LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102596.D

Acq On 29 Jan 2018 14:36

Operator : SJ/JU

Sample : J1253-19 2X

Misc :

ALS Vial : 11 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 4.898 474 478 490 rBv 35294 47148 2.72% 0.242%
2 5.281 540 543 547 rBV 26214 39012 2.25% 0.201%
3 5.328 547 551 571 rVB 1563436 1694199 97.58% 8.709%
4 6.145 685 690 698 rBV7 18101 38946 2.24% 0.200%
5 6.234 702 705 709 rBv2 30809 31615 1.82% 0.163%
6 6.363 723 727 738 rBV 1586863 1736253 100.00% 8.925%
7 6.486 744 748 754 rBV 1981364 1660285 95.62% 8.534%
8 6.539 754 757 763 rVB3 58131 74223 4.27% 0.382%
9 6.592 763 766 772 rVB3 30456 38119 2.20% 0.196%
10 6.716 783 787 793 rBV 1185493 1011685 58.27% 5.200%
11 6.869 809 813 821 rBV 1524053 1317417 75.88% 6.772%
12 6.981 828 832 837 rvB2 26997 36869 2.12% 0.190%
13 7.281 879 883 893 rBV 1010615 981476 56.53% 5.045%
14 7.392 900 902 910 rvB8 16733 30632 1.76% 0.157%

15 7.928 989 993 998 rBV 302698 279695 16.11% 1.438%

16 7.975 999 1001 1002 rBV 42038 30296 1.74% 0.156%
17 7.998 1002 1005 1008 rBV 1451424 1162748 66.97% 5.977%
18 8.351 1061 1065 1073 rBV3 77092 115088 6.63% 0.592%
19 8.586 1102 1105 1110 rVB 59250 58730 3.38% 0.302%
20 8.716 1123 1127 1133 rBV 82787 102564 5.91% 0.527%

21 8.792 1137 1140 1154 rVvB2 151698 282641 16.28% 1.453%

22 9.016 1175 1178 1181 rVB2 29040 29179 1.68% 0.150%
23 9.075 1184 1188 1195 rVV 1692139 1496873 86.21% 7.694%
24 9.151 1198 1201 1203 rVV 79811 73613 4.24% 0.378%
25 9.175 1203 1205 1210 rVB2 42181 38542 2.22% 0.198%
26 9.222 1210 1213 1215 rBV2 37168 28467 1.64% 0.146%
27 9.345 1229 1234 1238 rBV4 41475 71170 4._.10% 0.366%
28 9.410 1242 1245 1248 rVV2 70462 69382 4._.00% 0.357%
29 9.469 1252 1255 1259 rVB 226315 191168 11.01% 0.983%
30 9.563 1269 1271 1275 rVB4 35552 38020 2.19% 0.195%
31 9.616 1277 1280 1284 rVB 130969 117947 6.79% 0.606%
32 9.674 1288 1290 1293 rVB 82393 68750 3.96% 0.353%
33 9.751 1300 1303 1307 rVV 1151941 992820 57.18% 5.103%
34 9.786 1307 1309 1313 rVB 57782 54817 3.16% 0.282%
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LSC Area Percent Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102596.D

Acq On 29 Jan 2018 14:36

Operator : SJ/JU

Sample : J1253-19 2X

Misc :

ALS Vial : 11 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:\HPCHEM1I\BNA_F\METHODS\8270-BF012218_M

Title = ASP BNA STANDARDS FOR 5 POINT CALIBRATION

35 9.857 1318 1321 1323 rBV3 22094 30256 1.74% 0.156%
36 9.910 1327 1330 1332 rBV3 24283 30482 1.76% 0.157%
37 9.963 1336 1339 1342 rVvVv2 51419 51708 2.98% 0.266%
38 9.998 1342 1345 1348 rVB3 39008 39600 2.28% 0.204%
39 10.151 1368 1371 1373 rBV3 41327 49160 2.83% 0.253%
40 10.174 1373 1375 1378 rVB 114052 92354 5.32% 0.475%
41 10.298 1394 1396 1402 rVB2 38397 52578 3.03% 0.270%
42 10.398 1410 1413 1415 rVB 37310 31513 1.82% 0.162%

43 10.545 1435 1438 1447 rBVY 654678 675208 38.89% 3.471%
44 10.651 1453 1456 1464 rBV2 124298 197768 11.39% 1.017%
45 10.739 1469 1471 1474 rBV3 37404 34701 2.00% 0.178%

