LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 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-BG021717 .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 5.177 306 313 322 rBY 677618 1023387 12.98% 1.906%
2 5.647 386 393 403 rBV 1914313 3046223 38.64% 5.674%
3 7.240 656 664 673 rBvY 1938097 3567321 45.25% 6.645%
4 7.616 719 728 737 rBV 1902332 3253544 41.27% 6.060%
5 8.080 799 807 814 rBV 301833 506120 6.42% 0.943%
6 8.403 854 862 871 rBV 1259938 2218336 28.14% 4.132%
7 9.061 965 974 975 rBV3 47798 82101 1.04% 0.153%
8 9.090 976 979 990 rvwv3 55370 116480 1.48% 0.217%
9 9.237 990 1004 1013 rVV 1114847 1971356 25.01% 3.672%
10 10.882 1275 1284 1291 rBV 460515 856037 10.86% 1.595%

11 13.315 1690 1698 1707 rVB 3278015 5063717 64.23% 9.432%
12 13.867 1783 1792 1797 rBV2 37528 85511 1.08% 0.159%
13 14.008 1810 1816 1822 rVB 77852 131521 1.67% 0.245%
14 14.126 1831 1836 1842 rVB 880924 1235231 15.67% 2.301%
15 14.684 1919 1931 1938 rBV2 862107 1379392 17.50% 2.569%

16 15.471 2056 2065 2071 rBV3 49385 115053 1.46% 0.214%
17 16.159 2175 2182 2192 rBV 3147364 4956351 62.87% 9.232%
18 17.228 2360 2364 2373 rVB3 43944 79087 1.00% 0.147%
19 17.410 2389 2395 2401 rBV2 1246303 1942727 24.64% 3.619%
20 17.780 2452 2458 2469 rBV2 341937 516771 6.56% 0.963%

21 18.291 2540 2545 2555 rBV 181766 297532 3.77% 0.554%
22 18.879 2641 2645 2648 rBV3 63413 89622 1.14% 0.167%
23 19.020 2665 2669 2676 rVB2 83726 111299 1.41% 0.207%
24 19.137 2685 2689 2698 rBV 880611 1178970 14.96% 2.196%

25 19.214 2699 2702 2709 rVB2 55667 89559 1.14% 0.167%
26 19.455 2736 2743 2747 rBV 100737 169984 2.16% 0.317%
27 19.508 2747 2752 2756 rVB 76397 97408 1.24% 0.181%
28 19.555 2756 2760 2764 rBvV4 63420 94706 1.20% 0.176%
29 19.701 2781 2785 2794 rBV5 70837 110058 1.40% 0.205%
30 19.784 2796 2799 2801 rVVv2 68663 83150 1.05% 0.155%

31 19.813 2801 2804 2810 rVB 90507 128185 1.63% 0.239%
32 20.007 2831 2837 2848 rVB 5519262 7883206 100.00% 14.684%
33 20.636 2941 2944 2948 rVB 78467 98534 1.25% 0.184%
34 20.689 2949 2953 2957 rVB4 62028 86326 1.10% 0.161%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 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
Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 21.300 3053 3057 3065 rBv4 119810 187727 2.38% 0.350%
36 21.658 3112 3118 3126 rBV 1308293 2211008 28.05% 4.118%

37 22.345 3200 3235 3236 rBV3 862031 6413935 81.36% 11.947%
38 24.866 3654 3664 3676 rVB2 784412 2209184 28.02% 4._.115%

Sum of corrected areas: 53686659
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

> Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
TIC Library = C:\DATABASE\NIST11.L
TIC Integration Parameters: LSCINT.P

Abundance TIC: BG025948.D

5000000
4000000

3000000

2000000 5.65 7.24 7.62

8.40

1000000 518 1068
8.08 \

)

O o L o L o o o B L LA e o e o e B LA e e e

T T T T
Time--> 350 400 450 500 550 6.00 650 7.00 750 800 850 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50
Abundance TIC: BG025948.D

20,01
5000000

4000000

13.31 16.16
3000000

2000000
21.66

19.14 22.35

17.41
1000000 1413 14.68

17.78
1314 15.47 1728 | 182°  1si9qp Agusmoy 2068 2130

SN AN~ A
L0 o e e B BELINL i o e s o B e L B i e e e e e e A JHL A o e e o

Time--> 13.50 14.00 14.50 15.00 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: BG025948.D

