Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

Integration
Integrator:
Smoothing
Sampling
Start Thrs:
Stop Thrs :

If leading or trailing edge < 100 prefer < Baseline drop else tangent >

LSC Area Percent Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
BM039282.D

11

: 03 Apr 2023 16:58
: CG/JU
¢ 02154-01

Sample Multiplier: 1

Parameters: rteint.p

RTE

: ON
1

0.2
0

Peak separation: 5

Method
Title

Signal

: TIC: BM@39282.D\data.ms

peak R.T. first

# min

6 9.081
7 10.728
8 13.186
9 14.416
10 14.563

11 15.921
12 16.051
13 17.310
14 18.204
15 19.056

16 19.480
17 19.933
18 21.198
19 21.498
20 22.744

21 23.909

scan

978
1257
1676
1879
1910

2136
2164
2378
2531
2678

2750
2825
3041
3091
3304

3500

985
1265
1683
1892
1917

2148
2170
2384
2536
2681

2753
2830
3045
3096
3308

3506

last
scan

999
1275
1695
1903
1929

2154
2187
2393
2546
2685

2762
2840
3055
3105
3316

3517

Sum

PK
TY

rVB
rBv
rBv
rBv
rBv

rBv
rBv
rBv
rBve
rBv

rBv
rBv
rBv
rBv
rVB3

rBv
rBv
rBv
rBv
rvVB

rvB2

peak
height

974176
4932433
1884355
2431641

786496

1711031
967518
4137529
27517
1373954

228121
1356296
1698628

338008

65993

134978
7001508
709270
2121740
632433

1629872

Filtering:
Min Area:
Max Peaks:
Peak Location:

corr.

area
1225586
6804845
2668165
3685127
1256784

2819412
1658546
5887904

104402
2021375

328525
1986244
2340948

599944

86336

240102
8270937
915253
2874240
901312

3225198

of corrected areas:

8270-BM032923.M Tue Apr 04 12:33:29 2023

5

3 % of largest Peak

100
TOP

corr.
% max.

34.
20.
71.

24.

100.
11.
34.
10.

38.

49901185

: Z:\svoasrv\HPCHEM1\BNA M\Methods\8270-BM@32923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS Vvial

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
BM@39282.D

: 03 Apr 2023 16:58
: CG/JU
¢ 02154-01

: 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance
7000000

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM039282.D\data.ms

5.010

7.081

5.475 0.081

4.393 7.916 10.728

0

Time-->

Abundance

7000000

6000000

5000000

4000000

3000000

2000000

1000000

350 4.00 450 5.00 5.50 6.00 6.50 7.00 7.50 8.00 8.50 9.00 950 10.00 1050 11.00 11.50
TIC: BM039282.D\data.ms

0
Time--> 12
Abundance
7000000
6000000
5000000
4000000
3000000

2000000

1000000

19.633
13.186
17.310
14.563 16.051
15.9 19.05619480  JI . —
14.4
R R s S——————=wo
.00 1250 13.00 13.50 14.00 1450 1500 1550 16.00 1650 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50
TIC: BM039282.D\data.ms
21.498
23.909
21108 22.744

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@40323\
Data File : BM@39282.D

Acqg On : 03 Apr 2023 16:58
Operator : CG/JU

Sample : 02154-01

Misc :

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 1 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.393 19.50 ng 1225590 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 94
2 3-Hexen-2-one 98 C6H100 000763-93-9 91
3 2-Pentene, 3,4-dimethyl-, (E)- 98 C7H14 004914-92-5 90
4 2-Pentene, 3,4-dimethyl-, (Z)- 98 C7H14 004914-91-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 80
Abundance Scan 188 (4.393 min): BM039282.D\data.ms (-183) (-) m/z 83.00 100.00%
83.0
5000
43.0
R I
‘ 4.00 4.20 4.40 4.60 4.80
(

[ — ,‘“‘m b\ 1279 1930 2805 /7 55,05 83.26%

miz--> 50 100 150 200 250

Abundance #3653: 3-Penten-2-one, 4-methyl-

83.0
5000 [T T T[T T[T rrrr T
43.0 4.00 4.20 4.40 4.60 4.80
m/z 43.00 36.91%
O T T ‘L\ ‘}h ’H‘“\ T \‘ T " T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #3553: 3-Hexen-2-one
55.0
BEREERE A e
4.00 4.20 4.40 4.60 4.80
5000 m/z 97.95 34.87%
98.0
15.0
o ;“mm,”‘_ e e
miz--> 50 100 150 200 250
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- Ramas AR
83.0 4.00 4.20 4.40 4.60 4.80
m/z 39.00 24.48%
41.0
5000
ol o R e
m/z--> 50 100 150 200 250 4.00 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39282.D

Acqg On : 03 Apr 2023 16:58
Operator : CG/JU

Sample : 02154-01

Misc :

