LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041415\
Data File : BG016411.D

Acq On : 14 Apr 2015 23:41

Operator : TP/1Z

Sample - G1848-08

Misc :

ALS Vial : 18 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_G\METHODS\8270-BG040615.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

2.760 7 12 21 rBv 361226 533930 16.61% 2.863%
2.837 21 25 39 rvB 345258 426927 13.28% 2.289%
rvB 51998 74653 2.32% 0.400%
5.251 431 436 446 rBvV 475001 678800 21.12% 3.640%
6.850 700 708 717 rBV 308882 472283 14.69% 2.532%
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6 7.202 761 768 780 rBV 941372 1440846 44.82% 7.726%
7 7.666 841 847 853 rBvV 213681 320438 9.97% 1.718%
8 7.983 894 901 909 rBV 825193 1328238 41.32% 7.122%
9 8.824 1037 1044 1054 rBvV 712094 1132401 35.23% 6.072%
10 10.451 1312 1321 1330 rBV 318023 509345 15.85% 2.731%
11 12.931 1736 1743 1749 rBV 1861983 2687230 83.60% 14.409%
12 13.207 1785 1790 1796 rBV3 19872 32898 1.02% 0.176%
13 13.771 1881 1886 1894 rBV 32088 49130 1.53% 0.263%
14 14.311 1970 1978 1986 rBV2 469894 701449 21.82% 3.761%
15 15.669 2204 2209 2215 rBV 27561 41457 1.29% 0.222%
16 15.798 2225 2231 2243 rBV 1204480 1760606 54.77% 9.440%
17 16.080 2275 2279 2284 rVB 25097 34127 1.06% 0.183%
18 16.814 2399 2404 2410 rBv4 20709 35659 1.11% 0.191%

19 17.049 2438 2444 2450 rBV2 625481 886185 27.57% 4.752%
20 17.948 2592 2597 2605 rBV 124260 194253 6.04% 1.042%

21 19.235 2812 2816 2824 rBV2 49255 82160 2.56% 0.441%
22 19.682 2886 2892 2900 rBV 2567310 3214508 100.00% 17.236%
23 20.945 3103 3107 3113 rBV 73901 96728 3.01% 0.519%

24 21.233 3151 3156 3165 rVB 755058 961648 29.92% 5.156%
25 23.459 3529 3535 3548 rVB2 488324 953826 29.67% 5.114%

Sum of corrected areas: 18649725
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Data Path :
Data File :
Acqg On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_G\DATA\BG041415\

BG016411.D

14 Apr 2015 23:41

TP/1Z

G1848-08

18 Sample Multiplier: 1

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P

Abundance
2500000

2000000

1500000

1000000

500000} 74

TIC: BG016411.D

7.20
7.98
8.82

6.85 10.45
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Time--> 3.0

I
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8.00 850 9.00 9.50

0  3.50

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG016411.D
19,68

12.93

15.80

17.05
14.31

17.95
| 1321 1377 1567 1608 16,81 1923 ||

0

Time-->

I
12.00 12,50 13.00 13.50 14.00 1450 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00
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Abundance
2500000

2000000

1500000

1000000

500000

TIC: BG016411.D

21.23
23.46

20.94

0
Time-->

21.00 21.50 22.00 2250 23.00 2350 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041415\
Data File : BG016411.D

Acq On : 14 Apr 2015 23:41

Operator : TP/1Z

Sample - G1848-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 Butane, 2-methoxy-2-methyl- Concentration Rank 4

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

2.84 26.65 ng 426927 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 83
2 Pentane, 3-methoxy- 102 C6H140 036839-67-5 23
3 Acetamide, N-ethyl- 87 C4H9NO 000625-50-3 10
4 Silane, tetramethyl- 88 C4H12Si 000075-76-3 9
5 N-Ethylformamide 73 C3H7NO 000627-45-2 9

