LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088623.D

Acq On : 2 Jul 2016 18:08

Operator : UM/SJ

Sample - H3847-01

Misc :

ALS Vial : 14 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 34 rvVB 68748 138241 5.63% 0.615%
2 3.016 122 125 143 rBvY 94917 226629 9.24% 1.009%
3 4.284 233 236 239 rvVB 43401 55352 2.26% 0.246%
4  4.959 292 295 299 rvVB 187134 237987 9.70% 1.059%
5 5.381 330 332 335 rBV 1722931 2343233 95.49% 10.430%
6 6.422 421 423 426 rVB 1687352 2453908 100.00% 10.922%
7 6.559 432 435 437 rBV 2540480 2302925 93.85% 10.250%
8 6.787 453 455 458 rVB 558362 649603 26.47% 2.891%
9 6.947 467 469 472 rVB 1928118 1768809 72.08% 7.873%
10 7.359 502 505 507 rBV 1664445 1698965 69.24% 7.562%
11 7.450 511 513 517 rBB 25617 28371 1.16% 0.126%

12 8.079 565 568 570 rBV 1116738 921557 37 .55% 4.102%
13 9.153 660 662 665 rvB 2352221 2262639 92.21% 10.071%
14 9.553 695 697 699 rBvV 744783 678168 27.64% 3.018%
15 9.828 719 721 724 rVB 1045014 903128 36.80% 4._.020%

16 10.273 759 760 762 rVB 41861 29002 1.18% 0.129%
17 10.616 787 790 792 rBV 1245957 1352681 55.12% 6.021%
18 10.719 797 799 800 rBvV2 48585 51039 2.08% 0.227%
19 10.742 800 801 806 rvB 49558 52847 2.15% 0.235%

20 11.188 838 840 842 rBV 107928 107875 4._.40% 0.480%

21 11.302 848 850 853 rVvB 733961 720904 29.38% 3.209%

22 11.371 853 856 860 rvB3 33343 67775 2.76% 0.302%
23 11.542 869 871 875 rvB2 45853 64697 2.64% 0.288%
24 11.611 875 877 880 rvVB 64375 83015 3.38% 0.369%
25 11.839 896 897 899 rBvV 35524 40270 1.64% 0.179%
26 12.514 954 956 958 rBV 28026 32177 1.31% 0.143%
27 12.731 972 975 978 rBV3 20297 37205 1.52% 0.166%

28 12.891 986 989 991 rBV 1732602 1535846 62.59% 6.836%
29 13.794 1066 1068 1072 rBVZ2 97127 118917 4._.85% 0.529%
30 13.931 1078 1080 1082 rBV 715630 655438 26.71% 2.917%

31 14.434 1121 1124 1128 rBV4 10114 30266 1.23% 0.135%
32 14.788 1152 1155 1157 rVB 81334 79140 3.23% 0.352%
33 14.937 1165 1168 1172 rBV 21376 56722 2.31% 0.252%

34 15.325 1199 1202 1205 rBV 515843 616681 25.13% 2.745%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088623.D

Acq On : 2 Jul 2016 18:08

Operator : UM/SJ

Sample - H3847-01

Misc :

ALS Vial : 14 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 16.251 1281 1283 1292 rVB4 11744 32924 1.34% 0.147%
36 17.748 1411 1414 1420 rVB5 11115 32413 1.32% 0.144%

Sum of corrected areas: 22467349
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Data Path
Data File
Acq On
Operator
Sample
Misc

ALS Vial

LSC Report - Integrated Chromatogram

= Z:\HPCHEMI\BNA_F\DATA\BF070216\
: BF088623.D

> 2 Jul 2016 18:08

: UM/SJ

: H3847-01

14 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

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF088623.D

4.96
1.86 3,02 4.28

6.95
5.38 6.42 7.36

6.79

7.45

0
Time-->

T
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
2500000

2000000

1500000

1000000

500000

TIC: BF088623.D

10.62

8.08 9.83

9.55

10.27 72

12.89

11.30

119 37056111 84 12511273

D
T 1T T

0
Time-->

PN
L I e I e B S

1
8.00 8.50 9.00 9.50 10.00 10.50 11.00

11.50 12.00 12.50 13.00

Abundance
2500000

2000000

1500000

1000000

500000

TIC: BF088623.D

13.93
15.33

17.75

13.7 14.43 1“;\' ?L%.94 16.25

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\BF070216\
Data File : BF088623.D

Acq On : 2 Jul 2016 18:08

Operator : UM/SJ

Sample - H3847-01

Misc :

ALS Vial : 14 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

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 unknown3.02 Concentration Rank 4

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

3.02 6.98 ng 226629 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 R-(-)-1,2-propanediol 76 C3H802 004254-14-2 43
2 Propylene Glycol 76 C3H802 000057-55-6 43
3 (S)-(+)-1,2-Propanediol 76 C3H802 004254-15-3 43
4 2-Butanol 74 C4H100 000078-92-2 9
5 Isopropyl Alcohol 60 C3H80 000067-63-0 9

