LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc :

ALS vial : 3  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_ F\Methods\8270-BF062623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF134416.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 4.498 403 410 413 rBV 1469356 1836188 59.13% 8.132%
2 5.104 505 513 533 rBV 1218508 2011843 64.79% 8.910%
3 5.493 575 579 594 rBV 2348699 2505044 80.67% 11.095%
4 5.863 639 642 647 rBV 78099 68658 2.21% 0.304%
5 6.487 743 748 751 rBV 2305513 2469570 79.53% 10.937%

6 6.840 804 808 817 rBV 533380 450861 14.52% 1

7 7.404 899 904 907 rBV 1540848 1564281 50.38% 6

8 8.116 1021 1025 1032 rBV 741753 599728 19.31% 2.656%

9 9.198 1202 1209 1212 rBV 3220168 2705101 87.12% 11.
9.875 1321 1324 1328 rBV 784408 630427 20.30% 2

11 10.675 1456 1460 1474 rBV 2036957 1958299 63.07% 8.673%
12 11.375 1575 1579 1582 rBV 824302 700013 22.54%  3.100%
13 12.974 1846 1851 1854 rBV 3273843 3105187 100.00% 13.753%
14 14.039 2028 2032 2037 rBV 666869 614525 19.79%  2.722%

15 14.486 2104 2108 2114 rBV2 44914 72845 2.35% 0.323%
16 14.815 2160 2164 2168 rBV 45176 52351 1.69% 0.232%
17 14.874 2171 2174 2180 rVB2 53951 71633 2.31% 0.317%
18 15.163 2220 2223 2228 rVB 62408 70128 2.26% 0.311%
19 15.315 2245 2249 2254 rBV3 44531 67183 2.16% 0.298%
20 15.551 2283 2289 2295 rBV 398123 617701 19.89% 2.736%
21 16.015 2364 2368 2375 rVB 74481 120668 3.89% 0.534%
22 16.439 2436 2440 2449 rVB 24261 58151 1.87% 0.258%
23 16.557 2455 2460 2465 rVB 58731 101242 3.26% 0.448%
24 17.186 2561 2567 2574 rBV5 53350 127340 4.10% 0.564%
Sum of corrected areas: 22578967

8270-BF062623.M Mon Jul 24 ©5:43:52 2023 Pag 1



Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\

BF134416.D
: 22 Jul 2023 11:46
: CG\JU
: PB154316BL
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

3000000

2500000

2000000

1500000

1000000

500000

o

TIC: BF134416.D\data.ms

5.493

6.487

4.498 7.404

5.104

6.840

5.863

Time-->
Abundance

3000000

2500000

2000000

1500000

1000000
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A
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TIC: BF134416.D\data.ms

9.198 12.974

10.675

8.116 9.875 11.375

0
Time-->
Abundance

3000000

2500000

2000000

1500000

1000000

500000

—— — e —— e —
10.00 10.50 11.00 11.50
TIC: BF134416.D\data.ms

— —T o
12.00 12.50 13.00

14.039

14.486 1448834 15.188315 16.015 1546557 17.186

Time-->

8270-BF062623

[ - T L T
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T ‘ T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50

.M Mon Jul 24 ©5:43:53 2023 Page: 2



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 3-Penten-2-one, 4-methyl- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
4.498 81.45 ng 1836190 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Penten-2-one, 4-methyl- 98 C6H100 000141-79-7 95
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, 4,4-dimethyl-, (E)- 98 C7H14 000690-08-4 86
5 2-Pentene, 2,4-dimethyl- 98 C7H14 000625-65-0 86
Abundance Scan 410 (4.498 min): BF134416.D\data.ms (-403) (-) m/z 55.10 100.00%
55.1 83.1
5000
43.0 98.1
A Ra e RaEEERE T
‘ 67.0 4.20 4.40 4.60 4.80
O b e m/z 83.10 99.15%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3653: 3-Penten-2-one, 4-methyl-
55.0 83.0

