LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020116.D

Aca On : 03 May 2019 17:40 Instrument :
Operator : JU/SJ BNA_M

Sample - K2677-01 ClientSampleld :
Misc - FK-EF-01-007-ABCD
ALS Vial : 10 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-BM043019 .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 3.010 3 4 12 rVB 105638 103206 1.58% 0.234%
2 5.363 397 404 415 rBVY 2727429 3749505 57.49% 8.495%
3 6.945 665 673 685 rBY 2617601 4138810 63.45% 9.377%
4 7.316 729 736 743 rBVY 2738235 4192331 64.27% 9.498%
5 7.786 809 816 822 rBV 501626 774611 11.88% 1.755%
6 8.104 863 870 877 rBVY 1982978 3080763 47.23% 6.980%
7 8.951 1005 1014 1024 rBV 1546435 2547852 39.06% 5.773%
8 10.575 1282 1290 1300 rBV 576522 977518 14.99% 2.215%
9 13.045 1703 1710 1718 rBV 3604295 5180953 79.43% 11.738%
10 13.304 1750 1754 1762 rVB2 43174 65519 1.00% 0.148%

11 13.886 1847 1853 1860 rBV 356914 511536 7.84% 1.159%
12 14.427 1939 1945 1954 rVB2 842807 1282536 19.66% 2.906%
13 15.915 2192 2198 2210 rBV 3210792 4291203 65.79% 9.722%
14 17.174 2405 2412 2417 rBV 1080141 1536583 23.56% 3.481%
15 18.056 2556 2562 2572 rBV 208493 317059 4._86% 0.718%

16 19.339 2776 2780 2783 rBV3 56425 70757 1.08% 0.160%
17 19.797 2852 2858 2863 rBV 5585872 6522529 100.00% 14.778%
18 21.056 3068 3072 3084 rBV 447496 569729 8.73% 1.291%
19 21.356 3117 3123 3128 rBV 1314345 1713903 26.28% 3.883%
20 21.939 3219 3222 3229 rBV5 55839 93613 1.44% 0.212%

21 22.409 3299 3302 3306 rVB2 87234 102515 1.57% 0.232%
22 22.538 3321 3324 3330 rVB2 82032 116561 1.79% 0.264%
23 22.927 3386 3390 3395 rBV3 93741 161432 2.47% 0.366%
24 23.509 3485 3489 3494 rBV3 75819 120732 1.85% 0.274%
25 23.638 3504 3511 3522 rVB 879765 1748874 26.81% 3.962%

26 24.262 3613 3617 3624 rVB6 88088 166829 2.56% 0.378%

Sum of corrected areas: 44137459
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LSC Report - Integrated Chromatogram

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020116.D

Aca On : 03 May 2019 17:40

Operator : JU/SJ

ﬁ?ggle i K2677-01 FK-EF-01-007-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

Abundance TIC: BM020116.D
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020116.D

Aca On : 03 May 2019 17:40

Operator : JU/SJ

ﬁ?ggle i K2677-01 FK-EF-01-007-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown3.01 Concentration Rank 5

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

3.01 2.66 ng 103206 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 28
2 3-Hexanol. 2.4-dimethvl- 130 C8H180 013432-25-2 28
3 Boronic acid. ethvl-. dimethvl e... 102 C4H11BO0O2 007318-82-3 12
4 Silane. tetramethvl- 88 C4H12Si 000075-76-3 9
5 3-Pentanol, 3-methyl- 102 C6H140 000077-74-7 9

Abundance Scan 4 (3.010 min): BM020116.D (-3) (-) m/z 73.10 100.00%
73

T

5000
43 87
55
| | 207 3.10 3.20 3.30 3.40
0.,....,....'i'.'..'.,..'.,:'...,....,....,........,....,.... m/z 87.10 28.21%
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4386: Butane, 2-methoxy-2-methyl-
78
5000 R e s mam
43 3.10 3.20 3.30 3.40
‘ %5 87 m/z 43.10 27.89%
0.,.”.,AL.L..W...,..”,.”.,”..“......w..”,.”.
m/z--> 0 20 40 80 100 120 140 160 180 200
Abundance #13264. 3-Hexanol, 2,4-dimethyl-
45 B

3.10 3.20 3.30 3.40
5000 29 87 m/z 55.10 16.04%

| f i

T

S (1 A 105 128
IR B o o e e e R R EEmE e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200
Abundance #4136: Boronic acid, ethyl-, dimethyl ester
78 3.10 3.20 3.30 3.40
m/z 41.10 7.18%
5000 43
15
2 ‘ 2 | 57 | g7 102
O LI I e e e e o o N B e T e e
m/z--> 0 20 40 60 80 100 120 140 160 180 200 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020116.D

Aca On : 03 May 2019 17:40

Operator : JU/SJ

ﬁ?ggle i K2677-01 FK-EF-01-007-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown7.32 Concentration Rank 1

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

7.32 108.24 ng 4192330 1,4-Dichlorobenzene-d4 7.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 14
2 4-Chloro-6-fluoro-pvrimidine 132 C4H2CIFN2 051422-01-6 14
3 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 14
4 Pvrazolo(2.3-a)pvridine. 7-methvl- 132 C8H8N2 034760-58-2 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 10

