LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088624.D

Acq On : 2 Jul 2016 18:37

Operator : UM/SJ

Sample - H3847-03

Misc :

ALS Vial : 15 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-BF063016.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 1.861 21 24 33 rvB 77808 138154 5.21% 0.603%
2 2.993 121 123 130 rBvY 49627 90198 3.40% 0.393%
3 4.284 233 236 239 rvVB 22809 30687 1.16% 0.134%
4  4.958 292 295 299 rBvY 169141 213309 8.04% 0.930%
5 5.381 329 332 335 rBV 1867774 2348740 88.53% 10.243%
6 6.433 420 424 426 rVB 1793503 2653189 100.00% 11.571%
7 6.559 432 435 437 rBV 2513909 2358606 88.90% 10.286%
8 6.787 453 455 458 rBVY 584706 721922 27.21% 3.148%
9 6.947 467 469 472 rVB 1960105 1842000 69.43% 8.033%
10 7.359 502 505 507 rBV 1771755 1739973 65.58% 7.588%
11 7.450 510 513 516 rBB 26354 28824 1.09% 0.126%

12 8.079 565 568 570 rBV 1179213 967640 36.47% 4._.220%
13 9.153 660 662 665 rBVY 2383741 2409632 90.82% 10.509%
14 9.553 694 697 699 rBvV 589000 569412 21.46% 2.483%
15 9.828 719 721 723 rBV 1084231 935846 35.27% 4._.081%

16 10.616 787 790 792 rBV 1130866 1320701 49.78% 5.760%

17 10.650 792 793 796 rVB 41040 39853 1.50% 0.174%
18 10.742 800 801 805 rvv 39734 43088 1.62% 0.188%
19 11.188 838 840 842 rBV 84398 82314 3.10% 0.359%
20 11.302 848 850 853 rBvV 774769 755184 28.46% 3.294%
21 11.371 853 856 860 rvB2 25464 56438 2.13% 0.246%
22 11.542 869 871 876 rVB 24500 40363 1.52% 0.176%
23 11.611 876 877 880 rvVvB 49197 64036 2.41% 0.279%
24 11.839 895 897 899 rBvV 26020 26556 1.00% 0.116%
25 12.514 954 956 958 rBV 58176 57924 2.18% 0.253%
26 12.731 972 975 978 rBV 34369 55649 2.10% 0.243%

27 12.891 987 989 991 rBV 1755299 1572484 59.27% 6.858%
28 13.794 1065 1068 1075 rBV2 95026 137712 5.19% 0.601%
29 13.931 1077 1080 1082 rBV 798488 741700 27.96% 3.235%

30 14.788 1153 1155 1157 rVB 37498 37556 1.42% 0.164%
31 14.937 1165 1168 1172 rBV 33431 76504 2.88% 0.334%
32 15.268 1195 1197 1199 rBV 25191 29714 1.12% 0.130%
33 15.325 1199 1202 1205 rBV 507685 657312 24.77% 2.867%
34 15.828 1244 1246 1251 rVB5 11675 29853 1.13% 0.130%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088624.D

Acq On : 2 Jul 2016 18:37

Operator : UM/SJ

Sample - H3847-03

Misc :

ALS Vial : 15 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_F\METHODS\8270-BF063016.-M
Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION
35 15.988 1258 1260 1267 rVB6 11793 28773 1.08% 0.125%
36 19.108 1531 1533 1539 rVB5 9905 27444 1.03% 0.120%

Sum of corrected areas: 22929290
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

Quant Method
Quant Title

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA_F\DATA\BF070216\
BF088624.D
2 Jul 2016 18:37

H3847-03

- UM/SJ

15 Sample Multiplier: 1

TIC Library : C:\Database\NIST11.L
TIC Integration Parameters: LSCINT.P

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Abundance

2500000
2000000
1500000

1000000

500000

2.99

TIC: BF088624.D

5.38

4.96
4.28

6.95
6.43] 7.36

6.79

7.45

0
Time-->

|
3.00 3.50

T
4.00 4.50 5.00 5.50

6.00 6.50 7.00 7.50

Abundance

2500000
2000000
1500000

1000000

500000

8.08

9.55

TIC: BF088624.D

9.83 10. 62

11.30

12.89

111 12.51
4 i 1037488111 84 -9112.73

0
Time-->

8.00

8.50

9.00 9.50

A
LI B B B R N B

10.00 10.50 11.00 11.50 12.00 12.50 13.00

Abundance
2500000

2000000

1500000

1000000

500000

13.93

13.7

15.33

14.29.94 15.%7

TIC: BF088624.D

15.886.99

19.11

0
Time-->

14.00

14.50

16.00 16.50 17.00 17.50 18.00 18.50 19.00

15.00 15.50
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088624.D

Acq On : 2 Jul 2016 18:37

Operator : UM/SJ

Sample - H3847-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 R-(-)-1,2-propanediol Concentration Rank 6

