LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132699.D

Acqg On : 08 Mar 2023 20:00
Operator : CG\JU

Sample : 01829-06

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_ F\Methods\8270-BF022223.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF132699.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.222 443 448 458 rVB 1372927 1664865 44.39% 6.079%
2 5.616 511 515 518 rBV 3475830 3234586 86.24% 11.811%
3 6.616 680 685 688 rBV 3235984 3228154 86.07% 11.788%
4 6.987 744 748 752 rBV 1214619 938544 25.02%  3.427%
5 7.040 754 757 765 rVB 73556 62830 1.68% 0.229%

7.551 840 844 847 rBV 2535925 2127703 56.73% 7.769%
8.269 963 966 970 rBV 1392209 1185877 31.62% 4.330%
9.345 1145 1149 1152 rBV 4354356 3750703 100.00% 13.696%
10.033 1262 1266 1269 rBV 1560881 1324615 35.32% 4.837%
10 10.745 1383 1387 1390 rBV 468043 371448 9.90% 1.356%

11 10.822 1396 1400 1410 rBV 2093095 1976191 52.69%  7.216%
12 11.375 1491 1494 1497 rBV 66088 52620 1.40% ©.192%
13 11.528 1516 1520 1524 rBV 1516460 1280729 34.15% 4.677%
14 11.739 1552 1556 1564 rBV2 25945 46998 1.25% 0.172%
15 12.039 1604 1607 1612 rBV 247770 255330 6.81% ©0.932%
16 12.563 1693 1696 1701 rBV 46464 75290 2.01% ©0.275%
17 12.769 1723 1731 1738 rBV2 45018 91613 2.44%  ©.335%
18 12.827 1738 1741 1746 rBV3 43900 56280 1.50% ©0.206%
19 13.116 1786 1790 1793 rBV 3644385 3154390 84.10% 11.518%
20 13.586 1867 1870 1874 rVB 98174 76225 2.03% 0.278%
21 14.004 1938 1941 1954 rBV 235549 354046  9.44%  1.293%
22 14.145 1962 1965 1968 rBV 49977 44635 1.19% ©0.163%
23 14.186 1968 1972 1978 rVVW 979712 938437 25.02%  3.427%
24 14.633 2045 2048 2053 rBv4 26666 47554  1.27% 0.174%
3.

25 15.727 2229 2234 2241 rVB2 773857 1045953 27.89%

Sum of corrected areas: 27385616
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132699.D

Acq On : 08 Mar 2023 20:00
Operator : CG\JU

Sample : 01829-06

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BF132699.D\data.ms
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Abundance TIC: BF132699.D\data.ms
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Abundance TIC: BF132699.D\data.ms
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

Z:\svoasrv\HPCHEM1\BNA_F\Data\B
BF132699.D

: 08 Mar 2023 20:00
: CG\JU
: 01829-06

: 12 Sample Multiplier: 1

Library Search Compound Report

FO30823\

Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion Parameters: LSCINT.P
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Peak Number

1 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
5.222 35.48 ng 1664870 1,4-Dichlorobenzene-d4 6.987
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 Morpholine, 4-methyl- 101 C5H11INO 000109-02-4 9
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 448 (5.222 min): BF132699.D\data.ms (-443) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 ‘\\\\‘\\\\’\\\\‘\\\\‘\\\
83.0 4.80 5.00 5.20 5.40 5.60
o) S P S m/z 59.00  65.18%
miz--> 20 40 60 80 100 120 140
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [T T T[T T[T T [ Trrr[TT1
59.0 4.80 5.00 5.20 5.40 5.60
m/z 101.00 24.27%
0 27\\\ i i 830 1010
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
R e a n o e
4.80 5.00 5.20 5.40 5.60
5000 41.0 ITI z 57.95 17.08%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4576: Morpholine, 4-methyl- ““““H,“““‘H““
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 8.80%
5000
15.0 710 101.0
O bt SR & G—
m/z--> 20 40 60 80 100 120 140 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\BF030823\
Data File : BF132699.D

