LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082150.D

Acq On : 9 Oct 2015 17:39

Operator : UM/1Z

Sample - G3906-08

Misc :

ALS Vial : 9 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-BF092815_.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 5.040 251 254 265 rVB 871799 1467466 55.62% 5.846%
2 5.451 288 290 293 rBV 1733306 2158259 81.80% 8.598%
3 6.491 378 381 383 rBV 1981403 2354250 89.22% 9.379%
4 6.617 389 392 395 rBV 2244354 2340638 88.71% 9.324%
5 6.846 410 412 415 rBV 624563 623617 23.63% 2.484%
6 7.006 423 426 428 rBV 2064984 1966390 74.52% 7.833%
7 7.417 459 462 465 rBV 1197873 1392158 52.76% 5.546%
8 7.509 468 470 476 rVB 30198 49478 1.88% 0.197%
9 8.137 522 525 527 rBV 925420 851024 32.25% 3.390%
10 9.212 617 619 622 rBV 1832429 2638598 100.00% 10.511%

11 9.612 652 654 656 rBv 588159 498182 18.88% 1.985%
12 9.897 676 679 681 rBvY 808085 897853 34.03% 3.577%

13 10.320 712 716 718 rBV2 53417 68513 2.60% 0.273%
14 10.686 745 748 756 rBV 1543175 1601576 60.70% 6.380%
15 10.789 756 757 762 rVB 52247 81939 3.11% 0.326%
16 11.246 794 797 798 rBV 33880 49962 1.89% 0.199%
17 11.383 806 809 813 rBv2 734315 942028 35.70% 3.753%
18 11.452 813 815 819 rVB 38039 53942 2.04% 0.215%
19 11.601 825 828 832 rBvV2 22620 39304 1.49% 0.157%
20 11.669 832 834 836 rvv 38739 32228 1.22% 0.128%
21 11.909 853 855 861 rBv2 323778 321295 12.18% 1.280%
22 11.989 861 862 868 rvB 49371 70106 2.66% 0.279%
23 12.595 912 915 917 rBV 166904 189314 7.17% 0.754%
24 12.686 921 923 927 rBV 40784 70152 2.66% 0.279%

25 12.823 931 935 938 rBV 142233 194676 7.38% 0.776%

26 12.972 945 948 950 rBV 1880801 2072978 78.56% 8.258%
27 13.155 960 964 966 rBV3 16954 46465 1.76% 0.185%
28 13.852 1023 1025 1031 rVB 205403 276131 10.47% 1.100%
29 14.024 1037 1040 1042 rBV 599917 763398 28.93% 3.041%

30 14.492 1078 1081 1083 rBv4 31758 57703 2.19% 0.230%
31 15.041 1127 1129 1134 rBV 46439 118982 4_.51% 0.474%
32 15.338 1153 1155 1158 rVB 31778 37862 1.43% 0.151%
33 15.395 1158 1160 1163 rBV 31962 52962 2.01% 0.211%

34 15.464 1163 1166 1172 rVB 410391 592383 22.45% 2.360%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082150.D

Acq On : 9 Oct 2015 17:39

Operator : UM/1Z

Sample - G3906-08

Misc :

ALS Vial : 9 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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.944 1206 1208 1212 rBV2 29645 55329 2.10% 0.220%
36 16.127 1222 1224 1232 rVB4 18007 47312 1.79% 0.188%
37 16.870 1286 1289 1293 rBV2 12928 27939 1.06% 0.111%

Sum of corrected areas: 25102392
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082150.D

Acq On : 9 Oct 2015 17:39

Operator : UM/I1Z

Sample - G3906-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BF082150.D
6|62 701

2000000 6.49
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1500000
7.42

1000000 5.04 8.14

6.85
500000
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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 8.00 8.50
Abundance TIC: BF082150.D

2000000
921 12.97

10.69
1500000

1000000

s 11.38 14.02
9.61 y

500000

11.91

12.5912.82

10.32 {ohjg 11294 49567 11.99 14.49 15.0
L\

Time--> 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50 14.00 14.50
Abundance TIC: BF082150.D

2000000

1500000

1000000

500000 15.46

15 15.946.13 16.87
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Time--> 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082150.D

Acq On : 9 Oct 2015 17:39

Operator : UM/I1Z

Sample - G3906-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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.

