LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\
Data File : BF101102.D
Aca On : 4 Dec 2017 17:09 Instrument :
Operator : SJ/JU E?Afs el
- _ lentosampleld :
3?22'6 : 16701-01 5X MOBILE-TRANSFORMER-CONTAIN
ALS Vial : 18 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-BF113017.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 5.463 571 574 584 rBB 108219 106228 30.57% 2.471%
2 6.475 743 746 756 rBB 69384 70240 20.21% 1.634%
3 6.616 766 770 774 rBV 279394 223697 64.37% 5.203%
4 6.845 806 809 813 rBV 311253 267472 76.97% 6.221%
5 7.004 832 836 839 rBV 277327 228554 65.77% 5.316%
6 7.410 901 905 912 rVB 190090 159524 45.91% 3.711%
7 7.534 923 926 929 rBB 16813 12963 3.73% 0.302%
8 8.128 1024 1027 1031 rBV 380946 335161 96.45% 7.796%
9 9.204 1206 1210 1213 rBV 416026 335919 96.67% 7.813%
10 9.598 1274 1277 1279 rVV 11158 8913 2.56% 0.207%
11 9.622 1279 1281 1284 rVB 11819 10943 3.15% 0.255%
12 9.751 1296 1303 1305 rBV3 19535 23523 6.77% 0.547%
13 9.804 1305 1312 1315 rBV3 17895 27459 7.90% 0.639%
14 9.845 1316 1319 1322 rVB2 11260 12562 3.61% 0.292%
15 9.886 1322 1326 1329 rBV 415343 347497 100.00% 8.083%
16 9.910 1329 1330 1333 rvB2 11367 7528 2.17% 0.175%
17 9.939 1333 1335 1340 rVB6 6855 10584 3.05% 0.246%
18 9.986 1340 1343 1344 rBV3 10515 10811 3.11% 0.251%
19 10.028 1347 1350 1353 rBvV3 13787 21640 6.23% 0.503%
20 10.069 1355 1357 1359 rBV3 10120 7724 2.22% 0.180%
21 10.092 1359 1361 1365 rBvV4 6291 9710 2.79% 0.226%
22 10.127 1365 1367 1372 rBvV4 25348 39137 11.26% 0.910%
23 10.222 1381 1383 1386 rBv4 12885 17567 5.06% 0.409%
24 10.251 1386 1388 1390 rVvv2 15096 11667 3.36% 0.271%
25 10.292 1391 1395 1396 rBv4 25165 29986 8.63% 0.697%
26 10.304 1396 1397 1400 rVvv2 30044 22776 6.55% 0.530%
27 10.333 1400 1402 1405 rvv4 15879 17507 5.04% 0.407%
28 10.363 1405 1407 1408 rBV2 14411 8936 2.57% 0.208%
29 10.527 1431 1435 1440 rBV 78562 115920 33.36% 2.696%
30 10.645 1453 1455 1457 rVB 27497 17311 4 .98% 0.403%

31 10.675 1457 1460 1465 rBV 176014 180562 51.96% 4._.200%
32 10.792 1476 1480 1484 rBV 174808 220822 63.55% 5.136%
33 11.257 1557 1559 1566 rVB 130802 161296 46.42% 3.752%
34 11.380 1576 1580 1582 rBV 338830 335377 96.51% 7.801%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\

Data File : BF101102.D

Aca On : 4 Dec 2017 17:09

Operator : SJ/JU

ﬁ?ggle : 16701-01 5X MOBILE-TRANSFORMER-CONTAIN
ALS Vial : 18 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

Z:\HPCHEM1I\BNA F\METHODS\8270-BF113017.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method :
Title :

35 12.957 1845 1848 1851 rVB 276156 225656 64.94% 5.249%

36 14.021 2025 2029 2034 rVB 353671 321122 92.41% 7.469%
37 15.498 2274 2280 2284 rBV 236287 312538 89.94% 7.270%

38 16.298 2414 2416 2420 rVB5 7777 6301 1.81% 0.147%

39 18.603 2806 2808 2812 rVB4 6264 6646 1.91% 0.155%

40 19.033 2879 2881 2887 rBV7 4795 9475 2.73% 0.220%
Sum of corrected areas: 4299254
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\

Data File : BF101102.D

Aca On : 4 Dec 2017 17:09

Operator : SJ/JU

ﬁ?ggle : 16701-01 5X MOBILE-TRANSFORMER-CONTAIN
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library C:\DATABASENNIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF101102.D

