LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39189.D

Acqg On : 28 Mar 2023 20:59
Operator : CG/JU

Sample : 02111-03

Misc :

ALS Vvial : 11  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@39189.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 5.028 289 296 307 rVB 1739362 2347063 31.78%  3.855%
2 5.492 369 375 385 rBV 3821461 5483232 74.24% 9.005%
3 7.104 639 649 662 rBV 3439137 5353801 72.48% 8.793%
4 7.934 783 790 797 rBV 1051733 1613368 21.84% 2.650%
5 9.104 981 989 997 rBV 2165023 3523642 47.71% 5.787%

6 10.745 1259 1268 1277 rBV 1229414 2058688 27.87% 3.381%
7 12.380 1541 1546 1559 rBV2 26934 87544  1.19%  0.144%
8 13.204 1679 1686 1699 rBV 4784560 6757282 91.49% 11.098%
9 14.580 1913 1920 1930 rBV 1561816 2300165 31.14% 3.778%

10 15.939 2145 2151 2163 rVB 107188 165297 2.24% 0.271%
11 16.068 2166 2173 2187 rBV 2889339 4239400 57.40% 963%

12 16.721 2280 2284 2292 rBV2 68080 121738 1.65%
13 17.215 2365 2368 2374 rBV2 71041 106761 1.45%
14 17.286 2376 2380 2382 rBv4 56795 81627 1.11%
15 17.327 2382 2387 2392 rVV 1648470 2284192 30.93%
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16 18.103 2514 2519 2524 rBV3 82411 150346 2.04%
17 18.162 2526 2529 2534 rBV 77169 96760  1.31%
18 18.221 2534 2539 2549 rBV 1244644 1893524 25.64%
19 18.515 2585 2589 2594 rBV2 83974 148936 2.02%
20 19.380 2732 2736 2738 rBV 228749 305603  4.14%

OO WOoOOe
=
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21 19.497 2752 2756 2765 rBV 525879 838883 11.36%
22 19.945 2827 2832 2839 rBV 6079516 7386155 100.00% 12.
23 21.209 3043 3047 3055 rBV 1307132 1590780 21.54%
24 21.415 3080 3082 3088 rVB 272367 248949  3.37%
25 21.509 3093 3098 3107 rVV 2261254 3157782 42.75%

VIO NNE
a
'y
w
R

26 22.144 3202 3206 3216 rVB3 850942 1677875 22.72%
27 22.297 3228 3232 3239 rVB 1019063 1492372 20.20%
28 23.174 3378 3381 3386 rVV 641639 874879 11.84%
29 23.227 3386 3390 3401 rVB 889790 1594835 21.59%
30 23.927 3504 3509 3516 rVB2 1470187 2907351 39.36%
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W
~
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Sum of corrected areas: 60888830
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

: 28 Mar 2023 20:59
: CG/JU
: 02111-03

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32823\
BM@39189.D

: 11 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

6000000

5000000

4000000

3000000

2000000

1000000

0
Time-->

TIC: BM039189.D\data.ms

5.492
7.104

9.104
5.028

10.745

7.934

]
L L A B B O B B B B B B A B

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

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM039189.D\data.ms
19.945

13.204

16.068

14.580

12.380 | : 16.721 112286

Time--> 12

.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 1850 19.00 19.50 20.00 20.50

Abundance

6000000

5000000

4000000

3000000

2000000

1000000

TIC: BM039189.D\data.ms

21.509
23.927

21.209 2221297 23297
o

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@©32823\
Data File : BM@39189.D

Acq On : 28 Mar 2023 20:59
Operator : CG/JU

Sample : 02111-03

Misc

ALS Vial : 11 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

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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
5.028 29.10 ng 2347060 1,4-Dichlorobenzene-d4 7.934

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
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 Morpholine, 4-methyl- 101 C5H11INO 000109-02-4 9
5 5-Hexen-2-one 98 C6H100 000109-49-9 9

Abundance Scan 296 (5.028 min): BM039189.D\data.ms (-289) (-) m/z 43.00 100.00%

5000
101.0 SRR | WS
| ‘ ' 4.80 5.00 5.20 5.40
ol 14501780  28L. /7 58.95  61.88%
miz--> 50 100 150 200 250
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000

