LSC Area Percent Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100842.D

Aca On - 22 Nov 2017 23:55 Instrument :
Operator : SJ/JU BNA_F

Sample  : 16528-02 Sk
Misc : S-2-BACKYARD
ALS Vial : 15 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-BF110817.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 4.469 402 405 410 rBV 16159 18971 1.38% 0.152%
2 5.087 506 510 519 rBV 85970 99819 7.27% 0.800%
3 5.481 573 577 581 rBVY 1271505 1188638 86.58% 9.530%
4 6.492 744 749 759 rBVY 1220830 1224457 89.19% 9.817%
5 6.628 768 772 775 rBVY 1431089 1258402 91.66% 10.089%

6 6.857 808 811 815 rBV 545409 447335 32.58% 3.587%
7 7.016 834 838 841 rBV 1155027 977377 T71.19% 7.836%
8 7.422 902 907 910 rBV 882363 770888 56.15% 6.181%
9 8.139 1025 1029 1033 rBvV 698305 597081 43.49% 4.787%
10 9.216 1207 1212 1215 rBV 1715126 1372936 100.00% 11.008%
11 9.610 1274 1279 1281 rBV 91272 81686 5.95% 0.655%
12 9.822 1307 1315 1318 rBV2 51607 52053 3.79% 0.417%
13 9.898 1324 1328 1331 rBV 758103 628940 45.81% 5.043%
14 10.316 1393 1399 1403 rBV2 55684 65589 4.78% 0.526%
15 10.686 1458 1462 1465 rBV 860152 738699 53.80% 5.923%
16 10.792 1476 1480 1486 rBV 41042 38743 2.82% 0.311%
17 11.386 1577 1581 1584 rBV 648839 580717 42.30% 4._.656%
18 11.898 1665 1668 1673 rBV 62035 54366 3.96% 0.436%
19 12.686 1796 1802 1808 rBV2 17025 20788 1.51% 0.167%

20 12.968 1846 1850 1853 rBV 1078615 925238 67.39% 7.418%
21 13.851 1997 2000 2004 rBVZ2 45262 43386 3.16% 0.348%
22 14.021 2025 2029 2033 rBV 446427 385599 28.09% 3.092%

23 14.133 2033 2048 2050 rBV5 135343 405232 29.52% 3.249%
24 15.492 2274 2279 2285 rBV 370280 495771 36.11% 3.975%

Sum of corrected areas: 12472711
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Data Path :
Data File :
Aca On :
Operator :
Sample :
Misc :
ALS Vial :
OQuant Method
Quant Title

TIC Library

LSC Report - Integrated Chro

Z:\HPCHEMIN\BNA F\DATA\BF112217\

BF100842.D

22 Nov 2017 23:55

SJ/JuU

16528-02

15 Sample Multiplier: 1

Z:\HPCHEMI\BNA F\METHODS\8270-BF110817.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P

matogram

S-2-BACKYARD

Abundance TIC: BF100842.D
1500000 6.63
5.48 6.49
7.02
1000000
7.42
6.86
500000
5.09
4.47
O L I e e oo e e L H e e e e e T L e e B e B T A e e e ———
Time--> 2.50 3.00 3.50 4.00 4.50 5.00 5.50 6.00 6.50 7.00 7.50
Abundance TIC: BF100842.D
9|22
1500000
12.97
1000000
10.69
9.90
8.14 11.39
500000
9.61
. %t o 10.32 J@& 11.90 1260
T T T P e o7 e ———r—T ity e -
Time-->  8.00 8.50 9.00 9.50 10.00 10.50 11.00 11.50 12.00 12.50 13.00 13.50
Abundance TIC: BF100842.D
1500000
1000000
14.02
500000 15.49
14.13
13.85
Time--> 14.00 14.50 15.00 15.50 16.00 16.50 17.00 17.50 18.00 18.50 19.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100842.D

Aca On - 22 Nov 2017 23:55

Operator : SJ/JU

a?ggle i 16528-02 S-2-BACKYARD
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 1 2-Pentanone, 4-hydroxy-4-me... Concentration Rank 4

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

5.09 4_.46 ng 99819 1,4-Dichlorobenzene-d4 6.86
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. 1l.1-dimethvlethvl e... 116 C6H1202 000540-88-5 39
3 3-Hexanol 102 C6H140 000623-37-0 33
4 3-Hexanol. 4-methvl- 116 C7H160 000615-29-2 33
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 23

