LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131029.D

Acqg On : 05 Nov 2022 20:25

Operator : CG\JU

Sample : N5378-05 :

Misc : SB-16-20221028-10.5-11.5-A

ALS Vvial : 16 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: BF131029.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min  scan scan scan TY height area % max. total
1 2.193 11 18 27 rVB 493543 620523 33.13% 4.694%
2 2.299 32 36 46 rVB 34775 48606 2.60% 0.368%
3 5.128 512 517 526 rVB 217202 248400 13.26% 1.879%
4 5.522 579 584 587 rBV 1663192 1528062 81.58% 11.559%
5 6.528 749 755 758 rBV 1616599 1627793 86.91% 12.314%

6 6.904 815 819 822 rVB 465918 407274 21.74% 3

7 7.463 909 914 917 rBV 1121064 1104760 58.98% 8

8 8.092 1017 1021 1030 rBV2 27280 57068 3.05% ©0.432%

9 8.186 1033 1037 1040 rBV 786497 646318 34.51% 4
9.263 1215 1220 1223 rBV 2307194 1872972 100.00% 14.169%

11 9.375 1235 1239 1250 rVB 49955 54790 2.93%
12 9.945 1332 1336 1340 rBV 866258 699457 37.34%
13 10.739 1466 1471 1474 rBV 1391308 1153108 61.57%
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14 11.439 1586 1590 1593 rBV 724170 596960 31.87% 516%
15 11.504 1598 1601 1605 rVB2 27836 27285 1.46% 206%
16 12.533 1771 1776 1780 rVB 79329 68616 3.66% 0.519%
17 12.886 1831 1836 1839 rBV 29565 33908 1.81% 0.257%
18 13.027 1856 1860 1863 rBV 1511603 1282947 68.50% 9.705%
19 14.004 2018 2026 2032 rBV7 16893 53087 2.83% 0.402%
20 14.086 2032 2040 2043 rBV 425473 403550 21.55% 3.053%
21 14.180 2051 2056 2060 rBV 68355 71109 3.80% 0.538%
22 15.139 2213 2219 2222 rBV 31325 45871 2.45% 0.347%
23 15.515 2278 2283 2290 rBV 28091 41514 2.22% 0.314%
24 15.586 2290 2295 2303 rBV 320212 409949 21.89% 3.101%
25 16.056 2371 2375 2380 rVB2 17739 26569 1.42% 0.201%
26 16.586 2459 2465 2472 rBV3 16889 33952 1.81% 0.257%
27 17.209 2564 2571 2577 rBV5 13969 30658 1.64% 0.232%
28 17.939 2690 2695 2700 rBVS5 12195 24147 1.29% 0.183%
Sum of corrected areas: 13219253
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131029.D

Acqg On : 05 Nov 2022 20:25

Operator : CG\JU

Sample : N5378-05 :

Misc : SB-16-20221028-10.5-11.5-A

ALS vial : 16 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

Abundance TIC: BF131029.D\data.ms
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Abundance TIC: BF131029.D\data.ms
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Abundance TIC: BF131029.D\data.ms
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\

Data File : BF131029.D

Acqg On : 05 Nov 2022 20:25

Operator : CG\JU

Sample : N5378-05 :

Misc SB-16-20221028-10.5-11.5-A
ALS vial : 16 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 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
2.193 30.47 ng 620523 1,4-Dichlorobenzene-d4 6.904
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 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 37
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 12
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
Abundance  Scan 18 (2.193 min): BF131029.D\data.ms (-11) (-) m/z 73.10 100.00%
73.1
5000 43.0 j\
87-1 T ‘ L R ‘ T T T T ‘ T
‘ Lg 0 ‘ 2.20 2.40 2.60
Obr et b e m/z 43.05  43.09%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #5054: Butane, 2-methoxy-2-methyl-
73.0
5000 L e L s S
2.20 2.40 2.60
43.0 .
87.0 m/z 55.10 30.10%
29.0
M‘ \‘\“ %9\0 ‘ |
0 \‘H\\‘HH‘f\f\‘\f\‘f‘HH‘\H\’\H\‘HH‘\H\‘\H\‘HH‘\H\
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 VAR N -
2.20 2.40 2.60
5000 410 550 m/z 87.10  25.73%
27.0
N A1 112.0 1290
AR L R o e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #2307: 1,3-Dioxolane, 2-methyl- P
73.0 2.20 2.40 2.60
m/z 41.10 14.44%
5000 43.0
58.0
Obrprrthbirrre e /AR A SN
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131029.D

Acqg On : 05 Nov 2022 20:25

Operator : CG\JU

Sample : N5378-05 :

