LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acqg On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc . TOTE-COMP-0126

ALS vial : 8 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-BP012623.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BPO13625.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY height area % max. total
1 3.223 3 6 12 rVB 3384055 3947801 28.35% 6.058%
2 3.770 95 99 108 rBvV 180264 232913 1.67% 0.357%
3 4.717 244 260 277 rBV4 56050 314532 2.26% 0.483%
4 5.217 339 345 355 rBV 527363 762035 5.47% 1.169%
5 5.687 418 425 436 rVB 2471144 3791061 27.22% 5.817%
6 7.117 662 668 676 rBV = 235439 368772 2.65% 0.566%
7 7.228 682 687 692 rBV 111315 167369 1.20% ©.257%
8 7.293 692 698 708 rVB 1876733 3003953 21.57% 4.609%
9 8.152 837 844 850 rBV 703620 1093251 7.85% 1.677%
10 8.811 949 956 966 rvVB 498733 760149 5.46% 1.166%

11  9.328 1035 1044 1054 rBV 2370064 3865039 27.76% 5
12 10.981 1316 1325 1332 rBV 879666 1478614 10.62% 2
13 11.634 1429 1436 1447 rBV 248903 447521 3.21% ©.687%
14 12.581 1588 1597 1615 rBV 440692 959272 6.89% 1
15 13.416 1730 1739 1751 rBV 6513705 9896703 71.07% 15.

16 14.722 1956 1961 1967 rBV 362329 525369 3.77%
17 14.787 1967 1972 1980 rVB 1300233 1983148 14.24%
18 16.145 2198 2203 2212 rVB2 332266 494344  3.55%
19 16.275 2218 2225 2238 rBV 4298381 6393760 45.91%
20 16.540 2264 2270 2276 rBV 110985 157298 1.13%

O LVLWOoOWOoE
N
(V)
o}
3R

21 17.010 2345 2350 2361 rBV 320904 581843 4.18%
22 17.292 2393 2398 2412 rVB 125065 214138 1.54%
23 17.545 2435 2441 2449 rBV 1639032 2385566 17.13%
24 18.398 2581 2586 2597 rBV 422273 677632 4.87%
25 19.622 2790 2794 2803 rBV 194383 295968 2.13%

ORrWOoOOe
o))
o))
(]
X

26 20.081 2866 2872 2884 rVB 10547483 13925425 100.00% 21.367%
27 21.298 3075 3079 3086 rBV 427368 613063 4.40% 0.941%
28 21.622 3129 3134 3140 rBV 2110784 2887569 20.74% 4.431%
29 24.216 3568 3575 3584 rVB2 1405199 2947666 21.17% 4.523%

Sum of corrected areas: 65171774
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Data Path :
Data File :
Acq On
Operator
Sample
Misc

ALS Vial

Quant Metho
Quant Title

TIC Library

: 27 Jan 2023 19:24
: CG/JU
: 01320-01

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
BP013625.D

TOTE-COMP-0126

: 8 Sample Multiplier: 1

d : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

Abundance

1le+07

8000000

6000000

4000000

2000000

0

TIC: BP013625.D\data.ms

p23

5.687 9.328
7.293

10.981
5.217 8152 gg11
3.770 4.717 I\ 7.3bhs A 11.634

Time-->

350 400 450 500 550 600 650 700 750 800 850 9.00 950 10.00 10.50 11.00 11.50

Abundance

le+07

8000000

6000000

4000000

2000000

TIC: BP013625.D\data.ms
20.p81

13.416

16.275

14.787 17.545

12.581 14,702 16.1 17.0 18.398 19.622

0

Time--> 12.00 12,50 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

Abundance

1le+07

8000000

6000000

4000000

2000000

TIC: BP013625.D\data.ms

21.622
24.216

21.298

o

Time-->

21.00 2150 22.00 2250 23.00 23.50 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\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24
Operator : CG/JU