5.04 47.06 ng 1467470 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 64
2 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 39
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 28
4 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 254 (5.040 min): BF082150.D (-251) (-) m/z 43.10 100.00%
43
59
5000
T ik 500 520 540
...,....,....,...3?','::..,?3.'!.,...??....,??..,...:,|....,. m/z 59.10 63.41%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #7944: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 HRRE UL SR L
4.80 500 5.20 5.40
59 m/z 101.10 20.02%
21 37 | 53 ‘ 67 77 83 o1 }?1
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance
43
- 480 500 520 540
5000 m/z 58.10 16.11%
29 101
15 37 51 73 8 95
miz--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8164: Propane, 2-methyl-2-(1-methylethoxy)- R B Emame e
50 4.80 500 5.20 5.40
m/z 41.10 9.09%
5000
41
29 101
T |""|"'H““""lﬁ”"l??”*i ""I??"I' gp'l""lt"'l' HRRE UL AR L
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.80 500 5.20 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082150.D

Acq On : 9 Oct 2015 17:39

Operator : UM/I1Z

Sample - G3906-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 unknown6.62 Concentration Rank 1

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

6.62 75.07 ng 2340640 1,4-Dichlorobenzene-d4 6.85
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
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 392 (6.617 min): BF082150.D (-389) (-) m/z 132.10 100.00%
132
5000 68
40 54 % J 620 640 6.60 6.80 7.00
Qe |asus o /7 68.10  42.62%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AL UL IR R L
6.20 6.40 6.60 6.80 7.00
31 51 78 m/z 134.00 33.19%
L1 H | !
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
620 640 6.60 6.80 7.00
5000 m/z 66.10 28.65%
33 44 o 105
60 " g0 115
miz--> 40 60 80 100 120 140 160 180 A
Abundance #48639: Tranylcypromine-propionyl A ma s o
57 132 6.20 6.40 6.60 6.80 7.00
24 m/z 69.10 17.61%
5000 og M°
N ...,....,.?% . WQ7.M‘. A 188 .1§?.
m/z--> 40 60 80 100 120 140 160 180 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\BF100915\
Data File : BF082150.D

Acq On : 9 Oct 2015 17:39

Operator : UM/I1Z

Sample - G3906-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.91 6.82 ng 321295 Phenanthrene-d10 11.38
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tridecanoic acid 214 C13H2602 000638-53-9 95
3 Pentadecanoic acid 242 C15H3002 001002-84-2 86
4 Tetradecanoic acid 228 C14H2802 000544-63-8 80
5 Tritetracontane 605 C43H88 007098-21-7 11
Abundance Scan 855 (11.909 min): BF082150.D (-853) (-) m/z 73.10 100.00%
43 60 73
5000 129
97 213 L B i e
10| 143157171185 100 %700 056 11,60 11.80 12.00 12.20

“.”UL. m/z 60.10 92.91%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #92228: n-Hexadecanoic acid
43 60 73
5000{ 29 256
129 11.60 11.80 12.00 12.20
213 m/z 43.10 88.77%
157171 185
.HH\ \\u MBI | Ty |
m/z--> 20 40 80 100 120 140 160 180 200 220 240 260
Abundance
60 73
43 I EEREE EE EEE S
11.60 11.80 12.00 12.20
5000 129 m/z 57.10 81.48%
29
87 15 ok 214
99 143157 185

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260

Abundance #83683: Pentadecanoic acid AL R E AR

43 60 73 11.60 11.80 12.00 12.20

m/z 55.10 73.68%
29
5000
129 242
101115 ‘ 143 185 1%

AL e o | S

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.60 11. 80 12. OO 12.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082150.D

Acq On : 9 Oct 2015 17:39

Operator : UM/I1Z

Sample - G3906-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.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 3-Eicosene, (E)- Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
13.85 7.23 ng 276131 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Eicosene, (E)- 280 C20H40 074685-33-9 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 11-Tricosene 322 C23H46 052078-56-5 91
4 9-Eicosene, (E)- 280 C20H40 074685-29-3 91
5 1-Heptadecanol 256 C17H360 001454-85-9 90

Abundance Scan 1025 (13.852 min): BF082150.D (-1023) (-) m/z 57.10 100.00%

g
97 83
41
5000

13.60 13.80 14.00 14.20
m/z 55.10 92.14%

139 167 189

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #106400: 3-Eicosene, (E)-
41 57

§

5000 LA L L LB L L B B
13.60 13.80 14.00 14.20
m/z 43.10 87.30%
2 139 167 196 204 252 280
o
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43 97
69 IIIIIIIIIIIIIIIIIIIIIII
13.60 13.80 14.00 14.20
5000 m/z 83.10 79.76%
125
27 154 182 210 238 266
mmmmm‘wwmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129062: 11-Tricosene L N B
43 13.60 13.80 14.00 14.20
m/z 69.10 75.89%
5000 8
111
| 140 168 196 224243 266 204 322

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 13. 60 13. 80 14. OO 14. 20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF100915\
Data File : BF082150.D

Acq On : 9 Oct 2015 17:39

Operator : UM/1Z

Sample - G3906-08

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092815_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
2-Pentanone, 4-hy... 5.04 47.1 ng 1467470 1 6.85 623617 20.0
unknown6 .62 6.62 75.1 ng 2340640 1 6.85 623617 20.0
n-Hexadecanoic acid 11.91 6.8 ng 321295 4 11.38 942028 20.0
3-Eicosene, (E)- 13.85 7.2 ng 276131 5 14.02 763398 20.0
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