LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089983.D

Acq On : 2 Sep 2016 19:04

Operator : UM/SJ

Sample - H4675-09

Misc :

ALS Vial : 12 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-BF083116.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 1.633 3 4 13 rVB 232669 436951 8.05% 0.886%
2 1.747 13 14 25 rBV 1428540 2813702 51.83% 5.704%
3 2.398 68 71 78 rvVB 35404 56777 1.05% 0.115%
4 4.776 276 279 289 rVB 852419 1318759 24.29% 2.673%
5 5.222 314 318 320 rBV 4299397 4868186 89.67% 9.868%
6 6.285 407 411 413 rBV 4276489 5055989 93.13% 10.249%
7 6.399 419 421 424 rBV 3462969 4941227 91.01% 10.016%
8 6.639 439 442 444 rBV 1202193 1117253 20.58% 2.265%
9 6.799 453 456 458 rBV 2837926 3786908 69.75% 7.676%
10 7.199 488 491 494 rBV 2180991 3183037 58.63% 6.452%

11 7.325 498 502 510 rvv 88722 137853 2.54% 0.279%
12 7.668 528 532 535 rvB2 45253 55185 1.02% 0.112%
13 7.919 552 554 556 rBV 1570897 1340802 24.70% 2.718%
14 9.005 646 649 651 rBV 4289625 5429212 100.00% 11.006%
15 9.393 681 683 686 rBY 1766557 1791391 33.00% 3.631%

16 9.622 700 703 704 rBV 73271 59669 1.10% 0.121%
17 9.668 704 707 709 rBV 1558927 1465267 26.99% 2.970%
18 10.091 738 744 745 rBV 40303 54840 1.01% 0.111%
19 10.113 745 746 748 rVB 118505 113204 2.09% 0.229%
20 10.331 762 765 769 rBV 40467 81876 1.51% 0.166%

21 10.445 772 775 778 rBV 2574780 2792716 51.44% 5.661%
22 10.582 786 787 791 rBV 111720 184576 3.40% 0.374%
23 11.028 824 826 828 rBV 67291 74311 1.37% 0.151%
24 11.131 833 835 838 rvB 1295880 1301819 23.98% 2.639%
25 11.382 855 857 862 rBvV 115123 157581 2.90% 0.319%

26 12.719 971 974 976 rBV 4266604 4041446 74.44% 8.192%
27 13.634 1051 1054 1062 rBV 139352 234272 4._.32% 0.475%
28 13.748 1062 1064 1067 rBV 1313466 1190565 21.93% 2.413%
29 14.262 1105 1109 1112 rBV5 24498 56644 1.04% 0.115%
30 14.605 1137 1139 1141 rBV 59643 77141 1.42% 0.156%

31 15.097 1179 1182 1185 rBV 1017758 1112252 20.49% 2.255%

Sum of corrected areas: 49331411
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF090216\

BF089983.D

2 Sep 2016 19:04

UM/SsJ

H4675-09

12 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\Database\NIST11.L

TIC Integration Parameters: LSCINT.P

Abundance TIC: BF089983.D
5{22 6|28
4000000
6.40
3000000 6.80
7.20
2000000
1.75
6.64
1000000 4,78
1.6
2.40 7.32
e s i T T T S N T At oL SREREE b
Time--> 2.00 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF089983.D
900 12.72
4000000
3000000
10.44
2000000 9.39
7.92 9.67
11.13
1000000
7.67 9.A2 @&10.3&1358 1104 1138
Or*r——t 1 e e A s e e e e ML B e e s e s T T i T
Time--> 8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00
Abundance TIC: BF089983.D
4000000
3000000
2000000
13.75
15.10
1000000
036 1426 14,61
e e = = = = = = R E e e T
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089983.D

Acq On : 2 Sep 2016 19:04

Operator : UM/SJ

Sample - H4675-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 3 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

4.78 23.61 ng 1318760 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 59
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25
3 1-Propen-2-ol, acetate 100 C5H802 000108-22-5 10
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 1,2-Butanediol 90 C4H1002 000584-03-2 9

