LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA G\DATA\BG100319\
Data File : BG043014.D
Aca On : 3 Oct 2019 16:32 Instrument :
Operator : JU ?.‘,'I\!A_(t;S el

- _ lentosampleld :
3?22'6 : K5168-04 2019073-SS-COMPOSITE-13
ALS Vial : 5 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: RTE

Smoothing : ON Filtering: 5

Sampling : 1 Min Area: 3 % of largest Peak
Start Thrs: 0.2 Max Peaks: 100

Stop Thrs - O Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Method = Z:\SVOASRV\HPCHEMI\BNA G\METHODS\8270-BG092519 .M
Title - ASP BNA STANDARDS FOR 5 POINT CALIBRATION
Signal > TIC
peak R.T. first max last PK peak corr. corr. % of
# min scan scan scan TY heiaht area % max. total
1 3.176 9 15 24 rBvV2 93886 221833 5.89% 0.936%
2 3.258 24 29 39 rvB 132936 233799 6.21% 0.986%
3 5.649 429 436 448 rBV 939214 1564491 41.54% 6.600%
4 7.236 698 706 723 rBVY 1020198 1881039 49.95% 7.936%
5 7.606 757 769 778 rBVY 1031971 1754227 46.58% 7.401%
6 8.064 840 847 855 rBV 252350 446710 11.86% 1.885%
7 8.393 894 903 913 rBV 736546 1285771 34.14% 5.424%
8 9.227 1036 1045 1057 rBV 582366 1081680 28.72% 4 _.563%
9 10.873 1317 1325 1333 rBV 326610 608886 16.17% 2.569%
10 13.311 1733 1740 1751 rBVY 1535302 2424257 64.37% 10.227%

11 14.133 1874 1880 1893 rBV 205159 301354 8.00% 1.271%
12 14.686 1965 1974 1983 rBV2 569060 917206 24.35% 3.869%
13 16.172 2219 2227 2248 rBV 1440350 2334521 61.99% 9.849%
14 17.430 2434 2441 2446 rBvV2 706317 1133771 30.10% 4._.783%
15 17.471 2446 2448 2456 rVV 49142 66835 1.77% 0.282%

16 17.547 2456 2461 2469 rVB4 30562 62329 1.66% 0.263%
17 18.311 2586 2591 2595 rBV3 85261 122246 3.25% 0.516%
18 19.474 2783 2789 2795 rBV 106953 162323 4_.31% 0.685%
19 19.838 2841 2851 2856 rBV 103877 187030 4.97% 0.789%
20 20.032 2878 2884 2895 rBV 2722267 3766066 100.00% 15.888%

21 21.348 3104 3108 3117 rBV5 84240 239513 6.36% 1.010%
22 21.695 3160 3167 3173 rBV 817287 1391255 36.94% 5.869%
23 23.205 3420 3424 3431 rVB5 25450 46822 1.24% 0.198%
24 24.010 3557 3561 3567 rVB6 29369 50998 1.35% 0.215%
25 24.921 3706 3716 3731 rVB2 480038 1418925 37.68% 5.986%

Sum of corrected areas: 23703887
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043014.D

Aca On : 3 Oct 2019 16:32

Operator : JU

ﬁ?ggle : K5168-04 £019073-SS-COMPOSITE-13
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG043014.D

2500000

2000000

1500000

7.24 7.61
1000000 5.65

8.39

500000
8.06 10.87

33,86

Time--> 3.50 4.00 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 1050 1100 1150 1200 1250
Abundance TIC: BG043014.D

2003
2500000

2000000

13.31
1500000 16.17

1000000 21.70

17.43
14.69
500000

e 18.31 19.4719.84 21.35

11Az5

O e B A o o o o IS e e e B o e e e e i B B e

Time--> 13.00 13.50 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG043014.D

2500000

2000000

1500000

1000000

24.92
500000

2321 2401
e e e e s e

Time--> 23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043014.D

Aca On : 3 Oct 2019 16:32

Operator : JU

ﬁ?ggle : K5168-04 £019073-SS-COMPOSITE-13
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 1 1-Pentene, 2-methyl- Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.

