LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37277.D

Acqg On : 29 Oct 2022 18:49

Operator : CG/JU

Sample : N5219-02 :
Misc : BACKYARD-BOTTOM-A

ALS Vvial : 15 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 M\Methods\8270-BM102822.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@37277.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.981 316 322 336 rVB 2195969 3004529 16.23% 2.643%
2 5.445 394 401 418 rBV 9247044 13053256 70.49% 11.485%
3 7.051 666 674 688 rBV 8869575 14134421 76.33% 12.436%
4 7.869 806 813 821 rBV 1683958 2655661 14.34%  2.337%
5 9.045 1004 1013 1029 rBV 5459707 9065505 48.96% 7.976%

6 10.457 1245 1253 1267 rBV 147547 310629 1.68% ©
7 10.675 1280 1290 1300 rBV 2113194 3576656 19.32% 3
8 12.310 1561 1568 1583 rBV 94983 227171 1.23% ©0.200%
9 13.133 1701 1708 1722 rBV 13386226 18117617 97.84% 1
10 14.504 1935 1941 1956 rVB 2828733 4177928 22.56% 3

11 15.992 2187 2194 2215 rBV 7969741 10954923 59.16%
12 17.245 2398 2407 2418 rBV 2909701 4231317 22.85%
13 17.368 2423 2428 2432 rVB2 130954 187056 1.01%
14 18.139 2554 2559 2576 rBV 817380 1390224 7.51%
15 19.415 2772 2776 2789 rBV 506959 881005 4.76%

O Rr o WLV
=
o))
w1
IS

16 19.862 2847 2852 2860 rBV 15561179 18517189 100.00% 16.292%
17 21.127 3063 3067 3077 rBV 533962 828111 4.47% ©.729%
18 21.421 3112 3117 3126 rBV 2899198 3910029 21.12%  3.440%
19 23.774 3511 3517 3531 rVB 2241154 4434932 23.95% 3.902%

Sum of corrected areas: 113658159
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 29 Oct 2022 18:49
: CG/JU
: N5219-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
BM@37277.D

BACKYARD-BOTTOM-A

: 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

TIC: BM037277.D\data.ms

5.445

7.051

9.045

4.981 7 869 10.675

10.45

Time-->

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

1e+07

8000000

6000000

4000000

2000000

TIC: BM037277.D\data.ms
19.862

13.133

15.992

14.504 17.245

18.139 19.415
12.310 { 368

o

Time-->

12.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

Abundance

1.4e+07

1.2e+07

le+07

8000000

6000000

4000000

2000000

0

Time-->

TIC: BM037277.D\data.ms

21.421 23.774

21.127

21.00 21.50 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

8270-BM102822.M Wed Nov 02 16:00:17 2022 Page: 2




Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37277.D

Acq On : 29 Oct 2022 18:49

Operator : CG/JU

Sample : N5219-02 :
Misc : BACKYARD-BOTTOM-A

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
4.981 22.63 ng 3004530 1,4-Dichlorobenzene-d4 7.875

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
Abundance Scan 322 (4.981 min): BM037277.D\data.ms (-316) (-) m/z 43.00 100.00%
43.0
5000
101.1 R AREaRan R RRARR
‘ ‘ 4.60 4.80 5.00 5.20 5.40
Obprrr bt 20 AR08 2L n/z 59.e5  56.83%
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 T T T T T[T T T[T T T [TTTT ]
4.60 4.80 5.00 5.20 5.40
m/z 101.10  19.48%
101.0
O\’\“!H\\“H\\\\‘HH‘HH[‘HH‘HH‘H\\‘HH‘HH‘HH‘HH‘HH‘HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R aRE R R Eaa
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.05 15.20%
29.0 101.0
o‘,‘W‘p‘wuw_wmwmwww_ww‘w_www
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RN RREE ‘ ‘
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.05 8.75%
5000
H | 126.0
0 Il L

m/z--> 20 40 60 80 100120140160180200220240260280 4.60 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37277.D

Acq On : 29 Oct 2022 18:49

Operator : CG/JU

Sample : N5219-02 :
Misc : BACKYARD-BOTTOM-A

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 n-Hexadecanoic acid Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.139 6.57 ng 1390220  Phenanthrene-d10 17.245
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 93
3 Pentadecanoic acid 242 C15H3002 001002-84-2 83
4 Tridecanoic acid 214 C13H2602 000638-53-9 70
5 8-Methylnhonanoic acid 172 C10H2002 005963-14-4 45

Abundance Scan 2559 (18.139 min): BM037277.D\data.ms (-2554) (- | m/z 73.00 100.00%

73.0
5000
129.0
50

213.1 —r= —
1711 256.1 18.00 18.50
L 340.

