LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\

Data File : BF108435.D

Aca On : 23 Aug 2018 21:54 Instrument :

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

3?22'6 : J4535-12 RA-081618-FL-044

ALS Vial : 13 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 F\METHODS\8270-BF080818 .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 2.384 3 8 16 rVB 450256 637292 15.26% 1.819%
2 5.254 491 496 503 rBV 135794 196680 4.71% 0.561%
3 5.631 553 560 563 rBY 3481171 3580039 85.70% 10.221%
4 6.625 722 729 732 rBVY 3523249 3775064 90.37% 10.777%
5 6.772 749 754 757 rBVY 3883645 3755347 89.90% 10.721%
6 6.819 759 762 766 rVB 66300 52745 1.26% 0.151%
7 6.995 789 792 796 rBV 976325 894050 21.40% 2.552%
8 7.154 815 819 823 rBVY 3056948 2920643 69.92% 8.338%
9 7.566 883 889 892 rBVY 2343251 2496223 59.76% 7.126%
10 8.284 1006 1011 1014 rBV 1237344 1095571 26.23% 3.128%
11 8.995 1129 1132 1135 rBV 117617 96844 2.32% 0.276%
12 9.095 1144 1149 1152 rBvV2 57876 55099 1.32% 0.157%
13 9.284 1174 1181 1184 rBV 58095 62302 1.49% 0.178%
14 9.354 1188 1193 1197 rBV 4141729 4177292 100.00% 11.926%
15 9.419 1202 1204 1208 rvv2 55686 58558 1.40% 0.167%
16 9.619 1234 1238 1242 rBV 65073 97999 2.35% 0.280%
17 9.695 1247 1251 1254 rBV2 63744 71472 1.71% 0.204%
18 9.742 1254 1259 1266 rBV 462139 459650 11.00% 1.312%
19 9.813 1267 1271 1273 rBvV2 43929 55925 1.34% 0.160%
20 9.901 1283 1286 1288 rBvV2 43121 45560 1.09% 0.130%
21 9.948 1292 1294 1296 rVV 55620 43451 1.04% 0.124%
22 10.042 1304 1310 1314 rBV2 1408288 1248594 29.89% 3.565%
23 10.183 1331 1334 1337 rBV5 38405 58946 1.41% 0.168%
24 10.242 1341 1344 1346 rVVv4 59996 67496 1.62% 0.193%
25 10.278 1347 1350 1354 rVvVv4 73121 98907 2.37% 0.282%
26 10.354 1361 1363 1366 rBV2 42084 44755 1.07% 0.128%
27 10.383 1366 1368 1373 rVvv2 52989 63619 1.52% 0.182%

28 10.448 1377 1379 1383 rVB 107194 110282 2.64% 0.315%
29 10.672 1414 1417 1420 rVB 247148 231652 5.55% 0.661%
30 10.836 1441 1445 1454 rBV 2441756 2568433 61.49% 7.333%

31 10.942 1458 1463 1466 rBV 423697 494857 11.85% 1.413%
32 11.407 1539 1542 1545 rBV 337499 285418 6.83% 0.815%
33 11.542 1561 1565 1567 rBV 1127563 1028991 24.63% 2.938%
34 13.124 1830 1834 1838 rVB 2648022 2615345 62.61% 7.466%
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LSC Area Percent Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108435.D

Aca On : 23 Aug 2018 21:54

Operator : JU/SJ

3?22'6 i J4535-12 RA-081618-FL-044
ALS Vial : 13 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 - 0 Peak Location: TOP

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

Method
Title

Z :\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 14.195 2012 2016 2019 rBV 764426 733644 17 .56% 2.094%

36 15.748 2276 2280 2286 rVB 549618 749185 17.93% 2.139%

Sum of corrected areas: 35027930
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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:\SVOASRV\HPCHEMI\BNA F\DATA\BF082318\

BF108435.D

23 Aug 2018 21:54

Ju/SsJ

J4535-12 RA-081618-FL-044
13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108435.D

Aca On : 23 Aug 2018 21:54

Operator : JU/SJ

ﬁ?ggle i J4535-12 RA-081618-FL-044
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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.

