LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102395.D

Acq On : 24 Jan 2018 17:51

Operator : SJ/JU

Sample : J1249-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Integration Parameters: rteint.p
Integrator: 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:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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 height area % max. total
1 4.922 478 482 493 rVB 86128 128648 3.75% 0.444%
2 5.328 546 551 554 rBV 3029656 3223266 93.84% 11.114%
3 6.363 721 727 737 rBV 2867667 3434817 100.00% 11.844%
4 6.487 743 748 751 rBV 3464194 3280532 95.51% 11.312%
5 6.716 783 787 794 rBV 1004087 871844 25.38% 3.006%
6 6.869 809 813 817 rBV 2826258 2536647 73.85% 8.747%
7 7.286 878 884 894 rBV 1923346 2159413 62.87% 7.446%
8 7.998 1001 1005 1008 rBV 1272774 1131092 32.93% 3.900%
9 8.557 1097 1100 1103 rBvV 56650 53485 1.56% 0.184%
10 9.075 1182 1188 1191 rBVY 3728772 3336067 97.13% 11.503%
11 9.469 1250 1255 1258 rBVY 377571 330129 9.61% 1.138%
12 9.680 1288 1291 1294 rBV 81539 67225 1.96% 0.232%
13 9.751 1299 1303 1311 rVB 1317794 1239020 36.07%  4.272%
14 10.175 1369 1375 1378 rBV2 83282 95492 2.78% 0.329%
15 10.398 1408 1413 1415 rBV 35821 42583 1.24% 0.147%

16 10.463 1419 1424 1427 rBV 148423 129608 3.77% 0.447%
17 10.539 1433 1437 1447 rVB 1767176 1690906 49.23% 5.830%
18 10.651 1453 1456 1460 rBV 75064 105388 3.07% 0.363%
19 11.127 1534 1537 1542 rVB2 46928 49275 1.43% 0.170%
20 11.233 1551 1555 1558 rBV 1212599 1034302 30.11% 3.566%

21 11.927 1667 1673 1676 rBV3 27126 36099 1.05% 0.124%
22 12.674 1796 1800 1802 rBV 43261 52593 1.53% 0.181%
23 12.716 1805 1807 1814 rVB3 36936 40777 1.19% 0.141%

24 12.821 1820 1825 1828 rBV 2158237 2046442 59.58% 7.056%
25 13.710 1973 1976 1984 rBV 361188 405230 11.80% 1.397%

26 13.868 2000 2003 2007 rVB 704441 681908 19.85% 2.351%
27 15.298 2242 2246 2253 rVB 598826 798442 23.25% 2.753%

Sum of corrected areas: 29001230
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Data Path :
Data File :
Acq On :
Operator :
Sample :
Misc :
ALS Vial :

Quant Method
Quant Title

TIC Library

LSC Report - Integrated Chromatogram

Z:\HPCHEM1I\BNA_F\DATA\BF012418\

BF102395.D

24 Jan 2018 17:51

SJ/Ju

J1249-11

8 Sample Multiplier: 1

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

= C:\DATABASE\NIST11.L

TIC Integration Parameters: LSCINT.P
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102395.D

Acq On : 24 Jan 2018 17:51

Operator : SJ/JU

Sample : J1249-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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.

4.92 2.95 ng 128648 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 2-Pentanone, 4-hydroxy-4-methyl- 116 C6H1202 000123-42-2 37
2 2,3-Butanedione, monooxime 101 C4H7NO2 000057-71-6 35
3 3-Hexanol 102 C6H140 000623-37-0 25
4 Butyl aldoxime, 3-methyl-, syn- 101 C5H11NO 005780-40-5 17
5 Acetic acid, cyano-, 1,1-dimethy... 141 C7H11NO2 001116-98-9 17