Sample : 01320-01

Misc

ALS vial : 8

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

TOTE-COMP-0126

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 1

R.T EstConc Area Relative to ISTD R.T.
3.223 72.22 ng 3947800 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# 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 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 17
Abundance Scan 6 (3.223 min): BP013625.D\data.ms (-3) (-) m/z 73.10 100.00%
3.1
5000
R e AARaRzmaE
’ ‘ 3.303.40 3.50 3.60
obddl] 135.0196.2 2669 354.84169474.18323 ./, 43 .09  31.20%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 RN R N R R R
3.303.403.50 3.60
m/z 87.10 25.73%
O\\mu““\\‘\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R AREmEEEEEES S
3.303.403.50 3.60
5000 m/z 55.10 23.20%
OHM,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R RARRRREN
73.0 3.303.403.50 3.60
m/z 71.10 10.85%
5000
0HH\“\“Hm‘mwmmu\‘u\\‘\\H,HHWHWHWH‘\ AR S RARRRRN mmnny
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.303.403.50 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc TOTE-COMP-0126

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 2 Propylene Glycol Concentration Rank 12

R.T EstConc Area Relative to ISTD R.T.
3.770 4.26 ng 232913 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Propylene Glycol 76 C3H802 000057-55-6 90
2 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 40
3 2-Butanol, 3-methyl- 88 C5H120 000598-75-4 9
4 Propane, 2-ethoxy- 88 C5H120 000625-54-7 9

5 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 9

Abundance  Scan 99 (3.770 min): BP013625.D\data.ms (-95) (-) m/z 45.00 100.00%
4E

5.0

5000

—

SSNERNEY S V——
3.40 3.60 3.80 4.00
O 1328 232720483548 44265042  n/z 43.00 19.78%

m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1083: Propylene Glycol
45.0
5000 L L LRI B BN B
3.40 3.60 3.80 4.00
m/z 60.95 6.41%
O‘\\Ju\‘“\}\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

Abundance #5320: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0

3.40 3.60 3.80 4.00
5000 m/z 44.00 5.70%

104.0
o

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

-

Abundance #2382: 2-Butanol, 3-methyl- e AR mamEmE
45.0 3.40 3.60 3.80 4.00
m/z 42.00 4.33%
h \WJQM&/\
OM“, R N mame e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 3.40 3.60 3.80 4.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc TOTE-COMP-0126

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 3 Crotonic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
4.717 5.75 ng 314532  1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Crotonic acid 86 C4H602 003724-65-0 94
2 Isocrotonic acid 86 C4H602 000503-64-0 91
3 2-Butenoic acid, (E)- 86 C4H602 000107-93-7 90
4 2-Propenoic acid, 2-methyl- 86 C4H602 000079-41-4 87
5 3-Butenoic acid 86 C4H602 000625-38-7 72
Abundance Scan 260 (4.717 min): BP013625.D\data.ms (-244) (-) m/z 86.00 100.00%
86.0
R Rams Ea R
‘ ’ 2001 4.40 4.60 4.80 5.00
Ol il d 148877722686 3558 4238 5279 m/z 39.00 80.14%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1853: Crotonic acid
39.0
5000 UL L B L IR I BB
4.40 4.60 4.80 5.00
‘ m/z 41.85 63.79%
O‘\J‘\h\‘\‘MMW‘H‘\H\‘\H\‘\H\‘H\\‘\\H‘\H\‘\H\‘H\\‘HH‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1867: Isocrotonic acid
86.0
R AEmmsREEET
4.40 4.60 4.80 5.00
5000 m/z 68.00 45 .60%
27.
o_‘“‘ \“”m‘w‘m‘mWm‘mw‘HWHWHWHWH_
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #1874 2-Butenoic acid, (E)- o RAARRRamaEEER
86.0 4.40 4.60 4.80 5.00
m/z 68.95 44.31%
- A
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.40 4.60 4.80 5.00
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Data Path : Z:

Library Search Compound Report

\svoasrv\HPCHEM1\BNA_P\Data\BP012723\

Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24
Operator : CG/JU

Sample : 01320-01

Misc

ALS vial : 8

Quant Method :
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Title

TIC Library

Sample Multiplier: 1

TOTE-COMP-0126

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 4 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2

