LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\
Data File : BG@55489.D

Acqg On : 7 Nov 2022 22:56
Operator : CG/JU

Sample : N5460-01

Misc :

ALS vial : 7 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_ G\Methods\8270-BG110122.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55489.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 4.480 232 237 246 rBV 16871 25537 1.42% 0.327%
2 5.115 339 345 353 rBvV 118919 176551 9.84% 2.262%
3 5.608 423 429 443 rBV 320875 511035 28.49% 6.548%
4 7.242 700 707 719 rBV 336940 560144 31.22% 7.177%
5 8.082 844 850 857 rVB 74325 117526 6.55% 1.506%

6 9.257 1043 1050 1064 rBV 197382 348255 19.41%  4.462%
7 10.908 1323 1331 1341 rBV 113484 194841 10.86%  2.496%
8 13.346 1738 1746 1757 rBV 707617 1061651 59.18% 13.603%
9 14.721 1973 1980 1989 rVB 222237 331371 18.47%  4.246%
10 16.208 2226 2233 2248 rBV 585150 922632 51.43% 11.821%

11 17.459 2440 2446 2456 rBV 304213 440492 24.55% 644%
12 18.094 2549 2554 2559 rBV 18944 23056 1.29% 295%
13 18.334 2591 2595 2603 rBvV2 10631 24560 1.37%

14 20.050 2881 2887 2892 rBV 1339381 1793904 100.00% 2
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15 21.331 3100 3105 3121 rBV6 38254 119950 6.69% 537%

16 21.713 3164 3170 3177 rBV2 318801 519097 28.94% 6.651%

17 21.871 3194 3197 3201 rVB3 16505 21617 1.21% ©.277%

18 22.471 3297 3299 3306 rVB2 13920 21255 1.18% ©0.272%

19 23.170 3414 3418 3423 rVB3 12534 19852 1.11% ©0.254%
7.

20 24.980 3716 3726 3738 rVB2 192778 571485 31.86%

Sum of corrected areas: 7804811
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\
Data File : BG@55489.D

Acq On : 7 Nov 2022 22:56
Operator : CG/JU

Sample : N5460-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055489.D\data.ms
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Abundance TIC: BG055489.D\data.ms

20.050
1200000

1000000

800000
13.346

600000 16.208

400000
17.459 21.713

14.721
200000

21.331
0 18.Q%1334 871 22471
L o L L e o s L s B B L e e e e R

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG055489.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\
Data File : BG@55489.D

Acq On : 7 Nov 2022 22:56
Operator : CG/JU

Sample : N5460-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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 3-Penten-2-one, 4-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
4.480 4.35 ng 25537  1,4-Dichlorobenzene-d4 8.082

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 87
2 3-Hexen-2-one 98 C6H100 000763-93-9 86
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 80
4 2-Pentene, 4,4-dimethyl-, (Z)- 98 C7H14 000762-63-0 80
5 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 78
Abundance Scan 237 (4.480 min): BG055489.D\data.ms (-232) (-) m/z 83.00 100.00%
83.0
55.1
5000
43.0 98.1
e ARRRRES
‘ | ‘ | ‘ 67.0 4.20 4.40 4.60 4.80 ]
o e e e e m/z 55.10 70.42%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3647: 3-Penten-2-one, 4-methyl-
55.0 83.0
43.0
5000 LB L B NI AL BN
20.0 98.0 4.20 4.40 4.60 4.80
m/z 98.10 32.34%
0 H\‘\\1\\.‘0\\11‘\H‘HH\M\“}‘\1\‘\§Z;?\\H“\lu‘uu“uu
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3567: 3-Hexen-2-one
83.0
55.0
e ARRR RS
43.0 4.20 4.40 4.60 4.80
5000 m/z 42.95 27 .06%
29.0
98.0
\‘ \‘\‘\ H‘ | 69.0 |
0 "i‘()‘mz‘()‘mg‘om;{()mg()mHG‘OH‘;‘()‘“‘3‘0‘“9‘0‘”]‘_(‘)(‘)“
m/z-->
Abundance #3817: 2-Pentene, 3,4-dimethyl-, (E)- “‘_“““‘MTYFﬁfﬂMWM
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.00 19.71%
41.0
5000
27.0 98.0
15.0 ‘ 69.0
0 m‘H‘wHH“m:;1”‘;‘;‘:1“m‘“;kulu_uu_m SRNNNN§ E—
m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\
Data File : BG@55489.D

