LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096999.D

Aca On 24 Jul 2017 21:47

Operator : SJ/JU

Sample : 14361-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Intearation Parameters: rteint.p
Intearator: 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:\HPCHEM1I\BNA F\METHODS\8270-BF071317.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 heiaht area % max. total
1 2.346 73 78 86 rvB 108526 163875 4_.41% 0.534%
2 4.675 470 474 491 rVB 274501 465938 12.54% 1.519%
3 5.128 546 551 554 rBVY 3117637 3430198 92.32% 11.180%
4 6.181 725 730 744 rBVY 2907512 3715468 100.00% 12.110%
5 6.293 744 749 752 rBVY 3148720 3317560 89.29% 10.813%

6.510 783 786 793 rBV 827362 762943 20.53% 2.487%
6.669 809 813 817 rBV 2525701 2478993 66.72% 8.080%
7.081 878 883 886 rBvV 2289501 2480714 66.77% 8.086%
1000 1004 1008 rBV 1076890 967664 26.04% 3.154%
8.875 1182 1188 1191 rBV 3127490 3485402 93.81% 11.360%

=
QO ~NO®
\l
\l
<}
N

11 9.269 1251 1255 1259 rBvV 339768 286141 7.70% 0.933%
12 9.539 1296 1301 1305 rBV 1113608 1014789 27.31% 3.308%
13 9.969 1367 1374 1376 rBV3 25648 37812 1.02% 0.123%
14 9.998 1376 1379 1382 rVB 51279 45830 1.23% 0.149%
15 10.328 1430 1435 1439 rBV 1798110 2031413 54.67% 6.621%

16 10.463 1455 1458 1465 rBV 85754 104329 2.81% 0.340%
17 10.910 1529 1534 1537 rBV2 41699 40051 1.08% 0.131%
18 11.016 1548 1552 1555 rBV 1171020 1039206 27.97% 3.387%
19 11.569 1642 1646 1655 rBV2 125403 135548 3.65% 0.442%
20 12.604 1816 1822 1825 rBV2 2687735 3100510 83.45% 10.106%

21 13.510 1972 1976 1985 rVB 126373 170725 4_59% 0.556%
22 13.639 1994 1998 2004 rVB 883409 822055 22.13% 2.679%
23 14.992 2223 2228 2234 rVB 496288 583577 15.71% 1.902%

Sum of corrected areas: 30680741
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEMI\BNA F\DATA\BFO072417\

BF096999.D

24 Jul 2017 21:47

SJ/Ju

14361-07

9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASENNIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096999.D

Aca On 24 Jul 2017 21:47

Operator : SJ/JU

Sample : 14361-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

C:\DATABASENNIST11.L
LSCINT.P

TIC Library :
TIC Integration Parameters:

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 1,3-Dioxolane, 2,2,4-trimet... Concentration Rank 4

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

2.35 4_.30 ng 163875 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1.3-Dioxolane. 2.2.4-trimethvl- 116 C6H1202 001193-11-9 83
2 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 38
3 1.3-Dioxane. 4-methvl- 102 C5H1002 001120-97-4 35
4 1.3-Dioxolane-2-methanol. 2.4-di... 132 C6H1203 053951-43-2 28
5 (+-)-4-Amino-4,5-dihydro-2(3H)-f... 101 C4H7NO2 016504-58-8 9

Abundance Scan 79 (2.352 min): BF096999.D (-73) (-) m/z 43.00 100.00%
43.0
5000 101.1
|omo 200 220 240 260
R L e ma e m/z 101.10 39.83%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #8171: 1,3-Dioxolane, 2,2,4-trimethyl-
43.0
5000 101.0 NS SR SR
2.00 220 2.40 2.60
0.0 72.0 m/z 42.10 21.07%
150 290 | i 86.0 115.0
miz--> X % 4 B 6 o % % 16 1o 130
Abundance
43.0
2.00 220 240 2.60
5000 m/z 41.05 18.01%
101.0
15.0 58.0
28.0 69.0  84.0
miz--> 10 20 30 40 50 60 70 80 90 100 110 120
Abundance #4260: 1,3-Dioxane, 4-methyl-
43.0 2.00 220 2.40 2.60
m/z 72.10 13.23%
101.0
5000 29.0 55.0
72.0
S
IIII""'I"l'l""l lllI"*ll""I""'I""'I"''I*"'I""III rrrrTrTTrTT T T T T T T T
m/z--> 10 50 60 70 80 90 100 110 120 2.00 220 2.40 2.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096999.D

