LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102864.D

Acq On : 8 Feb 2018 18:55

Operator : SJ/JU

Sample - J1470-13

Misc :

ALS Vial : 21 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 - O Peak Location: TOP

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

Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.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 height area % max. total
1 2.157 7 12 21 rvB 405130 512368 11.73% 1.255%
2 5.116 512 515 525 rVB 120362 149851 3.43% 0.367%
3 5.504 576 581 584 rBV 4342283 4262672 97.56% 10.438%
4 6.516 747 753 768 rBV 3823410 4369089 100.00% 10.699%
5 6.657 772 777 780 rBV 4285086 4142929 94.82% 10.145%
6 6.887 812 816 819 rBV 1464855 1201358 27.50% 2.942%
7 7.039 838 842 846 rBVY 3072538 2912426 66.66% 7.132%
8 7.445 906 911 914 rBV 2663485 2682796 61.40% 6.570%
9 7.522 921 924 930 rvB2 48387 45883 1.05% 0.112%
10 8.169 1030 1034 1037 rBV 1791655 1467501 33.59% 3.594%

11 9.239 1212 1216 1220 rBV 3491885 3272963 74.91% 8.015%
12 9.316 1226 1229 1232 rVB 93963 68855 1.58% 0.169%
13 9.633 1279 1283 1286 rBV 396838 339491 7.77% 0.831%
14 9.845 1312 1319 1322 rBV 211707 188456 4_.31% 0.461%
15 9.922 1329 1332 1336 rBV 1383698 1293888 29.61% 3.168%

16 10.169 1370 1374 1378 rBV2 41999 44459 1.02% 0.109%
17 10.322 1397 1400 1402 rBV 59035 52013 1.19% 0.127%
18 10.345 1402 1404 1407 rVB 212286 154327 3.53% 0.378%
19 10.563 1437 1441 1444 rBV 48271 66700 1.53% 0.163%
20 10.669 1457 1459 1461 rBV 106232 91982 2.11% 0.225%

21 10.710 1463 1466 1476 rVB 1683058 1687458 38.62% 4.132%
22 10.816 1482 1484 1486 rBV 223703 232486 5.32% 0.569%
23 10.833 1486 1487 1490 rVvVv 355708 281792 6.45% 0.690%
24 10.886 1493 1496 1499 rBV 770710 696818 15.95% 1.706%
25 10.922 1499 1502 1505 rVVv2 630792 784785 17.96% 1.922%

26 10.957 1505 1508 1510 rVvVv 719929 626472 14.34% 1.534%
27 10.980 1510 1512 1514 rVV 450691 341153 7.81% 0.835%
28 11.022 1514 1519 1520 rVV2 302346 355779 8.14% 0.871%
29 11.033 1520 1521 1524 rVV 250100 221773 5.08% 0.543%
30 11.069 1524 1527 1530 rVV3 622911 688280 15.75% 1.685%

31 11.104 1530 1533 1535 rVV 737822 619764 14.19% 1.518%
32 11.127 1535 1537 1538 rVV 187102 165948 3.80% 0.406%
33 11.145 1538 1540 1545 rVB2 424861 352640 8.07% 0.864%
34 11.227 1550 1554 1558 rBV 40249 52916 1.21% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102864.D

Acq On : 8 Feb 2018 18:55

Operator : SJ/JU

Sample - J1470-13

Misc :

ALS Vial : 21 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 - O Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 11.269 1558 1561 1563 rBV 102703 87097 1.99% 0.213%
36 11.292 1563 1565 1568 rVB2 61614 52512 1.20% 0.129%
37 11.416 1582 1586 1589 rBV 1059796 997259 22.83% 2.442%
38 12.810 1820 1823 1826 rBV 69624 55484 1.27% 0.136%

39 12.874 1830 1834 1843 rVB 436911 457161 10.46% 1.119%
40 12.998 1850 1855 1858 rBV 2375398 2194078 50.22% 5.373%

41 13.468 1932 1935 1939 rBV 43358 46565 1.07% 0.114%
42 13.880 2002 2005 2012 rBV 302457 304187 6.96% 0.745%
43 14.021 2026 2029 2031 rBV 84785 78405 1.79% 0.192%
44 14.051 2031 2034 2040 rvB 993334 1006974 23.05% 2.466%
45 14.492 2107 2109 2111 rBV 54567 56540 1.29% 0.138%
46 15.162 2220 2223 2226 rBvV 72819 82582 1.89% 0.202%
47 15.539 2282 2287 2294 rBV 638319 889997 20.37% 2.179%
48 15.998 2362 2365 2369 rvB2 74616 99331 2.27% 0.243%
Sum of corrected areas: 40836243
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102864.D