500000

400000

6.85

300000 6.62 7.00

200000 7.41
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—
Time--> 7.50

Abundance

TIC: BF101102.D

11.38

500000 12.96

9.20 9.89

400000 8.13

300000

200000

100000

13.00

13.50

12.00 12.50

10.50 11.00
TIC: BF101102.D

0
11.50

Time-->
Abundance

500000
14.02

400000
300000 15.50

200000

100000

16.30

18.60 19.03

19.00
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15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\

Data File : BF101102.D

Aca On : 4 Dec 2017 17:09

Operator : SJ/JU

ﬁ?ggle : 16701-01 5X MOBILE-TRANSFORMER-CONTAIN
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknown6.62 Concentration Rank 2

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

6.62 16.73 ng 223697 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 25
2 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 12
3 4-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-60-2 9
4 4-Chloro-2-fluoro-pvrimidine 132 C4H2CIFN2 051422-00-5 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 771 (6.622 min): BF101102.D (-766) (-) m/z 132.00 100.00%
32
5000
68
© 4550 g| 75 9|6 103 620 640 6.60 6.80 7.00
Ot 2B P2 e+ Tm/z 134.00  33.96%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 R R UL LR
6.20 6.40 6.60 6.80 7.00
2 78 m/z 68.10 32.25%
38
LA |
e R RS AR AR RS RAARS RSN BALRN SRS BARRS RARRE N
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80 7.00
5000 67 m/z 66.00 21.64%
41 97
53 . 117
0 34 61 89 103110 | 124
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14510: 4-Methylpyrrolo[1,2-a]pyrazine e BEaas m e
132 6.20 6.40 6.60 6.80 7.00
m/z 96.00 14.28%
5000 104
0""I"'l“""it"'l'bl'l"le""??"'l'j" '}}7I""I"" T SRR SR
m/z--> 30 40 60 70 8 90 100 110 120 130 140 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\

Data File : BF101102.D

Aca On : 4 Dec 2017 17:09

Operator : SJ/JU

ﬁ?ggle : 16701-01 5X MOBILE-TRANSFORMER-CONTAIN
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 unknownl10.13 Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
10.13 2.25 ng 39137 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dodecane 170 C12H26 000112-40-3 49
2 Heneicosane 296 C21H44 000629-94-7 43
3 Hvdroxvlamine. O-decvl- 173 C10H23NO 029812-79-1 38
4 Decane. 2.3.6-trimethvl- 184 C13H28 062238-12-4 38
5 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 38
Abundance Scan 1367 (10.127 min): BF101102.D (-1365) (-) m/z 57.10 100.00%
57
5000 4
9.80 10.00 10.20 10.40
(o} H m/z 43.05 85.19%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #38318: Dodecane
57
5000 L LN BRI UL UL
85 9. 80 10. 00 10 20 10.40
4 m/z 71.05 67 .60%
0 14 \‘ | \‘ 1}3 ! 141 170
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance
57
9.80 10.00 10.20 10.40
5000 a 85 m/z 85.05 49.62%
ol 15 U3 141 169 197 225 253268 296
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #40489: Hydroxylamine, O-decyl-
43 9.80 10.00 10.20 10.40
m/z 41.10 38.82%
5000 7
o il ‘ Lgsru2 o 17
m/z--> 25 4b eb éo 100 150 150 160 180 200 220 240 260 2§o 300 980 1000 1020 1040
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\
Data File : BF101102.D

Aca On : 4 Dec 2017 17:09

Operator : SJ/JU

Sample : 16701-01 5X

Misc :

ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 Pentadecane, 2,6,10-trimethyl- Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.53 6.67 ng 115920 Acenaphthene-d10 9.89
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 86
2 Heptacosane 380 C27H56 000593-49-7 74
3 Heptadecane 240 C17H36 000629-78-7 72
4 Bacchotricuneatin c 342 C20H2205 066563-30-2 60
5 Pentadecane, 2,6,10,14-tetramethyl- 268 C19H40 001921-70-6 59

Abundance Scan 1435 (10.527 min): BF101102.D (-1431) (-) m/z 57.10 100.00%
g7
5000 MMM
85 LS
‘ ]J“flmmgwg 1020 1040 10,60 10.80 '
by T S O A e e SR m/z 71.10 52.67%
m/z--> 50 100 150 200 250 300 350
Abundance #105904: Pentadecane, 2,6,10-trimethyl-
57
5000 ISR SRR BN RS
1020 1040 10,60 10.80
29 85 m/z 43.05 51.16%
113
ol .“- [ e S S VS N
m/z--> 50 100 150 200 250 300 350
Abundance
57
10.20 10.40 10.60 10.80
5000 m/z 41.05 28.85%
85
0 29 113 141 169 197 205 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance #94345: Heptadecane T
57 10.20 10.40 10.60 10.80
m/z 55.10 26.93%
5000 85
29
0 \‘ 1 I | \1}3114\.1 169 196 240
m/z--> 50 100 150 200 250 300 350 1020 1040 10,60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\

Data File : BF101102.D

Aca On : 4 Dec 2017 17:09

Operator : SJ/JU

ﬁ?ggle : 16701-01 5X MOBILE-TRANSFORMER-CONTAIN
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Pentadecane, 2,6,10,14-tetr... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.

