LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55580.D

Acqg On : 12 Nov 2022 00:26
Operator : CG/JU

Sample : N5509-01

Misc :

ALS Vvial : 13  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-BG110922.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO55580.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1  3.336 3 8 31 rVB 364960 794342 26.83%  4.244%
2 3.888 97 102 112 rBV 30857 53497 1.81% 0.286%
3 5.334 341 348 358 rBV 196182 317133 10.71%  1.694%
4 5.804 420 428 439 rBV 1059264 1737223 58.68% 9.281%
5 7.408 692 701 715 rBV 1041426 1857548 62.74% 9.924%

6 8.277 842 849 855 rBV = 241145 415788 14.04% 2
7 9.446 1038 1048 1056 rBV 621979 1141692 38.56% 6
8 11.103 1322 1330 1338 rVB 333533 586784 19.82%  3.135%
9 13.518 1733 1741 1751 rVB 1576219 2461792 83.15% 13.
10 14.893 1967 1975 1982 rVB 490381 783073 26.45% 4

11 16.368 2219 2226 2239 rBV 1254563 1984883 67.04% 10.605%

12 17.631 2434 2441 2448 rBV 604058 905111 30.57% 4.836%
13 18.271 2546 2550 2555 rBv2 26303 32345 1.09% 0.173%
14 18.489 2582 2587 2599 rBV 242647 367514 12.41% 1.964%
15 19.611 2774 2778 2780 rBV2 47540 71316 2.41% ©0.381%
16 19.746 2798 2801 2807 rBV 116779 166388 5.62% ©.889%

17 20.016 2844 2847 2854 rVB3 29481 42772  1.44% 0.229%
18 20.216 2876 2881 2887 rBV 2301018 2960755 100.00% 15.818%
19 21.538 3101 3106 3115 rBV 156535 265946  8.98%  1.421%
20 21.932 3167 3173 3183 rVB 504846 902475 30.48%  4.822%

21 25.357 3748 3756 3772 rVB2 266828 868809 29.34% 4.642%

Sum of corrected areas: 18717186
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55580.D

Acq On : 12 Nov 2022 00:26
Operator : CG/JU

Sample : N5509-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG055580.D\data.ms
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Abundance TIC: BG055580.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55580.D

Acq On : 12 Nov 2022 00:26
Operator : CG/JU

Sample : N5509-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
3.336 38.21 ng 794342  1,4-Dichlorobenzene-d4 8.277

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 78
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 2-Hydroxy-2-methylbutyric acid 118 C5H1003 003739-30-8 38
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 25
5 1,3-Dioxolane, 2-propyl- 116 C6H1202 003390-13-4 23
Abundance Scan 8 (3.336 min): BG055580.D\data.ms (-3) (-) m/z 73.00 100.00%
5000 43.0 /k
87'0 \\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
‘ ‘ 57.0 ‘ 3.403.503.603.70
0 wH‘w‘HAM;H‘mmﬂu‘qLM‘_‘H‘HH,H‘W‘H‘_‘HW‘H m/z 43.00 46.28%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L L N R R R
43.0 3.403.503.603.70
' 87.0 m/z 55.00  31.85%
29.0 L
O \‘H\‘\‘“\\H“‘}\‘\\‘\f\‘fg“-\o\\\“\}\\‘H\\‘HH’\H\‘HH‘HH’\H\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0
3.403.503.603.70
5000 41.0 55.0 m/z 86.95 25.26%
27.0
0 ‘ ‘ | ‘\ | | ‘ i I 112.0 129.0
R L L e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #9896: 2-Hydroxy-2-methylbutyric acid R AR R
73.0 3.403.503.603.70
m/z 41.00 15.42%
5000 55.0
29.0
0 H‘ 4\\\ Al 89‘0 1030
T e e e e e R ARENENENNEE RS
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 3.403.503.603.70
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55580.D

Acq On : 12 Nov 2022 00:26
Operator : CG/JU

Sample : N5509-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 unknown3.888 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
3.888 2.57 ng 53497 1,4-Dichlorobenzene-d4 8.277

