LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090288.D

Aca On 29 Sep 2016 12:49

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 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 46 rVB 1405834 3840559 100.00% 18.743%
2 4_.513 254 256 268 rVB 126907 160802 4_.19% 0.785%
3 5.004 296 299 314 rBV 710114 884697 23.04% 4.318%
4 6.102 393 395 398 rBV 642975 855328 22.27% 4.174%
5 6.216 403 405 408 rBVY 1077759 960523 25.01% 4.688%
6 6.456 424 426 428 rBY 1015603 911574 23.74% 4 ._.449%
7 6.605 437 439 442 rBV 589503 738915 19.24% 3.606%
8 7.027 474 476 478 rBV 616841 564229 14.69% 2.754%
9 7.748 536 539 541 rBVY 1413032 1251694 32.59% 6.109%
10 8.833 631 634 636 rBV 878091 1130234 29.43% 5.516%

11 9.233 666 669 671 rBvV 252569 237859 6.19% 1.161%
12 9.496 689 692 693 rBVY 1035510 1305265 33.99% 6.370%
13 10.273 757 760 767 rBV 605863 607809 15.83% 2.966%
14 10.959 818 820 824 rBVv2 1297839 1504542 39.18% 7.343%
15 11.039 824 827 832 rVB3 30041 62991 1.64% 0.307%

16 11.531 868 870 872 rBV 83684 109132 2.84% 0.533%
17 11.782 888 892 895 rBvV2 39343 80899 2.11% 0.395%
18 12.159 923 925 927 rVvV 562658 511782 13.33% 2.498%
19 12.308 936 938 942 rvVv 209512 295982 7.71% 1.444%
20 12.377 942 944 947 rVvV 390554 477321 12.43% 2.329%

21 12.434 947 949 954 rvVB2 15210 42805 1.11% 0.209%
22 12.548 957 959 961 rvv 678507 875800 22.80% 4.274%
23 12.605 961 964 966 rvVB2 21333 45288 1.18% 0.221%
24 12.811 981 982 988 rBV3 30530 68278 1.78% 0.333%
25 13.028 998 1001 1004 rBV 78844 114166 2.97% 0.557%
26 13.325 1025 1027 1028 rBV 37067 48848 1.27% 0.238%
27 13.462 1037 1039 1043 rBV3 50591 93735 2.44% 0.457%

28 13.577 1046 1049 1053 rBV2 817073 1185909 30.88% 5.788%
29 14.560 1132 1135 1139 rBV 181465 366002 9.53% 1.786%
30 14.800 1154 1156 1158 rBV 116801 136164 3.55% 0.665%

31 14.845 1158 1160 1162 rBV 114247 146477 3.81% 0.715%

32 14.903 1162 1165 1167 rBV 536441 742374 19.33% 3.623%
33 16.034 1262 1264 1272 rVB2 63854 132712 3.46% 0.648%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090288.D

Aca On 29 Sep 2016 12:49

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 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 - 0 Peak Location: TOP

IT leading or trailing edge < 100 prefer < Baseline drop else tangent >
Peak separation: 5

Z:\HPCHEM1I\BNA F\METHODS\8270-BF092016.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Method
Title

Sum of corrected areas: 20490695
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LSC Report - Integrated Chromatogram

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090288.D

Aca On 29 Sep 2016 12:49

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

Z:\HPCHEM1\BNA F\METHODS\8270-BF092016_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\BF092916\
Data File : BF090288.D

Aca On 29 Sep 2016 12:49

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 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 2 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 5

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

4.51 3.53 ng 160802 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 64
2 Acetic acid. 1.1-dimethvlethvl e... 116 C6H1202 000540-88-5 38
3 Succinic acid. heptvl 2-methoxve... 274 C14H2605 1000325-80-7 33
4 Hvdrazine. 1.1-bis(1l-methvlethvl)- 116 C6H16N2 000921-14-2 28
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 256 (4.513 min): BF090288.D (-254) (-) m/z 43.10 100.00%
43
59
5000
101 SN N ————
83 | 207 420 4.40 4.60 4.80
Ot ..:|,....,....,....,....,....,....,.... LN m/z 59.10 64.16%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 U I I L I