46 11.098 1530 1532 1534 rBV 72365 55428 3.19% 0.285%
47 11.239 1553 1556 1558 rBV 926744 847583 48.82% 4_357%
48 11.263 1558 1560 1563 rVV 496932 405287 23.34% 2.083%
49 11.316 1567 1569 1572 rVV 131204 112962 6.51% 0.581%
50 11.798 1649 1651 1653 rBV 175086 127590 7.35% 0.656%

51 12.457 1760 1763 1767 rBV 642546 619857 35.70% 3.186%
52 12.686 1800 1802 1809 rVB 537978 566213 32.61% 2.910%

53 12.827 1823 1826 1829 rBV 944379 799076 46.02% 4.107%
54 13.892 2005 2007 2010 rVB2 600696 594782 34.26% 3.057%

Sum of corrected areas: 19454495
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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\BF012918\

BF102596.D

29 Jan 2018 14:36

SJ/Ju

J1253-19 2X

11 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\BF012918\
Data File : BF102596.D

Acq On : 29 Jan 2018 14:36

Operator : SJ/JU

Sample - J1253-19 2X

Misc :

ALS Vial : 11 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 unknown6.49 Concentration Rank 1

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

6.49 32.82 ng 1660290 1,4-Dichlorobenzene-d4 6.72
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 3-Chloro-6-fluoro-pyrazine 132 C4H2CIFN2 1000146-10-7 27
2 (E)-3-Chloro-2-methyl-2-pentenal 132 C6HOCIO 031357-76-3 17
3 5-Aminoindole 132 C8H8N2 005192-03-0 12
4 4-Chloro-6-Ffluoro-pyrimidine 132 C4H2CIFN2 051422-01-6 9
5 5-Fluoro-2-chloropyrimidine 132 C4H2CIFN2 062802-42-0 9

Abundance Scan 749 (6.492 min): BF102596.D (-744) (-) m/z 132.00 100.00%
5000
68
40 ,- 54 75 104 6.20 6.40 6.60 6.80
Obrrrrrrrprrrr e Skl 87 L SiE 5 Tm/z 134.00  34.16%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14142: 3-Chloro-6-fluoro-pyrazine
132
69
104
5000 ISR RS R A
6.20 6.40 6.60 6.80
3 78 m/z 68.10 32.94%
1 33 ‘
O T T e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance
132
620 640 6.60 6.80
5000 67 m/z 65.95 20.77%
41 97
53 117
79
ol 34 60 89 | 105 124
wwmwmmmﬁmm
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140
Abundance #14491: 5-Aminoindole
132 6.20 6.40 6.60 6.80
m/z 96.10 13.26%
5000
104
66
o 14 27 37445158 7 1 8 97 | 15
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 620 6.40 6.60 6.80
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102596.D

Acq On : 29 Jan 2018 14:36

Operator : SJ/JU

Sample - J1253-19 2X

Misc :

ALS Vial : 11 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 3 unknown7.93 Concentration Rank 4

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

7.93 4.81 ng 279695 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 1,2,5-Trithiepane 152 C4H8S3 006576-93-8 47
2 2-Chlorobenzimidazole 152 C7H5CIN2 004857-06-1 27
3 8-Azaguanine 152 C4H4N60 000134-58-7 22
4 trans-0-Dithiane-4,5-diol 152 C4H802S2 014193-38-5 17
5 2-Heptenoic acid, methyl ester, ... 142 C8H1402 038693-91-3 12

Abundance Scan 993 (7.928 min): BF102596.D (-989) (-) m/z 152.00 100.00%
152
55 87

5000

7.60 7.80 8.00 8.20

96 106 119

134

0 m/z 87.00 70.75%
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25532: 1,2,5-Trithiepane
152
5000 60 LA L L L L L L L L BB |
45 87 7.60 7.80 8.00 8.20
27 78 106 2 m/z 55.05 68.58%
96
0 | \ ‘ ‘ | !
P T e e e e e
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance
152
e R I e e
7.60 7.80 8.00 8.20
5000 m/z 88.00 34.26%
63 90
39 117
) 16 26 52 76 105 125
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160
Abundance #25508: 8-Azaguanine e P ,/\
43 152 7.60 7.80 8.00 8.20
m/z 41.00 33.74%
28
5000
69 125
53 111
82 97 W w
16 | 1| | ‘H M ! ‘ | 136 |
o.upnw””“”q””“”q””“”q””.”q””“”w””“”w””,”.” ettt N i S
m/z--> 10 20 30 40 50 60 70 80 90 100 110 120 130 140 150 160 7.60 7.80 8.00 8.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102596.D