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

2.99 2.50 ng 90198 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 64
2 (S8)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 9
3 Propylene Glycol 76 C3H802 000057-55-6 9
4 Propanoic acid, 2-hydroxy-, meth... 104 C4H803 002155-30-8 9
5 Formamide 45 CH3NO 000075-12-7 7

Abundance Scan 123 (2.993 min): BF088624.D (-121) (-) m/z 45.10 100.00%
45
5000

2.60 2.80 3.00 3.20 3.40

3943 | 51 5761

Ob e e e e m/z 43.10 18.67%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance #944: R-(-)-1,2-propanediol
45
5000 LI L L L L L L L L L L
2.60 2.80 3.00 3.20 3.40
29 m/z 61.00 6.21%
. 1235 1% 26| 33 3042 53 57 61 76
A L A Laaaanataa Bo e s e
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80
Abundance
45
R A RRREE L
2.60 2.80 3.00 3.20 3.40
5000 m/z 44_.10 5.52%
27 31 61
o 15 19 3942 53 57 75
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 \ /\’\
Abundance #938: Propylene Glycol R AAmma e
45 2.60 2.80 3.00 3.20 3.40
m/z 57.00 2.87%
5000
29
o 1519 26733363942 | 53 57 61 7376
R B R R e S T
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 2.60 2.80 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088624.D

Acq On : 2 Jul 2016 18:37

Operator : UM/SJ

Sample - H3847-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 3

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

4.96 5.91 ng 213309 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 53
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17
3 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
4 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9
5 Butane, 1l-ethoxy- 102 C6H140 000628-81-9 9

Abundance Scan 295 (4.958 min): BF088624.D (-292) (-) m/z 43.10 100.00%
43
59
5000
T ik 4k b0 5k
83 : : : :
0...,....,....,....','::..‘?.1.!.|,....,....,.-...,....-,|....,....,....,....,...., m/z 59.10 59.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 59 460 480 500 520
m/z 101.10 20.68%
15 31 101
0 ‘ Tl Ly 51 \‘ 83 . ‘
R I IR IR UL LI I IR LR RIS SN LA RS SRS BARR
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59
460 480 500 520
5000 M m/z 58.10 16.59%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4046: (+-)-4-Amino-4,5-dihydro-2(3H)-furanone e e
43 4.60 4.80 5.00 5.20
m/z 41.10 8.74%
5000 101
28 59
‘ ‘ 70 84
0'“lﬁil“mw“'WJ'E%MH'“w”“w“kw'“'ﬁ“'v“'V“'w'“w'“l AR LN UL S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088624.D

Acq On : 2 Jul 2016 18:37

Operator : UM/SJ

Sample - H3847-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library : C:\Database\NIST11.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 4 unknown6.56 Concentration Rank 1

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

6.56 65.34 ng 2358610 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 16
3 Cyclopropanamine, 1-phenyl- 133 C9H11N 1000351-26-2 10
4 Bicyclo[4.2.0]octa-1,3,5-triene,... 132 C10H12 028749-81-7 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 435 (6.559 min): BF088624.D (-432) (-) m/z 132.00 100.00%
32
5000 68
40, 54 ‘ 75 ° 620 640 6.60 680
62 104 : : : :
M 1A M ,.-:.'.|,....,..5.‘?,....,....,.1.1.5.,...., | N m/z 68.10 48.55%
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR U SRR
6.20 6.40 6.60 6.80
78 m/z 134.00 32.74%
31 38 44
0”'Wh”wPl”JL'W'”lP'”I”'W'”'P'”I”'W'”'I“” T
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.10 31.00%
3B 44 g7 105
51 60 10 78 g 115
O R B oL B R L
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770: Cyclopropanamine, 1-phenyl- R ,j\. e  REREE
132 6.20 6.40 6.60 6.80
m/z 69.10 19.36%
104
5000
ot i 115
39 65 ‘ 91
0'“'ﬁ?“wh'ww?n“w'w“H\“'w““'wj“l“bw'“"“"' AR U S
m/z--> 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088624.D