2.38 14.26 ng 637292 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane. 2-methoxv-2-methvl- 102 C6H140 000994-05-8 83
2 2.2.4-Trimethvl-3-pentanol 130 C8H180 005162-48-1 40
3 Silane. tetramethvl- 88 C4H12Si 000075-76-3 38
4 1.3-Dioxolane. 2-methvl- 88 C4H802 000497-26-7 23
5 Pentane, 3-methoxy- 102 C6H140 036839-67-5 12

Abundance Scan 7 (2.378 min): BF108435.D (-3) (-) m/z 73.05 100.00%
74.0
5000 43.0 /\
58.0 87.0 I
| ‘ 2.40 2.50 2.60 2.70 2.80
bbb et e e e e e || M/z 43.05 46.06%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #4486: Butane, 2-methoxy-2-methyl- J\
73.0
5000 SRR SRR R LA
43.0 2.40 2.50 2.60 2.70 2.80
550 87.0 m/z 55.05 31.86%
29.0
0'I””H'””#J”I”'W'”'PI”I”'W'”'P'”I”'W'”'P'”
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #13739: 2,2,4-Trimethyl-3-pentanol
73.0
87.0 USRI SRS AR L
2.40 2.50 2.60 2.70 2.80
5000 41.0 55.0 m/z 87.05 26.27%
29.0
o T “ Ay “ ‘ . 970 1120  129.0
mz-> 20 30 40 50 60 70 80 90 100 110 120 130
Abundance #1997: Silane, tetramethyl- P
73.0 2.40 2.50 2.60 2.70 2.80
m/z 41.05 15.03%
5000
45.0
29.0 1 59.0 L 88.0
m/z--> 20 3'0 40 50 60 70 80 90 100 110 120 130 240 250 2.60 2.70 2.80
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108435.D

Aca On : 23 Aug 2018 21:54

Operator : JU/SJ

ﬁ?ggle i J4535-12 RA-081618-FL-044
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 6

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

5.25 4.40 ng 196680 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 2-Pentanol. 2.4-dimethvl- 116 C7H160 000625-06-9 28
5 3-Hydroxy-3-methyl-2-butanone 102 C5H1002 000115-22-0 17

Abundance Scan 495 (5.248 min): BF108435.D (-491) (-) m/z 43.05 100.00%
43.0
5000 591
101.0
| | 691 31 | 1111 5.00 5.20 5.40 5.60
Ok e e e e e m/z 59.10 51.93%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 LRI UL UL I
59.0 500 520 540 560
0
150 a0 1010 m/z 101.00 15.08%
: 83.0
0 1 | i . .
RS I SULIU SO SO SO UL IR SULILL SULIUSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8206: Acetic acid, 1,1-dimethylethyl ester
43.0
570 " 500 520 540 5.60
5000 m/z 58.00 15.06%
20.0 101.0
0 150 | Il 730 830
R IR SULIUL SO SURILL SO UL IR SULILL SULIUSE S B
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L L L L BB
59.0 5.00 5.20 5.40 5.60
m/z 41.05 9.85%
5000
410 101.0
oL 150 310 /500, | 690 830
m/z--> 10 20 30 40 50 60 70 8 90 100 110 5.00 5.20 5.40 5.60
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108435.D

Aca On : 23 Aug 2018 21:54

Operator : JU/SJ

ﬁ?ggle i J4535-12 RA-081618-FL-044
ALS Vial : 13 Sample Multiplier: 1

Quant Method : Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 3 unknown6.77 Concentration Rank 1

