LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP@32922\
Data File : BP0@9615.D

Acqg On : 30 Mar 2022 02:54
Operator : CG/JU

Sample : N2158-01 10X

Misc :

ALS Vvial : 21  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_ P\Methods\8270E-BP031722.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Signal : TIC: BP@@9615.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 5.375 398 406 420 rBV 238003 491555  3.63% 1.147%
2 6.969 671 677 691 rBvV 164185 428659 3.16% 1.000%
3 7.763 805 812 829 rBV 956356 1755258 12.96% 4.096%
4 8.934 1004 1011 1019 rBV2 102778 254258 1.88% 0.593%
5 10.557 1276 1287 1305 rBV 1263479 2532215 18.69% 5.908%
6 13.033 1701 1708 1721 rBV 479759 855638 6.32% 1.996%
7 14.416 1936 1943 1950 rBV 2054618 3339387 24.65% 7.792%
8 15.921 2193 2199 2208 rBV 324010 617572  4.56% 1.441%
9 16.151 2233 2238 2247 rBV 124663 269877 1.99% 0.630%
10 16.951 2370 2374 2378 rBV2 98860 136569 1.01% 0.319%

11 17.180 2407 2413 2418 rBV 2376554 3855033 28.45%
12 17.863 2525 2529 2534 rBV 446811 549919 4.06%
13 18.092 2564 2568 2574 rVB3 98252 203689 1.50%
14 18.968 2713 2717 2720 rBV2 1341949 1769215 13.06%
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15 19.004 2720 2723 2727 rVB2 1340020 1640079 12.11% 827%
16 19.133 2742 2745 2750 rVB 289718 340862 2.52% 0.795%
17 19.21@ 2754 2758 2765 rVB 444667 744159  5.49% 1.736%
18 19.557 2814 2817 2821 rVB 323354 421807 3.11% 0.984%
19 19.757 2847 2851 2856 rBV 915902 1172085 8.65% 2.735%
20 21.298 3108 3113 3118 rBV 2880544 4006066 29.57%  9.347%

21 21.409 3127 3132 3148 rVB 8578207 13547876 100.00% 31.611%
22 23.692 3517 3520 3528 rVB2 1974607 3926046 28.98% 9.161%

Sum of corrected areas: 42857824
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 30 Mar 2022 02:54
: CG/IU
: N2158-01 10X

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032922\
BP009615.D

: 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.M

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1e+07

8000000

6000000

4000000

2000000

TIC: BP009615.D\data.ms

10.557

7.763
5.375 6.969 A 8.934

0

Time--> 3.00 350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 1050 11.00 11.50

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BP009615.D\data.ms

17.180
14.416 jrssfenii) 19.757

13.033

0
Time-->
Abundance

1e+07

8000000

6000000

4000000

2000000

0

12.00 1250 13.00 13.50 14.00 1450 15.00 1550 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00

TIC: BP009615.D\data.ms
21.409

21.298
23.692

Time--> 20.50 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_P\Data\BP032922\
Data File : BP0@9615.D

Acqg On : 30 Mar 2022 02:54
Operator : CG/JU

Sample : N2158-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Hexadecanoic acid, methyl e... Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
17.863 2.85 ng 549919  Phenanthrene-d10 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Hexadecanoic acid, methyl ester 270 C17H3402 000112-39-0 98
2 Pentadecanoic acid, 14-methyl-, ... 270 C17H3402 005129-60-2 97
3 Methyl tetradecanoate 242 C15H3002 000124-10-7 93
4 Tridecanoic acid, methyl ester 228 C14H2802 001731-88-0 87
5 Pentadecanoic acid, methyl ester 256 C16H3202 007132-64-1 86

Abundance Scan 2529 (17.863 min): BP009615.D\data.ms (-2525) (-  m/z 74.00 100.00%

