LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\

Data File : BF099022.D

Aca On : 3 Oct 2017 1:38 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 15531-09 5X ey

ALS Vial : 26 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-BF092317.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

2.175 12 15 23 rvB2 42171 70848 8.98% 0.811%
4.504 408 411 420 rBvV 130714 150988 19.15% 1.729%
533 rBvY 735082 788630 100.00% 9.030%
5.516 581 583 590 rvB 19508 17684 2.24% 0.202%
6.522 750 754 762 rBV 293489 258557 32.79% 2.961%

abrwNPE
)]
=
N
N
a1
=
N
a1
=
()]

6 6.669 776 779 784 rVB 78873 59360 7.53% 0.680%
7 6.904 815 819 823 rBV 804346 632584 80.21% 7.244%
8 6.957 825 828 832 rVB 27457 21944 2.78% 0.251%
9 7.057 841 845 849 rBV 503754 418439 53.06% 4.791%
10 7.463 910 914 917 rBV 304884 263500 33.41% 3.017%
11 8.157 1029 1032 1033 rBvV 11668 10230 1.30% 0.117%
12 8.186 1033 1037 1040 rVvVv 905251 737711 93.54% 8.447%
13 8.239 1042 1046 1048 rvVvB2 27877 28583 3.62% 0.327%
14 8.469 1076 1085 1090 rBV7 16210 26860 3.41% 0.308%
15 8.598 1104 1107 1109 rBV 34487 25624 3.25% 0.293%
16 8.686 1120 1122 1125 rBV4 12931 11986 1.52% 0.137%
17 8.727 1125 1129 1131 rVV5 8448 10524 1.33% 0.121%
18 8.769 1133 1136 1140 rvv2 22076 20686 2.62% 0.237%
19 8.863 1150 1152 1156 rVB3 11618 14480 1.84% 0.166%
20 8.898 1156 1158 1162 rVB 22626 18048 2.29% 0.207%
21 8.957 1166 1168 1171 rBv4 8299 10429 1.32% 0.119%
22 8.998 1171 1175 1178 rVVv2 25411 26433 3.35% 0.303%
23 9.086 1188 1190 1194 rVB2 15268 15893 2.02% 0.182%
24 9.127 1194 1197 1199 rBV2 11129 12866 1.63% 0.147%
25 9.198 1207 1209 1215 rVB 45038 35480 4_50% 0.406%
26 9.257 1215 1219 1224 rBV 604469 482649 61.20% 5.527%
27 9.333 1229 1232 1236 rBV3 26085 31273 3.97% 0.358%
28 9.410 1243 1245 1247 rVB2 12815 11014 1.40% 0.126%
29 9.457 1250 1253 1257 rBV 11417 13291 1.69% 0.152%
30 9.527 1261 1265 1269 rBV 37598 51711 6.56% 0.592%
31 9.598 1274 1277 1280 rBV 43619 48479 6.15% 0.555%
32 9.651 1283 1286 1289 rVB 120805 105288 13.35% 1.206%
33 9.716 1294 1297 1299 rBV 22667 20143 2.55% 0.231%
34 9.804 1309 1312 1315 rVB2 23611 21929 2.78% 0.251%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\

Data File : BF099022.D

Aca On : 3 Oct 2017 1:38 Instrument :

Operator : SJ/JU E?Afs el
- _ lentosampleld :

