LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11818.D

Acqg On : 27 Sep 2022 16:35
Operator : CG/JU

Sample : N4841-01

Misc :

ALS Vvial : 12  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-BP092122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@11818.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.046 6 10 35 rVB 7584250 11987125 62.31% 10.832%
2 5.470 415 422 439 rBV 2295537 3536620 18.38% 3.196%
3 7.069 686 694 713 rBV 1250173 2121233 11.03% 1.917%
4 7.911 829 837 845 rBV 1189162 1927668 10.02% 1.742%
5 9.075 1027 1035 1054 rBV 3635624 6087519 31.64% 5.501%

6 10.499 1271 1277 1295 rBV 190867 439192 2.28% ©0.397%
7 10.716 1307 1314 1332 rBV 1614958 2852217 14.83% 2.577%
8 13.181 1725 1733 1749 rBV 9286088 14297551 74.32% 12.920%
9 14.551 1957 1966 1978 rBV 2644164 3881588 20.18%  3.508%
10 16.045 2213 2220 2241 rBV 7873289 11298734 58.73% 10.210%

11 17.310 2428 2435 2441 rBV 3343674 4754657 24.71%
12 18.192 2580 2585 2592 rBV 335124 647565 3.37%
13 18.263 2592 2597 2610 rVB 8587772 10121165 52.61%
14 19.422 2790 2794 2812 rBV 806508 1720876  8.94%
15 19.863 2864 2869 2875 rBV 15170251 19238823 100.00%
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7.385%
16 21.098 3076 3079 3090 rBv4 279369 491545 2.55% 0.444%
17 21.392 3124 3129 3139 rVB 4109507 5322766 27.67% 4.810%

18 21.516 3145 3150 3164 rBV 2824028 4421424 22.98%  3.995%
19 23.833 3538 3544 3554 rVB2 2694558 5516235 28.67% 4.985%

Sum of corrected areas: 110664503
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 27 Sep 2022 16:35
: CG/JU
: N4841-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@92722\
BP011818.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP011818.D\data.ms

046

9.075

5.470

7.069 7.911 10.716

10.49

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

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

TIC: BP011818.D\data.ms
19.863

13.181
18.263

16.045

17.310
14.551

0
Time-->

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

1.4e+07

1.2e+07

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP011818.D\data.ms

21.392
2(1.516 23.833

21.098

Time--> 20

50 21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Data Path :
Data File :
Acq On
Operator
Sample

Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
BP011818.D

. 27
: CG/JU

: N4841-01

12

Quant Method :
Quant Title

TIC Library

Sep 2022 16:35

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
3.046 124.37 ng 119871060  1,4-Dichlorobenzene-d4 7.911
Hit# of 5 Tentative ID MW MolForm CAS# 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 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
Abundance  Scan 10 (3.046 min): BP011818.D\data.ms (-6) (-) m/z 73.10 100.00%
5000 /\\\
R ANREE e RARARRRAENE
‘ 3.103.203.303.403.50
ob il 1321 21902811 302144885056 1, 4310 33.66%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 TT T[T T T[T T T T[T T T[T TTT 7T
3.103.203.303.403.50
m/z 55.10 26.50%
O\\"\\U““\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R ANREE e RARARRRAENE
3.103.203.303.403.50
5000 m/z 87.10 25.28%
OHM,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R RERREEE R e
73.0 3.103.203.303.403.50
m/z 71.10 11.22%
5000 /\\\
0\WJWfu‘H\w\H\_\H‘u\\_\u‘u\w\u\_\u‘u\w\ R RARRNRRRRRCAREEEEEEE Ry
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\BP092722\
Data File : BP@11818.D

Acq On : 27 Sep 2022 16:35
Operator : CG/JU

Sample : N4841-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 2 Ethanol, 2-(2-butoxyethoxy)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.499 3.08 ng 439192  Naphthalene-d8 10.716
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Ethanol, 2-(2-butoxyethoxy)- 162 C8H1803 000112-34-5 90
2 Ethanol, 1-(2-butoxyethoxy)- 162 C8H1803 054446-78-5 83
3 Ethanol, 2-[2-(2-methylpropoxy)e... 162 C8H1803 018912-80-6 78
4 Ethylene glycol monoisobutyl ether 118 C6H1402 004439-24-1 64
5 3,3-Dimethylbutane-2-o0l 102 C6H140 000464-07-3 53
Abundance Scan 1277 (10.499 min): BP011818.D\data.ms (-1271) (-} ' m/z 57.10 100.00%
57.1
5000 J\\\F\
——
\ | 132.2 28 1050
o A l}922 2092 2811 355.2 43695019 u/; 45,10 92.83%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38401: Ethanol, 2-(2-butoxyethoxy)-
57.0
5000 1
10.50
’ m/z 41.10 33.85%
O‘HJI\“ "\Iw‘i“\m\‘l]\_?%.‘o\\\\‘\\H‘\H\‘\\H‘\\H‘\\H‘\\H‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38399: Ethanol, 1-(2-butoxyethoxy)-
57.0
——
10.50
5000 m/z 75.05 18.30%
A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #38409: Ethanol, 2-[2-(2-methylpropoxy)ethoxy]- o
45.0 10.50
m/z 56.05 17.59%
) M
ol )L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 10.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11818.D