R.T EstConc Area Relative to ISTD R.T.
5.217 13.94 ng 762035 1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetone 58 C3H60 000067-64-1 10
3 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
4 Butane, 1-ethoxy- 102 C6H140 000628-81-9 9
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 9
Abundance Scan 345 (5.217 min): BP013625.D\data.ms (-339) (-) m/z 43.00 100.00%
43.0
5000
T
J E 4.80 5.00 5.20 5.40 5.60
ol rdd 2080 203.0265.6326,9386.24479 5276 m/z 58.95 53.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9289: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 [TT T T[T T T T[T T T T[T T T[T
4.80 5.00 5.20 5.40 5.60
‘ L m/z 101.00 20.61%
O ‘\\H\H\‘\\]\Tg\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #237: Acetone
43.0
Ramas e AR
4.80 5.00 5.20 5.40 5.60
5000 m/z 58.00 18.67%
o ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #4156: 1-Propen-2-ol, acetate BEERRREEEEEEmEE s Es e
43.0 4.80 5.00 5.20 5.40 5.60
m/z 41.05 7.69%
5000
B RS . e St
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 4.80 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc . TOTE-COMP-0126

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 5 Benzene, 1-chloro-2-methyl- Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
7.117 6.75 ng 368772 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 96
2 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 95
3 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 81
4 Benzyl chloride 126 C7H7C1 000100-44-7 74
5 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 32
Abundance Scan 668 (7.117 min): BP013625.D\data.ms (-662) (-) m/z 90.95 100.00%
91.0
5000 M
A B R REE
\ l 6.80 7.00 7.20 7.40
Olrrrbplidy 150:1207.9266.9 3407 409.74678 5326 1/; 126.00  31.11%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12918: Benzene, 1-chloro-2-methyl-
91.0
5000 LB L B R R R
6.80 7.00 7.20 7.40
m/z 89.00 19.14%
O‘\ZZ\-Q{\JI\“\ “!\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12914: Benzene, 1-chloro-3-methyl-
91.0
R ARA R EEE
6.80 7.00 7.20 7.40
5000 m/z 62.95 13.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12921: Benzene, 1-chloro-4-methyl- R RREE e L A REma
91.0 6.80 7.00 7.20 7.40
m/z 90.00 10.96%
5000
L S | —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc TOTE-COMP-0126

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 6 Benzene, 1-chloro-4-methyl- Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
7.228 3.06 ng 167369 1,4-Dichlorobenzene-d4 8.152

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, 1-chloro-4-methyl- 126 C7H7C1 000106-43-4 97
2 Benzene, 1-chloro-3-methyl- 126 C7H7C1 000108-41-8 96
3 Benzene, 1-chloro-2-methyl- 126 C7H7C1 000095-49-8 94

4 Benzyl chloride 126 C7H7C1 000100-44-7 90
5 Benzene, (bromomethyl)- 176 C7H7Br 000100-39-0 43

Abundance Scan 687 (7.228 min): BP013625.D\data.ms (-682) (-) m/z 91.00 100.00%

91.0

—

5000
R A REE NS A n S R
‘ 7.00 7.20 7.40 7.60
Ofrrrbphid | 191024983107 40214604 5322 /7 126.00  33.30%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12921: Benzene, 1-chloro-4-methyl-
91.0
5000 L L L L L B R
7.00 7.20 7.40 7.60
m/z 125.00 13.17%
O‘\2\7\.9’|\‘“\“\ ‘[\\H\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12926: Benzene, 1-chloro-3-methyl-
91.0
N R AN R
7.00 7.20 7.40 7.60
5000 ITI/Z 62.95 12.01%
0_“1“‘,‘«”” b e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #12919: Benzene, 1-chloro-2-methyl- ERANEEERE
91.0 7.00 7.20 7.40 7.60
m/z 89.00 11.99%
5000 /\J\
2 — SSEGEES KA S——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\

Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc TOTE-COMP-0126

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 7 Benzene, (ethoxymethyl)- Concentration Rank 3

