LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101722\
Data File : BF130687.D

Acqg On : 17 Oct 2022 15:23

Operator : CG\JU

Sample : N5133-03 :
Misc : HAS-WATER-1013

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-BF101122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF130687.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 4.740 447 451 462 rBV 171439 209546 7.07% 1.412%
2 5.175 522 525 541 rBV 867959 903181 30.49% 6.088%
3  6.222 700 703 720 rBV 551097 583317 19.69%  3.932%
4 6.569 759 762 769 rVB 616676 536632 18.11% 3.617%
5 7.145 855 860 863 rBV 1522840 1494915 50.46% 10.076%
6 7.857 976 981 984 rVB 760997 705954 23.83% 4.758%
7 8.139 1025 1029 1035 rVB 41586 39171 1.32% 0.264%
8 8.933 1158 1164 1167 rBV 3392479 2962648 100.00% 19.969%
9 9.057 1181 1185 1190 rVB 38273 45217 1.53% 0.305%
10 9.604 1273 1278 1281 rBV 935452 789103 26.64% 5.319%

11 10.392 1407 1412 1426 rBV 1791681 1868534 63.07% 12.594%
12 11.080 1526 1529 1533 rBV ~ 823583 729767 24.63%  4.919%
13 11.627 1616 1622 1634 rBV 279929 343872 11.61%  2.318%
14 12.410 1749 1755 1767 rVB 207513 264313 8.92% 1.781%
15 12.668 1795 1799 1802 rBV 2588276 2140703 72.26% 14.429%

16 13.686 1967 1972 1973 rBV5 23753 34519 1.17%
17 13.715 1973 1977 1984 rVB 465212 448650 15.14%
18 14.551 2115 2119 2124 rVB 139040 126530  4.27%
19 15.086 2206 2210 2218 rVB 398287 469186 15.84%
20 17.309 2579 2588 2599 rVB6 43026 140808 4.75%
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Sum of corrected areas: 14836566
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101722\

BF130687.D
: 17 Oct 2022 15:23
: CG\JU
: N5133-03 :
HAS-WATER-1013
. 8 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000
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TIC: BF130687.D\data.ms
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TIC: BF130687.D\data.ms
8.933

12.668

10.392

7.857

L

0
Time-->

= T T T T T
10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
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TIC: BF130687.D\data.ms
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Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101722\
Data File : BF130687.D

Acq On : 17 Oct 2022 15:23

Operator : CG\JU

Sample : N5133-03 :
Misc . HAS-WATER-1013

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.740 7.81 ng 209546  1,4-Dichlorobenzene-d4 6.569

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 17
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 451 (4.740 min): BF130687.D\data.ms (-447) (-) m/z 42.95 100.00%

3.0
59.1
5000
101.1
| “ 83.0 ‘ 4.40 4.60 4.80 5.00 ;
o1yt m/z 59.10  63.94%
miz--> 20 40 60 80 100 120 140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 590 L L R B R
4.40 4.60 4.80 5.00
101.0 m/z 101.10  24.50%
270 83.0
O \\\‘\‘\“\\“‘\\\W‘\\\\“\\\\“\\\\‘\\\\‘\\
miz—-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AEEmmaEEE S
4.40 4.60 4.80 5.00
5000 2410 m/z 58.10 15.33%
0 \H\‘ \‘M ‘ 12§O 142.0
—— i1
m/z--> 20 40 60 80 100 120 140
Abundance #4153: 1-Propen-2-ol, acetate e
43.0 4.40 4.60 4.80 5.00
m/z 41.10 10.27%
5000
58.0
15.0 100.0
0 H“\‘\HH““;Hw‘Hl\‘uu}uu‘uu‘u
m/z--> 20 40 60 80 100 120 140 4.40 4.60 4.80 5.00

8270-BF101122.M Tue Oct 18 12:31:42 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101722\
Data File : BF130687.D

Acq On : 17 Oct 2022 15:23

Operator : CG\JU

Sample : N5133-03 :
Misc HAS-WATER-1013

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
11.627 9.42 ng 343872  Phenanthrene-di0 11.080
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 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 89
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Dodecanoic acid 200 C12H2402 000143-07-7 64

Abundance Scan 1622 (11.627 min): BF130687.D\data.ms (-1616) (- m/z 73.00 100.00%
73.0
43.1

5000
129.1

a

213.2 ‘
‘ 1711 ‘ 256.1 11.50 12.00
HW‘HWNJH‘”‘%mﬂﬂwsJmuumj_ﬂ‘ﬂuwpuu_h‘_uk_ m/z 43.10 83.91%

m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
60.0

5000 129.0 T T T
11.50 12.00

m/z 60.00 77.35%

o

157-0185.0213'0 256.0
O,
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
== =
11.50 12.00
5000 129.0 ITI/Z 57.05 70.52%
199.0
VY5 s
ERIRT 18 o O O P
m/z--> 20 40 60 80 100120140160180200220240260
Abundance #92068: Tridecanoic acid T — T
430 73.0 11.50 12.00
' m/z 41.10 65.90%
5000
129.0
‘ ‘ 171.0 214.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101722\
Data File : BF130687.D

