LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF070117\

Data File : BF096390.D

Acq On 1 Jul 2017 20:32 Instrument :
Operator : SJ/MA BNA_F

Sample - 13980-01 ClientSampleld :
Misc : SP-A-COMP
ALS Vial : 13 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-BF070117 .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 4.922 477 482 491 rVB 362525 475001 15.23% 1.767%
2 5.346 549 554 557 rBvV 2818017 2985380 95.72% 11.107%
3 6.369 723 728 731 rBV 3103492 3118839 100.00% 11.603%
4 6.504 746 751 754 rBV 3227044 3074538 98.58% 11.438%
5 6.734 786 790 793 rBV 1067831 877193 28.13% 3.263%
6 6.892 812 817 820 rBV 2568475 2398652 76.91% 8.924%
7 7.292 880 885 888 rBV 2253458 2042119 65.48% 7.597%
8 8.016 1004 1008 1011 rBV 1264423 1108499 35.54%  4.124%
9 9.092 1186 1191 1194 rBV 3311627 2926078 93.82% 10.886%
10 9.481 1251 1257 1260 rBV 467794 372752 11.95% 1.387%
11 9.710 1293 1296 1300 rVB 59535 51503 1.65% 0.192%
12 9.763 1300 1305 1309 rBV2 1041923 910970 29.21% 3.389%
13 10.210 1378 1381 1384 rVB 81277 60880 1.95% 0.226%
14 10.433 1413 1419 1421 rBV3 21997 32555 1.04% 0.121%
15 10.545 1434 1438 1442 rVB 1294002 1229159 39.41% 4.573%
16 10.680 1458 1461 1471 rBV 71946 77702 2.49% 0.289%
17 11.127 1534 1537 1540 rVB2 41123 33052 1.06% 0.123%

18 11.245 1553 1557 1560 rVB 804317 729182 23.38% 2.713%
19 11.780 1643 1648 1652 rBV 205510 192788 6.18% 0.717%

20 12.563 1778 1781 1787 rBV2 54688 59997 1.92% 0.223%
21 12.827 1822 1826 1830 rBV 2232279 2113219 67.76% 7.862%
22 13.374 1916 1919 1923 rBV2 98643 97766 3.13% 0.364%
23 13.457 1931 1933 1936 rVB 96702 72367 2.32% 0.269%

24 13.727 1976 1979 1988 rVB 247631 255748 8.20% 0.951%
25 13.868 1999 2003 2007 rBV 911928 858060 27.51% 3.192%

26 14.363 2085 2087 2091 rBV2 50323 58768 1.88% 0.219%
27 15.280 2238 2243 2248 rBV 561995 666634 21.37% 2.480%

Sum of corrected areas: 26879401
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096390.D

Acq On 1 Jul 2017 20:32

Operator : SJ/MA

Sample - 13980-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF096390.D
6.3%,50
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Abundance TIC: BF096390.D
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096390.D

Acq On 1 Jul 2017 20:32

Operator : SJ/MA

Sample - 13980-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4.92 10.83 ng 475001 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 56
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 53
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 33
4 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 32
5 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28

Abundance Scan 482 (4.922 min): BF096390.D (-477) (-) m/z 43.00 100.00%
43
59
5000
101 USSP SRR RRRAS SR
460 4.80 5.00 5.20
e S8 "m/z 59.00  54.34%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 N AR L LA AR
59 460 480 500 520
m/z 101.10 14 .52%
25 3 37 | 83 g3 01
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59
4.60 480 500 520
5000 m/z 58.00 14 .33%
41
29 101
53 73 86
mz> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8344: 3-Hexanol, 4-methyl- N B e e AN
59 460 4.80 5.00 5.20
m/z 41.00 9.34%
5000 41
31
| T
B 1 .1 O O N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096390.D

Acq On 1 Jul 2017 20:32

Operator : SJ/MA

Sample - 13980-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 unknown6.50 Concentration Rank 1

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

6.50 70.10 ng 3074540 1,4-Dichlorobenzene-d4 6.73
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
4 1,3,5-Trifluorobenzene 132 C6H3F3 000372-38-3 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 750 (6.498 min): BF096390.D (-746) (-) m/z 132.00 100.00%
5000 68
20 54 || 7 & 9|61 5115 J 620 640 6.60 6.80
Ol bl £7 87 L 30P115 L m/z 68.10 41.24%
m/z--> 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 R
5000 AR R L S
6.20 6.40 6.60 6.80
21 51 78 m/z 134.00 32.12%
‘ L H | L
miz--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80
5000 67 m/z 66.00 26.59%
41 97
53
79 117
88 | 106
miz--> 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine-propionyl e e
57 132 6.20 6.40 6.60 6.80
24 m/z 69.10 15.89%
5000 og 0
SN -NM 8 .p®97.hq ol 158 ..,.1§?. SN | Y | SN
m/z--> 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096390.D

Acq On 1 Jul 2017 20:32

Operator : SJ/MA

Sample - 13980-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 4 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.68 2.13 ng 77702 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 90
3 Tridecane 184 C13H28 000629-50-5 83
4 Heptadecane 240 C17H36 000629-78-7 80
5 Sulfurous acid, 2-ethylhexyl hex... 278 C14H3003S 1000309-20-2 72
Abundance Scan 1461 (10.680 min): BF096390.D (-1458) (-) m/z 57.00 100.00%
57
43
5000
110.40 10.60 10.80 11.00
e m/z 43.00 73.87%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83024: Hexadecane
43 57
71
5000 L L BULLLN BRI UL
85 mmmmmmnm
29 m/z 71.10 55.97%
\‘ L s 141 155 169 183 226
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance
57
43 SRR UM SR SRR
71 10.40 10.60 10.80 11.00
5000 g5 m/z 85.05 35.54%
29 99
15 113 127 141 155 169 183 212
m/z--> ﬁo Jo éo 85 160 150 140 160 180 200 250
Abundance #48835: Tridecane
43 97 10.40 10.60 10.80 11.00
m/z 41.00 33.30%
71
5000
85
29
s | e s
m/z--> ﬁo Jo éo 85 160 150 140 160 180 260 250 1040 1060 1080 1100