Abundance Scan 26 (2.842 min): BG016411.D (-21) (-) m/z 73.05 100.00%
73
5000
43 55 87
37 - 79 2.80 2.90 3.00 3.10 3.20
SO 1/ WIS IOMRN. -1 I RN - N m/z 43.10 27.50%
m/z--> 10 20 30 40 50 60 70 80 90 100
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 B AN AN L AR LA R
43 2.80 2.90 3.00 3.10 3.20
55 87 m/z 87.10 25.50%
29
'“|'“'|”'Hw?§ﬂhj“|'»'|”§?m*'w"“l'“'l“'w
m/z--> 10 20 30 40 50 70 80 90 100
Abundance
73
2.80 2.90 3.00 3.10 3.20
5000 m/z 55.10 20.45%
45
29
39 Y 101
miz--> 0 20 30 40 50 60 70 8 90 100
Abundance #1852: Acetamide, N-ethyl-
30 2.80 2.90 3.00 3.10 3.20
m/z 71.10 11.63%
5000 43 87
15 72
"'I"t'l' '”H "?le"' F?"é?""l"' URRRRAREREN SERRE
m/z--> 10 20 30 40 50 70 80 90 100 2.80 2.90 3.00 3.10 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041415\
Data File : BG016411.D

Acq On : 14 Apr 2015 23:41

Operator : TP/1Z

Sample - G1848-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615.M
Quant Title : 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 3 unknown4.78 Concentration Rank 5

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

4.78 4.66 ng 74653 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 38
2 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 36
3 3-Hexanol, 4-methyl- 116 C7H160 000615-29-2 28
4 1,3-Dioxolane-2-methanol, 2,4-di... 132 C6H1203 053951-43-2 25
5 4-Hydroxy-3-hexanone 116 C6H1202 004984-85-4 25

Abundance Scan 356 (4.781 min): BG016411.D (-350) (-) m/z 43.10 100.00%
a3
59
5000
101
—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rv—v—v—v—rﬁ
440 4.60 4.80 500 5.20
e Sl 78 83 L "m/z 59.10  66.35%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #3966: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone
43
5000 101 440 460 480 500 520
28 59 m/z 101.10 35.20%
70 84
...,.??.,..H.‘l....q"..,??‘l:i.. N/ O - - N
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
440 460 480 500 520
5000 5o m/z 58.10 21.98%
15 101
25 31 37 53 83
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8114: 3-Hexanol, 4-methyl-
59 440 4.60 4.80 500 5.20
m/z 41.05 8.16%
5000 41
31
| T
T "|'}§'|' 'ﬂll""hl""lé?ukl' IRRARERRE ""I"'g?l""l'
m/z--> 10 20 40 50 60 70 80 90 100 110 440 4.60 4.80 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041415\
Data File : BG016411.D

Acq On : 14 Apr 2015 23:41

Operator : TP/1Z

Sample - G1848-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 unknown7.20 Concentration Rank 1

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

7.20 89.93 ng 1440850 1,4-Dichlorobenzene-d4 7.67
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 35
2 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 25
3 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 12
4 4-Chloro-2-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 768 (7.202 min): BG016411.D (-761) (-) m/z 132.00 100.00%
5000 68
o s | % J 6.80 7.00 7.20 7.40 7.60
e M 7787 L Asus W m/z 68.10  37.38%
m/z--> 40 60 80 100 120 140 160 180
Abundance #13930: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 R UL L
a1 o7 6.80 7.00 7.20 7.40 7.60
53 117 m/z 134.00 34.02%
79
||||||||||||||| |8|8|||1|0§|||||| T
m/z--> 40 60 80 100 120 140 160 180
Abundance
132
69 I UL L
104 6.80 7.00 7.20 7.40 7.60
5000 m/z 66.10 23.24%
mz-> 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl e
57 132 6.80 7.00 7.20 7.40 7.60
24 m/z 69.10 14 .57%
5000 og 0
SN | SRR 8 ‘ﬂQ7ILL N . - Il?? . 2 U A G —
m/z--> 40 60 80 100 120 140 160 180 6.80 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041415\
Data File : BG016411.D