Aca On 24 Jul 2017 21:47

Operator : SJ/JU

Sample : 14361-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 3

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

4._.67 12.21 ng 465938 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Propane. 2-methvl-2-(1-methvleth... 116 C7H160 017348-59-3 53
3 2-Hexanol. 2-methvl- 116 C7H160 000625-23-0 28
4 Acetic acid. cvano-. 1.1-dimethv... 141 C7H11NO2 001116-98-9 25
5 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 9

Abundance Scan 473 (4.669 min): BF096999.D (-470) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.1
4.40 4.60 4.80 5.00
e SO 80 Tw/z 59.00 52.51%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 UREEE AR S UL S
4.40 4.60 4.80 5.00
59.0 1010 m/z 58.00 13.82%
21.0 350 | 510 ‘ 67.0 83.0 91.0 |
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance
59.0
440 4.60 480 500
5000 m/z 101.10 13.71%
41.0
50.0 73.0  86.0
mz-> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8346: 2-Hexanol, 2—methy|— LI L L L L L LB B
59.0 4.40 4.60 4.80 5.00
m/z 41.10 8.69%
5000
410 101.0
o A0 llision 0 es0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 4.40 4.60 4.80 5.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096999.D

Aca On 24 Jul 2017 21:47

Operator : SJ/JU

Sample : 14361-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 unknown6.29 Concentration Rank 1

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

6.29 86.97 ng 3317560 1,4-Dichlorobenzene-d4 6.51
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 749 (6.293 min): BF096999.D (-744) (-) m/z 132.10 100.00%
13R.1
5000 68.1
961 RSN U R U
401 540 | 6.00 6.20 6.40 6.60
..,....,....,...:,“!...,....,.:..,....,??.9 Aogro M "m/z 68.10 39.70%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 R
5000 USSR L
6.00 6.20 6.40 6.60
310 510 ‘ m/z 134.00 32.32%
'WH'W“'W“J“J'ww'w'“w'“w'“w'“w'“w'“'w“'l“'w“
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132.0
600 6.20 640 6.60
5000 m/z 66.00 25.69%
33.0 44.0 105.0
56.0 700 86.0
wmmmwmmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole LI L L L L L B
132.0 6.00 6.20 6.40 6.60
m/z 69.05 15.76%
5000
104.0
140 270 300 510 %0710 500 | 150 ||
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.00 620 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096999.D

Aca On 24 Jul 2017 21:47

Operator : SJ/JU

Sample : 14361-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 Hexadecane Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.01 ng 104329 Phenanthrene-d10 11.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 91
2 Tridecane 184 C13H28 000629-50-5 90
3 Heneicosane 296 C21H44 000629-94-7 90
4 Pentadecane 212 C15H32 000629-62-9 83
5 Tetradecane 198 C14H30 000629-59-4 83
Abundance Scan 1458 (10.463 min): BF096999.D (-1455) (-) m/z 57.05 100.00%
57.0
5000
85.1
113.1 10.20 10.40 10.60 10.80
S ...|,..'..,-....,....,..1.‘.‘,1..2].,....,....,.... e || m/z 43.05  72.21%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #83024: Hexadecane
57.0
5000 LRI BRI ISR BULRILN B
85.0 mmmmmmmm
29.0 m/z 71.05  49.34%
J M““ﬁ%mmm% nm
m/z--> 2'0 4'0 6|0 8IO 100 150 14'10 160 180 200 220 240 260 280 3(')0 32'0 '
Abundance
57.0
110.20 10,40 10.60 10.80
5000 m/z 41.00 34 .69%
85.0
29.0

113.0141.0 184.0

WWWTWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #141425: Heneicosane e L B
57.0 10.20 10.40 10.60 10.80
m/z 85.10 31.83%