8270-BF070117.M Mon Jul 03 18:17:12 2017 Page: 5



Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096390.D

Acq On 1 Jul 2017 20:32

Operator : SJ/MA

Sample - 13980-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 n-Hexadecanoic acid Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
11.78 5.29 ng 192788 Phenanthrene-d10 11.25
Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 94
2 Pentadecanoic acid 242 C15H3002 001002-84-2 87
3 Tetradecanoic acid 228 C14H2802 000544-63-8 80
4 Tridecanoic acid 214 C13H2602 000638-53-9 72
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 1648 (11.780 min): BF096390.D (-1643) (-) m/z 43.00 100.00%

43 73
60
5000
129
97 A A LU IUL B
115 213
1431571711859 11.40 11.60 11.80 12.00
S— I 221 %0 m/z 73.10 85.24%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
43 60 73
5000 129 N IR L UL

11.40 11.60 11.80 12.00
m/z 60.00 76.12%

213
‘J‘H' 143 157171185 199
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43 60 73

11. 40 11. 60 11. 80 12.00

5000 129 m/z 57.00 74 .60%
29 g7
199
101115 14345747, 185 213 242
15 226
LA B o o Al RAREREEAR S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #84452: Tetradecanoic acid B A e S
60 73 11.40 11.60 11.80 12.00
43 m/z 55.00 73.73%
5000 129
29
15
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11. 40 11. 60 11. 80 12. 00
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096390.D

Acq On 1 Jul 2017 20:32

Operator : SJ/MA

Sample - 13980-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 6 1,8-Dimethylcarbazole Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.37 2.28 ng 97766 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,8-Dimethylcarbazole 195 C14H13N 1000328-39-0 72
2 Stilbene, 4-amino- (E)- 195 C14H13N 004309-66-4 72
3 Carbazole, 3,6-dimethyl- 195 C14H13N 005599-50-8 64
4 9-Anthracenamine, 9,10-dihydro- 195 C14H13N 097825-91-7 64
5 2,4-Dimethylbenzenethiol, S-(ter... 252 C14H24SSi 1000353-01-4 64
Abundance Scan 1918 (13.368 min): BF096390.D (-1916) (-) m/z 195.10 100.00%
195
5000
o 165190 13.00 13.20 13.40 13.60
39 65 106 128 - - - -
M w2 Tm/z 196.20  21.79%
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #57282: 1,8-Dimethylcarbazole
195
5000
13.00 13.20 13.40 13.60
96 m/z 180.10 19.23%
180
39 63 g 115 137152
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
195
13.00 13.20 13.40 13.60
5000 m/z 91.00 17.92%

30 65 93 117 139 165180

Twmwwmmmmwwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #57291: Carbazole, 3,6-dimethyl- L BT o e
195 13.00 13.20 13.40 13.60

m/z 165.00 16.84%

5000

180

41 63 89 115 137152
e o I
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13. oo 13. 20 13. 40 13.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096390.D

Acq On 1 Jul 2017 20:32

Operator : SJ/MA

Sample - 13980-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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 1-Nonadecene Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.73 5.96 ng 255748 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 87
2 3-Eicosene, (E)- 280 C20H40 074685-33-9 87
3 9-Eicosene, (E)- 280 C20H40 074685-29-3 87
4 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 87
5 1-Heneicosanol 312 C21H440 015594-90-8 87
Abundance Scan 1979 (13.727 min): BF096390.D (-1976) (-) m/z 57.05 100.00%
T W.LM
41
5000
111
ISR N SN BN UGS
126 13.40 13.60 13.80 14.00
o 154 182199 219 248 270 303 n/z 43.05 91 10%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115906: 1-Nonadecene
43 97
5000 ISR N RN BN UGS
13.40 13.60 13.80 14.00
125 m/z 55.00 87.94%
27 | 140 168 196 222238 266
m/z--> ﬁo Jo 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
41 57
83 ISR N SRR BN UGS
13.40 13.60 13.80 14.00
5000 m/z 83.10 78.47%
111
26 126 153168 196 224 252 280
mﬁmmmrwwmwm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #127770: 9-Eicosene, (E)- EEAEE RmmEs T S
13.40 13.60 13.80 14.00
m/z 97.10 68.33%
126 153168 196 223 252 280
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.'40 13.|60 13.I80 14.'00 '
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF070117\
Data File : BF096390.D

Acq On 1 Jul 2017 20:32

Operator : SJ/MA

Sample - 13980-01

Misc :

ALS Vial : 13 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF070117 .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]
2-Pentanone, 4-hy... 4.92 10.8 ng 475001 1 6.73 877193 20.0
unknown6 .50 6.50 70.1 ng 3074540 1 6.73 877193 20.0
Hexadecane 10.68 2.1 ng 77702 4 11.25 729182 20.0
n-Hexadecanoic acid 11.78 5.3 ng 192788 4 11.25 729182 20.0
1,8-Dimethylcarba... 13.37 2.3 ng 97766 5 13.87 858060 20.0
1-Nonadecene 13.73 6.0 ng 255748 5 13.87 858060 20.0
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