LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131369.D

Acqg On : 23 Nov 2022 19:26
Operator : CG\JU

Sample : N5641-02

Misc :

ALS vial : 8 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-BF112122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF131369.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1  2.110 3 4 10 rVB2 47172 46959 1.69% 0.224%
2 2.316 31 39 45 rBV 882499 1131248 40.62% 5.390%
3 5.187 521 527 536 rVB 317474 403626 14.49% 1.923%
4 5.569 586 592 595 rBV 2453381 2577149 92.54% 12.280%
5 6.569 755 762 765 rBV 2236804 2608014 93.65% 12.427%
6 6.951 823 827 830 rBV 948835 776103 27.87%  3.698%
7 7.351 891 895 899 rVB 33962 31770 1.14% 0.151%
8 7.516 916 923 926 rBV 1677069 1695892 60.89% 8.081%
9 8.239 1039 1046 1049 rBV 1194494 998088 35.84% 4.756%
10 9.322 1223 1230 1233 rBV 3284879 2784976 100.00% 13.270%

11 10.004 1337 1346 1349 rBV 1340800 1129443 40.55%
12 10.721 1461 1468 1474 rVB 89308 75124  2.70%
13 10.792 1476 1480 1484 rBV 1568662 1462213 52.50%
14 11.498 1596 1600 1604 rBV 1184266 967465 34.74%
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15 12.021 1685 1689 1693 rBV 98595 100401 3.61% 478%
16 12.810 1819 1823 1827 rBvV3 32228 31995 1.15% 0.152%
17 13.092 1867 1871 1875 rBV 2203071 1995686 71.66% 9.509%
18 13.662 1963 1968 1971 rBV2 34333 36382 1.31% 0.173%
19 13.998 2021 2025 2029 rBV2 67314 98479 3.54% 0.469%
20 14.151 2047 2051 2055 rBV 655266 605838 21.75% 2.887%
21 14.257 2062 2069 2071 rBvV3 25870 39444 1.42% 0.188%
22 14.315 2072 2079 2084 rVB3 45165 109378 3.93% 0.521%
23 14.533 2113 2116 2121 rBV 99604 98634 3.54% 0.470%
24 14.621 2128 2131 2134 rBV 43241 41461 1.49% 0.198%
25 14.915 2178 2181 2184 rBV 46266 57042 2.05% 0.272%
26 14.951 2184 2187 2193 rVB2 44959 54010 1.94% 0.257%
27 15.115 2211 2215 2221 rVB 27235 35343 1.27% 0.168%
28 15.221 2230 2233 2238 rBV 119515 134469 4.83% 0.641%
29 15.315 2245 2249 2254 rVB 49637 58966 2.12% 0.281%
30 15.686 2307 2312 2316 rBV 440135 574182 20.62% 2.736%
31 15.727 2316 2319 2325 rVB 44819 60064 2.16% 0.286%
32 16.198 2394 2399 2405 rBV 46289 74638 2.68% 0.356%
33 16.751 2488 2493 2499 rVB3 29989 50852 1.83% 0.242%
34 17.403 2599 2604 2611 rVB5 19165 41077 1.47% 0.196%
Sum of corrected areas: 20986411

8270-BF112122.M Fri Nov 25 12:37:49 2022 Pag 1



8270-BF112122.M Fri Nov 25 12:37:49 2022 Pag 2



LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131369.D

Acq On : 23 Nov 2022 19:26
Operator : CG\JU

Sample : N5641-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF131369.D\data.ms

3000000
2500000 5.569
6.569

2000000
7.516

1500000

10000001 2.316 6.951

500000 5.187
110 7.351
O\'VTY‘\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\ \ T
Time--> 220240260280300320340360380400420440460480500520540560580600620640660680700720740760
Abundance TIC: BF131369.D\data.ms

