LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BP@13663.D

Acqg On : 31 Jan 2023 01:27

Operator : CG/JU

Sample : 01329-16 :

Misc : COMP-9-BORING-2-28-35

ALS Vvial : 17 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: BPO13663.D\data.ms
peak R.T. first max last PK peak corr. corr. % of

# min scan scan scan TY height area % max. total
1 3.211 3 4 10 rVB 1322123 1246943 12.43% 1.944%
2 5.205 337 343 355 rBV 1328206 1865646 18.60% 2.908%
3 5.675 414 423 438 rBV 3296682 4923329 49.07% 7.675%
4 7.287 689 697 717 rBV 3128425 5077287 50.61% 7.915%
5 8.146 835 843 850 rBV 822693 1323329 13.19% 2.063%

6 9.316 1033 1042 1056 rBV 1616071 2572093 25.64% 4.010%
7 10.975 1315 1324 1335 rBV 998652 1765088 17.59%  2.752%
8 13.404 1730 1737 1751 rBV 4529920 6666842 66.45% 10.393%
9 14.775 1963 1970 1985 rVB 1530813 2348323 23.41% 3.661%
10 16.134 2194 2201 2208 rBV 208362 311292 3.10% ©0.485%

11 16.263 2216 2223 2242 rBV 3834975 5622520 56.04% 8
12 17.528 2432 2438 2452 rBV 2064671 2994058 29.84% 4
13 18.387 2578 2584 2594 rBV 299785 489201 4.88% 0.763%
14 19.604 2788 2791 2800 rBV3 84806 137859 1.37% ©
15 20.057 2863 2868 2878 rBV 7951256 10032663 100.00% 15.

16 21.281 3072 3076 3085 rBV 518480 765727  7.63% 1.194%
17 21.604 3126 3131 3137 rBV 2831502 3831036 38.19% 5.972%
18 21.728 3147 3152 3184 rBV 3414206 7704909 76.80% 12.012%
19 22.922 3352 3355 3362 rVB2 261447 371112 3.70% ©.579%
20 24.180 3563 3569 3582 rVB2 1846909 4096768 40.83% 6.387%

Sum of corrected areas: 64146025
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LSC Report - Integrated Chromatogram

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BP@13663.D

Acq On : 31 Jan 2023 01:27

Operator : CG/JU

Sample : 01329-16 :
Misc : COMP-9-BORING-2-28-35

ALS Vial : 17 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

Abundance TIC: BP013663.D\data.ms
8000000

7000000
6000000
5000000
4000000
5.675 7287
3000000
2000000 9.316

P11 5.205

1000000 8.146 10.975

O\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\

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

Abundance TIC: BP013663.D\data.ms
8000000 20.057

7000000
6000000

5000000 13.404

4000000 16.263

3000000

17.528

2000000 14.775

1000000
16.134 18.387 19.604 L_,A_ﬁ

- — W

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 1850 19.00 19.50 20.00

Abundance TIC: BP013663.D\data.ms
8000000

7000000

6000000

5000000

21.728
21.604

4000000

3000000 24.180

2000000

21.281 22.922

1000000 SN

O\ L ‘ L ‘ T T ‘ L ‘ T T ‘ L ‘ L ‘ T T ‘ T T ‘ T T ‘ L ‘ T T ‘ T T ‘ L ‘ T T ‘ L ‘ T T ‘ T
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\BP013023\
Data File : BP@13663.D

Acq On : 31 Jan 2023 01:27

Operator : CG/JU

Sample : 01329-16 :

Misc COMP-9-BORING-2-28-35

ALS Vial : 17 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
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Peak Number 1 Butane, 2-methoxy-2-methyl- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
3.211 18.85 ng 1246940  1,4-Dichlorobenzene-d4 8.146

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 Acetamide, N-ethyl- 87 C4HONO 000625-50-3 9
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9

Abundance Scan 4 (3.211 min): BP013663.D\data.ms (-3) (-) m/z 73.10 100.00%

3.1
5000 A\
R REEREE RS
’ 3.30 3.40 3.50 3.60
b dkhl 13091930 281.03430401.1 5037 ./, 43,05 31.95%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #5060: Butane, 2-methoxy-2-methyl-
73.0
5000 PO T[T T T[T T[]
3.303.40 3.50 3.60
m/z 87.10  26.21%
O\\"\\U“h\\‘\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #15764: 2,2,4-Trimethyl-3-pentanol
73.0
R REREE
3.303.40 3.50 3.60
5000 m/z 55.05 23.33%
OHM,,
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #4994 Pentane, 3-methoxy- R R T ABARAS
73.0 3.303.40 3.50 3.60
m/z 71.10 10.64%
5000 /\\
0HHM“m\‘\\u‘\\\\‘\\\\‘\\\\‘\uWm,\m,\m‘\m‘\ T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BP@13663.D

