LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085993.D

Aca On > 2 Apr 2016 6:25

Operator : UM/SJ

Sample : H2079-01

Misc :

ALS Vial : 31 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-BF040216.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 5.367 284 287 310 rBVY 1174971 1298386 36.60% 5.344%
2 6.407 376 378 387 rBV 882801 882783 24.89% 3.633%
3 6.533 387 389 392 rBVY 1652071 2291745 64.61% 9.432%
4 6.773 408 410 416 rBV 733890 657975 18.55% 2.708%
5 6.922 421 423 426 rBV 1654890 2251195 63.46% 9.265%
6 7.345 457 460 462 rBVY 1773888 1992058 56.16% 8.199%
7 8.053 520 522 525 rBV 843937 858603 24.20% 3.534%
8 9.139 614 617 619 rBY 2650883 3547314 100.00% 14.600%
9 9.528 649 651 654 rBV3 42513 53720 1.51% 0.221%
10 9.802 673 675 678 rBV 695509 950544 26.80% 3.912%
11 9.882 680 682 687 rVB 40012 49199 1.39% 0.202%
12 10.602 742 745 747 rBVY 1882723 2189229 61.72% 9.010%
13 10.716 753 755 759 rVB 38422 53781 1.52% 0.221%

14 11.162 789 794 798 rBvV2 56608 105861 2.98% 0.436%
15 11.288 803 805 808 rBV 1103124 1031091 29.07% 4.244%

16 11.825 850 852 858 rBv2 220097 274735 7.74% 1.131%

17 12.534 910 914 918 rBV2 33333 88905 2.51% 0.366%
18 12.614 918 921 927 rVvV 230619 344348 9.71% 1.417%
19 12.694 927 928 932 rVB2 25713 42772 1.21% 0.176%

20 12.877 941 944 946 rBV 3296414 3221488 90.81% 13.259%

21 13.791 1020 1024 1032 rBV 52005 117734 3.32% 0.485%
22 13.928 1033 1036 1038 rBV 908677 992608 27.98% 4._.085%
23 14.500 1084 1086 1089 rBV 159610 159427 4._.49% 0.656%
24 14.682 1098 1102 1105 rBV2 30427 54566 1.54% 0.225%
25 15.334 1156 1159 1169 rVB 540505 786915 22.18% 3.239%

Sum of corrected areas: 24296982
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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:\HPCHEM1I\BNA F\DATA\BF040216\

BF085993.D

2 Apr 2016 6:25

UM/SsJ

H2079-01

31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NISTO2.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085993.D

Aca On > 2 Apr 2016 6:25

Operator : UM/SJ

Sample : H2079-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknown6.53 Concentration Rank 1

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

6.53 69.66 ng 2291750 1,4-Dichlorobenzene-d4 6.77
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pvrazine 132 C4H2CIFN2 1000146-10-7 27
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
5 Benzene, l-ethenyl-3,5-dimethyl- 132 C10H12 005379-20-4 9

Abundance Scan 389 (6.533 min): BF085993.D (-387) (-) m/z 132.10 100.00%
130.1
5000 68.1
96.1 IBESREUSRSEAREE SAR
40.1 | 1150 6.20 6.40 6.60 6.80
01 I T m/z 68.10 46.38%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13677: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0
5000 USRS R
6.20 6.40 6.60 6.80
310 510 m/z 134.10 31.77%
0 ‘ L1 H | L 1
LERELS FURLELELS FURLLAL SLEL LS LR UL DR B UL SR
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
620 6.40 6.60 680
5000 m/z 66.10 29.73%
104.0
0 270 510 %80 44,
miz--> 20 40 60 80 100 120 140 160 180
Abundance #48639: Tranylcypromine-propionyl P ey
57.0 132.0 6.20 6.40 6.60 6.80
m/z 69.10 18.78%
74.0
5000 98.0 116.0
0 T I‘I\I\I\I "'hl : Iw‘l : Iw‘l“l |‘|“| : I‘\ \I = |:!-5|8|q| — |]:8|9|()|
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085993.D

Aca On > 2 Apr 2016 6:25

Operator : UM/SJ

Sample : H2079-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 unknownll1.16 Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
11.16 2.05 ng 105861 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-1sopropvlidene-6-methvldeca-3.... 204 C14H200 1000197-84-7 27
2 Undecane. 3.8-dimethvyl- 184 C13H28 017301-30-3 25
3 Heptadecane. 2.6.10.15-tetramethvl- 296 C21H44 054833-48-6 25
4 1-Octanol. 2.2-dimethvl- 158 C10H220 002370-14-1 22
5 Decane, 3,7-dimethyl- 170 C12H26 017312-54-8 22