4.80 5.00 5.20 5.40
m/z 101.00 23.66%

101.0
O\\m\“\”“”\\\‘\“\\\\‘\\\\’\\\\‘\\\\
miz--> 50 100 150 200 250
Abundance #9311: Acetic acid, 1,1-dimethylethyl ester
3.0
e aARRmEEEE
4.80 5.00 5.20 5.40
5000 m/z 58.00 15.81%
101.0
owoL L
miz--> 50 100 150 200 250
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R A REREEEEE N R
59.0 4.80 5.00 5.20 5.40
m/z 41.00 8.67%
5000
L o
0 e S A — T T
m/z--> 50 100 150 200 250 4.80 5.00 5.20 5.40
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method :

Quant Title

TIC Library
TIC Integrat

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32823\

BM@39189.D

: 28 Mar 2023 20:59
: CG/JU
: 02111-03

: 11 Sample Multiplier:

1

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L
ion 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

2 n-Hexadecanoic acid

Concentration Rank 2

R.T. EstConc Area
18.221 16.58 ng 1893520
Hit# of 5 Tentative ID

Phenanthrene-di10

1 n-Hexadecanoic acid

2 Tetradecanoic acid

3 Pentadecanoic acid

4 Tridecanoic acid

5 8-Methylnhonanoic acid

Relative to ISTD R.T.
17.327
MolForm CAS# Qual
C16H3202 000057-10-3 99
C14H2802 000544-63-8 89
C15H3002 001002-84-2 87
C13H2602 000638-53-9 64
C1eH2002 005963-14-4 55

172

Abundance Scan2539(18221nﬂm BM039189.D\data.ms (-2534) (- m/z 73.00 100.00%
5000
129.0
213.1 =
‘ ‘ 1711 ‘ 256.1 18.00 18.50
o“3§ A L L 1298 3400 g 95 70, 37%
miz--> 100 15 200 250 300
Abundance #143508: n-Hexadecanoic acid
256.0
5000 —— R
129.0 18.00 18.50
213.0 m/z 43.05 76.80%
171.0 ‘
0! u‘ﬂ‘\wm \\ “ ““‘u\‘ \‘\“\\“\\\\‘\\\\
miz--> 100 150 200 250 300
Abundance #109284: Tetradecanoic acid
73.0
o o
129.0 18.00 18.50
5000 m/z 57.85  64.44%
185.0 228.0
29.0 m
OH\“UM‘\\‘\ hH\\h‘\“““h““‘“““““““‘
miz-> 50 100 150 200 250 300
Abundance #126199: Pentadecanoic acid == —
73.0 18.00 18.50
m/z 55.00 61.42%
5000 129.0
29.0
‘ 199.0 2420
SE 0§ P N (RO Y [, SES
m/z--> 50 100 150 200 250 300 18.00 18.50

8270-BM@30823.

M Wed Mar 29 12:06:54 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39189.D

Acq On : 28 Mar 2023 20:59
Operator : CG/JU

Sample : 02111-03

Misc

ALS Vial : 11 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

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 3 4,4'-Bis(tetrahydrothiopyran) Concentration Rank 9

R.T. EstConc Area Relative to ISTD R.T.
19.380 2.68 ng 305603 Phenanthrene-d10 17.327
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 4,4'-Bis(tetrahydrothiopyran) 202 C10H18Ss2 116196-83-9 95
2 6-Octadecenoic acid 282 (C18H3402 1000336-66-8 70
3 Pyrene 202 CleHie 000129-00-0 64
4 9-Octadecenoic acid, (E)- 282 C18H3402 000112-79-8 52
5 1-Dodecanethiol 202 C12H26S 000112-55-0 52

Abundance Scan 2736 (19.380 min): BM039189.D\data.ms (-2732) (- | m/z 202.00 100.00%

202.0 ’
55.0
5000
1900  19.50
264.1 : :
oL \‘H\ \‘H‘ ¥ ‘\\“H 1l mh ‘\ ‘u‘ “ul ey L - ‘3‘4‘1’0‘ . ‘4‘0‘1; m/z 55.00 63.86%
m/z--> 100 150 200 250 300 350 400
Abundance #77411: 4,4'-Bis(tetrahydrothiopyran)
45.0 202.0
99.0
5000 — —
155. 19.00 19.50
m/z 69.00  52.40%
O h‘“\““\”“\ h“ H\ H“\ ‘\ “\ T ’ T T ‘ L ’ L ‘ T
m/z--> 50 100 150 200 250 300 350 400
Abundance #176211: 6-Octadecenoic acid
53.0 g7.0

“ T
19.00 19.50
m/z 41.05 37.14%

5000

7.0 180.0222.0

%.