R.T EstConc Area Relative to ISTD R.T.
8.811 13.91 ng 760149  1,4-Dichlorobenzene-d4 8.152
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzene, (ethoxymethyl)- 136 C9H120 000539-30-0 91
2 Toluene 92 C7H8 000108-88-3 58
3 1,5-Heptadien-3-yne 92 C7H8 003511-27-1 58
4 Benzene, 1,1'-[oxybis(methylene)... 198 C14H140 000103-50-4 53
5 Benzeneacetamide 135 C8HINO 000103-81-1 50
Abundance Scan 956 (8.811 min): BP013625.D\data.ms (-949) (-) m/z 90.95 100.00%
91.0
5000
T
’ ‘ ‘ 8.40 8.60 8.80 9.00 9.20
obblidd | 1602 232.8202.1355.1 4288 8378 .., 9y 0  77.67%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #18855: Benzene, (ethoxymethyl)-
91.0
5000 [T T T T [T T T T[T T T T[T T
8.40 8.60 8.80 9.00 9.20
m/z 78.95 36.32%
290’ ‘
O\\XL‘LW\\\\‘\"H\\\h\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2754: Toluene
91.0
Rmaaa e R
8.40 8.60 8.80 9.00 9.20
5000 m/z 76.95 23.09%
0‘2‘7‘"81\«“”"wwwwww_wwwww
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #2770: 1,5-Heptadien-3-yne T
91.0 8.40 8.60 8.80 9.00 9.20
m/z 107.00 18.38%
5000
o??cwm‘HH_MWHWWHH_m_m_m_m_ NG & W
m/z--> 50 100 150 200 250 300 350 400 450 500 8.40 8.60 8.80 9.00 9.20

8270E-BP012623.M Mon Jan 30 11:38:11 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc . TOTE-COMP-0126

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 8 Benzothiazole Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.634 6.05 ng 447521  Naphthalene-d8 10.981
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzothiazole 135 C7H5NS 000095-16-9 95
2 1,2-Benzisothiazole 135 C7H5NS 000272-16-2 90
3 3-Allylbenzothiazolium bromide 255 C10H10BrNS 016407-55-9 72
4 Thieno[2,3-c]pyridine 135 C7H5NS 000272-12-8 72
5 Adenine 135 C5HS5N5 000073-24-5 59

Abundance Scan 1436 (11.634 min): BP013625.D\data.ms (-1429) (-] ' m/z 135.00 100.00%
135.0

>

5000
69.0 —— —
11.50 12.00
ol bl | 2069 2826 35514153 5033 [/, 105.00  34.40%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17741: Benzothiazole
135.0
5000 —— —
11.50 12.00
69.0 m/z 69.00 21.39%
O‘\\‘\“\'“w\‘\‘\l\ll\“g\\‘\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #17747: 1,2-Benzisothiazole
135.0
L — —
11.50 12.00
5000 ITI/Z 81.90 12.16%
69.0
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #141301: 3-Allylbenzothiazolium bromide = e
135.0 11.50 12.00
m/z 63.00 9.33%
5000 41.0 /{
) Y — ] S
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 11.50 12.00

8270E-BP012623.M Mon Jan 30 11:38:16 2023 Page: 10



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method :
Quant Title

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

TOTE-COMP-0126

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 9 unknownl2.581

Concentration Rank 4

R.T EstConc Area Relative to ISTD R.T.
12.581 12.98 ng 959272  Naphthalene-d8 10.981
Hit# of 5 Tentative ID MW MolForm CAS# Qual

1 2-Butenoic acid, 2-propenylidene... 210 C11H1404

2 Ethyl cyclopropanecarboxylate 114 C6H1002
3 Crotonic anhydride 154 C8H1003
4 Isoamyl crotonate 156 C9H1602
5 Oxazole 69 C3H3NO

055030-70-1 42
004606-07-9 39
000623-68-7 37
1010429-17-3 33
000288-42-6 33

Abundance Scan 1597 (12.581 min): BP013625.D\data.ms (-1588) (-
69.0

5000

[| 1540 2518 3400 4557 5313

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

o

Abundance #86909: 2-Butenoic acid, 2-propenylidene ester
69.0
5000
ihaf | 1410 210.0
O‘\\\\’\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\

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

m/z 69.00 100.00%

—

—
12.50

m/z 41.10  28.46%

%

==
12.50

m/z 38.95 21.57%

ﬁ

Abundance #8196: Ethyl cyclopropanecarboxylate
69.0
T T
12.50
5000 ITI/Z 103.00 16.02%
L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #31847: Crotonic anhydride —
69.0 12.50
m/z 87.00 15.94%
5000
ol | . 1270
— —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 12.50