3?22Ie : 15531-09 5X ey

ALS Vial : 26 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-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.857 1317 1321 1326 rVB3 17658 27385 3.47% 0.314%
36 9.945 1330 1336 1339 rVvVv 766728 668276 84.74% 7.652%
37 9.974 1339 1341 1345 rVVv3 19636 25114 3.18% 0.288%
38 10.045 1349 1353 1357 rBV2 21401 30067 3.81% 0.344%
39 10.086 1357 1360 1364 rBV5 10163 13313 1.69% 0.152%
40 10.139 1364 1369 1373 rVB3 30078 39672 5.03% 0.454%
41 10.186 1373 1377 1381 rBV2 33180 37341 4.73% 0.428%
42 10.257 1386 1389 1391 rBV 26379 24583 3.12% 0.281%
43 10.286 1391 1394 1396 rBVY 19409 14338 1.82% 0.164%
44 10.351 1400 1405 1406 rBV3 25465 33236 4.21% 0.381%
45 10.363 1406 1407 1410 rVB2 31159 17729 2.25% 0.203%
46 10.439 1414 1420 1422 rVB7 8536 12742 1.62% 0.146%
47 10.492 1422 1429 1431 rBV3 15385 28055 3.56% 0.321%
48 10.580 1441 1444 1450 rVB2 52581 60457 7.67% 0.692%
49 10.633 1450 1453 1459 rVB6 10251 14115 1.79% 0.162%
50 10.851 1484 1490 1493 rBV2 93414 107052 13.57% 1.226%
51 11.027 1516 1520 1523 rBvV4 12764 18202 2.31% 0.208%
52 11.063 1523 1526 1530 rVV5 15436 19496 2.47% 0.223%
53 11.180 1540 1546 1552 rBV10 10570 25887 3.28% 0.296%
54 11.286 1560 1564 1566 rBV2 21234 21585 2.74% 0.247%
55 11.315 1566 1569 1575 rVB2 47977 56343 7.14% 0.645%
56 11.380 1575 1580 1585 rVB5 7699 13884 1.76% 0.159%
57 11.433 1585 1589 1591 rBV 740168 639377 81.07% 7.321%
58 11.457 1591 1593 1595 rVB 45384 35610 4.52% 0.408%
59 11.662 1625 1628 1631 rBV3 16741 15344 1.95% 0.176%
60 11.710 1634 1636 1639 rVVv2 15273 11880 1.51% 0.136%
61 11.762 1643 1645 1650 rVB3 14322 16064 2.04% 0.184%
62 11.839 1655 1658 1662 rBV5 7961 13892 1.76% 0.159%
63 11.933 1671 1674 1676 rBV 17380 17937 2.27% 0.205%
64 11.962 1677 1679 1684 rVB2 21380 17878 2.27% 0.205%
65 12.039 1690 1692 1695 rBV2 14031 13953 1.77% 0.160%
66 12.115 1703 1705 1709 rBV2 14707 15952 2.02% 0.183%
67 12.227 1722 1724 1726 rBV2 12829 11080 1.40% 0.127%
68 12.251 1726 1728 1732 rVV4 9245 10430 1.32% 0.119%
69 12.357 1743 1746 1751 rBV6 11078 18501 2.35% 0.212%
70 12.404 1751 1754 1756 rBV3 12430 14331 1.82% 0.164%
71 12.480 1764 1767 1769 rBV3 21588 20876 2.65% 0.239%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099022.D

Aca On : 3 Oct 2017 1:38

Operator : SJ/JU

Sample : 15531-09 5X

Misc :

ALS Vial : 26 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-BF092317 .M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

72 12.509 1769 1772 1775 rVB3 18744 19716 2.50% 0.226%
73 12.645 1792 1795 1798 rBV 66516 56760 7.20% 0.650%
74 12.821 1823 1825 1828 rVB3 13948 10463 1.33% 0.120%
75 12.874 1831 1834 1836 rBV 81975 91881 11.65% 1.052%
76 13.009 1854 1857 1861 rBV 536121 445772 56.52% 5.104%
77 13.233 1892 1895 1897 rBV2 19733 20766 2.63% 0.238%
78 13.486 1935 1938 1943 rBV 68863 56938 7.22% 0.652%

79 14.074 2034 2038 2041 rBV 834315 738650 93.66% 8.458%
80 15.568 2288 2292 2300 rVB 488197 635926 80.64% 7.282%