10.79 13.17 ng 220822 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecane. 2.6.10.14-tetramethvl- 268 C19H40 001921-70-6 83
2 Pentadecane. 2.6.10-trimethvl- 254 C18H38 003892-00-0 80
3 Dodecane. 2.7.10-trimethvl- 212 C15H32 074645-98-0 72
4 Tridecane 184 C13H28 000629-50-5 64
5 Heptacosane 380 C27H56 000593-49-7 52

Abundance Scan 1480 (10.792 min): BF101102.D (-1476) (-) m/z 57.10 100.00%

57
71

5000
85

99 113 183
127 10.40 10.60 10.80 11.00 11.20
141155169 | 198
ol 221230 m/z 71.10 70.89%
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #117659: Pentadecane, 2,6,10,14-tetramethyl-
57
a3 1
5000 LA B L L L L L L L LB
a5 1040 10.60 10.80 11,00 11.20
99113 m/z 43.10 59.97%
o ‘\ “ L i H‘ T 1%7141155169 1197211 225239 253 268
L e e e a miud
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
e
43 10.40 10.60 10.80 11.00 11.20
5000 7 m/z 85.10 29.56%
85
29 99 113
0 127141155169183196211225239254
s it R4S e o LR L A
miz—-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #71407: Dodecane, 2,7,10-trimethyl- B BT B e
57 10.40 10.60 10.80 11.00 11.20
71 m/z 41.10 25.96%
43
5000
o Ll ‘ 99 113127 141 155 169183197
. e
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 10,40 10.60 10.80 11.00 11.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF120417\

Data File : BF101102.D

Aca On : 4 Dec 2017 17:09

Operator : SJ/JU

ﬁ?ggle : 16701-01 5X MOBILE-TRANSFORMER-CONTAIN
ALS Vial : 18 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF113017_.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 Bacchotricuneatin c Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.26 9.62 ng 161296 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bacchotricuneatin c 342 C20H2205 066563-30-2 92
2 Tetracosane 338 C24H50 000646-31-1 86
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 86
4 Sulfurous acid. butyl hexadecvl ... 362 C20H4203S 1000309-18-3 83
5 Tritetracontane 605 C43H88 007098-21-7 83
Abundance Scan 1560 (11.263 min): BF101102.D (-1557) (-) m/z 57.10 100.00%
57
5000 85
0| s ez 1105 1120 1140 1160
Ol ebeadl b e e i b o e || M7z 71.10  71.39%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #178298: Bacchotricuneatin ¢
71
g5 112
5000 LI L B B L
11.00 11. 20 11.40 11.60
m/z 43.10 48.04%
ol HH\ [ ST3ED 216 245 312 342
m/z--> 20 Jo éo 80 100 120 140 160 180 200 220 240 260 280 300 320 350
Abundance
57
'11.00 11.20 11.40 11.60
5000 85 m/z 85.10 41 .35%

41

113 141 169 197 225 253 281 309 338

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #141442: Heptadecane, 2,6,10,15-tetramethyl- R R R R EE !
57 11.00 11.20 11.40 11.60
m/z 41.10 23 .88%
5000 85

113
h‘ | . 141 183 211 239 267 296

oquupn ) Y AN =S T T T

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 11.00 11.20 11.40 11.60

8270-BF113017.M Tue Dec 05 13:58:17 2017 Page: 8



Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF120417\

Data File : BF101102.D

Acq On : 4 Dec 2017 17:09

Operator : SJ/JU

ﬁ?ggle : 16701-01 5X MOBILE-TRANSFORMER-CONTAIN
ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF113017 .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]
unknown6 .62 6.62 16.7 ng 223697 1 6.85 267472 20.0
unknown10.13 10.13 2.3 ng 39137 3 9.89 347497 20.0
Pentadecane, 2,6,... 10.53 6.7 ng 115920 3 9.89 347497 20.0
Pentadecane, 2,6,... 10.79 13.2 ng 220822 4 11.38 335377 20.0
Bacchotricuneatin c 11.26 9.6 ng 161296 4 11.38 335377 20.0
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