74.0
5000
— ——
‘ h | 1431 2272 17.50 18.00
I
ob kil L Ly 4 325,3389.3 4763 5481, g7 09 69.97%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161212: Hexadecanoic acid, methyl ester
74.0
5000 — —
17.50 18.00
143.0 m/z 43.00  29.30%
‘ ‘ ‘ 227.0
O\\\\l‘J\J\‘\li‘\i“\‘l\‘\\“\\‘\‘\“\\‘\‘\‘\}\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #161236: Pentadecanoic acid, 14-methyl-, methyl ester
74.0
— —r
17.50 18.00
5000 m/z 55.0  24.41%
L, 250 2o
T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126208: Methyl tetradecanoate “ —
74.0 17.50 18.00
m/z 41.05 22.31%
- A\,/J\%/\“/
L 250 2
0 bbb T - —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.50 18.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032922\
Data File : BP0@9615.D

Acqg On : 30 Mar 2022 02:54
Operator : CG/JU

Sample : N2158-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 9,12-Octadecadienoic acid, ... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
18.968 9.18 ng 1769220  Phenanthrene-d10 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9,12-Octadecadienoic acid, methy... 294 C19H3402 002566-97-4 99
2 10,13-Octadecadienoic acid, meth... 294 C19H3402 056554-62-2 99
3 9,12-Octadecadienoic acid (Z,Z)-... 294 C19H3402 000112-63-0 99
4 9,12-Octadecadienoic acid (Z,Z)- 280 C18H3202 000060-33-3 99
5 9,15-Octadecadienoic acid, methy... 294 C19H3402 017309-05-6 99

Abundance Scan 2717 (18.968 min): BP009615.D\data.ms (-2713) (- m/z 67.00 100.00%
67.0

5000

.

“FH 196.1 2631326 1386.3  470.2528.4 19.00
O HlH"IH‘mwm‘u\‘\m‘\m‘\m‘uu“ m/z 81.00 89.55%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #191926: 9,12-Octadecadienoic acid, methyl ester, (E,E)-
67.0

%

5000
19.00

m/z 55.00  59.86%

P 5.0
262.0
O ‘ TTT “M\ “ ”\"‘ =T \ll\ ‘} \l\ T ‘ TTTT ‘ \ TT \ ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ TTTT ‘ T

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #191908: 10,13-Octadecadienoic acid, methyl ester
67.0

-

19.00
5000 m/z 95.05 57.09%

294.0

0! HIHS" Ly 2200 ‘ ‘

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #191919: 9,12-Octadecadienoic acid (Z,Z)-, methyl ester
67.0 19.00

m/z 41.05 49.45%

%

5000

50.0 294.0
0 ‘Hnm xlh‘lymh (442200 |

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00

-
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032922\
Data File : BP0@9615.D

Acqg On : 30 Mar 2022 02:54
Operator : CG/JU

Sample : N2158-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 9-Octadecenoic acid (Z)-, m... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
19.004 8.51 ng 1640080 Phenanthrene-d10 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 9-Octadecenoic acid (Z)-, methyl... 296 C19H3602 000112-62-9 99
2 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 99
3 15-Octadecenoic acid, methyl ester 296 C19H3602 004764-72-1 99
4 9-Octadecenoic acid, methyl ester 296 C19H3602 002462-84-2 99
5 16-Octadecenoic acid, methyl ester 296 C19H3602 056554-49-5 99

Abundance Scan 2723 (19.004 min): BP009615.D\data.ms (-2720) (-  m/z 55.10 100.00%

55.1
5000
W), | s B0
0 “‘ LR u"lw'wh b b 3200 3974 47635352 n/7 69.10  73.92%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194440: 9-Octadecenoic acid (Z)-, methyl ester
55.0
5000 — :
19.00
m/z 74.00 73.36%
‘ 264.0
O\\‘\“ ‘\H\\‘H“l\ﬂ‘\l‘l\‘JI\J“‘A\"\\\‘\\‘l\\‘\“\\\l‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194420: 13-Octadecenoic acid, methyl ester
55.0
P
19.00
5000 ITI/Z 83.10 60.40%
264.0
3.0180.0 ‘
oul‘“HMMuﬂﬁ"ﬁ'«%w‘mW\‘H_HWm,uu_m_uw
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #194417: 15-Octadecenoic acid, methyl ester —— !
55.0 19.00
m/z 41.10 59.57%
5000
264.0
il |
oHH‘MMu\hW"uJ"“fhw‘HuW‘H‘mwuu‘m‘_m_uw —
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032922\
Data File : BP0@9615.D