5000 L
20.0 430 98.0 4.20 4.40 4.60 4.80

m/z 42.95 39.12%

‘ Ll 670 ‘
O\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3553: 3-Hexen-2-one
55.0
83.0 AR AREREREE
200 43.0 4.20 4.40 4.60 4.80
5000 m z 98.10 32.44%
98.0
M‘\ \\‘\ 67.0 I
owwwwwm L SRS RS
miz--> 10 20 30 40 50 60 70 80 90 100
Abundance #3817 2-Pentene, 3,4-dimethyl-, (E)- A Ra e aRammaRE T
55.0 83.0 4.20 4.40 4.60 4.80

m/z 39.10  29.86%

41.0
5000
27.0 98.0
15.0 ‘ 69.0
‘ ‘ il M‘ \‘\ |
L R e e

m/z--> 10 20 30 40 50 60 70 80 90 100 4.20 4.40 4.60 4.80

o
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.104 89.24 ng 2011840 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 72
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 4-Penten-2-one, 4-methyl- 98 C6H100 003744-02-3 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 513 (5.104 min): BF134416.D\data.ms (-505) (-) m/z 43.00 100.00%

43.0
59.1
5000
101.1 e
83.0 4.80 5.00 5.20 5.40
bl S m/z 59.10 59.81%
miz-> 20 40 60 80 100 120 140
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L B LR IR R
59.0 4.80 5.00 5.20 5.40
m/z 101.10  20.62%
15.0 101.0
‘ Wl | 830 |
O\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
miz-> 20 40 60 80 100 120 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
e mmm e A RRRS
4.80 5.00 5.20 5.40
5000 210 m/z 58.10 13.44%
126.0
bl L 12001459
miz--> 20 40 60 80 100 120 140
Abundance #4156: 1-Propen-2-ol, acetate R RmmaE R
43.0 4.80 5.00 5.20 5.40
m/z 41.10 10.09%
5000
15.0 | 72‘-0 100.0
O R R R R
m/z--> 20 40 60 80 100 120 140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 2-Pentanone, 4-methoxy-4-me... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
5.863 3.05 ng 68658 1,4-Dichlorobenzene-d4 6.840

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-methoxy-4-methyl- 130 C7H1402 000107-70-0 83
2 N-.alpha.-Acetylglycinamide 116 C4H8N202 002620-63-5 38
3 1,3-Dioxolane, 2-(1-methylethyl)- 116 C6H1202 000822-83-3 27
4 3-Hexanol, acetate 144 C8H1602 040780-64-1 25
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 14
Abundance Scan 642 (5.863 min): BF134416.D\data.ms (-639) (-) m/z 43.00 100.00%
43.0 73.1
5000
R R AARERRN RN
1151
| 560 1001 5.60 5.80 6.00 6.20
0 e e b m/z 730100 95.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #15502: 2-Pentanone, 4-methoxy-4-methyl-
43.0 73.0
5000 L L R IR B LR R
5.60 5.80 6.00 6.20
m/z 115.10 12.76%
150 290 || 560 67,0 1000 11?0
OH\‘\\‘H‘\Hm‘r‘ur““‘u‘HH\‘HH|\}\\‘\HHHH}HH‘HH‘\H
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9027: N-.alpha.-Acetylglycinamide
73.
30.0 0
A mmm
430 5.60 5.80 6.00 6.20
5000 m/z 41.00 11.24%
0 190 580 | 8701000 117.0
R N R e B R AARARARRaR
m/z--> 10 20 30 40 50 60 70 80 90 100 110120
Abundance #9296: 1,3-Dioxolane, 2-(1-methylethyl)-
73.0 5.60 5.80 6.00 6.20
m/z 39.00 7.95%
5000
270 430 560
0 i, “\ i |, 86.0 101.0 11’\5'0 A
A o o aRa e R  AREamnEREEESEE R
m/z--> 10 20 30 40 50 60 70 80 90 100 110120 5.60 5.80 6.00 6.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acq On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 4 Cyclononasiloxane, octadeca... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
14.486 2.37 ng 72845 Chrysene-d12 14.039
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 64
2 3,6-Dioxa-2,4,5,7-tetrasilaoctan... 294 C10H3002Si4 004342-25-0 43
3 Trisiloxane, 1,1,1,5,5,5-hexamet... 384 C12H3604Si5 003555-47-3 25
4 3,4-Dihydroxyphenylglycol, 4TMS ... 458 C20H4204Si4 056114-62-6 25
5 N-[4-(Aminosulfonyl)phenyl]propa... 444 C18H36N203SSi3 1000500-82-8 22

Abundance Scan 2108 (14.486 min): BF134416.D\data.ms (-2104) (-  m/z 73.05 100.00%

