LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

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-BG120215.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

2.996 23 27 46 rVB 902711 1250727 55.31% 10.097%
3.143 47 52 62 rvv3 15265 31868 1.41% 0.257%
410 rBV 84454 131812 5.83% 1.064%
5.669 475 482 491 rBvV 375567 585191 25.88% 4.724%
7.267 746 754 768 rBV 411539 713709 31.56% 5.762%
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7.655 812 820 828 rBV 394271 667977 29.54% 5.393%
8.125 894 900 907 rVvB 84134 138832 6.14% 1.121%
964 rBVY 294374 503962 22.29% 4.068%
9.295 1091 1099 1109 rBV 252845 446341 19.74% 3.603%
10.946 1373 1380 1387 rVB 119812 210814 9.32% 1.702%
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11 13.384 1787 1795 1802 rBV 787672 1209644 53.50% 9.765%
12 14.206 1929 1935 1944 rBV 130532 184527 8.16% 1.490%

13 14.653 2006 2011 2016 rBV 23070 32143 1.42% 0.259%
14 14.759 2020 2029 2038 rvv2 210600 339616 15.02% 2.742%
15 15.599 2168 2172 2177 rVB 40442 49457 2.19% 0.399%
16 16.004 2231 2241 2246 rBV2 11638 29134 1.29% 0.235%
17 16.239 2274 2281 2289 rBV 664924 979714 43.33% 7.909%
18 16.463 2314 2319 2322 rBV 39091 57014 2.52% 0.460%
19 16.633 2343 2348 2353 rVvv3 11869 23444 1.04% 0.189%
20 16.892 2389 2392 2400 rVBS8 11249 23243 1.03% 0.188%
21 16.968 2400 2405 2408 rBVZ2 16782 23638 1.05% 0.191%
22 17.256 2448 2454 2457 rBV 22113 31677 1.40% 0.256%
23 17.503 2490 2496 2502 rBV 310870 452616 20.02% 3.654%
24 18.907 2730 2735 2739 rBV2 14180 22813 1.01% 0.184%
25 18.989 2745 2749 2755 rBV6 13582 23220 1.03% 0.187%
26 19.242 2788 2792 2800 rBV 27271 39129 1.73% 0.316%
27 19.788 2881 2885 2892 rVB 35235 46304 2.05% 0.374%
28 20.111 2933 2940 2945 rBV 1713601 2261140 100.00% 18.254%
29 20.317 2971 2975 2980 rBV 38964 57331 2.54% 0.463%
30 20.364 2980 2983 2989 rVV5 15297 30645 1.36% 0.247%
31 20.799 3053 3057 3064 rVB 67060 95854 4.24% 0.774%
32 20.869 3064 3069 3077 rBV7 23776 59684 2.64% 0.482%
33 21.016 3090 3094 3099 rBV 42306 70925 3.14% 0.573%
34 21.063 3099 3102 3106 rVB 77299 95720 4.23% 0.773%
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LSC Area Percent Report

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

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 - 0 Peak Location: TOP

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

Method > Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215.M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.134 3111 3114 3125 rVB2 35095 52942 2.34% 0.427%
36 21.421 3160 3163 3173 rVB4 51977 76521 3.38% 0.618%
37 21.580 3186 3190 3194 rVB2 51068 67283 2.98% 0.543%
38 21.657 3199 3203 3206 rBv4 19215 30883 1.37% 0.249%
39 21.780 3218 3224 3233 rVB 365370 625518 27.66% 5.050%
40 22.138 3282 3285 3292 rVB3 22015 35307 1.56% 0.285%