5000 85.0
29.0
113.0

J M| ‘Mmm%mmnmmw 296.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096999.D

Aca On 24 Jul 2017 21:47

Operator : SJ/JU

Sample : 14361-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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-Hexadecanoic acid Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

11.57 2.61 ng 135548 Phenanthrene-d10 11.02

Hit# of 5 Tentative ID MW  MolForm CAS# Qual

1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 90

2 Tridecanoic acid 214 C13H2602 000638-53-9 89

3 Pentadecanoic acid 242 C15H3002 001002-84-2 72
4 Tetradecanoic acid 228 C14H2802 000544-63-8 58

5 Undecanoic acid 186 C11H2202 000112-37-8 53
Abundance Scan 1646 (11.569 min): BF096999.D (-1642) (-) m/z 43.00 100.00%

43.0 73.0
5000
129.1
97.0 N B BRI L
‘ 171.1 213.2 256.2 11.20 11.40 11.60 11.80
e prrer - : m/z 60.00 85.82%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #107549: n-Hexadecanoic acid
60.0
5000 129.0 S U BN A AR

11.20 11.40 11.60 11.80
60 | M/z 73.00 83.86%

157.0 1g50 213.0

s .

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
430 730
11.20 11.40 11.60 11.80
5000 129.0 m/z 57.10 82.32%
171.0
97.0
15.0 152. 0 214.0
LI o e i o e R R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #95854: Pentadecanoic acid
43.0 73.0 11.20 11.40 11.60 11.80
m/z 41.00 69.71%
...,.‘l..‘i‘:‘.. T e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 11.20 11.40 11.60 11.80

8270-BF071317.M Tue Jul 25 15:43:04 2017 Page: 7



Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF072417\
Data File : BF096999.D

Aca On 24 Jul 2017 21:47

Operator : SJ/JU

Sample : 14361-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF071317_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

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 1-Docosene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
13.51 4_.15 ng 170725 Chrysene-di12 13.64
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Docosene 308 C22H44 001599-67-3 91
2 1-Nonadecene 266 C19H38 018435-45-5 91
3 1-Octadecanol 270 C18H380 000112-92-5 87
4 1-Heneicosanol 312 C21H440 015594-90-8 87
5 Trichloroacetic acid, tetradecyl... 358 C16H29CI1302 074339-52-9 83
Abundance Scan 1976 (13.510 min): BF096999.D (-1972) (-) m/z 55.00 100.00%
54l0
97.1
5000
1251 o " 1920 1340 1360 1280
et . m/z 57.10 99.76%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #151538: 1-Docosene
55.0
97.0
5000 AR AR DR AR
29.0 anmmmmm '
125.0 m/z 43.05 98.25%
! 153.0 181.0 308.0
m/z--> ﬁo 45 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
43.0 97.0
69.0 RN IR BN B
13.20 13.40 13.60 13.80
5000 m/z 97.10 74 .34%
125.0
15.0 154.0 182.0 210.0 238.0 266.0
WTH‘WTWWTWTWWWW
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #119523: 1-Octadecanol
58.0 g 13.20 13.40 13.60 13.80
' m/z 83.10 69.01%
5000 111.0
29.0
J\“‘M 139.0 1680 106.0 224.0 252.0
m/z--> 2'0 40 6|O 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF072417\
Data File : BF096999.D

Acq On 24 Jul 2017 21:47

Operator : SJ/JU

Sample - 14361-07

Misc :

ALS Vial : 9 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF071317_.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]
1,3-Dioxolane, 2,... 2.35 4.3 ng 163875 1 6.51 762943 20.0
2-Pentanone, 4-hy... 4._67 12.2 ng 465938 1 6.51 762943 20.0
unknown6 .29 6.29 87.0 ng 3317560 1 6.51 762943 20.0
Hexadecane 10.46 2.0 ng 104329 4 11.02 1039210 20.0
n-Hexadecanoic acid 11.57 2.6 ng 135548 4 11.02 1039210 20.0
1-Docosene 13.51 4.2 ng 170725 5 13.64 822055 20.0

8270-BF071317.M Tue Jul 25 15:43:04 2017 Page: 9