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

6.77 84 .01 ng 3755350 1,4-Dichlorobenzene-d4 7.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 (5-Methvl-2-pvridvDacetonitrile 132 C8H8N2 1000241-93-9 10
4 Tranvlcvoromine-propionvl 189 C12H15NO 1000123-86-3 9
5 Xenon 132 Xe 007440-63-3 9

Abundance Scan 754 (6.772 min): BF108435.D (-749) (-) m/z 132.00 100.00%
13%.0
5000 68.1
96.1 A SR SRR
400 541 ‘ 6.40 6.60 6.80 7.00 7.20
0 .,....,....'I'!...,!.'..,-!.'.|,..7.E.‘,1....,..J.,%‘??.‘f....,....,"...,.. m/z 68.10  45.48%
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
13%.0
69.0
104.0 A
5000 AR SR A SRR

640 6.60 6.80 7.00 7.20
m/z 134.00 34 .05%

31.0 51.0
0 [T _.7po .
B o e e B e REAREEESEE R EEEE
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14144: 5-Fluoro-2-chloropyrimidine
132.0
T
6.40 6.60 6.80 7.00 7.20
5000 m/z 66.10 30.65%
33.0 44.0 0.0 105.0
690 0.0 ‘ | 115.0
O e e e e e e T e e
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14511: (5-Methyl-2-pyridyl)acetonitrile O EEams & AR
132.0 6.40 6.60 6.80 7.00 7.20
m/z 69.10 18.75%
5000
92.0
65.0
105.0
oL 270 390 510 | 770 o 117.0
A B AN B o B e e A REE R T
m/z--> 20 30 40 50 60 70 80 90 100 110 120 130 140 640 6.60 6.80 7.00 7.20
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108435.D

Aca On : 23 Aug 2018 21:54

Operator : JU/SJ

ﬁ?ggle i J4535-12 RA-081618-FL-044
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 Undecane, 2,5-dimethyl- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.67 3.71 ng 231652 Acenaphthene-d10 10.04
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Undecane. 2.5-dimethvl- 184 C13H28 017301-22-3 76
2 Decane. 2.6.8-trimethvl- 184 C13H28 062108-26-3 76
3 Hexadecane 226 C16H34 000544-76-3 64
4 Undecane. 3.9-dimethvl- 184 C13H28 017301-31-4 64
5 Heptacosane 380 C27H56 000593-49-7 64
Abundance Scan 1417 (10.672 min): BF108435.D (-1414) (-) m/z 57.10 100.00%
51.1
5000
i "10l0 1060 1080 1100
113.1 169.1 . . .
o 1l 2032 222 m/z 43.10 46.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48872: Undecane, 2,5-dimethyl-
57.0
5000 LRI BN UL U SR
10,40 10.60 10.80 11.00
m/z 71.10 43_.34%
29.0 850 112.0
0 : 141.0 169.0
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #48893: Decane, 2,6,8-trimethyl-
57.0
10.40 10,60 10,80 11.00
5000 m/z 41.10 24 _47%
0 Ll H H‘ 85\ 0 1 113 0 155. 0 184.0
m/z--> 20 40 60 80 100 150 140 160 180 200 220 240
Abundance #83023: Hexadecane A o Al BRRmsma
57.0 10.40 10.60 10.80 11.00
m/z 85.10 20.80%
5000 85.0
29.0
o | L 1180 1410 1600 1970 2260
m/z--> 20 4'0 6|O 80 100 120 140 1('30 180 200 220 240 10,40 10.60 10.80 11.00
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Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108435.D

Aca On : 23 Aug 2018 21:54

Operator : JU/SJ

ﬁ?ggle i J4535-12 RA-081618-FL-044
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 6 Tridecane, 5-propyl- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
10.94 9.62 ng 494857 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane. 5-propvl- 226 C16H34 055045-11-9 86
2 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 80
3 2-Bromo dodecane 248 C12H25Br 013187-99-0 78
4 Decane. 2-methvl- 156 C11H24 006975-98-0 72
5 Tridecane 184 C13H28 000629-50-5 72