ALS vial : 11  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM032923.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.010 108.29 ng 6804850 1,4-Dichlorobenzene-d4 7.916

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 293 (5.010 min): BM039282.D\data.ms (-285) (-) m/z 43.00 100.00%

3.0
5000
101.0 SRRRRNER i G—
4.60 4.80 5.00 5.20 5.40
Ol b 690 | 1279 1529 17902030 /7 59.00  61.84%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 BEEEEEEEE AR RN

4.60 4.80 5.00 5.20 5.40
m/z 101.00 23.24%

15.0 ‘ 101.0
O\\\‘\‘\‘M\\“M\\}‘\\\\‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
43.0
P e
4.60 4.80 5.00 5.20 5.40
5000 m/z 58.00 15.80%
101.0
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester A
59.0 4.60 4.80 5.00 5.20 5.40
m/z 41.00 8.62%
5000
O 37\ \‘H ‘ 12\6.0
R e | R R AR RRR A RERRSSRRE P e T
m/z--> 20 40 60 80 100 120 140 160 180 200 4.60 4.80 5.00 5.20 5.40

8270-BMO32923.M Tue Apr 04 12:33:31 2023 Page:



Data Path

Data File : BM@39282.D
Acqg On : 03 Apr 2023
Operator : CG/JU
Sample : 02154-01
Misc :

ALS vial : 11  Sample

Quant Method :
Quant Title

TIC Library
TIC Integration Parameters:

: C:\Data

16:58

Multiplier: 1

base\NIST20.L
LSCINT.P

Library Search Compound Report

: Z:\svoasrv\HPCHEM1\BNA_M\Data\BM040©323\

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 3 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
15.921 3.25 ng 328525  Acenaphthene-di0 14.563
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 49
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 49
4 N-Methylbenzamide, N-trifluoroac... 231 C1OH8F3NO2 1000446-91-5 47
5 1-Propanone, 3-chloro-1-phenyl- 168 C9H9C10 000936-59-4 47
Abundance Scan 2148 (15.921 min): BM039282.D\data.ms (-2136) (- | m/z 105.00 100.00%
105.0
181.9
5000
51.0 1.
16.00
1520
bl T ) 2209 2808 p/; 77.00  67.80%
miz--> 50 100 150 200 250
Abundance #56922: Benzophenone
105.0
5000
182.0 1600
51.0 m/z 181.95 52.68%
o180 |, | 1520 |
T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T ‘ T T T T
miz--> 50 100 150 200 250
Abundance #32010: Acetophenone, 2-chloro-
105.0
1600
5000 m/z 50.95 24.60%
51.0
0140 I \‘ ] | ‘ 1540
el e —
miz--> 50 100 150 200 250
Abundance #30107: Benzenecarbothioic acid, S-methyl ester
105.0 1&00
m/z 106.00 8.41%
5000
51.0
152.0 AM
bl 4 A
m/z--> 50 100 150 200 250 16.00

8270-BM@32923.M Tue Apr 04 12:33:32 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39282.D

Acqg On : 03 Apr 2023 16:58

Operator : CG/JU

Sample : 02154-01

Misc :

ALS vial : 11  Sample Multiplier: 1

Quant Method :
Quant Title

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

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 4 n-Hexadecanoic acid

R.T. EstConc Area
18.204 5.13 ng 599944
Hit# of 5 Tentative ID

Concentration Rank 5

Relative to ISTD R.T.

Phenanthrene-di10

1 n-Hexadecanoic acid
2 Pentadecanoic acid
3 Octadecanoic acid
4 Tridecanoic acid

5 Tetradecanoic acid

228

C16H3202
C15H3002
C18H3602
C13H2602
C14H2802

Abundance Scan 2536 (18 204 min): BM039282.D\data.ms (-2531) (-

000057-10-3 99
001002-84-2 94
000057-11-4 91
000638-53-9 87
000544-63-8 80

m/z 73.00 100.00%

5000
128.9 4L
1 T —T
‘ ‘ 256.1 18.00 18.50
o35 L . » ‘ ‘ ‘ b 354 sz 43,10 84.96%
miz--> 100 150 200 250 300 350
Abundance #143510:n-Hexadecanok:add
5000 129.0 R LT
18.00 18.50
m/z 60.00 83.91%
‘ 171.0 213.0 256.0
ob— ‘M‘ m\h‘\ ‘u‘\ u “ “ “‘\ “‘\‘ : “\‘ e
m/z--> 50 100 150 200 250 300 350
Abundance #126199:Pentadecanok:acw
= ==
18.00 18.50
5000 129.0 m/z 57.00 69.94%
29.0
‘ 199.0 242.0
0“L H \MLAM w\ \‘ ““L“““““‘
miz--> 100 150 200 250 300 350
Abundance #179089:Cxxadecanok:add —— T
18.00 18.50
m/z 55.00 69.56%
5000 129.0
185.0 241.0 284.0
0 1 O PO VO
m/z--> 100 150 200 250 300 350 18.00 18.50

8270-BM@32923.M Tue Apr 04 12:33:33 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39282.D

Acqg On : 03 Apr 2023 16:58

Operator : CG/JU

Sample : 02154-01

Misc :

ALS vial : 11  Sample Multiplier: 1

Quant Method :
Quant Title

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

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 5 Pentadecafluorooctanoic aci...

Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
21.198 6.37 ng 915253 Chrysene-d12 21.497
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 94
2 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 94
3 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
4 1-Hexacosene 364 C26H52 018835-33-1 93
5 Nonacos-1-ene 406 C29H58 018835-35-3 93

Abundance Scan 3045 (21.198 min): BM039282.D\data.ms (-3041) (-

m/z 57.05 100.00%

57.0
5000
‘ %S'l 21.00 2150
207.0 : '
oHA‘_m“‘wLMmmH‘Z‘E“ﬁo““37‘9'9”‘4‘??-‘1“wwww m/z 43.05 83.39%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0
5000 —— —
21.00 21.50
50 m/z 55.00 78.11%
' 252.0
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance  #330472: Heptafluorobutyric acid, n-octadecyl ester
57.0
—r —
21.00 21.50
5000 m/z 83.05 75.68%
5.0
252.0
oml\_]uJ"\J‘!‘pu‘”wm‘MH“HH_Hwf‘ﬁ?;gwwwmw
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #326113: Heptadecyl heptafluorobutyrate e —
57.0 21.00 21.50
m/z 69.10 69.21%
5.0
‘ h 238.0
ow\%wMu%M‘wmﬂ_m‘w_HwHH_ww_m‘w_ —— ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 21.00 21.50
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_M\Data\BM040323\

Data File : BM@39282.D

Acqg On : 03 Apr 2023 16:58
Operator : CG/JU

Sample : 02154-01

Misc :

ALS vial : 11

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

3k >k 3k 3k 3k 3k >k 5k ok 5k 3k 5k 3k >k 5k ok 5k k >k 3k >k 5k 3k 5k 3k >k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 3k 3k >k 5k >k 5k >k 5k 3k >k %k >k 5k %k >k %k k %k kk

Peak Number 6 Squalene

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
22.744 5.59 ng 901312 Perylene-di2 23.909
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 94
2 Supraene 410 C30H50 007683-64-9 91
3 2,6,10,14-Hexadecatetraen-1-o0l, ... 332 C22H3602 061691-98-3 72
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 72
5 Farnesol isomer a 222 C15H260 1000108-92-4 64

Abundance Scan 3308 (22.744 min): BM039282.D\data.ms (-3304) (-

m/z 69.10 100.00%

69.1
5000
e o
‘ | 209.0 22.50 23.00
bbby JM‘H““_“‘,2‘5‘1‘?‘3““‘1“1‘ 41024732535 n/; 8l.e0  49.96%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308258: Squalene
69.0
5000 - —
22.50 23.00
m/z 41.05 21.84%
137.0
O T \ “‘\‘ \\ \J“l“\ \“\1“\ d‘ \ \\2\0‘3\ \0\ \’2\7\:3\ \0‘ \3\\4'\]-‘ 9\ \4\.1’-\0\\0\ ‘ TTTT ‘ LI ‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #308259: Supraene
69.0
e e
22.50 23.00
5000 m/z 95.85  13.39%
137.0
.yl 2030 273.0 341.0 410.0
O e R TEES
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #239667: 2,6,10,14-Hexadecatetraen-1-ol, 3,7,11,15-tetré —— ——
69.0 22.50 23.00
m/z 68.00 11.01%
0 l, an2914026303320, S ——
m/z--> 50 100 150 200 250 300 350 400 450 500 22.50 23.00

8270-BM@32923.M
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@40323\
Data File : BM@39282.D

Acqg On : 03 Apr 2023 16:58
Operator : CG/JU

Sample : 02154-01

Misc :

ALS vial : 11 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_M\Methods\8270-BM@32923.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,... 4.393 19.5 ng 1225590 1 7.916 1256780 20.0
2-Pentanone, 4-... 5.010 108.3 ng 6804850 1 7.916 1256780 20.0
Benzophenone 15.921 3.3 ng 328525 3 14.563 2021380 20.0
n-Hexadecanoic ... 18.204 5.1 ng 599944 4 17.310 2340950 20.0
Pentadecafluoro... 21.198 6.4 ng 915253 5 21.497 2874240 20.0
Squalene 22.744 5.6 ng 901312 6 23.909 3225200 20.0

8270-BM032923.M Tue Apr 04 12:33:35 2023
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