Abundance Scan 794 (11.162 min): BF085993.D (-789) (-) m/z 57.10 100.00%

57.1

5000

10.80 11.00 11.20 11.40

0! m/z 43.10 79.03%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #58580: 5-Isopropylidene-6-methyldeca-3,6,9-trien-2-one
43.0
189.0
119.0 161.0
5000 91.0 e e R ma e
10.80 11.00 11.20 11.40
j m/z 71.05 74.87%
0k~ I .‘.‘..‘i‘. .‘.“.‘,‘m M
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57.0
R A e AR AR AR
10.80 11.00 11.20 11.40
5000 m/z 119.10 50.20%
85.0
29.0
1130 31410
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #115581: Heptadecane, 2,6,10,15-tetramethy!-
57.0 10.80 11.00 11.20 11.40
m/z 189.20 48.14%
5000 85.0
113.0
0 L T 1410 1830 2110 239.0 2670 2960
A aa L B Al LA ER S E s SR et pa L S
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 10.80 11.00 11.20 11.40
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085993.D

Aca On > 2 Apr 2016 6:25

Operator : UM/SJ

Sample : H2079-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Tridecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
11.83 5.33 ng 274735 Phenanthrene-d10 11.29
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecanoic acid 214 C13H2602 000638-53-9 91
2 n-Hexadecanoic acid 256 C16H3202 000057-10-3 91
3 Tetradecanoic acid 228 C14H2802 000544-63-8 87
4 Pentadecanoic acid 242 C15H3002 001002-84-2 83
5 n-Decanoic acid 172 C10H2002 000334-48-5 81
Abundance Scan 852 (11.825 min): BF085993.D (-850) (-) m/z 73.10 100.00%
431 131
5000 129.1
97.1 e
1571 1852 2132 2563 11.60 11.80 12.00 12.20
0 m/z 43.10 82.67%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #65562: Tridecanoic acid
430 | 730
5000 LRI IS UL SULLL BUR
11. 60 11. 80 12. oo 12. 20
1290 o 2140 m/z  60.00  81.20%
97.0 :
o 1 1 \ML. .,....,... .,}??.?.. Ao |
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
43.0 73.0
11160 1180 12.00 12,20
5000 m/z 57.10 67.83%
129.0
256.0
O o Lo o
m/z--> ﬁo Jo éo éo 160 150 150 1éo 180 200 220 250 2éo
Abundance #75071: Tetradecanoic acid T T
73.0 11.60 11.80 12.00 12.20
43.0 m/z 55.10 64.41%
5000 129.0
185.0 228.0
e |
ob L \\ 0 YOI ... 2 AU N
m/z--> 20 80 100 120 140 160 180 200 220 240 260 11. 60 11. 80 12. oo 12. 20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085993.D

Aca On > 2 Apr 2016 6:25

Operator : UM/SJ

Sample : H2079-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 Octadecanoic acid Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
12.61 6.94 ng 344348 Chrysene-di12 13.93
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 87
3 n-Decanoic acid 172 C10H2002 000334-48-5 64
4 Pentadecanoic acid 242 C15H3002 001002-84-2 58
5 Undecanoic acid 186 C11H2202 000112-37-8 30

Abundance Scan 921 (12.614 min): BF085993.D (-918) (-) m/z 73.05 100.00%

5000

12.20 12.40 12.60 12.80 13.00
m/z 43.10 80.60%

0!

m/z--> 50 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0

12.20 12.40 12.60 12.80 13.00
m/z 57.05 74 .48%

1850 2410

1.
I G I O
m/z--> 50 100 150 200 250 300 350
Abundance
43.0
R RAREEE e
73.0 12.20 12.40 12.60 12.80 13.00
5000 284.0 m/z 60.10 72.73%
129.0
185.0
o 101.0  157,077"213.0241.0 3120  372.0
L B e e B B T L e o o e e I HL
m/z--> 50 100 150 200 250 300 350
Abundance #37189: n-Decanoic acid
60.0 12.20 12.40 12.60 12.80 13.00
m/z 55.10 66.33%
5000
129.0
29.0 ‘
172.0
0..“.‘;," 9‘ —_—— 77— R R EEEEE R s
m/z--> 50 10 150 200 250 300 350 12. 20 12. 40 12. 60 12. 80 13. 00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF040216\
Data File : BF085993.D

Aca On > 2 Apr 2016 6:25

Operator : UM/SJ

Sample : H2079-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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 3-Chloropropionic acid, hep... Concentration Rank 6
R.T. EstConc Area Relative to ISTD R.T.

