LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134340.D

Acqg On : 18 Jul 2023 16:18
Operator : CG\JU

Sample : 03597-12

Misc :

ALS vial : 7 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: BF134340.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.128 3 7 17 rVB 320956 421856 24.71%  3.339%
2 5.081 506 509 518 rVB 19259 25643 1.50% 0.203%
3 5.475 572 576 592 rBV 1399220 1314015 76.97% 10.401%
4 6.481 742 747 763 rBV 1307142 1245213 72.94%  9.856%
5 6.675 775 780 788 rBV 13678 22971 1.35% 0.182%

6 6.840 804 808 816 rBV 515479 440096 25.78%
7 7.398 899 903 906 rBV 973525 807001 47.27%
8 8.116 1021 1025 1031 rBV 802172 613116 35.91%
9 9.192 1204 1208 1211 rBV 2267576 1707260 100.00% 13.

9.304 1224 1227 1236 rVB 24899 25915 1.52%
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11 9.875 1320 1324 1327 rBV 899499 719779 42.16%
12 10.669 1455 1459 1474 rBV 1397062 1228879 71.98%
13 11.369 1574 1578 1581 rBV 973442 790292 46.29%
14 11.433 1587 1589 1594 rVB3 26399 23053 1.35%
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15 11.898 1665 1668 1677 rBV 207913 205179 12.02% 624%
16 12.592 1783 1786 1797 rBV 23399 31397 1.84% 0.249%
17 12.692 1800 1803 1807 rBV2 36583 44213 2.59% ©.350%
18 12.821 1821 1825 1829 rVB 23573 24111 1.41% ©.191%
19 12.963 1845 1849 1853 rBV 1621479 1528415 89.52% 12.098%
20 13.539 1942 1947 1949 rBV3 15461 22971 1.35% 0.182%

21 13.892 2001 2007 2015 rBv4 81680 171006 10.02%
22 14.033 2027 2031 2039 rVB 594985 597497 35.00%
23 14.121 2042 2046 2051 rBV 129626 135281 7.92%
24 14.498 2107 2110 2112 rBv4 22219 22201 1.30%
25 15.539 2282 2287 2296 rVB 348776 466455 27.32%
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Sum of corrected areas: 12633815
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

: 18 Jul 2023 16:18
¢ CG\JU
¢ 03597-12

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
BF134340.D

: 7 Sample Multiplier: 1

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

Quant Title

TIC Library

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

2000000

1500000

1000000

500000

LBOMLHQJ

TIC: BF134340.D\data.ms

5.475
6.481

7.398

6.840

0
Time-->

220240260280300320340360380400420440460480500520540560580600620640660680700720740760

Abundance

2000000

1500000

1000000

500000

TIC: BF134340.D\data.ms
9.192

12.963
10.669

9.875 11.369
8.116

11.898
©.304 11,433 ]L 121599.9%2

0
Time-->

8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12 50 13.00

Abundance

2000000

1500000

1000000

500000

TIC: BF134340.D\data.ms

14.033

15.539

Time-->

T ‘ T T ‘ T T T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T T ‘ T
13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134340.D

Acqg On : 18 Jul 2023 16:18

Operator : CG\JU

Sample : 03597-12

Misc

ALS vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF062623.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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.128 19.17 ng 421856  1,4-Dichlorobenzene-d4 6.840
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 40
3 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
4 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 22

5 Octanal, 7-methoxy-3,7-dimethyl-

186 C11H2202

003613-30-7 17

Abundance Scan 7 (2.128 min): BF134340.D\data.ms (-3) (-) m/z 73.05 100.00%
3.0
5000 43.0
87.0
BT
‘ Lg 0 ‘ 2.202.302.402.50
O et 22 L m/z 43.e0  42.50%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 TTT I T T T[T [ Trri]?
43.0 2.202.302.402.50
’ 87.0 m/z 55.05 30.31%
29.0
M‘ \‘\“ LQ‘O ‘\
O\‘\\\\‘\\\\‘f\f\‘\f\‘f‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 e SamEm———
2.202.302.402.50
5000 41.0 55.0 ITI/Z 87.05 26.41%
27.0
0 H\ ‘m \“ i 1120 1290
b e e e R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- R EaRamEaamEE S
73.0 2.202.302.402.50
m/z 41.00 14.40%
5000 43.0
58.0
29.0 ‘ 87.0
Obrprrthbirrrepter e TR
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 2.202.302.402.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134340.D