Acq On : 08 Mar 2023 20:00
Operator : CG\JU

Sample : 01829-06

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
10.745 5.61 ng 371448  Acenaphthene-di0 10.034
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenebutanoic acid, .gamma.-ox... 192 C11H1203 ©025333-24-8 47
3 Benzoic acid, 3,5-difluophenyl e... 234 C13H8F202 1000357-79-5 47
4 Acetophenone, 2-chloro- 154 C8H7Cl0 000532-27-4 47
5 2-Phenyl-4-ethylidene-2-oxazolin... 187 C11H9NO2 037791-41-6 47
Abundance Scan 1387 (10.745 min): BF132699.D\data.ms (-1383) (- m/z 105.00 100.00%
105.0
77.0
182.0
5000
51.0 — —
152.0 | 10.50 11.00
O prerepedtrpresby et e et e e e e m/z 77.00 60.75%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #56922: Benzophenone
105.0
77.0
5000 — ——
182.0 10.50 11.00
51.0 m/z 182.00  52.28%
O 27\.0 It HM 15?.0 H
\\\‘\\\\‘\\\\‘1\\1‘\\\\‘\\\\‘\\\\‘\\1\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #66423: Benzenebutanoic acid, .gamma.-oxo-, methyl es
105.0
— —
10.50 11.00
5000 77.0 m/z 51.00 19.29%
51.0
0 ] 133.0 110 1920
e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #115943: Benzoic acid, 3,5-difluophenyl ester e —
105.0 10.50 11.00
m/z 181.00 8.65%
5000 770
51.0
oh.270 ‘ 130.0 177.0 234.(
AR R a L R e E R — —
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10.50 11.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132699.D

Acq On : 08 Mar 2023 20:00
Operator : CG\JU

Sample : 01829-06

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 4
R.T. EstConc Area Relative to ISTD R.T.
12.039 3.99 ng 255330  Phenanthrene-die 11.528
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 91
4 Pentadecanoic acid 242 C15H3002 001002-84-2 90
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 60
Abundance Scan 1607 (12.039 min): BF132699.D\data.ms (-1604) (- m/z 72.95 100.00%
73.0
43.0
5000
129.0
213.1 - ‘
(I W
0 HwH‘\“Muw‘_h“‘“Muu\‘m‘wl_Mum‘HH_‘m_wmww‘_ m/z 60.00  79.60%
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #143508: n-Hexadecanoic acid
2 3
430 730 256.0
5000 el ‘
129.0 12.00
213.0 m/z 43.05 70.66%
‘ H (ﬂ 157.0185.0 ‘
O]\-ﬁl‘o\\‘l\ HH\H\M\‘\‘H\L\‘\““\\H‘”h“\”\‘\u\\H‘H‘H‘\‘\\‘“‘HH‘\‘\H‘HH“\
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109284: Tetradecanoic acid
73.0
T 1 \
129.0 12.00
5000 43.0 m/z 57.05 63.62%
1850 228.0
\‘ \ n ‘ H‘ ﬂH\ Ll \ w1
O b Al H_‘H_‘H_‘H‘HH_ww_ww_
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #92069: Tridecanoic acid =
73.0 12.00
43.0 m/z 55.00 59.24%
5000 129.0
171.0
‘ 214.0
0 ? Al
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\BF030823\
Data File : BF132699.D

Acq On : 08 Mar 2023 20:00
Operator : CG\JU

Sample : 01829-06

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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 4 Dichloroacetic acid, heptad... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
14.004 7.55 ng 354046  Chrysene-d12 14.186
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Dichloroacetic acid, heptadecyl ... 366 C19H36C1202 1000282-98-2 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 94
4 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
5 1-Heneicosanol 312 C21H440 015594-90-8 93
Abundance Scan 1941 (14.004 min): BF132699.D\data.ms (-1938) (-} ' m/z 57.05 100.00%
57.0
5000 111 /\/\wj\JU\'A
T 7 \
| ‘ \ 67.1 2241 2810 355.0 14.90
ol A AL “HH“ 22t 2810 3890 ' m/z 83.05 91.55%
m/z--> 50 100 150 200 250 300 350 400
Abundance #275003: Dichloroacetic acid, heptadecy! ester
57.0
5000 — :
11.0 14.00
m/z 55.00 87.06%
O \\“‘\“\‘M “‘“\ ’ ‘1 “‘ h‘\\\\’\????\\2\9\5‘9\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
T 7 \
14.00
5000 m/z 43.00 78.63%
210.0
ol LLAL \HHHS“O‘ p-250 %860
m/z--> 50 100 150 200 250 300 350 400
Abundance  #314817: Heptafluorobutyric acid, pentadecyl ester T ‘
57.0 14.00
m/z 69.05 77.33%
5000
‘ 169.0
ol LL Ll apozsso  aos S
m/z--> 50 100 150 200 250 300 350 400 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF030823\
Data File : BF132699.D

Acqg On : 08 Mar 2023 20:00
Operator : CG\JU

Sample : 01829-06

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF022223.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-... 5.222 35.5 ng 1664870 1 6.987 938544 20.0
Benzophenone 10.745 5.6 ng 371448 3 10.034 1324620 20.0
n-Hexadecanoic ... 12.039 4.0 ng 255330 4 11.528 1280730 20.0
Dichloroacetic ... 14.004 7.5 ng 354046 5 14.186 938437 20.0
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