730 147.0
2211
355.1
5000
429.0 o
‘ { ‘ 503.1 14.50
st bbb kbbb )L nyz 147.00  s0.70%
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #348531: Cyclononasiloxane, octadecamethyl-
73.0 429.0
147.0
5000 221.0 355.0 i
14.50
m/z 221.05 74.17%
0 \\l\\‘uu‘\‘\\“\“\\\\l‘l\ J‘%!LLHTL“ \‘HH‘H?‘GE.\(\)‘\ﬁS\‘}\.\(
m/z--> 50 100 150200 250 300 350400 450 500 550 600 650
Abundance #190691: 3,6-Dioxa-2,4,5,7-tetrasilaoctane, 2,2,4,4,5,5,7,
147.0 221.0
/‘A T T ‘ T
73.0 14.50
5000 m/z 355.05 54.12%
0 L " L Il t 2 4'0
bbb SR e e e
m/z--> 50 100 150200 250 300 350 400 450 500 550 600 650
Abundance #290225: Trisiloxane, 1,1,1,5,5,5-hexamethyl-3,3-bis[(trin
73.0 147.0 14.50
m/z 280.95 50.82%
281.0
5000
369.0
0 et et bbb ——
m/z--> 50 100 150200 250 300 350400 450500550 600 650 14.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 Hexasiloxane, tetradecamethyl- Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
14.874 2.32 ng 71633  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 72
2 Thioglycolic acid, S-(tert-butyl... 320 C14H3202SSi2 082112-29-6 14
3 1H-1,2,3-Triazole, 4,5-diphenyl- 221 C14H11N3 005533-73-3 11
4 1,2-Dibenzoyl-3-phenylcyclopropane 326 C23H1802 029128-64-1 11
5 1,3-Cyclohexanedione, 2-[2-[4-(4... 401 C22H28FN303 339310-26-8 11

Abundance Scan 2174 (14.874 min): BF134416.D\data.ms (-2171) (-} m/z 73.00 100.00%

30 1470 2211
5000 2810 3551
429.1

— ——
‘ ‘ ‘ 503.( 14.50 15.00
fo }.‘ i H‘H‘h‘ul‘\ ook ik Ll \\unlh h\‘ ‘\ ‘\h‘w\\u‘\\‘h Ll \JI\ ‘\h ‘m‘u m o ! e ‘i‘ ITI/Z 221.10 83.74%
mlz--> 50 100 150 200 250 300 350 400 450 500
Abundance #328135: Hexasiloxane, tetradecamethyl-
3.0 1470 221.0
5000 281.0 — e
355.0 14.50 15.00
443.0 m/z 147.00 80.79%
O\\\‘\\\\‘\\\‘\“\\\\h’d\\\\“l\”\\h\‘\\‘\‘f"\\\\‘\\\\}‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500

Abundance #223995: Thioglycolic acid, S-(tert-butyldimethylsilyl)-, ter
221.0

£

14.50 15.00
5000 m/z 355.10 49.77%
73.0
147.0
obrriprrrtodeb ekt b 13920
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #100350: 1H-1,2,3-Triazole, 4,5-diphenyl- L L
221.0 14.50 15.00
m/z 281.00 48.00%
5000
165.0
77.0
om_MIJWHmm,um_m_m_m_m_m_ — —
m/z--> 50 100 150 200 250 300 350 400 450 500 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 6 Octadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.

15.163 2.27 ng 70128  Perylene-di12 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Octadecane 254 C18H38 000593-45-3 95
2 Hexadecane, 1-iodo- 352 C16H33I 000544-77-4 91
3 Eicosane 282 C20H42 000112-95-8 91
4 Heptadecane, 2-methyl- 254 C18H38 001560-89-0 87
5 Octacosane 394 (C28H58 000630-02-4 83

Abundance Scan 2223 (15.163 min): BF134416.D\data.ms (-2220) (- m/z 57.10 100.00%

57.1
5000
1500 1550
ol u“ 'y h ww‘uw“‘ L0 1020 25422903 3509399 . 7110 67.81%
m/z--> 50 100 150 200 250 300 350 400
Abundance #141057: Octadecane
57.0
5000 — ——
15.00 15.50
m/z 43.05 67.54%
O \\‘ ‘ “\ A H‘ ‘ 14101830 2540
\\\‘ \\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #261135: Hexadecane, 1-iodo-
57.0
—— —
15.00 15.50
5000 m/z 85.10 41.05%
225.0
141.0
okt u‘u i L L1380 ‘ SR 2 —
m/z--> 50 100 150 200 250 300 350 400
Abundance #176386: Eicosane T ——
57.0 15.00 15.50
m/z 55.10 28.56%
o W
0 F \141018302250 282.0
et e e S S e e —— —
m/z--> 50 100 150 200 250 300 350 400 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acq On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc :

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

3k 3k 3k 3k >k 3k >k 5k 3k 3k 3k >k 5k >k 5k 3k >k 5k %k 5k 3k >k 3k >k 5k 3k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k >k 5k >k 5k 3k 3k 3k >k 5k >k 5k %k >k 5k >k 5k 3k >k %k >k 5k >k 5k %k >k 5k %k >k k %k k

Peak Number 7 unknownl5.315 Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
15.315 2.18 ng 67183 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Cyclononasiloxane, octadecamethyl- 666 C18H5409Si9 000556-71-8 72
2 Hexasiloxane, tetradecamethyl- 458 C14H4205Si6 000107-52-8 53
3 4-Hydroxybenzyl alcohol, 2TBDMS ... 352 C19H3602Si2 1000364-43-9 25
4 N-Benzyl-N-ethyl-p-isopropylbenz... 281 C19H23NO 015089-22-2 22
5 Heptasiloxane, hexadecamethyl- 532 C16H4806Si7 000541-01-5 14
Abundance Scan 2249 (15.315 min): BF134416.D\data.ms (-2245) (1  m/z 221.10 100.00%
73.0 147.0221.1
355.1
5000
429.1
— —
503.0 15.00 15.50
o‘HMWHMWMM»AWwWMMNWMﬁmWMwLMuwmxmu‘_u‘_u‘_‘ m/z 73.080  99.26%
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #348532: Cyclononasiloxane, octadecamethyl-
73.0 147.0221.0 429.0
355.0
5000 — ——
15.00 15.50
m/z 147.00  99.02%
OHH‘H‘H‘HHHH‘\H‘\‘H\“H“H“‘HH“\‘\\‘\‘\‘\‘\‘HH‘HH‘\??“]_\-\'
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650
Abundance #328135: Hexasiloxane, tetradecamethyl-
73.0 14702210
— —
15.00 15.50
m/z 355.10 58.41%
5000 355.0
443.0
Obreartbrepritab et el e e e e
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 /WAJ
Abundance #261468: 4-Hydroxybenzyl alcohol, 2TBDMS derivative — —
221.0 15.00 15.50
m/z 281.05 54.36%
5000 295.0
73.0
147.0
Obrtghtbbebde bbb et e S
m/z--> 50 100 150 200 250 300 350 400 450 500 550 600 650 15.00 15.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 8 Eicosane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
16.015 3.91 ng 120668 Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Eicosane 282 C20H42 000112-95-8 95
2 Hexadecane 226 C1l6H34 000544-76-3 89
3 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetratetracontane 619 C44H99 007098-22-8 87

Abundance Scan 2368 (16.015 min): BF134416.D\data.ms (-2364) (- m/z 57.10 100.00%

57.1
5000
T \
‘ ‘ ‘ 07.0 16.00
ol bl M Lt ““'““‘2‘(5‘4‘9‘3‘]71‘5‘?‘,3‘6?9 m/z 71.10  71.46%
m/z--> 50 100 150 200 250 300 350
Abundance #176384: Eicosane
57.0
5000 —— ‘
16.00
m/z 43.10 62.46%
O T \“\ ‘\‘ ‘ ‘ “H‘ \“‘\h“ \“‘ \]ﬁ “ “‘\%8\3\0‘2\2\5\9‘ \2\8\2\0‘ L ’ L
m/z--> 50 100 150 200 250 300 350
Abundance #107217: Hexadecane
57.0
R \
16.00
5000 ITI/Z 85.10 46.04%
‘ ‘ F 90 1410 226.0
obddbd [y, 141018302260
m/z--> 50 100 150 200 250 300 350
Abundance #59048: Dodecane, 2-methyl- T
57.0 16.00
m/z 55.10 23.47%
5000
9.0 141.0
s Ll a0 -
m/z--> 50 100 150 200 250 300 350 16.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.M

Quant Title

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9 Tetracosane

R.T. EstConc Area Relative to ISTD R.T.
16.557 3.28 ng 101242  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Tetracosane 338 C24H50 000646-31-1 91
2 Nonadecane 268 C19H40 000629-92-5 89
3 Hentriacontane 437 C31H64 000630-04-6 87
4 Pentadecane, 8-hexyl- 296 C21H44 013475-75-7 87
5 11-Methyltricosane 338 C24H50 027538-41-6 83

Abundance Scan 2460 (16.557 min): BF134416.D\data.ms (-2455) (-]
57.1

5000

1111
‘ Ll H 252.2 308.1355.0 4290

- “ HHJ\H‘H‘\H‘H‘H‘\ u‘“‘ B R Y it
I [ | | I I !