8270E-BP012623.M Mon Jan 30 11:38:18 2023
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc . TOTE-COMP-0126

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 10 Tetradonium Bromide Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
14.722 5.30 ng 525369  Acenaphthene-d10 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Tetradonium Bromide 335 C17H38BrN 001119-97-7 72
2 1-Tetradecanamine, N,N-dimethyl- 241 C16H35N 000112-75-4 72
3 Dodecyltrimethylammonium bromide 307 C15H34BrN 001119-94-4 72
4 Dimethyl palmitamine 269 C18H39N 000112-69-6 72
5 1-Decanaminium, N,N,N-trimethyl-... 235 C13H30CIN 010108-87-9 64

Abundance Scan 1961 (14.722 min): BP013625.D\data.ms (-1956) (- m/z 58.10 100.00%
58.1

>

5000
— —
2132 14.50 15.00
. £ 0y
Olrrrtphr i 2281 2152 280.1839.14020 4759 5461 /7 83,95  5.13%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #242637: Tetradonium Bromide
58.0
5000 T T T T T T
14.50 15.00
m/z 41.05 4.13%
0 bt il L 135.0 241.0
‘\\\\‘ Tf\]\\\\‘\\\\‘\\\f‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #125003: 1-Tetradecanamine, N,N-dimethyl-
58.0
—— —
14.50 15.00
5000 ITI/Z 59.05 3.61%

128.0 241.0

—

L
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #207852: Dodecyltrimethylammonium bromide o i
58.0 14.50 15.00
m/z 43.05 3.30%
5000
[o I I 135.0 2113'0
R R e R R RRRRE —r —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 14.50 15.00
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc TOTE-COMP-0126

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 11 Benzophenone Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
16.145 4.99 ng 494344  Acenaphthene-d10 14.787
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 96
2 Benzoic acid, 2-phenylhydrazide 212 C13H12N20 000532-96-7 43
31,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 40
4 Benzoic acid, 1,3-dioxan-5-yl ester 208 C11H1204 049784-60-3 38
5 Phenyl 2-(2'-furanyl)cyclopropyl... 212 C14H1202 1000140-13-9 38
Abundance Scan 2203 (16.145 min): BP013625.D\data.ms (-2198) (- m/z 105.00 100.00%
105.0
182.0
5000
—— —
4310 \ 16.00 16.50
bbbl Ly 12498 34174010 47595352 n/; 77.e0  61.98%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56925: Benzophenone
105.0
182.0
5000 —— —_—
16.00 16.50
m/z 182.00  58.26%
2?0‘ i |
O‘\\\‘\’\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #89721: Benzoic acid, 2-phenylhydrazide
105.0
— —
16.00 16.50
5000 m/z 86.05 38.42%
212.0
39.
otbib b e e e e e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #299762: 1,2,4,5-Tetroxane, 3,3,6,6-tetraphenyl- —r— ——
105.0 16.00 16.50
m/z 212.15 27.91%
5000 182.0
32. | ‘
O e e —— ——
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16.00 16.50
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Data Path :
Data File :

Acq On
Operator
Sample
Misc

ALS Vial

Library Search Compound Report

Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\

BP013625.D
: 27 Jan 2023 19:24
: CG/JU
: 01320-01
: 8 Sample Multiplier: 1

Quant Method :

Quant Title

TIC Library

TOTE-COMP-0126

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 12 Oxazolidin-2-one, N-[(E)-bu... Concentration Rank 11

R.T. EstConc Area Relative to ISTD R.T.
17.010 4.88 ng 581843 Phenanthrene-d10 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Oxazolidin-2-one, N-[(E)-butenoyl]- 155 C7H9NO3 1010156-45-5 52
2 3,3,7-Trimethyl-4-oxa-7-octen-1-01 172 C10H2002 069161-47-3 38
3 (E)-2-Methylbut-2-en-1-yl methac... 154 C9H1402 088142-95-4 9
4 4-Undecanone, 7-ethyl-2-methyl- 212 C14H280 006976-00-7 9
5 Ethyl cyclopropanecarboxylate 114 CéH1e02 004606-07-9 9

