LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8411.D

Acqg On : 15 Dec 2021 11:52
Operator : CG/JU

Sample : M5076-08

Misc :

ALS vial : 4 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-BP121421.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@8411.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.875 316 321 336 rVB 238900 338317 17.14%  2.981%
2 5.346 395 401 422 rVB 546326 886436 44.90% 7.810%
3 5.946 498 503 511 rBV 19623 29839 1.51% 0.263%
4 6.940 666 672 693 rBV 486204 937327 47.48%  8.258%
5 7.740 802 808 818 rBV 174820 293054 14.85%  2.582%

6 8.910 1000 1007 1023 rBV 318177 607245 30.76% 5.350%
7 10.540 1276 1284 1299 rBV 192472 365445 18.51%  3.220%
8 13.016 1698 1705 1723 rBV 757120 1209886 61.29% 10.660%
9 14.398 1933 1940 1948 rBV 291018 461401 23.37% 4.065%
10 15.904 2189 2196 2214 rBV 397022 791872 40.11% 6.977%

11 17.092 2392 2398 2403 rBV3 15240 25453 1.29% ©.224%
12 17.163 2403 2410 2424 rVV 354976 577359 29.25% 5.087%
13 18.069 2560 2564 2571 rBV3 43434 89075 4.51% 0.785%
14 18.127 2572 2574 2583 rVB 13957 21748 1.10% 0.192%
15 18.792 2680 2687 2689 rBV2 29636 56965 2.89% ©0.502%
16 19.310 2771 2775 2785 rBV4 26991 56963 2.89% 0.502%
17 19.551 2812 2816 2820 rVB3 15480 21735 1.10% ©.191%

18 19.733 2841 2847 2856 rBV 1580126 1974028 100.00% 17.392%
19 20.051 2896 2901 2914 rVB3 53507 145178  7.35%  1.279%
20 20.974 3054 3058 3067 rVB 122190 212538 10.77% 1.873%

21 21.269 3103 3108 3118 rBV 521692 741211 37.55% 6.530%
22 21.380 3123 3127 3139 rBV = 452132 821292 41.60% 7.236%
23 23.633 3505 3510 3521 rVB2 323027 685802 34.74% 6.042%

Sum of corrected areas: 11350169
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 15 Dec 2021 11:52
: CG/IU
: M5076-08

Quant Method
Quant Title

TIC Library
TIC Integration Parameters: LSCINT.P
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LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
BP008411.D

: 4 Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC: BP008411.D\data.ms

5.346
6.940

4.875
7.740

5.946

8.910

10.540

0

Abundance
1600000

1400000

1200000

1000000

800000

600000

400000

200000

Time--> 3.00 350 400 450 500 550 600 650 7.00 750 8.00

TIC: BP0O08411.D\data.ms

13.016

15.904
14.398

8.50

17.163

9.00 950 10.00 1050 11.00 11.50

19.Y33

18068;  18.792 19.319551

0
Time-->

Abundance
1600000
1400000
1200000
1000000
800000
600000
400000
200000

0

12.00 12.50 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: BP008411.D\data.ms

Time--> 20.50 21.00 2150 22.00 2250 23.00 2350 24.00 24.50 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8411.D

Acqg On : 15 Dec 2021 11:52
Operator : CG/JU

Sample : M5076-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T. EstConc Area

Relative to ISTD R.T.

4.875 23.09 ng 338317 1,4-Dichlorobenzene-d4 7.746

Hit# of 5 Tentative ID MW MolForm

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2

4 Morpholine, 4-methyl- 101 C5H11NO
5 Butane, 1-ethoxy- 102 C6H140
Abundance Scan 321 (4.875 min): BP008411.D\data.ms (-316) (-)
43.0
5000
101.1
ofbd o 2089 28103423 4003 5210
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000
101.0
O‘\\”\H\" \\‘\“\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0

5000

126.0
O

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4542; (+-)-4-Amino-4,5-dihydro-2(3H)-furanone