9.322

3000000

2500000
13.092

2000000

10.792
1500000 10.004

8.239 11.498
1000000

500000

10.721 12.021 12.810
ol—— - —— —— ot R e el — “L
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: BF131369.D\data.ms

3000000
2500000
2000000
1500000

1000000
14.151

13.662_13.09814 Mg}%ﬁfézl mmmﬁ@m 14\727 16.198 16.751 17.403

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\BF112322\
Data File : BF131369.D

Acq On : 23 Nov 2022 19:26
Operator : CG\JU

Sample : N5641-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.316 29.15 ng 1131250 1,4-Dichlorobenzene-d4 6.951

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 40
3 2-Methyl-5-hexen-3-0l 114 C7H140 032815-70-6 23
4 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 39 (2.316 min): BF131369.D\data.ms (-31) (-) m/z 73.10 100.00%
3.1
5000 43.0
87.1
R e
‘ ‘ 220 240 2.60
Orerrrprremgrbh 22 L Wiz 42.95  48.30%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 LI LA L L L B
43.0 220 240 2.60
‘ 87.0 m/z 55.00  33.90%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 -
220 240 2.60
5000 41.0 55.0 m/z 87.10 27.07%
27.0
0 11, L 112.0 129.0
H_H‘“Hw‘HWHH‘HH_‘H_HW‘HWH‘WHH_‘H_H‘_H‘
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #8502: 2-Methyl-5-hexen-3-ol e
73.0 220 240 2.60
m/z 41.10 15.32%
55.0
5000
41,0
27.0
O ey AV WS
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 220 240 2.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131369.D

Acq On : 23 Nov 2022 19:26
Operator : CG\JU

Sample : N5641-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.187 10.40 ng 403626  1,4-Dichlorobenzene-d4 6.951

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
3 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 16
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
Abundance Scan 527 (5.187 min): BF131369.D\data.ms (-521) (-) m/z 43.00 100.00%
3.0
5000
RS R R
‘ 101.0 4.80 5.00 5.20 5.40 5.60
Obrrrrrrebal®®0 2068 /7 59.00  51.69%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 DL L R AL L
4.80 5.00 5.20 5.40 5.60
m/z 101.00 16.07%
15.0 ‘ 101.0
O\\\‘\‘\‘M\\"M\\‘}‘\\\\“\\\\“‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9477: 3-Hexanol, 4-methyl-
59.0
REaas A ma R o
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 15.81%
31.0
‘ 87.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4528 2,3-Butanedione, monooxime e
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.02%
5000
101.0
REELI )
R e e R A ARA R PR
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131369.D

Acq On : 23 Nov 2022 19:26
Operator : CG\JU

Sample : N5641-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 3 n-Hexadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
12.021 2.08 ng 100401  Phenanthrene-di0 11.498
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tridecanoic acid 214 C13H2602 000638-53-9 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 72
5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1689 (12.021 min): BF131369.D\data.ms (-1685) (- m/z 43.05 100.00%
43.0 73.0
5000
129.0
213.1 A ‘
M 157.1185.1 256.1 12.00
[ S— m/z 73.00  93.19%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0
5000 129.0 U
12.00
157.01g5 92130  256.0 m/z 60.00 88.36%
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
12.00
5000 129.0 m/z 57.05 86.58%
199.0
s e L
EETTIN 8 O e P
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92070: Tridecanoic acid T ‘
73.0 12.00
m/z 41.00 77.44%
43.0
5000
129.0
1710 2140
101.0 ‘
ozl . LIS L
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131369.D

Acq On : 23 Nov 2022 19:26

Operator : CG\JU

Sample : N5641-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method :

Quant Tit

TIC Libra

le

ry

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 4 1-Octadecene Concentration Rank 6

R.T EstConc Area Relative to ISTD R.T.
13.998  3.25ng 08479 Chrysene-di2 14.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-octadecene 252 claMse 000112-88-9 89