Acq On : 17 Oct 2022 15:23

Operator : CG\JU

Sample : N5133-03 :
Misc HAS-WATER-1013

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 Octadecanoic acid Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
12.416 11.78 ng 264313  Chrysene-di12 13.715
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 90
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 62
Abundance Scan 1755 (12.410 min): BF130687.D\data.ms (-1749) (- m/z 43.10 100.00%
43.1 73.0
5000 129.1
1851 2412 . e
‘ ‘ 284. 1250
A wﬂh“‘ o IR NP Y NIV W i m/z 73.e0  95.71%
miz--> 50 100 150 200 250
Abundance #179093: Octadecanoic acid
73.0
43.0
129.0
5000 284.C —
1850 2410 12.50
‘ m/z 60.00 83.98%
ol hlL, R TR
miz--> 50 100 150 200 250
Abundance #143508: n-Hexadecanoic acid
43.0 73.
0 0 256.0
—
12.50
5000 m/z 57.05 80.11%
129.0
213.0
171.0
0,
miz--> 50 100 150 200 250
Abundance #126199: Pentadecanoic acid ——
43.0 73.0 12.50
m/z 55.10 78.28%
5000 129.0
L)
oL H\‘ ll “u““‘ H\M‘L i ‘\“1‘61-0;\‘ \i . ‘\“ - -
m/z--> 50 100 150 200 250 12.50
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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\BF101722\

BF130687.D
: 17 Oct 2022 15:23
: CG\JU
: N5133-03
: 8 Sample Multiplier: 1

Quant Method :

Quant Tit

TIC Libra

le

ry

HAS-WATER-1013

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P
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Peak Number 4 Supraene Concentration Rank 5

R.T EstConc Area Relative to ISTD R.T.
14.551 5.39 ng 126530  Perylene-di12 15.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual

upraene 410 C30H50 007683-64-9 98
qualene 410 C30H50 000111-02-4 95
,6,10,14,18-Pentamethyl-2,6,10,... 342 C25H42 075581-03-2 78
,11-Dimethyldodeca-2,6,10-trien... 208 C14H240 125529-10-4 59
yclopropanecarboxylic acid, 4-i... 204 C13H1602 1000331-01-9 53

uipHh wWwN R
NNDNDN OV On

Abundance Scan 2119 (14.551 min): BF130687.D\data.ms (-2115) (- m/z 69.05 100.00%

69.0
5000
T I
‘ ‘ 137.0 Lo11 3412 ‘ 14.50
ol ddlully 19112330 285.1 3412 410. .. g1 65  51.33%
miz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 s ‘
14.50
m/z 41.05 23.60%
137.0
O”‘m bl gyl 1910 2730 341.0 410.
\\\‘\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\

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

%

Abundance #308258: Squalene
69.0
14.50
5000 ITI/Z 95.05 16.88%
121.0
02701 il [ 1750 23102730 3410 410
e e e e L B
m/z--> 50 100 150 200 250 300 350 400
Abundance #251574: 2,6,10,14,18-Pentamethyl-2,6,10,14,18-eicosay —— ‘
69.0 14.50
m/z 137.00 12.56%
5000
121.0
o210 |, ||| ]163.02050 2730 3420
e e —
m/z--> 50 100 150 200 250 300 350 400 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101722\
Data File : BF130687.D

Acq On : 17 Oct 2022 15:23

Operator : CG\JU

Sample : N5133-03 :
Misc . HAS-WATER-1013

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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 5 Benzenepropanoic acid, 3,5-... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
17.309 6.00 ng 140808  Perylene-di12 15.086
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzenepropanoic acid, 3,5-bis(1... 530 C35H6203 002082-79-3 89
2 2,6-di-tert-Butyl-4-(dimethylami... 263 C17H29NO 000088-27-7 83
3 2,3,6-Trifluorobenzyl alcohol, T... 234 C10OH13F30Si 1010364-21-5 35
4 (2-Nitro-4-trifluoromethyl-pheno... 279 C9H8F3N304 1000294-73-1 27
5 Phenol, 2,6-bis(1,1-dimethylethy... 234 C16H260 004130-42-1 22

Abundance Scan 2588 (17.309 min): BF130687.D\data.ms (-2579) (- m/z 57.05 100.00%
57.0

219.2
5000
530.
147.0 T UL
‘ ‘ ‘ ‘ 17.00 17.50
Ol il “““MWWM\ R }‘ ek m/z 219,15 64.22%
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #341931: Benzenepropanoic acid, 3,5-bis(1,1-dimethylet
57.0
5000 — i AA‘MA‘ A,
17.00 17.50
219.0 5300 "m/z 43.e5 56.22%
\ 147.0 >7
O ‘ TT ‘1 T ‘ T “ lh\ H ‘\ ‘\‘ T \h‘ \H‘\ ‘\ H\ ‘L\ \‘\ ‘ \l\?.\(’)\ \3ﬂ5‘-\0\4\0‘2\-\0\ \’4.\7\4\..\()‘ \‘l\ \\\ ‘

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

Abundance #151996: 2,6-di-tert-Butyl-4-(dimethylaminomethyl)pheno
219.0

%

— —
17.00 17.50

m/z 55.10 37.84%
5000 161.0

44.0
et hl J ! l u uJ l ‘ ‘\ ‘

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

Abundance #115331: 2,3,6-Trifluorobenzyl alcohol, TMS derivative — —
219.0 17.00 17.50

o

3

770 m/z 203.85  36.48%
5000 145.0
o”r_"("e‘w“‘“x‘\M‘J“muk“w”w",‘ww_m,mww
miz-> 0 50 100 150 200 250 300 350 400 450 500 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF101722\
Data File : BF130687.D

Acqg On : 17 Oct 2022 15:23

Operator : CG\JU

Sample : N5133-03 :
Misc . HAS-WATER-1013

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF101122.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-... 4.740 7.8 ng 209546 1 6.569 536632 20.0
n-Hexadecanoic ... 11.627 9.4 ng 343872 4 11.080 729767 20.0
Octadecanoic acid 12.410 11.8 ng 264313 5 13.715 448650 20.0
Supraene 14.551 5.4 ng 126530 6 15.086 469186 20.0
Benzenepropanoi... 17.309 6.0 ng 140808 6 15.086 469186 20.0
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