420 4.40 4.60 4.80
m/z 101.10 25.75%

27 “ g3 101
c...“v”w”.w.”.“.”J”..“.”,”.w.”.“....”.“.”,”.
m/z--> 20 40 80 100 120 140 160 180 200 220 240
Abundance
43
e
57 420 4.40 4.60 4.80
5000 m/z 58.10 17 .70%
29 101
15 73 85
e U U
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240
Abundance #122483: Succinic acid, heptyl 2-methoxyethy! ester R Ra e R m
59 4.20 4.40 4.60 4.80
m/z 41.10 9.10%
5000 T 101
45 159
NP . A ) FRUUUOOOY L SPURP
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 4.20 4.40 4.60 4.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA F\DATA\BF092916\
Data File : BF090288.D

Aca On 29 Sep 2016 12:49

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 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 21.07 ng 960523 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 1H-Benzimidazole. 2-methvl- 132 C8H8N2 000615-15-6 10
3 Tranvlcvpromine-propionvl 189 C12H15NO 1000123-86-3 10
4 1-Methvlpvrrololl.2-alpvrazine 132 C8H8N2 064608-59-9 9
5 2H-Cyclopenta[d]pyridazine, 2-me... 132 C8H8N2 022291-85-6 9

Abundance Scan 405 (6.216 min): BF090288.D (-403) (-) m/z 132.10 100.00%
5000 68
96 ISR RN AR A
40 54 || 78 | 106 5.80 6.00 6.20 6.40 6.60
O B N L o o R e m/z 68.10 43.64%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 A L I R
5.80 6.00 6.20 6.40 6.60
31 51 m/z 134.10 32.44%
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 26.13%
ol 15 28 39 52 3 77 %0 104,
mz-> 20 40 60 80 100 120 140 160 180
Abundance #52379: Tranylcypromine- proplonyl REmEE VAN RREEE A
57 132 5.80 6.00 6.20 6.40 6.60
24 m/z 69.10 16.43%
5000 og 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 : BF090288.D

Aca On 29 Sep 2016 12:49

Operator : UM/SJ

Sample : H4982-13 5X

Misc :

ALS Vial : 6 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 Pentadecanoic acid Concentration Rank 4
R.T. EstConc Area Relative to ISTD R.T.
12.31 4.99 ng 295982 Chrysene-di12 13.58
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Pentadecanoic acid 242 C15H3002 001002-84-2 93
2 Octadecanoic acid 284 C18H3602 000057-11-4 90
3 n-Hexadecanoic acid 256 C16H3202 000057-10-3 81
4 Tridecanoic acid 214 C13H2602 000638-53-9 43
5 n-PROPYL NONYL ETHER 186 C12H260 1000130-69-3 25
Abundance Scan 938 (12.308 min): BF090288.D (-936) (-) m/z 73.05 100.00%
7B
43 d\-*_ﬁ—mﬁ—~dA\“\-‘MNA—“MA
5000
129
143157171 297241 284 12.00 12.20 12.40 12.60
Ol et 12 5 m/z 43.10 82.74%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #95854: Pentadecanoic acid
43 73
29
5000 RN BN BN
242 12.00 12.20 12.40 12.60
; 129 199 m/z 60.05  77.81%
. L I 01115 1 1431571711857 p13
m/z--> 26"26"60 80 100 120 140 160 180 200 220 240 260 280
Abundance
43 57 73
12.00 12.20 12.40 12.60
5000 129 m/z 57.10 76.05%

97

185
115 241 284
143157171 | 199593227 255

-

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
Abundance #107549: n-Hexadecanoic acid R et R
43 60 12.00 12.20 12.40 12.60
m/z 55.10 60.60%
5000
157171 213 256
143 185100" | 227041
0

T T T T
12.00 12.20 12.40 12.60

m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF092916\
Data File : BF090288.D

Acq On 29 Sep 2016 12:49

Operator : UM/SJ

Sample - H4982-13 5X

Misc :

ALS Vial : 6 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 3.5 ng 160802 1 6.46 911574 20.0
unknown6 .22 6.22 21.1 ng 960523 1 6.46 911574 20.0
Pentadecanoic acid 12.31 5.0 ng 295982 5 13.58 1185910 20.0
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