1000382-54-4 83
1010309-18-1 80
1000382-54-8 80

2 Carbonic acid, octadecyl vinyl e... 340 C21H4003
3 Sulfurous acid, butyl tetradecyl... 334 C18H3803S
4 Carbonic acid, dodecyl vinyl ester 256 C15H2803

5 Hexadecane, 1-bromo- 304 C16H33Br 000112-82-3 72
Abundance Scan 2025 (13.998 min): BF131369.D\data.ms (-2021) (- m/z 57.05 100.00%
57.0
97.0 ——
14.00
ob——dpll “h‘ J“u Al ‘141‘1 “1“7?'9“” ; %39'%‘ : 2‘8“1"1‘ m/z 43.85 69.32%
miz--> 50 100 150 200 250 300
Abundance #138520: 1-Octadecene
43.0
83.0
5000 T
14.00
m/z 71.10  50.56%
25.0
04 “\ ‘}‘ ““\ H\‘ ‘\‘H T ““‘ ‘}F\“‘\ ] “1\6§(\) \2‘199\ \25“2\0\ I
m/z--> 50 100 150 200 250 300
Abundance #248885: Carbonic acid, octadecyl vinyl ester
57.0
——
14.00
5000 ITI/Z 85.05 36.49%
97.0
0?0 L1 1| 2210 1690 aveg 2520 207¢
m/z--> 50 100 150 200 250 300
Abundance #241461: Sulfurous acid, butyl tetradecyl ester T
57.0 14.00
m/z 55.00 36.22%
- JMWM
97.0
oL T0me o moms -
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\BF112322\
Data File : BF131369.D

Acq On : 23 Nov 2022 19:26
Operator : CG\JU

Sample : N5641-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 Pentacosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.315 3.61 ng 109378  Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentacosane 352 C25H52 000629-99-2 83
2 Hexadecane 226 C16H34 000544-76-3 80
3 Octadecane 254 (C18H38 000593-45-3 80
4 Hexadecane, 1-iodo- 352 C16H331 000544-77-4 80
5 Triacontane 422 C30H62 000638-68-6 80
Abundance Scan 2079 (14.315 min): BF131369.D\data.ms (-2072) (- m/z 57.00 100.00%
57.0
— —
99.1
L LGl 1491 1960 2480 14.00 14.50
L e e m/z 43.05  62.25%
m/z--> 50 100 150 200 250 300 350
Abundance #262011: Pentacosane
57.0
5000 — —
14.00 14.50
99.0 m/z 71.10 49.97%
oL L L1 L ] 119 1830 2250 267.0 309.0 352
\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
miz--> 50 100 150 200 250 300 350
Abundance #107218: Hexadecane
57.0
— —
14.00 14.50
5000 m/z 85.05 43.46%
oL ‘L‘ | { “‘9?'0‘ 141.0 183.0 226.0
A e e
m/z--> 50 100 150 200 250 300 350
Abundance #141057: Octadecane — T
57.0 14.00 14.50
m/z 55.00  25.04%
5000
99.0
||| ]| 14101830 2540
ol b L T e — ——
m/z--> 50 100 150 200 250 300 350 14.00 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131369.D

Acq On : 23 Nov 2022 19:26
Operator : CG\JU

Sample : N5641-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 6 Phthalic acid, 2-fluorobenz... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.533 3.26 ng 98634  Chrysene-d12 14.151
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, 2-fluorobenzyl he... 372 C22H25F04 1000371-06-8 87
2 Phthalic acid, 3-bromobenzyl hep... 432 C22H25Bro04 1010371-05-0 78
3 Phthalic acid, 4-bromobenzyl hex... 418 C21H23Bro04 1000371-05-9 72
4 Phthalic acid, heptyl 2-methoxyb... 384 C23H2805 1000382-49-6 72
5 Phthalic acid, 2-fluorobenzyl he... 358 C21H23F04 1000371-06-9 72

