LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130988.D

Acqg On : 04 Nov 2022 12:53

Operator : CG\JU

Sample : N5272-02 :
Misc : 20221103-COMP-02

ALS vial : 5 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-BF102722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BF130988.D\data.ms

peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.299 27 36 42 rvB 723851 959932 35.65% 4.507%
2 2.404 49 54 63 rBv 55708 73029 2.71% 0.343%
3 5.157 517 522 533 rVB 340270 453151 16.83% 2.128%
4 5.539 582 587 590 rBV 2341915 2567753 95.35% 12.056%
5 6.539 751 757 760 rBV 2287983 2650717 98.43% 12.445%
6 6.910 816 820 824 rBV 779746 652870 24.24%  3.065%
7 7.475 910 916 919 rBV 1455901 1693821 62.90% 7.952%
8 8.198 1033 1039 1042 rBV 871418 873419 32.43% 4.101%
9 9.275 1215 1222 1225 rBV 2782141 2693026 100.00% 12.644%
10 9.957 1332 1338 1342 rVB 1074444 977186 36.29% 4.588%
11 10.751 1466 1473 1476 rBV 2036067 1934949 71.85% 9.085%
12 11.321 1563 1570 1574 rBV 26995 29372 1.09% 0.138%
13 11.386 1577 1581 1587 rVV 36538 49082 1.82% 0.230%
14 11.451 1587 1592 1596 rVV 1186343 1011716 37.57% 4.750%
15 11.516 1600 1603 1607 rVB 65464 51621 1.92% 0.242%
16 12.233 1721 1725 1734 rBV3 51022 73854 2.74% 347%

17 13.045 1858 1863 1866 rBV 2625624 2347027 87.15% 1
18 14.004 2020 2026 2036 rBV2 156003 464691 17.26%

OwWNEO
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19 14.104 2039 2043 2046 rVB 842393 829041 30.78% 892%
20 14.192 2052 2058 2064 rBV 91515 118110 4.39% 555%
21 14.957 2185 2188 2193 rVB 88061 100544 3.73% 0.472%
22 15.227 2231 2234 2238 rBV2 26834 35495 1.32% 0.167%

23 15.609 2293 2299 2306 rBV 548594 658836 24.46%  3.093%

Sum of corrected areas: 21299242
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 04 Nov 2022 12:53
¢ CG\JU
: N5272-02

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
BF130988.D

20221103-COMP-02

: 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2500000

2000000

1500000

1000000

500000

0
Time-->

TIC: BF130988.D\data.ms
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7.475
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Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF130988.D\data.ms
9.275 13.045

10.751

11.451
9.957

8.198

L 11.33¢ep16 12.233 {

0
Time-->
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Abundance

2500000

2000000

1500000

1000000

500000

TIC: BF130988.D\data.ms

14.104

14.0 14.957 45 207

Time-->
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130988.D

Acqg On : 04 Nov 2022 12:53

Operator : CG\JU

Sample : N5272-02 :
Misc : 20221103-COMP-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Butane, 2-methoxy-2-methyl- Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
2.299 29.41 ng 959932  1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 39
3 Silane, tetramethyl- 88 C4H12Si 000075-76-3 35

4 Borane, dimethoxy- 74 C2H7B02 004542-61-4 9
5 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 9

Abundance  Scan 36 (2.299 min): BF130988.D\data.ms (-27) (-) m/z 73.05 100.00%

73.0
5000 43.0
e A ERaLa s Ea e
‘ J 881 220 240 260
Ol il 580 1L 881 7 a3.e5  47.16%
m/z--> 0 20 40 60 80 100 120
Abundance #5054 Butane, 2-methoxy-2-methyl-
73.0
5000 L LA e

430 220 240 2.60
m/z 55.05 31.12%

27,0 ‘ 8$O
0\‘\\\\‘\“1\\“\\\\’\\\‘\’\\\\‘\\\\‘\\\\
m/z--> 0 20 80 100 120
Abundance #15764. 2,2,4—Tr|methy|—3—pentano|
73.0

220 240 2.60

5000 55.0 m/z 87.10 26.74%
39
0 Ll ‘ A ‘H‘ 88.0  112.0 129.0
“‘,“
miz-> 0 20 40 80 100 120
Abundance #2245: S|Iane, tetramethyl- B e
73.0 220 240 2.60

m/z 41.05 14.79%

5000

43.0

15‘.0 \‘\ H 580 ‘\ 880
O e el PR TR B R A

m/z--> 0 20 40 60 80 100 120 220 240 2.60

8270-BF102722.M Mon Nov 07 11:32:20 2022 Page: 3



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130988.D

Acqg On : 04 Nov 2022 12:53

Operator : CG\JU

Sample : N5272-02 :
Misc : 20221103-COMP-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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 Propane, 1,1-dimethoxy- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
2.404 2.24 ng 73029 1,4-Dichlorobenzene-d4 6.910