Sum of corrected areas: 8732993
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BF100217\

BF099022.D

3 Oct 2017 1:38

SJ/Ju

15531-09 5X

26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P

Abundance

1000000

800000

600000

400000

200000
2.17

TIC: BF099022.D

6.90
5.12

7.06

6.52 7.46

4.50

0
Time-->

4.50

T
5.00

Abundance

1000000

800000

600000

400000

200000

TIC: BF099022.D

8.19

9.94 11.43

9.26 13.01

13.49

A
LI B

0 7
Time-->

12.50

10.50 11.00 11.50 13.00 13.50

12.00

Abundance

1000000

800000

600000

400000

200000

TIC: BF099022.D

15.57

Time-->

14.00

18.00 18.50

19.00

16.50 17.00 17.50

15.50 16.00

14.50 15.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099022.D

Aca On : 3 Oct 2017 1:38

Operator : SJ/JU

Sample : 15531-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 6

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

2.17 2.24 ng 70848 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 72
2 Propane. 2-methoxv-2-methvl- 88 C5H120 001634-04-4 9
3 N-EthvIformamide 73 C3H7NO 000627-45-2 5
4 Formamide. N.N-dimethvl- 73 C3H7NO 000068-12-2 5
5 1,3-Dioxolane 74 C3H602 000646-06-0 4

Abundance Scan 14 (2.169 min): BF099022.D (-12) (-) m/z 73.00 100.00%
74.0
5000
43.0 55.0 87.0
A ‘ | 109.0 2.20 2.30 2.40 2.50 2.60
O o B B IR AL e L L m/z 55.00 30.38%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #4486: Butane, 2-methoxy-2-methyl-
73.0
5000
43.0 2.20 2.30 2.40 2.50 2.60
550 87.0 m/z 43.00 30.22%
29.0 ‘ ‘
0 | AN L
RIS AL UL UL SURILIL SURELE SO SO SURILEN I B B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
73.0
2.20 2.30 2.40 2.50 2.60
5000 m/z 87.00 24 .55%
57.0
0o 410
15.0 87.0
e R I UL UL SIS UL I IR UL B R
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #734: N-Ethylformamide e EAEAaEmEEE SRR
3d.0 2.20 2.30 2.40 2.50 2.60
73.0 m/z 41.00 15.11%
5000
440 580
18.0 ‘ |
0'“|'“l|“l'"“iu”'l“"w"w"“l'“'l“"w"w"“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 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\BF100217\
Data File : BF099022.D

Aca On : 3 Oct 2017 1:38

Operator : SJ/JU

Sample : 15531-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 3-Penten-2-one, 4-methyl- Concentration Rank 3

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

4.50 4.77 ng 150988 1,4-Dichlorobenzene-d4 6.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Penten-2-one. 4-methvl- 98 C6H100 000141-79-7 91
2 3-Hexen-2-one 98 C6H100 000763-93-9 90
3 2-Pentene. 3.4-dimethvl-. (E)- 98 C7H14 004914-92-5 90
4 2-Pentene. 2.4-dimethvl- 98 C7H14 000625-65-0 87
5 2-Pentene, 3,4-dimethyl-, (2)- 98 C7H14 004914-91-4 86

Abundance Scan 410 (4.498 min): BF099022.D (-408) (-) m/z 55.10 100.00%
58.1 3.
5000 43.0
98.0
‘ | 420 440 460 4.80
)Y T VS | S PO m/z 83.00 94.59%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3246: 3-Penten-2-one, 4-methyl-
55.0 83.0
5000 L UL L I L
20,0 430 98.0 420 440 460 4.80
' m/z 43.00 40.95%
0 \‘\ \‘\\\ il ‘ | 67.0 75.0 ! .
LI FUELEL SN FURLELEL S JURLLS SURELL SIS SURLLIL SURLL B
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance
83.0
N RAASE RARE AARR AR
5.0 420 440 4.60 4.80
5000 43.0 m/z 98.00 31.10%
98.0
29.0
69.0
G S S UL SUL AL SR IS SIS UL IS W
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #3404: 2-Pentene, 3,4-dimethyl-, (E)- R
55.0 83.0 4.20 4.40 4.60 4.80
m/z 39.00 28.48%
41.0
5000 270 98.0
15.0 ‘ 69.0
0'"w't'w'*Jw"Wl"W“le"JM"'w”l'w"'ﬁ"" BN UL I I R
m/z--> 10 20 30 40 50 60 70 80 90 100 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF100217\
Data File : BF099022.D