0
m/z--> 50 100 150 200 250 300 350 400
Abundance #78086: Pyrene “ —
202.0 19.00 19.50
m/z 83.00 37.07%
5000
101.0
0 51.0 I “ 150.0 L i
L LA B B e B — —
m/z--> 50 100 150 200 250 300 350 400 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39189.D

Acq On : 28 Mar 2023 20:59
Operator : CG/JU

Sample : 02111-03

Misc

ALS Vial : 11 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

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 4 Octadecanoic acid Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
19.497 5.31 ng 838883  Chrysene-di12 21.509
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 81
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 70
5 n-Decanoic acid 172 C10H2002 000334-48-5 70
Abundance Scan 2756 (19.497 min): BM039189.D\data.ms (-2752) (- | m/z 73.00 100.00%
5000 129.0 MMva“MﬂuA\ﬂWMWN,Jw
185 1 2412 ——
19.50
ol \HH \ M\ I \ L \ iy \ ol J ‘ ‘2‘8}5‘3 343:!-‘ _ ‘429 m/z 43.05 83.58%
m/z--> 50 100 150 200 250 300 350 400
Abundance #179093: Octadecanoic acid
73.0
129.0
50008, 284.0 S
185.0 19.50
‘ L m/z 60.00 79.98%
O Hl“h‘uu‘““h\ “‘\‘ “““2‘p“”““””“”“””
m/z--> 50 100 150 200 250 300 350 400
Abundance #126202: Pentadecanoic acid
43.0
——
19.50
5000 m/z 57.05 77 .10%
1290 242.0
185.
0 “‘u M‘ : J‘le‘h‘,‘ o it :“‘ﬁ)m R R R
m/z--> 50 100 150 200 250 300 350 400
Abundance #109281: Tetradecanoic acid T
73.0 19.50
m/z 55.05 69.92%
5000
129.0
29. 228.0
0 ‘l“ L. “M\ iy m@i‘o_ “u R _
m/z--> 50 100 150 200 250 300 350 400 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39189.D

Acq On : 28 Mar 2023 20:59
Operator : CG/JU

Sample : 02111-03

Misc

ALS Vial : 11 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

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 5 1-Hexacosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.209 10.08 ng 1590780  Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Hexacosene 364 C26H52 018835-33-1 94
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Behenic alcohol 326 C22H460 000661-19-8 94
4 1-Tetracosene 336 (C24H48 010192-32-2 94
5 2- Chloropropionic acid, hexadec... 332 C19H37C102 086711-81-1 91

Abundance Scan 3047 (21.209 min): BM039189.D\data.ms (-3043) (- | m/z 57.10 100.00%
57.1

1p5.1

‘ } 207.0 21.00 21.50
oA E2e 2801 3561 4311 8031 - nm/z 83.05 92.61%

m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #273800: 1-Hexacosene
57.0

5000

5000 T ——
21.00 21.50
1p25.0 m/z 43.05 86.85%
O’\\“‘!“L ‘m]\-l\8\2\.‘0\\\\‘\?\9\2‘.\0\\\3‘6\4\..9‘\\\\‘\\\\‘\\\\‘
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #215083: 1-Heneicosano
55.0
— —
21.00 21.50
5000 ITI/Z 55.10 85.22%
{l 125.0
o_‘JM""“gw}u‘!‘«%??;?‘H?E‘?a‘?‘HH_ww_ww
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #232316: Behenic alcohol T —
83.0 21.00 21.50

