LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BGe41223\
Data File : BGO57075.D

Acqg On : 12 Apr 2023 23:01

Operator : CG/JU

Sample : 02283-02 :
Misc : 20230326-COMP-4

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_ G\Methods\8270-BG033023.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BGO57075.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.430 315 322 329 rBV 39344 63119 4.50% 1.050%
2 5.917 398 405 418 rVB 364998 589728 42.07% 9.810%
3 7.539 673 681 692 rBV 372240 635772 45.36% 10.576%
4 8.402 818 828 836 rBV 53801 92076 6.57% 1.532%
5 9.583 1020 1029 1037 rBV 217431 380848 27.17% 6.335%

6 11.245 1305 1312 1319 rBV 70476 124980 8.92% 2.079%
7 13.642 1713 1720 1727 rBV 569482 876533 62.54% 14.580%
8 15.017 1948 1954 1963 rVB2 116297 179382 12.80% 2.984%
9 16.350 2176 2181 2187 rVB 35751 50294 3.59% 0.837%
10 16.497 2199 2206 2218 rBV 492572 743850 53.07% 12.373%

11 17.754 2412 2420 2426 rBV 158081 231007 16.48%  3.843%

12 18.588 2558 2562 2571 rBV2 28527 41751 2.98% 0.694%
13 20.321 2851 2857 2864 rBV 1053442 1401626 100.00% 23.315%
14 21.631 3075 3080 3088 rBV3 37121 64316 4.59% 1.070%

15 22.072 3149 3155 3161 rVB2 138461 238813 17.04% 3.972%

16 22.871 3285 3291 3295 rBV6 7486 14554 1.04%  0.242%
17 23.846 3453 3457 3464 rVB3 15174 30139 2.15% ©0.501%
18 25.602 3744 3756 3767 rVB3 79554 252945 18.05% 4.208%

Sum of corrected areas: 6011733
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041223\
Data File : BG@57075.D

Acqg On : 12 Apr 2023 23:01

Operator : CG/JU

Sample : 02283-02 :
Misc : 20230326-COMP-4

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BG057075.D\data.ms
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Abundance TIC: BG057075.D\data.ms
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Abundance TIC: BG057075.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41223\
Data File : BG@57075.D

Acqg On : 12 Apr 2023 23:01

Operator : CG/JU

Sample : 02283-02 :
Misc 20230326-COMP-4

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.430 13.71 ng 63119 1,4-Dichlorobenzene-d4 8.402

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 n-Propyl t-butyl ether 116 C7H160 1000334-81-9 33
3 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 25
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 ©053951-43-2 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 322 (5.430 min): BG057075.D\data.ms (-315) (-) m/z 43.25 100.00%

43.3
59.3
5000
101.2 R R RARRRERL
5.20 5.40 5.60 5.80
83.2
oWH_m_H““qul‘!;w_me_‘ww_m_m m/z 59.25 71.61%
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9280: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L L L I L L
5.20 5.40 5.60 5.80
59.0 m/z 101.15  22.34%
101.
OH\‘H\\‘%ﬁiﬁ\\\“w}H‘Hw\‘\\\\‘H\ﬁ%\-e‘\\\}o“\\(\)\‘HH‘HH‘HH
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #9501: n-Propyl! t-butyl ether
59.0
R REmE
5.20 5.40 5.60 5.80
m/z 58.15 16.93%
5000 410 101.0 /
27.0
ol73‘087'0117'0
m/z--> 10 20 30 40 50 60 70 80 90 100110120130
Abundance #15705: 3-Heptanol, 4-methyl- R e
59.0 5.20 5.40 5.60 5.80
m/z 41.15 13.10%
5000
27.0 41.0
83.0 101.0
o 115.0129.0
A o L e A R REmE s
m/z--> 10 20 30 40 50 60 70 80 90 100110120130 5.20 5.40 5.60 5.80
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41223\
Data File : BG@57075.D