Acqg On : 30 Mar 2022 02:54
Operator : CG/JU

Sample : N2158-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 Benzene, 1,1'-(1,3-butadiyn... Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
19.209 3.86 ng 744159  Phenanthrene-die 17.180
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Fluoranthene 202 Cl6H10 000206-44-0 96
2 Pyrene 202 Clé6H1e 000129-00-0 93
3 Benzene, 1,1'-(1,3-butadiyne-1,4... 202 C1l6H10 000886-66-8 76
4 1,4-Pentadiyn-3-one, 1,5-diphenyl- 230 C17H100 015814-30-9 50
5 Succinic acid, 2-methylpent-3-yl... 303 C17H21NO4 1000389-81-1 42

Abundance Scan 2758 (19.210 min): BP009615.D\data.ms (-2754) (-  m/z 202.10 100.00%

202.1
5000
P Y
55.1 61 - 19.00 19.50
Obr LA LZSE L |, 26413261 44025063 ;o009 00  19.82%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78090: Fluoranthene
202.0
5000 = =
19.00 19.50
101.0 m/z 203.10 16.32%
0 39'01‘1 I I
‘\\\\[\\\\[1!\1[1\\\ \\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #78083: Pyrene
202.0
P e
19.00 19.50
5000 m/z 201.10  14.68%
101.0
oh.39.0 ,
R AR AR RN RN R R PRy
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance  #78094: Benzene, 1,1'-(1,3-butadiyne-1,4-diyl)bis- ‘ ——
202.0 19.00 19.50
m/z 55.10 12.97%
- JJ\MV
101.0
39.0
O v et e e e e —r— —r—
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 19.00 19.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032922\
Data File : BP0@9615.D

Acqg On : 30 Mar 2022 02:54
Operator : CG/JU

Sample : N2158-01 10X

Misc

ALS vial : 21 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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 (E)-7-Benzylidene-1-azabicy... Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.409 67.64 ng 13547900  Chrysene-d12 21.298
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
2 Triphenylphosphine oxide 278 C18H150P 000791-28-6 83
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 37
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 28

5 Thiophene-3-carbonitrile, 4-(4-m... 277 C13H11NO2S2 1000268-75-0 9

Abundance Scan 3132 (21.409 min): BPO09615.D\data.ms (-3127) (- m/z 277.10 100.00%

277.1
5000
77.0 199.0 ——
‘ 139)1 \ H 2150
b AL UL L 3400 4132 5155 5 278,10 33.55%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
5000 2150
77.0 :
183.0 m/z 199.00  19.23%
OJMWHWH“}\IL‘WW \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
—=
51.0 21.50
5000 199.0 ITI/Z 201.00 18.94%

o

| g
v [, ““.Hmhn iy \ I

ST BRI Y N SO

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550

Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy —7
277.0 21.50

m/z 77.00  18.26%

o

5000

7.0 183.0

0 | L\M L MU| ‘

—7
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50

—
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP032922\
Data File : BP0O@9615.D

Acqg On : 30 Mar 2022 02:54
Operator : CG/JU

Sample : N2158-01 10X

Misc

ALS Vvial : 21  Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP031722.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|
Hexadecanoic ac... 17.863 2.9 ng 549919 4 17.180 3855030 20.0
9,12-Octadecadi... 18.968 9.2 ng 1769220 4 17.180 3855030 20.0
9-Octadecenoic ... 19.004 8.5 ng 1640080 4 17.180 3855030 20.0
Benzene, 1,1'-(... 19.209 3.9 ng 744159 4 17.180 3855030 20.0
(E)-7-Benzylide... 21.409 67.6 ng 13547900 5 21.298 4006070 20.0
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