Acqg On : 18 Jul 2023 16:18
Operator : CG\JU

Sample : 03597-12

Misc

ALS vial : 7 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 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
11.898 5.19 ng 205179  Phenanthrene-di10 11.369
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tetradecanoic acid 228 C14H2802 000544-63-8 91
3 Tridecanoic acid 214 C13H2602 000638-53-9 90
4 Pentadecanoic acid 242 C15H3002 001002-84-2 87
5 n-Decanoic acid 172 C10H2002 000334-48-5 64
Abundance Scan 1668 (11.898 min): BF134340.D\data.ms (-1665) (- m/z 43.05 100.00%
43.0 73.0
5000 129.1
213.2 = s
‘ ‘ H‘ ‘ 1711 ‘ 256.1 | 11.50 12.00
0 WWHW “‘HM H“‘u “wm‘um‘_‘H_‘m‘w_‘m_m‘_‘ m/z 73.00  97.49%
m/z--> 20 40 60 80 100120140160 180 200 220240 260
Abundance #143511: n-Hexadecanoic acid
73.0
43.0 129.0 256.0
5000 o .
213.0 11.50 12.00
‘ 157.0185.0 m/z 60.00 87.91%
0
m/z--> 20 40 60 80 100120140160 180 200 220 240 260
Abundance #109279: Tetradecanoic acid
73.0
43.0 T [
11.50 12.00
5000 129.0 m/z 41.00 80.93%
185.0
228.0
01‘59“”‘_“‘”1 ‘ ﬂ)\“u‘m_m“‘“5‘_‘H‘mwwluww
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92063: Tridecanoic acid T ]
3
43.0 73.0 11.50 12.00
m/z 54.95 73.49%
5000 129.0
171.0
214.0
0150? = -
m/z--> 20 40 60 80 100120140160 180200 220240260 11.50 12.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134340.D

Acqg On : 18 Jul 2023 16:18
Operator : CG\JU

Sample : 03597-12

Misc

ALS vial : 7 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 3-Eicosene, (E)- Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.892 5.72 ng 171006  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 96
2 1-Nonadecene 266 C19H38 018435-45-5 94
3 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 1-Tricosene 322 C23H46 018835-32-0 93
Abundance Scan 2007 (13.892 min): BF134340.D\data.ms (-2001) (- m/z 55.10 100.00%
5.1
7.0
5000
302.1 P e
‘ 37.14 248.1 376 13.50 14.00
o — \‘\‘ \‘\ LA u‘H bl Hhu muh\ wlmumm b h‘hu T e m/z 43.10 99.21%
miz--> 50 100 150 200 250 300 350
Abundance #173731: 3-Eicosene, (E)-
57.0
7.0
5000 — ——
13.50 14.00
m/z 57.00  93.23%
04 ‘\ ‘H\“ “} ) ‘\1\8\2\0‘2\2\4\0\‘ \2\8(\)\0‘ LI B
miz--> 50 100 150 200 250 300 350
Abundance #155960: 1-Nonadecene
41.0
— ——
83.0 13.50 14.00
5000 m/z 83.10 80.98%
LT
L AH‘\‘_L gsso w0
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane — —
57.0 13.50 14.00
97.0 m/z 69.10 78.02%
g | ||| 1150 1080 2690 a0
gl “‘ P e P —
m/z--> 50 100 150 200 250 300 350 13.50 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134340.D

Acqg On : 18 Jul 2023 16:18
Operator : CG\JU

Sample : 03597-12

Misc

ALS vial : 7 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 4 Triphenylphosphine oxide Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.121 4.53 ng 135281  Chrysene-di12 14.033
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 97
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 52
3 (Carbethoxymethyl)-triphenylphos... 428 C22H22BrO2P 001530-45-6 50
4 3-(3,4-Dichlorophenyl)-2-thioxo-... 277 C9H5C12NOS2 017046-34-3 43
5 Benzoic acid, 2-(diphenylphosphi... 306 C19H1502P 017261-28-8 38
Abundance Scan 2046 (14.121 min): BF134340.D\data.ms (-2042) (|  m/z 277.05 100.00%
277.1
5000 ﬂ\
77.0 . ——r
| ‘ 1521 | H 14.00 14.50
0br bbb A ) 3262 3790 008 10 33.76%
m/z--> 50 100 150 200 250 300 350 400
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 . S
152.0 14.00 14.50
m/z 76.95 22.66%
O \‘\‘\‘\“‘\H\m‘\\‘ ‘\‘\Mh\“\ ““\‘h\“\‘\\\\‘\\\\‘\\\\’\\\\‘\
m/z--> 50 100 150 200 250 300 350 400
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 198.95 21.41%
o 183.0
Jaol L 20 | lmeo |
m/z--> 50 100 150 200 250 300 350 400
Abundance #317051: (Carbethoxymethyl)-triphenylphosphonium bro yoto ey ol
277.0 14.00 14.50
m/z 201.00 17.88%
5000
770 199.0
31.0 152.0 ‘
1 T NS SR N
m/z--> 50 100 150 200 250 300 350 400 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF071823\
Data File : BF134340.D

Acqg On : 18 Jul 2023 16:18
Operator : CG\JU

Sample : 03597-12

Misc

ALS vial : 7 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|
Butane, 2-metho... 2.128 19.2 ng 421856 1 6.840 440096 20.0
n-Hexadecanoic ... 11.898 5.2 ng 205179 4 11.369 790292 20.0
3-Eicosene, (E)- 13.892 5.7 ng 171006 5 14.033 597497 20.0
Triphenylphosph... 14.121 4.5 ng 135281 5 14.033 597497 20.0
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