Abundance Scan 125 (3.016 min): BF088623.D (-122) (-) m/z 45.10 100.00%
45
5000 /\\\-¥
—
4 61 2.60 2.80 3.00 3.20 3.40
o..,....,....,....,....,....,....,..?’.9,..-4..':..“.?....,?:7..,.'...,....,....,....,..?.‘}....,... m/z 43.10 18.63%
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #944: R-(-)-1,2-propanediol
45
5000 R RS R R
2.60 2.80 3.00 3.20 3.40
29 m/z 61.10 6.61%
o 1217 26 33 3942 535761 76
s T e e T
Abundance
45
260 2.80 300 320 3.40
5000 m/z 44.10 5.71%
29 61
o 1519 26 33363942 53 57 7376
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90
Abundance #946: (S)-(+ —1,2—Propanediol | SN LI L L N B B
45 2.60 2.80 3.00 3.20 3.40
m/z 42.10 3.38%
5000
o 1519 2781 3043 | 535761 75
m/z--> 5 10 15 20 25 30 35 40 45 50 55 60 65 70 75 80 85 90 260 280 3.00 3.20 3.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088623.D

Acq On : 2 Jul 2016 18:08

Operator : UM/SJ

Sample - H3847-01

Misc :

ALS Vial : 14 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

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 7.33 ng 237987 1,4-Dichlorobenzene-d4 6.79
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 50
2 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23
3 Butane, l-ethoxy- 102 C6H140 000628-81-9 9
4 5-Hexen-2-one 98 C6H100 000109-49-9 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 295 (4.959 min): BF088623.D (-292) (-) m/z 43.10 100.00%
a3
59
5000
T a5 450 5o 5k
83 : : : :
0...,....,....,....',':...‘?.1.-!],....,....,.-...,....-,|....,....,....,....,...., m/z 59.10 60.41%
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 20.82%
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 17.17%
68
o 50 126 142
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #4425: Butane, 1-ethoxy- e e
59 460 4.80 5.00 5.20
31 m/z 41.10 9.10%
5000 41
73
0'"v%?w"'w"“l"“?}“'|'“'|“"|“§?w"ﬁ9?“|'“'|'“'|“"|“"| AR LN UL R
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 : BF088623.D

Acq On : 2 Jul 2016 18:08

Operator : UM/SJ

Sample - H3847-01

Misc :

ALS Vial : 14 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

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 70.90 ng 2302930 1,4-Dichlorobenzene-d4 6.79
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 Tranylcypromine-propionyl 189 C12H15NO 1000123-86-3 10
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9

Abundance Scan 435 (6.559 min): BF088623.D (-432) (-) m/z 132.00 100.00%
5000 68
40 ‘ 0 620 640 6.60 680
54 ¢ 104 : . : .
o....,...:l'!..“.s,.'.'..zl | Perer | ws Al n2 810 4788
m/z--> 30 40 50 70 80 90 100 110 120 130 140
Abundance #14142. 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 AR A R
6.20 6.40 6.60 6.80
31384451 78 m/z 134.00 32.67%
0'”'J”Jhﬁl'WH'”I'”ll”"P"W"”I'”'I”"P"W 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 30.85%
3B 44 g7 105
51 60 10 78 g 115
O s e S e B e
miz--> 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14770:Cycbpropananﬂne,l—phenyF LI L L L L L L L L
132 6.20 6.40 6.60 6.80
m/z 69.10 19.65%
104
5000
ot i 115
39 65 ‘ 91
0'“'ﬁ?“b“'ww?n“w'w*”\“'w““'wj“l““w'“'lt“l“' AR RN A R
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 : BF088623.D

Acq On : 2 Jul 2016 18:08

Operator : UM/SJ

Sample - H3847-01

Misc :

ALS Vial : 14 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF063016.M

Quant Title

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

= ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 7

R.T. EstConc Area Relative to ISTD R.T.
11.19 2.99 ng 107875 Phenanthrene-d10 11.30
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Tridecane, l-iodo- 310 C13H271 035599-77-0 87
3 Tetradecane 198 C14H30 000629-59-4 87
4 Decane, 2,3,5-trimethyl- 184 C13H28 062238-11-3 86
5 Sulfurous acid, 2-propyl tetrade... 320 C17H3603S 1000309-12-5 86

