LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF032918\
Data File : BF104080.D
Aca On : 30 Mar 2018 5:17 Instrument :
Operator : JU/SJ E?Afs el
- _ lentosampleld :
a?ggle - J2092-01 FK-BPM-01-B02-B02A-C02-CO2A
ALS Vial : 36 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:\HPCHEM1I\BNA F\METHODS\8270-BF032818.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 2.304 32 37 45 rVB 78559 116705 4.92% 0.641%
2 5.210 527 531 539 rBV 51392 74065 3.12% 0.407%
3 5.598 594 597 625 rBY 1196371 1857365 78.24% 10.209%
4 6.598 763 767 787 rBV 1177212 1963036 82.69% 10.790%
5 6.739 787 791 826 rVV 1601521 2373889 100.00% 13.048%
6 6.969 826 830 852 rvVv 299570 557698 23.49% 3.065%
7 7.122 852 856 879 rVV 1377635 1632831 68.78% 8.975%
8 7.533 922 926 949 rBV 651349 1222185 51.48% 6.718%
9 7.680 949 951 958 rVB 23339 28071 1.18% 0.154%
10 8.245 1044 1047 1071 rBV 460192 728165 30.67% 4.002%
11 9.316 1225 1229 1246 rBvV 1970398 2291759 96.54% 12.597%
12 9.710 1289 1296 1303 rBV 76145 97551 4.11% 0.536%
13 9.910 1327 1330 1335 rBV 50776 44911 1.89% 0.247%
14 10.004 1342 1346 1362 rBvV 651548 721370 30.39% 3.965%
15 10.410 1413 1415 1418 rVB 71679 55851 2.35% 0.307%
16 10.633 1447 1453 1455 rBvV2 21715 26312 1.11% 0.145%
17 10.798 1478 1481 1494 rBV 752040 998007 42.04% 5.486%
18 10.886 1494 1496 1507 rVB 72922 89798 3.78% 0.494%
19 11.504 1597 1601 1617 rBV 382740 566726 23.87% 3.115%
20 12.880 1832 1835 1839 rVB 41439 31306 1.32% 0.172%
21 13.080 1865 1869 1884 rBVY 1353121 1470266 61.93% 8.081%
22 13.957 2015 2018 2026 rBV 39118 51216 2.16% 0.282%
23 14.151 2048 2051 2062 rBV 427115 587476 24.75% 3.229%
24 14.592 2123 2126 2132 rBVS 15902 24678 1.04% 0.136%

25 15.698 2305 2314 2329 rBV 300702 581823 24.51% 3.198%

Sum of corrected areas: 18193060
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104080.D

Aca On - 30 Mar 2018 5:17

Operator : JU/SJ

ﬁ?gg le - J2092-01 FK-BPM-01-B02-B02A-C02-C02A
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF032818.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: BF104080.D
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104080.D

Aca On - 30 Mar 2018 5:17

Operator : JU/SJ

3?22 le J2092-01 FK-BPM-01-B02-B02A-C02-C02A
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Butane, 2-methoxy-2-methyl- Concentration Rank 3

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

2.30 4.19 ng 116705 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 78
2 2-Methvl-5-hexen-3-ol 114 C7H140 032815-70-6 25
3 3-Hexanol. 2-methvl- 116 C7H160 000617-29-8 17
4 Pentane. 3-methoxv- 102 C6H140 036839-67-5 17
5 Silane, tetramethyl- 88 C4H12Si 000075-76-3 16

Abundance Scan 36 (2.298 min): BF104080.D (-32) (-) m/z 73.10 100.00%
7B
5000 /\\
43
55 87 I
220 240  2.60
Ol e bt b e || M7z 43.00  35.00%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 T T T T T
43 220 240  2.60
55 87 m/z 55.00 26.78%
0 ?9 35 \‘ 67 ||, 80
'W"”I'”'I”"P"W"”I'”'I”"P"W"”I'”'I”"P'
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance
73
4 55 220 240 260
5000 m/z 87.10 25.94%
27
15 81
e R LS R RS RN RS RAARN LS RARR SRS RARRE N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8363: 3-Hexanol, 2-methyl- O L B e
5 73 220 240  2.60
m/z 71.10 12.34%
5000
43
1
o} SN N/ X IO P . S M- T e —
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 220 240  2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104080.D

Aca On - 30 Mar 2018 5:17

Operator : JU/SJ

3?22 le J2092-01 FK-BPM-01-B02-B02A-C02-C02A
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

