LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13583.D

Acqg On : 24 Jan 2023 22:10
Operator : CG/JU

Sample : 01252-01

Misc :

ALS Vvial : 14 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-BP012323.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BPO13583.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.223 3 6 21 rVB 2502157 2983488 22.47% 3.402%
2 5.217 339 345 357 rBV 2418948 3394061 25.56% 3.870%
3 5.687 418 425 436 rBV 5903326 8646576 65.12% 9.859%
4 7.305 691 700 708 rBV 5383727 8949812 67.40% 10.204%
5 8.158 838 845 852 rBV 1451945 2244827 16.91% 2.560%

6 9.334 1036 1045 1053 rBV 3181320 5363816 40.39% 6.116%
7 10.987 1318 1326 1335 rBV 1880927 3145379 23.69%  3.586%
8 13.422 1731 1740 1753 rBV 8246444 12121790 91.29% 13.821%
9 14.793 1966 1973 1990 rBV 2640683 3875214 29.18%
10 16.145 2195 2203 2209 rBV 472689 670563 5.05%

[ORES
N B
[ )0
U1l 00
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11 16.275 2218 2225 2243 rBV 5701299 8630705 65.00%
12 17.545 2434 2441 2447 rBV 2968845 4267616 32.14%
13 18.398 2581 2586 2595 rBV 338402 508597  3.83%
14 19.533 2775 2779 2786 rVB 112628 155046 1.17%
15 19.622 2790 2794 2800 rBV2 108225 163356  1.23%
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Ul
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16 19.886 2835 2839 2845 rVB 155973 219051 1.65% ©.250%
17 20.075 2865 2871 2876 rBV 11555096 13278699 100.00% 15.140%
18 20.745 2981 2985 2991 rBV 137213 157947 1.19% ©.180%
19 21.292 3074 3078 3089 rBV 616525 842185 6.34% 0.960%
20 21.510 3111 3115 3121 rBV 343733 434793 3.27% 0.496%

21 21.622 3127 3134 3138 rBV 2368132 3640072 27.41% 4.150%
22 21.657 3138 3140 3149 rVB 381388 499917 3.76% 0.570%
23 24.204 3566 3573 3584 rVB2 1654208 3512006 26.45% @ 4.004%

Sum of corrected areas: 87705516
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library
TIC Integra

: 24 Jan 2023 22:10
: CG/JU
. 01252-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
BP013583.D

: 14  Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

le+07

8000000

6000000

4000000

2000000

0

TIC: BP013583.D\data.ms

5.687
7.305

9.334
P23 5.217

L

10.987
8.158

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BP013583.D\data.ms
20.075

13.422

16.275

14.793 17.545

16.1
18.398 19%329.886

0

Time--> 12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16,50 17.00 17.50 18.00 1850 19.00 19.50 20.00

Abundance

le+07

8000000

6000000

4000000

2000000

o

TIC: BP013583.D\data.ms

21.622
24.204

21.
20745 BY1657

Time-->

21.00 2150 22.00 2250 23.00 23.50 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

. 24

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
BP013583.D

Jan 2023 22:10

: CG/JU
. 01252-01

. 14

Quant Method :

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
3.223  26.58 ng 2983490 1,4-Dichlorobenzene-d4 8.158
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 Pentane, 3-methoxy- 102 C6H140 036839-67-5 17
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9
Abundance Scan 6 (3.223 min): BP013583.D\data.ms (-3) (-) m/z 73.05 100.00%
5000 j\\
ST
‘ ‘ 3.303.403.50 3.60
ol hbhl . 1640 2499  386.0416,64752534.9 ./, 43.16  36.15%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 T T T T[T T[T [rrrr1
3.303.403.503.60
‘ m/z 55.10 26.81%
OA!J[‘WW
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
RRE e EAREEES S
3.303.403.503.60
5000 m/z 87.10 25.31%
o‘““
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R R REE L AR
73.0 3.303.403.50 3.60
m/z 41.05 11.62%
5000 ]\\
0‘%Jﬁ‘H‘H‘W‘H‘_‘H‘H“_‘H‘H‘w‘H‘_‘H‘H‘w\ PR
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.50 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13583.D

Acq On : 24 Jan 2023 22:10
Operator : CG/JU

Sample : 01252-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.217 30.24 ng 3394060 1,4-Dichlorobenzene-d4 8.158

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 9

Abundance Scan 345 (5.217 min): BP013583.D\data.ms (-339) (-) m/z 43.00 100.00%

43.0
5000
101.0 R R
4.80 5.00 5.20 5.40 5.60
bk if - 207:1265.3  354.9413.8473.65335  ;/z 59.05  58.54%
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 [TT T T[T T T T[T T T T[T TTTTT

