LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1I\BNA M\DATA\BM121618\
Data File : BM018225.D
Aca On : 16 Dec 2018 14:14 Instrument :
Operator : JU/SJ EFAﬁg el

- _ lentosampleld :
a?zgle : J6377-05 P001-SS001-0612-02
ALS Vial =: 7 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 M\METHODS\8270-BM121518 .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 4.693 302 307 316 rBV 106514 148756 2.48% 0.331%
2 5.128 375 381 388 rBVY 2940790 4155844 69.25% 9.251%
3 5.181 388 390 400 rVB 40561 64026 1.07% 0.143%
4 6.699 639 648 665 rBY 2936011 4896005 81.58% 10.898%
5 7.040 698 706 721 rBVY 3220980 4943486 82.37% 11.004%

7.498 777 784 794 rBV 544571 853856 14.23% 1.901%
7.810 830 837 846 rBV 2391189 3740368 62.33% 8.326%
8.657 971 981 1003 rBV 1707742 2890203 48.16% 6.433%
10.263 1247 1254 1273 rBV 579514 1099369 18.32% 2.447%
12.763 1672 1679 1701 rBVY 3992258 6001208 100.00% 13.358%

=
QO ~NO®

11 13.633 1822 1827 1840 rBV 103023 193857 3.23% 0.432%
12 14.157 1907 1916 1928 rBV2 838323 1313211 21.88% 2.923%
13 15.663 2165 2172 2185 rBV 2724139 4114039 68.55% 9.157%
14 16.921 2379 2386 2393 rBV2 809473 1314237 21.90% 2.925%
15 17.833 2534 2541 2557 rBV 224893 374463 6.24% 0.834%

16 19.127 2756 2761 2769 rBV2 97895 156133 2.60% 0.348%
17 19.568 2831 2836 2847 rBV 4435807 5571965 92.85% 12.403%
18 20.674 3014 3024 3025 rBv4 107826 220665 3.68% 0.491%
19 20.862 3052 3056 3062 rVB 126607 157215 2.62% 0.350%
20 21.139 3098 3103 3113 rBV 947344 1313684 21.89%% 2.924%

21 22.168 3275 3278 3282 rBV3 100231 119016 1.98% 0.265%
22 23.297 3464 3470 3478 rVB 672469 1283757 21.39%% 2.858%

Sum of corrected areas: 44925363
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018225.D

Aca On : 16 Dec 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J6377-05 P001-5S001-0612-02
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BM018225.D

4000000
7.04
3000000 5.13 6.70

7.81

2000000
8.66

1000000
7.50 10.26

4.69 {18
o7 e e e e e e e e e T e T T T

Time--> 300 350 400 450 500 550 6.00 650 7.00 750 8.00 850 9.00 950 1000 1050 11.00 11.50
Abundance TIC: BM018225.D

1957

4000000 12.76

3000000

15.66

2000000

1000000 14.16 16.92

13.63 17.83 19.13

Time--> 12.00 12,50 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
Abundance TIC: BM018225.D

4000000
3000000

2000000

21.14 23.30

1000000
0 80.86 2211 h]\

e

Time--> 21.00 21.50 22.00 22. 50 2300 23.50 2400 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 M\DATA\BM121618\

Data File : BM018225.D

Aca On : 16 Dec 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J6377-05 P001-5S001-0612-02
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.69 3.48 ng 148756 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 53
2 Guanidine 59 CH5N3 000113-00-8 43
3 Dimethadione 129 C5H7NO3 000695-53-4 28
4 Acetic acid. 10.11-dihvdroxv-3.7... 298 C17H3004 1000194-28-5 25
5 5-Hexen-2-one 98 C6H100 000109-49-9 10

Abundance Scan 307 (4.693 min): BM018225.D (-302) (-) m/z 43.00 100.00%
43
59
5000
101
e e e L
83 440 4.60 4.80 5.00
Ol et 2T "m/z 50.10  68.24%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L I L L I
59 440 460 4.80 5.00
m/z 101.00 30.65%
15 4 101
83
Ot e e e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #248: Guanidine
43 59
440 4.60 480 500
5000{ 18 m/z 58.00 18.89%
1
0"”“'“”“*'”‘"”I"”I"”I"”I"”I"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #12397: Dimethadione AR RREE L
8 4.40 4.60 4.80 5.00
S m/z 41.00 8.74%
5000
129
0 1527 m‘ 70 g6 114
m/z--> 20 40 60 80 100 120 140 160 180 200 440 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018225.D

Aca On : 16 Dec 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J6377-05 P001-5S001-0612-02
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown7.04 Concentration Rank 1

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

7.04 115.79 ng 4943490 1,4-Dichlorobenzene-d4 7.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 22
3 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 12
4 (5-METHYL-2-PYRIDYL)ACETONITRILE 132 C8H8N2 1000241-93-9 10
5 Benzene, 1,2,4-trifluoro- 132 C6H3F3 000367-23-7 9

Abundance Scan 706 (7.040 min): BM018225.D (-698) (-) m/z 132.00 100.00%
132
5000 68
40 % 680 7.00 7.00 7.40
54 : . . .
ol T g7 e m/z 68.10  42.90%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S LN RS A A
680 7.00 7.20 7.40
31 51 m/z 134.00 32.65%
01 SRR RS SRR SRR
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
680 7.00 7.20 7.40
5000 m/z 66.10 28.64%
15 2839 52 %0 77 90 Wy |
s R e B i 3o e 5 e He
Abundance #13679: 5-Fluoro-2-chloropyrimidine R B
132 6.80 7.00 7.20 7.40
m/z 69.10 18.52%
5000
33 44 105 ‘
0 ”'I'”MI"EQ'J”%{'”MJh”I"“ I DL S UL R AL LR I
m/z--> 20 40 60 80 100 120 140 160 180 200 6.80 7.00 7.20 7.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018225.D

