LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@032223\
Data File : BM@39103.D

Acqg On : 22 Mar 2023 22:00
Operator : CG/JU

Sample : 01932-07

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 M\Methods\8270-BM@30823.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BM@391@3.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.057 295 301 313 rVB 1867440 2547959 27.10% 3.519%
2 5.522 373 380 389 rBV 4474117 6265489 66.63% 8.654%
3 7.128 645 653 671 rBV 4275546 6543480 69.59% 9.038%
4 7.963 788 795 803 rBV 1242932 1902127 20.23% 2.627%
5 9.134 986 994 1002 rBV 2428286 3964448 42.16% 5.476%

6 10.775 1262 1273 1280 rBV 1576636 2674447 28.44%
7 13.233 1681 1691 1701 rBV 5498553 8070793 85.83% 11.
8 14.604 1914 1924 1932 rBV 2249915 3280812 34.89%
9 15.963 2148 2155 2160 rBV 479375 665268 7.08%
10 16.092 2170 2177 2186 rBV 4251328 6082407 64.69%
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11 17.345 2384 2390 2395 rBV 2549616 3664312 38.97%
12 17.386 2395 2397 2404 rVB 343183 440794  4.69%
13 17.480 2407 2413 2419 rBV 1220395 1636691 17.41%
14 17.751 2453 2459 2465 rBV ~ 288585 421019 4.48%
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15 18.245 2536 2543 2546 rBV 505746 811846  8.63% 121%
16 18.421 2568 2573 2576 rVv3 61314 132807 1.41% 0.183%
17 18.457 2576 2579 2586 rVB 127246 170588 1.81% ©0.236%
18 18.968 2662 2666 2670 rVB 120812 137006 1.46% ©.189%
19 19.233 2707 2711 2715 rVB 199898 254247 2.70% ©.351%
20 19.345 2726 2730 2733 rBV 71973 94464 1.00%  0.130%
21 19.404 2735 2740 2746 rVB 472642 659329 7.01% 0.911%
22 19.515 2755 2759 2768 rBV4 190096 347299 3.69% 0.480%
23 19.762 2794 2801 2810 rVB 458293 752608 8.00% 1.040%
24 19.845 2811 2815 2819 rVB 152117 197781 2.10% ©.273%
25 19.968 2831 2836 2841 rBV 7885357 9403081 100.00% 12.988%

26 20.180 2868 2872 2876 rBV 213431 260768
27 20.556 2933 2936 2940 rBV2 165983 219546 2.33%
28 21.233 3047 3051 3060 rVvB2 713873 973507 10.35%
29 21.527 3094 3101 3105 rBV 3103449 4849793 51.58%
30 21.562 3105 3107 3113 rVB 817271 951832 10.12%
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31 23.956 3508 3514 3521 rVB2 2085786 4020642 42.76%  5.554%

Sum of corrected areas: 72397190
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 22 Mar 2023 22:00
: CG/JU
. 01932-07

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
BM@39103.D

: 12 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM039103.D\data.ms

5.522 7.128

9.134

5.057
10.775
7.963

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM039103.D\data.ms
19.968

13.233

16.092
17.345
14.604

480

9 v iy sl

0
Time--> 12

.00 1250 13.00 1350 14.00 1450 15.00 1550 16.00 1650 17.00 17.50 18.00 18.50 19.00 1950 20.00 20.50

Abundance
8000000

7000000

6000000

5000000

4000000

3000000

2000000

1000000

0

TIC: BM039103.D\data.ms

21.527
23.956

21.2351P62

Time-->

21.00 2150 22.00 2250 23.00 2350 24.00 2450 25.00 2550 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39103.D

Acq On : 22 Mar 2023 22:00
Operator : CG/JU

Sample : 01932-07

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 1
R.T. EstConc Area Relative to ISTD R.T.
5.057 26.79 ng 2547960 1,4-Dichlorobenzene-d4 7.963

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 17
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9
Abundance Scan 301 (5.057 min): BM039103.D\data.ms (-295) (-) m/z 43.00 100.00%

43.0
5000
101.0

e e e ENARE
4.80 5.00 5.20 5.40

oHH_m“‘H\F?‘O‘pmw““‘1‘??3‘9‘1‘5?“1”"_H?‘Q?P m/z 59.00  58.90%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.80 5.00 5.20 5.40

101.0 m/z 101.00 22.02%
073.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4529: 2,3-Butanedione, monooxime
43.0
D
4.80 5.00 5.20 5.40
5000 ITI/Z 58.00 15.27%
101.0
15.0
0 ‘ il ‘ 69.0 L
R B B P R RN R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester e
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.60%
5000
R e | R R AR RRR A RERRSSRRE ABERMESSSSSS s
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39103.D