41 25.082 3778 3786 3799 rVB2 202457 578692 25.59% 4.672%

Sum of corrected areas: 12387011
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library - C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P
Abundance TIC: BG019851.D
1500000
10000004 5 )
500000 567 7.27 766
8.45 929
5.21 8.13 10.95
0 3.14
e e e e e e
Time--> 3.00 350 4.00 450 5.00 550 600 650 7.00 7.50 8.00 850 9.00 950 1000 1050 1100 1150 1200 1250
Abundance TIC: BG019851.D
2011
1500000
1000000
13.38
16.24
500000 21.78
17.50
14.76
14 21
15.60 16 00| 16 AH 6m68977.26 1800p.24 1979
0 ............ R B S R e e T T i B A S S S
Time-->  13.00 13.50 1400 1450 1500 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00 19.50 20.00 20.50 21.00 21.50 22.00 22.50
Abundance TIC: BG019851.D
1500000
1000000
500000
25.08
VY T T T e e e e e
Time-->  23.00 23.50 24.00 24.50 25.00 25.50 26.00 26.50 27.00 27.50 28.00 28.50 29.00 29.50 30.00 30.50 31.00 31.50 32.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 unknown3.00 Concentration Rank 1

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

3.00 180.18 ng 1250730 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Propane, 2,2-dimethoxy- 104 C5H1202 000077-76-9 38
2 N-Ethylformamide 73 C3H7NO 000627-45-2 9
3 1,3-Diaminoguanidine 89 CH7N5 004364-78-7 9
4 1,3-Dioxolane, 2-(3-bromo-5,5,5-... 352 C10H16BrCI302 1000115-31-4 9
5 Propane, 2-methoxy-2-methyl- 88 C5H120 001634-04-4 9

Abundance Scan 28 (3.002 min): BG019851.D (-23) (-) m/z 73.00 100.00%
g} j
43
5000
89
55 007 2.90 3.00 3.10 3.20 3.30 3.40
e - m/z 43.00 55.49%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #4670: Propane, 2,2-dimethoxy-
73
5000 43
2.90 3.00 3.10 3.20 3.30 3.40
31 89 m/z 89.00 33.92%
"”I"”I"Ez"”l"”l"”l"”l"”l"”I"”I"”
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
30 73
2.90 3.00 3.10 3.20 3.30 3.40
5000 m/z 41.00 10.18%
58
44
15
mz-> 20 40 60 80 100 120 140 160 180 200
Abundance #2183: 1,3-Diaminoguanidine
43 2.90 3.00 3.10 3.20 3.30 3.40
32 m/z 45.00 8.38%
58 89
5000, 18
| 2
1 1l |
m/z--> 20 40 60 80 100 120 140 160 180 200 2.90 3.00 3.10 3.20 3.30 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.21 18.99 ng 131812 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 42
3 Acetic acid, 1,1-dimethylethyl e... 116 C6H1202 000540-88-5 38
4 2-Hexanol, 2-methyl- 116 C7H160 000625-23-0 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 404 (5.211 min): BG019851.D (-397) (-) m/z 43.00 100.00%
43
59
5000
o 450 500 820 50 560
....,....','...:~|,....,8.3...~,|....,....,....,....,....,210.7.. m/z 59.00 63.02%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #7951: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 A RS S I
480 5.00 520 5.40 5.60
m/z 101.00 20.78%
101
'”'I'ﬁ}ﬂm"jﬁ"'??”'I"”I"'W""P"'I”"I'”'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
59
480 500 520 540 560
5000 m/z 58.00 15.02%
41
o9 101
73 86
miz--> 20 40 60 80 100 120 140 160 180 200
Abundance #7975: Acetic acid, 1,1-dimethylethy!| ester
43 480 5.00 520 5.40 5.60
m/z 41.00 8.46%
57
5000
29 101
L | 73 85
m/z--> 20 40 60 80 100 120 140 160 180 200 480 5.00 520 5.40 5.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 unknown7.66 Concentration Rank 2

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

7.66 96.23 ng 667977 1,4-Dichlorobenzene-d4 8.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 4-Chloro-6-fluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 27
3 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 22
4 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
5 Benzene, 1,3,5-trifluoro- 132 C6H3F3 000372-38-3 10