Acqg On : 12 Apr 2023 23:01

Operator : CG/JU

Sample : 02283-02 :
Misc : 20230326-COMP-4

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 2 Benzophenone Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
16.350 5.61 ng 50294  Acenaphthene-d10 15.017
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 95
2 Azobenzene, (E)- 182 C12H1ON2 017082-12-1 59
3 Benzenecarbothioic acid, S-methy... 152 C8H80S 005925-68-8 46
4 Benzeneacetic acid, .alpha.-oxo-... 164 C9H803 015206-55-0 43
5 Acetophenone, 2-chloro- 154 C8H7C10 000532-27-4 43
Abundance Scan 2181 (16.350 min): BG057075.D\data.ms (-2176) (- | m/z 105.15 100.00%
105.2
77.2
182.2
5000
51.1
— ——
16.00 16.50
152.2
0 “H‘q“M“‘HWu‘““NH‘%2§9“‘AM““‘NH‘ m/z 77.15 70.22%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56925: Benzophenone
105.0
7.0 182.0
5000 — ——
16.00 16.50
51.0 m/z 182.15 57.18%
Jero | 1260 1520 |
‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #56778: Azobenzene, (E)-
71.0
— ——
16.00 16.50
5000 m/z 51.15 30.68%
51.0 182.0
0/ 270 | | 1050 1280 1520 ‘
L L e A
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #30107: Benzenecarbothioic acid, S-methyl ester P ; I‘\ :
105.0 16.00 16.50
m/z 181.15 12.72%
77.0
5000
51.0
A O A e Y B |
m/z--> 20 40 60 80 100 120 140 160 180 16.00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41223\
Data File : BG@57075.D

Acqg On : 12 Apr 2023 23:01

Operator : CG/JU

Sample : 02283-02 :
Misc 20230326-COMP-4

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 3 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.588 3.61 ng 41751  Phenanthrene-d10 17.754
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 87
2 Pentadecanoic acid 242 C15H3002 001002-84-2 80
3 Tetradecanoic acid 228 C14H2802 000544-63-8 64
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 43
Abundance Scan 2562 (18.588 min): BG057075.D\data.ms (-2558) (- | m/z 73.15 100.00%
5000
129.3
213.3
il Mldﬁl.z 1572 185.3 256.4 18.50
obre A b L L L Y hiz ee.15 86.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #92069: Tridecanoic acid
73.0
43.0
5000 1290 T T T \A T I
171.0 18.50
214.0 ITI/Z 43.20 85.11%
‘ ‘ 99.0
0 TT 1 T \H{‘\ \H!“ \HH\“
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #126203: Pentadecanoic acid
43.0 730
18.50
5000 129.0 m/z 55.25 60.44%
0! u‘ ' :
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #109284: Tetradecanoic acid
73.0 18.50
1290 m/z 41.15 57.13%
5000{ 43.0
185.0 228.0
101.0 157.0 fl
0t \‘\‘\ “\““ m“u w‘\“l ‘ S “\ e \“ S RRRRRRRRRRREE - —h M“M M M‘A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41223\
Data File : BG@57075.D

Acqg On : 12 Apr 2023 23:01

Operator : CG/JU

Sample : 02283-02 :
Misc : 20230326-COMP-4

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 4 Pentafluoropropionic acid, ... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.631  s.39ng 64316 Chrysene-d12 22.072
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 pentafluoropropionic acid, octad... 416 C21H37F502  959261-25-7 91
2 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 91

3 Pentadecafluorooctanoic acid, pe... 624 C23H31F1502 1000406-04-5 91
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 91