Abundance Scan 2350 (17.010 min): BP013625.D\data.ms (-2345) (- m/z 69.00 100.00%
69.0
5000 A/k\
17.00
155.0 :
Omm‘_u"‘“"‘“"Ju""2“‘1’?"5”32‘61??"8“3"?“_49‘0"‘2‘”_ m/z 41.05 17.12%
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #32575: Oxazolidin-2-one, N-[(E)-butenoyl]-
69.0
5000 e
17.00
m/z 87.00 15.65%
155.0
O\\‘h\‘\“W \JW‘I\‘\I“\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #47075: 3,3,7-Trimethyl-4-oxa-7-octen-1-ol
69.0
RN \
17.00
5000 m/z 43.00 11.95%
\ “1210
O il e
m/z--> 50 100 150 200 250 300 350 400 450 500
Abundance #32180: (E)-2-Methylbut-2-en-1-yl methacrylate —— ‘
69.0 17.00
m/z 39.00 11.08%
5000
LIS 0 e =
m/z--> 50 100 150 200 250 300 350 400 450 500 17.00
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Library Search Compound Report

TOTE-COMP-0126

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\

Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01

Misc

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 13 n-Hexadecanoic acid Concentration Rank 8

R.T. EstConc Area Relative to ISTD R.T.
18.398 5.68 ng 677632  Phenanthrene-di0 17.545
Hit# of 5 Tentative ID MW MolForm CAS# Qual

256 C16H3202 000057-10-3 99
228 (C14H2802 000544-63-8 90
214 C13H2602 000638-53-9 86
242 C15H3002 001002-84-2 81
284 C18H3602 000057-11-4 81

1 n-Hexadecanoic acid
2 Tetradecanoic acid
3 Tridecanoic acid

4 Pentadecanoic acid
5 Octadecanoic acid

Abundance Scan 2586 (18.398 min): BP013625.D\data.ms (-2581) (- m/z 73.00 100.00%
5000 ﬂ\m‘wmwwjk\\«m~wvmx
2132 — ——
’ m l 18.00 18.50
ol LAAEES | m 2810 356.0 4289491.3549: n/; 60.00  76.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
43.0
256.0
5000 = —
129.0 18.00 18.50
m/z 43.05 66.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109283: Tetradecanoic acid
73.0
— ——
18.00 18.50
5000 ITI/Z 57.05 60.10%
185.0
Ol mm‘,*
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92068: Tridecanoic acid — T
73.0 18.00 18.50
m/z 55.00 57.32%
5000
‘ L‘ 214.0
ol | e
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 18.00 18.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01

Misc

ALS vial : 8

Quant Method :
Quant Title

TIC Library

Sample Multiplier: 1

TOTE-COMP-0126

Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M

: C:\Database\NIST20.L

: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Integration Parameters: LSCINT.P

sk 3k 3K 5k 3k 3k 5k 3k 3 5k 3k 3 5K ok 3 5K 5k 3 5k 5k 3k 5k 5K 3k 3k 5k 5k 3k 5k 5k 3 5K 5k 3k 5K 5k 3k 3k 5k 3k 3k 5k 3k 3k 5k ok 3k 5k 5k 3k 5k 5k 3k 5k ok 3k >k >k 5k K >k %k K ok ok Kk kK
Peak Number 14 Octadecanoic acid Concentration Rank 15

R.T EstConc Area Relative to ISTD R.T.
19.622 2.05 ng 295968  Chrysene-d12 21.622
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 90
3 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 76
4 Tetradecanoic acid 228 (C14H2802 000544-63-8 74
5 n-Hexadecanoic acid 256 C16H3202 000057-10-3 62