m/z 69.05 82.43%

, L

0 26, uﬁk?ﬁ 210.0 280.0

‘ T
m/z--> 0 50 100 150 200 250 300 350 400 450 500 21.00 21.50

8270-BM030823.M Wed Mar 29 12:06:58 2023 Page: 7



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39189.D

Acq On : 28 Mar 2023 20:59
Operator : CG/JU

Sample : 02111-03

Misc

ALS Vial : 11 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

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 unknown22.144 Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
22.144 10.63 ng 1677880  Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octacosanol 410 C28H580 000557-61-9 43
2 Cyclohexane, 1,2,4,5-tetraethyl-... 196 C14H28 061142-24-3 43
3 2-Aziridinone, 1-tert-butyl-3-(1... 223 C14H25NO 026944-18-3 42
4 n-Heptadecanol-1 256 C17H360 001454-85-9 41
5 Docosyl pentafluoropropionate 472 C25H45F502 1000351-80-9 38

Abundance Scan 3206 (22.144 min): BM039189.D\data.ms (-3202) (- m/z 97.05 100.00%

I AM‘JL
5000 , |

— —
‘ 185.1,,, 22.00 22.50
obr b bLLL 2020 8221 3868 5032 u,; 8310 99.65%
miz--> 50 100 150 200 250 300 350 400 450 500
Abundance #308226: Octacosanol
83.0
5000 — —
22.00 22.50

m/z 69.10  83.51%

o2l h | 195:0 264.0 33503970

\\\\‘ \\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘

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

Abundance #71781: Cyclohexane, 1,2,4,5-tetraethyl-, (1.alpha.,2.alph
55.0

T
22.00 22.50

5000 111.0 m/z 55.05 73.63%
167.0
o\’“l‘,
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #103120: 2-Aziridinone, 1-tert-butyl-3-(1-methylcyclohept —— —
55.0 22.00 22.50

m/z 111.10  55.95%

5000
111.0

0”“1"'\\180?

T 7
m/z--> 50 100 150 200 250 300 350 400 450 500 22.00 22.50

8270-BM030823.M Wed Mar 29 12:06:59 2023 Page: 8



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39189.D
Acq On : 28 Mar 2023 20:59
Operator : CG/JU
Sample : 02111-03
Misc
ALS Vial : 11 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
sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 7 Acetic acid, 2-[5-(4-nitrop... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
22.297 9.45 ng 1492370  Chrysene-d12 21.509
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Acetic acid, 2-[5-(4-nitrophenyl... 275 C13H13N304 351064-45-4 58
2 1-Methyl-5'-phenylspiro(indoline... 275 C17H13N30 015970-21-5 43
3 5H-[1]Benzopyrano[4,3-d]pyrimidi... 275 C16H9N302 1000337-49-1 42
4 3,5-Diamino-6-[3,4-diethoxypheny... 275 C13H17N502 058848-69-4 32
5 5-[4-(Dimethylamino)benzylidene]... 275 C13H13N302S 027430-15-5 30
Abundance Scan 3232 (22.297 min): BM039189.D\data.ms (-3228) (1 m/z 275.10 100.00%
275.1
5000 129.0
218.0
65.0 ” ‘ ‘ 22.00 22, 50
obrtbdafid Sl L 3472 4181 4901 s 959 0 %
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #166858: Acetic acid, 2-[5-(4-nitrophenyl)-1-imidazolyl]-,
275.0
5000
129.0 22 00 22 50
202.0 m/z 246.05  40.99%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #167340: 1-Methyl-5'-phenylspiro(indoline-3,3'-(3H)pyraz
275.0
22 00 22 50
5000 m/z 218.00 7.05%
220.
144.0 0.0
. 0 \‘ IJ }
Ot pre et e e e ey
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #167329: 5H-[1]Benzopyrano[4,3-d]pyrimidin-5-one, 2-(3
275.0 22 00 22 50
m/z 128.00 4%
5000
171.0
53.0
‘ P 60 \
0 HkWm,uh‘u‘mWHWm,uH_m‘w_m,w,
m/z--> 50 100 150 200 250 300 350 400 450 500 2200 2250

8270-BM@308

23.M Wed Mar 29 12:07:00 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@©32823\
Data File : BM@39189.D