5000000

4000000

3000000

2000000

1000000 24.87

T T T T o T T e T o e o e T e e e T 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\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.18 40.44 ng 1023390 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Guanidine 59 CH5N3 000113-00-8 47
3 Propane, 2-methyl-2-(1-methyleth... 116 C7H160 017348-59-3 36
4 1,8-Nonanediol, 8-methyl- 174 C10H2202 054725-73-4 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 25

Abundance Scan 313 (5.177 min): BG025948.D (-306) (-) m/z 43.10 100.00%
a3
59
5000
101 D B G
480 5.00 520 5.40 5.60
51 69 83 147
...,....,....,....-,'::..,..'."Ii....,....,.~...,...:,....,....,....,....,....,... m/z 59.10 75.27%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 AR S IR L
480 5.00 520 5.40 5.60
m/z 101.10 23.26%
31 101
”'P”'P”Tﬂ”“””'P”'P”'P”'ﬁ%'ﬁa'“”'P”'P”'P”'P”'P”
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150
Abundance
43 59
480 500 520 540 560
5000 18 m/z 58.10 21.00%
28

memwwwmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150

Abundance #8404: Propane, 2-methyl-2-(1-methylethoxy)- R e N RRm R
59 480 5.00 5.20 5.40 5.60
m/z 41.10 8.74%
5000
41
29 101

...P...P.JNL...“Lu?ﬂulu...w??”,.§Q,.”.J.”.,.”.,.”.,”..,”..,”. e e

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 480 5.00 5.20 5.40 5.60

8270-BG021717.M Mon Feb 27 03:57:37 2017 Page: 4



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 2 unknown7.62 Concentration Rank 1

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

7.62 128.57 ng 3253540 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Amphetaminil 250 C17H18N2 017590-01-1 10
5 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10

Abundance Scan 729 (7.621 min): BG025948.D (-719) (-) m/z 132.10 100.00%
132
5000 68
96 AARRASERES SRR S S
40 ,_ 54 | 75 103 7.20 7.40 7.60 7.80 8.00
e A B g |l 15 W Tm/z 68.10  38.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 S IR I R
7.20 7.40 7.60 7.80 8.00
78 m/z 134.10 34.19%
| P | !
mz-> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
720 7.40 7.60 7.80 8.00
5000 67 m/z 66.10 25.74%
41 97
53 2 117
34 60 89 105 124
wwmwﬁwmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LIS LA B N LR R}
132 7.20 7.40 7.60 7.80 8.00
m/z 69.10 13.82%
5000
104
66
14 27 37445158 P 7T g9 97 || 115
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 720 7.0 7.60 7.80 8.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 Benzenethiol, 3-methyl- Concentration Rank 8

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

9.06 3.24 ng 82101 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenethiol, 3-methyl- 124 C7H8S 000108-40-7 96
2 Benzenethiol, 4-methyl- 124 C7H8S 000106-45-6 93
3 Benzenethiol, 2-methyl- 124 C7H8S 000137-06-4 90
4 Benzenemethanethiol 124 C7H8S 000100-53-8 83
5 Benzene, l-methyl-2-[(1-methylet... 166 C10H14S 015560-98-2 72

Abundance Scan 974 (9.061 min): BG025948.D (-965) (-) m/z 91.10 100.00%
o 124
5000
R RS A T
4 65 77 108 193 207 8.80 9.00 9.20 9.40

e || M/Z 124.10  78.38%

m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10475: Benzenethiol, 3-methyl-
91 124

5000 R L R Ram!
8.80 9.00 9.20 9.40

m/z 123.00 13.26%

45 65 77
N O P NN
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
91 124

8.80 9.00 9.20 9.40

5000 m/z 77.10 10.92%
27 45 55 65 9 109
L e B e T B B B A L o e e o o o S R
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #10473: Benzenethiol, 2-methyl-
91 124 8.80 9.00 9.20 9.40

m/z 65.10 9.19%

5000

45

65 77
27 |1y oy Lol 109

m/z--> 20 40 60 80 100 120 140 160 180 200 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 5 Benzenethiol, 2-methyl- Concentration Rank 7