Acq On 7 Nov 2022 22:56

Operator : CG/JU

Sample : N5460-01

Misc

ALS VvVial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L
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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
5115 3e.04ng 176551  1,4-Dichlorobenzene-d4  8.082
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-d-methyl- 116 CeH1202 000123-42-2 64

2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2

016504-58-8 47
001116-98-9 17

4 Acetone 58 C3H60 000067-64-1 10
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
Abundance Scan 345 (5.115 min): BG055489.D\data.ms (-339) (-) m/z 42.95 100.00%
3.0
59.0
5000
101.0
PP e
| 83.1 4.80 5.00 5.20 5.40
L L e e S R m/z 59.00  68.63%
miz--> 20 40 60 80 100 120 140
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LB L B I I B |
4.80 5.00 5.20 5.40
59.0 m/z 101.00  32.39%
27.0 H 83.0 101.0
O\\\\‘\“\H\\“H{\\‘1‘\r\\“\rr\“\\\\‘\\\\‘\\
miz--> 20 40 60 80 100 120 140
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
Gy
4.80 5.00 5.20 5.40
m/z 58.00 17.81%
5000 101.0
59.0
27. 84.0
0‘H“:_Mﬁ“{‘l‘“‘1‘1”“““!”““”“HH‘H
miz--> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester  RRAREE A R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 9.93%
5000 41.0
0 \H\‘ \‘M 12\6'0142‘0 A A r
T T T e R e e T T e e R SRR
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Data Path :

Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\

. BGB55489.D

7 Nov 2022 22:56

: CG/JU
: N5460-01

: 7 Sample Multiplier: 1

Quant Title

TIC Library

Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.M

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Peak Number 3 Pentadecafluorooctanoic aci... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
21.331 4.62 ng 119950  Chrysene-d12 21.713
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 90

2 1-Decanol, 2-hexyl- 242 C16H340 002425-77-6 90
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 90
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 87
5 Octacosyl heptafluorobutyrate 606 C32H57F702 1010351-83-6 87

Abundance Scan 3105 (21.331 min): BG055489.D\data.ms (-3100) (- | m/z 57.10 100.00%
57.1

5000

-

207.0 — ——
‘ 21.00 21.50
LI

o_ww‘ifw“‘" 282.0 m/z 43.10  73.88%

m/z--> 0 50 100150200250300350400450500550600650

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0

:

5000
21.00 21.50

m/z 83.05 71.96%

ol %F, ) 220 3690 648.1
‘\\\‘\\\\‘\\VT\Tf\‘W\f\‘\\\\‘\\\\’\1\\‘\\\\’\\\\‘\\\\’\\\\‘\\\\]\\

Il
m/z--> 0 50 100150200 250300 350400450500550600650

.

Abundance #126386: 1-Decanol, 2-hexyl-
57.0
21.00 21.50
5000 m/z 71.05 67.98%
0 I\ %F] 1196 0

“HW‘HW‘H‘MH‘_H‘_‘H_‘HV‘H_‘H,HH‘HH,H‘WH‘WH

m/z--> 0 50 100 150200 250 300 350400450500 550 600 650
— —

Abundance #146039: Ethanol, 2-(tetradecyloxy)-
57.0 21.00 21.50
m/z 69.05 62.69%
- AmwwwMMme/\ymwvawmwf
.0196.0
ol — —
m/z--> 0 50 100150200 250 300 350400450 500550 600 650 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG110722\
Data File : BGO55489.D

Acqg On : 7 Nov 2022 22:56
Operator : CG/JU

Sample : N5460-01

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110122.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|
3-Penten-2-one, ... 4.480 4.3 ng 25537 1 8.082 117526 20.0
2-Pentanone, 4-... 5.115 30.0 ng 176551 1 8.082 117526 20.0
Pentadecafluoro... 21.331 4.6 ng 119950 5 21.713 519097 20.0
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