Misc SB-16-20221028-10.5-11.5-A

ALS vial : 16 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 5
R.T. EstConc Area Relative to ISTD R.T.
2.299 2.39 ng 48606 1,4-Dichlorobenzene-d4 6.904
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Propane, 1,1-dimethoxy- 104 C5H1202 004744-10-9 64
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12
3 1,3-Dioxolane, 2-(1-bromoethyl)- 180 C5H9Bro02 005267-73-2 9

4 Thiocyanic acid, methyl ester 73 C2H3NS 000556-64-9 7
5 Glycine 75 C2H5NO2 000056-40-6 4

Abundance  Scan 36 (2.299 min): BF131029.D\data.ms (-32) (-) m/z 75.10 100.00%

78.1
5000 45.1
s mana o
‘ 220 240 260
O M e m/z 73.10  71.99%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #5400: Propane, 1,1-dimethoxy-
75.0
5000 290 L s
220 240 260
.0 m/z 45.10  46.44%
I ™
0 {\‘\\\‘\“\\w}‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #4994: Pentane, 3-methoxy-
73.0
S Mman mana o
220 240 260
5000 m/z 41.00  29.99%
45.0
27.0
0‘_‘1“”““"‘M"wh‘H‘1‘0‘1(9‘“HH‘HH‘HH‘H
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55143: 1,3-Dioxolane, 2-(1-bromoethyl)- - A T
73.0 220 240 260
m/z 47.10 24.78%
5000
45.0
27.0
ob el o 107.0 135.0 179.0 Ayl
e e
m/z--> 20 40 60 80 100 120 140 160 180 220 240 260
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131029.D

Acqg On : 05 Nov 2022 20:25

Operator : CG\JU

Sample : N5378-05 :

Misc : SB-16-20221028-10.5-11.5-A

ALS vial : 16 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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.128 12.20 ng 248400 1,4-Dichlorobenzene-d4 6.904

Hit# of 5 Tentative ID MW MolForm CASH# Qual

1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 37
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 28
4 2,3-Butanedione, monooxime 101 C4H7NO02 000057-71-6 27
5 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 12
Abundance Scan 517 (5.128 min): BF131029.D\data.ms (-512) (-) m/z 42.95 100.00%
43.0
59.1
5000
1011 4.80 5.00 5.20 5.40
- 83.0 . 59.16  55.63
Ot e e e e e m/z 59.10 55.63%
m/z--> 20 30 40 50 60 70 80 90 100110120130140
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 59.0 T T T T T T
4.80 5.00 5.20 5.40
101.0 m/z 101.10  17.33%
0 29'\0 L m‘ 83\'0
H‘H\\‘HH‘HH‘HH‘\H\‘HH‘HH‘HH‘HH‘HH‘\\H‘HH‘HH‘
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester
59.0
AR R
4.80 5.00 5.20 5.40
5000 41.0 m/z 58.10 13.18%
0 Il 730 126.0 1420
e e e e e e
m/z--> 20 30 40 50 60 70 80 90 100110120130 140
Abundance #9310: Acetic acid, 1,1-dimethylethyl ester T e
43.0 4.80 5.00 5.20 5.40
m/z 41.05 8.85%
5000 57.0
29.0
‘ 101.0
O‘“H“w“m“Hu‘u‘m‘mWm"HH‘HH“HH‘mwm‘mwmw R e e R
mlz--> 20 30 40 50 60 70 80 90 100110120130140 4.80 5.00 5.20 5.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131029.D

Acqg On : 05 Nov 2022 20:25

Operator : CG\JU

Sample : N5378-05 :

Misc : SB-16-20221028-10.5-11.5-A

ALS vial : 16 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 4 trans-13-Octadecenoic acid,... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
12.533 2.30 ng 68616 Phenanthrene-die 11.439
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 trans-13-Octadecenoic acid, meth... 296 C19H3602 1000333-61-3 94
2 10-Octadecenoic acid, methyl ester 296 C19H3602 013481-95-3 94
3 13-Octadecenoic acid, methyl ester 296 C19H3602 056554-47-3 91
4 14-Octadecenoic acid, methyl ester 296 C19H3602 056554-48-4 90
5 Cyclopropaneoctanoic acid, 2-hex... 282 C18H3402 010152-61-1 83

Abundance Scan 1776 (12.533 min): BF131029.D\data.ms (-1771) (- m/z 55.10 100.00%

58.1
5000 97.1
U \

Uil i =
N il
B

miz--> 50 100 150 200 250 300
Abundance  #194454: trans-13-Octadecenoic acid, methyl ester
55.0
T ‘

5000
97.0 12.50
m/z 69.00  51.06%

264.0
138 0 180 0 222.0
15.0 T W
miz-—-> 50 100 150 200 250 300
Abundance #194419: 10-Octadecenoic acid, methyl ester
55.0

