LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127654.D

Acqg On : 06 Apr 2022 18:12
Operator : CG\JU

Sample : N2220-10

Misc :

ALS vial : 6 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-BF040622.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF127654.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.193 485 494 498 rVB 47139 63101 2.02% 0.315%
2 5.575 554 559 562 rBvV 2315118 2151487 68.81% 10.728%
3 6.575 723 729 732 rBV 2192288 2267852 72.54% 11.308%
4 6.963 791 795 798 rBV 746046 578364 18.50% 2.884%
5 7.522 885 890 893 rBV 1697229 1491319 47.70% 7.436%

6 8.245 1009 1013 1016 rBV 939180 751634 24.04%  3.748%
7 9.322 1192 1196 1200 rBV 2897335 2650137 84.76% 13.214%
8 9.398 1205 1209 1214 rVB 56732 44146 1.41% ©.220%
9 10.004 1309 1312 1316 rVB 991646 889069 28.44%  4.433%
10 10.798 1442 1447 1450 rBV 1990719 1841275 58.89% 9.181%
11 11.498 1562 1566 1570 rBV 1149349 975872 31.21% 4.866%
12 11.886 1629 1632 1635 rVB 61575 43839 1.40% 0.219%
13 12.016 1648 1654 1665 rBV 118152 138303 4.42% 0.690%
14 12.804 1783 1788 1795 rBV 37307 43300 1.38% 0.216%
15 13.092 1832 1837 1840 rBV 3490247 3126536 100.00% 15.590%

16 13.980 1984 1988 1999 rBV 305617 314559 10.06%
17 14.145 2009 2016 2020 rBV 1063460 994635 31.81%
18 14.245 2028 2033 2041 rBV 401871 471927 15.09%

PO NPPR
w
(9]
w
R

19 15.021 2161 2165 2170 rVB 92759 99913 3.20% 498%
20 15.674 2270 2276 2281 rBV2 675867 866900 27.73% 323%
21 16.233 2366 2371 2379 rBV3 34107 58211 1.86% ©.290%
22 16.963 2484 2495 2509 rBV3 45460 192604 6.16% 0.960%

Sum of corrected areas: 20054983
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Data Path :
Data File :
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Operator
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Misc
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Quant Method
Quant Title

TIC Library

. 6

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\

BF127654.D
: 06 Apr 2022 18:12
: CG\JU
: N2220-10
Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127654.D

Acqg On : 06 Apr 2022 18:12
Operator : CG\JU

Sample : N2220-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 6
R.T. EstConc Area Relative to ISTD R.T.
5.193 2.18 ng 63101 1,4-Dichlorobenzene-d4 6.963

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
3 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 494 (5.193 min): BF127654.D\data.ms (-485) (-) m/z 42.95 100.00%

43.0
59.1
5000
82.9 4.80 5.00 5.20 5.40 5.60
bbbt e et e m/z 59.10 58.07%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #9288: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 ‘\\\\‘\\\\‘\\\\‘\\\\/\‘\\
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0 \\\‘\\\\‘\\\‘SN‘]I;\O\\“‘}i\\‘\\}\‘\\\\‘\\\\8‘:\)"\-(\)\‘\\\]-\0“]\“\0\\‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4542: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43.0
R R Eaaa R
4.80 5.00 5.20 5.40 5.60
m/z 58.00 17.17%
5000 101.0
28.0 59.0
15.0 ‘ ‘ ‘ 84.0
o2 Ll o [ L
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Abundance #4576: Morpholine, 4-methyl- R RARE S o
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.00 9.78%
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270 560 | ‘
O et et e 889l
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127654.D

Acqg On : 06 Apr 2022 18:12
Operator : CG\JU

Sample : N2220-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.016 2.83 ng 138303  Phenanthrene-di10 11.498
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Tridecanoic acid 214 C13H2602 000638-53-9 68
4 8-Methylnonanoic acid 172 C10H2002 005963-14-4 30
5 Carbonic acid, octadecyl prop-1-... 354 C22H4203 1000383-11-5 20