Abundance Scan 482 (4.922 min): BF102395.D (-478) (-) m/z 43.00 100.00%
43
59
5000
101
4.60 4.80 5.00 5.20
0...,....,....,....','::..,.5%!-.,....,....,??..,...:,|....,. m/z 58.95 54.53%
m/z--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #8185: 2-Pentanone, 4-hydroxy-4-methyl-
43
5000 L LA L L L
59 460 480 500 520
m/z 101.10 19.53%
15 31 101
o 257 37, 53 83 |
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance
43
4.60 480 500 520
5000 m/z 57.95 14.82%
101
o 15 25 31 37 51 %8 g 86
miz--> 10 20 30 40 50 60 70 8 90 100 110
Abundance #4417: 3-Hexanol
509 4.60 4.80 5.00 5.20
m/z 41.10 6.64%
5000 31 43 73
0 25L\ 37\“H 53| 67 84 101
m/z--> 10 20 30 40 50 60 70 8 90 100 110 4.60 4.80 5.00 5.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102395.D

Acq On : 24 Jan 2018 17:51

Operator : SJ/JU

Sample : J1249-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 unknown6.49 Concentration Rank 1

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

6.49 75.26 ng 3280530 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
2 5-Aminoindole 132 C8H8N2 005192-03-0 12
3 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9
4 1-Methylpyrrolo[1l,2-a]pyrazine 132 C8H8N2 064608-59-9 9
5 4-Methylpyrrolo[1,2-a]pyrazine 132 C8H8N2 064608-60-2 9

Abundance Scan 749 (6.492 min): BF102395.D (-743) (-) m/z 132.00 100.00%
32
5000
68
96 PSSR ASEEERARESALN
40 ,- 54 ‘ 75 104 6.20 6.40 6.60 6.80
o..,....,....,...:,...7.,....??.I.'....,..?‘.7,..!.,.-:..,.1.1:‘3.,....,"...,.. m/z 134.00 33.97%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14409: (E)-3-Chloro-2-methyl-2-pentenal
132
5000 67 ISR RN R R
a1 o7 6.20 6.40 6.60 6.80
53 117 m/z 68.10 31.55%
0 ,,lewllsﬁl\ll\”,i‘,\,,,I,‘,\,,\I,,‘,‘,\I‘m??”\”l,lpﬁll,,\,|1,2,f1,| 1N
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 680
5000 m/z 66.00 19.99%
104

66 77

14 27 37 4451 5 89 97 115

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 A
Abundance #14144: 5-Fluoro-2-chloropyrimidine L T

132 6.20 6.40 6.60 6.80
m/z 96.00 12 .80%

5000

33 44 g7 105

ae e | |

m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 6.20 6.40 6.60 6.80

o
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102395.D

Acq On : 24 Jan 2018 17:51

Operator : SJ/JU

Sample : J1249-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 4 Benzophenone Concentration Rank 5
R.T. EstConc Area Relative to ISTD R.T.
10.46 2.09 ng 129608 Acenaphthene-d10 9.75
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Benzophenone 182 C13H100 000119-61-9 96
2 Glyoxylohydroximoyl chloride, 2-... 183 C8HG6CINO2 004937-87-5 49
3 2-Pyrazoline-3-carbonitrile, 1-b._.. 199 C11H9N30 067872-68-8 47
4 Benzenebutanoic acid, .gamma.-oxo- 178 C10H1003 002051-95-8 47
5 Benzoic acid, phenyl ester 198 C13H1002 000093-99-2 47
Abundance Scan 1424 (10.463 min): BF102395.D (-1419) (-) m/z 105.00 100.00%
105
77
5000 182
51 DU A VSN S—
152 10.20 10.40 10.60 10.80
o...,....3,9..'|..,6.3..4',..9.1.,.'.1.1.5,1.2]7.1.3,9..:'.,1‘?“.3..,"....2??. m/z 77.00 59.13%
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #47241: Benzophenone
105
77
5000 LN RN LN RN I
182 10.20 10.40 10.60 10.80
o1 m/z 182.10 47.01%
oh 1727 39 | 63 | & | 115126 152 165 |
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance
105
. 10.20 10.40 10,60 10.80
5000 m/z 51.00 23.67%
ot 183
. % 63 89 115 131 147 166
m/z--> 20 40 60 80 100 120 140 160 180 200
Abundance #60409: 2-Pyrazoline-3-carbonitrile, 1-benzoy!-
105 10.20 10.40 10.60 10.80
. m/z 181.10 9.01%
5000
51
o,‘ﬁo‘,“‘,%,‘,,,,lg‘,g S | Y N
m/z--> 20 40 60 80 100 120 140 160 180 200 10.20 10.40 10.60 10.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102395.D