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 40
2 2-Pentanol, 3-methyl- 102 C6H140 000565-60-6 40
3 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 40
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 39
5 2-Pentanol, 4-methyl- 102 C6H140 000108-11-2 23
Abundance Scan 102 (3.888 min): BG055580.D\data.ms (-97) (-) m/z 45.00 100.00%

4[:
5000
L

50.9 3.60 3.80 4.00 4.20
bt i S ey M/Z 43.00  18.95%

m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #1091: R- () 1,2-propanediol
4!:

5000 SRS
3.60 3.80 4.00 4.20

44,00 5.93%

29.0 m/z
15.0 ‘ 61.0
\\\’\\‘\ \“\\\H“‘\\\\’\l\\‘\\\‘\“\\\\’\7\6\.9\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #5002: 2-Pentanol, 3-methyl-
458.0

3.60 3.80 4.00 4.20

o

5000 ITI/Z 60.90 5.20%
ol 150 220 || 570 690 870 1010
e e e e e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #2382: 2-Butanol, 3-methyl- R RAARRRRREERE
45.0 3.60 3.80 4.00 4.20

m/z 42.00 4.65%

73.0
150 70 | w0 g I
T T T T T T T e RARRARRE RS RN AR

m/z--> 10 20 30 40 50 60 70 80 90 100 3.60 3.80 4.00 4.20

5000

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55580.D

Acq On : 12 Nov 2022 00:26
Operator : CG/JU

Sample : N5509-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.334 15.25 ng 317133 1,4-Dichlorobenzene-d4 8.277

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, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10
5 3-Hexanol, 4-ethyl- 130 C8H180 019780-44-0 9
Abundance Scan 348 (5.334 min): BG055580.D\data.ms (-341) (-) m/z 43.00 100.00%
43.0
5000
R A REEREREES
‘ 10‘1'0 5.00 5.20 5.40 5.60
Obrrrrrelle 740 20Tz 5900 52.73%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L B R B
5.00 5.20 5.40 5.60
m/z 101.00 16.14%
101.0
O \\\‘\m‘\\“”i\\‘}‘\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AEmmmEE T
5.00 5.20 5.40 5.60
5000 m/z 58.00 14.86%
0 1 \‘H ‘ 12\60
et
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4156: 1-Propen-2-ol, acetate PP A e
43.0 5.00 5.20 5.40 5.60
m/z 41.00 8.54%
5000
150 72‘-0 100.0
ot
m/z--> 20 40 60 80 100 120 140 160 180 200 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55580.D

Acq On : 12 Nov 2022 00:26

Operator : CG/JU

Sample : N5509-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 n-Hexadecanoic acid Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
1s.489  s8.12ng 367514  Phenanthrene-dio 17.631
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 Cl6H3202 000057-10-3 98

2 Octadecanoic acid
3 Tridecanoic acid

4 Pentadecanoic acid
5 Tetradecanoic acid

284 C18H3602
214 C13H2602
242 C15H3002
228 (C14H2802

000057-11-4 93
000638-53-9 89
001002-84-2 81
000544-63-8 64

43.0

5000
‘ ‘ HH‘\ u‘hh
0 T T T

Abundance Scan 2587 (18.489 min): BG055580.D\data.ms (-2582) (-

129.0
213.1
\\‘\ "

171.1 ‘
I

312.9 355.

miz--> 100 150 200 250 300 350

Abundance
43.

#143508: n-Hexadecanoic acid

256.0

129.0
2130

100 150 200 250 300 350

Abundance
.0

#179089: Octadecanoic acid

5000
3.0
0 w“M‘\ \‘\MH\ '
m/z-->
74
50

73.0

5000 129.0
29. ‘ 185 0 410 284.0
0 ‘ NHMMMM‘\\ ‘ »‘ H‘L““L“““,
m/z--> 100 150 200 250 300 350
Abundance #92063: Tridecanoic acid .