Abundance Scan 821 (7.661 min): BG019851.D (-812) (-) m/z 132.00 100.00%
5000 68
96 AR RAREE LA RS A
40 gy & | 207 7.40 7.60 7.80 8.00
PN SN S [ m/z 68.00 49.03%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AT T
7.40 7.60 7.80 8.00
31 51 m/z 66.00 33.97%
'”I"LN\hH'I'l'L""I'”'I"‘W""I'”'I""P"'
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
132
740 7.60 7.80 800
5000 97 m/z 133.90 33.68%
70
31
a4 86 116
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #14013: 1H-Benzimidazole, 2-methyl- R R maa
132 7.40 7.60 7.80 8.00
m/z 69.00 21.05%
5000
15 2839 82 %0 77 90 W04y |
m/z--> 20 40 60 80 100 120 140 160 180 200 740 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 Eicosane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
15.60 2.91 ng 49457 Acenaphthene-d10 14.76
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Eicosane 282 C20H42 000112-95-8 91
2 Tetradecane 198 C14H30 000629-59-4 90
3 Tetracosane 338 C24H50 000646-31-1 90
4 Octacosane 394 C28H58 000630-02-4 90
5 10-Methylnonadecane 282 C20H42 056862-62-5 90
Abundance Scan 2172 (15.599 min): BG019851.D (-2168) (-) m/z 56.95 100.00%
57
3 113 mmwmmmmmmm
1 207 m/z 43.00 84.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #107652: Eicosane
57
5000 U DAL R N
85 mmmmmmmmmm
29 m/z 71.00 59.82%
| ‘ Ly M3 a1 169 282
U A B DA B B A B B B B B S e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
15.20 15.40 15.60 15.80 16.00
5000 85 m/z 40.95 40.98%
29

113 141 169 198

DUNSRUNERUREA A SRS SRR AN AR LA RS LARAE SRS SRS LA SRR LR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #136481: Tetracosane R e .
57 15.20 15.40 15.60 15.80 16.00
m/z 85.00 38.72%