Abundance Scan 737 (7.322 min): BM020116.D (-729) (-) m/z 131.95 100.00%
132
68
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40 s | 75 * 103 7.00 7.20 7.40 7.60
Obrr et P SRl 87 L 1S L Tm/z 68.10  54.60%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14013: 1H-Benzimidazole, 2-methyl-
132
5000 A L UL LR

7.00 7.20 7.40 7.60
m/z 66.00 36.95%

15 28 39 52 8 77 00 104

I e e e L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13681: 4-Chloro-6-fluoro-pyrimidine
132
R maa s waa
9 7.00 7.20 7.40 7.60
5000 ! m/z 134.00 32.79%
70
31
4451 €0 | 77 85 | 105 116
o) N SN S BN i e .M SN,
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #13677: 3-Chloro-6-fluoro-pyrazine B e R
132 7.00 7.20 7.40 7.60
69 m/z 69.10 24 _43%
104
5000
78
31 54 51 ‘
0 b H | . !
S ma R B R BAARammEaE o R ma e S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020116.D

Aca On : 03 May 2019 17:40

Operator : JU/SJ

ﬁ?ggle i K2677-01 FK-EF-01-007-ABCD
ALS Vial : 10 Sample Multiplier: 1

= Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNISTO2.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 4 n-Hexadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
18.06 4.13 ng 317059 Phenanthrene-d10 17.17
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 96
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Tetradecanoic acid 228 C14H2802 000544-63-8 58
4 _alpha.-D-Glucopvranoside. .alph... 342 C12H22011 000099-20-7 47
5 d-Glucitol, 4-0-nonyl- 308 C15H3206 132591-06-1 35
Abundance Scan 2563 (18.062 min): BM020116.D (-2556) (-) m/z 73.05 100.00%
43
5000
157 213
43 171185199 17.80 18.00 18.20 18.40
Ol by m/z 43.10 62.93%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #92227: n-Hexadecanoic acid
48
60
5000 L UL SR SULRLLN IR
ﬂmmmmmmm
83 12 - m/z 60.10 60.95%
oh [, J| IM %Z 1157 143157171185199213227242 |
m/z--> 20 45 60 80 160 150 150 160 180 200 220 240 2éo 2éo
Abundance #65565: Tridecanoic acid
78
43 5 | 17.80 18.00 18.20 18140
5000 29 129 m/z 55.10 55.97%
143157 214
0‘
m/iz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #75071: Tetradecanoic acid A e e
78 17.80 18.00 18.20 18.40
43 m/z 57.10 53.80%
5
5000 129
185 228
115
01 1434£7171
OI ...... T H\ H‘ .‘..?-.57.... I‘”llgglg:ll'?ll\” A RRRARRERE
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.80 18.00 18.20 18.40
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA M\DATA\BMO50319\

Data File : BM020116.D

Aca On : 03 May 2019 17:40

Operator : JU/SJ

ﬁ?ggle i K2677-01 FK-EF-01-007-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA M\METHODS\8270-BM043019.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Eicosene, (E)- Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
21.06 6.65 ng 569729 Chrysene-di12 21.36
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene. (E)- 280 C20H40 074685-33-9 91
2 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
3 2- Chloropropionic acid. octadec... 360 C21H41CIl102 088104-31-8 90
4 Heptafluorobutanoic acid. heptad... 452 C21H35F702 1000282-97-3 81
5 Trichloroacetic acid, hexadecyl ... 386 C18H33CI1302 074339-54-1 81
Abundance Scan 3073 (21.062 min): BM020116.D (-3068) (-) m/z 83.10 100.00%
5
5000 q“~“mwwwﬁ-dA\thva,_aﬁAm
HRU N BN BN B
168 207 20.80 21.00 21.20 21.40
o l 252 282303 341 429 /7  69.10 97 90%
m/z--> 50 100 150 200 250 300 350 400
Abundance #106400: 3-Eicosene, (E)-
57
83
5000 U AR IS B
29 11 20.80 21.00 21.20 21.40
m/z 57.10 89.90%
ol | L l 1139 167 196 224 252 280
m/z--> 5 100 150 200 250 300 350 400
Abundance #154046: Bromoacetic acid, octadecyl ester
43
69 HRUN BN BN B
97 20.80 21.00 21.20 21.40
5000 m/z 55.05 78.70%
21
o 11 L% ae1 220790 5o
m/z--> 50 100 150 200 250 300 350 400
Abundance #144923: 2- Chloropropionic acid, octadecy! ester T T T
57 83 20.80 21.00 21.20 21.40
m/z 43.10 76 .65%
5000
29
ol | 10168104 22420 297 a0
m/z--> 50 100 150 200 250 300 350 400 20.80 21.00 21.20 21.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_M\DATA\BMO50319\

Data File : BM020116.D

Acq On : 03 May 2019 17:40

Operator : JU/SJ

ﬁ?ggle i K2677-01 FK-EF-01-007-ABCD
ALS Vial : 10 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA_M\METHODS\8270-BM043019.M
Quant Title : 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]
unknown3 .01 3.01 2.7 ng 103206 1 7.79 774611 20.0
unknown? .32 7.32 108.2 ng 4192330 1 7.79 774611 20.0
n-Hexadecanoic acid 18.06 4.1 ng 317059 4 17.17 1536580 20.0
3-Eicosene, (E)- 21.06 6.7 ng 569729 5 21.36 1713900 20.0
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