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

9.09 4.60 ng 116480 1,4-Dichlorobenzene-d4 8.08
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzenethiol, 2-methyl- 124 C7H8S 000137-06-4 52
2 Benzaldehyde, 4-methyl- 120 C8H80 000104-87-0 37
3 Oxirane, phenyl- 120 C8H80 000096-09-3 35
4 1,3,5-Cycloheptatriene 92 C7HS8 000544-25-2 27
5 1,5-Hexadien-3-yne, 2-methyl- 92 C7H8 000820-54-2 25

Abundance Scan 979 (9.090 min): BG025948.D (-976) (-) m/z 91.10 100.00%
q1
5000
45
17 124 LI N I R L
ﬁ? | 56 ﬁﬁ |, 8 “l 08 ||| 134 8.80 9.00 9.20 9.40
e et ol Ll Ll S TmZz 45.00 34.63%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #10473: Benzenethiol, 2-methyl-
9 124
5000 8.80 9.00 9.20 9.40
45 m/z 89.10 32.06%
65 77
..,....,..??,..ﬁﬁ....i??..,ﬂﬂ.ﬂl..JM....“l...,..?ﬂ%... H‘:.,....,.
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
9 119
8.80 9.00 9.20 9.40
5000 m/z 90.10 26 .59%
29 51
74
mﬁmmmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #9370: Oxirane, phenyl-
el 8.80 9.00 9.20 9.40
m/z 121.05 20.05%
119
5000
63
39 o1 ‘ 77
w20 | | | el est0s |
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 8.80 9.00 9.20 9.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 n-Pentadecanol Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
17.78 5.32 ng 516771 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Pentadecanol 228 C15H320 000629-76-5 94
2 1-Hexadecanol 242 C16H340 036653-82-4 94
3 Cyclotetradecane 196 C14H28 000295-17-0 93
4 1-Tetradecene 196 C14H28 001120-36-1 92
5 Cyclohexadecane 224 C16H32 000295-65-8 91
Abundance Scan 2458 (17.780 min): BG025948.D (-2452) (-) m/z 55.10 100.00%
55 33
69
4
5000
125140154 179 196 031 17.40 17.60 17.80 18.00
e m/z 83.10 83.63%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84601: n-Pentadecanol
43 | &g 83
5000 LR UL RN U
29 17.40 17.60 17.80 18.00
m/z 57.10 83.18%
..1?,.‘:‘..‘,‘...‘ .
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43
57 g
17.40 17.60 17.80 18.00
5000 97 m/z 69.10 72.90%
29 111
125140154168182196 224
wﬁwmwmmﬂﬂﬂm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #58281: Cyclotetradecane
17.40 17.60 17.80 18.00
m/z 43.10 68.96%
5000
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 17.40 17.60 17.80 18.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 n-Hexadecanoic acid Concentration Rank 9
R.T. EstConc Area Relative to ISTD R.T.
18.29 3.06 ng 297532 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 99
2 Tridecanoic acid 214 C13H2602 000638-53-9 93
3 Tetradecanoic acid 228 C14H2802 000544-63-8 93
4 Pentadecanoic acid 242 C15H3002 001002-84-2 81
5 n-Decanoic acid 172 C10H2002 000334-48-5 60
Abundance Scan 2545 (18.291 min): BG025948.D (-2540) (-) m/z 73.10 100.00%
7B
43 57
5000 129

18.00 18.20 18.40 18.60
m/z 60.10 94.11%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid
43 80
5000 129 ||||||||||||||||||||‘|‘j|\\|