Abundance Scan 279 (4.776 min): BF089983.D (-276) (-) m/z 43.10 100.00%
43
5000 59 /\
101 RS NAREE RN SRS N
440 460 480 500 5.20
36,1 51 69 83
...,....,....,....',':...,..:!,....,....,....,....,|....,....,....,....,...., m/z 59.10 50.57%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl- A
43
5000 LSS AR LS RN
4.40 4.60 4.80 5.00 5.20
59 101 m/z 101.10 15.77%
20 34 | 51 ‘ 67 8 91
mz> 10 20 30 40 80 60 70 80 80 100 110 120 130 140
Abundance
59
440 460 480 500 520
5000 M m/z 58.05 14 .86%
68
50 126 142
WWWWTWWWW
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3686: 1-Propen-2-ol, acetate T T .
43 440 460 480 500 5.20
m/z 41.05 8.57%
5000
58
m/z--> 10 20 3'0 40 50 60 70 80 90 1(')0 110 120 130 140 440 460 480 500 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089983.D

Acq On : 2 Sep 2016 19:04

Operator : UM/SJ

Sample - H4675-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 unknown6.40 Concentration Rank 1

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

6.40 88.45 ng 4941230 1,4-Dichlorobenzene-d4 6.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
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 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 421 (6.399 min): BF089983.D (-419) (-) m/z 132.10 100.00%
5000 68
40 96 INREBE AR AR AR
||IJ . 34 .h 78 | 106 6.00 6.20 6.40 6.60 6.800
el e m/z 68.05 43.27%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 INSEPENARPESAEBERAABEN
6.00 6.20 6.40 6.60 6.80
m/z 134.10 31.94%
31
'"|"tﬂllw'l'l'j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
6.00 6.20 6.40 6.60 6.80
5000 m/z 66.10 28.07%
104
14 27 30 51 077 g 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl e e
57 132 6.00 6.20 6.40 6.60 6.80
24 m/z 69.05 17.03%
5000 og 116
S ”qu .JM - Imhl‘ﬁl 158 ..,.1??. SN N i A
m/z--> 20 40 100 120 140 160 180 6.00 6.20 6.40 6.60 6.80

8270-BF083116.M Mon Sep 05 05:25:00 2016 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089983.D

Acq On : 2 Sep 2016 19:04

Operator : UM/SJ

Sample - H4675-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Hexanoic acid, 2-ethyl- Concentration Rank 9

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

7.32 2.06 ng 137853 Naphthalene-d8 7.92
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexanoic acid, 2-ethyl- 144 C8H1602 000149-57-5 72
2 Butanoic acid, 2-ethyl-, 1,2,3-p... 386 C21H3806 056554-54-2 53
3 1,4-Dioxane 88 C4H802 000123-91-1 43
4 Heptanoic acid, 2-ethyl- 158 C9H1802 003274-29-1 42
5 Butanoic acid, 2-methyl-, methyl... 116 C6H1202 000868-57-5 38

Abundance Scan 502 (7.325 min): BF089983.D (-498) (-) m/z 73.10 100.00%
7B
5000 41 KA
101 AN AR RS U
| | 7.00 7.20 7.40 7.60
—e 0 Ay m/z 88.10 79.11%
m/z--> 50 100 150 200 250 300 350
Abundance #20867: Hexanoic acid, 2-ethyl-
88
5000 LIS LIS UL UL
57 700 7.20 740 7.60
29 116 m/z 57.10 45_.15%
.H. ‘.“‘l“‘.‘k .“. |‘.H..]'.4‘:r... — —
m/z--> 50 100 150 200 250 300 350
Abundance
43 88
7.00 7.20 7.40 7.60
5000 m/z 41.05 41 _45%
69
109 135155173 214 242 272294313 355
m/z--> 50 100 150 200 250 300 350
Abundance #2011: 1,4-Dioxane
3 7.00 7.20 7.40 7.60
m/z 55.10 27 .25%
5000
sg 88
m/z--> 50 100 150 200 250 300 350 7.00 7.20 7.40 7.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089983.D

Acq On : 2 Sep 2016 19:04

Operator : UM/SJ

Sample - H4675-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.58 2.84 ng 184576 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Pentadecane 212 C15H32 000629-62-9 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Eicosane 282 C20H42 000112-95-8 90
5 Sulfurous acid, 2-ethylhexyl iso... 278 C14H3003S 1000309-19-0 78
Abundance Scan 787 (10.582 min): BF089983.D (-786) (-) m/z 57.10 100.00%
57
5000 4 a5
I | | J 113 141 10.20 10.40 10.60 10.80 11.00
R T L B R o R AR RS m/z 43.10 81.71%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000 AR AR SR PR
g5 10 20 10. 40 10. 60 10 80 11. oo
4 m/z 71.10 57.44%
26 L b 13141 160180 226
m/z--> 25 4b eb éo 160 150 150 160 180 200 220 240 260 2§o 300
Abundance
57
10,20 10.40 10.60 10.80 11.00
5000 g5 m/z 85.10 36.09%
41
26 113 141 169184 212
WTWWTWWWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #141425: Heneicosane G iee ks Sl B
57 10.20 10.40 10.60 10.80 11.00
m/z 41.10 35.25%
5000 4 35
15 ] “ | MR 1 e 17 225 253268 295
m/z--> 25 4b eb éo 160 150 150 1éo 180 200 220 240 260 2§o 300 1020 1040 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089983.D