Acq On : 31 Jan 2023 01:27

Operator : CG/JU

Sample : 01329-16 :
Misc COMP-9-BORING-2-28-35

ALS Vial : 17 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
5.205 28.20 ng 1865650 1,4-Dichlorobenzene-d4 8.146

Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 25
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

4 1-Propen-2-0l, acetate 100 C5H802 000108-22-5 10
5 5-Hexen-2-one 98 C6H1e0 000109-49-9 9

Abundance Scan 343 (5.205 min): BP013663.D\data.ms (-337) (-) m/z 42.95 100.00%

5000
101.0 R A
‘ ‘ 4.80 5.00 5.20 5.40 5.60
ol 17662347 340.9401.1 4886548 n/; s59.e0  58.72%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9287: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 EEEEEREEN RN R

4.80 5.00 5.20 5.40 5.60
m/z 101.00 22.01%

101.0
O‘\‘\“L%"\\‘\“\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #9492: 2-Hexanol, 2-methyl-
59.0

REREa

4.80 5.00 5.20 5.40 5.60

5000 m/z 57.95 17.35%
o_u““lm,‘ium’uH,mww_m‘HH_ww_ww_

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

Abundance  #21825: Acetic acid, cyano-, 1,1-dimethylethyl ester T
59.0 4.80 5.00 5.20 5.40 5.60

m/z 41.05 8.68%

5000

126.0

T RS R A RaaatE

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\BP013023\
Data File : BP@13663.D

Acq On : 31 Jan 2023 01:27

Operator : CG/JU

Sample : 01329-16 :

Misc COMP-9-BORING-2-28-35

ALS Vial : 17 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 Benzophenone Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
16.134 2.65 ng 311292  Acenaphthene-di0 14.775
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Benzophenone 182 C13H1e0 000119-61-9 97
2 Benzenamine, N-(3-pyridinylmethy... 182 C12H1ON2 029722-97-2 42
3 1,2,4-Triazolo[4,3-b]pyridazine,... 182 C7H7CIN4 028593-26-2 38
4 Azobenzene 182 C12H1eN2 000103-33-3 37
5 Clidinium Bromide 431 C22H26BrNO3 003485-62-9 33
Abundance Scan 2201 (16.134 min): BP013663.D\data.ms (-2194) (- m/z 105.00 100.00%
105.0
182.0
5000
—— —
39 16.00 16.50
Ofrobed g 24778111 4149 4921 m/z 76.95  65.34%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56922: Benzophenone
105.0
5000 U
182.0 16.00 16.50
m/z 182.00 60.22%
27.00 |
O \\‘\1rf\\1‘\\\\‘h\\\\’\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #56814: Benzenamine, N-(3-pyridinylmethylene)-
77.0 182.0
—
16 00 16.50
5000 50.95 21.48%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #57347: 1,2,4-Triazolo[4,3-b]pyridazine, 6-chloro-3,7-dim
182.0 16 00 16 50
78.0 =
m/z 181.00 9.39%
5000 /\¥
AT —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 16 00 16.50
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BP@13663.D

Acq On : 31 Jan 2023 01:27

Operator : CG/JU

Sample : 01329-16 :

Misc COMP-9-BORING-2-28-35

ALS Vial : 17 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 4 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
18.387 3.27 ng 489201  Phenanthrene-d10 17.528
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 92
3 Tetradecanoic acid 228 (C14H2802 000544-63-8 87
4 Octadecanoic acid 284 (C18H3602 000057-11-4 81
5 Pentadecanoic acid 242 C15H3002 001002-84-2 76
Abundance Scan 2584 (18.387 min): BP013663.D\data.ms (-2578) (- m/z 73.00 100.00%
73.0
5000 ‘J\/
213.2 = ——
0 \ 18.00 18.50
ob Al A mw“m 28413429 4299 5217 n/7 6@.00  77.21%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #143508: n-Hexadecanoic acid
430 256.0
5000 — e
129.0 18.00 18.50
m/z 43.05 72.04%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #92069: Tridecanoic acid
73.0
= —
18.00 18.50
5000 m/z 57.05 62.47%
171.0
o“\ ‘“mm“m,,
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #109281: Tetradecanoic acid = —
73.0 18.00 18.50
m/z 55.10 55.74%
5000
L 228.0
or i mmw,, ot Mo
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\BP013023\
Data File : BP@13663.D