18.00 18.20 18.40 18.60
m/z 57.10 74.34%

213
143157171185199

2

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 78
T T T
57 18.00 18.20 18.40 18.60
5000 129 m/z 43.10 73.56%
29 g7 115 171
185 214
15 101 143157 199
ermmmmwmw
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #84452: Tetradecanoic acid R
3 18.00 18.20 18.40 18.60
43 m/z 55.10 68.75%
5000
A B R n e B S
m/z--> 18.00 18.20 18.40 18.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 n-Heptadecanol-1 Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
19.14 12.14 ng 1178970 Phenanthrene-d10 17.41
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Heptadecanol-1 256 C17H360 001454-85-9 95
2 1-Heneicosanol 312 C21H440 015594-90-8 94
3 Trifluoroacetic acid, pentadecyl... 324 C17H31F302 959010-23-2 91
4 3-Octadecene, (E)- 252 C18H36 007206-19-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91
Abundance Scan 2689 (19.137 min): BG025948.D (-2685) (-) m/z 55.10 100.00%
55 g3
5000
111
139 18.80 19.00 19.20 19.40
3 A Jl A5D 108 20724242 281 386 | o7 B7 10 87.36%
m/z--> 50 100 150 200 250 300 350
Abundance #107662: n-Heptadecanol-1
55 83
5000
i 18.80 19.00 19.20 19.40
29 m/z 83.10 84 _.00%
— \H \I‘\ I“ Ly .“.H‘l l“ I\}Il?lg " ?‘6|8| : 2:!'OI |23|8 ——
m/z--> 50 100 150 200 250 300 350
Abundance
55 83
18:80 19.00 19.20 19.40
5000 111 m/z 69.10 74 .36%
29
139 167 106 238 266 204
m/z--> 50 100 150 200 250 300 350
Abundance #164113: Trifluoroacetic acid, pentadecy! ester TR T T
7 18.80 19.00 19.20 19.40
83 m/z 43.10 71.02%
5000 111
29 ’
L | JMO 182 210 557255 506
m/z--> 50 100 150 200 250 300 350 18.80 19.00 19.20 19.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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 unknown22.35 Concentration Rank 3

R.T. EstConc Area Relative to ISTD R.T.
22.35 58.02 ng 6413940 Chrysene-di12 21.66
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pyrrolo[2,1-b]quinazolin-9(1H)-o0... 321 C19H19N302 025662-85-5 9
2 1H-Pyrazole-1-butanamide, 4-nitr... 289 C13H15N503 1000337-52-9 7
3 RCS-04 321 C21H23N02 1000380-06-4 5
4 1-(4-Hydroxyphenyl)-2-(3-hydroxy... 214 C14H1402 037116-80-6 5
5 [1,17:3",1""-Terphenyl]-2"-amine... 321 C24H19N 006864-20-6 5

Abundance Scan 3236 (22.351 min): BG025948.D (-3200) (-) m/z 106.90 100.00%
107
321
427
5000
182 257
150 214 AU BARRA R
75 | 289 22.00 22.20 22.40 22.60
0 .?ﬁ..k.,z?@%!....,.L@3?,...t,.'..%gi.?gf.... m/z 320.70  70.79%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162088: Pyrrolo[2,1-b]quinazolin-9(1H)-one, 2,3-dihydro-5...
321
5000 USRS ISR RS
22.00 22.20 22.40 22.60
190 m/z 427 .60 55.21%
89 17 1 TS e 2%
m/z--> 50 100 150 200 250 300 350 400
Abundance
107
i 22.00 22.20 22.40 22.60
5000 m/z 256.80 25.68%
65 155 166
86 188 20 254 2%
m/z--> 50 100 150 200 250 300 350 400
Abundance #162147: RCS-04 s B RS
321 22.00 22.20 22.40 22.60
m/z 181.80 22 .29%
264
5000 135
214
55 "1 107 || 1651 |[2s6 | 200
LI I N N B B B N LI A B N N RN N N B AN N B B B N B N N B NN B B B B N B R _l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rl_l_l_l—rr
m/z--> 50 100 150 200 250 300 350 400 22.00 22.20 22.40 22.60
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_G\DATA\BG022417\
Data File : BG025948.D

Acq On : 25 Feb 2017 1:40

Operator : SJ/MA

Sample : 11973-08

Misc :

ALS Vial : 16 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_G\METHODS\8270-BG021717 .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... 5.18 40.4 ng 1023390 1 8.08 506120 20.0
unknown7 .62 7.62 128.6 ng 3253540 1 8.08 506120 20.0
Benzenethiol, 3-m... 9.06 3.2 ng 82101 1 8.08 506120 20.0
Benzenethiol, 2-m._.. 9.09 4.6 ng 116480 1 8.08 506120 20.0
n-Pentadecanol 17.78 5.3 ng 516771 4 17.41 1942730 20.0
n-Hexadecanoic acid 18.29 3.1 ng 297532 4 17.41 1942730 20.0
n-Heptadecanol-1 19.14 12.1 ng 1178970 4 17.41 1942730 20.0
unknown22 .35 22.35 58.0 ng 6413940 5 21.66 2211010 20.0

8270-BG021717.M Mon Feb 27 03:57:42 2017 Page: 12