Aca On : 16 Dec 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J6377-05 P001-5S001-0612-02
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 4 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.83 5.70 ng 374463 Phenanthrene-d10 16.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 n-Decanoic acid 172 C10H2002 000334-48-5 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 58
4 Tridecanoic acid 214 C13H2602 000638-53-9 55
5 Tetradecanoic acid 228 C14H2802 000544-63-8 43
Abundance Scan 2540 (17.827 min): BM018225.D (-2534) (-) m/z 73.10 100.00%
73
60
43
5000 129
143157171185 150 | o 256 17.60 17.80 18.00 18.20
0! m/z 60.10 77.72%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256 LR B SUMSLLN UL B
17.60 17.80 18.00 18.20
213 m/z 43.10 69.72%
. || 143157171185 1 oo
m/z--> 25” 'Zb”' 60 80 100 120 140 160 180 200 220 240 260
Abundance #37192: n-Decanoic acid
60 73
41 17.60 17.80 18.00 18.20
5000 m/z 41.10 66.92%
129
2
T 101115 143 172
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance #83686: Pentadecanoic acid
43 60 73 17.60 17.80 18.00 18.20
m/z 55.10 59.32%
129
5000 29 .
3 199
I \H DA B | |
OI H\ 1l \\‘H ‘H\ M‘\ “‘.ll...‘....‘... |2|2|5”|\””|”
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA M\DATA\BM121618\
Data File : BM018225.D

Aca On : 16 Dec 2018 14:14

Operator : JU/SJ

Sample : J6377-05

Misc :

ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 7

R.T. EstConc Area Relative to ISTD R.T.
19.13 2.38 ng 156133 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 96
2 Tetradecanoic acid 228 C14H2802 000544-63-8 58
3 Pentadecanoic acid 242 C15H3002 001002-84-2 49
4 D-Glucose. 4-0-.alpha.-D-alucopv... 342 C12H22011 000069-79-4 35
5 n-Decanoic acid 172 C10H2002 000334-48-5 35

Abundance Scan 2761 (19.127 min): BM018225.D (-2756) (-) m/z 73.00 100.00%
7
43
5000 129
97 185 241 B
284
163 | | 341 18.80 19.00 19.20 19.40
o b 2 200y 267 | SR 7T 57,05 70.67%
m/z--> 50 100 150 200 250 300
Abundance #108843: Octadecanoic acid
73
5000 129
18.80 19.00 19.20 19.40
97 185 oy 284 m/z 43.05 69.75%
o 2 i .l]'??l |. 12:!'31 | 267 ||
m/z--> 50 100 1éo 260 2éo 300
Abundance #75071: Tetradecanoic acid
78
43 18.80 19.00 19.20 19.40
5000 m/z 60.00 69.71%
129
185 228
Wi ™
SIS 0 O L 20 == A
m/z--> 50 100 150 200 250 300
Abundance #83683: Pentadecanoic acid
43 | 73 18.80 19.00 19.20 19.40
m/z 55.05 61.64%
5000
129 242
LT [ 2
OII\IMI\\I .“m."ll‘.m“.‘..‘]]5“}.‘.‘.{.2.2.5.|....|.... AR L
m/z--> 50 100 150 200 250 300 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BM121618\

Data File : BM018225.D

Aca On : 16 Dec 2018 14:14

Operator : JU/SJ

ﬁ?ggle i J6377-05 P001-5S001-0612-02
ALS Vial : 7 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 7 Trifluoroacetic acid, n-oct... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.86 2.39 ng 157215 Chrysene-di12 21.14
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trifluoroacetic acid. n-octadecy... 366 C20H37F302 079392-43-1 91
2 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 91
3 17-Pentatriacontene 491 C35H70 006971-40-0 81
4 1-Docosanol 326 C22H460 000661-19-8 81
5 Pentafluoropropionic acid, hepta... 402 C20H35F502 1000283-04-2 81
Abundance Scan 3056 (20.862 min): BM018225.D (-3052) (-) m/z 57.05 100.00%
57 8
HSR IR BN SUNRA B
357 401 20.60 20.80 21.00 21.20
- | 429 m/z 43.10 94.20%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #146922: Trifluoroacetic acid, n-octadecy! ester
48
69
5000 HSR IR R BN SUNIRA SR
20.60 20.80 21.00 21.20
m/z 83.05 90.70%

154 183 224252

0
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #164553: Heptafluorobutanoic acid, heptadecy! ester
57
83 e
20.60 20.80 21.00 21.20
5000 m/z 69.05 88.28%
111
29 ‘ l
139 169 238
SRR Ui e - ——
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #168066: 17-Pentatriacontene BB maE e B
43 20.60 20.80 21.00 21.20
m/z 97.10 81.18%
5000 83
111
o | 139167 196224 267292 321 462 490
a1 B L LA e L
m/z--> 50 100 150 200 250 300 350 400 450 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BM121618\

Data File : BM018225.D

Acq On : 16 Dec 2018 14:14

Operator : JU/SJ

3?22'6 i J6377-05 P001-SS001-0612-02
ALS Vial : 7 Sample Multiplier: 1

Quant Method
Quant Title

Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM121518_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 4.69 3.5 ng 148756 1 7.50 853856 20.0
unknown? .04 7.04 115.8 ng 4943490 1 7.50 853856 20.0
n-Hexadecanoic acid 17.83 5.7 ng 374463 4 16.92 1314240 20.0
Octadecanoic acid 19.13 2.4 ng 156133 5 21.14 1313680 20.0
Trifluoroacetic a... 20.86 2.4 ng 157215 5 21.14 1313680 20.0
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