LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015962.D

Acq On : 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 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-BG012015.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 2.826 19 23 27 rBv4 84931 126190 1.33% 0.261%
2 2.902 32 36 40 rBv 149801 163080 1.72% 0.338%
3 4.812 355 361 367 rBvY 223805 302107 3.19% 0.626%
4 5.282 432 441 449 rBV 1948006 2854849 30.14% 5.913%
5 6.868 702 711 721 rBV 2141078 3461450 36.55% 7.170%
6 7.221 762 771 780 rBV 2041443 3162202 33.39% 6.550%
7 7.685 842 850 857 rBV 407411 650881 6.87% 1.348%
8 8.002 897 904 910 rVB 1464261 2274287 24.01% 4.711%
9 8.843 1038 1047 1053 rBV 1299124 2140882 22.60% 4.435%
10 10.470 1317 1324 1330 rBV 545269 899545 9.50% 1.863%

11 12.944 1739 1745 1755 rBV 3352015 5039901 53.21% 10.439%%
12 13.790 1883 1889 1896 rBV 112648 163960 1.73% 0.340%
13 14.330 1975 1981 1988 rBvV2 950613 1407617 14.86% 2.916%
14 15.693 2209 2213 2219 rVB 158555 213338 2.25% 0.442%
15 15.823 2229 2235 2246 rBV 3600387 5071739 53.55% 10.505%

16 17.080 2443 2449 2453 rBV 1356734 1888934 19.94% 3.913%
17 17.121 2453 2456 2461 rVB 127592 168761 1.78% 0.350%
18 17.985 2599 2603 2612 rBV 555677 911930 9.63% 1.889%
19 19.148 2794 2801 2812 rBV2 637604 1254710 13.25% 2.599%
20 19.272 2818 2822 2828 rBV5 301721 487119 5.14% 1.009%

21 19.507 2858 2862 2867 rVB 225209 276020 2.91% 0.572%
22 19.712 2892 2897 2904 rBV 7459471 9470877 100.00% 19.617%
23 20.981 3110 3113 3120 rBV6 265507 422640 4._.46% 0.875%
24 21.181 3144 3147 3150 rVB3 131786 126869 1.34% 0.263%
25 21.269 3156 3162 3166 rBV 2030736 2765558 29.20% 5.728%

26 22.321 3337 3341 3343 rVB5 148519 187946 1.98% 0.389%
27 23.525 3540 3546 3556 rvVB2 1208250 2384440 25.18% 4 _.939%

Sum of corrected areas: 48277832
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015962.D

Acq On = 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library C:\DATABASENNISTO2.L
TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015962.D

Acq On = 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 2 Butane, 2-methoxy-2-methyl- Concentration Rank 5

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

2.90 5.01 ng 163080 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Butane, 2-methoxy-2-methyl- 102 C6H140 000994-05-8 50
2 Myo-Inositol, 2-C-methyl- 194 C7H1406 000472-96-8 33
3 Acetic acid, 3-[1,3]dioxolan-2-y... 174 C8H1404 1000186-02-3 10
4 1,3-Dioxolane, 2-pentadecyl- 284 C18H3602 004360-57-0 9
5 _alpha.-D-Mannofuranoside, 1-0-h... 278 C13H2606 111570-47-9 9

Abundance Scan 36 (2.902 min): BG015962.D (-32) (-) m/z 73.00 100.00%
7B
5000
43 N L
280 3.00 320
o‘ﬁ-A,l. ] .~|?‘,3. 129155 198221 251 281 310335360 401429 470 ' "myz 87.05  27.50%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #4386: Butane, 2-methoxy-2-methyl-
73
5000 A L N
43 280 3.00 320
m/z 43.00 23.96%
0'L'I'”'I""P"'I"”I""I”"I"'W'"'I'”
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
73
L UL
280 3.00 320
5000 m/z 55.00 16.54%
43
116 1538
L U L L L UL L SN WL
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #39016: Acetic acid, 3-[1,3]dioxolan-2-ylpropy! ester A
73 280 3.00 320
m/z 71.10 10.86%
5000
43
ol | 13 174
m/z--> 50 100 150 200 250 300 350 400 450 280 3.00 3.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015962.D

Acq On = 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 unknown4.81 Concentration Rank 4

R.T. EstConc Area Relative to ISTD R.T.
481 9.28ng 302107  1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
"1 Butanoic acid, 4-iodo-, methyl e... 228 C5HO102 014273-85-9 40