Abundance Scan 1654 (12.016 min): BF127654.D\data.ms (-1648) (- m/z 73.00 100.00%

43.0 ,73.0
5000
129.0
213.2 T f
157.1185.1 256.2 12.00
01 m/z 60.00 90.76%
m/z--> 20 40 60 80 100 120 140160 180 200 220 240 260
Abundance #143510: n-Hexadecanoic acid
6Q.0
5000 129.0 TP
12.00
157.01g5 02130  256.0 m/z 43.05 87.05%
O,
m/z--> 20 40 60 80 100120 140160 180200 220240 260
Abundance #126199: Pentadecanoic acid
43.0 ,73.0
T \
12.00
5000 129.0 ITI/Z 41.05 72.03%
199.0
i H\ oo
EETTIN 1 O O P
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92070: Tridecanoic acid T T
73.0 12.00
m/z 57.05 69.27%
43.0
5000
129.0
1710 2140
101.0
ozl . LA IS b
m/z--> 20 40 60 80 100120140160 180200 220 240 260 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127654.D

Acqg On : 06 Apr 2022 18:12
Operator : CG\JU

Sample : N2220-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Behenic alcohol

Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
13.980 6.33 ng 314559 Chrysene-d12 14.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 n-Nonadecanol-1 284 C19H400 001454-84-8 94
3 1-Hexacosene 364 C26H52 018835-33-1 94

4 n-Tetracosanol-1 354 C24H500

000506-51-4 94

5 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94

Abundance Scan 1988 (13.980 min): BF127654.D\data.ms (-1984) (-,
=

m/z 57.05 100.00%

.0
97.1
5000
14.00
39.1 :
- \““““w H‘N‘ 2 LA822  28L1 m/z 55.85 95.89%
mlz--> 50 100 150 200 250 300 350
Abundance #232316: Behenic alcoho
83.0
43.0
5000 T
14.00
25.0 m/z 83.05 91.85%
O T \“\‘ ‘\““ T ‘\‘\ \““ ‘H‘ \“‘L\ ‘h ﬂ‘-\ez\o\z‘]-\o.\o\ T ‘ \2\8\0\0‘ L ‘ T
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0 =
14.00
5000 ITI/Z 43.05 87.27%
25.0
ol Ll g0 20
miz--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene -
57.0 97.0 14.00
m/z 97.10 77.70%
5000
L
ol LLLLILLTT 1810 2380 2020 304 A
m/z--> 50 100 150 200 250 300 350 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127654.D

Acqg On : 06 Apr 2022 18:12
Operator : CG\JU

Sample : N2220-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.

14.245 9.49 ng 471927  Chrysene-d12 14.145
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 95
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 76
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 40
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 9

5 5-quinolinol, 8-[2-(3,5-dimethyl... 277 C17H15N30 1000397-10-2 9

Abundance Scan 2033 (14.245 min): BF127654.D\data.ms (-2028) (1 m/z 277.10 100.00%
277.1

5000 J
77.0 201.1 7 —
| ‘ 1151 152.0 ‘ H 14.00 14.50
o300 L S 4 luess2 | n; 07810 32.17%
miz--> 50 100 150 200 250 300
Abundance #171172: Triphenylphosphine oxide
277.0
5000 — —
14.00 14.50
77.0 199.0 m/z 201.10  20.79%
152.0
O T 2\7\.0\ ‘}‘ T T “\ T ‘ T T L ““ T T \“ T U T T T T ‘ T T ‘\ T ‘ T
miz-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
P -
14.00 14.50
5000 m/z 76.95 20.32%
77.0 183.0
ol 39 L 12000 L U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy —f —
277.0 14.00 14.50
m/z 199.00 19.20%
5000
o 183.0
131.0
0 ‘ I R I ‘\‘ ““\ I ‘\ ‘ ‘ ‘

T \
m/z--> 50 100 150 200 250 300 14.00 14.50

8270-BF040622.M Thu Apr 07 15:07:11 2022 Page: 6



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127654.D

Acqg On : 06 Apr 2022 18:12
Operator : CG\JU

Sample : N2220-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 Supraene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.