3.18 9.93 ng 221833 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvclohexane 84 C6H12 000110-82-7 91
2 1-Pentene. 2-methvl- 84 C6H12 000763-29-1 86
3 Cvanic acid. 2-methvlpropvl ester 99 C5H9NO 001768-25-8 64
4 Cvclobutane. ethvl- 84 C6H12 004806-61-5 53
5 1-Hexene 84 C6H12 000592-41-6 53

Abundance Scan 16 (3.182 min): BG043014.D (-9) (-) m/z 56.10 100.00%
56
84
5000 41
69
3.20 3.30 3.40 3.50 3.60
o et e i 220 221 m/z 84.05 71.60%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #1456: Cyclohexane
g6
4 84
5000 R IURRA UL UL IR R
27 3.20 3.30 3.40 3.50 3.60
69 m/z 41.10 51.72%
o 15
miz--> % 4 G 80 100 130 140 160 10 200 230
Abundance #1487: 1-Pentene, 2-methyl-
56
41
3.20 3.30 3.40 3.50 3.60
5000 m/z 55.10 35.44%
27 69 84
15 ‘ |
S | Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #3522: Cyanic acid, 2-methylpropyl ester
41 3.20 3.30 3.40 3.50 3.60
m/z 69.05 25.43%
56
5000
29 84
0 \H \“\ HHH 7\0 99
m/z--> 20 45 60 80 160 120 140 160 180 200 220 3.20 3.30 3.40 3.50 3.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043014.D

Aca On : 3 Oct 2019 16:32

Operator : JU

ﬁ?ggle : K5168-04 £019073-SS-COMPOSITE-13
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 2 Butane, 2-methoxy-2-methyl- Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.

3.26 10.47 ng 233799 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 39
3 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 38
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 12
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 29 (3.258 min): BG043014.D (-24) (-) m/z 73.10 100.00%
7B T
5000 43
55 87
™ 3.203.30 3.40 3.50 3.60 3.70
Ot b e e e e e e e ot | m/z 43.10  38.06%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #4486: Butane, 2-methoxy-2-methyl-
7B
43 3.203.30 3.40 3.50 3.60 3.70
‘ 55 87 m/z 55.10 29.56%
0|”L'J“"w"w"“l'“'l“"w"w"“l'“' [rrr T e
m/z-> 20 80 100 120 140 160 180 200 220 240
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
78
87
3.203.30 3.40 3.50 3.60 3.70
5000 41 55 m/z 87.10 26 .86%
0 | "'I"' |'*'??'%%?|}?9'|""|""| DY SRS SRR B
m/z--> 80 100 120 140 160 180 200 220 240
Abundance #2051: 1,3-Dioxolane, 2-methyl-
7 3.203.30 3.40 3.50 3.60 3.70
m/z 45.10 10.90%
5000 43
58
29 ‘ ﬁ7
0 .U‘.. .
mz-> 20 4b 60 80 100 120 140 160 180 200 220 240 3.203.30 3.40 3.50 3.60 3.70
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043014.D

Aca On : 3 Oct 2019 16:32

Operator : JU

ﬁ?ggle : K5168-04 £019073-SS-COMPOSITE-13
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\Database\NIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 3 unknown7.61 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.

7.61 78.54 ng 1754230 1,4-Dichlorobenzene-d4 8.06
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 27
2 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 27
4 5-Aminoindole 132 C8H8N2 005192-03-0 22
5 1,3-Cyclopentanedione, 2-chloro- 132 C5H5CI02 014203-19-1 13

Abundance Scan 770 (7.612 min): BG043014.D (-757) (-) m/z 132.00 100.00%
132
5000 68
o | % . i e | 720 T 750 T 550
0 b o e e m/z 68.10 44 _26%
m/z--> 50 100 150 200 250 300 350 400
Abundance #14146: 4-Chloro-6-fluoro-pyrimidine
132
97
5000 SR RS R
7.20 7.40 7.60 7.80 8.00
5 70 m/z 134.00 32.00%
0 JJf'l'”l" UL UL UL WU UL B
m/z--> 50 100 150 200 250 300 350 400
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69 SR RS R
104 7.20 7.40 7.60 7.80 8.00
5000 m/z 66.10 31.25%
31 ‘
m/z--> 50 100 150 200 250 300 350 400 /\\
Abundance #14144: 5-Fluoro-2-chloropyrimidine T
132 720 7.40 7.60 7.80 8.00
m/z 69.10 18.58%
5000
33 105
el
o S L L UL A WL R L UL S L RS RN
m/z--> 50 100 150 200 250 300 350 400 7.20 7.40 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043014.D