Abundance Scan 511 (5.093 min): BF100842.D (-506) (-) m/z 43.00 100.00%
43.0
59.0
5000
101.0 e P
| 83.0 | 4.80 5.00 5.20 5.40
ot e e e e e m/z 59.00 53.47%
m/z--> 10 20 30 40 50 60 70 80 90 100 110
Abundance #8178: 2-Pentanone, 4-hydroxy-4-methyl-
43.0
5000 U R U S IR
4.80 5.00 5.20 5.40
59.0 1010 m/z 101.00 20.45%
0 270 | 510 ‘ 690 830910 [
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43.0
570 480 5.00 520 540
5000 m/z 58.00 13.41%
20.0 101.0
0 15.0 73.0 83.0
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417 3-Hexanol LI L L L L L B
59.0 4.80 5.00 520 5.40
m/z 41.10 8.67%
5000 310 430 73.0
0 \‘\‘ “\H 510\‘ I | 840 1010
miz--> 10 20 30 40 50 60 70 8 90 100 110 480 500 520 5.40
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100842.D

Aca On - 22 Nov 2017 23:55

Operator : SJ/JU

a?ggle i 16528-02 S-2-BACKYARD
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 unknown6.63 Concentration Rank 1
R.T. EstConc Area Relative to ISTD R.T.
6.63 56.26 ng 1258400 1,4-Dichlorobenzene-d4 6.86
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 (BE)-3-Chloro-2-methvl-2-pentenal 132 C6HOCIO 031357-76-3 9
5 1-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-59-9 9
Abundance Scan 772 (6.628 min): BF100842.D (-768) (-) m/z 132.00 100.00%
132.0
5000 68.1
w01 9.1 o5 6w 660 680 70
01 e B m/z 68.10 39.76%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132.0
69.0
104.0 N
5000 I LRI RN IR L

6.20 6.40 6.60 6.80 7.00
m/z 134.00 32.99%

31.0 510
0 ‘ Il 1 H 1y !
o A B W e
m/z--> 20 40 60 80 100 120 140 160 180
Abundance
132.0
R
6.20 6.40 6.60 6.80 7.00
5000 m/z 66.10 24 .01%
104.0
66.0
270 510 89.0
RV N |
m/z--> 20 40 60 80 100 120 140 160 180 A
Abundance #52379: Tranylcypromine-propionyl T RERmE b
57.0 132.0 6.20 6.40 6.60 6.80 7.00
m/z 69.10 15.65%
74.0
116.0
5000 98.0
e N Saan: LN puenist S0 ENSSSS
m/z--> 20 40 100 120 140 160 180 6.20 6.40 6.60 6.80 7.00
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\
Data File : BF100842.D

Aca On : 22 Nov 2017 23:55

Operator : SJ/JU

Sample = 16528-02

Misc :

ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

Quant Method :
Quant Title :
C:\DATABASE\NIST11.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 4 Tridecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.32 2.09 ng 65589 Acenaphthene-d10 9.90
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Tridecane 184 C13H28 000629-50-5 64
2 Heptacosane 380 C27H56 000593-49-7 64
3 Nonadecane 268 C19H40 000629-92-5 62
4 Hexadecane 226 C16H34 000544-76-3 59
5 Eicosane 282 C20H42 000112-95-8 58

Abundance Scan 1400 (10.322 min): BF100842.D (-1393) (-) m/z 57.05 100.00%
57.0
9.1 1491 10.00 10.20 10,40 10.60
obr b el e . m/z 43.05 69.55%
m/z--> 50 100 150 200 250 300 350
Abundance #48835: Tridecane
57.0
5000 R A SN SRR SRR
10.00 10.20 10,40 10.60
m/z 71.10 64.37%
L2 ‘ i ¢ggo 1410 180
m/z--> 50 100 150 200 250 300 350
Abundance
57.0
10.00 10.20 10.40 10.60
5000 m/z 85.10 41 .58%
99.0
27.0 141.0 183, 0 225.0 267.0 323.0 380.0
m/z--> 50 100 150 200 250 300 350
Abundance #117637: Nonadecane
57.0 10.00 10.20 10.40 10.60
m/z 41.00 31.49%
5000
99.0
m/z--> 50 100 1&'30 200 25'30 300 350 10.00 10.20 10.40 10.60
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100842.D

Aca On - 22 Nov 2017 23:55

Operator : SJ/JU

a?ggle i 16528-02 S-2-BACKYARD
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

TIC Library

TIC Integration Parameters:

> Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.M
= ASP BNA STANDARDS FOR 5 POINT CALIBRATION
= C:\DATABASE\NIST11.L
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 Trichloroacetic acid, tetra... Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
13.85 2.25 ng 43386 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Trichloroacetic acid. tetradecvl... 358 C16H29CI1302 074339-52-9 93
2 1-Nonadecene 266 C19H38 018435-45-5 93
3 Trichloroacetic acid. pentadecvl... 372 C17H31C1302 074339-53-0 90
4 Heptadecvl trifluoroacetate 352 C19H35F302 1000351-87-0 90
5 2- Bromopropionic acid, pentadec... 362 C18H35Br02 1000292-44-2 90

Abundance Scan 2000 (13.851 min): BF100842.D (-1997) (-) m/z 57.05 100.00%
5000
1360 13.80 14.00 14.20
0 m/z 55.00 97 .54%
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #189051: Trichloroacetic acid, tetradecyl ester
43.0
83.0
5000 LR SR SIS SUBURA U
111.0 13.60 13.80 14.00 14.20
‘ m/z 83.10 82 .04%
ol o0 | L 30 0 00 g
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance
41,0
80 560 1560 14100 1420
5000 m/z 43.05 81.78%
111.0
o 139.0 168 0 266.0
miz-> 20 40 60 80 100 120 140 160 180 200 220 240 260
Abundance #197885: Trichloroacetic acid, pentadecy! ester T
43.0 13.60 13.80 14.00 14.20
83.0 m/z 97.05 69.07%
5000
111.0
oot L L0 w0 zwo | el T
m/z-> 20 40 60 80 100 120 140 160 180 200 220 240 260 13.60 13.80 14.00 14.20
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Library Search Compound Report

Data Path : Z:\HPCHEMI\BNA F\DATA\BF112217\

Data File : BF100842.D

Aca On - 22 Nov 2017 23:55

Operator : SJ/JU

a?ggle i 16528-02 S-2-BACKYARD
ALS Vial : 15 Sample Multiplier: 1

Z:\HPCHEM1\BNA F\METHODS\8270-BF110817_.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 Cycloheptane, 4-methylene-1... Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
14.13 21.02 ng 405232 Chrysene-di12 14.02
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Cvcloheptane. 4-methvlene-1-meth... 204 C15H24 1000159-38-5 59
2 9-Borabicvclol3.3.11nonan-9-amin... 205 C13H24BN 143122-94-5 25
3 Bicvclol2.2.1Thept-2-ene., 1.7.7-... 136 C10H16 000464-17-5 25
4 1-Cvcloheptene. 1.4-dimethvl-3-(... 204 C15H24 1000159-38-6 15
5 Alloaromadendrene 204 C15H24 025246-27-9 15
Abundance Scan 2047 (14.127 min): BF100842.D (-2033) (-) m/z 55.10 100.00%
58.1 407.3
119.1 187.1
5000
2212 3021 o 13:80 14.00 14.20 14.40
0 TN O S I m/z 407.30 86.72%
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #64459: Cycloheptane, 4-methylene-1-methyl-2-(2-methyl-1-p...
07.0
41.0
5000 RN IR BRI UL
mm 13.80 14.00 14.20 14.40
m/z 119.05 70.40%
‘ “\ i ‘\10
0 & L SN SRS UL SRR BRI B
m/z--> 50 100 150 200 250 300 350 400 450
Abundance
121.0
13.80 14.00 14.20 14.40
5000 m/z 41.00 66 .55%
410 205.0
79.0
162.0
e S U L UL L DL L L DAL o
m/z--> 50 100 150 200 250 300 350 400 450
Abundance #15839: Bicyclo[2.2.1]hept-2-ene, 1,7,7-trimethyl- R a R mamEE L
93.0 13.80 14.00 14.20 14.40
m/z 93.00 65.90%
5000
36.0
41.0 \
0 UW“-H H["'|""|'"'|""|""|""|""|'
m/z--> 50 100 150 200 250 300 350 400 450 13.80 14.00 14.20 14.40
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEMI1\BNA_F\DATA\BF112217\

Data File : BF100842.D

Acg On : 22 Nov 2017 23:55

Operator : SJ/JU

a?ggle i 16528-02 S-2-BACKYARD
ALS Vial : 15 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF110817_.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... 5.09 4.5 ng 99819 1 6.86 447335 20.0
unknown6 .63 6.63 56.3 ng 1258400 1 6.86 447335 20.0
Tridecane 10.32 2.1 ng 65589 3 9.90 628940 20.0
Trichloroacetic a... 13.85 2.3 ng 43386 5 14.02 385599 20.0
Cycloheptane, 4-m... 14.13 21.0 ng 405232 5 14.02 385599 20.0
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