Acq On : 2 Jul 2016 18:37

Operator : UM/SJ

Sample - H3847-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Hexadecane Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
11.19 2.18 ng 82314 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 Cl16H34 000544-76-3 90
2 Pentadecane 212 C15H32 000629-62-9 86
3 Sulfurous acid, 2-propyl tridecy... 306 C16H3403S 1000309-12-4 86
4 Eicosane 282 C20H42 000112-95-8 86
5 Tetradecane 198 C14H30 000629-59-4 86
Abundance Scan 840 (11.188 min): BF088624.D (-838) (-) m/z 57.10 100.00%
57
43 71
5000
99 0 11.00 11.20 1140 11.60
113 197 141 10.80 11.00 11.20 11.40 11.60
o m/z 43.10 65.58%
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #83025: Hexadecane
43 Y
5000 n UL A LA B B
g5 10,80 11.00 11.20 11.40 11.60
29 m/z 71.10 61.06%
0 ‘ L L4 ‘ 99 113 127 141 155 169 183 107 226
m/z--> 20 Jo éo 8b 100 150 140 160 180 200 220
Abundance
57
43 LRI S S B B
71 10.80 11.00 11.20 11.40 11.60
5000 g5 m/z 85.10 42 .12%
29 9
oL 15 113 127 141 155 169 183 212
m/z--> 20 40 60 80 100 120 140 160 180 200 220
Abundance #149373: Sulfurous acid, 2-propy! tridecy! ester e
43 10.80 11.00 11.20 11.40 11.60
57 m/z 41.10 32.84%
5000 & 85
29
R 0 O - SR A
m/z--> 20 40 60 80 100 120 140 160 180 200 220 10,80 11.00 11.20 11.40 11.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088624.D

Acq On : 2 Jul 2016 18:37

Operator : UM/SJ

Sample - H3847-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016 .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 Behenic alcohol Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.71 ng 137712 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Behenic alcohol 326 C22H460 000661-19-8 94
2 1-Heptacosanol 396 C27H560 002004-39-9 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Heneicosanol 312 C21H440 015594-90-8 93
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 91
Abundance Scan 1068 (13.794 min): BF088624.D (-1065) (-) m/z 57.10 100.00%
57 83
5000 11 JM\I
l T 1340 13,60 13,80 14100 14120
o} T e o e e e e e m/z 83.10 91.41%
m/z--> 50 100 150 200 250 300 350
Abundance #166292: Behenic alcohol
55 83
5000 111 LANLINL I L B L L LB L L LB
13140 13.60 13.80 14.00 14.20
- m/z 55.10 87 .15%
0 L M | h L L ! ‘157 196 224 252 280 308
m/z--> 50 100 150 200 250 300 350
Abundance
57 97
13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 83.07%
125
o 29 77 153 181 200 236 264 292 320 350 378
m/z--> 50 100 150 200 250 300 350
Abundance #205392: Trichloroacetic acid, hexadecy! ester B Ra B e
4 13.40 13.60 13.80 14.00 14.20
69 m/z 69.10 78.89%
97
5000
125
o .]..J.“llL“.“.Jl?:?..J.-g?.Z.ZL}. — R B s e
m/z--> 50 100 150 200 250 300 350 13140 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088624.D

Acq On : 2 Jul 2016 18:37

Operator : UM/SJ

Sample - H3847-03

Misc :

ALS Vial : 15 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M
Quant Title : 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]
R-(-)-1,2-propane... 2.99 2.5 ng 90198 1 6.80 721922 20.0
2-Pentanone, 4-hy... 4.96 5.9 ng 213309 1 6.80 721922 20.0
unknown6 .56 6.56 65.3 ng 2358610 1 6.80 721922 20.0
Hexadecane 11.19 2.2 ng 82314 4 11.30 755184 20.0
Behenic alcohol 13.79 3.7 ng 137712 5 13.93 741700 20.0
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