Abundance Scan 2116 (14.533 min): BF131369.D\data.ms (-2113) (- m/z 148.95 100.00%

148.9
91.0
5000

41.0 “ ‘ 248.1 14.50

bl “Mm JAear | w2 el.ee  59.06%

m/z--> 50 100 150 200 250 300 350 400
Abundance  #281338: Phthalic acid, 2-fluorobenzyl heptyl ester
149.0
g I

5000
14.50

m/z 122.95  20.60%

57 248.0
ot L S (R /TN
m/z--> 50 100 150 200 250 300 350 400
Abundance  #318800: Phthalic acid, 3-bromobenzyl heptyl ester
149.0
1 \

o

o

Ay

14.50
5000 m/z 104.00  16.15%

90.0 ‘ 248.0
0 H‘u y way H“‘ ‘\‘H‘HHJ‘““31‘9-9““”‘43‘2‘1

m/z--> 50 100 150 200 250 300 350 400 f(
Abundance  #312189: Phthalic acid, 4-bromobenzyl hexyl ester b U LA

149.0 14.50

m/z 150.00  14.99%

5000
43.0 90. ‘ 234.0
MJ\M“_‘\‘\‘ Ll a0 aso

m/z--> 50 100 150 200 250 300 350 400 14.50

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131369.D

Acq On : 23 Nov 2022 19:26
Operator : CG\JU

Sample : N5641-02

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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 7 Phthalic acid, 3-fluorobenz... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.221 4.68 ng 134469  Perylene-di12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Phthalic acid, 3-fluorobenzyl no... 400 C24H29F04 1000377-89-3 72
2 Phthalic acid, 3-methylbenzyl he... 354 C22H2604 1000371-10-4 72
3 Phthalic acid, 3-bromobenzyl iso... 390 C19H19Bro4 1000371-05-4 64
4 Phthalic acid, heptyl 2-methoxyb... 384 C23H2805 1000382-49-6 59
5 Phthalic acid, 2-fluorobenzyl no... 400 C24H29F04 1000371-06-7 59

Abundance Scan 2233 (15.221 min): BF131369.D\data.ms (-2230) (- m/z 149.00 100.00%

149.0
91.0
5000
P T
43"1 194.0 276.1 15.00 15.50
ob b L LA 2940 L m/z 90.95  59.84%
m/z--> 50 100 150 200 250 300 350 400
Abundance  #302493: Phthalic acid, 3-fluorobenzyl nonyl ester
149.0
5000 ASLLY —
15.00 15.50
m/z 123.00 18.01%
276.0
oL as0 1040 | a0 [ 400,
\\\\‘\1\\‘\\\\\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance  #263984: Phthalic acid, 3-methylbenzyl hexyl ester
149.0
— —
15.00 15.50
5000 105.0 ITI/Z 150.00 16.39%
234.0
43.0
/ M\J\ﬂ‘ 354.0
Obrtbprtig kAL A
m/z--> 50 100 150 200 250 300 350 400
Abundance #295167: Phthalic acid, 3-bromobenzyl isobutyl ester
149.0 15.00 15.50
m/z 43.10 16.11%
5000
410 90.0 ‘ 206.0
ot L L L 3180 sseo TR
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
BF131369.D

: 23 Nov 2022 19:26

: CG\JU

: N5641-02

: 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: C:\Database\NIST20.L

: 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 8 Octadecane Concentration Rank 9

R.T EstConc Area Relative to ISTD R.T.
15.315 2.05 ng 58966  Perylene-di2 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecane 254 C18H38 000593-45-3 96
2 Eicosane 282 (C20H42 000112-95-8 93
3 Octacosane 394 (C28H58 000630-02-4 90
4 Hexacosane 366 C26H54 000630-01-3 87
5 Pentacosane 352 C25H52 000629-99-2 87

Abundance Scan 2249 (15.315 min): BF131369.D\data.ms (-2245) (- m/z 57.00 100.00%
57.0