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 74
2 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 9
3 2-Hydrazinoethanol 76 C2H8N20 000109-84-2 9
4 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro02 005267-73-2 9
5 2-Hexene, 1-(1l-ethoxyethoxy)-, (E)- 172 C10H2002 054484-66-1 9

Abundance  Scan 54 (2.404 min): BF130988.D\data.ms (-49) (-) m/z 75.10 100.00%

781
45.1
5000
e R e
9.1 103.0 2.20 240 2.60 2.80
0 m_m_m,uH_m“1‘”‘_ﬁu‘lmmmwwwm m/z 73.10  72.52%
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
29.
5000 9.0 45.0 L T
2.20 240 2.60 2.80
m/z 45.10 52.10%
0 \“\“ ‘\‘ ‘ 5\90 Wl 88.0 103.0
\H‘HH‘\H\’\\H‘\\H‘1\\1‘H\\‘\H\‘\H\‘\\H‘H\\‘H\\‘\
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #820: Thiocyanic acid, methyl ester
73.0
s
150 45.0 2.20 240 2.60 2.80
5000 > m/z 41.10  32.92%
32.0 58.0
ob20tl bl L
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110
Abundance #1058: 2-Hydrazinoethanol TR T
45.0 2.20 240 2.60 2.80
m/z 47.10  25.79%
5000
31.0 76.0
18.0 59.0
0 \H‘HH‘\H}’H\‘M‘?\H“\‘\1\‘H\\‘\H\‘\\1\‘\\\\‘\\\\‘\\\\‘\ et
m/z--> 0 10 20 30 40 50 60 70 80 90 100 110 220 2.40 2.60 2.80
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Data Path :
Data File :

Acqg On
Operator
Sample
Misc

ALS vial

Quant Method
Quant Title

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\

BF130988.D
: 04 Nov 2022 12:53
: CG\JU
: N5272-02
: 5 Sample Multiplier: 1

TIC Library

: C:\Database\NIST20.L

20221103-COMP-02

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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-hydroxy-4-me... Concentration Rank 2

R.T. EstConc Area Relative to ISTD R.T.
5.157 13.88 ng 453151 1,4-Dichlorobenzene-d4 6.910
Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
4 1-Propen-2-o0l, acetate 100 C5H802 000108-22-5 12
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 10

Abundance Scan 522 (5.157 min): BF130988.D\data.ms (-517) (-) m/z 43.05 100.00%
43.0
5000
1011 L L LA BRI B R B
‘ 4.80 5.00 5.20 5.40
bl etl®70 i e 289 m/z 59.10 58.07%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L S AL B A BN B
4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.89%
0\‘\‘\“\\“h\\\w“\\\.\“\\\\“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #9539: Propane, 2-methyl-2-(1-methylethoxy)-
59.0
R REREEREEE
4.80 5.00 5.20 5.40
5000 m/z 58.00  14.49%
29.0 101.0
N Y SRR
m/z--> 20 40 60 80 100 120 140 160 180 200

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester R RAAaaREEAEES
59.0 4.80 5.00 5.20 5.40
m/z 41.05 9.16%
5000
O 3 \‘H ‘ 12\6.0
R e R A AA AP
m/z--> 20 40 60 80 100 120 140 160 180 200 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\

Data File : BF130988.D

Acqg On : 04 Nov 2022 12:53

Operator : CG\JU

Sample : N5272-02 :
Misc . 20221103-COMP-02

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: 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 n-Nonadecanol-1 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
14.004 11.21 ng 464691  Chrysene-di12 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Nonadecanol-1 284 C19H400 001454-84-8 95
2 Pentafluoropropionic acid, penta... 374 C18H31F502 959092-08-1 94
3 1-Hexacosene 364 C26H52 018835-33-1 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93

Abundance Scan 2026 (14.004 min): BF130988.D\data.ms (-2020) (- m/z 43.10 100.00%
43.1
83.1
5000
TZSJ 5456 ]
168.2206.9 :
ol 1y ‘ ! u“\ i w“u [ R E R ‘2‘9“2;1‘ R m/z 57.10  97.85%
m/z--> 50 100 150 200 250 300 350
Abundance #179253: n-Nonadecanol-1
83.0
43.0
5000 ——
14.00
25.0 m/z 55.05 96.12%
L sse0 zaso0
05 — ‘\“‘\ T \H‘ ‘\‘\“\‘1 ““\”\ B 7 LA O B W
m/z--> 50 100 150 200 250 300 350
Abundance #282680: Pentafluoropropionic acid, pentadecyl ester
57.0
7.0 S :
14.00
5000 m/z 83.10 76.34%
39.0 210.0
tsg LLLLLL B0 210050 asmo
m/z--> 50 100 150 200 250 300 350
Abundance #273800: 1-Hexacosene o
57.0 97.0 14.00
m/z 97.05 72.05%
5000
39.0
o LLLLLLLTT 1m0 20 2020 - ses: A
miz--> 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\BF110422\
Data File : BF130988.D
Acqg On : 04 Nov 2022 12:53
Operator : CG\JU
Sample : N5272-02 :
Misc 20221103-COMP-02