2 5-Ethyl-3-methylhept-1-en-4-ol 156 C10H200 286424-80-4 40
3 Propane, 1l-ethoxy-2-methyl- 102 C6H140 000627-02-1 37
4 2,5,8,11,14-Pentaoxapentadecane 222 C10H2205 000143-24-8 37
5 3-Heptanol, 4-methyl- 130 C8H180 014979-39-6 28
Abundance Scan 361 (4.812 min): BG015962.D (-355) (-) m/z 43.00 100.00%
43
5000 101
440 4.60 4.80 5.00 5.20
o A3 | 143174 207 241 282 326 378407 464 818 | /758 95 76.83%

|
m/z--> 0 50 100 150 200 250 300 350 400 450 500

m/z--> 0 50 100 150 200 250 300 350 400 450 500

Abundance #75300: Butanoic acid, 4-iodo-, methyl ester
59
101
5000 | LI BLEL L N L L L L
4.40 4.60 4.80 5.00 5.20
197 m/z 101.00 48.61%
| | 142189 | 558
O T e e e e e T
m/z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
59
[T R T T T
101 4.40 4.60 4.80 5.00 5.20
5000 m/z 57.95 16.79%
29
O L o e o L L e e e e

Abundance #4388: Propane, 1-ethoxy-2-methyl-
59 440 4.60 4.80 5.00 5.20
m/z 39.00 7.93%
5000
31
102
N R
o o e R e o B I N R e e e s R

m/z--> 0 50 100 150 200 250 300 350 400 450 500

4.40 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015962.D

Acq On = 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 4 unknown7.22 Concentration Rank 1

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

7.22 97.17 ng 3162200 1,4-Dichlorobenzene-d4 7.68
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 14
2 1H-Benzimidazole, 2-methyl- 132 C8H8N2 000615-15-6 14
3 3H-1,2-Dithiol-3-one, 5-methyl- 132 C4H40S2 003620-08-4 14
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 10
5 1H-Indenol 132 C9H80 056631-57-3 10

Abundance Scan 771 (7.221 min): BG015962.D (-762) (-) m/z 131.90 100.00%
132
68
5000
o | T o0 750 70 a0 7R
0 ) .l,l. o83 221 253280 310 341368 403431 494 "m/z 67.95  63.84%
m'z--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR AR AR AR LA
6.80 7.00 7.0 7.40 7.60
‘ m/z 66.00 49.05%
OP'JMWhL'A'“'w"'w"'""w"'w"'w"'w"'w"
m/z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance
132
6.80 7.00 7.20 7.40 7.60
5000 m/z 68.95 32.40%
og 63 104
L S B L L L B I I L W
m'z-> 0 50 100 150 200 250 300 350 400 450 500
Abundance #13684: 3H-1,2-Dithiol-3-one, 5-methyl- EEEE A RRanE mE L)
132 6.80 7.00 7.20 7.40 7.60
m/z 133.90 29.01%
5000 67
| 103
Ot e e e e ISR S I L
m/z-> 0 50 100 150 200 250 300 350 400 450 500 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\BG012615\
Data File : BG015962.D

Acq On = 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 6 Benzophenone Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
15.69 3.03 ng 213338 Acenaphthene-d10 14.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 86
2 (2)-Butenoic acid, 2-diphenylmet... 279 C18H17N0O2 120238-59-7 64
3 1,2,4-Trioxolane, 3,3,5-triphenyl- 304 C20H1603 023246-12-0 64
4 1,2,4,5-Tetroxane, 3,3,6,6-tetra... 396 C26H2004 016204-36-7 50
5 Azobenzene 182 C12H10N2 000103-33-3 45

Abundance Scan 2212 (15.687 min): BG015962.D (-2209) (-) m/z 76.95 100.00%

77 105
5000 182

15. 40 15. 60 15. 80 16. 00
154 241 287 327 380
Obrrb b L 2L 2N 207 S0l 30 AT A3 %9 Tm/z 105.00  90.85%

m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #44109: Benzophenone
105
" 182
5000

15.40 15.60 15.80 16.00
m/z 181.90 49.87%

S 152
-
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
105
AN
77 R REREE G e s
15.40 15.60 15.80 16.00
5000 182 m/z 51.00 25.23%
O T T e T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #119840: 1,2,4-Trioxolane, 3,3,5-triphenyl-
105 15.40 15.60 15.80 16.00

m/z 50.00 8.46%

5000

m/z--> 50 100 150 200 250 300 350 400 450 500 550 15.40 15.60 15.80 16.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015962.D

Acq On = 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 7 n-Hexadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
17.98 9.66 ng 911930 Phenanthrene-d10 17.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
2 Tridecanoic acid 214 C13H2602 000638-53-9 64
3 Pentadecanoic acid 242 C15H3002 001002-84-2 60
4 Undecanoic acid 186 C11H2202 000112-37-8 40
5 Estra-1,3,5(10)-trien-17_.beta.-ol 256 C18H240 002529-64-8 38