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

o

Abundance #246482: Tetracosane
57.0
5000
13.0
L)L) 4690 2250 2810 338.0
0\\\“\H\“\‘\‘\‘\T‘\‘T\‘\“\\\\‘\\\\‘\\\‘\‘\\\\‘\\\\

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

Concentration Rank 5

m/z 57.10 100.00%

%

16.50
m/z 71.10 65.19%

%

16.50
m/z 43.05 59.55%

%

Abundance #158598: Nonadecane
57.0
16.50
5000 ITI/Z 85.00 51.94%
13.0
oL LR ae00  memo
m/z--> 50 100 150 200 250 300 350 400
Abundance #320591: Hentriacontane — ‘
57.0 16.50
m/z 55.05 26.04%
h WMWWNW/\WWWW
.0
0 u’\ \‘h :j h‘ I 1\6? 10 i 2\2\5 0 309.0 365.0 437.
e e e e e T —
m/z--> 50 100 150 200 250 300 350 400 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 10 unknownl7.186 Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.186 4.12 ng 127340  Perylene-di2 15.545
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Benzoic acid, 3-[(2,2-dimethyl-1... 221 C12H15NO3 056619-96-6 14
2 Eicosyl isopropyl ether 340 C23H480 1000406-34-3 12
3 Octadecane, 9-ethyl-9-heptyl- 380 C27H56 055282-27-4 12
4 6,6-Diethylhoctadecane 310 C22H46 1000360-41-8 12
5 Eicosane, 9-octyl- 394 C28H58 013475-77-9 12

Abundance Scan 2567 (17.186 min): BF134416.D\data.ms (-2561) (1 m/z 57.10 100.00%

57.1
5000
147 0 2211 —— —r
‘ ‘ 2811 355.0  4o9- 17.00 17.50
0L, “H iyl \U‘ m\\mhmh\mm\mhh\m iy Lu\w‘n‘u m‘\ I\u T ‘h\‘ T o ‘I : m/z 43.10 67.47%
m/z--> 50 100 150 200 250 300 350 400
Abundance #100101: Benzoic acid, 3-[(2,2-dimethyl-1-oxopropyl)amil
57.0
5000 137.0 T T
2210 17.00 17.50
m/z 71.10 65.05%
0 H\L“‘\“‘”\ \“\‘\\’\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #249111: Eicosyl isopropyl ether
43.0
—— —
17.00 17.50
5000 m/z 85.05 46.55%
281.0
Lo e e
Ol ‘H” 0 N WSS N —
m/z--> 50 100 150 200 250 300 350 400
Abundance #287986: Octadecane, 9-ethyl-9-heptyl- —— —
43.0 17.00 17.50
m/z 73.00 34.21%
5000
‘ 253 351.0
155.0
ol L \m\_‘m ‘1999”‘\‘\297‘9‘4””_”‘ A
m/z--> 50 100 150 200 250 300 350 400 17.00 17.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF072223\
Data File : BF134416.D

Acqg On : 22 Jul 2023 11:46
Operator : CG\JU

Sample : PB154316BL

Misc

ALS vial : 3  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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,... 4.498 81.5 ng 1836190 1 6.840 450861 20.0
2-Pentanone, 4-... 5.104 89.2 ng 2011840 1 6.840 450861 20.0
2-Pentanone, 4-... 5.863 3.0 ng 68658 1 6.840 450861 20.0
Cyclononasiloxa... 14.486 2.4 ng 72845 5 14.039 614525 20.0
Hexasiloxane, t... 14.874 2.3 ng 71633 6 15.545 617701 20.0
Octadecane 15.163 2.3 ng 70128 6 15.545 617701 20.0
unknown15.315 15.315 2.2 ng 67183 6 15.545 617701 20.0
Eicosane 16.015 3.9 ng 120668 6 15.545 617701 20.0
Tetracosane 16.557 3.3 ng 101242 6 15.545 617701 20.0
unknownl7.186 17.186 4.1 ng 127340 6 15.545 617701 20.0
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