Acq On : 24 Jan 2018 17:51

Operator : SJ/JU

Sample : J1249-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 Hexadecane Concentration Rank 6

R.T. EstConc Area Relative to ISTD R.T.
10.65 2.04 ng 105388 Phenanthrene-d10 11.23
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Hexadecane 226 C16H34 000544-76-3 90
2 Dodecane, 2-methyl- 184 C13H28 001560-97-0 87
3 Tridecane 184 C13H28 000629-50-5 87
4 Heneicosane 296 C21H44 000629-94-7 87
5 Tetracosane 338 C24H50 000646-31-1 86

Abundance Scan 1456 (10.651 min): BF102395.D (-1453) (-) m/z 57.00 100.00%
57
43 71
5000
113126 10.40 10.60 10.80 11.00
o 140 124 109 183 m/z 43.00 59.00%
m/z--> 0O 20 40 60 80 100 120 140 160 180 200 220
Abundance #83023: Hexadecane
57
43
71
5000 85 LI BRI BN S B
mmmmmmnm
29 % m/z 71.05 53.36%
0 | L |, 7 113127141155 169183197 226
m/z--> : 25 Jo eb éo 160 150 150 1éo 1éo 260 250
Abundance
43 57
" 10,40 10,60 10.80 11.00
5000 1 o m/z 85.05 35.57%
29 99 141
o2 15 113127 | 154 169 184
m/z--> : 25 Jo eb éo 160 150 140 160 1éo 260 250
Abundance #48835: Tridecane A AL
43 57 10.40 10.60 10.80 11.00
m/z 41.00 23.27%
71
5000
85
29
o5 L P i e
m/z--> : 25 Jo eb éo 160 150 150 160 180 260 250 1020 1060 1080 1100
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102395.D

Acq On : 24 Jan 2018 17:51

Operator : SJ/JU

Sample : J1249-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_M
ASP BNA STANDARDS FOR 5 POINT CALIBRATION

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 1-Nonadecene Concentration Rank 3
R.T. EstConc Area Relative to ISTD R.T.
13.71 11.89 ng 405230 Chrysene-di12 13.87
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1-Nonadecene 266 C19H38 018435-45-5 98
2 Heptadecyl trifluoroacetate 352 C19H35F302 1000351-87-0 94
3 Trichloroacetic acid, hexadecyl ... 386 C18H33C1302 074339-54-1 94
4 1-Docosene 308 C22H44 001599-67-3 94
5 Heptadecyl heptafluorobutyrate 452 C21H35F702 959085-66-6 94
Abundance Scan 1976 (13.710 min): BF102395.D (-1973) (-) m/z 57.10 100.00%

7 83

5000

3

139 13.40 13.60 13.80 14.00

o 165182 212 234 255 293 316 m/z 43.10 99 _15%
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance #115906: 1-Nonadecene
43 o7

g

13.|40 13.I60 13.|80 14.IOO
125 m/z 55.05 96.08%

154 182 210 238 266

5000

04
m/z--> 20 40 60 80 100 120 140 160 180 200 220 240 260 280 300 320
Abundance

57
97 IIIIIIIIIIIIIIIIIIIIIII
a1 13.40 13.60 13.80 14.00
5000 m/z 83.05 87.40%
125

0 79 154 182 210 238 265283 334

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

Abundance #205392: Trichloroacetic acid, hexadecy! ester T
13.40 13.60 13.80 14.00

m/z 97.05 76 .35%

69

5000

125

:

153 196 224
R I 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
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012418\
Data File : BF102395.D

Acq On : 24 Jan 2018 17:51

Operator : SJ/JU

Sample : J1249-11

Misc :

ALS Vial : 8 Sample Multiplier: 1

Quant Method
Quant Title

Z:\HPCHEM1\BNA_F\METHODS\8270-BF012218_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... 4.92 3.0 ng 128648 1 6.72 871844 20.0
unknown6 .49 6.49 75.3 ng 3280530 1 6.72 871844 20.0
Benzophenone 10.46 2.1 ng 129608 3 9.75 1239020 20.0
Hexadecane 10.65 2.0 ng 105388 4 11.23 1034300 20.0
1-Nonadecene 13.71 11.9 ng 405230 5 13.87 681908 20.0
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