13.79 2.37 ng 117734 Chrysene-di12 13.93

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI102 1000283-05-1 91
2 11-Tricosene 322 C23H46 052078-56-5 91
3 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 91
4 Trichloroacetic acid. hexadecvl ... 386 C18H33CI1302 074339-54-1 91
5 1-Nonadecene 266 C19H38 018435-45-5 91

Abundance Scan 1024 (13.791 min): BF085993.D (-1020) (-) m/z 83.10 100.00%

5000

13.40 13.60 13.80 14.00 14.20

0 m/z 57.10 95.35%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
57.0 83.0

5000 111.0 N
13.40 13.60 13.80 14.00 14.20
29.0
|

m/z 69.10 86.47%
‘\\

139.0 167.0  210.0 238.0263.0

0'|"'Hi"
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
e
13.40 13.60 13.80 14.00 14.20
5000 83.0 m/z 43.10 83.11%

111.0
o 140.0 168.0 196.0 224.0  266.0 294.0 322.0

BAUARRUAREBAARERAUAREAR BARAS SARSE RARSS RARSS LARAN RARAN RARAN SRRAN RARAN SRRRE RARAS AN
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320

Abundance #148859: Trichloroacetic acid, pentadecy! ester I RREEEEEES T
13.40 13.60 13.80 14.00 14.20

83.0 m/z 55.10 81.44%

5000
111.0

139.0

182.0 210.0
L e e e e
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 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\BF040216\
Data File : BF085993.D

Aca On > 2 Apr 2016 6:25

Operator : UM/SJ

Sample : H2079-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF040216_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method
Quant Title

TIC Library = C:\DATABASE\NISTO2.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-Hexadecanesulfonyl chloride Concentration Rank 5

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

14.50 3.21 ng 159427 Chrysene-di12 13.93

Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Hexadecanesulfonvl chloride 324 C16H33CI102S 038775-38-1 90

2 Trichloroacetic acid. pentadecvl... 372 C17H31CI1302 074339-53-0 90

3 Pentafluoropropionic acid. hepta... 402 C20H35F502 1000283-04-2 87
4 1-Decanol. 2-hexvl- 242 C16H340 002425-77-6 83

5 1-Docosene 308 C22H44 001599-67-3 83

Abundance Scan 1086 (14.500 min): BF085993.D (-1084) (-) m/z 55.10 100.00%
54.1

97.1

5000

-

14.20 14.40 14.60 14.80
m/z 57.10 85.98%

154.2 182.2 210.2

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #129672: 1-Hexadecanesulfonyl chloride
57.0

83.0

3

5000 R EEamET S
1110 14.20 14.40 14.60 14.80

m/z 43.10 57 .50%

139.0
167.0 196.0 2240 2710 3970

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance
43.0
83.0 R A D R DA
14.20 14.40 14.60 14.80
5000 m/z 97.10 55.85%

111.0

139.0  182.0 210.0

%

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #156888: Pentafluoropropionic acid, heptadecyl ester R e LI R R e
57.0 14.20 14.40 14.60 14.80
0
83.0 m/z 83.10 55.60%
5000
111.0
. 2200 | 139.0 1680 210.0 2380 g3
RRRRRRRRERR: R AR R R R
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 14.20 14.40 14.60 14.80
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF040216\
Data File : BF085993.D

Acq On : 2 Apr 2016 6:25

Operator : UM/SJ

Sample : H2079-01

Misc :

ALS Vial : 31 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF040216_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

TIC Library = C:\DATABASE\NISTO2.L
TIC Integration Parameters: LSCINT.P

|--Internal Standard---|

TIC Top Hit name RT EstConc Units Response |# RT Resp Conc]
unknown6 .53 6.53 69.7 ng 2291750 1 6.77 657975 20.0
unknownll.16 11.16 2.0 ng 105861 4 11.29 1031090 20.0
Tridecanoic acid 11.83 5.3 ng 274735 4 11.29 1031090 20.0
Octadecanoic acid 12.61 6.9 ng 344348 5 13.93 992608 20.0
3-Chloropropionic... 13.79 2.4 ng 117734 5 13.93 992608 20.0
1-Hexadecanesulfo... 14.50 3.2 ng 159427 5 13.93 992608 20.0
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