LSC Area Percent Report

Data Path : Z:\HPCHEM1I\BNA F\DATA\BF121416\
Data File : BF091581.D

Aca On : 14 Dec 2016 13:01

Operator : UM/SJ

Sample : H5886-02

Misc :

ALS Vial : 34 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-BF120916.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 4.956 249 251 254 rBV 662346 831006 11.23% 1.612%
2 5.401 287 290 292 rBVY 2683499 3574144 48.30% 6.932%
3 6.430 378 380 383 rBVY 2096588 2232482 30.17% 4 .330%
4 6.567 389 392 394 rBVY 6134846 5566010 75.22% 10.795%
5 6.796 410 412 415 rBV 1777448 1607431 21.72% 3.118%
6 6.956 423 426 428 rVB 6043822 5383054 72.75% 10.440%
7 7.367 459 462 464 rBV 4581130 4943613 66.81% 9.588%
8 8.087 522 525 527 rBVY 2393827 2161159 29.21% 4.191%
9 9.059 605 610 612 rBv4 47641 75813 1.02% 0.147%
10 9.162 616 619 622 rBY 5605854 7399371 100.00% 14.351%
11 9.276 627 629 632 rvB4 38476 79878 1.08% 0.155%
12 9.345 634 635 639 rvv4 38088 79491 1.07% 0.154%

13 9.493 644 648 649 rBV3 61687 133964 1.81% 0.260%
14 9.562 652 654 655 rvB 164615 144567 1.95% 0.280%
15 9.699 663 666 667 rBv2 74689 123742 1.67% 0.240%

16 9.756 668 671 676 rVB 279153 569196 7.69% 1.104%
17 9.836 676 678 681 rBVY 2039414 1982658 26.79% 3.845%
18 10.133 702 704 706 rvv2 61955 108262 1.46% 0.210%
19 10.453 730 732 735 rBV3 67735 157652 2.13% 0.306%
20 10.625 744 747 750 rBV 3434732 3611867 48.81% 7.005%

21 11.322 806 808 810 rBV 1951101 1692646 22.88% 3.283%
22 11.871 854 856 860 rBv2 560588 690621 9.33% 1.339%
23 12.659 923 925 929 rVB 729599 704599 9.52% 1.367%
24 12.911 944 947 950 rVB 4783235 4601853 62.19% 8.925%
25 13.814 1025 1026 1031 rVB2 125512 189915 2.57% 0.368%

26 13.962 1036 1039 1041 rBV 1118880 1385324 18.72% 2.687%
27 15.368 1160 1162 1165 rBV 931046 1440586 19.47% 2.794%
28 15.414 1165 1166 1173 rVB6 40684 89959 1.22% 0.174%

Sum of corrected areas: 51560863
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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:\HPCHEMIN\BNA F\DATA\BF121416\

BF091581.D

14 Dec 2016 13:01

UmM/sJ

H5886-02

34 Sample Multiplier: 1

: Z:\HPCHEM1I\BNA F\METHODS\8270-BF120916.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\BF121416\
Data File : BF091581.D

Aca On : 14 Dec 2016 13:01

Operator : UM/SJ

Sample : H5886-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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

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

4.96 10.34 ng 831006 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 59
2 Acetic acid. cvano-. 1.1-dimethy... 141 C7H11NO2 001116-98-9 32
3 1-Propen-2-ol. acetate 100 C5H802 000108-22-5 10
4 2.3-Butanedione. monooxime 101 C4H7NO2 000057-71-6 9
5 Morpholine, 4-methyl- 101 C5H11NO 000109-02-4 9

Abundance Scan 251 (4.956 min): BF091581.D (-249) (-) m/z 43.05 100.00%
43.0
59.1
5000
100 460 480 500 520
Ohrrrrrrrrr et et 720 830 h/z 59.10  53.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #7950: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 L L I I B
59.0 460 480 500 520
0
150 4, 1010 m/z 101.00 17.39%
"W”tl””ﬂ'WM“'P“W'”W”'E%QI”“”'”P”'P”W'”W”'W
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
59.0
460 480 500 520
5000 41.0 m/z 58.00 15.23%
73.0 126.0 1420
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #3602: 1-Propen-2-ol, acetate R ERaE s s e A
43.0 460 4.80 5.00 5.20
m/z 41.05 8.66%
5000
58.0
15‘.0 27\.0 | ‘\ 72‘.0 109.0
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 460 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091581.D

Aca On : 14 Dec 2016 13:01

Operator : UM/SJ

Sample : H5886-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 2 unknown6.57 Concentration Rank 1