Acq On : 14 Apr 2015 23:41

Operator : TP/1Z

Sample - G1848-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 6 n-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.95 4.38 ng 194253 Phenanthrene-d10 17.05
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 97
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 70
5 Dodecanoic acid 200 C12H2402 000143-07-7 53
Abundance Scan 2597 (17.948 min): BG016411.D (-2592) (-) m/z 73.10 100.00%
7
60
43

5000 129

%

213 256 O M
17.60 17.80 18.00 18.20

m/z 60.10 81.05%

157171
43 185

199

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 17.60 17.80 18.00 18.20
213 m/z 43.10 76.80%
157171185
b AL \\u e MY | 27y |
m/z--> 20 40 60 80 lOO 120 140 160 180 200 220 240 260
Abundance
43 60 73
R R B EEe B o
17.60 17.80 18.00 18.20
5000 - 129 m/z 57.10 66.58%
87 242
143 199
115 185
101 157171 213
R A B o RRaE R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #75070: Tetradecanoic acid L B o
3 60 73 17.60 17.80 18.00 18.20
m/z 55.10 62.72%
5000 29 129
185
228
|4, H\H el Laey HR el b
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 17. 60 17. 80 18 00 18. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041415\
Data File : BG016411.D

Acq On : 14 Apr 2015 23:41

Operator : TP/1Z

Sample - G1848-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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 7 5-Eicosene, (E)- Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
20.94 2.01 ng 96728 Chrysene-di12 21.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Eicosene, (E)- 280 C20H40 074685-30-6 92
2 1-Heptadecene 238 C17H34 006765-39-5 90
3 Chloroacetic acid, pentadecyl ester 304 C17H33CI102 070301-47-2 87
4 1-Hexadecanol 242 C16H340 036653-82-4 83
5 Cycloeicosane 280 C20H40 000296-56-0 81
Abundance Scan 3106 (20.939 min): BG016411.D (-3103) (-) m/z 57.10 100.00%
g7
5000 \/\M——-Mk‘w&
AU SRS AR
140 168 199 253 20.60 20.80 21.00 21.20
21 ol m/z 83.10 99.92%
m/z--> 50 100 150 200 250 300 350
Abundance #106398: 5-Eicosene, (E)-
55
83
5000 AU SRS AR
20.60 20.80 21.00 21.20
29 111 m/z 97.10 87.48%
_ ‘\, L1 ,\\H 1 ;\‘ 1139 167 196 203 252 280
m/z--> 50 100 150 200 250 300 350
Abundance
57 83
20.60 20.80 21.00 2120
5000 m/z 69.10 83.42%
29 111
140 168 193210 238
m/z--> 50 100 150 200 250 300 350
Abundance #119685: Chloroacetic acid, pentadecy! ester e o AR E
< 20.60 20.80 21.00 21.20
m/z 55.10 80.17%
- i 1 WWWMMerNwthﬂ\ﬁV“WW*MWWMMN
140 182
.2?.;.[..‘{ ﬂ.w.*b,ﬁﬁq ! .,Z?O.. R S— N —
m/z--> 50 100 150 200 250 300 350 20.60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG041415\
Data File : BG016411.D

Acq On : 14 Apr 2015 23:41

Operator : TP/1Z

Sample - G1848-08

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG040615_.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]
Butane, 2-methoxy... 2.84 26.6 ng 426927 1 7.67 320438 20.0
unknown4 .78 4.78 4.7 ng 74653 1 7.67 320438 20.0
unknown? .20 7.20 89.9 ng 1440850 1 7.67 320438 20.0
n-Hexadecanoic acid 17.95 4.4 ng 194253 4 17.05 886185 20.0
5-Eicosene, (E)- 20.94 2.0 ng 96728 5 21.23 961648 20.0

8270-BG040615.M Wed Apr 15 14:57:21 2015 Page: 8