Abundance Scan 2602 (17.979 min): BG015962.D (-2599) (-) m/z 72.95 100.00%

73
43

5000

17.60 17.80 18.00 18.20

308 342 416

0 m/z 60.00 68.30%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #92228: n-Hexadecanoic acid
43 73
5000 256 | LA N LI B L L B
129 17.60 17.80 18.00 18.20
213 m/z 43.00 61.87%
ks
o bbb e L
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
43 &
17.60 17.80 18.00 18.20
5000 m/z 41.00 58.74%
129 171 214
101
O T T T T T T T T
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #83686: Pentadecanoic acid

17.60 17.80 18.00 18.20
m/z 55.00 57.13%

5000

T
m/z--> 50 100 150 200 250 300 350 400 450 500 550 17.60 17.80 18.00 18.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015962.D

Acq On = 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

AR R R ok e o R R S R AR AR R AR R e R R R R R R R AR R S e R e e S SR R AR A e R e R R AR R e e e e

Peak Number 8 Octadecanoic acid Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
19.27 3.52 ng 487119 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 90
2 Pentadecanoic acid 242 C15H3002 001002-84-2 52
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 50
4 Octadecanoic acid, 2-(2-hydroxye... 372 C22H4404 000106-11-6 42
5 Tetradecanoic acid 228 C14H2802 000544-63-8 38
Abundance Scan 2822 (19.272 min): BG015962.D (-2818) (-) m/z 72.95 100.00%
43 73
5000
19.00 19.20 19.40 19.60
o 323 S0 4 465436 S0 | 77 43.00  85.10%
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance #108843: Octadecanoic acid
43 73
5000 LRI DR BRI BUGRIRN UL
19. 00 19 20 19.40 19.60
m/z 60.00 75.07%
Oﬁ%y“
miz--> 0 50 100 150 200 250 300 350 400 450 500
Abundance
43 73
19.00 19.20 19.40 19.60
5000 m/z 57.05 64.17%
129 242
101 171199
ot
m/z--> 6 éo 160 1%0 200 250 300 3%0 460 4%0 560 '
Abundance #92226: n-Hexadecanoic acid EmamsREEE
43 73 19.00 19.20 19.40 19.60
m/z 41.10 60.73%
5000
256
‘ 157185213
ol e
m/z--> 6 éo 100 150 200 250 300 350 400 450 500 1900 1920 1940 1560
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015962.D

Acq On = 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.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 9 1-Pentacosanol Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
20.98 3.06 ng 422640 Chrysene-di12 21.27
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Pentacosanol 368 C25H520 026040-98-2 90
2 Cyclohexane, 1-(1,5-dimethylhexy... 280 C20H40 056009-20-2 64
3 Bromoacetic acid, hexadecyl ester 362 C18H35Bro02 005454-48-8 58
4 Cyclohexadecane, 1,2-diethyl- 280 C20H40 1000155-85-3 52
5 Hexadecane, 1-(ethenyloxy)- 268 C18H360 000822-28-6 51
Abundance Scan 3113 (20.981 min): BG015962.D (-3110) (-) m/z 55.00 100.00%
g5 97
5000
125 226 [rrrrprrrr T
179
253281 314 355 430 20.60 20.80 21.00 21.20
O e, i 20t A8 D03 592 | "m/z 69.00  98.47%
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #147764: 1-Pentacosanol
43 7
5000 LU A AR
125 20,60 20.80 21.00 21.20
m/z 97.00 93.99%
ol 11 \u L d\\‘ | Staoasranpge2™)
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance
a3
20,60 20.80 21.00 21.20
5000 m/z 43.10 88.76%
166
125 193 233 280
O T e o e o R
m/z--> 50 100 150 200 250 300 350 400 450 500 550
Abundance #145521: Bromoacetic acid, hexadecy! ester e e
43 20.60 20.80 21.00 21.20
83 m/z 57.00 75.57%
5000
111
o LU sssezes g
m/z--> 50 100 150 200 250 300 350 400 450 500 550 20,60 20.80 21.00 21.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG012615\
Data File : BG015962.D

Acq On : 28 Jan 2015 1:27

Operator : TP/1Z

Sample : G1159-01

Misc :

ALS Vial : 44 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_G\METHODS\8270-BG012015.M
Quant Title : 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... 2.90 5.0 ng 163080 1 7.68 650881 20.0
unknown4 .81 4.81 9.3 ng 302107 1 7.68 650881 20.0
unknown? .22 7.22 97.2 ng 3162200 1 7.68 650881 20.0
Benzophenone 15.69 3.0 ng 213338 3 14.33 1407620 20.0
n-Hexadecanoic acid 17.98 9.7 ng 911930 4 17.08 1888930 20.0
Octadecanoic acid 19.27 3.5 ng 487119 5 21.27 2765560 20.0
1-Pentacosanol 20.98 3.1 ng 422640 5 21.27 2765560 20.0
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