5000 85

29 113
| e 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 15.20 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 Heptadecane Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
16.46 2.52 ng 57014 Phenanthrene-d10 17.50
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecane 240 C17H36 000629-78-7 91
2 Tetradecane 198 C14H30 000629-59-4 91
3 Nonadecane 268 C19H40 000629-92-5 91
4 Silane, trichlorooctadecyl- 386 C18H37CI3Si 000112-04-9 91
5 Pentadecane 212 C15H32 000629-62-9 90
Abundance Scan 2319 (16.463 min): BG019851.D (-2314) (-) m/z 57.00 100.00%
57
43
5000
168 ' 16.20 16.40 16.60 16.80
m/z 43.00 67 .20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #82607: Heptadecane
57
43
71
5000 IR AR AR SRR AR
85 16.20 16.40 16.60 16.80
29 m/z 71.00 57 .89%
9113
e M55 160183106210 240
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
57
43 RS NN AR BN SUN
71 16.20 16.40 16.60 16.80
5000 85 m/z 85.00 35.77%
29
15 99113127141155169 198
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #99476: Nonadecane
57 16.20 16.40 16.60 16.80
43 71 m/z 41.00 35.49%
85
5000
29 99
‘ | 113127141155169183197 268
m/z--> 20 4'0 6|O 80 100 120 140 160 180 200 220 240 260 16,20 16.40 16.60 16.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 8 Oxazole, 2,4-dimethyl- Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
20.80 3.06 ng 95854 Chrysene-d12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Oxazole, 2,4-dimethyl- 97 C5H7NO 007208-05-1 50
2 2-Hexene, 3,4,4-trimethyl- 126 C9H18 053941-19-8 38
3 4-Octen-3-one 126 C8H140 014129-48-7 36
4 Cyclohexane, 1l-bromo-4-methyl- 176 C7H13Br 006294-40-2 36
5 Allyldimethyl(prop-1-ynyl)silane 138 C8H14Si 1000281-75-1 36
Abundance Scan 3057 (20.799 min): BG019851.D (-3053) (-) m/z 97.00 100.00%
g7
5000 S
20.40 20.60 20.80 21.00 21.20
153 207
ol ,|~. 151 ) 44136198 176 207 266283 36 un 5700 49.80%
m/z--> 50 100 150 200 250 300 350
Abundance #2910: Oxazole, 2,4-dimethyl-
97
000 a2 o 20.40 20.60 20.80 21.00 21.20
m/z 55.00 20.38%
——
m/z--> 50 100 150 200 250 300 350
Abundance
55 97
20.40 20.60 20.80 21.00 21.20
5000 m/z 113.05 14 .72%
27
126
79
m/z--> 50 100 150 200 250 300 350
Abundance #10961: 4-Octen-3-one e AR REmES R A
55 g7 20.40 20.60 20.80 21.00 21.20
m/z 69.00 10.42%
5000
29 126
ﬂtbl“l7?" 'j" UL L L SRR B LRI BRI SN B
m/z--> 50 100 150 200 250 300 350 20.40 20.60 20.80 21.00 21.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 9 unknown21.02 Concentration Rank 11
R.T. EstConc Area Relative to ISTD R.T.
21.02 2.27 ng 70925 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
12,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 38
2 1-Pentanol, 3-methyl-2-propyl- 144 C9H200 054004-40-9 23
3 Acetamide, N-(4-fluorophenyl)-2-_._. 251 C13H18FN30 1000267-87-7 22
4 3-Heptene, 2,2,4,6,6-pentamethyl- 168 C12H24 000123-48-8 17
5 Acetamide, 2-(4-methyl-1l-piperaz... 267 C13H18CIN30 296245-55-1 14
Abundance Scan 3095 (21.022 min): BG019851.D (-3090) (-) m/z 57.00 100.00%
57
97
5000
169 207 5080 2100 91190 2140
3 114 134 189 341 20.80 21.00 21.20 21.40
b e et | 189 3 w/z 97.00  59.39%
m/z--> 50 100 150 200 250 300
Abundance #72508: 2,4,4,6,6,8,8-Heptamethyl-1-nonene
57
5000 U SRR SRR IR
20.80 21.00 21.20 21.40
‘ 83 113 m/z 113.00 53.64%
S N J I (A
m/z--> 50 100 150 200 250 300
Abundance
57
" 20.80 21.00 21.20 21.40
5000, o7 113 m/z 55.00 28.88%
83
IIIII""I"]-:?O'I""""I""""I
m/z--> 50 100 150 200 250 300
Abundance #88911: Acetamide, N-(4-fluorophenyl)-2-(4-methyl-1-pipera... R mEEEs e
113 20.80 21.00 21.20 21.40
m/z 83.05 21.37%
70
5000
42
251
ibLo) 198 ) 141161178195 234 |
m/z--> 50 100 150 200 250 300 ' 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 10 unknown21.06 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
21.06 3.06 ng 95720 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Dihexadecyl phosphate 546 C32H6704P 002197-63-9 42
2 4-Butoxy-2,4-dimethyl-2-pentene 170 C11H220 1000159-08-7 40
3 Piperazine, 1-(4-acetylphenylsul... 282 C13H18N203S 309271-25-8 35
4 Formaldehyde, dipropylhydrazone 128 C7H16N2 054253-56-4 32
5 Didodecyl phosphate 434 C24H5104P 007057-92-3 32