B

5000
9.0 T L —
‘ || ] 11412 1970 2530 15.00 15.50
Y T I I 10 0 Y P s m/z 43.05 69.96%
m/z--> 50 100 150 200 250 300 350
Abundance #141056: Octadecane
57.0
5000 — ——
15.00 15.50
‘ 9.0 m/z 70.95 58.61%
0 \“\ } T “\“ \‘“‘\ ““ \“‘ \]‘T\4\%‘(‘)\ %8\3\0‘ T \2\5“4\9 LA B B B

m/z--> 50 100 150 200 250 300 350

-

Abundance #176385: Eicosane
— —
15.00 15.50
5000 m/z 85.05 49.46%
9.0
0 ‘\\ H\ “ H‘ I %4%.9183'0225'0 28\20
e B A A L RS AL S e e o
m/z--> 50 100 150 200 250 300 350
Abundance #298427: Octacosane T T
57.0 15.00 15.50
m/z 55.10 27.24%
h RVALMMAWJkJKWMwWMMMNﬁMA
9.0
oLl 1] 141018302250 2810 337.0 394.
P A A S e e e — —
m/z--> 50 100 150 200 250 300 350 15.00 15.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\

BF131369.D
: 23 Nov 2022 19:26
: CG\JU
: N5641-02
: 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.M

: C:\Database\NIST20.L

: 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 9 Octacosane Concentration Rank 7

R.T EstConc Area Relative to ISTD R.T.
16.198 2.60 ng 74638  Perylene-d12 15.692
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosane 394 (C28H58 000630-02-4 81
2 Heneicosane 296 C21H44 000629-94-7 81
3 Triacontane 422 C30H62 000638-68-6 74
4 Hentriacontane 437 C31H64 000630-04-6 74
5 Tetratetracontane 619 C44H909 007098-22-8 74

Abundance Scan 2399 (16.198 min): BF131369.D\data.ms (-2394) (- m/z 57.05 100.00%

57.0
5000

e -
‘ 13 1 207.0 16.00 16.50
I

265.
0t L, _H‘MM p ek 2020 3850 hsp 42,95

m/z--> 50 100 150 200 250 300 350 400
Abundance #298427: Octacosane
57.0

5000

T
16.00 16.50
m/z 71.05 68.90%

| ‘ 11130 169.0 2250 281.0 337.0 394.0
\\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #194590: Heneicosane
57.0

T
16.00 16.50

o

5000 m/z 85.05 48.05%
oL LU m 1 B ol N —
m/z--> 0 100 150 200 250 300 350 400
Abundance #314331: Triacontane T —
57.0 16.00 16.50

m/z 41.00 27.22%

- /\WWM

Mh‘ J ”‘ 1 169.0 2250 281.0 337.0 422.(

R R R S —— e
miz--> 50 100 150 200 250 300 350 400 16.00 16.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF112322\
Data File : BF131369.D

Acqg On : 23 Nov 2022 19:26
Operator : CG\JU

Sample : N5641-02

Misc

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF112122.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... 2.316 29.1 ng 1131250 1 6.951 776103 20.0
2-Pentanone, 4-... 5.187 10.4 ng 403626 1 6.951 776103 20.0
n-Hexadecanoic ... 12.021 2.1 ng 100401 4 11.498 967465 20.0
1-Octadecene 13.998 3.3 ng 98479 5 14.151 605838 20.0
Pentacosane 14.315 3.6 ng 109378 5 14.151 605838 20.0
Phthalic acid, ... 14.533 3.3 ng 98634 5 14.151 605838 20.0
Phthalic acid, ... 15.221 4.7 ng 134469 6 15.692 574182 20.0
Octadecane 15.315 2.0 ng 58966 6 15.692 574182 20.0
Octacosane 16.198 2.6 ng 74638 6 15.692 574182 20.0
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