5.21 2.66 ng 74065 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 Propane. l1l-ethoxv-2-methvl- 102 C6H140 000627-02-1 38
4 1.8-Nonanediol. 8-methvl- 174 C10H2202 054725-73-4 23
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 531 (5.210 min): BF104080.D (-527) (-) m/z 43.00 100.00%
a3
59
5000
101 R NS A
| 83 4.80 5.00 5.20 5.40 5.60
oY 1 FCHMSSEESSY | A SISV HMS m/z 59.00 63.17%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 S UL LR
4.80 5.00 5.20 5.40 5.60
m/z 101.00 23.90%
o 25 3 37 | 83 o3 01
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
- 480 500 520 540 560
5000 m/z 58.10 18.42%
29 101
o 15 37 51 73 8 9
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4488: Propane, 1-ethoxy-2-methyl- L B A
31 59 480 5.00 5.20 5.40 5.60
m/z 41.00 9.50%
5000
41
0 25\“ “‘\‘47 53/ | B gy 12
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.80 500 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104080.D

Aca On - 30 Mar 2018 5:17

Operator : JU/SJ

3?22 le J2092-01 FK-BPM-01-B02-B02A-C02-C02A
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 3 unknown6.74 Concentration Rank 1

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

6.74 85.13 ng 2373890 1,4-Dichlorobenzene-d4 6.97
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 38
2 (EY-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 12
4 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 791 (6.739 min): BF104080.D (-787) (-) m/z 132.00 100.00%
5000 o8
40 | % J 6.40 6.60 6.80 7.00
54 - - - -
Ob ol {7 87 | 3505 Y m/z 68.05  36.30%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 BUARARESUERE SRR AR
6.40 6.60 6.80 7.00
2 51 78 m/z 134.00 33.26%
0 ‘ L1 H (1 L 1
LR S LI S UARLALELA (R IR DU WAL
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
6.40 6.60 6.80 7.00
5000 67 m/z 66.00 23.08%
41 97
53 117

79

0 88 106
e I e o I I A o o o o e B o B B
m/z--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl

132

57 6.40 6.60 6.80 7.00
24 m/z 69.05 14 .23%
5000 98 116
oo b g s s
m/z--> 40 60 80 100 120 140 160 180 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF032918\

Data File : BF104080.D

Aca On - 30 Mar 2018 5:17

Operator : JU/SJ

3?22 le J2092-01 FK-BPM-01-B02-B02A-C02-C02A
ALS Vial : 36 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF032818_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 Heptadecane Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.89 3.17 ng 89798 Phenanthrene-d10 11.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Sulfurous acid. 2-propvl tetrade... 320 C17H3603S 1000309-12-5 86
3 Octacosane 394 C28H58 000630-02-4 86
4 Pentadecane 212 C15H32 000629-62-9 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 1497 (10.892 min): BF104080.D (-1494) (-) m/z 57.00 100.00%
57
5000 85
112 10,60 10.80 11.00 11.20
o— A L m/z 71.10 81.27%
m/z--> 50 100 150 200 250 300 350
Abundance #94346: Heptadecane
57
85
5000 SRR DU U B
10.60 10.80 11.00 11.20
29 m/z 43.05 65.53%
0 IleJILI$leﬁljéhlfﬁ‘}§gl}9zlI 240 R —
m/z--> 50 100 150 200 250 300 350
Abundance
43
o 10,60 10.80 11.00 11.20
5000 m/z 85.05 50.32%
97
0 125 168 197 231 261
m/z--> 50 100 150 200 250 300 350 '
Abundance #209566: Octacosane
57 10.60 10.80 11.00 11.20
m/z 41.10 23.51%
5000 85
29
oLl i L]y 113 141 160 197 225 253 281 309 337 365 394
m/z--> 50 100 150 200 250 300 350 ' 10,60 10.80 11.00 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF032918\

Data File : BF104080.D

Acq On : 30 Mar 2018 5:17

Operator : JU/SJ

3?22 le - J2092-01 FK-BPM-01-B02-B02A-C02-C02A
ALS Vial : 36 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF032818_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]
Butane, 2-methoxy... 2.30 4.2 ng 116705 1 6.97 557698 20.0
2-Pentanone, 4-hy... 5.21 2.7 ng 74065 1 6.97 557698 20.0
unknown6 .74 6.74 85.1 ng 2373890 1 6.97 557698 20.0
Heptadecane 10.89 3.2 ng 89798 4 11.50 566726 20.0
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