000123-42-2 56
001116-98-9 23
016504-58-8 9
000109-02-4 9
000628-81-9 9

m/z 43.00 100.00%

|

4.60 4.80 5.00 5.20
m/z 59.05 67.45%

i

4.60 4.80 5.00 5.20
m/z 101.05 23.64%

|

4.60 4.80 5.00 5.20
m/z 58.00 17.38%

|

43.0 4.60 4.80 5.00 5.20

m/z 41.00 9.70%

5000 101.0 L
0 'M'Uhl T TR T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8411.D

Acqg On : 15 Dec 2021 11:52
Operator : CG/JU

Sample : M5076-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-methoxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.946 2.04 ng 29839 1,4-Dichlorobenzene-d4 7.746

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 59
2 Acetamide, N-methyl- 73 C3H7NO 000079-16-3 43
3 Methane, dipropoxy- 132 C7H1602 000505-84-0 38
4 2-Acetamido-N-methylacetamide 130 C5H1ON202 007606-79-3 35
5 3-Hexanol, acetate 144 C8H1602 040780-64-1 25

Abundance Scan 503 (5.946 min): BP008411.D\data.ms (-498) (-)
73.0

m/z 73.05 100.00%

N

5000
NARERE R
207.0266.9 - 5.60 5.80 6.00 6.20
o_m"‘-‘mi"\‘1‘4‘4‘-?7",“1““‘:“3‘?"1‘-‘1‘ 402.1463.0 5425 m/z 42.95  86.36%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #15504: 2-Pentanone, 4-methoxy-4-methyl-
73.0
5000 L LN LA B LA BN R I
5.60 5.80 6.00 6.20
m/z 115.10 13.08%
O‘\\I‘W‘J“I‘W\\\‘4\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #846: Acetamide, N-methyl-
73.0
5.60 5.80 6.00 6.20
5000 m/z 41.00 10.19%
1L5.
o_‘J“mmwH_m,mww_mwH_m_m_m_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #16533: Methane, dipropoxy- e A RmEES S
43.0 5.60 5.80 6.00 6.20
m/z 42.00 7.20%
5000
L oo
L L SR e

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8411.D

Acqg On : 15 Dec 2021 11:52
Operator : CG/JU

Sample : M5076-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 5

R.T. EstConc Area Relative to ISTD R.T.
18.069 3.09 ng 89075  Phenanthrene-d10 17.163
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Octadecanoic acid 284 C18H3602 000057-11-4 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 83
5 Tetradecanoic acid 228 C14H2802 000544-63-8 80

Abundance Scan 2564 (18.069 min): BP008411.D\data.ms (-2560) (-
73.0

5000
L 213.1
or b i 30 L, 20903 a201 s34
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0 256.0
5000
129.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #126199: Pentadecanoic acid
73.0
5000

199.0

olst M M“ 9.0/

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

m/z 73.00 100.00%

%

18.00
m/z 43.00  85.24%

%

18.00
m/z 59.95 79.53%

—

18.00
m/z 41.00 68.90%

-

Abundance #179089: Octadecanoic acid
73.0 18.00
m/z 55.00 67.97%
5000
| ‘H 185.0  284.0
0L ‘J‘Jw”‘w,ul‘\‘,‘m"H\wWww_m‘w_ ——

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8411.D

Acqg On : 15 Dec 2021 11:52
Operator : CG/JU

Sample : M5076-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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, 9-octyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
20.051 3.92 ng 145178  Chrysene-di12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Heptadecane, 9-octyl- 352 C25H52 007225-64-1 94
2 Heptacosane 380 C27H56 000593-49-7 92
3 Octadecane 254 C18H38 000593-45-3 90
4 Tridecane, 1-iodo- 310 C13H271 035599-77-0 89
5 Tritriacontane 465 C33H68 000630-05-7 87

