LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090290.D

Aca On : 29 Sep 2016 13:43

Operator : UM/SJ

Sample : H4982-12 2X

Misc :

ALS Vial : 8 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-BF092016.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 1.644 3 5 52 rVB 2092317 5891210 100.00% 25.168%
2 4_.513 254 256 268 rVB 166777 230392 3.91% 0.984%
3 5.004 297 299 313 rBVY 1078718 1179464 20.02% 5.039%
4 6.113 394 396 398 rBY 1351324 1278906 21.71% 5.464%
5 6.216 403 405 408 rBVY 1046076 1236549 20.99% 5.283%
6 6.456 424 426 429 rBV 843627 749878 12.73% 3.204%
7 6.616 437 440 442 rBV 986416 1051868 17.85% 4.494%
8 7.027 474 476 484 rBV 837844 783461 13.30% 3.347%
9 7.747 537 539 541 rBY 1169626 1013318 17.20% 4.329%
10 8.833 631 634 636 rBY 1647564 1574429 26.73% 6.726%

11 9.233 667 669 671 rBvV 318846 275030 4.67% 1.175%
12 9.496 690 692 694 rBV 1090422 1078018 18.30% 4._.605%
13 10.273 758 760 763 rBV 752521 709937 12.05% 3.033%
14 10.422 772 773 777 rVB 49476 65517 1.11% 0.280%
15 10.959 818 820 824 rBV 857875 989355 16.79% 4.227%

16 11.039 824 827 834 rVB 48772 80228 1.36% 0.343%
17 11.531 868 870 872 rvv2 63508 90014 1.53% 0.385%
18 11.565 872 873 878 rVB 56243 84724 1.44% 0.362%

19 12.159 923 925 929 rVB 382396 345702 5.87% 1.477%
20 12.308 936 938 942 rBV3 67874 110977 1.88% 0.474%

21 12.388 942 945 947 rBV 289185 367312 6.23% 1.569%
22 12.548 957 959 961 rBV 1104206 1054916 17.91% 4_.507%
23 12.719 970 974 976 rVB2 49229 88024 1.49% 0.376%
24 12.822 981 983 985 rBVvV2 37418 59741 1.01% 0.255%
25 13.462 1038 1039 1043 rBV3 109541 173226 2.94% 0.740%

26 13.577 1046 1049 1055 rvv2 778115 1177934 19.99% 5.032%
27 14.102 1092 1095 1097 rBvV4 128965 222658 3.78% 0.951%
28 14.560 1133 1135 1140 rBV 237246 461861 7.84% 1.973%
29 14.800 1154 1156 1159 rVB 151666 171621 2.91% 0.733%
30 14.845 1159 1160 1163 rBV 124277 200895 3.41% 0.858%

31 14.903 1163 1165 1170 rVB 482896 610469 10.36% 2.608%

Sum of corrected areas: 23407634
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library
TIC Integrat

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA F\DATA\BF092916\
BF090290.D

29 Sep 2016 13:43

UM/SJ

H4982-12 2X

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

- C:\DATABASE\NIST11.L
ion Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090290.D

Aca On : 29 Sep 2016 13:43

Operator : UM/SJ

Sample : H4982-12 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

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

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_M
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

2 2-Pentanone, 4-hydroxy-4-me...

Concentration Rank 4

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

4.51 6.14 ng 230392 1,4-Dichlorobenzene-d4 6.46
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone. 4-hvdroxv-4-methvl- 116 C6H1202 000123-42-2 56
2 Morpholine., 4-methvl- 101 C5H11NO 000109-02-4 9
3 Guanidine 59 CH5N3 000113-00-8 9
4 (+-)-4-Amino-4.5-dihvdro-2(3H)-f... 101 C4H7NO2 016504-58-8 9
5 Acetone 58 C3H60 000067-64-1 9

Abundance Scan 256 (4.513 min): BF090290.D (-254) (-) m/z 43.10 100.00%
43
59
5000
T 250 2k 4k aB0
83 : : : :
M ..'.|,'....,~....-,|....,....,....,....,....,2.97.. m/z 59.10 62.63%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #8186: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LS I R
59 420 440 460 480
m/z 101.10 21.62%
31 g3 101
0"“|'WHT“'”l"“l“'“”"”l"”l"”l"“l"“l"“
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
43
420 440 460 480
5000 m/z 58.10 16.68%
101
15 97 71
G L L S U S S B S S S
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #257: Guanidine R
43 59 420 4.40 4.60 4.80
m/z 41.10 8.36%
5000
28
0'”'I“M'“'”'k'”'I'”'I'”'I'”'I'”'I'”'I'”'I'”' RN LR LR
m/z--> 20 40 60 80 100 120 140 160 180 200 420 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090290.D

Aca On : 29 Sep 2016 13:43

Operator : UM/SJ

Sample : H4982-12 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 unknown6.22 Concentration Rank 2

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

6.22 32.98 ng 1236550 1,4-Dichlorobenzene-d4 6.46
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 4-Chloro-2-fluoro-pyrimidine 132 C4H2CIFN2 051422-00-5 9