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

6.57 69.25 ng 5566010 1,4-Dichlorobenzene-d4 6.80
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 5-Fluoro-2-chloropvrimidine 132 C4H2CIFN2 062802-42-0 16
2 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
3 Bicvclol4.2.0locta-1.3.5-triene.... 132 C10H12 028749-81-7 9
4 1.3.4-Thiadiazole-2(3H)-thione. ... 132 C3H4N2S2 029490-19-5 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 392 (6.567 min): BF091581.D (-389) (-) m/z 132.00 100.00%
132.0
5000 68.1
96.0 S R R
40.0 54 J 6.20 6.40 6.60 6.80 7.00
Y7 T 2 | m/z 68.10 48.11%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #13679: 5-Fluoro-2-chloropyrimidine
132.0
5000 R RN RN R
6.20 640 6.60 6.80 7.00
33.0 105.0 m/z 134.00 33.72%
m/z--> 20 Jo éo éo 160 120 140 160 180
Abundance
57.0 132.0
74.0 620 640 6.60 6.80 7.00
5000 9go 1160 m/z 66.10 30.21%
158.0 189.0
mz-> 20 40 60 80 100 120 140 160 180
Abundance #13640: Bicyclo[4.2.0]octa-1,3,5-triene, 2,4-dimethyl- B I e N N
132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 19.29%
117.0
5000
91.0
ST A
||‘|||‘|||“N||m|||“||||||‘|‘||l‘|l“| T e
m/z--> 20 40 60 80 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091581.D

Aca On : 14 Dec 2016 13:01

Operator : UM/SJ

Sample : H5886-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 D-Allose Concentration Rank 6

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

9.76 5.74 ng 569196 Acenaphthene-d10 9.84
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 D-Allose 180 C6H1206 002595-97-3 90
2 1.6-Anhvdro-_.beta.-D-alucopvrano... 162 C6H1005 000498-07-7 86
3 Heptanoic acid 130 C7H1402 000111-14-8 59
4 Pentanoic acid 102 C5H1002 000109-52-4 53
5 Butanoic acid 88 C4H802 000107-92-6 50

Abundance Scan 671 (9.756 min): BF091581.D (-668) (-) m/z 60.00 100.00%
60.0
5000 __,~__~_,///\\____dLﬁ_-
0 98.0 9.40 9.60 9.80 10.00
ol Aﬁlﬂ i 1231 139.0153.1167.1 1821 | 0T E7 00 45.51%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #42883: D-Allose
60.0
5000 NSRRI B
9.40 9.60 9.80 10.00
430 4; m/z 73.00 33.51%
98.0
e RO T 1150120040 1630 1800
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
60.0
040 9.60 9.80 10.00
5000 m/z 43.00 20.30%
29.0
15.0 43.0 780 980 W\J\“M/W
miz-> 20 40 60 80 100 120 140 160 180
Abundance #12979: Heptanoic acid AR o
60.0 9.40 9.60 9.80 10.00
m/z 42.10 18.36%
5000
270 410
87.0
H ‘ Ll | 101011501300
m/z--> ' ' 60 % 1& 1% 1% 1& 1% Mog% %om% '
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091581.D

Aca On : 14 Dec 2016 13:01

Operator : UM/SJ

Sample : H5886-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 n-Hexadecanoic acid Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
11.87 8.16 ng 690621 Phenanthrene-d10 11.32
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 n-Hexadecanoic acid 256 C16H3202 000057-10-3 98
2 Tetradecanoic acid 228 C14H2802 000544-63-8 86
3 Pentadecanoic acid 242 C15H3002 001002-84-2 80
4 Tridecane 184 C13H28 000629-50-5 25
5 Octacosane 394 C28H58 000630-02-4 11
Abundance Scan 856 (11.871 min): BF091581.D (-854) (-) m/z 73.00 100.00%
431 730
5000
129.1
97.0 185.1 LU BN SN B
157.1 1 2132 236.2256.2 11.60 11.80 12.00 12.20
e ; m/z 43.10 90.73%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #92228: n-Hexadecanoic acid
43.0 73.0
5000 256.0 LN UL B UL B
nmnmnmnm
97.0 m/z 60.00 80.46%
L
f A
m/z--> 25 45 eb 80 100 120 140 160 180 200 220 240 260
Abundance
73.0
43.0 R DU DU UL B
11.60 11.80 12.00 12.20
5000 129.0 m/z 57.05 70.92%
185.0
97.0 228.0
}ﬁ?'“'|'“'|'“'|'“'|'“'|'“'|'}?7?'“ SRS BRREY SRS DR B
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #83683: Pentadecanoic acid e e ARERRE R
43.0 |, 73.0 11.60 11.80 12.00 12.20
m/z 55.10 70.77%
m/z--> 20 40 60 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\BF121416\
Data File : BF091581.D