Acq On : 29 Jan 2018 14:36

Operator : SJ/JU

Sample - J1253-19 2X

Misc :

ALS Vial : 11 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 Phthalic anhydride Concentration Rank 3

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

8.79 4.86 ng 282641 Naphthalene-d8 8.00
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
1 Phthalic anhydride 148 C8H403 000085-44-9 95
2 Phthalamic acid 165 C8H7NO3 000088-97-1 90
3 Phthalic acid, monoethyl ester 194 C10H1004 002306-33-4 90
4 Bicyclo[4.2.0]octa-1,3,5-triene-... 132 C8H402 006383-11-5 86
5 1,2-Benzenedicarboxylic acid 166 C8H604 000088-99-3 83

Abundance Scan 1140 (8.792 min): BF%I)02596.D(—1137) ) m/z 104.00 100.00%
104
76
5000 50
38 148 840 8.60 880 9.00 9.20
ol O i 8 | wes | m/z 76.00 74.62%
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #23154: Phthalic anhydride
104
76
5000 50 148
8.40 860 8.80 9.00 9.20
38 m/z 49.95 42 _77%
16 28 “ A 61 \M\ 85 | !
miz--> 20 40 60 80 100 120 140 160 180
Abundance
76 104
8.40 860 8.80 9.00 9.20
5000 50 m/z 74.00 17.90%
17 148
0 "|'2?'??' "'?¥ "'I"Q?'I' "%%9""| U SN
m/z--> 20 40 60 80 100 120 140 160 180
Abundance #55736: Phthalic acid, monoethy! ester
6 104 8.40 860 8.80 9.00 9.20
m/z 147 .95 12._.19%
5000 50
148
o 9, 60 i 3 | 122 | 176
m/z--> 20 40 60 80 100 120 140 160 180 8.40 860 8.80 9.00 9.20
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Library Search Compound Report

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102596.D

Acq On : 29 Jan 2018 14:36

Operator : SJ/JU

Sample - J1253-19 2X

Misc :

ALS Vial : 11 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 Heptacosane Concentration Rank 5

R.T. EstConc Area Relative to ISTD R.T.
10.65 4.67ng 197768  Phenanthrene-d10 11.24
Hit# of 5 Tentative ID MW  MolForm CAS# Qual
‘1 Heptacosane 380 C27H56 000593-49-7 83

2 Dodecane, 2-methyl-6-propyl- 226 C16H34 055045-08-4 80
3 Hexadecane 226 Cl16H34 000544-76-3 80
4 Eicosane 282 C20H42 000112-95-8 80
5 Docosane 310 C22H46 000629-97-0 72
Abundance Scan 1456 (10.651 min): BF102596.D (-1453) (-) m/z 57.10 100.00%
g7
5000 a5
113 229 10.40 10.60 10.80 11.00
ol g |7 187 168 195 20 30230 | n/z 43.05  62.42%
m/z--> 50 100 150 200 250 300 350
Abundance #202662: Heptacosane
57
5000 LA I BUULIN UL B
85 10,40 10.60 10.80 11.00
m/z 71.10 61.65%
o 290 | s 141 169 197 225 253 281 323 351 380
m/z--> 50 100 150 200 250 300 350
Abundance
57
10,40 1060 10.80 11.00
5000 85 m/z 85.10 35.88%
140
ol 38 113 82 05226
m/z--> 50 100 150 200 250 300 350
Abundance #83025: Hexadecane T
57 10.40 10.60 10.80 11.00
m/z 41.05 26.24%
5000
85
29
ANIEY | M3 ae vy 2
m/z--> 50 100 150 200 250 300 350 10,40 10.60 10.80 11.00
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Tentatively ldentified Compound (LSC) summary

Data Path : Z:\HPCHEM1\BNA_F\DATA\BF012918\
Data File : BF102596.D

Acq On 29 Jan 2018 14:36

Operator : SJ/JU

Sample : J1253-19 2X

Misc :

ALS Vial : 11 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]
unknown6 .49 6.49 32.8 ng 1660290 1 6.72 1011690 20.0
unknown7 .93 7.93 4.8 ng 279695 2 8.00 1162750 20.0
Phthalic anhydride 8.79 4.9 ng 282641 2 8.00 1162750 20.0
Heptacosane 10.65 4.7 ng 197768 4 11.24 847583 20.0
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