ALS vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 5K 5k 3 5K 5k 3k 5K 5K 3 3k 5k 3k 3k 5k 3k 3k 5K 3k 3k 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3K 5K 5k 3 5K ok 3 5K 5k 3 5K >k 3k 5K 5k 3 5k >k 3k 5K >k 3k >k ok %k >k >k %k >k >k kK kk
Peak Number 5 Triphenylphosphine oxide Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
14192  2.85ng 118110 Chrysene-di2 14.104
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 ClsHisOP 000791-28-6 95

1000483-83-4 91
015990-54-2 50
036682-12-9 47
299962-12-2 23

2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P
4 Cobalt, (.eta.<5>-2,4-cyclopentad... 277 C16H15BCo
5 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15N0O2

m/z 277.10 100.00%

Abundance Scan 2058 (14.192 min): BF130988.D\data.ms (-2052) (-
27

VA1

5000
77.0 199.0
152.1 . P o
2 ‘ 114.9 5‘ ‘ H 14.00 14.50
ol 20 L M L Lz 278.18 36.65%
miz--> 50 100 150 200 250 300
Abundance #171173: Triphenylphosphine oxide
277.0
5000 e —
14.00 14.50
m/z 77.05 30.24%
77.0 152.0 199.0
0+ :\39\0“ T \‘\ T ‘115\-0\ T ““.\ t \M\ U‘\ LA ‘\ -
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
apabagaripab Pty
14.00 14.50
5000 m/z 51.00  26.25%
77.0
1520183.0
ok ?%QJ“ “‘Jqﬁﬂw‘ M‘Z?QQ b
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy
277.0 14.00 14.50
m/z 199.00 22.50%
5000
77.0 183.0
Lo o]
) FENRRNER AN W v AN MR NN B MNEY SN
m/z--> 50 100 150 200 250 300 14.00 14.50
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Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130988.D

Acqg On : 04 Nov 2022 12:53

Operator : CG\JU

Sample : N5272-02

Misc

ALS vial : 5

Quant Method
Quant Title

TIC Library

Library Search Compound Report

Sample Multiplier: 1

: C:\Database\NIST20.L

20221103-COMP-02

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Supraene Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
14.957  3.05ng 100544 Perylene-diz 15.609
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 supraene a0 CoHse 007683-64-9 90

. 208 (C14H240
231 C16H25N
248 C17H280
222 C15H260

125529-10-4 72
006006-01-5 72
066408-55-7 72
000106-28-5 64

1S

2 7,11-Dimethyldodeca-2,6,10-trien..
3 3,7,11-Tridecatrienenitrile, 4,8...
4 4,8,12-Tetradecatrienal, 5,9,13-...
5 trans-Farnesol

Abundance Scan 2188 (14.957 min): BF130988.D\data.ms (-2185) (- m/z 69.10 100.00%

69.1
5000
—r—
137.0 200.9 15.00
ol i bid iy 2009 2648 3413 g1 1p  51.92%
m/z--> 50 100 150 200 250 300 350 400
Abundance #308259: Supraene
69.0
5000 T
15.00
m/z 41.10 27.49%
137.0
027.”“”“\H yf, 1910 273.0 341.0 410.
\\\‘\\\‘\\\\‘\\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
—
15.00
5000 m/z 95.10 12.49%
137.0
D
0-7-4193-0 mej\ww
m/z--> 50 100 150 200 250 300 350 400
Abundance #112863: 3,7,11-Tridecatrienenitrile, 4,8,12-trimethyl- —
69.0 15.00
m/z 68.05 10.80%
5000
4 136.0
)
o ] seozsto e e
m/z--> 50 100 150 200 250 300 350 400 15.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110422\
Data File : BF130988.D

Acqg On : 04 Nov 2022 12:53

Operator : CG\JU

Sample : N5272-02 :
Misc : 20221103-COMP-02

ALS vial : 5 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF102722.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... 2.299 29.4 ng 959932 1 6.910 652870 20.0
Propane, 1,1-di... 2.404 2.2 ng 73029 1 6.910 652870 20.0
2-Pentanone, 4-... 5.157 13.9 ng 453151 1 6.910 652870 20.0
n-Nonadecanol-1 14.004 11.2 ng 464691 5 14.104 829041 20.0
Triphenylphosph... 14.192 2.9 ng 118110 5 14.104 829041 20.0
Supraene 14.957 3.0 ng 100544 6 15.609 658836 20.0
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