Abundance Scan 2901 (20.051 min): BPO08411.D\data.ms (-2896) (- m/z 57.10 100.00%
57.1
o V\JLJ
207.0 éO‘Od |
127.1 : :
ouumWWumML‘H"?95"‘1‘355‘94‘1‘5“1““‘59‘3”1”_ m/z 71.10 67.70%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #262017: Heptadecane, 9-octyl-
57.0
5000 e — :
20.00
m/z 85.05 50.26%
ik 239.0
O\\\J‘\‘\\\l‘\F\\\‘\\1\‘f\\T‘\12\9\6‘\(\)\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #287977: Heptacosane
57.0
RN
20.00
5000 m/z 43.10 49, 20%
0 “‘ | 4270 197.0 267.0 380.0
H‘WH‘W‘H‘_‘H‘HH‘H‘W‘H‘_‘H_‘H‘H‘W‘H‘_
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #141058: Octadecane 7
57.0 20.00
m/z 55.00 21.17%
- xﬂﬂﬂwwﬂwﬁﬁkﬂﬂwaﬂmN
“ PF7O 197.0254.0
omWlm‘mwum‘mw‘H‘m“HHWHWH‘MW —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0O@8411.D

Acqg On : 15 Dec 2021 11:52
Operator : CG/JU

Sample : M5076-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Oxalic acid, isobutyl hexad... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
20.974 5.73 ng 212538 Chrysene-di12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Oxalic acid, isobutyl hexadecyl ... 370 C22H4204 1000309-38-1 87
2 Oxalic acid, isobutyl tetradecyl... 342 C20H3804 1000309-37-9 87
3 1-Decanol, 2-octyl- 270 C18H380 045235-48-1 87
4 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 87
5 9-Eicosene, (E)- 280 C20H40 074685-29-3 83

Abundance Scan 3058 (20.974 min): BP008411.D\data.ms (-3054) (-
57.1

m/z 57.10 100.00%

—
} 207.0 2650 21.00
0 MW_M bk 20208269 4010 490.2548. ./, 43 19 70.59%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #279317: Oxalic acid, isobutyl hexadecyl ester
57.0
5000 L
21.00
m/z 71.10 60.60%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #251125: Oxalic acid, isobutyl tetradecy! ester
57.0
—
21.00
5000 ITI/Z 55.10 46.35%
241.0
obllllgzso 20
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161355: 1-Decanol, 2-octyl- —
57.0 21.00
m/z 69.05 37.25%
h /Mv—jLWN\
o\’nwswzszo, -
m/z--> 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\BP121521\
Data File : BP0O@8411.D

Acqg On : 15 Dec 2021 11:52
Operator : CG/JU

Sample : M5076-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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 Triphenylphosphine oxide

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
21388 2216 ng 821292 Chrysene-d12 21.269
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 CigHIsOP 060791-28-6 98
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 87

3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P

015990-54-2 42

4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28

5 5-quinolinol, 8-[2-(3,5-dimethyl... 277 C17H15N30

Abundance Scan 3127 (21.380 min): BP008411.D\data.ms (-3123) (-
277.1

5000
77.0 199.0
0 H 139)0. L H 355.1 429.0 503.1
‘H‘w‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_‘H‘H‘W‘H‘_
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #171172: Triphenylphosphine oxide
277.0
5000
77.0 199.0
14.0 \
O‘\\\\!\\\\‘\\\\‘J\\\L\U\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

5000

77.0 183.0

L

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0

o

5000

710 183.0

1000397-10-2 9

m/z 277.10 100.00%

L

2100 2150
m/z 278.10 34.24%

y

—
21.00 2150
m/z 199.00  21.57%

!

—
21.00 2150

m/z 200.9 20.74%
21.00 2150

m/z 77.00 19.78%

L

o_"w‘Wn\H‘_Mh‘W‘MH_m_Ww_mww
miz—> 0 50 100 150 200 250 300 350 400 450 500
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP121521\
Data File : BP0@8411.D

Acqg On : 15 Dec 2021 11:52
Operator : CG/JU

Sample : M5076-08

Misc

ALS vial : 4 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP121421.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-... 4.875 23.1 ng 338317 1 7.746 293054 20.0
2-Pentanone, 4-... 5.946 2.0 ng 29839 1 7.746 293054 20.0
n-Hexadecanoic ... 18.069 3.1 ng 89075 4 17.163 577359 20.0
Heptadecane, 9-... 20.051 3.9 ng 145178 5 21.269 741211 20.0
Oxalic acid, is... 20.974 5.7 ng 212538 5 21.269 741211 20.0
Triphenylphosph... 21.380 22.2 ng 821292 5 21.269 741211 20.0
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