12.50
m/z 43.10 48.92%

o

o

5000
264.0
miz--> 50 100 150 200 250 300
Abundance #194426: 13-Octadecenoic acid, methyl ester — ‘

12.50
m/z 74.00  48.82%

5000

264.0

23.0 180.0 222.0

m/z--> 50 100 150 200 250 300 12.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131029.D

Acqg On : 05 Nov 2022 20:25

Operator : CG\JU

Sample : N5378-05 :

Misc : SB-16-20221028-10.5-11.5-A

ALS vial : 16 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 5 1-Pentadecanethiol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
14.004 2.63 ng 53087 Chrysene-d12 14.086
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Pentadecanethiol 244 (C15H32S 025276-70-4 91
2 Carbonic acid, hexadecyl 2,2,2-t... 416 C19H35C1303 1000314-56-2 87
3 Carbonic acid, tetradecyl 2,2,2-... 388 C17H31C1303 1000314-56-0 87
4 Heptafluorobutyric acid, n-tetra... 410 C18H29F702 007365-36-8 83
5 Heptafluorobutyric acid, pentade... 424 C19H31F702 959261-23-5 83
Abundance Scan 2026 (14.004 min): BF131029.D\data.ms (-2018) (- m/z 57.00 100.00%
57.0
97.0
5000
T 1
N T GO ™Y
om_m‘l”,‘H‘m‘mwmW‘,WmwWH,JM,HW m/z 43.00  99.94%
miz--> 20 40 60 80 100120140160180200220240260280
Abundance #128528: 1-Pentadecanethiol
53.0
97.0
5000 ——
244.0 14.00
‘ ‘ 1260 210.0 m/z 55.10 95.06%
01\\5\.‘9“\\\“‘”‘H“”"‘\‘ V\“‘ ‘M “‘H‘!\‘\‘H\W\H\’\\H‘HH‘H‘H‘HH’\‘H\’HH‘H
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #311137: Carbonic acid, hexadecyl 2,2,2-trichloroethyl es
83.0
43.0 U \
14.00
5000 m/z 41.00 67.22%
125.0
bR LSS T a0
m/z--> 20 40 60 80 100120140160180200220240260280
Abundance #293663: Carbonic acid, tetradecyl 2,2,2-trichloroethyl es e |
83.0 14.00
m/z 83.00 63.95%
5000
1
T 1 U R ' I
miz--> 20 40 60 80 100120140160180200220240260280 14.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131029.D

Acqg On : 05 Nov 2022 20:25

Operator : CG\JU

Sample : N5378-05 :

Misc : SB-16-20221028-10.5-11.5-A

ALS vial : 16 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 6 Triphenylphosphine oxide Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.180 3.52 ng 71109  Chrysene-di12 14.086
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 70
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 38
4 Carbazol-1-one, 1,2,3,4-tetrahyd... 277 C18H15NO2 299962-12-2 28
5 1H-Indole-3-acetic acid, 5-[(tri... 277 C14H19NO3Si 072101-35-0 23
Abundance Scan 2056 (14.180 min): BF131029.D\data.ms (-2051) (- | m/z 277.10 100.00%
277 1
5000
77.0 199.0 — —
34 ‘ 4o 15‘2-1 | H 14.00 14.50
ob 389 LR b mjz 278.10 35.22%
miz--> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T T
m/z 77.00 24.19%
18.0 95.0
oL \‘ \‘ “ l\\‘m‘m“ ‘L‘\L‘\‘\\uh‘\\“ ‘\H\‘ ”\ ‘\“ [H . !23\3\0‘ —
miz—-> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
14.00 14.50
5000 m/z 199.00  21.10%
77.0 183.0
ol Y 120, L U\ 280 |
m/z--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy R S TR
277.0 14.00 14.50
m/z 201.00 18.51%
5000
7.0 183.0
131.0
m/z--> 50 100 150 200 250 300 14.00 14.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF110522\
Data File : BF131029.D

Acqg On : 05 Nov 2022 20:25

Operator : CG\JU

Sample : N5378-05 :

Misc : SB-16-20221028-10.5-11.5-A

ALS Vvial : 16 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... 2.193 30.5 ng 620523 1 6.904 407274 20.0
Propane, 1,1-di... 2.299 2.4 ng 48606 1 6.904 407274 20.0
2-Pentanone, 4-... 5.128 12.2 ng 248400 1 6.904 407274 20.0
trans-13-Octade... 12.533 2.3 ng 68616 4 11.439 596960 20.0
1-Pentadecanethiol 14.004 2.6 ng 53087 5 14.086 403550 20.0
Triphenylphosph... 14.180 3.5 ng 71109 5 14.086 403550 20.0
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