5 Heptafluorobutyric acid, n-octad... 466 C22H37F702 000400-57-7 91
Abundance Scan 3080 (21.631 min): BG057075.D\data.ms (-3075) (- | m/z 57.20 100.00%
57.2
5000
% 221.1 355.1 21.50 22.00
ow‘hm H“‘M\HHI‘HH bt e m/z 55,15 89.01%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance  #311253: Pentafluoropropionic acid, octadecyl ester
57.0
5000 gt
21. 50 22 OO
5.0 m/z 43.25 87.85%
252
Olll\\f\T\\lJ!‘“]ﬁ503980’
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #326113: Heptadecy! heptafluorobutyrate
57.0
—— —
21.50 22.00
5000 m/z 69.20 69.72%
l thso 238.0
ob At L
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600
Abundance #347387: Pentadecafluorooctanoic acid, pentadecyl este
57.0 21.50 22.00
m/z 97.25 66.69%
5000
5.0 210.0
0 LT 77 2810 415.0 606.
e e e SRR e T e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 21.50 22.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG@41223\
Data File : BG@57075.D

Acqg On : 12 Apr 2023 23:01

Operator : CG/JU

Sample : 02283-02 :
Misc 20230326-COMP-4

ALS vial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk oK 3k K ok ok oK oK 3K K ok K ok o ok ok oK ok 3 ok 3 ok 3 ok 3K oK ok 3K ok 3 ok K ok 3 oK ok 3K ok 3 ok 3 ok 3 oK ok 3 ok 3 ok 3 ok K oK ok K ok oK ok KoK ok Kk Kk

Peak Number 5 Squalene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
23.846 2.38 ng 30139  Perylene-di2 25.602
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Squalene 410 C30H50 000111-02-4 72
2 .psi.,.psi.-Carotene, 7,7',8,8',... 547 C40H66 000502-62-5 64
3 3,7,11-Trimethyl-3-hydroxy-6,10-... 282 C17H3003 1000144-12-7 59
4 Propanoic acid, 2,2-dimethyl-, [... 306 C20H3402 1000164-38-8 59
5 2,6,10-Dodecatrien-1-0l1, 3,7,11-... 264 C17H2802 004128-17-0 59

Abundance Scan 3457 (23.846 min): BG057075.D\data.ms (-3453) (- | m/z 69.25 100.00%
69.3

%

5000
| ‘13T3 267.1 3411 23.50 24.00
o“uﬂu‘\MWWL‘LJWUH b e s m/Z 81.20 53.53%
miz-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #308258: Squalene
69.0
5000
23.50 24.00
m/z 95.15  14.22%
137.0
obbilili ]}, 2030 2730 341.0 4100
‘\\\\‘\ \\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #343494: .psi.,.psi.-Carotene, 7,7',8,8',11,11',12,12',15,1¢
69.0

é

23.50 24.00
5000 m/z 68.15 13.38%

137.0
‘ L u”n \ﬂ V A \\ o ﬁ:o 273.0 341.0 409.0 477.0 546'

‘\\\\J‘l \\’\\\ \\\‘\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #176093: 3,7,11-Trimethyl-3-hydroxy-6,10-dodecadien-1 —h ——
69.0 23.50 24.00

m/z 136.25 13.35%

o

5000

35.0
\‘ L] h | 204.0264.0
O v e T e _ -

m/z--> 0 50 100 150 200 250 300 350 400 450 500 23.50 24.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_G\Data\BG041223\
Data File : BGO@57075.D

Acqg On : 12 Apr 2023 23:01

Operator : CG/JU

Sample : 02283-02 :
Misc : 20230326-COMP-4

ALS Vvial : 15 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_G\Methods\8270-BG033023.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-... 5.430 13.7 ng 63119 1 8.402 92076 20.0
Benzophenone 16.350 5.6 ng 50294 3 15.017 179382 20.0
Tridecanoic acid 18.588 3.6 ng 41751 4 17.754 231007 20.0
Pentafluoroprop... 21.631 5.4 ng 64316 5 22.072 238813 20.0
Squalene 23.846 2.4 ng 30139 6 25.602 252945 20.0
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