Acq On : 8 Feb 2018 18:55

Operator : SJ/JU

Sample - J1470-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF102864.D
5(50 6|66
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Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF102864.D
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3000000
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T T e e e e st P .
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50

Abundance TIC: BF102864.D
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3000000

2000000

14.05
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e

Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102864.D

Acq On : 8 Feb 2018 18:55

Operator : SJ/JU

Sample - J1470-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 9

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

2.16 8.53 ng 512368 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 2,2,4-Trimethyl-3-pentanol 130 C8H180 005162-48-1 40
3 2-Methyl-5-hexen-3-o0l 114 C7H140 032815-70-6 32
4 1,3-Dioxolane, 2-methyl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 12 (2.157 min): BF102864.D (-7) (-) m/z 73.00 100.00%
7B
5000 43
5‘5 87
2.20 2.30 2.40 2.50 2.60
Ob e 8L 80 L o7l e | Tmsz 43.00  42.82%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4486: Butane, 2-methoxy-2-methyl-
73
5000 AN AR AR A R
43 2.20 2.30 2.40 2.50 2.60
55 87 m/z 55.00 30.06%
0 ‘ZP 3 ||| 50 ‘ 67 ||, 80
miz--> 10 20 30 4'0 50 60 70 80 90 100
Abundance
73
P R 87 220 2.30 2.40 2.50 2.60
5000 m/z 87.00 22.72%
29
15 67 97
e S S L S S L S SIS S UL
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #7506: 2-Methyl-5-hexen-3-ol R Ramasmaraspa
73 2.20 2.30 2.40 2.50 2.60
55 m/z 41.00 14 .55%
43
5000
27
||||||||||||||||||||||||||||||||||||||||| _FV_TFV_V_"'_FV_V_"'—FV_V_""V_FV_V"_V_F
m/z--> 10 20 30 4'0 50 60 7'0 80 9 100 2.20 2.30 2.40 2.50 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102864.D

Acq On : 8 Feb 2018 18:55

Operator : SJ/JU

Sample - J1470-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 19

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

5.12 2.49 ng 149851 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
3 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
4 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 516 (5.122 min): BF102864.D (-512) (-) m/z 42.95 100.00%
43
59
5000
1ot 4.80 5.00 5.20 5.40
oo Bl stl e W2 50.00 %8770
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 AR SRS L LR
4.80 5.00 5.20 5.40
59 101 m/z 58.00 17.46%
0 27 36, 51, ‘ 67 76 83 o1
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
480 500 520 540
5000 m/z 101.00 17 .26%
a1 101
oL 15 31 51 69 83
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #18948: Acetic acid, cyano-, 1,1-dimethylethyl ester T s
50 4.80 5.00 5.20 5.40
m/z 40.95 9.55%
5000 41
68
0 50, 126 142
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 480 500 520 540
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102864.D

Acq On : 8 Feb 2018 18:55

Operator : SJ/JU

Sample - J1470-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.66 Concentration Rank 1

R.T. EstConc Area Relative to ISTD R.T.
6.66 68.97 ng 4142930 1,4-Dichlorobenzene-d4 6.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 27
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
4 Bicyclo[4.2.0]octa-1,3,5-triene, ... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 777 (6.657 min): BF102864.D (-772) (-) m/z 132.00 100.00%
5000 68
20 . 54 ‘ 6 640 6.60 680 7.00
48 7S 104 : : : .
o....,....,....,....,%:.n.',..'..,..5.‘?,....,....,.1.1.5.,....,~ - m/z 67.95 40.82%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 lllllll/l\lllllllllllllll
a1 97 6.40 6.60 6.80 7.00
53 17 m/z 134.00 33.26%
79
0 34 “‘ ‘\ L 61\“\‘ L1l 89 L, 103 110 124 ||
L i s B R e mam e B
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
69 e
104 6.40 6.60 6.80 7.00
5000 m/z 66.00 28.29%
78
31 g5 ,, 51
o) NSRS 1YV SN ORI MMM | RN | —
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine R L ma kA
132 6.40 6.60 6.80 7.00
m/z 69.00 15.57%
5000
3B 44 0 g7 105
I S
LSRN RSNt S TN NS SR MMM N NS NSRS 1 S e R e
m/z--> 30 40 50 70 80 90 100 110 120 130 140 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102864.D