Aca On : 3 Oct 2019 16:32

Operator : JU

ﬁ?ggle : K5168-04 £019073-SS-COMPOSITE-13
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 5 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
18.31 2.16 ng 122246 Phenanthrene-d10 17.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 95
2 Tridecanoic acid 214 C13H2602 000638-53-9 91
3 Pentadecanoic acid 242 C15H3002 001002-84-2 59
4 Undecanoic acid 186 C11H2202 000112-37-8 50
5 Nonanoic acid 158 C9H1802 000112-05-0 45
Abundance Scan 2591 (18.311 min): BG043014.D (-2586) (-) m/z 72.95 100.00%
43 s
5000 129 13
98 157 192
1 172 o0g 296 205 18.00 18.20 18.40 18.60
0! m/z 60.00 97 .58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 90
5000 129
18.00 18.20 18.40 18.60
J‘“ m/z 43.10 80.26%
0!
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #72643: Tridecanoic acid
3 | B
18.00 18.20 18.40 18.60
5000 129 m/z 55.10 70.84Y%

0!

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280

Abundance #95855: Pentadecanoic acid R L R
18.00 18.20 18.40 18.60

m/z 41.10 66.38%

5000

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI1\BNA G\DATA\BG100319\

Data File : BG043014.D

Aca On : 3 Oct 2019 16:32

Operator : JU

ﬁ?ggle : K5168-04 £019073-SS-COMPOSITE-13
ALS Vial : 5 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1I\BNA G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

R R R ok R Rk SR R AR AR R R R R R R AR AR R R R o R Rk o R R R R AR R R ok R R R AR SR AR AR R S e R ok Sk R R AR R CRAE R R R

Peak Number 6 n-Tetracosanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
21.35 3.44 ng 239513 Chrysene-di12 21.70
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Tetracosanol-1 354 C24H500 000506-51-4 91
2 Behenic alcohol 326 C22H460 000661-19-8 91
3 Octacosanol 410 C28H580 000557-61-9 91
4 1-Hexacosanol 382 C26H540 000506-52-5 91
5 Pentafluoropropionic acid, octad... 416 C21H37F502 959261-25-7 90
Abundance Scan 3108 (21.348 min): BG043014.D (-3104) (-) m/z 57.10 100.00%
g7
97
5000
RN PRI BRI L
153 191 226 253 282 315 355 21.00 21.20 21.40 21.60
O A B J- b e L £20 202 S0 995 481 7 55.10  85.97%
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #186968: n-Tetracosanol-1
o7 83
5000 e LU SR BN R B
21.00 21.20 21.40 21.60
\ m/z 43.10 84 .83%
29
o LAk l 1 ,1§7 195 222 250 280 308 336
m/z--> 0 50 100 150 200 250 300 350 400
Abundance #166291: Behenic alcohol
43
21.00 21.20 21,40 21.60
5000 83 m/z 69.10 68.61%
18 111
o Ll JLJ | 139 168 196 224 250 280 308
m/iz--> 0 50 100 150 200 250 300 350 400
Abundance #215904: Octacosanol O B
57 21.00 21.20 21.40 21.60
97 m/z 97.10 64.38%
5000
125
0 2?“ It J (153 181 209 236 264 292 322 364 392
m/iz--> 0 50 100 150 200 250 300 350 400 21.00 21.20 21.40 21.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_G\DATA\BG100319\

Data File : BG043014.D

Acq On : 3 Oct 2019 16:32

Operator : JU

3?22'6 - K5168-04 2019073-SS-COMPOSITE-13
ALS Vial : 5 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_G\METHODS\8270-BG092519_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
1-Pentene, 2-methyl- 3.18 9.9 ng 221833 1 8.06 446710 20.0
Butane, 2-methoxy... 3.26 10.5 ng 233799 1 8.06 446710 20.0
unknown7 .61 7.61 78.5 ng 1754230 1 8.06 446710 20.0
n-Hexadecanoic acid 18.31 2.2 ng 122246 4 17.43 1133770 20.0
n-Tetracosanol-1 21.35 3.4 ng 239513 5 21.70 1391260 20.0
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