15.622 2.31ng 09913 Perylene-d12 15.674

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Supraene 410 C30H50
2 7,11-Dimethyldodeca-2,6,10-trien... 208 C14H240
3 3,7,11-Tridecatrienenitrile, 4,8... 231 C16H25N
4 1,5,9-Decatriene, 2,3,5,8-tetram... 192 C14H24
5 1,5-Heptadiene, 3,3,6-trimethyl- 138 C10H18

Abundance Scan 2165 (15.021 min): BF127654.D\data.ms (-2161) (-
69.1

5000
137.1
obdaduloydy 1011 2660
mlz--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000
137.0
NN [, 191.0 273.0 3410  410.
\\\‘\\\‘\\\\‘\\1\‘\1\\‘T\\\‘\\\\‘\\\\‘\\
m/z--> 50 100 150 200 250 300 350 400
Abundance #85250: 7,11-Dimethyldodeca-2,6,10-trien-1-ol
69.0
5000
137.0
D
o'7'4 Al gl 080
miz--> 50 100 150 200 250 300 350 400
Abundance #112863: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl-
69.0
5000
136.0
e70 |, || 18802310
(RN SR T Rt et
m/z--> 50 100 150 200 250 300 350 400
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007683-64-9 91
125529-10-4 78
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035387-63-4 58
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127654.D

Acqg On : 06 Apr 2022 18:12

Operator : CG\JU

Sample : N2220-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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 unknownl6.962 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
16.962 4.44 ng 192604  Perylene-d12 15.674
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 Epilupeol; 20(29)-Lupen-3alpha-o... 468 C32H5202 1010513-01-8 49
2 Longifolene 204 C15H24 000475-20-7 41
3 Thujopsene-I3 204 C15H24 1000162-77-8 35
4 Ethanone, 1-[4-(trifluoromethoxy... 204 C9H7F302 085013-98-5 35
5 Dimethyl(bis[(4,8,8-trimethyldec... 500 C32H5602Si 1000364-69-0 35

Abundance Scan 2495 (16.963 min): BF127654.D\data.ms (-2484) (- m/z 81.05 100.00%
81. 189.1

135.0
5000

i A A
2471 3411 4113 17.00

0 m/z 189.05 97.26%
m/z--> 0 50 100 150 200 250 300 350 400 450

Abundance #331419: Epilupeol; 20(29)-Lupen-3alpha-ol, acetate (iso

189.0
430 109.0
5000 M o [T
17.00
m/z 95.80 93.75%
WAL zezsoosss0 e
O\\\l\““\\\ \\\\‘\\HI\ ‘HI\”\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\
miz-> 0 50 100 150 200 250 300 350 400 450
Abundance #80100: Longifolene
91.0
161.0 —
17.00
5000 m/z 79.20 81.57%
0 ‘M”' A “““‘
m/z--> 0 50 100 150 200 250 300 350 400 450 M WNW’\ i W/N\\ %
Abundance #80123: Thujopsene-I3 i ﬂ —
110.0 189.0 17.00
410 m/z 93.10  78.44%
5000
0l LN
miz—> 0 50 100 150 200 250 300 350 400 450 17.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF040622\
Data File : BF127654.D

Acqg On : 06 Apr 2022 18:12
Operator : CG\JU

Sample : N2220-10

Misc

ALS vial : 6 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF040622.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-... 5.193 2.2 ng 63101 1 6.963 578364 20.0
n-Hexadecanoic ... 12.016 2.8 ng 138303 4 11.498 975872 20.0
Behenic alcohol 13.980 6.3 ng 314559 5 14.145 994635 20.0
Triphenylphosph... 14.245 9.5 ng 471927 5 14.145 994635 20.0
Supraene 15.022 2.3 ng 99913 6 15.674 866900 20.0
unknownl16.962 16.962 4.4 ng 192604 6 15.674 866900 20.0
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