LSC Area Percent Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126486.D

Acqg On : 5 Jan 2022 00:45
Operator : JU/CG

Sample : M5338-09

Misc :

ALS Vvial : 20 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-BF122921.M
Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal : TIC: BF126486.D\data.ms
peak R.T. first max last PK peak corr. corr. % of
# min  scan scan scan TY height area % max. total
1 3.199 186 189 199 rBV 59618 119067 3.19% 0.580%
2 4.981 489 492 499 rVB 53089 62254 1.67% 0.303%
3 5.398 558 563 566 rBV 1870475 1797295 48.11% 8.758%
4 6.410 731 735 738 rBV 1335036 1107805 29.65% 5.398%
5 6.781 794 798 802 rBV 942687 755405 20.22% 3.681%
6 6.845 806 809 814 rBV 122090 98741 2.64% 0.481%
7 7.345 888 894 897 rBV 2423404 2641184 70.69% 12.870%
8 7.969 997 1000 1005 rBV 48803 46672 1.25% 0.227%
9 8.063 1012 1016 1020 rBV 1200938 1030306 27.58% 5.021%
10 9.145 1194 1200 1203 rBV 3807417 3736183 100.00% 18.206%

11  9.822 1310 1315 1318 rBV 1224255 1056501 28.28% 5.148%
12 9.857 1318 1321 1330 rW 51678 67459  1.81% 0.329%
13 10.610 1444 1449 1452 rBV 2304867 2201836 58.93% 10.729%
14 11.304 1563 1567 1570 rBV 1200307 981459 26.27% 4.783%
15 12.898 1833 1838 1841 rBV 2959590 2918258 78.11% 14.221%

16 13.804 1986 1992 2006 rBV2 59528 136577  3.66%
17 13.939 2011 2015 2019 rBV 763950 723181 19.36%
18 14.039 2027 2032 2041 rBV 324861 362505 9.70%
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19 15.380 2255 2260 2264 rBV 551402 633032 16.94% 085%
20 16.333 2417 2422 2433 rVB4 20448 45674 1.22% 223%
Sum of corrected areas: 20521394
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Data Path :
Data File :
Acqg On
Operator
Sample
Misc

ALS vial

Quant Method

Quant Title

TIC Library

: M5338-09

. 20

LSC Report - Integrated Chromatogram

Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
BF126486.D

5 Jan 2022 00:45

JU/CG

Sample Multiplier: 1

: Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.M
: ASP BNA STANDARDS FOR 5 POINT CALIBRATION

: C:\Database\NIST20.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126486.D

Acqg On : 5 Jan 2022 00:45
Operator : JU/CG

Sample : M5338-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 wunknown3.199 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
3.199 3.15 ng 119067 1,4-Dichlorobenzene-d4 6.781
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
2 Propylene Glycol 76 C3H802 000057-55-6 9
3 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 000547-64-8 9
4 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
5 L-Lactic acid 90 C3H603 000079-33-4 9

Abundance Scan 189 (3.199 min): BF126486.D\data.ms (-186) (-) m/z 45.00 100.00%

45.0
5000
R e
61.0 2.80 3.00 3.20 3.40 3.60
0 H‘_"w‘H“H‘wwlm‘H‘uﬂ‘u“u‘_“w‘u“u‘w‘ m/z 43.00 18.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1091: R-(-)-1,2-propanediol
43.0
5000
2.80 3.00 3.20 3.40 3.60
29.0 m/Z 61.00 6.15%
90 || e
0 \H‘\i‘u‘\\i\“\‘\\\‘}\M‘\H‘r‘uu‘u\.\‘\u\‘HH“\H‘\
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #1083: Propylene Glycol
45.0
B e
2.80 3.00 3.20 3.40 3.60
5000 m/z 44.00 5.40%
29.0
ol 150 Ml o0 o
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #5316: Propanoic acid, 2-hydroxy-, methyl ester, (.+/-.)-
45.0 2.80 3.00 3.20 3.40 3.60
m/z 46.00 2.99%
5000
15.0 33.0
ob oLl 1l 810 760 89.0 1040
e e e T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 2.80 3.00 3.20 3.40 3.60
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126486.D

Acqg On : 5 Jan 2022 00:45
Operator : JU/CG

Sample : M5338-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 2 1-Hexanol, 2-ethyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
6.845 2.61 ng 98741 1,4-Dichlorobenzene-d4 6.781

Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Hexanol, 2-ethyl- 130 C8H180 000104-76-7 90
2 1-Isobutoxy-2-ethylhexane 186 C12H260 1000139-90-3 56
3 Octane, 2,3-dimethyl- 142 C10H22 007146-60-3 53
4 Oxalic acid, isobutyl heptyl ester 244 C13H2404 1000309-37-2 53
5 2-Ethyl-1-hexanol, methyl ether 144 CS9H200 1000365-10-2 53