4.80 5.00 5.20 5.40 5.60
101.0 m/z 101.80  20.18%

‘H”H“ \\‘\H\\H‘\H\’\H\‘HH‘HH‘HH‘\\H‘\H\‘\H\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester

o

59.0
R R AR
4.80 5.00 5.20 5.40 5.60
5000 m/z 57.95 18.42%
| 126.0
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate R AR B
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 8.53%
5000
] e e L

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13583.D

Acq On : 24 Jan 2023 22:10
Operator : CG/JU

Sample : 01252-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 3 Benzophenone Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.145 3.46 ng 670563  Acenaphthene-di10 14.793
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Methanone, phenyl-2-pyridinyl- 183 C12H9NO 000091-02-1 72
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
4 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 64
5 Benzenamine, N-(3-pyridinylmethy... 182 C12H1@N2 029722-97-2 45
Abundance Scan 2203 (16.145 min): BP013583.D\data.ms (-2195) (- m/z 105.00 100.00%
105.0
182.1
5000
— —
39 16.00 16.50
o Ped e 281034114007 482.7542.6 /7 76,95  66.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —— ——
16.00 16.50
m/z 182.10 53.59%
7.0
O\‘\‘\}\\”\\‘\\\\‘h\\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #57937: Methanone, phenyl-2-pyridinyl-
105.0
183.0 —— —
16.00 16.50
5000 m/z 51.00 24.89%
e/
O+ttt e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl- —— —
105.0 16.00 16.50
m/z 180.95 8.37%
5000 182.0
8.0
okt b b 2020 —— o
m/z--> 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13583.D

Acq On : 24 Jan 2023 22:10

Operator : CG/JU

Sample : 01252-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 4 n-Hexadecanoic acid Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
18.398 2.38 ng 508597  Phenanthrene-d10 17.545
Hit# of 5 Tentative ID MW MolForm CAS# 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 94
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 Octadecanoic acid 284 C18H3602 000057-11-4 87

Abundance Scan 2586 (18.398 min): BP013583.D\data.ms (-2581) (- m/z 72.95 100.00%
73.0
213.1 = —r
W‘ 18.00 18.50
ol Ll J‘w oA Ly 81934214008 462.95235 1/, 59,95  89.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 [N RN
18.00 18.50
V 213.0 m/z 43.05 82.90%
O\\i“ \L‘u!l“\“\‘\l\1\\\\\“\\‘\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 m/z 55.05 72.61%
171.0
o“\ '“"““M
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid = —
73.0 18.00 18.50
m/z 57.05 67.73%
5000
L 228.0
143.0 \
“ “I’ w m “‘\ A
om_HWH_ww_ww_m‘wwww = —
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\BP012423\
Data File : BP@13583.D

Acq On : 24 Jan 2023 22:10
Operator : CG/JU

Sample : 01252-01

Misc

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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 Cyclotetracosane Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

21.292 4.63 ng 842185  Chrysene-d12 21.622
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Cyclotetracosane 336 C24H48 000297-03-0 94
2 1-Hexacosene 364 C26H52 018835-33-1 94
3 1-Heneicosanol 312 C21H440 015594-90-8 93
4 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 91
5 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 91

Abundance Scan 3078 (21.292 min): BP013583.D\data.ms (-3074) (- m/z 57.05 100.00%
57.0

- JJ\J
=== —
A ‘ 2070 21.00 21.50
—y wwwn-wm 283.0 355.1415.7 49L1549.0  n/z 43.05  86.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #244232: Cyclotetracosane
43.0
5000 . .
21.00 21.50
m/z 55.10 86.23%
\‘ ||| 1820 2500 3360
O‘\\\ ’\\\\‘1!11[\\f\‘l\\1[\\T\‘l\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #273800: 1-Hexacosene

o
1
o

21.00 21.50
5000 ITI/Z 83.10 77 .82%
125.0
o 1‘}“‘A,‘;geo 292.0 364.0
e A e e e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #215083: 1-Heneicosanol = =
55.0 21.00 21.50
m/z 69.10 69.29%
5000
‘ 125.0
o"‘J‘ul,‘hMM‘n‘-‘l?‘?:‘?‘?ﬁ‘?zﬁ’_HWH_MW_W e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012423\
Data File : BP@13583.D

Acqg On : 24 Jan 2023 22:10
Operator : CG/JU

Sample : 01252-01

Misc

ALS vial : 14 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012323.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... 3.223 26.6 ng 2983490 1 8.158 2244830 20.0
2-Pentanone, 4-... 5.217 30.2 ng 3394060 1 8.158 2244830 20.0
Benzophenone 16.145 3.5 ng 670563 3 14.793 3875210 20.0
n-Hexadecanoic ... 18.398 2.4 ng 508597 4 17.545 4267620 20.0
Cyclotetracosane 21.292 4.6 ng 842185 5 21.622 3640070 20.0
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