Acq On : 8 Feb 2018 18:55

Operator : SJ/JU

Sample - J1470-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 18

R.T. EstConc Area Relative to ISTD R.T.
"985 2.01ng 188456  Acenaphthene-d10 9.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Hexadecane 226 C16H34 000544-76-3 87

2 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S

1000309-20-2 86

3 Pentadecane 212 C15H32 000629-62-9 86
4 Nonane, 5-butyl- 184 C13H28 017312-63-9 64
5 Decane, 3-bromo- 220 C10H21Br 030571-71-2 59
Abundance Scan 1320 (9.851 min): BF102864.D (-1312) (-) m/z 57.00 100.00%
57
43
s b ]
99 113 196 141 9.60 9.80 10.00 10.20
(o} m/z 43.00 70.43%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 %7
5000 71 LN I L L L L L L
g5 9.60 9.80 10.00 10.20
29 m/z 71.00 56.57%
0 | L L w 99 113 127 141 155 169 183 197 226
s R S am S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance
57
43 71 9.60 9.80 10.00 10.20
5000 85 m/z 85.00 38.59%
29 113
99
- e
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #71393: Pentadecane
57 9.60 9.80 10.00 10.20
43 m/z 41.00 34 .00%
71
5000 85
29 9
OﬁJmHn \mmmmmm 212
s e e e A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 9.60 9.80 10.00 10.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102864.D

Acq On : 8 Feb 2018 18:55

Operator : SJ/JU

Sample - J1470-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7 Bacchotricuneatin c Concentration Rank 15
R.T. EstConc Area Relative to ISTD R.T.
10.82 4.66 ng 232486 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 94
2 Benzenesulfonamide, N,4-dimethyl- 185 C8H11NO02S 000640-61-9 80
3 Pentadecane 212 C15H32 000629-62-9 45
4 Hexadecane 226 C16H34 000544-76-3 45
5 Tetradecane, 1-iodo- 324 C14H29l 019218-94-1 43
Abundance Scan 1485 (10.822 min): BF102864.D (-1482) (-) m/z 57.00 100.00%
57
91
5000
sl 121 1T5 1?5 "' 10/60 10.80 11.00 11.20
R Y K S O —— m/z 43.00 64.74%
m/z--> 50 100 150 200 250 300
Abundance #178298: Bacchotricuneatin ¢
1 112
9
5000 R R SR UG B
10. 60 10 80 11.00 11.20
132 m/z 91.00 60.51%
0 T 7t 216 2ss 312 342
m/z--> 55 160 1éo 260 2%0 360 '
Abundance
91
10.60 10.80 11.00 11.20
5000 m/z 71.00 57 .45Y%
3 & 1 185
e  —
m/z--> 50 100 150 200 250 300
Abundance #71393: Pentadecane R e R Eaal
57 10.60 10.80 11.00 11.20
m/z 85.05 38.64%
5000 85
29
m/z--> 5'0 1(')0 150 200 251;0 300 ' 10. 60 10 80 11. oo 11'20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF020818\
Data File : BF102864.D

Acq On : 8 Feb 2018 18:55

Operator : SJ/JU

Sample - J1470-13

Misc :

ALS Vial : 21 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF020318.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 8 unknownl1l0.83 Concentration Rank 14
R.T. EstConc Area Relative to ISTD R.T.
10.83 5.65 ng 281792 Phenanthrene-d10 11.42
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 p-Sec-butylphenyl acetate 192 C12H1602 003245-24-7 43
2 2-Acetamidotropone 163 C9HONO2 006422-12-4 38
3 Benzenemethanol, 4-methyl-_alpha... 176 C12H160 083173-76-6 38
4 Silane, trimethoxypropyl- 164 C6H1603Si 001067-25-0 32
5 Carbonic acid, ethyl 4-isopropyl... 208 C12H1603 1000331-34-2 32
Abundance Scan 1486 (10.827 min): BF102864.D (-1486) (-)
5000
e L U UL I WL B B B WS
m/z--> 0 20 40 60 80 100 120 140 160 180
Abundance #54394: p-Sec-butylpheny| acetate
121
5000
150
o 15 29 353 65 77 91 107 | 135 | 443177 102
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance
121
5000 163
43 93
o 15 28 53 877 104 134 148
mz-> 0 20 40 60 80 100 120 140 160 180
Abundance #42574: Benzenemethanol, 4-methyl-.alpha.-(1-methyl-2-prop...
121
5000 93
77
27 39 51 65 | “ 105 | 132143 159 176
e L L UL I WL B B B WS

m/z--> 0 20 40 60 80 100 120 140 160 180