Acq On : 27 Sep 2022 16:35

Operator : CG/JU

Sample : N4841-01

Misc

ALS vial : 12

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 n-Hexadecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
18.192 2.72 ng 647565 Phenanthrene-d10 17.310
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Octadecanoic acid 284 (C18H3602 000057-11-4 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 83
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 80
5 Pentadecanoic acid 242 C15H3002 001002-84-2 68

Abundance Scan 2585 (18.192 min): BP011818.D\data.ms (-2580) (- m/z 73.05 100.00%

73.0
5000

“H L 213.3 18.00 18,50
Ly ' '

AL H_HHW\2??5“3”3‘5‘?1”41‘7‘9‘ 5036 ' m/z 60.05 88.11%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 r L
18.00 18.50

m/z 43.10 84.29%

“ 213.0
‘\\\\[ \l\‘iﬁWh\“}\l\1f\\]\\\\f“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #179089: Octadecanoic acid

73.0

T —
18.00 18.50

5000 m/z 57.10  75.95%

o

o

H 185.0  284.0
“!I\..\m 1

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92070: Tridecanoic acid — —
73.0 18.00 18.50

m/z 55.10  68.37%

5000
171.0
0 &h WMJH\m‘\ \ s —

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11818.D

Acq On : 27 Sep 2022 16:35

Operator : CG/JU

Sample : N4841-01

Misc

ALS vial : 12

Quant Method
Quant Title

TIC Library

Sample Multiplier: 1

: C:\Database\NIST20.L

: Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 4 Octadecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
19.422 6.47 ng 1720880  Chrysene-d12 21.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 94
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87

Abundance Scan 2794 (19.422 min): BP011818.D\data.ms (-2790) (- m/z 73.10 100.00%
73.1
5000 'JLJ\
——
“ \ ‘ 284.4 19.50
obrrlh H‘Mw bbby by 341240124590 524.9 /7 43,10 92.45%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 T
185.0 19.50
H m/z 60.10 89.24%
O‘h ‘\I“\M‘\lh\\lll\\\\\“\‘\‘l!‘\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
——
19.50
5000 m/z 57.10 83.42%
129.0 242.0
ALl T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid —
60.0 19.50
m/z 55.10 73.66%
5000 129.0
“ 213.0
. ‘1“|‘J‘J"wm\"Hm_mw“"""wm‘w_ww_ —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP092722\
Data File : BP@11818.D

Acq On : 27 Sep 2022 16:35
Operator : CG/JU

Sample : N4841-01

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP092122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 (E)-7-Benzylidene-l-azabicy... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
21.516 16.61 ng 4421420  Chrysene-di12 21.392
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 95
2 Triphenylphosphine oxide 278 C18H150P 000791-28-6 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 4-Nitro-4'-methyldiphenylsulfone 277 C13H11N04S 004094-37-5 38
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 38

Abundance Scan 3150 (21.516 min): BP011818.D\data.ms (-3145) (- m/z 277.15 100.00%
277.1

5000

—

71 qg3a ‘

‘ | \ H 21.50
_m,wmwﬁm\‘ b 29724152 48985480 /7 278.15  32.58%
miz-> 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

—

5000 ‘21\50‘ T
77.0 .
18l3-0 m/z 77.10  28.28%
O‘\H\h’\\l\\“l\l\“\l\“}L\\I\\\“lwm\‘H T T T T T T T T T[T T T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Trlphenylphosphlne oxide
277.
L T
51.0 21.50
5000 199.0 ITI/Z 183.10 23.85%

128%
[ ‘ Lt flu |J \

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

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy ‘ ‘ T
277.0 21.50

m/z 201.15 23.08%

o

—

5000

o 183.0

0 | L\ Lk h”t L

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\BP092722\
Data File : BP@11818.D

Acqg On : 27 Sep 2022 16:35
Operator : CG/JU

Sample : N4841-01

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP@92122.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... 3.046 124.4 ng 11987100 1 7.911 1927670 20.0
Ethanol, 2-(2-b... 10.499 3.1 ng 439192 2 10.716 2852220 20.0
n-Hexadecanoic ... 18.192 2.7 ng 647565 4 17.310 4754660 20.0
Octadecanoic acid 19.422 6.5 ng 1720880 5 21.392 5322770 20.0
(E)-7-Benzylide... 21.516 16.6 ng 4421420 5 21.392 5322770 20.0
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