Abundance Scan 3101 (21.057 min): BG019851.D (-3099) (-) m/z 99.10 100.00%
99
5000
\ 155 oS AU
127 \ 219 20.80 21.00 21.20 21.40
,J gl L oneld er s e M/z 57.00 97.36%
m/z--> 100 150 200 250 300 350 400 450 500 550
Abundance #170924: Dihexadecyl phosphate
99
5000 L S SULRIE UL IR
20.80 21.00 21.20 21.40
m/z 69.00 34 .18%
29 M “\h ‘h 126154 196224 278 323 547
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
99
20,80 21.00 21.20 21.40
s000l 43 m/z 111.00 31.42%
155
B ——
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #107086: Piperazine, 1-(4-acetylphenylsulfonyl)-4-methyl- R B e SR S
99 20.80 21.00 21.20 21.40
m/z 55.00 28.42%
5000
56
D - <
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20.80 21.00 21.20 21.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 11 Bromoacetic acid, octadecyl... Concentration Rank 10
R.T. EstConc Area Relative to ISTD R.T.
21.42 2.45 ng 76521 Chrysene-d12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Bromoacetic acid, octadecyl ester 390 C20H39Bro02 018992-03-5 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 87
4 3-Chloropropionic acid, heptadec... 346 C20H39CI102 1000283-05-1 86
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 83
Abundance Scan 3163 (21.421 min): BG019851.D (-3160) (-) m/z 55.00 100.00%
S -
5000 111
R NI B SRR B
169 265 356 21.20 21.40 21.60 21.80
— UM Ik I'-'-':-. 189, N - m/z 69.00 85.23%
m/z--> 50 100 150 200 250 300 350
Abundance #154046: Bromoacetic acid, octadecyl ester
97
5000 LRI SULILN ML RN RN
21:20 21.40 21.60 21.80
121 m/z 57.00 82.71%
\\ ‘\‘H H‘L | Hi |16 181 224 20 o7
m/z--> 150 200 250 300 350
Abundance
43
21,20 21.40 21.60 21.80
5000 83 m/z 43.00 79.75%
111
140 168 196 224243 266 294 322
m/z--> 50 100 150 200 250 300 350
Abundance #152927: Trichloroacetic acid, hexadecy! ester  EBEEmEEEs B
3 21.20 21.40 21.60 21.80
69 m/z 83.00 78.39%
97
5000
125
2 J ” ‘\ I L. Iy 15\3 196 224
m/z--> 50 100 150 200 250 300 350 21:20 21.40 21.60 21.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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 12 unknown21.58 Concentration Rank 12
R.T. EstConc Area Relative to ISTD R.T.
21.58 2.15 ng 67283 Chrysene-di12 21.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octane, 2-bromo- 192 C8H17Br 000557-35-7 38
2 2,4,4,6,6,8,8-Heptamethyl-1-nonene 224 C16H32 015796-04-0 32
3 .beta.-D-Fructopyranose, 2,3:4,5... 368 C17H30B207 1000156-76-8 32
4 N-[4-(Chloro-difluoro-methoxy)-p... 333 C14H18CIF2N302 1000296-77-1 22
5 Silane, butyldichloromethyl- 170 C5H12CI2Si 018147-23-4 22
Abundance Scan 3190 (21.580 min): BG019851.D (-3186) (-) m/z 57.00 100.00%
g7
113
5000
3{1 J \ 8|3 ‘ 148 169 191211 265 295 341 212‘0‘ 2140 2160 2180 .
e Y m/z 113.05 60.47%
m/z--> 50 100 150 200 250 300 350
Abundance #50795: Octane, 2-bromo-
57
5000 AR AR AR R
113 21!20 21)40 21!60 21)80 '
29 m/z 97.00 30.93%
R
m/z--> 50 100 150 200 250 300 350
Abundance
57
21.20 21.40 21.60 21.80
5000 m/z 111.05 24 .95%
113
83
137 168
m/z--> 55 160 1%0 260 2%0 360 3%0
Abundance #147476: .beta.-D-Fructopyranose, 2,3:4,5-di-O-(ethylboran... R e e e
113 21.20 21.40 21.60 21.80
m/z 55.00 23.28%
5000 43
85 225
‘ ‘ 145 169
TN O T N - 2 S L e
m/z--> 50 100 150 200 250 300 350 21.20 21.40 21.60 21.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_G\DATA\BG120215\
Data File : BG019851.D

Acq On - 3 Dec 2015 1:48

Operator : UM/NP

Sample - G4624-03

Misc :

ALS Vial : 18 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG120215_.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]
unknown3 .00 3.00 180.2 ng 1250730 1 8.13 138832 20.0
2-Pentanone, 4-hy... 5.21 19.0 ng 131812 1 8.13 138832 20.0
unknown? .66 7.66 96.2 ng 667977 1 8.13 138832 20.0
Eicosane 15.60 2.9 ng 49457 3 14.76 339616 20.0
Heptadecane 16.46 2.5 ng 57014 4 17.50 452616 20.0
Oxazole, 2,4-dime... 20.80 3.1 ng 95854 5 21.79 625518 20.0
unknown21 .02 21.02 2.3 ng 70925 5 21.79 625518 20.0
unknown21 .06 21.06 3.1 ng 95720 5 21.79 625518 20.0
Bromoacetic acid,... 21.42 2.5 ng 76521 5 21.79 625518 20.0
unknown21 .58 21.58 2.1 ng 67283 5 21.79 625518 20.0
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