Aca On : 3 Oct 2017 1:38

Operator : SJ/JU

Sample : 15531-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 1

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

5.12 24 .93 ng 788630 1,4-Dichlorobenzene-d4 6.90
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. cvano-. 1.1-dimethyv... 141 C7H11NO2 001116-98-9 23
3 Allvl acetate 100 C5H802 000591-87-7 9
4 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 9
5 Propane, l-ethoxy-2-methyl- 102 C6H140 000627-02-1 9

Abundance Scan 516 (5.122 min): BF099022.D (-512) (-) m/z 43.00 100.00%
43.0
50.1
5000
101.0 U A R L I
| 711 830 4.80 5.00 5.20 5.40
e R m/z 59.10 58.44%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L LN L L L
59.0 480 500 520 540
m/z 101.00 20.84%
31.0 g30 1010
O T T T T T T T e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
480 500 520 540
5000 1.0 m/z 58.00 16.53%
o 73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3664: Allyl acetate e B
43.0 4.80 5.00 520 5.40
m/z 41.10 8.54%
5000
58.0
0 150 270 | |, 700 85.0
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\BF100217\
Data File : BF099022.D

Aca On : 3 Oct 2017 1:38

Operator : SJ/JU

Sample : 15531-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092317_.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

Tetradecane, 4-methyl-

Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
10.85 3.35 ng 107052 Phenanthrene-d10 11.43
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tetradecane. 4-methvl- 212 C15H32 025117-24-2 80
2 Heptadecane. 7-methvl- 254 C18H38 020959-33-5 80
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 72
4 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 64
5 Dodecane, 2,6,11-trimethyl- 212 C15H32 031295-56-4 64

Abundance Scan 1490 (10.851 min): BF099022.D (-1484) (-) m/z 57.05 100.00%
51.0
5000
85.1
WL 1 06ag B " 10,60 10.80 11.00 11.20
0 : m/z 71.05 77.13%
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #71399: Tetradecane, 4-methyl-
43.0 710
5000 LR SURELLE SIS FULILE B
10.60 10.80 11. oo 11.20
99.0 m/z 43.10 50.06%
0..J:”M,.M.,.”.h..ﬁﬁ%h?i..” .H” N
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
" 10,60 10.80 11.00 11.20
5000 m/z 85.10 31.24%
85.0 112.0
168.0
0 140.0 211.0 239.0
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141442: Heptadecane, 2,6,10,15-tetramethy!- e e e BRI
57.0 10.60 10.80 11.00 11.20
m/z 41.05 21.56%
5000 85.0
b I 4700 1410 1830 2110 2300 zo70 260 U T
m/z--> 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.60 1080 1100 11.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF100217\
Data File : BF099022.D

Acq On : 3 Oct 2017 1:38

Operator : SJ/JU

Sample - 15531-09 5X

Misc :

ALS Vial : 26 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092317 .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... 2.17 2.2 ng 70848 1 6.90 632584 20.0
3-Penten-2-one, 4. .. 4.50 4.8 ng 150988 1 6.90 632584 20.0
2-Pentanone, 4-hy... 5.12 24.9 ng 788630 1 6.90 632584 20.0
Tetradecane, 4-me... 10.85 3.4 ng 107052 4 11.43 639377 20.0
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