Acq On : 22 Mar 2023 22:00
Operator : CG/JU

Sample : 01932-07

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Benzophenone Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
15.963 4.06 ng 665268  Acenaphthene-di10 14.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
21,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 78
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 72
4 Disulfide, dibenzoyl 274 C14H1002S2 000644-32-6 47
5 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 47
Abundance Scan 2155 (15.963 min): BM039103.D\data.ms (-2148) (- | m/z 105.00 100.00%
105.0
77.0
5000 182.0
=
500 | 1520 | 16.00
O el e e e e e m/z 77.00 64.88%
m/z--> 20 40 60 80 100120 140160180 200220240260
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000
16 00
m/z 182.00  49.51%
O‘\H\‘5\\‘\\0‘H\H}"HH‘\‘H\‘H\\‘]-\5\%‘(:]\\\\‘HHH‘HH‘HH‘HH‘HH‘
m/z--> 20 40 60 80 100120140160 180200220240 260
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl-
77.0 105.0
16.00
5000 182.0 m/z 51.00 24.80%
m/z--> 20 40 60 80 100120140160 180200220 240 260
Abundance #204781: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105.0 16 00
77.0 m/z 181.00 7.85%
5000 182.0
28.0
0 R 0 A= o
m/z--> 20 40 60 80 100120140 160180 200 220 240 260 16 00

8270-BM030823.M Thu Mar 23 13:43:18 2023 Page: 4



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39103.D

Acq On : 22 Mar 2023 22:00
Operator : CG/JU

Sample : 01932-07

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 2
R.T. EstConc Area Relative to ISTD R.T.
18.245 4.43 ng 811846  Phenanthrene-die 17.351
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Octadecanoic acid 284 (C18H3602 000057-11-4 93
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 91
5 Pentadecanoic acid 242 C15H3002 001002-84-2 91

Abundance Scan 2543 (18.245 min): BM039103.D\data.ms (-2536) (- | m/z 73.00 100.00%

73.0
5000
128.9

213.1

e
17‘1% ‘ 256.1 18.00 18.50
N

ol 3 w‘h\“ o L T 86 a3.65 83.66%

m/z--> 50 100 150 200 250 300 350
Abundance #143510: n-Hexadecanoic acid
GMO

=

5000 129.0 R
18.00 18.50

m/z 59.95 83.33%

171.0 213.0 256.0

O' \\‘\‘\\\“\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350
Abundance #92069: Tridecanoic acid
73.0
—r— =
18.00 18.50
5000 129.0 ITI/Z 57.05 66.06%
29. 171.0
‘ 214.0
m/z--> 50 100 150 200 250 300 350
Abundance #179089: Octadecanoic acid == T
3.0 18.00 18.50

m/z 55.00 64.66%

5000 129.0
9. | 18‘5.0 24‘1_0 28‘4.0
Ll b | | . L

T —
m/z--> 50 100 150 200 250 300 350 18.00 18.50

e
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32223\
Data File : BM@39103.D

Acq On : 22 Mar 2023 22:00
Operator : CG/JU

Sample : 01932-07

Misc

ALS Vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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 Pentadecafluorooctanoic aci... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.

21.233 4.01 ng 973507  Chrysene-di12 21.527
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Pentacos-1-ene 350 C25H50 016980-85-1 94
3 Ethanol, 2-(tetradecyloxy)- 258 C16H3402 002136-70-1 93
4 Nonadecyl pentafluoropropionate 430 C22H39F502 1000351-88-8 91
5 Octacosanol 410 C28H580 000557-61-9 91

Abundance Scan 3051 (21.233 min): BM039103.D\data.ms (-3047) (- | m/z 57.05 100.00%

57.0
5000

T —
21.00 21.50

IIL??;OZOQ.O 28103592 4751

0‘H‘wl‘WH‘WH‘WHH‘HH‘HH,HHM‘HW‘HM‘HM‘HMH‘M‘ m/z 43.05 82.48%
m/z--> 0 50 100150200 250 300 350400450500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 — —
21.00 21.50

m/z 55.00 75.87%

.0 252.0
OJKJ%FI%["%IWHKS’GWQ.O"64]8.'
m/z--> 0 50 100150200 250300350400 450500550600 650
Abundance #259982: Pentacos-1-ene

55.0

T T
21.00 21.50

5000 m/z 83.05 73.23%

5.0
oL 29502640 350
b S A e e e e e
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance

#146039: Ethanol, 2-(tetradecyloxy)- T —
57.0 21.00 21.50

m/z 69.00 66.49%

5000
.0196.0

ol S —
m/z--> 0 50 100150200250 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\BM@032223\
Data File : BM@39103.D

Acqg On : 22 Mar 2023 22:00
Operator : CG/JU

Sample : 01932-07

Misc

ALS vial : 12  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@30823.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-... 5.057 26.8 ng 2547960 1  7.963 1902130 20.0
Benzophenone 15.963 4.1 ng 665268 3 14.604 3280810 20.0
n-Hexadecanoic ... 18.245 4.4 ng 811846 4 17.351 3664310 20.0
Pentadecafluoro... 21.233 4.0 ng 973507 5 21.527 4849790 20.0
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