

8270E-BP010622.M Mon Jan 10 18:06:35 2022 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0@8738.D

Acqg On : @07 Jan 2022 21:48
Operator : CG/JU

Sample : N1e47-e3

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.070  29.15 ng 4034750 1,4-Dichlorobenzene-d4 7.869

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 N-Ethylformamide 73 C3H7NO 000627-45-2 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 14 (3.070 min): BP008738.D\data.ms (-10) (-) m/z 73.00 100.00%

3.0
5000 Jk
R RARRIREMEIEELESE
‘ ‘ 3.103.203.303.403.50
ol ALl 14522070 27593341 403246055190 1/, 4300  31.03%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 T[T T[T T T [ T[T rrrT
3.103.203.303.403.50
m/z 87.00 25.87%
O\\mu“lu\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
e RARRAREREEEL SR
3.103.203.303.403.50
5000 m/z 55.00 22.23%
o\H“
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994: Pentane, 3-methoxy- R R R s
73.0 3.103.203.303.403.50
m/z 71.05 11.00%
5000 4/\
0HHM“‘\m\‘\\u‘\\\\‘\\\\‘u\\‘\u\‘\m‘\m‘\m‘uu‘\ R RNRNNEREEE RSN RR LSRR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.103.203.303.403.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0@8738.D

Acqg On : @07 Jan 2022 21:48
Operator : CG/JU

Sample : N1e47-e3

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.452 3.10 ng 607315 Naphthalene-d8 10.669
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 91
2 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 72
3 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
4 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 58
5 Di-sec-Butyl ether 130 C8H180 006863-58-7 50

Abundance Scan 1269 (10.452 min): BP008738.D\data.ms (-1263) (- m/z 57.00 100.00%

57.0 ‘
5000
L=
10.50

“Mﬂ1320 207.7269.0 334.8 409.4  514.2

0 T S LB B8 IR m/z 44.95  95.94%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38404: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 N
10.50

41.00  35.10%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]-
45.0
1050

5000 m/z 75.00 21.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #10089: Ethylene glycol monoisobutyl ether e
57.0 10.50

56.00 16.49%

5000 WAAN/MNV$W/\MWW/\WMMW*
J‘H I u‘ ‘

Ol Mt e e e
miz—> 0 50 100 150 200 250 300 350 400 450 500 550 1050
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0@8738.D

Acqg On : @07 Jan 2022 21:48
Operator : CG/JU

Sample : N1e47-e3

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
18.157 3.21 ng 1020140  Phenanthrene-d10 17.257
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Tetradecanoic acid 228 C14H2802 000544-63-8 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2579 (18.157 min): BP008738.D\data.ms (-2570) (- m/z 73.00 100.00%

73.0
5000
213.1
= —
e,
okl uhHMw it R8L0 355.0416.047535382 /7 6p. @0  74.65%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 TT T T
18.00 18.50
” 213.0 m/z 43.05 74.28%
0\\{“ \L"“!'“\“\‘\l\1\\\‘\“\!‘\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
—— —
18.00 18.50
5000 ITI/Z 57 .00 61.81%
171.0
I nimm
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid —— —
73.0 18.00 18.50
m/z 55.00 61.60%
5000
185.0
om“‘u’ MJ““MM\ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0@8738.D

Acqg On : @07 Jan 2022 21:48
Operator : CG/JU

Sample : N1e47-e3

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.057 3.09 ng 1074480  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 95
2 1-Hexacosene 364 C26H52 018835-33-1 95
3 1-Heneicosanol 312 C21H440 015594-90-8 95
4 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 94
5 n-Tetracosanol-1 354 C24H500 000506-51-4 94

Abundance Scan 3072 (21.057 min): BP008738.D\data.ms (-3069) (- m/z 83.05 100.00%

83.0
5000
( s
3.1 :
o AkhLLL ‘P"F‘M 2221780 355.1416.14751532.9 /7 97.05  90.49%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #232316: Behenic alcoho
83.0
5000 ——
21.00
{ m/z 57.10 90.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene
57.0
T \
21.00
5000 ITI/Z 69.10 85.30%
125.0
o’}"'\ul%-ozgz-”“-o,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol T
55.0 21.00
m/z 55.05 81.76%
5000
{ 125.0
o‘Hxlu‘m}m‘\uu‘n‘-‘lﬁ"?-‘?‘?ﬁ??w_Mwwww —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0@8738.D

Acqg On : @07 Jan 2022 21:48
Operator : CG/JU

Sample : N1e47-e3

Misc

ALS vial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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 Triphenylphosphine oxide Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.463 15.65 ng 5440750  Chrysene-d12 21.345
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 42
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 38
5 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38

Abundance Scan 3141 (21.463 min): BP008738.D\data.ms (-3137) (- m/z 277.10 100.00%

2771 ‘
5000

199.0
770 a0 || 21'50
Ok 890 L | 355.1413047335352 ., 578 19 33.31%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0

2150
m/z 199.00  18.99%

1JJ“lJ\\l‘lifl(#lJ\[‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0

o

21 50
5000 201.00  18.27%
o 183.0
bt L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bror
277.0 21 50

m/z 183.00 17.93%

5000
199.0
77.0
o159y | a3ep | h 3470

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21 50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP010722\
Data File : BP0@8738.D

Acqg On : @7 Jan 2022 21:48
Operator : CG/JU

Sample : N1e47-e3

Misc

ALS Vvial : 17 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP010622.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|
Butane, 2-metho... 3.070 29.1 ng 4034750 1 7.869 2768090 20.0
Ethanol, 2-(2-b... 10.452 3.1 ng 607315 2 10.669 3915060 20.0
n-Hexadecanoic ... 18.157 3.2 ng 1020140 4 17.257 6362380 20.0
Behenic alcohol 21.057 3.1 ng 1074480 5 21.345 6955180 20.0
Triphenylphosph... 21.463 15.7 ng 5440750 5 21.345 6955180 20.0
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