Acq On : 2 Sep 2016 19:04

Operator : UM/SJ

Sample - H4675-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 8 9-Octadecene, (E)- Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.38 2.42 ng 157581 Phenanthrene-d10 11.13
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 9-Octadecene, (E)- 252 C18H36 007206-25-9 91
2 5-Octadecene, (E)- 252 C18H36 007206-21-5 91
3 1-Hexadecanol 242 C16H340 036653-82-4 87
4 Cetene 224 C16H32 000629-73-2 76
5 Cyclotetradecane 196 C14H28 000295-17-0 64
Abundance Scan 857 (11.382 min): BF089983.D (-855) (-) m/z 43.05 100.00%
43 57
83
5000 0| 9
111 P A
125 11.00 11.20 11.40 11.60 11.80
Ferprrepbe m/z 55.05 97.37%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #104187: 9-Octadecene, (E)-
55 g9

83

11,00 11.20 11,40 11.60 11.80
m/z 57.05  87.90%

5000

125

139 154168182196 224 252

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance
55
R e B
a1 69 83 11.00 11.20 11.40 11.60 11.80
5000 97 m/z 41.10 78.02%
27 111
125139 154168181105 204 252
R B s e LR A RA
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #95980: 1-Hexadecanol L e S R

11.00 11.20 11.40 11.60 11.80
m/z 69.05  74.24%

5000

125 196

139 154168 224
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 11. OO 11. 20 11. 40 11. 60 11. 80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089983.D

Acq On : 2 Sep 2016 19:04

Operator : UM/SJ

Sample - H4675-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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 9 Heptadecyl trifluoroacetate Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.63 3.94 ng 234272 Chrysene-d12 13.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
2 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 94
3 n-Tetracosanol-1 354 C24H500 000506-51-4 93

4 1-Nonadecene 266 C19H38 018435-45-5 91
5 1-Docosene 308 C22H44 001599-67-3 91

Abundance Scan 1054 (13.634 min): BF089983.D (-1051) (-) m/z 57.10 100.00%

57

83

5000

%

13.40 13.60 13.80 14.00
m/z 43.10 87.59%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #185169: Heptadecy! trifluoroacetate
57
97
5000 LIS I L L L L L L L L
13. 40 13. 60 13. 80 14. 00
29 125 m/z 55.10 76.72%
e || |, ,154 182 210 238 265283 334
e ”.”.uupn.nnpn.””.”.””.”.””.”.””.”.
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance
57
97 R B A RREms e
13.40 13.60 13.80 14.00
5000 m/z 83.05 75.88%
29 125
79 154 179196 224 251269 320
mmwmwwﬁmﬁwﬁmmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #186968: n-Tetracosanol-1 B ST
83 13.40 13.60 13.80 14.00
m/z 97.10 66.45%
B /vWw,‘N_ﬂAﬁ,,/\\J\~AA,AM,WV
h ‘ ‘ 167 195 222 250 280 308 336
”q”upu.”” ™ R R e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13. 40 13. 60 13. 80 14. 00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF090216\
Data File : BF089983.D

Acq On : 2 Sep 2016 19:04

Operator : UM/SJ

Sample - H4675-09

Misc :

ALS Vial : 12 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF083116.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... 4.78 23.6 ng 1318760 1 6.64 1117250 20.0
unknown6 .40 6.40 88.5 ng 4941230 1 6.64 1117250 20.0
Hexanoic acid, 2-... 7.32 2.1 ng 137853 2 7.92 1340800 20.0
Hexadecane 10.58 2.8 ng 184576 4 11.13 1301820 20.0
9-Octadecene, (E)- 11.38 2.4 ng 157581 4 11.13 1301820 20.0
Heptadecyl triflu... 13.63 3.9 ng 234272 5 13.75 1190570 20.0
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