Abundance Scan 840 (11.188 min): BF088623.D (-838) (-) m/z 57.10 100.00%
57
5000 85
4
| vy 192 10/80 11100 11120 11140 1160
o/ S— ,',ﬂ',, o — m/z 43.10 67.20%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #83025: Hexadecane
57
5000 NI SRR BRI LI B
g5 10.80 11.00 11.20 11.40 11.60
4 m/z 71.10 65.30%
o 2# L | 4 | 1138 141 169184 226
m/z--> 20 Jo 60 80 100 150 140 160 180 200 220 240 260 280 300
Abundance
57
10.80 11.00 11.20 11.40 11.60
5000 85 m/z 85.10 41.34%
41
183
o 3109 155 310
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #59880: Tetradecane e
57 10.80 11.00 11.20 11.40 11.60
m/z 41.10 30.32%
5000 85
4
0 15 \‘ |\ il 113 ) 141 169 198
m/z--> 20 4'0 60 80 100 120 140 160 180 200 220 240 260 280 300 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 : BF088623.D

Acq On : 2 Jul 2016 18:08

Operator : UM/SJ

Sample - H3847-01

Misc :

ALS Vial : 14 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

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 3-Chloropropionic acid, hep... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.
13.79 3.63 ng 118917 Chrysene-d12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid, heptadec... 346 C20H39CI0O2 1000283-05-1 91
2 n-Heptadecanol-1 256 C17H360 001454-85-9 91
3 1-Hexadecanol 242 C16H340 036653-82-4 91
4 3-Eicosene, (E)- 280 C20H40 074685-33-9 90
5 Trichloroacetic acid, pentadecyl... 372 C17H31CI1302 074339-53-0 90

Abundance Scan 1068 (13.794 min): BF088623.D (-1066) (-) m/z 83.10 100.00%

43 g7 97

:

5000 111
125 rrrryrrrryrrrrprrrTrTd
139 13.40 13.60 13.80 14.00 14.20
Obrrrprrrr m/z 57.10 98.45Y%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #181286: 3-Chloropropionic acid, heptadecy! ester
43

:

5000 [TrTrr[rrrr[rrrrprrrrr1
13.40 13.60 13.80 14.00 14.20
29 m/z 55.05 94 .36%
o m 139 154167 182196210 225238251
e
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
55 83
69 97 e
41 13.40 13.60 13.80 14.00 14.20
5000 1 m/z 43.10 87.70%
125
o 27 139154168182196210 238
miz--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95980: 1-Hexadecanol B e e
13.40 13.60 13.80 14.00 14.20
m/z 97.10 84 .36%
125
o 139154168 196 224

T I T T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.40 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088623.D

Acq On : 2 Jul 2016 18:08

Operator : UM/SJ

Sample - H3847-01

Misc :

ALS Vial : 14 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

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 Squalene Concentration Rank 8
R.T. EstConc Area Relative to ISTD R.T.
14.79 2.57 ng 79140 Perylene-di12 15.33
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Squalene 410 C30H50 000111-02-4 91
2 Docosa-2,6,10,14,18-pentaen-22-a... 384 C27H440 1000163-04-7 90
3 Supraene 410 C30H50 007683-64-9 87
4 4,8,12-Tetradecatrienal, 5,9,13-... 248 C17H280 066408-55-7 80
5 1,5,9-Undecatriene, 2,6,10-trime... 192 Cl14H24 062951-96-6 72
Abundance Scan 1155 (14.788 min): BF088623.D (-1152) (-) m/z 69.10 100.00%
69
5000 J—_‘
Tolle 14140 14180 1480 15,00 1520
175 - : : : :
ol J,".' pdag dy 15208 288 oe ' “m/z 81.10  52.67%
m/z--> 50 100 150 200 250 300 350 400
Abundance #215930: Squalene
69
s000] 4! LRI AL AR SRR S
14.40 14.60 14.80 15.00 15.20
m/z 41.10 21.14%
9 137
ol by L A7) 161 191217 273200 341367 410
m/z--> 50 100 150 200 250 300 350 400
Abundance
69
1440 14.60 14.80 15.00 15.20
5000{ 41 m/z 95.10 14.71%
93
136
0 113 | 161 192 231 273 315341 384
m/z--> 50 100 150 200 250 300 350 400
Abundance #215928: Supraene A ERmEa mEa S
69 14.40 14.60 14.80 15.00 15.20
m/z 68.10 13.65%
5000
41
’ 95 137
OLtplr b 317 | 163 191 217 245 273 299 34 367 410
m/z--> 50 100 150 200 250 300 350 400 14.40 14.60 14.80 15.00 15.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF070216\
Data File : BF088623.D

Acq On : 2 Jul 2016 18:08

Operator : UM/SJ

Sample - H3847-01

Misc :

ALS Vial : 14 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]
unknown3 .02 3.02 7.0 ng 226629 1 6.79 649603 20.0
2-Pentanone, 4-hy... 4.96 7.3 ng 237987 1 6.79 649603 20.0
unknown6 .56 6.56 70.9 ng 2302930 1 6.79 649603 20.0
Hexadecane 11.19 3.0 ng 107875 4 11.30 720904 20.0
3-Chloropropionic... 13.79 3.6 ng 118917 5 13.93 655438 20.0
Squalene 14.79 2.6 ng 79140 6 15.33 616681 20.0
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