m/z 43.00 100.00%

18.50

m/z 60.00  99.42%

18.50

m/z 73.00 90.70%

o

18.50

m/z 55.00 76.09%

\
18.50

m/z 57.805 75.59%
5000 129.0
171.0
m ‘ 214.0
ol u\\u«wwmHu,w_ww,‘
miz--> 50 100 150 200 250 300 350 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55580.D

Acq On : 12 Nov 2022 00:26
Operator : CG/JU

Sample : N5509-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 5 Octadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.746 3.68 ng 166388  Phenanthrene-di0 17.631
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 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 72

Abundance Scan 2801 (19.746 min): BG055580.D\data.ms (-2798) (- | m/z 43.05 100.00%

43.0
5000 129.0

185.1 2411

e
19.50 20.00
ok, N“J\ bl ‘ L J by "‘%1"‘%9\_‘399‘1”“‘4?‘2‘ m/z 73.00 90.07%

m/z--> 50 100 150 200 250 300 350 400 450
Abundance #179089: Octadecanoic acid
73.0

5000 129.0 19.50 20,00

m/z 57.00  85.18%

185.0 284.0
O ‘\‘H’
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #126202: Pentadecanoic acid
43.0

7 7
19.50 20.00
5000 m/z 59.95 82.63%
129.0 242.0
0 “‘f ,WJ M‘“M‘uuMJmumuHH,HH_MWHW
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #143510: n-Hexadecanoic acid g™ I
60.0 19.50 20.00

5000 129.0
213.0

T ‘ ‘
m/z--> 50 100 150 200 250 300 350 400 450 19.50 20.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55580.D

Acq On : 12 Nov 2022 00:26
Operator : CG/JU

Sample : N5509-01

Misc

ALS Vial : 13  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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 6 1-Docosene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.538 5.89 ng 265946  Chrysene-d12 21.932
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 97
2 1-Hexacosene 364 C26H52 018835-33-1 95
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91
4 Octacosyl trifluoroacetate 506 C30H57F302 1000351-74-9 91
5 Tetracosyl heptafluorobutyrate 550 C28H49F702 1000351-83-7 91
Abundance Scan 3106 (21.538 min): BG055580.D\data.ms (-3101) (- | m/z 57.00 100.00%
57.0
5000 iﬂ
T \
*?9-02140 295.9366.0  486.2 2159
ol AL e 20 0800 A8 m/z 43.05  81.22%
m/z--> 0 50 100150200 250300 350400450500 550600650
Abundance #209741: 1-Docosene
58.0
5000 —— :
21.50
m/z 55.00 63.25%
5.0
O‘H‘!“"\‘\‘F‘\!{\L#“H\\‘\\\\‘\\\39\8\.\()\‘HH’HH‘\H\‘HH‘HH‘HH‘H
m/z--> 0 50 100150200 250300 350400450500550 600650
Abundance #273799: 1-Hexacosene
57.0
T \
21.50
5000 ITI/Z 71.05 47 .76%
9.0 364.0
m/z--> 0 50 100150200 250300350400 450500550600 650
Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester T ‘
57.0 21.50
m/z 41.00 46.83%
h &wwmwwxmwﬂknwwmwﬂwv
ol %F‘O 2520 " 3690 648
S e e e —
m/z--> 0 50 100150200 250300 350400450500 550600650 21.50

8270-BG110922.M Mon Nov 14 10:48:00 2022 Page: 8



Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG111122\
Data File : BG@55580.D

Acqg On : 12 Nov 2022 00:26
Operator : CG/JU

Sample : N5509-01

Misc

ALS vial : 13 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG110922.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|
Butane, 2-metho... 3.336 38.2 ng 794342 1 8.277 415788 20.0
unknown3.888 3.888 2.6 ng 53497 1 8.277 415788 20.0
2-Pentanone, 4-... 5.334 15.3 ng 317133 1 8.277 415788 20.0
n-Hexadecanoic ... 18.489 8.1 ng 367514 4 17.631 905111 20.0
Octadecanoic acid 19.746 3.7 ng 166388 4 17.631 905111 20.0
1-Docosene 21.538 5.9 ng 265946 5 21.932 902475 20.0
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