Abundance Scan 405 (6.216 min): BF090290.D (-403) (-) m/z 132.10 100.00%
5000 68
96 ISR RN AR L
40 54 78 | 106 5.80 6.00 6.20 6.40 6.60
01 B L m/z 68.10 47 .83%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104 N
5000 ISR RN AR R
5.80 6.00 6.20 6.40 6.60
31 51 m/z 134.00 31.41%
0'"|"Lﬂﬁlw'l'l”j?"”l""l"‘w""l""w"'
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132
580 6.00 6.20 6.40 6.60
5000 m/z 66.10 28.93%
104
ol 14 27 39 1 66 77 g9 115
miz--> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl R e e
57 132 5.80 6.00 6.20 6.40 6.60
24 m/z 69.10 18.13%
5000 98 116
| I ”qu .JM Ll |m“-‘f| 198 ..,.1??.
m/z--> 20 40 100 120 140 160 180 5.80 6.00 6.20 6.40 6.60
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090290.D

Aca On : 29 Sep 2016 13:43

Operator : UM/SJ

Sample : H4982-12 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 1-Heneicosanol Concentration Rank 7
R.T. EstConc Area Relative to ISTD R.T.
13.46 2.94 ng 173226 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Heneicosanol 312 C21H440 015594-90-8 94
2 Trifluoroacetic acid. pentadecvl... 324 C17H31F302 959010-23-2 91
3 Bromoacetic acid. octadecvl ester 390 C20H39Bro02 018992-03-5 91
4 n-Nonadecanol-1 284 C19H400 001454-84-8 90
5 Trifluoroacetoxy hexadecane 338 C18H33F302 006222-03-3 90

Abundance Scan 1039 (13.462 min): BF090290.D (-1038) (-) m/z 83.10 100.00%

5000

%

250 576 295 313 13.20 13.40 13.60 13.80

140155 178196 220
m/z 57.10 96.14%

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance #155046: 1-Heneicosanol
55 83

F

13!20 13.I40 13.I60 13.I80
m/z 97.10 92.83%

5000

139154 189 210 238 266 204

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300
Abundance
57
83 IIIIIIIIIIIIIIIIIIIIIII
41 13.20 13.40 13.60 13.80
5000 111 m/z 55.10 88.87%
. ” 126 154 182 210 937255 306 \/J/\/H/\’

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

Abundance #207396: Bromoacetic acid, octadecyl ester R B EERmE R
13.20 13.40 13.60 13.80

m/z 69.10 86 .54%

5000

]

T T I T
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 13.20 13.40 13.60 13.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090290.D

Aca On : 29 Sep 2016 13:43

Operator : UM/SJ

Sample : H4982-12 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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 Benzo[a]pyrene Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
14.80 5.62 ng 171621 Perylene-di12 14.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzolalpvrene 252 C20H12 000050-32-8 96
2 Benzoli1fluoranthene 252 C20H12 000205-82-3 94
3 Pervlene 252 C20H12 000198-55-0 94
4 Benzolelpvrene 252 C20H12 000192-97-2 94
5 Benz[e]acephenanthrylene 252 C20H12 000205-99-2 93
Abundance Scan 1156 (14.800 min): BF090290.D (-1154) (-) m/z 252.20 100.00%
252
5000
s 14.40 14.60 14.80 15.00 15.20
224 : : : : :
ol 2 7493 ' 1990 187 2% || 272291 324346365385 /5 550.10  29.61%
m/z--> 50 100 150 200 250 300 350
Abundance #104220: Benzo[a]pyrene
252
5000 LA AR SRR RN
14.40 14.60 14.80 15.00 15.20
126 m/z 253.15 20.18%
o 51 74 100, H 150 174 198 224
m/z--> 50 100 150 200 250 300 350
Abundance
252
14.40 14.60 14.80 15.00 15.20
5000 m/z 125.10 18.76%
126
ol_29 51 74 100 150 174 200 224
m/z--> 50 100 150 200 250 300 350
Abundance #104214:Perylene LS N L LN LN N L
252 14.40 14.60 14.80 15.00 15.20
m/z 126.10 15.47%
5000
125
oLL7 39 74 99 1 m 150 174 200 224
m/z--> 50 100 150 200 250 300 350 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\BF092916\
Data File : BF090290.D

Acq On : 29 Sep 2016 13:43

Operator : UM/SJ

Sample > H4982-12 2X

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF092016 .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]
2-Pentanone, 4-hy... 4 .51 6.1 ng 230392 1 6.46 749878 20.0
unknown6 .22 6.22 33.0 ng 1236550 1 6.46 749878 20.0
1-Heneicosanol 13.46 2.9 ng 173226 5 13.58 1177930 20.0
Benzo[a]pyrene 14 .80 5.6 ng 171621 6 14.90 610469 20.0

8270-BF092016.M Fri Sep 30 16:47:58 2016 Page: 7