Aca On : 14 Dec 2016 13:01

Operator : UM/SJ

Sample : H5886-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Octadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.66 10.17 ng 704599 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Octadecanoic acid 284 C18H3602 000057-11-4 99
2 Pentadecanoic acid 242 C15H3002 001002-84-2 91
3 Octadecanoic acid. 2-(2-hvdroxve... 372 C22H4404 000106-11-6 86
4 n-Decanoic acid 172 C10H2002 000334-48-5 76
5 Tetradecanoic acid 228 C14H2802 000544-63-8 72
Abundance Scan 925 (12.659 min): BF091581.D (-923) (-) m/z 73.00 100.00%
31 73.0
5000 129.1 ~_~\~—_~ﬂvaAL~__ﬂu_-_w
185.1 T
1} lelﬂmgﬁ 284.3 ﬁmn@n@mb
o a2l L e L m/z 43.10 95.08%
m/z--> 100 150 200 250 300 350
Abundance #108843: Octadecanoic acid
43.0 73.0
5000 129.0 e e o eI
nmnmnmmm
‘ 1850 o419 2840 m/z 57.10 82.06%
1|5-|0\‘| H‘“lu\\ ‘m\ m f157 0\ ‘ ?]:S'IO\I .“ — .“. ———
m/z--> 5 200 250 300 350
Abundance
43.0 73.0
1240 1260 12.80 13.00
5000 129.0 m/z 60.00 81.62%
109.0 242.0
101.0 157.0
m/z--> o '55' - 160" ' ﬁéo" ' 560" ' 550" "360" ' ééo"
Abundance #149071: Octadecanoic acid, 2-(2-hydroxyethoxy)ethyl ester L T AR R
43.0 12.40 12.60 12.80 13.00
m/z 55.05 70.31%
73.0
129.0
185.0
L “HL 2 \ SO T A lswo  smo
m/z--> m m 200 250 m m nmnmnmmm
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF121416\
Data File : BF091581.D

Aca On : 14 Dec 2016 13:01

Operator : UM/SJ

Sample : H5886-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA F\METHODS\8270-BF120916.M
Quant Title : ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 3-Chloropropionic acid, hep... Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.81 2.74 ng 189915 Chrysene-di12 13.96
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloropropionic acid. heptadec... 346 C20H39CI02 1000283-05-1 91
2 7-Heptadecene. 17-chloro- 272 C17H33CI 056554-79-1 90
3 8-Heptadecene 238 C17H34 054290-12-9 83
4 4-Methvl-E-9-octadecene 266 C19H38 1000130-87-1 78
5 1-Nonadecene 266 C19H38 018435-45-5 78
Abundance Scan 1026 (13.814 min): BF091581.D (-1025) (-) m/z 57.10 100.00%
51.1 83.1
5000
. 189.1 2382 272.3 3250 13.40 13.60 13.80 14.00 14.20
e it 92 m/z 55.10 99.43%
m/z—-> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #139663: 3-Chloropropionic acid, heptadecy! ester
57.0 83.0
5000 111.0 LRI PRI L B
13.40 13.60 13.80 14.00 14.20
29.0 m/z 83.10 95.44%
: .“l‘..““:. 210.0 238.0263.0

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance

55.0

83.0 13.40 13.60 13.80 14.00 14.20
5000 m/z 43.10 88.95%
29.0

111.0
272.0
145.0173.0 202.0  244.0

Wmmmmvﬁwﬁmm
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340
Abundance #81252: 8-Heptadecene B e e
13.40 13.60 13.80 14.00 14.20
m/z 69.10 86.66%

5000{ 29.0

T I I T T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320 340 13.40 13.60 13.80 14.00 14.20
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF121416\
Data File : BF091581.D

Acq On : 14 Dec 2016 13:01

Operator : UM/SJ

Sample - H5886-02

Misc :

ALS Vial : 34 Sample Multiplier: 1

Quant Method : Z:\HPCHEM1\BNA_F\METHODS\8270-BF120916.M
Quant Title : 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]
2-Pentanone, 4-hy... 4.96 10.3 ng 831006 1 6.80 1607430 20.0
unknown6 .57 6.57 69.3 ng 5566010 1 6.80 1607430 20.0
D-Allose 9.76 5.7 ng 569196 3 9.84 1982660 20.0
n-Hexadecanoic acid 11.87 8.2 ng 690621 4 11.32 1692650 20.0
Octadecanoic acid 12.66 10.2 ng 704599 5 13.96 1385320 20.0
3-Chloropropionic... 13.81 2.7 ng 189915 5 13.96 1385320 20.0
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