Acq On : 31 Jan 2023 01:27

Operator : CG/JU

Sample : 01329-16 :

Misc : COMP-9-BORING-2-28-35

ALS Vial : 17 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 1-Triacontanol Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
21.281 4.00 ng 765727  Chrysene-d12 21.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 1-Triacontanol 438 C30H620 000593-50-0 91
2 17-Pentatriacontene 491 C35H70 006971-40-0 90
3 Pentadecafluorooctanoic acid, oc... 666 C26H37F1502 1000406-04-8 87
4 Cyclopentadecane 210 C15H3e 000295-48-7 78
5 Cyclohexadecane 224 C1éH32 000295-65-8 78

Abundance Scan 3076 (21.281 min): BP013663.D\data.ms (-3072) (- m/z 57.05 100.00%
57.0

Abundance #348538: Pentadecafluorooctanoic acid, octadecyl ester
57.0 21.00 21.50

m/z 83.05 54.37

=T —
J }F?l 208.0281.0 21.00 21.50
oL, S D o0 3689 47805468 . m/z 43.10  74.17%
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #321442: 1-Triacontanol
57.0
5000 —— =
21.00 21.50
m/z 71.10 60.00%
420.0
m/z--> 0 50 100150200 250300 350400450500550600650
Abundance #336401: 17-Pentatriacontene
57.0
= —
21.00 21.50
5000 m/z 55.05 58.48%
0 1 J‘x]lll] ﬂ\ II ‘H(A)‘gquzs 0348.0421.0490.0
e A o s S e e
m/z--> 0 50 100150200250 300 350400450500550600650
— ——

>°

5000

0 | %Fn 25\20 369.0 648.(
_mwwmwwm‘Hwm,uwm,uwm,uu_m,u

m/z--> 0 50 100150200 250300 350400450500 550 600 650 21.00 21.50

£
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BP@13663.D

Acq On : 31 Jan 2023 01:27

Operator : CG/JU

Sample : 01329-16 :

Misc : COMP-9-BORING-2-28-35

ALS Vial : 17 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 Triphenylphosphine oxide Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
21.727 40.22 ng 7704910  Chrysene-d12 21.604
Hit# of 5 Tentative ID MW MolForm CAS# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 94
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 91
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 5-Methyl-8-phenylfuro[3',2"':5,6]... 277 C16H11N302 1000460-07-9 38
5 4-Nitro-4'-methyldiphenylsulfone 277 C13H11NO4S 004094-37-5 33
Abundance Scan 3152 (21.728 min): BP013663.D\data.ms (-3147) (- m/z 277.10 100.00%
277.1
5000 JL
77.0 201.0 o ——
’ 139/0 \ H 355.1  462.0521.9 2150 2200
Ok 2320413551 46205219 ., 578,05  33.02%
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 T T
21.50 22.00
m/z 201.00 18.54%
128.
O‘\\\\’M\H\IL\“\\l\m‘\“\‘“\\“\\\[\\1\‘1\ \‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\
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
— =
21.50 22.00
5000 m/z 199.00 18.40%
o 183.0
o_m“,uw “m'}\“ e —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy —— —=
277.0 21.50 22.00
m/z 77.00 17.84%
5000
o 183.0
o"H‘,‘HM_HM‘MM'MW‘M‘,‘H‘,w_m‘www — —
m/z--> 0 50 100 150 200 250 300 350 400 450 500 550 21.50 22.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_P\Data\BP013023\
Data File : BP@13663.D

Acqg On : 31 Jan 2023 01:27

Operator : CG/JU

Sample : 01329-16 :

Misc : COMP-9-BORING-2-28-35

ALS vial : 17 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... 3.211 18.9 ng 1246940 1 8.146 1323330 20.0
2-Pentanone, 4-... 5.205 28.2 ng 1865650 1 8.146 1323330 20.0
Benzophenone 16.134 2.6 ng 311292 3 14.775 2348320 20.0
n-Hexadecanoic ... 18.387 3.3 ng 489201 4 17.528 2994060 20.0
1-Triacontanol 21.281 4.0 ng 765727 5 21.604 3831040 20.0
Triphenylphosph... 21.727 40.2 ng 7704910 5 21.604 3831040 20.0
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