Abundance Scan 1463 (10.942 min): BF108435.D (-1458) (-) m/z 57.10 100.00%

51.1

5000

10.60 10.80 11.00 11.20
m/z 71.10 66.62%

35.1155.1 183.2

215.2
o 243.1

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #83031: Tridecane, 5-propyl-
57.0

5000

10,60 10.80 11.00 11.20
m/z 43.10 57.98%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #71407: Dodecane, 2,7,10-trimethyl-
57.0
R R
10.60 10.80 11.00 11.20
5000 m/z 85.10 25.86%
29.0 85.0
0 h‘ 1l ‘ Iily ‘ \11?0 141.0 1830
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #100330: 2-Bromo dodecane B A o
57.0 10.60 10.80 11.00 11.20
m/z 41.10 25.35%
5000 85.0
29.0 113.0 169.0
o N ‘\ Il . 149.0 248.0
m/z--> 60 80 100 120 140 160 180 200 220 240 10 60 10. 80 11. OO 11. 20

8270-BF080818.M Fri Aug 24 12:26:35 2018 Page: 8



Library Search Compound Report

Data Path : Z:\SVOASRV\HPCHEM1\BNA F\DATA\BF082318\

Data File : BF108435.D

Aca On : 23 Aug 2018 21:54

Operator : JU/SJ

ﬁ?ggle i J4535-12 RA-081618-FL-044
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA F\METHODS\8270-BF080818_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 7 Bacchotricuneatin c Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.41 5.55 ng 285418 Phenanthrene-d10 11.54
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 95
2 Heptacosane 380 C27H56 000593-49-7 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Octadecane 254 C18H38 000593-45-3 90
5 Heptadecane 240 C17H36 000629-78-7 90
Abundance Scan 1543 (11.413 min): BF108435.D (-1539) (-) m/z 57.10 100.00%
57.1
5000 | 851
113.1 0 1120 1140 1160 11.80
411 1921 11.00 11.20 11.40 11.60 11.80
0...|,.|.‘., Pl e 0 Chnyz 71.10 67.90%
m/z--> 50 100 150 200 250 300 350
Abundance #178298: Bacchotricuneatin ¢
10 1120
5000 R UM BRI SRR I
11,00 11.20 11.40 11.60 11.80
m/z 43.10 48.10%
0 {ﬁlS 0 1910 250 312.0342.0
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57.0
11.00 11.20 1140 11.60 11.80
5000 m/z 85.10 35.82%
85.0
0”% JJEB%MMwmwmmmmmmo3mmmmmo
m/z--> 50 100 150 200 250 300 350
Abundance #117638: Nonadecane A B o
57.0 11.00 11.20 11.40 11.60 11.80
m/z 41.10 25.11%
5000 85.0
29.0
o ‘ || F30141.0169.0197.0205.0 268.0
m/z--> 50 100 150 200 250 300 350 11,00 11.20 11.40 11.60 11.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\SVOASRV\HPCHEMI1\BNA_F\DATA\BF082318\

Data File : BF108435.D

Acq On : 23 Aug 2018 21:54

Operator : JU/SJ

3?22'6 i J4535-12 RA-081618-FL-044
ALS Vial : 13 Sample Multiplier: 1

Z:\SVOASRV\HPCHEM1\BNA_F\METHODS\8270-BF080818_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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... 2.38 14.3 ng 637292 1 7.00 894050 20.0
2-Pentanone, 4-hy... 5.25 4.4 ng 196680 1 7.00 894050 20.0
unknown6 .77 6.77 84.0 ng 3755350 1 7.00 894050 20.0
Undecane, 2,5-dim... 10.67 3.7 ng 231652 3 10.04 1248590 20.0
Tridecane, 5-propyl- 10.94 9.6 ng 494857 4 11.54 1028990 20.0
Bacchotricuneatin c 11.41 5.5 ng 285418 4 11.54 1028990 20.0
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