Abundance Scan 2794 (19.622 min): BP013625.D\data.ms (-2790) (- m/z 73.00 100.00%
73.0
5000 WL
241 1 — ——
‘ N‘ \ 19.50 20.00
oAy ‘H{ l"w Lo wh |1, 3269 415147595369 ./, 6p.66  75.58%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #179093: Octadecanoic acid
73.0
5000 284.0 S =
185.0 19.50 20.00
H m/z 43.05 75.18%
O‘h WI\I‘I\M‘\JI\\T‘l\\\\\‘\‘\‘\\\“\1\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #126202: Pentadecanoic acid
43.0
— —
19.50 20.00
5000 m/z 57.05 64.21%
129.0 242.0
ALl T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #281394: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl es —— ——
43.0 19.50 20.00
m/z 55.05 58.57%
5000 284.0
‘ 129.0
o Ll JERD L smo A
m/z--> 50 100 150 200 250 300 350 400 450 500 550 19.50 20.00

8270E-BP012623.M Mon Jan 30 11:38:22 2023 Page: 16



Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acq On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc TOTE-COMP-0126

ALS Vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

sk ok ok K ok K ok 3 oK oK K oK 3K oK K oK K oK 3 oK oK K oK 3 ok 3K ok K ok o oK ok K ok 3 ok 3 ok 3 ok 3 oK ok K ok 3 ok 3 ok 3 ok K oK ok K ok K ok ok ok koK ok Kk K

Peak Number 15 n-Tetracosanol-1 Concentration Rank 13
R.T. EstConc Area Relative to ISTD R.T.
21.298 4.25 ng 613063  Chrysene-di12 21.622
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 94
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 1-Hexacosanol 382 C26H540 000506-52-5 91
4 1-Eicosanol 298 (C20H420 000629-96-9 90
5 17-Pentatriacontene 491 C35H70 006971-40-0 90
Abundance Scan 3079 (21.298 min): BP013625.D\data.ms (-3075) (- m/z 57.05 100.00%
57.0
= —
‘ 1 f-l 2080 283.0 3551 21.00 21.50
b g S0 2200 3901 4201 5041 y7 ss.e5  84.19%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #264236: n-Tetracosanol-1
57.0
5000 s —
21.00 21.50
195.0 m/z 43.05 82.13%
O \\ll\“\‘\‘\\\’I\\\\\I\\“I\‘}\Ig\s‘-\o\\l‘\\T3\0‘\8\.0\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #299848: 1-Heptacosanol
57.0
—— —
21.00 21.50
5000 m/z 83.10 79.70%
125.0
oLt L 1950 2640 3780
b A e
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #289621: 1-Hexacosanol T o
97.0 21.00 21.50
m/z 69.00 71.44%
0122001 1] P70 236.0204.0 3640
R o A R — ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550 21.00 21.50
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP012723\
Data File : BP@13625.D

Acqg On : 27 Jan 2023 19:24

Operator : CG/JU

Sample : 01320-01 :
Misc . TOTE-COMP-0126

ALS vial : 8 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_P\Methods\8270E-BP012623.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... 3.223 72.2 ng 3947800 1  8.152 1093250 20.0
Propylene Glycol 3.770 4.3 ng 232913 1  8.152 1093250 20.0
Crotonic acid 4.717 5.8 ng 314532 1  8.152 1093250 20.0
2-Pentanone, 4-... 5.217 13.9 ng 762035 1 8.152 1093250 20.0
Benzene, 1-chlo... 7.117 6.8 ng 368772 1  8.152 1093250 20.0
Benzene, 1-chlo... 7.228 3.1 ng 167369 1  8.152 1093250 20.0
Benzene, (ethox... 8.811 13.9 ng 760149 1 8.152 1093250 20.0
Benzothiazole 11.634 6.0 ng 447521 2 10.981 1478610 20.0
unknown12.581 12.581 13.0 ng 959272 2 10.981 1478610 20.0
Tetradonium Bro... 14.722 5.3 ng 525369 3 14.787 1983150 20.0
Benzophenone 16.145 5.0 ng 494344 3 14.787 1983150 20.0
Oxazolidin-2-on... 17.010 4.9 ng 581843 4 17.545 2385570 20.0
n-Hexadecanoic ... 18.398 5.7 ng 677632 4 17.545 2385570 20.0
Octadecanoic acid 19.622 2.0 ng 295968 5 21.622 2887570 20.0
n-Tetracosanol-1 21.298 4.3 ng 613063 5 21.622 2887570 20.0
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