Abundance Scan 809 (6.845 min): BF126486.D\data.ms (-806) (-) m/z 57.05 100.00%

57.0
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41.0
61 N | SN
‘ ‘ ‘ 99.0 6.60 6.80 7.00 7.20
OF e el 820 myz 4e.95  33.27%
miz-> 20 40 60 80 100 120 140
Abundance #15692: 1-Hexanol, 2-ethyl-
57.0
5000 L N R R R
41.0 6.60 6.80 7.00 7.20
83.0 m/z 43.00 31.77%
miz-> 20 40 60 80 100 120 140
Abundance #61072: 1-Isobutoxy-2-ethylhexane
57.0
e PR e,
6.60 6.80 7.00 7.20
5000 410 m/z 55.00 25.83%
83.0 112.0
0 B =~
miz--> 20 40 60 80 100 120 140
Abundance #22101: Octane, 2,3-dimethyl- A coe e /‘\ AR
57.0 6.60 6.80 7.00 7.20
m/z 56.00 21.71%
5000 41.0 98.0
RPN I ST N S | W
m/z--> 20 40 60 80 100 120 140 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126486.D

Acqg On : 5 Jan 2022 00:45
Operator : JU/CG

Sample : M5338-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 1-Heptacosanol Concentration Rank 2
R.T. EstConc Area Relative to ISTD R.T.
13.804 3.78 ng 136577  Chrysene-di12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 1-Heptacosanol 396 C27H560 002004-39-9 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 93
3 n-Tetracosanol-1 354 C24H500 000506-51-4 91
4 1-Heneicosanol 312 C21H440 015594-90-8 91
5 Behenic alcohol 326 C22H460 000661-19-8 91

Abundance Scan 1992 (13.804 min): BF126486.D\data.ms (-1986) (- m/z 83.10 100.00%
1

43.9 83.
5000
| “ 2‘5'1 070 13.50 14.00
oL AR 2070wz 57.e8  99.93%
mlz--> 50 100 150 200 250 300 350
Abundance #299848: 1-Heptacosanol
57.0 97.0
5000 MMM B
13.50 14.00
m/z 55.00 92.56%
39.0
O \‘\ \‘\ B ‘\ ‘ \H\ \H\ \‘h L ]‘58\1022202640 3060 378(
\\\\‘\\\\‘\\\\‘\\\\‘\\\\‘\\\\’\\\\’\\\\
m/z--> 50 100 150 200 250 300 350
Abundance #245846: Trifluoroacetoxy hexadecane
57.0
4 —r
97.0 13.50 14.00
5000 m/Z 43.00 87.28%
39.0
otsg LI LL L1100 1980 | 2600 5200
miz-> 50 100 150 200 250 300 350
Abundance #264236: n-Tetracosanol-1 “ —
57.0 97.0 13.50 14.00
m/z 69.00 84.36%
5000
39.0
oL LA AL LT asL0222006003080
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\BF010422\
Data File : BF126486.D

Acqg On : 5 Jan 2022 00:45
Operator : JU/CG

Sample : M5338-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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 1
R.T. EstConc Area Relative to ISTD R.T.
14.039 10.03 ng 362505 Chrysene-d12 13.939
Hit# of 5 Tentative ID MW MolForm CASH# Qual
1 Triphenylphosphine oxide 278 C18H150P 000791-28-6 86
2 (E)-7-Benzylidene-1-azabicyclo[3... 293 C15H19NO3S 1000483-83-4 70
3 Formaldehyde, (triphenylphosphor... 304 C19H17N2P 015990-54-2 45
4 Vanadium, cycloheptatrienyl-(pen... 277 C17H22V 1000155-20-5 25
5 1H-Indol-4-0l, 2TMS derivative 277 C14H23N0OSi2 1000485-28-1 9
Abundance Scan 2032 (14.039 min): BF126486.D\data.ms (-2027) (1  m/z 277.10 100.00%
277.1
5000
77.0 199. T
39 ‘ 150 r | H 14.00
ol T “‘”‘ e s R m/z 278.10  30.68%
miz-> 50 100 150 200 250 300
Abundance #171169: Triphenylphosphine oxide
277.0
51.0
5000 199.0 C :
152.0 14.00
m/z 76.95 21.90%
18.0 95.0
ol \‘ l\“m‘m\‘ ‘\“‘\“\‘uuh‘\w ‘\H\‘ I ‘\“ [H : ?3"3-‘0‘ R
miz--> 50 100 150 200 250 300
Abundance #190048: (E)-7-Benzylidene-1-azabicyclo[3.2.1]octan-5-y
277.0
AT T
14.00
5000 m/z 199.00 19.80%
77.0 183.0
ohg 10l “« U‘ 280 |
miz--> 50 100 150 200 250 300
Abundance #204686: Formaldehyde, (triphenylphosphoranylidene)hy A
277.0 14.00
m/z 183.00 18.17%
5000
77.0 183.0
e
ok L Ly
m/z--> 50 100 150 200 250 300 14.00
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Tentatively Identified Compound (LSC) summary

Data Path : Z:\svoasrv\HPCHEM1\BNA_F\Data\BF010422\
Data File : BF126486.D

Acqg On : 5 Jan 2022 00:45
Operator : JU/CG

Sample : M5338-09

Misc

ALS Vvial : 20 Sample Multiplier: 1

Quant Method : Z:\svoasrv\HPCHEM1\BNA_F\Methods\8270-BF122921.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|
unknown3.199 3.199 3.1 ng 119067 1 6.781 755405 20.0
1-Hexanol, 2-et... 6.845 2.6 ng 98741 1 6.781 755405 20.0
1-Heptacosanol 13.804 3.8 ng 136577 5 13.939 723181 20.0
Triphenylphosph... 14.039 10.0 ng 362505 5 13.939 723181 20.0
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