Ll L 840y 4305 94.02%

0 —— L Hh“‘\ “\\‘\‘h

m/z--> 100 150 200 250 300
Abundance #143510: n-Hexadecanoic acid
GMO

5000 129.0 R T
18.00 18.50

m/z 60.00 91.83%

171.0 213.0 256.0

O\\\i“‘

\\\\‘\\\\‘\‘\ T “\ LI ‘ L
miz--> 50 100 150 200 250 300
Abundance #109279: Tetradecanoic acid
73.0
e =
18.00 18.50
5000 129.0 m/z 57.85 73.85%
185.0
29. 228.0
ol L L
miz-> 50 100 150 200 250 300
Abundance #126202: Pentadecanoic acid — N
43.0 18.00 18.50
m/z 41.05 70.13%
5000
s 1290 242.0
' ‘ 199.0
m/z--> 50 100 150 200 250 300 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37277.D

Acq On : 29 Oct 2022 18:49

Operator : CG/JU

Sample : N5219-02 :
Misc BACKYARD-BOTTOM-A

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.415 4.51 ng 881005 Chrysene-di12 21.415
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 91
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 87
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Tridecanoic acid 214 C13H2602 000638-53-9 64

Abundance Scan 2776 (19.415 min): BM037277.D\data.ms (-2772) (- | m/z 43.05 100.00%

e

5000 129.1
185.1 241.2
WLl L]
b ‘ ““ boly L0 02860 3411 4010 o 3 00 o9, go%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179089: Octadecanoic acid
73.0
5000 129.0 LT

19.50
m/z 60.00 87.19%

185.0 284.0
27
O,
m/z--> 50 100 150 200 250 300 350 400
Abundance #126199: Pentadecanoic acid
73.0
.
19.50
5000 129.0 ITI/Z 57.10 85.43%
27‘( ‘ 199.0
Al 111 YOOI D P
m/z--> 50 100 150 200 250 300 350 400
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es P
43.0 19.50
m/z 55.05 73.85%
5000 284.0
1290
185.0
o ML 0 | eme -
m/z--> 5 100 150 200 250 300 350 400 19.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37277.D

Acq On : 29 Oct 2022 18:49

Operator : CG/JU

Sample : N5219-02

Misc

ALS Vial : 15 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

BACKYARD-BOTTOM-A

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 4 Pentadecafluorooctanoic aci... Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
21.127 4.24 ng 828111  Chrysene-d12 21.415
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 91
4 Nonadecyl heptafluorobutyrate 480 C23H39F702 1000351-83-9 91
5 Heptadecyl trifluoroacetate 352 C19H35F302 1010351-87-0 91

Abundance Scan 3067 (21.127 min): BM037277.D\data.ms (-3063) (- | m/z 57.05 100.00%

57.0
5000
51 — ——
207.0 21.00 21.50
281.1
. ‘lﬂ..\.356-1431-1503-1 m/z 43.05 89.44%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester

57.0

-

5000 N * *
21.00 21.50
m/z 55.10 80.73%
fs'o 252.0
0‘w%Mt”kdﬁFW”\””W”‘w‘”%q%ﬂ‘H‘w”‘w‘”M‘”M§ﬂ§J
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl este
57.0
zﬂoo 2£50
5000 ITI/Z 83.05 72.11%
\ | 125-0 210.0
ob bbby i | 2810 4150 6060
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #292190: Trichloroacetic acid, hexadecyl ester N -
43.0 21.00 21.50
m/z 69.10 68.11%
5000
N ,WMWMAMJKWNWMWJMW
OH““L‘lgao T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM102922\
Data File : BM@37277.D

Acqg On : 29 Oct 2022 18:49

Operator : CG/JU

Sample : N5219-02 :
Misc : BACKYARD-BOTTOM-A

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM102822.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-... 4.981 22.6 ng 3004530 1 7.875 2655660 20.0
n-Hexadecanoic ... 18.139 6.6 ng 1390220 4 17.245 4231320 20.0
Octadecanoic acid  19.415 4.5 ng 881005 5 21.415 3910030 20.0
Pentadecafluoro... 21.127 4.2 ng 828111 5 21.415 3910030 20.0
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