Acq On : 28 Mar 2023 20:59
Operator : CG/JU

Sample : 02111-03

Misc

ALS Vial : 11 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

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 8 Tetracosane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
23.174 6.02 ng 874879  Perylene-di12 23.927
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetracosane 338 C24H50 000646-31-1 98
2 Docosane, 11-butyl- 366 C26H54 013475-76-8 93
3 Eicosane, 9-octyl- 394 (C28H58 013475-77-9 93
4 Heneicosane 296 C21H44 000629-94-7 90
5 Octacosane 394 (C28H58 000630-02-4 90

Abundance Scan 3381 (23.174 min): BM039189.D\data.ms (-3378) (- | m/z 57.10 100.00%

57.1
5000

—
lﬁB 2521 23.00 23.50
o“upllﬂwhtl“mn“H»‘He??%?_‘493?wff5ﬁ;§3?‘ m/z 71.10  72.35%

m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #246482: Tetracosane
57.0

5000 — ——
23.00 23.50

m/z 85.10  55.42%

\\\‘\\\\‘f\\1’\1f\’\\\1’\\\\‘1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #275544: Docosane, 11-butyl-
57.0

7
23.00 23.50

o

5000 m/z 43.10 55.22%
113.0
SN Trr e M T J\JL
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #298428: Eicosane, 9-octyl- 7 T
43.0 23.00 23.50

m/z 55.10  21.32%

5000 \w\XMMMWHJJ\kawwva
281.0
T

0 ﬂ ﬂm,mo‘%l‘l‘qk,"“ 33603020

7 ‘
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Data Path :
Data File : B
Acq On : 2
Operator : C
Sample : 0
Misc

ALS vial : 1

Quant Method :

Quant Title

TIC Library

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_M\Data\BM@32823\

M@39189.D

8 Mar 2023 20:59
G/JU

2111-03

1 Sample Multiplier: 1

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

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 9 Heptacos-1-ene Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
23.227 10.97 ng 1594840  Perylene-d12 23.927
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Heptacos-1-ene 378 C27H54 015306-27-1 93
2 1-Tetracosene 336 C24H48 010192-32-2 87
3 Nonacos-1-ene 406 C29H58 018835-35-3 76
4 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 70
5 Triacontyl acetate 480 (C32H6402 041755-58-2 68

Abundance Scan 3390 (23.227 min): BM039189.D\data.ms (-3386) (- | m/z 83.10 100.00%
83.1
5000 v\wmwwijj\VMﬁ-wwNw
— —
F 213.2 2810 23.00 23.50
ol ALY, S0 2810 3579 4621 536, 97.e5  98.72%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #286432: Heptacos-1-ene
57.0
5000 — ——
23.00 23.50
125.0 m/z 57.10 96.97%
‘ 378.0
O\“\"\‘\‘\\\ll‘l\‘\f\’\\\\‘\\\\‘\\\\‘\\‘1\‘\\\\’\\\\‘\\\\‘
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #244231: 1-Tetracosene
43.0
— —
23.00 23.50
111.0 =
5000 ITI/Z 69.10 83.47%
0’-‘lhl,3360, u/L/
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #306022: Nonacos-1-ene T —
57.0 23.00 23.50
m/z 55.05 75.34%
5000
1 5.0
m/z--> 50 100 150 200 250 300 350 400 450 500 23.00 23.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_M\Data\BM©32823\
Data File : BM@39189.D

Acqg On : 28 Mar 2023 20:59
Operator : CG/JU

Sample : 02111-03

Misc

ALS vial : 11 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-... 5.028 29.1 ng 2347060 1 7.934 1613370 20.0
n-Hexadecanoic ... 18.221 16.6 ng 1893520 4 17.327 2284190 20.0
4,4'-Bis(tetrah... 19.380 2.7 ng 305603 4 17.327 2284190 20.0
Octadecanoic acid 19.497 5.3 ng 838883 5 21.509 3157780 20.0
1-Hexacosene 21.209 10.1 ng 1590780 5 21.509 3157780 20.0
unknown22.144 22.144 10.6 ng 1677880 5 21.509 3157780 20.0
Acetic acid, 2-... 22.297 9.4 ng 1492370 5 21.509 3157780 20.0
Tetracosane 23.174 6.0 ng 874879 6 23.927 2907350 20.0
Heptacos-1-ene 23.227 11.0 ng 1594840 6 23.927 2907350 20.0
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